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Figure 5.1: CaM-binding domains classified by residues used to interact with the N- and C-
domain of CaM

Highlighted in yellow are the locations hydrophobic residues that insert into the hydrophobic
pockets of CaM exposed upon®chinding. The spacing between these hydrophobic residues
dictates the numerically derived name given to each CaMBD.
Users/nmr_mike/Thesis/Chapter_V/Figure5 1.jpg
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Figure 5.2: Helical Wheel Diagrams of CaM-Binding Domains

Helical wheel diagrams generated using University of Virginia applet

htt //ct1 itc.virginia.edu/~cmg/Demo/wheel/wheel App.html for various Ca**-dependent and
Ca”"-independent CaMBDs where nonpolar residues are colored according to the scheme
depicted above.
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lon Outside (mM) Inside (mM) Ratio (Out/In)
Na* 145.0 15.0 9.67

K* 4.0 155.0 0.03
Ca?* 1.5 0.1-0.01 15.0 - 150
Mg?* 2.0 05 4.0

Cl- 123.0 4.2 29.29

of Resting

Figure 5.3: Intracellular and extracellular ion concentrations of a resting cell

Intracellular and extracellular ionic strengths of Na', K', Ca*, Mg2+, and CI ions are shown

(top), while their concentration gradients across the membrane are qualitatively shown below.
Upon membrane depolarization ion channels open to allow for ions to pass into or out of the cell
dependent upon their concentration gradients (Hille et al. 2001).
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Figure 5.4: Apo or (Ca )4 CaM 143 t1trat10n of Na,1.2iq, at varied [Salt]

Titrations of Nav1.2;q, with apo or (Ca ")4-CaM7¢.45 are shown. Titrations were conducted at 5
mM CaCl, or 50 uM EGTA for Ca® -saturating or apo trials respectively. Shown in red are trials
performed at 100 mM [Salt], while trials shown in black were performed at 300 mM [Salt]
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Figure 5.5: Simulated fitting curves used to determine Na,1.2;q, binding affinity for CaM

Both plots display identical data plotted in two different formats. Nay1.2iq, binding to (Ca’ )4-
CaM . 143 (red diamonds) is shown on the left where the log [CaM ]t s plotted on the x-axis ,
while on the x-axis of the titration on the right the stoichiometry of [CaM] / [Nay1.2iqp] is shown.
Shown in solid lines are simulated binding curves at varied affinities/binding energies where the
[Nay1.21qp] was set to luM. Note that when stoichiometic data is plotted on a log scale x-axis
typically used for equilibrium binding curves that the difference between one possible fit or
another is significantly reduced.
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Figure 5.6: Apo or (Ca*"),-CaMys.143 titration of Na,1. 21qp at varied [KCI]

Titrations of Na,1.2q, with apo or Ca2 )a-CaM7¢.45 are shown. Titrations were conducted at 5
mM CaCl; or 50 uM EGTA for Ca -saturatlng or apo trials respectively. Shown in red are trials
performed at 100 mM KCI, while trials shown in black were performed at 300 mM KCI.
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Figure 5.7: (Ca*")4-CaM|.148 tltratlon of CaMKI]I,, at varied [KCI] and [NaCl]

Titrations of CaMKII, with (Ca®")4-CaM 45 are shown Titrations were conducted at CaCl,
concentrations of SmM at 50 mM (blue), 100 mM (red), 200 mM (green), and 300 mM (black)
NacCl or KCI.
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Figure 5.8: Calculated electrostatic binding energ1es of CaMKII,for (Ca*")s-CaM_145

A: Plotted change in CaMKI], affinity for (Ca®");-CaM. 43 as a funct1on of salt. Plotted on the
primary Y-axis are APBS calculated electrostatic binding energies of CaMKII,, for (Ca®),-
CaM,_145 as a function of [NaCl] (purple) or [KCI] (orange). Plotted on the secondary Y-axis is
the difference between APBS calculated NaCl and KCl binding afﬁn1t1es at similar
concentrations (green). B: Electrostatic surface potentials of (Ca ")4-CaM_145 and CaMKII, at
varied NaCl and KCI concentrations. Positive surface is colored in blue, while negative surface
is shown in red.
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Figure 5.9: Comparison of calculated and observed changes in CaMKII, binding to (Ca®"),-

CaM.145 as a function of salt

Comparison of observed (red) and calculated (light blue) changes in the binding affinity of
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CaMKII, for (Ca*")4-CaM 145 as a function of either [NaCl] (upper plot) or [KCI] (lower plot).
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CHAPTER VI
SUMMARY AND FUTURE DIRECTIONS

Thesis Summary

The interaction of apo CaM with targets is an emerging area of interest in the CaM
research field where historically it was a widely held belief that only (Ca*");-CaM bound and
activated intracellular targets (Cheung, 1980; Klee and Haiech, 1980; Siegel, 1973). Numerous
targets such as myosins, ion channels, and growth-associated proteins have been shown to
interact with apo CaM via an [Q-motif (Black et al., 2005; Liu and Storm, 1990; Martin and
Bayley, 2004; Shah et al., 2006). This thesis investigates how the anti-psychotic drug TFP, and
Na,1.21q, interact with apo CaM at the molecular level to better understand how apo CaM
recognizes and binds such diverse targets. A model of how CaM interacts with both of these

targets is presented in Figure 6.1.

TFP Binding Induces a Biphasic Response in the Ca’**-Binding
Affinity of CaM

Nearly all targets that bind to CaM either naturally occurring or synthetic “tune” its Ca*"-
binding affinity in some manner (Peersen et al., 1997). Targets such as CaMKII,, Calcineurin,
and the Ryanodine receptor increase the Ca”*-binding affinity of CaM, while IQ-motif
containing proteins such as Na, 1.2 lower the Ca*"-binding affinity of CaM (Evans and Shea,
2009; Newman and Shea, 2006; Quintana et al., 2005; Theoharis et al., 2008). Unlike these
previously mentioned protein targets of CaM, the anti-psychotic drug TFP was shown in Chapter
II to both increase and decrease the Ca**-binding affinity of CaM dependent upon the
concentration of TFP examined. To our knowledge this is the first time this behavior has been
observed with any allosteric effector of CaM.

The basis of the observed biphasic response can be found in the stoichiometry of TFP
binding to CaM. We determined that there are 2 TFP binding sites (one per domain) in apo

CaM, while there are 4 TFP binding sites in (Ca’");-CaM. The TFP induced biphasic response in
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Ca’"-binding affinity results from each TFP site having a different binding affinity for apo and
(Ca®")4-CaM as shown in Chapter II. TFP at ratios of 1:1 and 2:1 have a more favorable binding
affinity for apo CaM than (Ca”"),-CaM, and thus via allosteric linkage cause the Ca**-binding
affinity of CaM to become less favorable. TFP:CaM ratios of 3:1 and 4:1, are achieved in the
Ca’"-bound state only, because of this the Ca**-bound state of CaM is selectively stabilized over
the apo state resulting in a more favorable Ca**-binding affinity. To further probe the basis of
this biphasic response, TFP titrations of (Ca*");-CaM were performed. We observed biphasic
responses in the chemical shift of residues located at the interface between the N- and C-domain
of CaM as well as in residues in close (< 4 A) proximity to multiple TFP binding sites,

corroborating the biphasic response seen in Ca**-binding measurements.

CaM uses Distinct Interfaces to Bind TFP under apo and Ca®*-
Saturating Conditions

Ca*'-titrations of CaM at multiple ratios of TFP performed in Chapter II, indicated that
the Ca”"-binding affinity of the C-domain of CaM was affected to a greater extent than that of
the N-domain. It was clear in ’N-HSQC spectra taken of TFP bound to apo and (Ca*"),-CaM
that TFP induced non-equivalent chemical shifts which were dependent upon the Ca*-ligation
state of CaM. Consistent with Ca*"-titration data, quantification of N- and C-domain "N-HSQC
chemical shifts of apo and (Ca®"),-CaM indicated that in both cases the C-domain of CaM was
perturbed to a greater extent than the N-domain. These observations prompted structural studies
using the isolated C-domain fragment (CaMy7¢.145) performed in Chapter III to gain insight into
the differing molecular interfaces used by apo and (Ca*"),-CaMy.145 identified in Chapter 1.

The crystal structure of TEP bound to (Ca*"),-CaMys.14s directly reveals the molecular
binding interface and conformation used by (Ca*"),-CaMys.14s when binding TFP. In this
structure (Ca>"),-CaMye.143 adopts an “open” domain conformation observed in all structures of
(Ca®")4-CaM alone or when bound to a target. The TFP binding site is located within the

hydrophobic pocket of (Ca®"),-CaMye.143 and contacts the FLMM tetrad of residues, both
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common features seen in all structures of (Ca”"),-CaMye.143 bound to protein or drug targets
(Ataman et al., 2007). A unique feature of this structure was that 2 chains of (Ca*"),-CaMye. 145
were found within the unit cell, and formed a pseudo ellipsoidal structure typically observed
when the N- and C-domain of (Ca®");-CaM 145 bind a target. A desirable future set of
experiments would be to determine the 'H, "°N, and "°C assignments of TFP-bound (Ca*"),-
CaM76.145 to use NMR spectroscopy to observe changes in dynamics upon TFP binding, and
compare these changes with areas of chains A and B that differ structurally. This comparison
will serve as an orthogonal approach to validate the structural changes observed between chains
A and B of (Ca*"),-CaMj¢.143 when bound to TFP, as well as allow for T; and T, experiments to
verify its oligomeric state.

NMR studies of residue-specific changes induced upon TFP binding to apo CaM7¢.148
performed in Chapter III indicated that significant structural changes occurred within apo
CaM7¢.145 as TFP binds. These residue-specific changes were then mapped to a structure of apo
CaMo4.145 determined in the absences of TFP and clustered onto helices F-H as well as the Ca*'-
binding loops. Hydrophobic residues dominate TFP binding perturbed resonances within helices
F-H, while polar residues are perturbed in the Ca**-binding loops. The chemical shifts induced
upon TFP addition to apo CaMyc.145 are most likely a result of 2 different phenomena: 1) direct
TFP binding or 2) allosteric linkage. Due to the chemical properties of TFP (hydrophobic small
molecule) we hypothesize that TFP interacts directly with hydrophobic residues contained within
helices F-H, while it allosterically alters the chemical shifts of the Ca**-binding loops. Evidence
to support this claim was shown in Chapter II in which TFP was shown to allosterically alter
the Ca*"-binding affinity of CaMys.145, and that it is unlikely that TFP directly competes with
Ca’" within the Ca*"-binding loops of CaMys.145.

Although TFP significantly perturbed apo CaM7s.143 upon binding, the magnitude of
change in chemical shifts was much smaller than those observed for TFP binding to C-domain of
CaM. 143, suggesting a smaller conformational change occurs under apo conditions. The only

conformation observed of the C-domain of apo CaM or CaM-like proteins when bound to a
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target has been that of the “semi-open” conformation. We hypothesize that a “semi-open”
conformation is used by apo CaM7s.143 when binding TFP, as this conformation (consistent with
magnitude of "N-HSQC shifts) requires less structural rearrangement than the “open”
conformation. The adoption of a “semi-open” conformation is also evidenced by the slight
decrease in T, relaxation time upon addition of TFP to apo CaMzs.145, indicative of a slight
increase in molecular size. Future studies are proposed to determine changes in T, relaxation
rates upon TFP binding to (Ca®"),-CaMys.14s. These values would help to confirm that the rate of
molecular tumbling due to changes in the hydrodynamic radius of TFP-bound apo CaM7.14s is
faster that of TEP-bound (Ca®"),-CaMy¢.14s. It is anticipated that the average T, rate of apo CaM
> TFP-bound apo CaM7e.143 > TFP-bound (Ca2+)2-CaM76.14g.

To definitively confirm that CaM uses distinct interfaces to bind TFP under apo and
Ca’"-saturating conditions high resolution 3 dimensional structures are required. To this end the
we have determined the (Ca>"),-CaMy.145 adopts an “open” conformation via x-ray
crystallography. The future goal of the work described in Chapter III is to determine the solution
structure of TFP bound to apo CaM7.145. These NMR data have been collected and are awaiting

assignment and analysis for calculation the structure of TFP bound to apo CaMzs.14s..

Conservation of Carboxamide-Containing Side chains in apo
CaM Binding Motifs

Studies presented in Chapter IV indicated the “semi-open” domain conformation is used
by the C-domain of CaM and CaM-like proteins when interacting with targets under apo
conditions. The structure of the SK-channel bound to a partially Ca*'-saturated CaM shows that
an [Q-motif is not necessary for binding of the C-domain of apo CaM (Figure 4.9) (Schumacher
et al., 2004). The one structural feature observed that was conserved by all apo CaM binding
motifs was a Gln or Asn residue whose carboxamide-containing side chain was used to make 2
hydrogen bonds to atoms found in the backbone of residues 112 and 114 located within the loop

connecting helices F and G of CaM (Figure 4.9).
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To examine the necessity of this hydrogen bonding network for apo C-domain binding
additional studies are proposed in which mutations of either GlIn—Glu (Na,1.2iq,) or Asn—>Asp
(SK-Channel) will be made at the Q position of the IQ-motif followed by fluorescence
anisotropy monitored binding studies. These mutants would test whether 2 hydrogen bonds are
required for apo binding of the C-domain of CaM. The aforementioned study (dependent upon
the results) could be repeated except instead of GIn—Glu or Asn—Asp mutations, a Glu or Asn
—Ala mutation would be made that completely removes the observed hydrogen bond network

between apo CaM and the target peptide.

Changes in the Electrostatic Environment of CaM Alters its
Interaction with Targets

Studies shown in Chapter V indicate that increasing the concentration of NaCl or KCl in
solution lowers the affinity of CaM for its target, due to the screening of electrostatic interactions
between CaM and the peptide target. Perturbation of the local electrostatic environment of CaM
can also be performed by introducing point mutations that introduce, remove or reverse the
intrinsic charge of an amino acid. Structural changes due to this type of perturbation of the
electrostatic environment of CaM, will be examined with CaM mutants D95G and H135R.
These mutants were identified via a genetic screen of viable Paramecia that exhibited abnormal
chemotactic behavior resulting from impaired ion channel function (Kung et al., 1992; Ling et
al., 1992). Exploratory studies of D95G and HI35R have identified these over-reactive mutants
as ideal candidates for structural studies. (Ca*"),-CaMys.14s H135R was crystallized and
diffracted to 2.2 A, while the ""N-HSQC spectrum of D95G (Ca*"),-CaMys.145 bound to
Na,1.21q, showed excellent peak dispersion (Figure 6.2).

Future endeavors to determine to these high-resolution structures will allow for direct
observations to be made of the effect of D95G or H135R on CaM alone or when in complex with
Na,1.21qp. Either of these structures would be the first of their kind to have been determined

from the genetic screen of viable Paramecium mutants. These structures would lay the
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groundwork for structural based conclusions to be made as to the molecular basis of the altered

chemotactic behavior observed in Paramecium mutants.

Future Studies

Changes in Met 144 Dynamics upon Binding (Ca2+)2-CaM76_143

The residue M 144 has previously been identified to adopt the most variable
conformations when bound to a target of the FLMM tetrad residues, as well as being the least
conserved FLMM tetrad residue in 102 CaM sequences from other species. Studies presented in
Chapter III indicated that the side chain dynamics of M 144 play a key role in selecting the
orientation of TFP within the hydrophobic cleft of (Ca*"),-CaMys.145. To investigate this
observation further, ?C-methyl relaxation experiments are proposed to examine changes in
relaxation rates of (Ca2+)2-CaM76_14g upon binding TFP (Palmer, 2001; Wand, 2001). This data
would help to clarify at a finer level of detail the amount of molecular motion present within the
TFP-binding site of (Ca’"),-CaMy¢.145 as x-ray crystallography only provide static images.

This data could then be incorporated into small molecule docking simulations of drugs to
CaM in which highly dynamic residues would be allowed to be flexible, instead of being held
rigid as is often done for all residues in docking simulations. This treatment would allow for a
more realistic docking simulation to be run, yet be less computationally taxing than allowing all-
atom flexibility. On a larger scale, incorporation of in vitro data into virtual docking simulations
of lead compounds against hub-proteins such as CaM, may benefit pharmaceutical discovery in
which off target effects are not desired. Virtual screening of a compound library against every
known protein structure is considerably more computationally expensive than screening against a
select set of hub-proteins who regulate a myriad of downstream targets. In silico identification
of compounds that alter the function of hub-proteins such as CaM would save in the cost of
bringing a compound to clinical trials by identifying a drug or drugs whose interaction with a

network of regulatory pathways could result in an undesired off-target effect.
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Determination of Binding Site for N-domain of (Ca2+)4-CaM on
Na,1.2

Studies presented in Chapter IV determined that the N-domain of (Ca*")4-CaM does not
bind to Na, 1.2;qp, indicating that there is likely to be binding site for the N-domain of (Ca®),-
CaM located in another region of Nay1.2. Future studies will build off of the observations made
in Chapter IV by using a peptide array. This array will be composed of overlapping 30-residue
peptide sequences derived from the cytoplasmic face of Na,1.2. Following initial identification
of a putative N-domain Na, 1.2 binding sequence (Na,1.2y) FRET will be used to confirm that
donor-acceptor labeled peptides corresponding to Na,1.2;q, and Na, 1.2y are capable of
simultaneously binding to the N- and C-domain of (Ca*");-CaM. Lastly, comparison of patch
clamp currents of Na,1.2 channel mutants in the area of Na, 1.2y, as well as the use of CaM
mutants deficient in N-domain Ca*"-binding will be used to verify functional role binding to the

N-domain of (Ca*")4-CaM.

Circular Permutation of Charge Residues in Na,1.21qp

An IQ-motif peptide derived from another sodium channel variant (Na,1.51qp) 1s
homologous (78%) to Na,1.2iq, yet binds with a 16-fold lower affinity to Apo-CaM and 200-
fold lower affinity to (Ca®"),-CaM than Na, 1 .21gp (Shah et al., 2006). The most notable
difference between the two to account for these differences is their charge distribution and
overall net charge (Figure 6.3). To investigate the role that charge distribution has on the
affinity of apo and Ca*'-CaM, charged residues of the Na,1.21q, will be mutated. Initially
charged residues of the Na,1.21q, which are not conserved when compared to Na,1.51q, will be
mutated to their Na,1.51q, counterpart. The effect of the mutant Na, 1.2;q, on its affinity for CaM
and effect on Ca*" binding by CaM will then be measured to clarify how apo- and (Ca*")-CaM
interact. Pinpointing and then mutating key areas of the Na, 1.2q, -CaM interface will explain
on a molecular level how the Ca”"-affinity of the domains of CaM are “tuned” to perform their

physiological functions when bound to IQ-motifs of sodium channel variants (Figure 1.8)
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In Vitro Evolution of apo CaM Binding I1Q-motifs

A fascinating aspect of the IQ-motif (Figure 4.1a) is that with the exception of the Q, it is
similar in amino acid composition and spacing with a 1-8-14 BAA motif known to only interact
with (Ca*")4-CaM (Yap et al., 2000). Although the IQ-motif as a whole has been characterized
to preferentially interact with apo CaM, exceptions to this statement have been observed for 1Q
motifs found in Na,1.5 and Ca,1.2 ion channels in which more favorable 1Q-motif binding is
observed for (Ca*")s- than apo CaM (Shah et al., 2006). To explore the sequence requirements
of target binding to CaM, phage display will be used to evolve peptide target sequences or
varying affinity to apo and (Ca*")4-CaM to.

The selection pool will be composed of a phage library in which unconserved positions of
the IQ-motif will be fully randomized at positions indicated with an “X” in the following
sequence [x(Q/N)xxx(K/R)xxxx(K/R)], while positions in parenthesis will only carry a binary
randomization. Bio-panning will first be carried out against immobilized CaM where initial
wash steps will include EGTA to insure enrichment of apo CaM binding sequences. In the last
biopanning selection round prior to sequencing, the phage library will be split and selected
against either apo or (Ca®");-CaM using either an EGTA or Ca”" final wash step. After phage
sequencing, comparison of these two groups will be made to identify sequences (if any) that only
bind to apo CaM, as well as those that are capable of binding both apo and (Ca*");-CaM. This
process will be repeated again with the exception that initial bio-panning will be done in the
presence of Ca®” instead of EGTA, to evolve IQ-motif sequences that preferentially bind (Ca®"),-
CaM (Figure 6.4) The final result will be 4 pools of CaM binding motifs consisting of sequences
that: only bind (Ca*")-CaM, bind apo and (Ca”"),-CaM with preference for (Ca”"),-CaM, bind
apo and (Ca’");-CaM with preference for apo CaM, and sequences that only bind apo CaM.

The results from these experiments would help to resolve uncertainties as to what the

sequence determinants of 1Q-motifs are that allow them to tune their affinity for the multiple
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Ca*"-ligation states of CaM. Comparison of in vitro evolutionary results with those of
phylogenic trees of IQ-motifs evolved in vivo will also provide insight into what evolutionary
pressures produced naturally occurring IQ-motifs whose evolution are a result of selection

pressure of multiple simultaneous factors.

Examination of Naturally Occurring Na,1.21¢, R1902C
Mutation on CaM
The sodium channel variants contain naturally occurring mutations distributed along
multiple areas of the channel sequence that are genetically linked to human disorders. One such
mutation R1902C is located within the IQ-motif of Na, 1.2 and is associated with familial autism
(Weiss et al., 2003). Future studies are proposed to determine if the R1902C mutation alters
previously determined Ca*"-binding affinity values of CaM when bound to Wt-Na,1.2, as well as
to determine how this mutation alters the binding affinity of Na,1.2 to CaM. Structural studies
(SAXS, NMR, or X-ray crystallography) are proposed in combination with other biophysical
measurements and techniques (CD, analytical ultracentrifugation, and stokes radius) to determine
how R1902C may alter the CaM-Na,1.2;q, complex. It is well known that binding of targets
“tune” the Ca*"-binding affinity of CaM, these investigations may provide the 1% example of
how alteration of tuned affinities of CaM result in a human disorder. A better understanding of
the fundamental molecular basis of this disorder may aid in improved treatment therapies for

individuals carrying the R1902C mutation.

Structure Determination of Larger Intracellular Fragments of
Na,1.2 in Complex with CaM
Structural studies involving CaM bound to peptides derived from target proteins have
proven useful in the dissection of the molecular interactions made upon binding. Although
valuable, these studies fail to capture the overall structural changes that occur within the entire
macromolecular complex that result in their function. This lack of overall mechanistic detail is

likely to be most pronounced in IQ-motif containing targets such as Nay1.2 where CaM is an
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intrinsic subunit under both apo and Ca*'-saturating conditions. Ideally, to fully understand how
CaM regulates Na, 1.2 gating to allow passage of Na' ions across cellular membranes, structures
of Nay1.2 bound to CaM in all of their physiologically relevant states are required. Given that
the determination of the structure of Na, 1.2 represents a significant challenge that has yet to be
overcome by structural biologists, it is unlikely that in the near future structures of apo and
(Ca”*")4-CaM bound to Na, 1.2 will be determined. A more tractable path to uncover a deeper
mechanistic understanding of how Na,1.2 is regulated by CaM beyond that of peptide studies
might be found in structural studies involving intracellular domains of Na,1.2 identified to bind
CaM. The IQ-motif of Na,1.2 is found within a larger domain of Na,1.2 theorized to be
composed of 6 a-helices, while studies shown in Chapter 4 indicated that a region outside of
Na,1.2iq, interacted with the N-domain of CaM. For these reasons, future structural studies are
proposed to determine the structure of apo and (Ca*");-CaM bound to Na, 1 .21qp 1n the context of
the entire C-terminal domain of Na,1.2. It is also proposed that dependent upon studies to
determine the portion of Na, 1.2 that binds the N-domain of CaM, that this segment be included
as well. These proposed studies would help to establish spatial constrains upon where

intracellular regions of Na, 1.2 are located under apo and Ca*"-saturating conditions.
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Closed Semi-open
(Predominant Form)

+ Target
l A

Semi-open

Figure 6.1: Model of apo and (Ca*"),-CaM C-domain conformations used when binding targets
The C-domain of CaM is represented as red cylinders which contain two distinct binding
surfaces. The purple surface located near the perimeter of the hydrophobic cleft of CaM is used
for target (green triangle) binding under apo conditions, while the light purple surface is used
when the C-domain is Ca”"-saturated.

Users/nmr_mike/Thesis/Chapter VI/Figure6 1.jpg
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1FW4.pdb

Flgure 6.2: "N-HSQC Spectrum and diffraction image of PCaM Mutants

A: PN-HSQC spectrum of D95G apo CaMy.145 (red) Bound to Na, 1. 21gp (green), where the
locatlon of the D95G mutation is indicated by a red sphere. B: Diffraction image of HI35R
(Ca®"),-CaMyg.145. The location of the H135R mutation is shown as a red sphere on the structure
of Wt-CaMyg.145 (red) where Ca*"-ions are colored yellow.
Users/nmr_mike/Thesis/Chapter VI/Figure6 2.jpg
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IOxxxBGxxxB
Consensus- ~RK-EEVSA--IQRA-RR-LL----K-

VDSC15- R H MV F H OR
VDSC1.2- K Q - vy v [KoK
KKQ--K
Charge mutations in boxed areas | 9KK--K

made in context of Wt-Na /1.2, gxz":
sequence KgQ--n

Figure 6.3: Sequence alignment of Na,1.2 and Na,1.5 IQ-motifs

The 1Q-motifs of Na,1.2 and Na, 1.5 are shown in green and magenta respectively. Boxed areas
represent positions that differ in charge, sequences below re gpresent circular permutations of
charged residues of Nay1.21q, that Well be examined via Ca” titration and fluorescence
anisotropy to monitor changes in Ca** and peptide-binding affinity of CaM.
Users/nmr_mike/Thesis/Chapter VI/Figure6 3.jpg
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Starting Phage Library
X(N/Q)xxx(K/R)xxx(K/R)
Where x=any amino acid

2 Enrichment Schemes

Randomized IQ-motif Apo- (3x) EGTA, 1 Ca?*

on outer coat protein \ Ca?* (3x) Ca?* 1EGTA
Plating
Binding/ \Wash
@ Q T Amplify Clones
g @ Immobilized CaMm 1
TR
/ o
Amplification Elute g
-

Modified from http://www.bio.anl.gov/
molecular_and_systems_biology/images/
expAnnotationFunc/phage-display.png

Figure 6.4: Schematic of phage display selection procedure

An initial phage library will be generated and enriched to produce IQ-motifs which either
selectively bind to apo or (Ca*")4-CaM.

Users/nmr_mike/Thesis/Chapter VI/Figure6 4.jpg



APPENDIX A

FORTRAN FUNCTION FOR FITTING FLUORESCENCE
ANISOTROPY DATA TO A SIMPLE LANGMUIR
BINDING ISOTHERM
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The following Fortran function was used in nonlinear least squares analysis of the

fluorescence anisotropy data presented in Chapter II and Chapter IV. Fits using this function

were used to determine the association constant of CaM for a synthetic peptide represent the

CaM-binding domain of Na, 1.2, or CaMKIIp. This equation fits to a one-site binding model

(Equation A.1), using the total concentration of CaM at each point.

K, [X]
1+K [X]

?:

Function FX( Ans, X, ydum, ierr, n)

* X X X X KX X KX X X X X X X X X K X X ¥

xYvsXt1K.f

Function for fitting ligand binding to macromolecule
when total ligand, rather than free ligand,
concentration is known.
Model of binding: Monomer binding to equal and
independent site(s).
Number of Sites: Set by ans parameter ans(3)
Original function name: &FNWT1 <831018.1019>

The ANS vector has the following form:

ANS(1) = macromolecule total concentration

ANS(2) = Association binding constant for ligand to
macromolecule

ANS(3) = N, number of independent sites on
macromolecule

ANS(4) = Endpoint at Low X

ANS(5) = Endpoint at High X

Real Ans(5), K, MKS

F=1.E-7*X ! free ligand is approximated as a
fraction of total

MKS = Ans(1)*Ans(2)*Ans(3)

K =Ans(2)

(A.1)
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EndLowX = Ans(4)
EndHighX = Ans(5)
Span = EndHighX - EndLowX

Do 101=1, 500

gf = -X + F + MKS*F/(1.+K*F)

gfl = 1. + MKS/(1.+K*F)/(1.+K*F)
fold=f

F=F -gt/gfl

If(Abs(Fold/F - 1.).1t.1.E-5) Go to 11
10 Continue
11 Fx=EndLowX + Span * F*K/(1.+F*K)

Return
End

SUBROUTINE START(NAME,MAXP,DNAME,MAXD,MAXV)
C
C THIS ROUTINE IS USED TO SET THE VARIABLE NAMES FOR C THE
PARAMETERS. THESE NAMES MUST CORRESPOND TO
C THE VARIABLES USED IN THE FX ROUTINE.

CHARACTER*8 NAME(5),NAMES(5)
CHARACTER*8 DNAME(1),DNAMES(1)
DATA NAMES/[Mtotal]','Ka (M) ','# sites ','EndLowX','EndHighX'/
DATA DNAMES/'dG@?22C'/
C
MAXV=1
C maxv is the # of independent variables for the fit.
C This is usually set to 1. However, to fit multiple C sets of data it could be set to 2. The
second vector C of X values can then be used to specify which
C data set is actually being fit. If this is greater
C than 1 then X in the FX routine must be dimensioned
C appropriately.
C
MAXP=5
C maxp is the # of parameters in model being fit by
C these routines.
DO 10 I=1,MAXP
10 NAME(I)=NAMES(])
C NAME is the names of the actual fitting parameters.



MAXD=1
C MAXD specifies the number of derived parameters. A
C derived parameter is simply a quantity that you wish
C evaluated from the fitting answers after the fit is
C finished. By using this feature the program will
C complete the actual error propagation for the derived
C parameters. In the current example, we calculate the
C free energy from the Kd.
C

DO 110 I=1,MAXD

110 DNAME(I)=DNAMES(I)

c DNAME is the names of the derived parameters.

RETURN
END

subroutine derive(old,new)
C This routine is used to map the OLD (fitted)

C parameters into the desired derived (NEW) parameters.
C
real old(3),new(1)
new(1) =-0.58646 * 2.303 * alog10(old(2)) !RT at 22C
return

end
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APPENDIX B
FORTRAN FUNCTION FOR ANALYSIS OF
CALCIUM-DEPENDENT CHANGES IN FLUORESCENCE
THAT DESCRIBE
FILLING OF ONLY TWO SITES

The following Fortran function was used for nonlinear least squares analysis to determine
the free energies of calcium binding to CaM from calcium-dependent changes in fluorescence
during equilibrium calcium titrations. This function uses a model-independent two-site equation
(Equation B.1) that describes potentially heterogeneous, cooperative sites.

K, [X]+ 2K, [X]

Y = 2
2(1+ K [X]+ K, [X])

(B.1)

FUNCTION FX(ANS,X,Y,INDEX,N)
st s sk sk sk sk sk s sk sk s sk sk s sk sk s sk sk s sk sk s sk sk s sk sk s sk sk s sk sk s sk sk seoske sk sfeoske sk seosk ke sk sk sk sk sk skeskok
FX2s2K.mpf
Function file for use with nonlin (M.L.Johnson)
For analysis of classical 2-site isotherms
Resolves macroscopic binding energies at 2 sites
Permits resolution of span and Yzero value

Independent variable: X = [Ligand] free
Dependent variable: Fractional saturation
Parameters or ANS vector elements:
ANS(1) = TEMPERATURE IN CENTIGRADE
ANS(2) = Macrosopic Delta G for 1 bound
ANS(3) = Macrosopic Delta G for 2 bound
ANS(4) = Span
ANS(5) =Y infinity

* X X X X X X K X X X ¥ X X *

sk st st sk s s sk ok sk sk sk sk sk sk s sk sk sk sk sk sk sk sk s sk sk sk sk sk sk sk sk s sk sk sk sk sk sk sk sk sk s sk sk sk ok ok sk sk sk sk skoskokoskok
*

DIMENSION ANS(5)
REAL X, Span, Yzero, KI1X, K2X2, T, RT
REAL Ybar, FX

DATA R /.001987/



T=273.15 + ANS(1)

RT=R*T

KI1X =exp(-Ans(2)/RT)*X k1*X

K2X2 =exp(-Ans(3)/RT)*X*X k2*X

Ybar = (K1X + 2.*K2X2)/(1. + K1X + K2X2))/2.
FX=Ybar * Ans(4) + Ans(5)

RETURN
END

SUBROUTINE START(NAME,MAXP,DNAME,MAXD,MAXYV)
C
C THIS ROUTINE IS USED TO SET THE VARIABLE NAMES FOR C
PARAMETERS. THESE NAMES MUST CORRESPOND TO THE
C VARIABLES USED IN THE FX ROUTINE.
c
CHARACTER*8 NAME(5),NAMES(5)
CHARACTER*8 DNAME(3),DNAMES(3)
DATA NAMES/'Temp','dG1 ','dG2 ','Span',"Y zero'/
DATA DNAMES/'dG12est', 'EndLowX', 'EndHighX'/

@

MAXV=1

maxv is the # of independent variables for the fit.
This is usually set to 1. However, to fit multiple
set of data it could be set to 2. The second vector
of X values can then be used to specify which

data set is actually being fit. If this is greater
than 1 then X in the

FX routine must be dimensioned appropriately.

NN NONONORON®!

MAXP=5
MAXP is the # of parameters in model being fit by
these routines.
DO 10 I=1,MAXP
10 NAME(I)=NAMES(I)
C NAME is the names of the actual fitting parameters.

C
C

MAXD=3
C MAXD specifies the number of derived parameters. A
C derived parameter is simply a quantity that you wish
C evaluated from the fitting answers after the fit is
C finished. By using this feature the program will
C complete the actual error propagation for the derived
C parameters. In the current

THE

165



C example, we calculate the area under the exponential
C decay.
C
DO 110 I=1,MAXD
110 DNAME(I)=DNAMES()
C DNAME is the names of the derived parameters.

RETURN
END

subroutine derive(old,new)

This routine is used to map the OLD (fitted)
parameters into the
desired derived (NEW) parameters.

oNeoNeXe!

real old(5),new(1)
DATA R /.001987/
T=273.15 + old(1)
RT=R*T
Calculate estimate of dG cooperativity for equal
intrinsic affinities
new(1) =-RT*ALOG(4.) + old(3) - 2. * old(2)
Calculated endpoint at low [X]
new(2) = 1. * old(5)
Calculated endpoint at high [X]
new(3) = old(4) + old(5)
return
end

* * %

*
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APPENDIX C
NMR ASSIGNMENTS OF APO PCAM76.148

Amide Assignments of Apo PCaM4_145

Below are apo PCaM amide assignments determined in 10 mM Dy-imidazole, 100 mM

KCl, 50 uM D;6-EDTA, 0.01% NaNj3, pH 6.5, 298.15 K

M76 N-H 128.582 8.462 N111 N-H 119.645 7.672
K77 N-H 123.092 8.519 L112N-H 119.617 7.748
E78 N-H 122.549 8.597 G113 N-H 107.639 8.107
Q79 N-H 120.502 8.385 E114 N-H 119.557 8.048
D80 N-H 121.813 8.432 K115 N-H 121.092 8.432
S81 N-H 116.038 8.367 L116 N-H 121.217 7.731
E82 N-H 122.846 8.743 T117 N-H 114.079 9.052
E83 N-H 118.113 8.406 D118 N-H 121.178 8.786
E84 N-H 118.816 7.986 D119 N-H 117.112 8.278
L85 N-H 121.173 7.940 E120 N-H 120.834 7.729
186 N-H 117.864 8.277 V121 N-H 120.580 8.232
E87 N-H 116.921 7.909 D122 N-H 119.401 8.403
A88 N-H 120.969 7.529 E123 N-H 119.626 7.775
F89 N-H 114.879 7.698 M124 N-H 119.043 7.876
K90 N-H 118.026 8.235 I125 N-H 119.076 8.579
V91 N-H 116.669 6.904 R126 N-H 117.879 7.731
F92 N-H 116.018 7.402 E127 N-H 116.569 7.755
D93 N-H 121.526 7.719 Al128 N-H 120.458 7.777
R94 N-H 124.448 8.264 I130 N-H 123.259 8.378
D95 N-H 116.327 8.667 G132 N-H 109.669 8.165
G96 N-H 110.529 7.958 D133 N-H 120.198 8.420
N97 N-H 117.934 8.84 HI135 N-H 119.500 8.038
G98 N-H 110.966 9.823 1136 N-H 122.114 9.138
L99 N-H 119.423 7.568 N137 N-H 125.122 8.639
1100 N-H 114.759 8.669 Y138 N-H 124.926 7.481
S101 N-H 119.045 8.797 E139 N-H 125.473 8.337
A102 N-H 124.274 8.505 E140 N-H 119.621 7.759
A103 N-H 118.398 8.295 F141 N-H 120.484 8.045
E104 N-H 119.537 7.616 V142 N-H 118.556 8.484
L105 N-H 121.404 8.16 R143 N-H 118.629 7.754
R106 N-H 117.768 8.266 M144 N-H 117.439 7.805
H107 N-H 118.521 7.682 M145 N-H 119.581 8.026
V108 N-H 120.27 7.97 V146 N-H 113.034 7.991
M109 N-H 115.629 8.129 S147 N-H 116.521 7.595

T110 N-H 113.005 7.959 K148 N-H 127.771 7.448



Listed below are carbonyl assignments of apo PCaM7e.143 determined in 10 mM Dy-

imidazole, 100 mM KCI, 50 uM D;¢-EDTA, 0.01% NaN3, pH 6.5, 298.15 K

M76
K77
E78
Q79
D8O
s81
ES2
ES3
E84
L85
186
E87
AS88
F89
K90
V91
F92
D93
R94
D95
G96
N97
G98
L99
1100
s101
A102
A103
E104
L105
R106
H107
V108
M109

Carbonyl Assignments of apo PCaM 41438

175.843
176.488
176.426
175.63

176.171
175.194
177.36

178.637
179.258
178.069
178.056
178.416
179.78

177.731
178.492
176.721
174.797
176.498
177.988
176.708
175.011
176.285
173.144
176.371
174.419
175.432
178.856
181.134
177.798
179.066
178.531
177.462
178.552
178.812

T110
NI111
L112
G113
El14
L116
T117
D118
D119
E120
V121
D122
E123
M124
1125
R126
E127
D129
D131
G132
H135
1136
N137
Y138
E139
E140
F141
V142
R143
M144
M145
V146
S147

175.878
175917
177.649
174.786
176.405
177.529
175.34

178.109
178.825
179.412
177.593
179.17

178.217
178.732
177.245
179.317
177.072
177.253
177.201
174.328
172.347
175.07

175.495
176.306
179.147
178.477
176.892
177.214
179.209
178.158
178.128
176.561
173.501
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Methine, Methylene, and Methyl Assignments of apo PCaM 74145

Listed below are methane, methylene and methyl assignments of apo PCaM74.143

determined in 10 mM Dy-imidazole, 100 mM KCI, 50 uM D;s-EDTA, 0.01% NaN3s, pH 6.5,

298.15 K

M76 CA-HA 54.026 4.539
M76 CB-HB2 33.188 2.094
M76 CB-HB3 33.188 2.002
M76 CE-HE 17.939 1.867
M76 CG-HG2 31.831 2.592
M76 CG-HG3 31.827 2.548
K77 CA-HA 56.106 4.349
K77 CE-CE## 41.814 2.997
E78 CA-HA 56.633 4.264
D80 CA-HA 54.415 4.661
D80 CB-HB## 41.129 2.718
D80 CB-HB2 41.081 2.729
D80 CB-HB3 41.038 2.687
S81 CA-HA 58.65 4.474
S81 CB-HB2 63.989 4.06
S81 CB-HB3 63.79 3.94
E82 CA-HA 59.02 4.018
E82 CB-HB2 29.297 2.097
E82 CB-HB3 29.306 2.07
E82 CG-HG2 36.412 2.365
E82 CG-HG3 36.417 2.266
E83 CA-HA 59.49 3.977
L85 CA-HA 57.789 3.97
L85 CB-HB2 42.573 2.001
L85 CB-HB3 42.557 1.56
L85 CD1-HD1 24.388 0.89
L85 CD2-HD2 23.75 0.869
L85 CG-HG2 27.42 1.76
186 CA-HA 65.493 3.866

186 CB-HB 37.149 2.211
186 CD-HD 12.688 1.069
186 CG1-HG12 30.141 2.024
186 CG1-HG13 30.088 1.401
186 CG2-HG2 17.763 1.156
A88 CA-HA 54.926 4.145
A88 CB-HB 18.011 1.32
F89 CA-HA 59.763 4.324
F89 CB-HB2 39.428 2.611
F89 CB-HB3 39.409 2.226
K90 CA-HA 59.18 3.7

K90 CB-HB2 32.741 1.991
K90 CB-HB3 32.64 1.877
K90 CD-HD## 29.628 1.765
K90 CG-HG2 25.265 1.764
K90 CG-HG3 25.206 1.682
V91 CA-HA 64.844 3.574
V91 CB-HB 31.772 1.726
V91 CG1-HG1 21.408 0.801
V91 CG2-HG2 20.515 0.421
F92 CA-HA 58.724 4.438
F92 CB-HB2 39.368 3.514
F92 CB-HB3 39.468 2.767
F92 CD1-HD1 131.629 7.274
F92 CE1-HE1 131.976 7.401
D93 CA-HA 52.139 5.085
D93 CB-HB2 39.778 3.332
D93 CB-HB3 39.772 2.559
R94 CA-HA 57.935 4.101
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R94 CD-HD## 42.91 3.274
D95 CA-HA 54.224 4.757
D95 CB-HB2 41.174 2.742
D95 CB-HB3 41.201 2.687
G96 CA-HA?2 46.848 3.932
G96 CA-HA3 46.851 3.838
N97 CA-HA 52.129 4.832
N97 CB-HB2 38.905 3.073
N97 CB-HB3 38.939 2.672
G98 CA-HA3 45.381 3.74
G98 CA-HA3 45.865 3.292
L99 CA-HA 52.973 5.5

L99 CB-HB2 44.812 1.797
L99 CB-HB3 44.812 1.046
L99 CD1-HD1 25.469 0.738
L99 CD2-HD2 22.826 0.708
L99 CG-HG2 26.267 1.384
1100 CA-HA 59.281 5.016
1100 CB-HB 41.977 2.204
1100 CD-HD 14.411 0.71
1100 CG1-HG12 25.584 1.52
1100 CG1-HG13 25.578 1.272
1100 CG2-HG2 17.996 0.903
S101 CA-HA 57.526 4.922
S101 CB-HB2 65.023 4.322
S101 CB-HB3 65.02 3.988
A102 CA-HA 55.483 3.788
A102 CB-HB 18.068 1.344
A103 CA-HA 54.944 3.992
A103 CB-HB 18.187 1.337
E104 CA-HA 58.641 3.63
E104 CB-HB2 28.52 2.134
E104 CB-HB3 28.522 1.225
E104 CG-HG2 37.255 2.04
E104 CG-HG3 37.25 1.827
L105 CA-HA 59.169 3.779

L105 CB-HB2 41.77 1.696
L105 CB-HB3 41.75 1.359
L105 CD1-HDI 25.349

L105 CD2-HD2 24.757 0.167
L105 CG-HG 27.002 1.222

H106 CE-H32HE 137.655 8.193

R106 CA-HA 60.12 3.663
R106 CB-HB3 29.621 1.482
R106 CD-HD2 42.986 3.19
R106 CD-HD3 42.922 3.033
R106 CG-HG3 29.144 1.484
R106 CG-HG2? 29.207 1.713
H107 CA-HA 59.181 4.275
H107 CB-HB2 28.864 3.328
H107 CB-HB3 28.858 3.14
V108 CA-HA 66.35 3.505
V108 CB-HB 31.708 2.093
V108 CG1-HGI1 23.532 1.011
V108 CG2-HG2 21.402 0.263
M109 CA-HA 56.961 4.329
M109 CB-HB2 31.296 2.258
M109 CB-HB3 31.296 2.135
M109 CE-HE 17.374 2.202
M109 CG-HG2 32.859 2.753
M109 CG-HG3 32.852 2.673
T110 CA-HA 65.115 4.164
T110 CB-HB 69.058 4.266
T110 CG2-HG2 21.528 1.283
N111 CA-HA 54.286 4.701
N111 CB-HB2 39.08 2.821
N111 CB-HB3 39.125 2.726
L112 CA-HA 55.384 4.345
L112 CB-HB2 42.892 1.783
L112 CB-HB3 42.887 1.651
L112 CD1-HD1 25.69 0.816
L112 CD2-HD2 22.89 0.769



L112 CG-HG2 26.687 1.777
G113 CA-HA2 46.011 3.933
G113 CA-HA3 46.026 3.511
L116 CA-HA 53.963 4.692
L116 CB-HB2 44.579 1.615
L116 CB-HB3 44.593 1.551
L116 CD1-HD1 26.492 0.888
L116 CD2-HD2 23.75 0.869
L116 CG-HG 27.617 1.628
T117 CA-HA 60.856 4.442
T117 CB-HB 70.757 4.674
T117 CG2-HG2 21.727 1.341
D119 CA-HA 57.074 4.39
D119 CB-HB2 40.334 2.671
D119 CB-HB3 40.285 2.536
E120 CB-HB2 30.254 2.41
E120 CB-HB3 30.261 1.937
E120 CG-HG2 37.509 2.354
E120 CG-HG3 37.477 2.271
V121 CA-HA 67.25 3.683
V121 CB-HB 31.578 2.247
V121 CG1-HGI1 24.35 1.079
V121 CG2-HG2 21.775 1.003
D122 CA-HA 57.763 4.369
D122 CB-HB2 40.291 2.853
D122 CB-HB3 40.26 2.613
M124 CB-HB2 34.41 2.335
M124 CB-HG3 34.428 2.016
M124 CE-HE 17.303 1.99
M124 CG-HG2 32.631 2.788
M124 CG-HG2 32.635 2.753
M124 CG-HG3 32.546 2.439
M124 CG-HG3 32.852 2.673
1125 CA-HA 66.329 3.574
1125 CB-HB 37.556 2.005
1125 CD-HD 14.197 0.779

1125 CG2-HG2 17.145 0.845
L125 CG1-HG12 30.479 1.979
L125 CG1-HG13 30.447 0.774
R126 CD-HD## 43.294 3.247
A128 CA-HA 52.147 4.421
A128 CB-HB 19.429 1.562
D129 CB-HB2 39.988 2.982
D129 CB-HB2 40.049 2.809
D129 CB-HB3 40.049 2.74
1130 CA-HA 62.644 4.161
1130 CB-HB 38.806 1.945
1130 CD-HD 13.725 0.9

1130 CG1-HG12 27.454 1.521
1130 CG1-HG13 27.475 1.324
1130 CG2-HG2 17.999 1.035
D131 CA-HA 53.318 4.81
D131 CB-HB2 41.357 2.985
D131 CB-HB3 41.243 2.718
G132 CA-HA2 46.496 4.034
G132 CA-HA3 46.496 3.768
D133 CB-HB2 41.497 2.608
D133 CB-HB3 41.529 2.517
G134 CA-HA2 45.308 4.249
H1357?7-7119.032 7.047
H135 CA-HA 54.94 4977
H135 CB-HB2 29.543 3.401
H135 CB-HB3 29.557 2.89
H135 CE-HE 135.857 8.536
1136 CA-HA 59.509 4.269
1136 CB-HB 39.203 1.737
1136 CD-HD 12.541 0.652
1136 CG1-HG12 27.97 1.287
1136 CG1-HG13 27.977 1.161
1136 CG2-HG2 18.174 0.605
N137 CA-HA 52.269 5.155
N137 CB-HB2 37.68 3.097



N137 CB-HB3 37.655 2.531
Y138 CA-HA 59.34 4.092
Y138 CB-HB1 36.826 2.65
Y138 CB-HB2 36.775 2.302
Y138 CDI1-HDI 133.869 6.819
Y138 CE-HEI 117.708 6.768
E139 CA-HA 60.649 3.953
E139 CB-HB2 28.668 2.209
E139 CB-HB3 28.738 2.005
E139 CG-HG3 37.118 2.093
F141 CA-HA 61.997 4.011
F141 CB-HB2 39.654 3.1
F141 CB-HB3 39.623 2.761
F141 CD1-HDI 131.395 6.872
V142 CA-HA 67.249 3.516
V142 CB-HB 31.689 2.332
V142 CG1-HGI 25.319 1.382
V142 CG2-HG2 22.474 1.141
R143 CA-HA 59.535 3.949

M144 CA-HA 58.32 4.033
M144 CB-HB2 32.76 2.113
M144 CB-HB3 32.76 1.955
M144 CE-HE 17.482 2.078
M144 CG-HG2 32.178 2.661
M144 CG-HG3 32.21 2.447
M145 CA-HA 58.762 3.875
M145 CB-HB2 33.11 2.071
M145 CB-HB3 33.035 1.943
M145 CE-HE 17.199 1.77
M145 CG-HG2 32.139 2.355
M145 CG-HG3 32.132 2.26
V146 CA-HA 62.89 4.209
V146 CB-HB 31.951 2.345
V146 CG1-HGI 21.183 0.965
V146 CG2-HG2 19.884 1
S147 CA-HA 58.65 4.474
S147 CB-HB2 63.989 4.06
S147 CB-HB3 63.79 3.94
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APPENDIX D

NMR ASSIGNMENTS OF APO PCAM7¢ 143 WHEN BOUND

TO TFP

Amide Assignments of Apo PCaM4.145 When Bound to TFP
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Listed below are amide assignments of apo PCaM7¢_143 when bound to TFP determined in

10 mM D4-imidazole, 100 mM KCI, 50 uM D;6-EDTA, 0.01% NaNs, pH 6.5, 298.15 K

M76 N-H
K77 N-H
E78 N-H
Q79 N-H
D8O N-H
S81 N-H
ES2 N-H
E83 N-H
E84 N-H
L85 N-H
186 N-H
E87 N-H
A88 N-H
F89 N-H
K90 N-H
V91 N-H
F92 N-H
D93 N-H
R94 N-H
D95 N-H
G96 N-H
N97 N-H
G98 N-H
L99 N-H
1100 N-H
S101 N-H
A102 N-H
A103 N-H
E104 N-H
L105 N-H
R106 N-H
H107 N-H
V108 N-H

128.617 8.46
123.08 8.523
122.524 8.6
120.58 8.384
121.804 8.423
116.048 8.339
122.868 8.775
118.333 8.377
118.836 8.012
121.134 7.896

117.981 8.245

117.153 7.94
121.063 7.539
114914 7.692
118.058 8.189
116.699 6.947
116.092 7.403
121.481 7.731
124216 8.25
116.274 8.652
110.401 7.919
118.007 8.802
110.98 9.824
119.42 7.623
114.468 8.639
118.991 8.887
124.244 8.499
118.712 8.283
119.823 7.641
121.203 8.158
117.825 8.227
118.841 7.713
119.781 7.988

M109 N-H
T110 N-H
NI111 N-H
L112 N-H
G113 N-H
E114 N-H
K115 N-H
L116 N-H
T117 N-H
DI18 N-H
D119 N-H
E120 N-H
V121 N-H
D122 N-H
E123 N-H
M124 N-H
[125 N-H

R126 N-H
E127 N-H
A128 N-H
1130 N-H

G132 N-H
DI33 N-H
HI35 N-H
I136 N-H

N137 N-H
Y138 N-H
E139 N-H
E140 N-H
F141 N-H

V142 N-H
R143 N-H
M144 N-H

115.373 8.136
111.38 7.961
119.721 7.628
119.595 7.708
107.539 8.163
119.757 7.972
120.826 8.405
122.02 7.793
114.12 9.055
121.143 8.775
117.067 8.255
120.779 7.737
120.522 8.167
119.364 8.365
119.488 7.811
118.796 7.843
118.633 8.442
118.474 7.792
116.551 7.724
120.665 7.718
123.24 8.181
108.708 8.232
119.653 8.362
119.098 8.204
121.575 9.187
125.286 8.753
124.855 7.475
125.223 8318
119.211 7.772
120.623 8.086
118.542 8.421
117.988 7.77
117.637 7.859
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MI145N-H 118995 7.964 S147N-H 116.306 7.575
V146 N-H 113.306 7.992 K148 N-H 127.771 7.457

Carbonyl Assignments of apo PCaM76.145 when Bound to TEP

Listed below carbonyl assignments of apo PCaM76.143 when bound to TFP determined in

10 mM Dy-imidazole, 100 mM KCI, 50 uM D;s-EDTA, 0.01% NaNs, pH 6.5, 298.15 K

M76 175.841 NI11 175.673
K77 176.502 L112 177.628
E78 176.447 G113 174.646
Q79 175.639 El14 176.201
D80 176.227 K115 176.116
S81 175.209 L116 177.555
E&2 177.4 T117 175.351
E&3 178.681 D118 178.095
E&4 179.204 D119 178.791
186 178.026 E120 179.414
186 178.099 V121 177.565
E&7 178.458 D122 179.156
A88 179.766 E123 178.276
F89 177.72 M124 178.657
K90 178.513 1125 177.484
Vol 176.734 R126 179.07
F92 174.885 E127 176.963
D93 176.538 D129 176.605
R94 177.91 D131 177.524
D95 176.782 G132 174.441
G96 175.014 G134 174.328
N97 176.314 H135 172.82
G98 173.079 1136 174.796
L99 176.477 N137 175.551
1100 174.584 Y138 176.227
A102 175.372 E139 179.025
A102 178.988 E140 178.621
A103 181.046 F141 176.843
E104 177.788 V142 177.269
L105 178.818 R143 179.099
R106 178.429 M144 179.156
H107 177.489 M144 178.197
V108 178.669 M145 178.188
M109 178.45 V146 176.502

T110 175.745 S147 173.534
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Methine, Methylene, and Methyl Assignments of apo PCaM 74145

When Bound to TFP

Below are listed methine, methylene, and methyl assignments of apo PCaM74.143 when

bound to TFP determined in 10 mM Ds-imidazole, 100 mM KCI, 50 uM D,-EDTA, 0.01%

NaNs, pH 6.5, 298.15 K

M76 CA-HA 54.05 4.527
M76 CB-HB2 33.221 2.084
M76 CB-HB3 33.148 1.996
M76 CE-HE 17.427 1.948
M76 CG-HG2 31.829 2.579
M76 CG-HG3 31.832 2.536
K77 CA-HA 56.219 4.348
K77 CB-HB2 33.165 1.84
K77 CB-HB3 33.179 1.77
K77 CD-HD## 28.884 1.685
K77 CE-K3HE## 41.838 2.989
K77 CG-HG## 24.428 1.441
E78 CA-HA 56.727 4.246
E78 CB-HB2 29.859 2.066
E78 CB-HB3 30.061 1.948
E78 CG-HG2 36.213 2.434
E78 CG-HG3 36.188 2.289
Q79 CA-HA 56.075 4.318
Q79 CB-HB## 29.478 2.031
Q79 CG-HG2 33.766 2.366
Q79 CG-HG3 33.699 2.106
D80 CA-HA 54.432 4.644
D80 CB-HB## 41.178 2.696
S81 CA-HA 58.741 4.469
S&81 CB-HB2 63.949 4.032
S81 CB-HB3 63.982 3.938
E82 CA-HA 59.273 4.028
E82 CB-HB2 29.626 2.097
E82 CG-HG2 36.45 2.368
E82 CG-HG3 36.416 2.259
E83 CA-HA 59.162 4.054
L85 CA-HA 57.85 3.962
L85 CB-HB2 42323 1.9
L85 CB-HB3 42.302 1.556
L85 CD1-HD1 25.277 0.72
L85 CD2-HD2 24.399 0.769

L85 CG-HG2 27.012 1.634
186 CA-HA 65.55 3.854

186 CB-HB 37.352 2.164
186 CD-HD 12.766 1.049
186 CG1-HG12 30.024 2.01
186 CG1-HG13 30.169 1.361
186 CG2-HG2 17.798 1.152
E87 CA-HA 59.08 3.924
E87 CB-HB## 29.131 2.085
E87 CG-HG## 36.242 2.382
A88 CA-HA 54.524 4.097
A88CB-HB 17.96 1.33

F89 CA-HA 59.668 4.319
F89 CB-HB2 39.348 2.63
F89 CB-HB3 39.323 2.208
F89 CD1-HD1 131.406 7.132
F89 CD2-HD2 60.378 7.094
F89 CE##-HE## 129.423 7.132
F89 CE##-HE## 60.096 7.199
K90 CA-HA 59.193 3.726
K90 CB-HB2 32.643 1.989
K90 CB-HB3 32.724 1.9
K90 CD-HD## 29.595 1.768
K90 CE-HE2 41.75 3.047
K90 CE-HE3 41.719 3

K90 CG-HG2 25.299 1.77
K90 CG-HG3 25.286 1.68
V91 CA-HA 64.841 3.581
V91 CB-HB 31.777 1.743
V91 CGI-HG1 21.423 0.802
V91 CG2-HG2 20.51 0.427
F92 CA-HA 58.753 4.401
F92 CB-HB2 39.405 3.5

F92 CB-HB2 39.426 2.779
F92 CD##-HD## 131.635 7.269
F92 CE##-HE## 131.681 7.335



D93 CA-HA 52.144 5.071
D93 CB-HB2 39.786 3.319
D93 CB-HB3 39.818 2.561
R94 CA-HA 57.972 4.102
R94 CB-HB## 30.156 1.907
R94 CD-HD## 42.932 3.27
R94 CG-HG2 27.207 1.775
R94 CG-HG3 27.205 1.707
D95 CA-HA 54.148 4.759
D95 CB-HB2 41.045 3.017
D95 CB-HB3 41.118 2.737
G96 CA-HA2 46.798 3.93
G96 CA-HA3 46.816 3.834
N97 CA-HA 52.183 4.824
N97 CB-HB2 38.929 3.065
N97 CB-HB3 38.906 2.675
G98 CA-HA2 45.866 3.927
G98 CA-HA3 45.827 3.29
S98 CA-HA 57.537 4.879
L99 CA-HA 53.013 5.469
L99 CB-HB2 44.722 1.77
L99 CB-HB3 44.724 1.031
L99 CD1-HD1 25.402 0.732
L99 CD2-HD2 22.79 0.701
L99 CG-HG2 26.291 1.378
1100 CA-HA 59.292 5.008
1100 CB-HB 41.967 2.213
1100 CD-HD 14.397 0.707
1100 CG1-HG12 25.629 1.523
1100 CG1-HG13 25.549 1.263
1100 CG2-HG2 17.982 0.908
S101 CB-HB2 65 4.31

S101 CB-HB3 64.995 3.97
A102 CA-HA 55.478 3.802
A102 CB-HB 17.787 1.355
A103 CA-HA 54.927 3.999
A103 CB-HB 18.033 1.36
E104 CA-HA 58.644 3.656
E104 CB-HB2 28.574 2.152
E104 CB-HB3 28.498 1.27
E104 CB-HB3 28.15 1.167
E104 CG-HG2 37.234 2.064
E104 CG-HG3 37.239 1.843
L105 CA-HA 59.033 3.806
L105 CB-HB2 41.681 1.737
L105 CB-HB3 41.734 1.346

L105 CD1-HD1 25.113 0.221
L105 CD2-HD2 25.124 0.041
L105 CG-HG2 26.886 1.27
R106 CA-HA 60.055 3.666
R106 CB-HB2 29.963 1.786
R106 CD-HD2 42.894 3.203
R106 CD-HD3 42.919 3.033
R106 CG-CG3 28.816 1.51
R106 CG-HG2 28.807 1.615
H107 CA-HA 59.23 4.242
H107 CB-HB2 29.084 3.314
H107 CB-HB3 29.09 3.127
H107 CD2-HD2 119.691 6.954
H108 CE1-HE1 137.785 8.139
V108 CA-HA 66.38 3.498
V108 CB-HB 31.774 2.083
V108 CG1-HG1 23.456 1.003
V108 CG2-HG2 21.278 0.27
M109 CB-HB2 31.774 2.229
M109 CB-HB3 31.764 2.128
M109 CE-HE 17.355 2.137
M109 CG-HG## 32.845 2.707
T110 CA-HA 64.705 4.192
T110 CB-HB 69.159 4.303
T110 CG2-HG2 21.588 1.283
N111 CA-HA 54.298 4.751
N111 CB-HB1 39.202 2.812
N111 CB-HB2 39.109 2.675
L112 CA-HA 55.354 4.349
L112 CB-HB2 42.857 1.798
L112 CB-HB3 42.84 1.639
L112 CD1-HD1 25.721 0.803
L112 CD2-HD2 22.901 0.742
L112 CG-HG2 26.631 1.801
G113 CA-HA1 45.664 3.896
K115 CA-HA 56.504 4.247
K115 CB-HB2 32.153 1.858
K115 CB-HB3 32.105 1.778
K115 CD-HD## 28.873 1.669
K115 CE-HE2 41.838 2.989
K115 CE-HE3 41.833 2.949
K115 CG-HG2 24.671 1.44
K115 CG-HG3 24.735 1.378
L116 CA-HA 53.885 4.687
L116 CB-HB2 44.468 1.582
L116 CB-HB3 44.481 1.535
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L116 CDI-HD1 26.391 0.841
L116 CD2-HD2 23.841 0.819
L116 CG-HG2 27.508 1.605
T117 CA-HA 60.749 4.454
T117 CB-HB 70.798 4.674
T117 CG2-HG2 21.722 1.33
D118 CA-HA 57.565 4.261
D118 CB-HB2 39918 2.732
D118 CB-HB3 39.97 2.604
D119 CA-HA 57.077 4.388
D119 CB-HB2 40.284 2.843
D119 CB-HB2 40.328 2.668
D119 CB-HB3 40.136 2.609
E120 CA-HA 58.935 4.061
E120 CB-HB2 30.186 2.402
E120 CB-HB3 30.188 1.918
E120 CG-HG2 37.51 2.349
E120 CG-HG3 37.443 2.272
V121 CA-HA 67.13 3.657
V121 CB-HB 31.704 2.213
V121 CG1-HG1 24.239 1.046
V121 CG2-HG2 21.912 0.982
D122 CA-HA 57.741 4.36
D122 CB-HB2 40.106 2.857
D122 CB-HB3 40.136 2.609
M124 CA-HA 59.365 4.099
M124 CB-HB2 34.19 2.352
M124 CB-HB3 34.195 2.046
M124 CE-HE 17.178 1.989
M124 CG-HG2 32.69 2.783
M124 CG-HG3 32.694 2.454
1125 CA-HA 65.855 3.586
1125 CB-HB 37.491 1.983
1125 CD-HD 13.894 0.764
1125 CG1-HG12 30.15 1.898
1125 CG2-HG2 17.166 0.839
L125 CGI-HG13 30.109 0.836
R126 CA-HA 59.194 4.081
R126 CB-HB## 30.074 1.948
R126 CD-HD## 43.305 3.238
R126 CG-HG2 27.782 1.8
R126 CG-HG3 27.801 1.629
A128 CA-HA 52.218 4.38
Al128 CB-HB 19.468 1.504
D129 CB-HB2 40.003 2.938
D129 CB-HB3 40.01 2.583
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1130 CA-HA 62.093 4.185
1130 CB-HB 38.854 1.879
1130 CD-HD 13.611 0.876
1130 CG1-HG12 27.506 1.512
1130 CG1-HG13 27.509 1.208
1130 CG2-HG2 17.76 1.003
D131 CA-HA 53.083 4.817
D131 CB-HB2 41.471 2.6
D131 CB-HB3 41.559 2.535
G132 CA-HA2 45.958 3.927
G132 CA-HA3 46.512 3.807
G134 CA-HA2 45958 3.971
G134 CA-HA3 4593 3.539
H135 CA-HA 54.892 5.046
H135 CB-HB2 30.039 3.439
H135 CB-HB3 30.044 2.895
H135 CD2-HD2 48.029 6.972
H135 CE-HE 136.126 8.512
1136 CA-HA 59.621 4.29
1136 CB-HB 40.137 1.653
1136 CD-HD 13.201 0.635
1136 CG1-HG13 28.187 1.231
1136 CG2-HG2 17.917 0.601
N137 CA-HA 52.235 5.168
N137 CB-HB2 37.643 3.069
N137 CB-HB3 37.608 2.53
Y138 CA-HA 59.328 4.09
Y138 CB-HB1 36.888 2.621
Y138 CDI-HD1 133914 6.811
Y138 CE##-HE## 117.731 6.757
E139 CA-HA 60.62 3.94
E139 CB-HB## 28.807 1.993
E139 CG-HG2 37.123 2.221
E139 CG-HG3 37.112 2.094
E140 CA-HA 58.264 4.051
E140 CB-HB2 29.27 2.157
E140 CB-HB3 29.27 2.113
E140 CG-HG2 35.675 2.306
E140 CG-HG3 35.675 2.252
F141 CA-HA 61.791 4.085
F141 CB-HB1 39.512 3.077
F141 CB-HB2 39.655 2.876
F141 CD##-HD## 131.425 6.935
E142 CG-HG 36.238 2.317
V142 CA-HA 67.25 3.456
V142 CB-HB 31.77 2.306



V142 CG1-HG1 24.997 1.342
V142 CG2-HG2 22.313 1.091
R143 CA-HA 59.459 3.938
R143 CB-HB## 29.468 1.909
R143 CD-HD## 43.046 3.19
R143 CG-HG1 27.782 1.8
R143 CG-HG2 27.618 1.766
R143 CG-HG3 27.624 1.609
M144 CE-HE 16911 2.076
M145 CA-HA 58.264 4.051
M145 CA-HA 58.156 4.048
M145 CB-HB2 32.523 2.122

M145 CB-HB3 32.523 2.008
M145 CE-HE 17.37 1.796
M145 CG-HG2 31.941 2.647
M145 CG-HG3 31.949 2.436
V146 CA-HA 62.975 4.176
V146 CB-HB 31.77 2.306
V146 CG1-HG1 21.169 0.94
V146 CG2-HG2 20.073 0.979
S147 CA-HA 58.637 4.474
S147 CB-HB2 63.801 4.03
S147 CB-HB3 63.816 3.938
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Amide Assignments of apo PCaM74.145 When Bound to Na, 1.2,
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Below are amide assignments of apo PCaM76.143 when bound to Nay1.2;qp determined in

10 mM Dy-imidazole, 100 mM KCI, 50 uM D;s-EDTA, 0.01% NaNs, pH 6.5, 298.15 K

K77N-H 123.132 8.744
E78 N-H 121.824 8.518
Q79N-H 120.369 8.377
D80 N-H 121.445 8.438
S81 N-H 115.689 8.449
E82N-H 123.796 8.922
E83N-H 117.756 8.642
E84N-H 118.775 7.975
L85 N-H 120.846 7.926
186 N-H 120.37 8.675
E87N-H 117.231 8.024
A 88 N-H 121.043 7.674
F8N-H 114.809 7.994
K90N-H 117.643 8.254
VOIN-H 118.519 6.948
FO92N-H 116.264 7.434
D93 N-H 120.522 7.526
R94 N-H 124435 8.342
D95 N-H 116.533 8.676
G96N-H 110.326 8.187
NO97N-H 117.559 8.694
G98N-H 110.822 9.773
L99N-H 119.499 7.808
I100N-H 116.548 8.705
S101 N-H 121.978 9.084
A 102N-H 129.122 8.793
A 103 N-H 119.588 8.441
E 104 N-H 120.377 7.773
L 105N-H 119.693 8.467
R 106 N-H 117.512 8.445
H107N-H 118.473 7.72
V108 N-H 117.819 8.588
M 109 N-H 112.375 8.307
T110N-H 103.758 7.448

N 111 N-H 116.488 7.438
L112N-H 119.883 7.745
G 113 N-H 106.167 9.078
E 114 N-H 129.78 9.331

K1I5N-H 115.77 6.844

L 116 N-H 122.432 8.509
T117N-H 112.002 9.347
D118 N-H 120.312 8.719
D 1I9N-H 116.357 8.197
E 120N-H 119.881 7.804
V121 N-H 118.933 8.731
D 122 N-H 123.075 8.332
E 123 N-H 120.621 7.397
M 124 N-H 121.983 7.993
[125N-H 115.727 8.297

R 126 N-H 119.297 7.785
E 127N-H 115.314 7.869
A 128 N-H 119.463 7.973
D 129 N-H 119.037 8.36

[130N-H 122.603 7.831

D I31 N-H 119.049 8.341
1136 N-H 121.347 9.048

N I137N-H 127.016 9.152
Y 138 N-H 123.19 7.193

E 139N-H 125.718 8.437
E 140 N-H 117.759 7.417
V142 N-H 118912 8.578
R 143 N-H 117.124 7.715
M 144 N-H 119.249 7.771
M 145 N-H 117.727 7.857
V146 N-H 111.161 7.993
S147N-H 116.623 7.633
K 148 N-H 128.318 7.839



Carbonyl Assignments of apo CaMye6.143 When Bound to Na,1.2q,
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Carbonyl assignments of apo CaM7¢.14s when bound to Na, 1.2;q, determined in 10 mM

Ds-imidazole, 100 mM KCl, 50 uM D;6-EDTA, 0.01% NaN3s, pH 6.5, 298.15 K

K77
E78
Q79
D80
S81
E82
E&3
E84
L85
186
E&7
A88
F89
K90
Vol
F92
D93
R9%4
D95
G96
N97
G98
L99
1100
S101
A102
A103
E104
L105
R106
H107
V108

176.74
176.252
175.402
175.692
175.062
177.566
178.959
179.375
178.762
177.765
178.713
178.924

178.68
179.155

176.29
174.239
176.327
178.028
176.859
174912
176.096
172.933
176.203
174.971
175.564
178.755
180.892
178.533

177.97
178.451
177.808
177.786

M109
T110
N111
L112
G113
El14
K115
L116
T117
D118
D119
E120
V121
D122
E123
M124
1125
R126
E127
D129
H135
1136
N137
Y138
E139
F141
V142
R143
M144
M145
V146
S147

178.198
174.894
173.557
176.581
175.888
175.378
177.848
177.488
175.363
177.668
179.624
178.985

176.25
179.494
177.482
177.552
177.429
178.819
177.069
176.551
172.991
175.003
175.653
176.121
178.662
177.211
177.111
178.945
178.357

178.73
176.602
173.944
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Methine, Methyline, and Methyl Assignments of apo PCaM¢.145

When Bound to Nay1.2ig,

Methine, methyline, and methyl assignments of apo PCaM7.145 when bound to Na,1.2iq,

determined in 10 mM Dy-imidazole, 100 mM KCI, 50 uM D;s-EDTA, 0.01% NaNs, pH 6.5,

298.15 K

M 76 CE-HE 16.854 2.102
K77 CA-HA 56.437 4.347
K77 CB-CB## 32.946 1.793
K77 CD-HD## 29.12 1.734
K 77 CE-HE## 41.915 3.008
K77 CG-HG## 24.663 1.438
E 78 CA-HA 56.894 4.249
E 78 CB-HB2 29.972 2.064
E 78 CB-HB3 30.005 1.938
E 78 CG-HG## 36.455 2.296
Q79 CA-HA 56.126 4.356
Q79 CB-HB2 29.972 2.064
Q79 CB-HB3 30.025 1.989
Q 79 CG-HG## 33.793 2.345
D 80 CA-HA 54.443 4.651
D 80 CB-HB## 41.665 2.651
S 81 CA-HA 58.02 4.525

S 81 CB-HB2 64.513 4.125
S 81 CB-HB3 64.523 3.935
E 82 CB-HB## 29.848 2.085
E 83 CA-HA 60.255 3.991

E 83 CB-HB## 29.327 2.103
E 83 CG-HG## 36.512 2.357
E 84 CA-HA 58.896 4.018
E 84 CB-HB## 29.791 2.1
E 84 CG-HG## 36.93 2.281
L 85 CA-HA 57.737 4.097
L 85 CB-HB2 43.154 2.059
L 85 CB-HB3 43.151 1.612
L 85 CDI-HDI1 25.76 0.873
L 85 CD2-HD2 25.097 0.864
L85 CG-HG2 27.23 1.845
186 CA-HA 66.046 3.877
186 CB-HB 37.174 2.177
186 CD-HD 12.797 1.003
186 CG1-HGI12 30.389 2.047
186 CGI-HGI3 30.461 1.27

186 CG2-HG2 17.788 1.131
E 87 CA-HA 59.354 3.902

A 88 CA-HA 54.888 4.136
A 88 CB-HB 18.184 1.55

F 89 CA-HA 62.843 3.921

F 89 CB-HB2 40.359 2.647
F 89 CB-HB3 40.343 1.773
F 89 CD##-HD## 61.177 7.182
F 89 CE##-HE## 59.427 7.07
K 90 CA-HA 59.354 3.902
K90 CA-HA 59.16 3.893

K 90 CB-HB2 32.611 2.006
K 90 CB-HB3 32.606 1.876
K 90 CD-HD## 29.567 1.741
K 90 CE-HE2 41.858 3.033
K 90 CE-HE3 41.859 2.97
K90 CG-HG2 25976 1.848
K 90 CG-HG3 25.987 1.706
V91 CA-HA 65.174 3.458
V91 CB-HB 31.377 1.693
V91 CG2-HG1 22.725 0.789
V91 CG3-HG3 20.718 0.162
F 92 CA-HA 57.585 4.539

F 92 CB-HB2 39.169 3.512
F 92 CB-HB3 39.219 2.774
F 92 CD##-HD## 59.97 6.91
F 92 CE##-HE 58.473 7.353
D 93 CA-HA 52.167 4.97

D 93 CB-HB2 40.159 3.411
D 93 CB-HB3 40.139 2.546
R 94 CA-HA 58.078 4.109

R 94 CB-HB## 30.031 1.942
R 94 CD-HD## 42.962 3.252
R 94 CG-HG## 27.016 1.831
D 95 CA-HA 54.664 4.793

D 95 CB-HB## 41.447 2.741
G 96 CA-HA2 46.658 3.956



G 96 CA-HA3 46.768 3.758
N 97 CA-HA 52.256 4.886

N 97 CB-HB2 39.263 2.983

N 97 CB-HB3 39.285 2.702

G 98 CA-HA2 45.652 3.957
G 98 CA-HA3 45.685 3.228

L 99 CA-HA 52.704 5.505

L 99 CB-HB2 45.339 1.725

L 99 CB-HB3 45.336 1.047

L 99 CDI-HDI 22.895 0.683
L 99 CD2-HD2 25.365 0.646
L 99 CG-HG2 26.453 1.334
1100 CA-HA 59.239 4.786
1100 CB-HB 42.667 1.788
1100 CD-HD 15.572 0.92
1100 CG2-HG2 17.409 1.075
S 101 CA-HA 57.719 4.697

S 101 CB-HB2 63.587 4.262
S 101 CB-HB3 63.625 4.008
A 102 CA-HA 55.492 3.843
A 102 CB-HB 18.18 1.328

A 103 CA-HA 55.114 4.039
A 103 CB-HB 18.146 1.382

E 104 CA-HA 59.076 4.179

E 104 CB-HB## 29.503 2.144
E 104 CG-HG## 36.222 2.349
L 105 CA-HA 57.623 3.823

L 105 CB-HB2 41.213 1.816
L 105 CB-HB3 41.228 1.334
L 105 CD1-HD1 22.555 0.806
L 105 CD2-HD2 25.839 0.712
L 105 CG2-HG2 26.702 1.375
R 106 CA-HA 59.785 3.606
R 106 CB-HB## 29.986 1.826
R 106 CD-HD2 42.751 3.31

R 106 CD-HD3 42.751 3.029
R 106 CG-HG2 28.302 1.556
H 107 CA-HA 60.58 4.017

H 107 CB-HB2 30.409 3.361
H 107 CB-HB3 30.398 3.132
H 107 CD2-HD2 48.793 6.917
H 107 CE-HE1 67.426 7.724
V 108 CA-HA 66.455 3.494
V 108 CB-HB 31.887 1.754
V108 CG2-HG2 20.947 0.711
V 108 CG3-HG3 21.421 0.575

M 109 CA-HA 56.224 4.312
M 109 CB-HB2 36.698 2.334
M 109 CB-HB3 36.752 1.628
M 109 CE-HE 20.615 1.84
M 109 CG-HG2 33.867 2.749
M 109 CG-HG3 33.86 2.443
T 110 CA-HA 61.828 4.563
T 110 CB-HB 70.765 4.349
T110 CG-HG2 21.743 1.207
N 111 CA-HA 54.695 4.881
N 111 CB-HB2 41.136 2.393
N 111 CB-HB3 41.13 2.267
L 112 CA-HA 53.388 4.775
L 112 CB-HB2 45.617 1.861
L 112 CB-HB3 45.614 1.272

L 112 CD##-HD## 23.544 0911

L 112 CG-HG2 27.676 1.622
G 113 CA-HA2 46.878 3.863
G 113 CA-HA3 46.986 3.771
E 114 CA-HA 54.797 4.299

E 114 CB-HB2 26.529 1.799
E 114 CB-HB3 26.453 1.741
E 114 CG-HG## 35975 2.223
K 115 CA-HA 57.701 3.87

K 115 CB-HB## 33.649 1.485
K 115 CD-HD2 29.053 1.699
K 115 CD-HD3 29.248 1.547
K 115 CE-HE2 41.715 2091
K 115 CE-HE3 41.693 2.861
K115 CG-HG2 24.579 1.1

K 115 CG-HG3 24.449 0.871
L 116 CA-HA 54.279 4.627

L 116 CB-HB2 41.983 1.81

L 116 CB-HB3 42.084 1.354
L 116 CD1-HD1 21.997 1.014
L 116 CD2-HD2 27.256 0.856
L 116 CG-HG2 27.686 1.975
T 117 CA-HA 60.687 4.362

T 117 CB-HB 70.956 4.725
T117 CG-HG2 21.772 1.328
D 118 CA-HA 57.84 4.305

D 118 CB-HB2 40.455 2.67
D 118 CB-HB3 40.335 2.538
D 119 CA-HA 57.282 4.408
D 119 CB-HB2 40.455 2.67
D 119 CB-HB3 40.481 2.531
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E 120 CB-HB2 32.048 2.611
E 120 CB-HB3 32.073 1.924
V121 CA-HA 64.698 3.836
V121 CB-HB 31.288 1.87
V121 CG2-HG2 21.027 1.052
V 121 CG3-HG3 24.696 1.003
D 122 CA-HA 57.282 4.408
D 122 CB-HB2 39.829 20915
D 122 CB-HB3 40.005 2.592
E 123 CA-HA 63.329 4.182

E 123 CB-HB2 28.887 2.377
E 123 CB-HB3 28.893 2.205
E 123 CG-HG## 35.453 2.509
M 124 CA-HA 59.792 3.825
M 124 CB-HB2 33.536 1.925
M 124 CB-HB3 33.692 1.668
M 124 CE-HE 18.39 1.742

M 124 CG-HG2 32.28 1.844
M 124 CG-HG3 32.317 1.627
1125 CA-HA 63.412 3.383
1125 CB-HB 36.287 1.99
1125 CD-HD 11.069 0.658
1125 CG1-HG1## 28.79 1.423
1125 CG2-HG2 18.1 0.869

R 126 CA-HA 59.299 4.009
R 126 CD-HD2 43.24 3.21

R 126 CD-HD3 43.248 3.117
E 127 CA-HA 58.126 4.176

E 127 CB-HB2 30.883 2.332
E 127 CB-HB3 30.852 2.232
E 127 CG-HG2 37.772 2.698
E 127 CG-HG3 37.758 2.334
A 128 CA-HA 53.076 3.968
A 128 CB-HB 18.732 0.593

D 129 CA-HA 52.572 4.757
D 129 CB-HB2 39.339 2.919
D 129 CB-HB3 39.412 2.234
1130 CA-HA 62.973 3.967
1130 CB-HB 38.73 1.81

1130 CD-HD 13.605 0.906
1130 CG1-HG12 27.904 1.562
1130 CG1-HG13 27.796 1.137
1130 CG2-HG2 17.571 0.953
D 133 CB-HB2 41.681 2.741
D 133 CB-HB3 41.764 2.586
G 134 CA-HA2 45.769 4.075

G 134 CA-HA3 45.766 3.499
H 135 CA-HA 54.87 5.06

H 135 CB-HB2 31.026 3.41

H 135 CB-HB3 31.125 2.853
H 135 CD2-HD2 49.618 6.895
H 135 CE-HE1 66.418 8.216
1136 CA-HA 60.468 4.136
1136 CB-HB 40.203 1.873
1136 CD-HD 14.375 0.569
1136 CG1-HG12 28.119 1.331
1136 CG1-HG13 28.143 0.848
1136 CG2-HG2 16.174 0.508
N 137 CA-HA 52.167 4.97

N 137 CB-HB2 36.93 3.131

N 137 CB-HB3 36.932 2.591
Y 138 CA-HA 59.116 4.014

Y 138 CB-HB2 36.825 2.179
Y 138 CB-HB3 37.076 2.021
Y 138 CD##-HD## 62.918 6.645
Y 138 CE##-HE## 46.864 6.749
E 139 CA-HA 60.879 3.82

E 139 CB-HB## 28.866 1.953
E 139 CG-HG## 36.825 2.179
F 141 CA-HA 59.991 4.585

F 141 CB-HB2 39.273 3.317
F 141 CB-HB3 39.097 2.767
F 141 CD##-HD## 59.734 7.13
F 141 CE##-HE## 57.622 7.053
V 142 CA-HA 67.664 3.262
V 142 CB-HB 31.555 2.278

V 142 CG2-HG2 25.806 1.168
V 142 CG3-HG3 22.962 1.101
R 143 CA-HA 57.999 4.162

R 143 CA-HA 60.068 4.16

R 143 CD-HD## 41.915 3.01
R 143 CG-HG## 25.226 1.528
M 144 CA-HA 58.905 4.018
M 144 CB-HB2 31.693 2.375
M 144 CB-HB3 31.665 2.176
M 144 CE-HE 16.9 1.929

M 144 CG-HG2 31.514 2.76
M 144 CG-HG3 31.665 2.176
M 145 CA-HA 59.428 3.71

M 145 CB-HB2 34.527 1.931
M 145 CB-HB3 34.549 1.652
M 145 CE-HE 16.694 1.713
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M 145 CG-HG2 31.426 1.802
M 145 CG-HG3 31.432 1.363
V 146 CA-HA 62.485 4.296
V 146 CB-HB 31.693 2.375
V 146 CG2-HG2 19.812 0.953

V 146 CG3-HG3 21.369 0.902
S 147 CA-HA 59.314 4.462
S 147 CB-HB2 64.113 4.019
S 147 CB-HB3 63.903 3.849

Intramolecular NOE Assignments of Na,1.21q,
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Intramolecular NOE assignments of Na, 1.2;qp, determined in 10 mM Dy-imidazole, 100

mM KCl, 50 uM D;6-EDTA, 0.01% NaN3, pH 6.5, 298.15 K

Q1904HA-Q1904HB# 4.06 2.108
Q1904HA-E1905HN 4.06 8.783
Q1904HA-Q1904HN 4.06 8.387
Q1904HA-V1907HN 4.063 7.776
Q1904HA-Q1904HG# 4.061 2.315
Q1904HA-Q1904HG# 4.057 2.044
Q1904HA-Q1904HB# 4.062 1.932
Q1904HA-V1907HG## 4.063 1.064
Q1904HA-V1907HG## 4.073 0.966
Q1904HB#-Q1904HN 1.935 8.395
Q1904HB#-Q1904HN 2.099 8.369
Q1904HB#-Q1904HA 2.108 4.055
Q1904HB#-Q1904HA 1.93 4.061
Q1904HB#-Q1904HE2# 1.938 6.824
Q1904HB#-Q1904HE2# 1.939 6.932
Q1904HB#-Q1904HG# 2.109 2.312
Q1904HB#-Q1904HG# 2.109 2.048
Q1904HB#-Q1904HGH# 1.932 2.313
Q1904HB#-Q1904HG# 1.932 2.048
Q1904HE2#-Q1904HB# 6.825 1.942
Q1904HE2#-Q1904HE2# 7.364 7.156
Q1904HE2#-Q1904HGH# 6.827 2.031
Q1904HG#-Q1904HN 2.315 8.381
Q1904HG#-Q1904HA 2.324 4.066
Q1904HG#-Q1904HA 2.053 4.066
Q1904HG#-Q1904HN 2.058 8.377
Q1904HG#-Q1904HB# 2.049 2.108
Q1904HG#-Q1904HB# 2.314 2.108
Q1904HG#-Q1904HB# 2.048 1.935
Q1904HG#-Q1904HB# 2.322 1.933
Q1904HG#-Q1904HE2# 2.019 6.937
Q1904HG#-Q1904HE2# 2.031 6.824
Q1904HN-Q1904HB# 8.381 1.934
Q1904HN-Q1904HG# 8.38 2.314
Q1904HN-Q1904HG# 8.371 2.058

Q1904HN-E1905HN 8.382 8.785
Q1904HN-Q1904HB# 8.372 2.098
E1905HA-A1909HN 3.713 8.36
E1905HA-E1906HN 3.714 7.905
E1905HA-S1908HN 3.713 8.087
E1905HA-E1905HG# 3.713 2.227
E1905HA-E1905HN 3.713 8.782
E1905HA-E1905HG# 3.715 2.294
E1905HA-E1905HB# 3.714 2.054
E1905HB#-E1905HA 2.055 3.712
E1905HB#-E1905HN 2.056 8.783
E1905HB#-E1905HG# 2.058 2.285
E1905HB#-E1905HG# 2.058 2.219
E1905HG#-E1905HA 2.213 3.709
E1905HG#-E1905HA 2.284 3.713
E1905HG#-E1906HA 2.27 3.954
E1905HG#-E1905HN 2.232 8.782
E1905HG#-E1905HN 2.271 8.784
E1905HG#-E1905HB# 2.222 2.055
E1905HG#-E1905HB# 2.274 2.053
E1905HN-Q1904HN 8.782 8.387
E1905HN-E1905HA 8.784 3.712
E1905HN-E1905HG# 8.783 2.213
E1905HN-E1905HG# 8.785 2.29
E1905HN-E1906HN 8.784 7.903
E1905HN-E1905HB# 8.784 2.058
E1906HA-E1906HN 3.955 7.897
E1906HB#-V1907HN 2.269 7.79
E1906HB#-E1906HN 2.212 7.904
E1906HB#-E1906HN 2.284 7.901
E1906HB#-E1906HG# 2.279 2.332
E1906HB#-E1906HG# 2.218 2.331
E1906HG#-E1906HA 2.338 3.964
E1906HG#-E1906HN 2.342 7.913
E1906HG#-E1906HA 2.214 3.951



E1906HG#-E1906HB# 2.335 2.216
E1906HG#-E1906HB# 2.336 2.281
E1906HN-E1906HA 7.914 3.943
E1906HN-E1906HG# 7.905 2.33
E1906HN-E1905HN 7.903 8.783
E1906HN-E1906HB# 7.905 2.211
E1906HN-E1906HB# 7.904 2.277
VI907HA-I1910HB 3.638 2.134
VI907HA-V1907HN 3.629 7.79
VI907HA-V1907THG1# 3.641 1.061
VI1907HA-V1907HG2# 3.631 0.973
V1907HB-V1907HA 2.145 3.627
V1907HB-V1907HN 2.157 7.792
VI1907HB-V1907HG1# 2.152 1.054
VI1907HB-V1907HG2# 2.154 0.973
VI1907THG##-Q1904HA 1.027 4.023
VI907THG1#-V1907THA 1.07 3.629
VI907HG1#-V1907HB 1.065 2.145

VI907THG1#-V1907THG2# 1.062 0.969

VI907HG1#-V1907HN 1.063 7.791
VI1907HG1#-S1908HN 1.067 8.076
VI1907THG2#-V1907HA 0.965 3.628
VI907THG2#-V1907HB 0.97 2.147

VI1907THG2#-V1907THG1# 0.969 1.063

VI1907HG2#-V1907HN 0.979 7.792
VI1907HG2#-S1908HN 0.971 8.076
VI907HN-V1907HA 7.791 3.628
VI1907HN-S1908HN 7.792 8.076
VI1907HN-V1907HB 7.777 2.144
VI907HN-V1907HG1# 7.791 1.063
VI907HN-V1907THG2# 7.799 0.974
S1908HA-A1909HN 4.111 8.356
S1908HA-V1911HB 4.103 2.237
S1908HA-S1908HN 4.115 8.077
S1908HA-S1908HB# 4.107 3.856
S1908HA-S1908HB# 4.105 3.997
S1908HA-V1911HG## 4.107 1.123
S1908HB#-A1909HN 4.001 8.359
S1908HB#-A1909HN 3.849 8.357
S1908HB#-S1908HA 3.853 4.108
S1908HB#-S1908HN 4.004 8.081
S1908HB#-S1908HN 3.855 8.077
S1908HB#-S1908HA 4.009 4.107
S1908HB#-Q1904HE2# 4.021 6.819
S1908HN-S1908HB# 8.08 3.997
S1908HN-A1909HB# 8.065 1.308

S1908HN-S1908HA 8.081 4.109
S1908HN-A1909HA 8.08 3.626
S1908HN-S1908HB# 8.08 3.856
S1908HN-V1907HN 8.074 7.789
S1908HN-A1909HN 8.073 8.351
A1909HA-QI913HN 3.609 9.177
A1909HA-S1908HN 3.619 8.07
A1909HA-I1912HN 3.619 7.459
VI909HA-I1912HB 3.632 1.582
A1909HA-A1909HN 3.619 8.357
A1909HA-A1909HB# 3.621 1.305
VI909HA-I1912HD1# 3.616 0.207
VI909HA-I1912HG## 3.622 0.651
A1909HB#-Q1913HN 1.308 9.178
A1909HB#-11912HN 1.307 7.461
A1909HB#-S1908HN 1.305 8.075
A1909HB#-E1906HA 1.306 3.956
A1909HB#-11910HN 1.305 7.657
A1909HB#-A1909HA 1.306 3.618
A1909HB#-A1909HN 1.306 8.357
A1909HB#-E1906HB# 1.304 2.278
A1909HB#-Q1913HB# 1.305 1.925
A1909HB#-Q1913HE2# 1.306 7.713
A1909HB#-Q1913HE2# 1.303 6.275
A1909HN-S1908HB# 8.36 3.991
A1909HN-EI1905HA 8.355 3.711
A1909HN-S1908HB# 8.359 3.857
AT1909HN-A1909HA 8.357 3.618
AT909HN-I1910HN 8.357 7.658
A1909HN-S1908HN 8.351 8.074
A1909HN-A1909HB# 8.357 1.305
I11910HA-Q1913HB# 3.624 1.94
I1910HA-Q1913HN 3.624 9.176
I11910HA-I1910HN 3.624 7.656
I11910HA-I1910HB 3.634 2.152
I11910HA-I1910HG1# 3.636 1.062
I11910HA-I1910HG1# 3.621 1.092
I1910HB-11910HN 2.159 7.665
I11910HB-11910HA 2.146 3.626
I1910HB-11910HG1# 2.151 1.058
I1910HB-11910HG1# 2.149 1.085
I11910HG1#-11910HA 1.089 3.615
I1910HG1#-11910HA 1.053 3.622
I1910HG1#-11910HB 1.062 2.154
I11910HG1#-11910HB 1.085 2.154
I1910HN-I1910HB 7.656 2.154
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I1910HN-I1910HA 7.646 3.622
I1910HN-A1909HB# 7.659 1.304
I1910HN-V1911HN 7.65 7.596
V1911HA-I1912HN 3.542 7.46
VI911HA-R1914HN 3.543 8.965
VI911HA-R1914HB# 3.562 1.939
V1911HA-VI1911HB 3.545 2.231
VI911HA-VI911HN 3.547 7.597
V1911HA-VI1911HG1# 3.544 1.122
VI911HA-VI911HG2# 3.545 0.867
V1911HB-V1911HA 2.239 3.549
V1911HB-11912HN 2.24 7.461
VI911HB-V1911HN 2.238 7.596
V1911HB-V1911HGI1# 2.239 1.123
VI911HB-V1911HG2# 2.252 0.879
VI911HG##-S1908HA 1.121 4.107
VI1911HG1#-V1911HA 1.123 3.544
VI1911HG1#-V1911HB 1.122 2.235
VI9I1HGI1#-VI911HG2# 1.122 0.872
VI9I1HGI1#-VI911HN 1.123 7.597
VI1911HG1#-Q1913HN 1.126 9.181
VI911HG2#-VI1911HA 0.871 3.546
VI911HG2#-V1911HB 0.875 2.238
VI911HG2#-V1911HG1# 0.874 1.123
VI911HG2#-VI911HN 0.879 7.606
VI911HG2#-11912HA 0.873 3.36
VI911HG2#-Q1913HN 0.867 9.176
VI911HN-S1908HA 7.593 4.105
VI911HN-I1912HN 7.593 7.462
VI911HN-VI911HA 7.594 3.547
VI911HN-VI911HB 7.598 2.238
VI911HN-I1910HN 7.597 7.655
VI911HN-VI911HG1# 7.597 1.123
VI911HN-VI911HG2# 7.593 0.876
I1912HA-Y1916HN 3.355 9.454
I1912HA-Q1913HN 3.366 9.177
I1912HA-A1915HN 3.357 7.89
[1912HA-I1912HD# 3.36 0.2
[1912HA-I1912HN 3.361 7.46
[1912HA-I1912HB 3.359 1.594
I1912HA-V1911HG2# 3.362 0.871
I1912HA-I1912HG1# 3.362 0.653
[1912HA-I1912HG1# 3.364 1.499
[1912HA-11912HG2# 3.361 0.113
I1912HB-V1909HA 1.589 3.617
I1912HB-Q1913HN 1.586 9.176
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[1912HB-11912HN 1.586 7.462
[1912HB-11912HD# 1.585 0.201
[1912HB-I1912HG1# 1.587 0.652
[1912HB-I1912HG1# 1.585 1.512
[1912HB-11912HG2# 1.576 0.12
[1912HD1#-A1909HA 0.201 3.617
[1912HD1#-A1909HB# 0.202 1.304
[1912HDI1#-11912HA 0.2 3.36
[1912HDI1#-11912HB 0.199 1.586
[1912HDI1#-11912HG1# 0.199 1.503
[1912HDI1#-11912HG1# 0.2 0.653
[1912HDI1#-11912HG2# 0.2 0.109
[1912HDI1#-11912HN 0.2 7.46
[1912HDI1#-Q1913HN 0.2 9.177
I1912HG1#-11912HA 0.654 3.36
I1912HG1#-11912HA 1.506 3.36
[1912HGI1#-11912HB 1.501 1.584
[1912HGI1#-11912HB 0.654 1.591
[1912HG1#-11912HD# 1.503 0.201
[1912HG1#-11912HD# 0.654 0.201
[1912HGI1#-11912HG2# 1.503 0.111
[1912HGI1#-11912HG2# 0.654 0.113
I1912HG1#-11912HN 1.503 7.46
[1912HGI1#-11912HN 0.654 7.461
[1912HG1#-Q1913HA 0.653 3.794
I1912HG1#-Q1913HN 0.654 9.175
I1912HG1#-Y1916HN 0.653 9.45
[1912HG2#-11912HA 0.111 3.36
11912HG2#-11912HB 0.114 1.583
[1912HG2#-11912HD# 0.107 0.203
[1912HG2#-11912HG1# 0.111 1.503
I1912HG2#-11912HG1# 0.11 0.653
[1912HG2#-11912HN 0.113 7.461
I1912HN-A1909HA 7.457 3.614
[1912HN-11912HD# 7.46 0.202
[1912HN-11912HA 7.46 3.36
[1912HN-Q1913HN 7.461 9.175
[1912HN-11912HB 7.461 1.584
I1912HN-V1911HN 7.464 7.596
[1912HN-11912HG1# 7.461 1.505
[1912HN-11912HG1# 7.46 0.652
[1912HN-11912HG2# 7.459 0.111
Q1913HA-Y1916HN 3.797 9.454
Q1913HA-Q1913HB# 3.782 2.664
Q1913HA-R1914HN 3.792 8.965
Q1913HA-Y1916HB# 3.79 2.969



QI913HA-Q1913HG# 3.784 2.503
QI913HA-Q1913HG# 3.78 2.327
QI913HA-Q1913HB#3.794 1.932
QI913HA-Q1913HN 3.792 9.176
QI913HA-I1912HG1# 3.789 0.655
Q1913HB#-Q1913HA 2.657 3.785
QI1913HB#-QI1913HA 1.942 3.789
Q1913HB#-R1914HN 2.659 8.966
Q1913HB#-Q1913HN 1.93 9.176
Q1913HB#-Q1913HN 2.658 9.176
Q1913HB#-Q1913HE2# 2.677 6.274
Q1913HB#-Q1913HE2# 1.946 7.726
Q1913HB#-Q1913HGH# 1.946 2.504
Q1913HB#-Q1913HGH# 2.657 2.322
Q1913HB#-Q1913HGH# 2.657 2.508
QI913HB#-Y1916HE# 1.935 7.061
Q1913HE2#-A1909HB# 7.728 1.304
Q1913HE2#-A1909HB# 6.273 1.304
Q1913HE2#-Q1913HB# 7.718 1.939
Q1913HE2#-Q1913HGH 6.274 2.504
Q1913HE2#-Q1913HGH 6.275 2.325
QI913HE24-Q1913HGH# 7.714 2.324
Q1913HG#-QI1913HA 2.328 3.791
Q1913HG#-QI1913HA 2.504 3.791
Q1913HG#-QI913HN 2.33 9.176
Q1913HG#-QI1913HN 2.506 9.176
Q1913HG#-Q1913HB# 2.503 2.662
Q1913HG#-Q1913HB# 2.503 1.93
Q1913HG#-QI1913HB# 2.322 1.933
Q1913HG#-Q1913HB# 2.323 2.655
Q1913HG#-QI1913HE2#2.324 7.716
Q1913HG#-Q1913HE2# 2.503 6.274
QI913HG#-QI1913HE2#2.33 6.274
Q1913HG#-Q1913HE2# 2.502 7.713
Q1913HN-11912HA 9.177 3.359
Q1913HN-Q1913HG# 9.176 2.324
Q1913HN-R1914HN 0.86 8.967
QI1913HN-Q1913HB#9.175 1.931
QI913HN-Q1913HA 9.175 3.789
QI913HN-Q1913HB#9.175 2.659
QI1913HN-Q1913HG#9.175 2.503
QI1913HN-11912HB 9.176 1.585
Q1913HN-R1914HN 9.175 8.968
QI1913HN-11912HN 9.175 7.461
QI913HN-11912HG1# 9.176 0.653
R1914HA-R1914HD# 4.064 2.998

R1914HA-R1917HN 4.075 8.575
R1914HA-R1917HB# 4.071 1.551
R1914HA-R1914HN 4.072 8.967
R1914HA-R1914HG# 4.074 1.71
R1914HA-R1914HB# 4.072 2.151
R1914HA-R1914HG# 4.071 1.828
R1914HA-R1914HB# 4.071 1.944
R1914HA-V1911HG2# 4.066 0.885
R1914HB#-Q1913HN 2.16 9.178
R1914HB#-R1914HN 2.155 8.967
R1914HB#-R1914HN 1.944 8.967
R1914HB#-R1914HA 2.134 4.065
R1914HB#-R1914HA 1.946 4.069
R1914HB#-R1914HD# 1.951 3.168
R1914HB#-R1914HD# 2.154 3.174
R1914HB#-R1914HD# 1.949 2.998
R1914HB#-R1914HG# 1.949 1.71
R1914HB#-R1914HG# 1.949 1.828
R1914HB#-R1914HG# 2.151 1.706
R1914HB#-R1914HG# 2.149 1.828
R1914HD#-R1914HN 3.155 8.966
R1914HD#-R1914HN 3.003 8.966
R1914HD#-R1914HB# 3.003 1.944
R1914HD#-R1914HB# 3.003 2.151
R1914HD#-R1914HB# 3.154 1.944
R1914HD#-R1914HB# 3.158 2.15
R1914HD#-R1914HG# 3.172 1.719
R1914HD#-R1914HG# 3.154 1.828
R1914HD#-R1914HG# 3.003 1.828
R1914HG#-R1914HN 1.719 8.964
R1914HG#-R1914HN 1.832 8.966
R1914HG#-R1914HA 1.821 4.062
R1914HG#-R1914HB# 1.716 2.153
R1914HG#-R1914HB# 1.713 1.942
R1914HG#-R1914HB# 1.823 2.151
R1914HG#-R1914HB# 1.823 1.944
R1914HG#-R1914HD# 1.83 3.168
R1914HG#-R1914HD# 1.719 3.164
R1914HG#-R1914HD# 1.823 2.998
R1914HG#-R1917THD# 1.707 3.243
R1914HN-R1914HD# 8.969 2.991
R1914HN-R1914HA 8.966 4.072
R1914HN-Q1913HB# 8.969 2.661
R1914HN-R1914HG# 8.965 1.713
R1914HN-R1914HG# 8.969 1.827
R1914HN-R1914HB# 8.969 2.155
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R1914HN-Q1913HN 8.969 9.176
R1914HN-R1914HB# 8.97 1.943
R1914HN-Q1913HB# 8.967 1.937
R1914HN-A1915HN 8.969 7.897
A1915HA-R1917HN 4.214 8.573
A1915HA-Y1916HN 4.209 9.453
A1915HA-R1918HB# 4.214 1.551
A1915HA-R1918HB# 4.215 1.55
A1915HA-R1918H 4.212 7.849
A1915HA-Y1919HN 4.208 8.032
A1915HA-A1915HN 4.214 7.904
A1915HA-A1915HB# 4.211 1.623
A1915HA-TI912HG## 4.212 1.513
A1915HB#-R1914HN 1.619 8.965
A1915HB#-A1915HA 1.634 4.214
AI1915HB#-Y1916HN 1.623 9.45
A1915HB#-11912HA 1.586 3.358
A1915HB#-A1915HN 1.624 7.896
A1915HB##-11912HA 1.627 3.357
A1915HB##-R1918HN 1.628 7.844
A1915HN-A1915HA 7.903 4.211
AI1915HN-Y1916HN 7.896 9.451
A1915HN-R1914HN 7.897 8.967
A1915HN-A1915HB# 7.897 1.623
Y1916HA-R1917HN 4.542 8.566
Y1916HA-Y1916HD# 4.545 6.968
Y1916HA-Y1919HN 4.544 8.025
Y1916HA-Y1919HB# 4.527 3.34
Y1916HA-Y1916HN 4.545 9.452
Y1916HA-Y1916HB# 4.529 2.967
Y1916HA-Y1919HB# 4.53 3.2
Y1916HA-Y1916HE# 4.543 7.082
Y1916HB#-R1917HN 2.97 8.578
Y1916HB#-Y1916HN 2.97 9.452
Y1916HB#-Y1916HD# 2.964 6.966
Y1916HB#-Y1916HE# 2.982 7.083
Y1916HD#-Y1916HB# 6.959 2.979
Y1916HE#-Y1916HN 7.088 9.451
Y1916HE#-Y1916HB# 7.089 2.973
Y1916HE#-Y1916HD# 7.089 6.968
Y1916HE#-Y1916HD# 6.969 7.086
Y1916HN-Q1913HA 9.446 3.789
Y1916HN-Y1916HE# 9.451 7.092
Y1916HN-Y1916HB# 9.45 2.968
Y1916HN-R1917HN 9.451 8.579
Y1916HN-Y1919HB# 9.449 3.207

Y1916HN-A1915HN 9.449 7.897
R1917HA-L1920HD# 3.834 0.815
R1917HA-L1920HG 3.835 1.686
R1917HA-R1917HB# 3.834 2.019
R1917HA-R1917HG# 3.833 1.872
R1917HA-R1917HG# 3.833 1.822
R1917HA-L1920HB# 3.834 1.264
R1917HA-R1917HB# 3.832 1.552
R1917HA-R1917HN 3.829 8.572
R1917HA-L1920HD# 3.83 0.851
R1917HB#-R1917HN 1.552 8.569
R1917HB#-R1917HA 2.02 3.837
R1917HB#-R1914HA 1.556 4.068
R1917HB#-R1917HA 1.552 3.836
R1917HB#-R1917HN 2.011 8.577
R1917HB#-R1917HD# 1.552 3.229
R1917HB#-R1917HD# 2.02 3.06
R1917HB#-R1917HD# 2.015 3.23
R1917HB#-R1917HD# 1.551 3.051
R1917HB#-R1917HG# 2.016 1.876
R1917HB#-R1917HG# 1.552 1.825
R1917HB#-R1917HG# 2.016 1.825
R1917HB#-R1917HG# 1.552 1.876
R1917HD#-R1917HN 3.053 8.581
R1917HD#-R1917HN 3.222 8.581
R1917HD#-R1914HG# 3.232 1.827
R1917HD#-R1917THB# 3.223 2.023
R1917HD#-R1917HB# 3.052 1.546
R1917HD#-R1917HB# 3.232 1.546
R1917HD#-R1917HG# 3.232 1.872
R1917HD#-R1917THG# 3.052 1.825
R1917HD#-R1917HG# 3.052 1.876
R1917HG#-R1917HA 1.88 3.836
R1917HG#-R1917HA 1.828 3.84
R1917HG#-R1917HN 1.815 8.573
R1917HG#-R1917HN 1.876 8.579
R1917HG#-R1917THB# 1.825 1.546
R1917HG#-R1917THB# 1.825 2.015
R1917HG#-R1917THB# 1.877 2.015
R1917HG#-R1917THB# 1.877 1.546
R1917HG#-R1917HD# 1.877 3.052
R1917HG#-R1917HD# 1.825 3.229
R1917HG#-R1917HD# 1.825 3.052
R1917HG#-R1917HD# 1.877 3.229
R1917HN-R1917HB# 8.577 1.551
R1917HN-R1917HB# 8.58 2.02
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R1917HN-R1917HA 8.577 3.83
R1917HN-Y1916HN 8.577 9.452
R1917HN-R1917HG# 8.576 1.821
R1917HN-R1917HG# 8.578 1.882
R1917HN-R1918HN 8.577 7.846
R1918HB#-R1918HN 1.554 7.844
R1918HB#-R1918HD# 1.554 3.046
R1918HB#-R1918HD# 1.554 3.214
R1918HB#-R1918HG# 1.554 2.08
R1918HB#-R1918HG# 1.555 2.014
R1918HD#-R1918HB# 3.223 1.559
R1918HD#-R1918HG# 3.222 2.012
R1918HD#-R1918HG# 3.228 2.079
R1918HG#-R1918HN 2.087 7.846
R1918HG#-R1918HB# 2.015 1.548
R1918HG#-R1918HB# 2.078 1.551
R1918HG#-R1918HD# 2.078 3.214
R1918HG#-R1918HD# 2.008 3.047
R1918HG#-R1918HD# 2.015 3.214
R1918HN-R1918HD# 7.843 3.214
R1918HN-R1918HG# 7.847 2.013
R1918HN-R1918HB# 7.836 1.558
R1918HN-R1918HD# 7.828 3.047
R1918HN-R1918HG# 7.85 2.082
R1918HN-R1917HN 7.848 8.577
Y1919HA-L1920HN 4.301 8.554
Y1919HA-Y1919HB# 4.302 3.339
Y1919HA-Y1919HN 4.306 8.017
Y1919HA-Y1919HB# 4.307 3.198
Y1919HA-Y1919HD# 4.303 7.066
Y1919HB#-Y1919HA 3.34 4.304
Y1919HB#-Y1919HA 3.187 4.309
Y1919HB#-L1920HN 3.344 8.559
Y1919HB#-L1920HN 3.196 8.562
Y1919HB#-Y1916HN 3.208 9.451
Y1919HB#-Y1919HN 3.344 8.025
Y1919HB#-Y1919HN 3.19 8.029
Y1919HB#-Y1919HD# 3.197 7.072
Y1919HB#-Y1919HD# 3.344 7.067
Y1919HB#-Y1919HE# 3.348 6.968
Y1919HB#-Y1919HE# 3.203 6.968
Y1919HD#-Y1919HA 7.066 4.303
Y1919HD#-Y1919HN 7.068 8.025
Y1919HD#-L1920HN 7.07 8.56
Y1919HD#-Y1919HB# 7.068 3.342
Y1919HD#-Y1919HB# 7.075 3.197
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Y1919HD#-Y1919HE# 7.062 6.967
Y1919HE#-Y1919HB# 6.976 3.345
Y1919HE#-Y1919HB# 6.968 3.2
Y1919HE#-Y1919HD# 6.969 7.068
Y1919HN-Y1919HA 8.02 4.307
Y1919HN-L1920HN 8.026 8.56
Y1919HN-Y1919HB# 8.024 3.344
Y1919HN-Y1919HB# 8.028 3.189
Y1919HN-Y 1919HD## 8.024 7.068
L1920HA-L1921HN 3.566 7.55
L1920HA-Y1919HD# 3.57 7.064
L1920HA-L1920HG 3.565 1.686
L1920HA-L1920HN 3.569 8.557
L1920HA-L1920HB# 3.567 1.267
L1920HA-L1920HD1# 3.581 0.856
L1920HA-L1920HD2# 3.568 0.814
L1920HB#-L1920HA 1.269 3.573
L1920HB#-L1920HG 1.267 1.69
L1920HB#-Y1919HD# 1.26 7.066
L1920HB#-Y1919HE# 1.259 6.97
L1920HB#-L1920HD1# 1.263 0.85
L1920HB#-L1920HD2# 1.263 0.816
L1920HD1#-R1917HA 0.85 3.833
L1920HD1#-L1920HA 0.856 3.577
L1920HD1#-L1920HB# 0.854 1.262
L1920HD1#-L1920HD2# 0.854 0.814
L1920HD1#-L1920HG 0.853 1.691
L1920HD2#-L1920HA 0.817 3.569
L1920HD2#-L1920HB# 0.814 1.263
L1920HD2#-L1920HD1# 0.815 0.854
L1920HD2#-L1920HG 0.815 1.69
L1920HG-R1917HA 1.688 3.838
L1920HG-L1920HA 1.688 3.571
L1920HG-L1920HB# 1.689 1.263
L1920HG-L1920HD1# 1.676 0.849
L1920HG-L1920HD2# 1.691 0.817
L1920HN-Y1919HB# 8.559 3.343
L1920HN-Y1919HB# 8.569 3.201
L1920HN-L1920HA 8.557 3.569
L1920HN-Y1919HD# 8.56 7.068
L1920HN-L1920HG 8.557 1.689
L1920HN-L1921HN 8.556 7.553
L1920HN-Y1919HN 8.558 8.025
L1920HN-L1920HB# 8.558 1.262
L1920HN-L1920HD1# 8.56 0.851
L1920HN-L1920HD2# 8.558 0.813



L1921HA-L1921HG 4.063 1.275
L1921HA-L1920HN 4.073 8.571
L1921HA-L1921HN 4.069 7.552
L1921HA-L1921HB# 4.068 1.685
L1921HA-L1921HD1# 4.07 0.842
L1921HA-L1921HD2# 4.077 0.818
L1921HB#-L1921HA 1.679 4.067
L1921HB#-L1921HN 1.683 7.552
L1921HB#-L1921HG 1.689 1.263
L1921HB#-L1921HD1# 1.698 0.859
L1921HB#-L1921HD2# 1.687 0.815
L1921HDI1#-L1921HB# 0.848 1.69
L1921HDI1#-L1921HD2# 0.849 0.813
L1921HDI#-L1921HG 0.848 1.264
L1921HDI#-L1921HN 0.845 7.55
L1921HD2#-L1921HB# 0.818 1.69
L1921HD2#-L1921HD1# 0.818 0.849
L1921HD2#-L1921HG 0.818 1.267
L1921HD2#-L1921HN 0.81 7.561
L1921HG-R1917HA 1.27 3.837
L1921HG-L1921HN 1.266 7.552
L1921HG-L1921HB# 1.267 1.69
L1921HG-L1921HD1# 1.264 0.85
L1921HG-L1921HD2# 1.263 0.816
L1921HN-L1921HA 7.552 4.071
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L1921HN-L1921HG 7.554 1.266
L1921HN-L1920HN 7.552 8.558
L1921HN-L1921HB# 7.551 1.685
L1921HN-L1921HDI1# 7.56 0.857
L1921HN-L1921HD2# 7.55 0.804
V1925HA-V1925HB 3.921 2.139
VI1925HA-V1925HN 3.93 7.754
VI1925HA-V1925HG1# 3.914 1.01
VI1925HA-V1925HG2# 3.92 0.942
V1925HB-V1925HA 2.136 3.916
VI1925HB-V1925HN 2.13 7.761
VI1925HB-V1925HGI1# 2.136 1.017
VI1925HB-V1925HG2# 2.116 0.927
VI1925HG1#-V1925HA 1.012 3.921
VI1925HG1#-V1925HB 1.012 2.139
VI1925HG1#-V1925HG2# 1.012 0.934
VI1925HG1#-V1925HN 1.011 7.761
VI1925HG2#-V1925HA 0.94 3.921
VI1925HG2#-V1925HB 0.936 2.139
VI1925HG2#-V1925HG1# 0.936 1.008
VI1925HG2#-V1925HN 0.942 7.766
VI1925HN-V1925HA 7.763 3.921
V1925HN-V1925HB 7.767 2.136
VI1925HN-V1925HG1# 7.761 1.01
VI1925HN-V1925HG2# 7.761 0.94
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APPENDIX F

RESTRAINT FILES USED FOR APO CAM76.148:NAv1.21qp
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STRUCTURE CALCULATION

Carbon NOE Restraint File

99 and name HA ) (residue 137 and name HA ) 3.00 1.20 0.00
116 and name HD1# ) ( residue 124 and name HE# ) 5.00 3.20 0.50
93 and name HA ) ( residue 100 and name HA ) 5.00 3.20 0.50
99 and name HA ) ( residue 100 and name HA ) 5.00 3.20 0.50
89 and name HA ) ( residue 100 and name HD# ) 5.00 3.20 0.50
93 and name HA ) (residue 100 and name HD# ) 5.00 3.20 0.50
100 and name HD# ) ( residue 100 and name HA ) 5.00 3.20 0.50
100 and name HD# ) ( residue 105 and name HA ) 5.00 3.20 0.50
104 and name HA ) (residue 107 and name HA ) 6.00 4.20 0.60
105 and name HA ) (residue 106 and name HA ) 5.00 3.20 0.50
105 and name HA ) ( residue 108 and name HA ) 5.00 3.20 0.50
108 and name HG## ) ( residue 1909 and name HA ) 6.00 4.20 0.60
109 and name HA ) ( residue 1909 and name HA ) 5.00 3.20 0.50
109 and name HE# ) ( residue 1909 and name HA ) 3.00 1.20 0.30
109 and name HG# ) ( residue 1909 and name HA ) 5.00 3.20 0.50

105 and name HA ) ( residue 109 and name HG# ) 6.00 4.20 0.60
110 and name HA ) (residue 111 and name HA ) 5.00 3.20 0.50
110 and name HB ) (residue 111 and name HA ) 5.00 3.20 0.50
110 and name HB ) (residue 116 and name HA ) 6.00 4.20 0.50
112 and name HA ) ( residue 1906 and name HA ) 6.00 4.20 0.60

112 and name HB# ) ( residue 1906 and name HA ) 4.00 2.20 0.40
112 and name HD# ) ( residue 1906 and name HA ) 4.00 2.20 0.40
113 and name HA# ) ( residue 1906 and name HA ) 6.00 4.20 0.40
113 and name HA# ) ( residue 1909 and name HA ) 6.00 4.20 0.60
112 and name HA ) (residue 113 and name HA# ) 5.00 3.20 0.50
110 and name HA ) (residue 115 and name HA ) 5.00 3.20 0.50
110 and name HA ) (residue 115 and name HD# ) 5.00 3.20 0.50
116 and name HD1# ) ( residue 1913 and name HA ) 3.00 1.20 0.30
116 and name HD1# ) ( residue 121 and name HA ) 5.00 3.20 0.50
116 and name HD2# ) ( residue 1913 and name HA ) 5.00 3.20 0.50
116 and name HG ) ( residue 1913 and name HA ) 5.00 3.20 0.50
109 and name HA ) (residue 116 and name HG ) 6.00 4.20 0.60
117 and name HG# ) ( residue 117 and name HA ) 3.00 1.20 0.30
120 and name HB# ) ( residue 120 and name HA ) 4.00 2.20 0.40
106 and name HA ) (residue 121 and name HA ) 6.00 4.20 0.60
123 and name HA ) ( residue 124 and name HB# ) 5.00 3.20 0.50
102 and name HA ) ( residue 125 and name HA ) 5.00 3.20 0.50
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102 and name HA ) ( residue 125 and name HD# ) 4.00 2.20 0.40
106 and name HA ) ( residue 125 and name HD# ) 5.00 3.20 0.50
122 and name HA ) ( residue 125 and name HD# ) 5.00 3.20 0.50
125 and name HD# ) ( residue 125 and name HA ) 4.00 2.20 0.40

102 and name HA ) ( residue 125 and name HG1#) 5.00 3.20 0.50
121 and name HA ) (residue 125 and name HG1#) 5.00 3.20 0.50
121 and name HA ) (residue 125 and name HG2#) 5.00 3.20 0.50
124 and name HA ) (residue 127 and name HG# ) 5.00 3.20 0.50
125 and name HA ) (residue 128 and name HB# ) 5.00 3.20 0.50

130 and name HD# ) ( residue 130 and name HA ) 5.00 3.20 0.50
133 and name HA ) ( residue 134 and name HA# ) 5.00 3.20 0.50
130 and name HA ) (residue 136 and name HG1#) 5.00 3.20 0.50
90 and name HA ) (residue 138 and name HD# ) 5.00 3.20 0.50
90 and name HA ) (residue 138 and name HE# ) 5.00 3.20 0.50
93 and name HA ) (residue 138 and name HE# ) 5.00 3.20 0.50
138 and name HA ) (residue 141 and name HA ) 6.00 4.20 0.60
143 and name HG# ) ( residue 143 and name HA ) 4.00 2.20 0.40
145 and name HA ) ( residue 1919 and name HA ) 5.00 3.20 0.50
145 and name HA ) (residue 146 and name HA ) 5.00 3.20 0.50
145 and name HB# ) ( residue 1919 and name HA ) 5.00 3.20 0.50
145 and name HE# ) ( residue 1912 and name HA ) 5.00 3.20 0.50
145 and name HE# ) ( residue 1916 and name HA ) 5.00 3.20 0.50
145 and name HG# ) ( residue 1919 and name HA ) 5.00 3.20 0.50
145 and name HG# ) ( residue 146 and name HA ) 5.00 3.20 0.50
146 and name HA ) (residue 147 and name HA ) 5.00 3.20 0.50
82 and name HB# ) (residue 82 and name HA ) 5.00 3.20 0.50
85 and name HD## ) ( residue 1912 and name HA ) 3.00 1.20 0.30
85 and name HD## ) ( residue 1915 and name HA ) 5.00 3.20 0.50
83 and name HA ) (residue 86 and name HG1#) 5.00 3.20 0.50
88 and name HB# ) ( residue 1911 and name HA ) 5.00 3.20 0.50
88 and name HB# ) ( residue 1912 and name HA ) 5.00 3.20 0.50
89 and name HD# ) ( residue 92 and name HA ) 6.00 4.20 0.50
87 and name HA ) (residue 90 and name HB# ) 4.00 2.20 0.40
87 and name HA ) (residue 90 and name HD# ) 4.00 2.20 0.40
87 and name HA ) (residue 90 and name HG# ) 5.00 3.20 0.50
91 and name HB ) ( residue 1905 and name HA ) 5.00 3.20 0.50
88 and name HA ) (residue 91 and name HB ) 5.00 3.20 0.50
91 and name HG## ) ( residue 1905 and name HA ) 3.00 1.20 0.30
91 and name HG## ) ( residue 1908 and name HA ) 5.00 3.20 0.50
92 and name HD# ) ( residue 1905 and name HA ) 5.00 3.20 0.50
92 and name HD# ) ( residue 1909 and name HA ) 5.00 3.20 0.50
89 and name HA ) (residue 92 and name HD# ) 5.00 3.20 0.50
92 and name HE# ) ( residue 1905 and name HA ) 4.00 2.20 0.40
92 and name HE# ) ( residue 1908 and name HA ) 6.00 4.20 0.60
92 and name HE# ) ( residue 1909 and name HA ) 5.00 3.20 0.50
90 and name HA ) (residue 93 and name HA ) 5.00 3.20 0.50
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90 and name HA ) (residue 93 and name HB# ) 4.00 2.20 0.40
99 and name HG ) (residue 137 and name HA ) 5.00 3.20 0.50
100 and name HA ) ( residue 100 and name HB ) 3.00 1.20 0.30
100 and name HD# ) ( residue 100 and name HB ) 3.00 1.20 0.30
105 and name HA ) (residue 108 and name HB ) 4.00 2.20 0.40
105 and name HG ) ( residue 108 and name HB ) 5.00 3.20 0.50
108 and name HA ) ( residue 108 and name HB ) 3.00 1.20 0.30
109 and name HE# ) ( residue 1912 and name HB ) 4.00 2.20 0.40
110 and name HA ) (residue 110 and name HB ) 3.00 1.20 0.30
116 and name HB# ) ( residue 121 and name HB ) 4.00 2.20 0.40
117 and name HA ) (residue 117 and name HB ) 3.00 1.20 0.30
117 and name HG# ) ( residue 117 and name HB ) 3.00 1.20 0.30
118 and name HA ) (residue 121 and name HB ) 5.00 3.20 0.50
121 and name HA ) (residue 121 and name HB ) 3.00 1.20 0.30
122 and name HA ) ( residue 125 and name HB ) 5.00 3.20 0.50
125 and name HA ) ( residue 125 and name HB ) 4.00 2.20 0.40
125 and name HD# ) ( residue 125 and name HB ) 5.00 3.20 0.50
130 and name HA ) ( residue 130 and name HB ) 5.00 3.20 0.50
130 and name HD# ) ( residue 130 and name HB ) 5.00 3.20 0.50
136 and name HA ) ( residue 136 and name HB ) 5.00 3.20 0.50
136 and name HD# ) ( residue 136 and name HB ) 5.00 3.20 0.50
100 and name HB ) ( residue 138 and name HB# ) 5.00 3.20 0.50
139 and name HA ) ( residue 142 and name HB ) 5.00 3.20 0.40
142 and name HA ) ( residue 142 and name HB ) 4.00 2.20 0.40
146 and name HA ) ( residue 146 and name HB ) 3.00 1.20 0.30
81 and name HB# ) ( residue 142 and name HB ) 6.00 4.20 0.50
86 and name HA ) (residue 86 and name HB ) 4.00 2.20 0.40
86 and name HD# ) ( residue 86 and name HB ) 3.00 1.20 0.30
88 and name HA ) (residue 1911 and name HB ) 6.00 4.20 0.60
88 and name HB# ) ( residue 1911 and name HB ) 4.00 2.20 0.40
91 and name HA ) (residue 91 and name HB ) 3.00 1.20 0.30
92 and name HB# ) ( residue 100 and name HB ) 5.00 3.20 0.50
93 and name HA ) (residue 100 and name HB ) 5.00 3.20 0.50
92 and name HB# ) ( residue 100 and name HD# ) 4.00 2.20 0.40
101 and name HA ) (residue 101 and name HB# ) 4.00 2.20 0.40
101 and name HA ) (residue 135 and name HB# ) 5.00 3.20 0.50
101 and name HB# ) ( residue 102 and name HB# ) 5.00 3.20 0.50
101 and name HB# ) ( residue 103 and name HB# ) 5.00 3.20 0.50
101 and name HB# ) ( residue 104 and name HB# ) 4.00 2.20 0.40
101 and name HB# ) ( residue 105 and name HB# ) 5.00 3.20 0.50
102 and name HA ) ( residue 102 and name HB# ) 3.00 1.20 0.30
102 and name HA ) ( residue 105 and name HB# ) 4.00 2.20 0.40
103 and name HA ) (residue 103 and name HB# ) 3.00 1.20 0.30
104 and name HA ) ( residue 104 and name HB# ) 3.00 1.20 0.30
104 and name HA ) (residue 107 and name HB# ) 4.00 2.20 0.40
103 and name HB# ) ( residue 104 and name HB# ) 4.00 2.20 0.40



assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue

194

4.00 2.20 0.40
3.00 1.20 0.30
5.00 3.20 0.50

105 and name HA ) ( residue 105 and name HB# )
106 and name HA ) ( residue 106 and name HB# )
106 and name HA ) ( residue 109 and name HB# )
106 and name HB# ) ( residue 107 and name HA ) 5.00 3.20 0.50
107 and name HA ) (residue 107 and name HB# ) 4.00 2.20 0.40
104 and name HB# ) ( residue 107 and name HB# ) 5.00 3.20 0.50
106 and name HB# ) ( residue 107 and name HB# ) 5.00 3.20 0.50
108 and name HA ) ( residue 1909 and name HB# ) 5.00 3.20 0.50
107 and name HB# ) ( residue 108 and name HA ) 5.00 3.20 0.50
108 and name HA ) (residue 111 and name HB# ) 5.00 3.20 0.50
108 and name HA ) (residue 112 and name HB# ) 5.00 3.20 0.50
108 and name HB ) ( residue 1909 and name HB# ) 5.00 3.20 0.50
108 and name HG## ) ( residue 1909 and name HB# ) 5.00 3.20 0.50
109 and name HA ) ( residue 1909 and name HB# ) 5.00 3.20 0.50
109 and name HA ) ( residue 109 and name HB# ) 4.00 2.20 0.40
109 and name HA ) (residue 116 and name HB# ) 5.00 3.20 0.50
109 and name HE# ) ( residue 1909 and name HB# ) 3.00 1.20 0.30
109 and name HG# ) ( residue 1909 and name HB# ) 5.00 3.20 0.50

110 and name HA ) (residue 115 and name HB# ) 5.00 3.20 0.50
110 and name HA ) (residue 116 and name HB# ) 5.00 3.20 0.50
110 and name HB ) ( residue 115 and name HB# ) 5.00 3.20 0.50
111 and name HA ) (residue 111 and name HB# ) 4.00 2.20 0.40
111 and name HA ) (residue 115 and name HB# ) 5.00 3.20 0.50
112 and name HA ) ( residue 1906 and name HB# ) 5.00 3.20 0.50
112 and name HA ) ( residue 1909 and name HB# ) 5.00 3.20 0.50
112 and name HA ) (residue 112 and name HB# ) 4.00 2.20 0.40

112 and name HB# ) ( residue 1906 and name HB# ) 5.00 3.20 0.50
112 and name HB# ) ( residue 1909 and name HB# ) 4.00 2.20 0.40
112 and name HD# ) ( residue 1906 and name HB# ) 5.00 3.20 0.50
112 and name HG ) ( residue 1906 and name HB# ) 5.00 3.20 0.50
113 and name HA# ) ( residue 1906 and name HB# ) 5.00 3.20 0.50
113 and name HA# ) ( residue 1909 and name HB# ) 5.00 3.20 0.50
114 and name HA ) (residue 114 and name HB# ) 4.00 2.20 0.40
114 and name HA ) (residue 115 and name HB# ) 5.00 3.20 0.50
114 and name HB# ) ( residue 1913 and name HB# ) 6.00 4.20 0.50
115 and name HA ) (residue 115 and name HB# ) 3.00 1.20 0.30
116 and name HA ) ( residue 1913 and name HB# ) 6.00 4.20 0.50
116 and name HA ) (residue 116 and name HB# ) 4.00 2.20 0.40
116 and name HA ) (residue 120 and name HB# ) 5.00 3.20 0.50
116 and name HB# ) ( residue 1913 and name HB# ) 5.00 3.20 0.50
109 and name HB# ) ( residue 116 and name HB# ) 5.00 3.20 0.50
116 and name HD1# ) ( residue 1913 and name HB# ) 5.00 3.20 0.50
116 and name HD2# ) ( residue 1913 and name HB# ) 5.00 3.20 0.50
116 and name HD2# ) ( residue 120 and name HB# ) 5.00 3.20 0.50
109 and name HB# ) ( residue 116 and name HG ) 4.00 2.20 0.40
117 and name HB ) (residue 119 and name HB# ) 5.00 3.20 0.50
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118 and name HA ) (residue 118 and name HB# ) 3.00 1.20 0.30
119 and name HA ) (residue 119 and name HB# ) 3.00 1.20 0.30
116 and name HB# ) ( residue 120 and name HB# ) 5.00 3.20 0.50
117 and name HB# ) ( residue 120 and name HB# ) 5.00 3.20 0.50
121 and name HA ) (residue 124 and name HB# ) 4.00 2.20 0.40
122 and name HA ) (residue 122 and name HB# ) 3.00 1.20 0.30
123 and name HA ) (residue 123 and name HB# ) 3.00 1.20 0.30
123 and name HG# ) ( residue 1920 and name HB# ) 6.00 4.20 0.60
124 and name HA ) ( residue 124 and name HB# ) 3.00 1.20 0.30
124 and name HE# ) ( residue 1916 and name HB# ) 5.00 3.20 0.50

102 and name HB# ) ( residue
105 and name HB# ) ( residue
102 and name HB# ) ( residue
105 and name HB# ) ( residue
102 and name HB# ) ( residue
105 and name HB# ) ( residue
106 and name HB# ) ( residue
102 and name HB# ) ( residue
105 and name HB# ) ( residue
122 and name HB# ) ( residue
126 and name HA ) ( residue 126 and name HB# )
127 and name HA ) ( residue 127 and name HB# )
124 and name HB# ) ( residue 128 and name HA )
127 and name HB# ) ( residue 128 and name HA )
128 and name HA ) ( residue 128 and name HB# )
128 and name HA ) ( residue 141 and name HB# )
129 and name HA ) ( residue 129 and name HB# )
133 and name HA ) ( residue 133 and name HB# )
99 and name HB# ) ( residue

3.00
4.00
6.00
5.00
4.00
5.00
4.00
4.00

1.20
2.20
4.20
3.20
2.20
3.20
2.20
2.20

125 and name HA ) 5.00 3.20 0.50
125 and name HA ) 6.00 4.20 0.50
125 and name HB ) 5.00 3.20 0.50
125 and name HB ) 5.00 3.20 0.50
125 and name HD# ) 3.00 1.20 0.30
125 and name HD# ) 4.00 2.20 0.40
125 and name HD# ) 4.00 2.20 0.40
125 and name HG1#) 3.00 1.20 0.30
125 and name HG2#) 3.00 1.20 0.30
125 and name HG2#) 5.00 3.20 0.50

0.30
0.40
0.60
0.50
0.40
0.50
0.40
0.40

135 and name HA ) 5.00 3.20 0.50

101 and name HB# ) ( residue 135 and name HA ) 5.00 3.20 0.50
135 and name HA ) (residue 135 and name HB# ) 5.00 3.20 0.50
105 and name HB# ) ( residue 136 and name HD# ) 5.00 3.20 0.50
136 and name HG2# ) ( residue 138 and name HB# ) 5.00 3.20 0.50

99 and name HB# ) ( residue
137 and name HA ) ( residue 137 and name HB# )
138 and name HA ) ( residue 138 and name HB# )
138 and name HA ) (residue 141 and name HB# )
93 and name HB# ) ( residue 138 and name HD# )
138 and name HB# ) ( residue 139 and name HA )
139 and name HA ) ( residue 139 and name HB# )
141 and name HA ) ( residue 141 and name HB# )
141 and name HA ) ( residue 144 and name HB# )
142 and name HA ) ( residue 145 and name HB# )
144 and name HA ) ( residue 144 and name HB# )
145 and name HA )
145 and name HA )

4.00
3.00
6.00
5.00
4.00
3.00
4.00
5.00
5.00
3.00

2.20
1.20
4.20
3.20
2.20
1.20
2.20
3.20
3.20
1.20

137 and name HA ) 5.00 3.20 0.50

0.40
0.30
0.60
0.50
0.40
0.30
0.40
0.50
0.50
0.30

(residue 1919 and name HB# ) 5.00 3.20 0.50
(residue 145 and name HB# ) 4.00 2.20 0.40
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145 and name HB# ) ( residue 1919 and name HB# ) 5.00 3.20 0.50
145 and name HE# ) ( residue 1919 and name HB# ) 5.00 3.20 0.50
145 and name HG# ) ( residue 1919 and name HB# ) 5.00 3.20 0.50
145 and name HB# ) ( residue 146 and name HA ) 5.00 3.20 0.50

146 and name HB ) ( residue
147 and name HA ) ( residue
77 and name HA ) ( residue
77 and name HE# ) ( residue
78 and name HA ) ( residue
78 and name HA ) ( residue
78 and name HB# ) ( residue
79 and name HA ) ( residue
78 and name HB# ) ( residue
80 and name HA ) ( residue
81 and name HA ) ( residue
81 and name HB# ) ( residue

147 and name HB# ) 5.00 3.20 0.50
147 and name HB# ) 3.00 1.20 0.30
77 and name HB# ) 4.00 2.20 0.40
77 and name HB# ) 5.00 3.20 0.50
78 and name HB# ) 4.00 2.20 0.40
79 and name HB# ) 4.00 2.20 0.40
79 and name HB# ) 5.00 3.20 0.40
79 and name HB# ) 4.00 2.20 0.40
79 and name HG# ) 5.00 3.20 0.40
80 and name HB# ) 4.00 2.20 0.30
81 and name HB# ) 3.00 1.20 0.30
85 and name HB# ) 5.00 3.20 0.50

83 and name HA ) (residue 83 and name HB# ) 3.00 1.20 0.30
84 and name HA ) (residue 84 and name HB# ) 3.00 1.20 0.30
85 and name HA ) ( residue 1915 and name HB# ) 4.00 2.20 0.40
85 and name HA ) (residue 85 and name HB# ) 4.00 2.20 0.40
85 and name HB# ) ( residue 1915 and name HB# ) 3.00 1.20 0.30
85 and name HD## ) ( residue 1915 and name HB# ) 3.00 1.20 0.30
86 and name HA ) (residue 89 and name HB# ) 5.00 3.20 0.50
86 and name HD# ) ( residue 139 and name HB# ) 5.00 3.20 0.50
87 and name HA ) (residue 87 and name HB# ) 3.00 1.20 0.30
88 and name HA ) ( residue 1908 and name HB# ) 4.00 2.20 0.40
88 and name HA ) (residue 88 and name HB# ) 3.00 1.20 0.30
88 and name HB# ) ( residue 1908 and name HB# ) 4.00 2.20 0.40
88 and name HB# ) ( residue 89 and name HA ) 5.00 3.20 0.50
89 and name HA ) (residue 89 and name HB# ) 4.00 2.20 0.40
89 and name HA ) (residue 92 and name HB# ) 5.00 3.20 0.50
90 and name HA ) (residue 90 and name HB# ) 4.00 2.20 0.40
91 and name HB ) ( residue 1908 and name HB# ) 5.00 3.20 0.50
91 and name HG## ) ( residue 1908 and name HB# ) 4.00 2.20 0.40
92 and name HA ) (residue 92 and name HB# ) 4.00 2.20 0.40
92 and name HD# ) ( residue 1905 and name HB# ) 5.00 3.20 0.40
92 and name HD# ) ( residue 1908 and name HB# ) 5.00 3.20 0.50
92 and name HD# ) ( residue 1909 and name HB# ) 5.00 3.20 0.50
88 and name HB# ) (residue 92 and name HD# ) 5.00 3.20 0.50
92 and name HD# ) ( residue 92 and name HB# ) 5.00 3.20 0.50
92 and name HE# ) ( residue 1905 and name HB# ) 5.00 3.20 0.50
92 and name HE# ) ( residue 1905 and name HG# ) 5.00 3.20 0.50
92 and name HE# ) ( residue 1908 and name HB# ) 5.00 3.20 0.50
92 and name HE# ) ( residue 1909 and name HB# ) 4.00 2.20 0.40
93 and name HA ) (residue 93 and name HB# ) 4.00 2.20 0.40
90 and name HB# ) ( residue 93 and name HB# ) 5.00 3.20 0.50
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94 and name HA ) (residue 94 and name HB# ) 3.00 1.20 0.30
94 and name HG# ) ( residue 94 and name HB# ) 3.00 1.20 0.30
95 and name HA ) (residue 95 and name HB# ) 3.00 1.20 0.30
97 and name HA ) (residue 97 and name HB# ) 3.00 1.20 0.30
99 and name HA ) (residue 99 and name HB# ) 4.00 2.20 0.40
99 and name HA ) ( residue 135 and name HB# ) 5.00 3.20 0.50
99 and name HA ) (residue 137 and name HB# ) 5.00 3.20 0.50
99 and name HB# ) ( residue 135 and name HB# ) 5.00 3.20 0.50
100 and name HA ) ( residue 138 and name HD# ) 6.00 4.20 0.50
89 and name HD# ) ( residue 100 and name HB ) 5.00 3.20 0.50
100 and name HB ) ( residue 138 and name HD# ) 5.00 3.20 0.50
89 and name HD# ) ( residue 100 and name HD# ) 3.00 1.20 0.30
100 and name HD# ) ( residue 138 and name HD# ) 5.00 3.20 0.50
89 and name HD# ) ( residue 100 and name HG1#) 5.00 3.20 0.50
103 and name HA ) ( residue 106 and name HD# ) 5.00 3.20 0.50
89 and name HD# ) ( residue 105 and name HD1#) 5.00 3.20 0.50
89 and name HD# ) ( residue 105 and name HD2#) 5.00 3.20 0.50
106 and name HA ) ( residue 106 and name HD# ) 5.00 3.20 0.50
106 and name HB# ) ( residue 106 and name HD# ) 4.00 2.20 0.40
109 and name HE# ) ( residue 112 and name HD# ) 5.00 3.20 0.50
111 and name HA ) (residue 115 and name HD# ) 5.00 3.20 0.50
111 and name HB# ) ( residue 112 and name HD# ) 5.00 3.20 0.50
111 and name HB# ) ( residue 115 and name HD# ) 5.00 3.20 0.50
112 and name HA ) (residue 112 and name HD# ) 3.00 1.20 0.30
112 and name HB# ) ( residue 112 and name HD# ) 3.00 1.20 0.30
112 and name HD# ) ( residue 113 and name HA# ) 4.00 2.20 0.40
114 and name HA ) (residue 115 and name HD# ) 5.00 3.20 0.50
115 and name HA ) (residue 115 and name HD# ) 5.00 3.20 0.50
115 and name HB# ) ( residue 115 and name HD# ) 5.00 3.20 0.50
116 and name HD1# ) ( residue 1916 and name HD# ) 5.00 3.20 0.50
116 and name HD2# ) ( residue 1916 and name HD# ) 5.00 3.20 0.50
121 and name HA ) ( residue 1916 and name HD# ) 5.00 3.20 0.50
124 and name HA ) ( residue 1916 and name HD# ) 5.00 3.20 0.50
124 and name HA ) ( residue 141 and name HD# ) 5.00 3.20 0.50
124 and name HB# ) ( residue 1916 and name HD# ) 5.00 3.20 0.50
124 and name HB# ) ( residue 1919 and name HD# ) 4.00 2.20 0.40
124 and name HB# ) ( residue 141 and name HD# ) 5.00 3.20 0.50
124 and name HG# ) ( residue 1916 and name HD# ) 5.00 3.20 0.50
126 and name HA ) ( residue 126 and name HD# ) 5.00 3.20 0.50
126 and name HB# ) ( residue 126 and name HD# ) 4.00 2.20 0.40
127 and name HB# ) ( residue 141 and name HD# ) 5.00 3.20 0.50
127 and name HG# ) ( residue 1919 and name HD# ) 5.00 3.20 0.50
128 and name HA ) (residue 141 and name HD# ) 5.00 3.20 0.50
128 and name HB# ) ( residue 141 and name HD# ) 5.00 3.20 0.50
136 and name HG2# ) ( residue 141 and name HD# ) 5.00 3.20 0.50
137 and name HA ) ( residue 138 and name HD# ) 5.00 3.20 0.50
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138 and name HA ) ( residue 138 and name HD# ) 5.00 3.20 0.50
138 and name HA ) (residue 141 and name HD# ) 5.00 3.20 0.50
89 and name HD# ) ( residue 138 and name HB# ) 5.00 3.20 0.50
138 and name HB# ) ( residue 138 and name HD# ) 5.00 3.20 0.50
138 and name HB# ) ( residue 141 and name HD# ) 5.00 3.20 0.50
89 and name HD# ) ( residue 138 and name HD# ) 5.00 3.20 0.50
89 and name HD# ) ( residue 138 and name HE# ) 5.00 3.20 0.50
138 and name HD# ) ( residue 139 and name HA ) 5.00 3.20 0.50
138 and name HD# ) ( residue 139 and name HB# ) 5.00 3.20 0.50
141 and name HA ) (residue 141 and name HD# ) 4.00 2.20 0.40
141 and name HB# ) ( residue 141 and name HD# ) 5.00 3.20 0.50
89 and name HD# ) ( residue 142 and name HA ) 6.00 4.20 0.60
141 and name HD# ) ( residue 142 and name HA ) 5.00 3.20 0.50
141 and name HD# ) ( residue 142 and name HB ) 5.00 3.20 0.50
144 and name HB# ) ( residue 1919 and name HD# ) 6.00 4.20 0.60
144 and name HE# ) ( residue 1919 and name HD# ) 5.00 3.20 0.50
145 and name HA ) ( residue 1919 and name HD# ) 3.00 1.20 0.30
145 and name HB# ) ( residue 1919 and name HD# ) 5.00 3.20 0.50
141 and name HD# ) ( residue 145 and name HB# ) 5.00 3.20 0.50
145 and name HG# ) ( residue 1919 and name HD# ) 5.00 3.20 0.50
141 and name HD# ) ( residue 145 and name HG# ) 5.00 3.20 0.50
146 and name HA ) ( residue 1919 and name HD# ) 5.00 3.20 0.50
77 and name HA ) (residue 77 and name HD# ) 5.00 3.20 0.50
77 and name HB# ) (residue 77 and name HD# ) 4.00 2.20 0.30
85 and name HB# ) (residue 89 and name HD# ) 5.00 3.20 0.50
86 and name HA ) (residue 89 and name HD# ) 5.00 3.20 0.50
86 and name HA ) (residue 138 and name HD# ) 5.00 3.20 0.50
86 and name HD# ) ( residue 138 and name HD# ) 5.00 3.20 0.50
86 and name HG1# ) ( residue 138 and name HD# ) 5.00 3.20 0.50
88 and name HB# ) (residue 89 and name HD# ) 5.00 3.20 0.50
89 and name HA ) (residue 89 and name HD# ) 3.00 1.20 0.30
89 and name HB# ) (residue 89 and name HD# ) 4.00 2.20 0.40
89 and name HB# ) ( residue 138 and name HD# ) 5.00 3.20 0.50
90 and name HA ) (residue 90 and name HD# ) 4.00 2.20 0.40
90 and name HB# ) ( residue 90 and name HD# ) 3.00 1.20 0.30
92 and name HA ) (residue 92 and name HD# ) 5.00 3.20 0.50
89 and name HD# ) ( residue 92 and name HB# ) 5.00 3.20 0.40
89 and name HD# ) ( residue 92 and name HD# ) 3.00 1.20 0.30
94 and name HA ) (residue 94 and name HD# ) 3.00 1.20 0.30
94 and name HB# ) ( residue 94 and name HD# ) 3.00 1.20 0.30
99 and name HA ) (residue 138 and name HD# ) 5.00 3.20 0.50
100 and name HA ) (residue 100 and name HD1#) 4.00 2.20 0.40
100 and name HA ) (residue 136 and name HD1#) 5.00 3.20 0.50
100 and name HB ) ( residue 100 and name HD1#) 3.00 1.20 0.30
100 and name HB ) ( residue 136 and name HD1#) 5.00 3.20 0.50
100 and name HD1# ) ( residue 1912 and name HD1#) 5.00 3.20 0.50
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100 and name HD1# ) ( residue 105 and name HD1#) 4.00 2.20 0.40
100 and name HD# ) ( residue 136 and name HD1#) 5.00 3.20 0.40
100 and name HG1# ) ( residue 100 and name HD1#) 3.00 1.20 0.30
100 and name HG1# ) ( residue 136 and name HD1#) 5.00 3.20 0.50
100 and name HG2# ) ( residue 136 and name HD1#) 3.00 1.20 0.30
100 and name HD1# ) ( residue 102 and name HA ) 5.00 3.20 0.50
102 and name HA ) ( residue 105 and name HD1#) 5.00 3.20 0.50
102 and name HA ) ( residue 125 and name HD1#) 5.00 3.20 0.50
102 and name HA ) (residue 136 and name HD1#) 3.00 1.20 0.30
102 and name HB# ) ( residue 125 and name HD1#) 3.00 1.20 0.30
102 and name HB# ) ( residue 136 and name HD1#) 3.00 1.20 0.30
100 and name HD1# ) ( residue 105 and name HA ) 5.00 3.20 0.50
105 and name HA ) ( residue 105 and name HD1#) 3.00 1.20 0.30
100 and name HD1# ) ( residue 105 and name HB# ) 5.00 3.20 0.50
105 and name HB# ) ( residue 105 and name HD1#) 4.00 2.20 0.40
105 and name HB# ) ( residue 136 and name HD1#) 4.00 2.20 0.40
105 and name HD1# ) ( residue 1912 and name HD1#) 4.00 2.20 0.40
105 and name HD1# ) ( residue 136 and name HD1#) 5.00 3.20 0.50
105 and name HD2# ) ( residue 136 and name HD1#) 3.00 1.20 0.30
100 and name HD1# ) ( residue 105 and name HG ) 5.00 3.20 0.50
105 and name HG ) ( residue 136 and name HD1#) 5.00 3.20 0.50
106 and name HA ) (residue 125 and name HD1#) 5.00 3.20 0.50
106 and name HB# ) ( residue 125 and name HD1#) 4.00 2.20 0.40
106 and name HD# ) ( residue 125 and name HD1#) 5.00 3.20 0.50
100 and name HD1# ) ( residue 108 and name HG## ) 4.00 2.20 0.30
109 and name HB# ) ( residue 116 and name HD1#) 4.00 2.20 0.40
109 and name HE# ) ( residue 1912 and name HD1#) 3.00 1.20 0.30
109 and name HE# ) ( residue 116 and name HD1#) 5.00 3.20 0.50
105 and name HD1# ) ( residue 109 and name HG# ) 4.00 2.20 0.40
109 and name HG# ) ( residue 116 and name HD1#) 5.00 3.20 0.50
110 and name HA ) (residue 116 and name HD1#) 5.00 3.20 0.50
110 and name HB ) ( residue 116 and name HD1#) 5.00 3.20 0.50
110 and name HG2# ) ( residue 116 and name HD1#) 3.00 1.20 0.30
116 and name HA ) (residue 116 and name HD1#) 4.00 2.20 0.40
116 and name HB# ) ( residue 116 and name HD1#) 4.00 2.20 0.40
116 and name HD1# ) ( residue 120 and name HB# ) 5.00 3.20 0.50
122 and name HA ) (residue 125 and name HD1#) 5.00 3.20 0.50
124 and name HB# ) ( residue 1920 and name HD## ) 5.00 3.20 0.50
116 and name HD1# ) ( residue 124 and name HB# ) 5.00 3.20 0.50
124 and name HE# ) ( residue 1912 and name HD1#) 5.00 3.20 0.50
105 and name HD1# ) ( residue 124 and name HE# ) 4.00 2.20 0.40
124 and name HG# ) ( residue 1920 and name HD## ) 5.00 3.20 0.50
116 and name HD1# ) ( residue 124 and name HG# ) 5.00 3.20 0.50
125 and name HA ) (residue 125 and name HD1#) 4.00 2.20 0.40
125 and name HA ) (residue 136 and name HD1#) 4.00 2.20 0.40
125 and name HB ) ( residue 125 and name HD1#) 4.00 2.20 0.40
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125 and name HB ) ( residue 136 and name HD1#) 5.00 3.20 0.50
125 and name HG1# ) ( residue 125 and name HD1#) 3.00 1.20 0.30
125 and name HG1# ) ( residue 136 and name HD1#) 4.00 2.20 0.40
125 and name HG2# ) ( residue 125 and name HD1#) 3.00 1.20 0.30
125 and name HG2# ) ( residue 136 and name HD1#) 4.00 2.20 0.40
129 and name HA ) (residue 136 and name HD1#) 6.00 4.20 0.60
129 and name HB# ) ( residue 136 and name HD1#) 5.00 3.20 0.50
130 and name HA ) (residue 130 and name HD1#) 5.00 3.20 0.50
130 and name HB ) ( residue 130 and name HD1#) 3.00 1.20 0.30
130 and name HB ) ( residue 136 and name HD1#) 5.00 3.20 0.50
130 and name HG1# ) ( residue 130 and name HD1#) 4.00 2.20 0.40
130 and name HG1# ) ( residue 136 and name HD1#) 5.00 3.20 0.50
130 and name HG2# ) ( residue 130 and name HD1#) 3.00 1.20 0.30
130 and name HD1# ) ( residue 134 and name HA# ) 5.00 3.20 0.50
135 and name HA ) (residue 136 and name HD1#) 5.00 3.20 0.50
99 and name HD## ) ( residue 136 and name HA ) 5.00 3.20 0.50
136 and name HA ) (residue 136 and name HD1#) 5.00 3.20 0.50
136 and name HB ) ( residue 136 and name HD1#) 5.00 3.20 0.50
136 and name HG1# ) ( residue 136 and name HD1#) 3.00 1.20 0.30
136 and name HG2# ) ( residue 136 and name HD1#) 3.00 1.20 0.30
99 and name HD## ) ( residue 137 and name HA ) 3.00 1.20 0.30
99 and name HD## ) ( residue 137 and name HB# ) 5.00 3.20 0.50
86 and name HD1# ) ( residue 138 and name HB# ) 6.00 4.20 0.50
100 and name HD1# ) ( residue 138 and name HB# ) 5.00 3.20 0.50
86 and name HD1# ) ( residue 138 and name HD# ) 5.00 3.20 0.50
99 and name HD## ) ( residue 138 and name HD# ) 5.00 3.20 0.50
100 and name HD1# ) ( residue 138 and name HD# ) 5.00 3.20 0.50
86 and name HD1# ) ( residue 138 and name HE# ) 5.00 3.20 0.50
100 and name HD1# ) ( residue 138 and name HE# ) 6.00 4.20 0.60
86 and name HD1# ) ( residue 139 and name HA ) 5.00 3.20 0.40
86 and name HD1# ) ( residue 139 and name HB# ) 5.00 3.20 0.50
141 and name HE# ) ( residue 1912 and name HD1#) 5.00 3.20 0.50
86 and name HD1# ) ( residue 142 and name HA ) 6.00 4.20 0.60
86 and name HD1# ) ( residue 142 and name HB ) 5.00 3.20 0.50
86 and name HD1# ) ( residue 142 and name HG##) 3.00 1.20 0.30
145 and name HE# ) ( residue 1912 and name HD1#) 6.00 4.20 0.60
83 and name HA ) (residue 86 and name HD1#) 4.00 2.20 0.40
83 and name HB# ) ( residue 86 and name HD1#) 5.00 3.20 0.50
83 and name HG# ) ( residue 86 and name HD1#) 4.00 2.20 0.40
85 and name HA ) ( residue 1912 and name HD1#) 5.00 3.20 0.50
85 and name HB# ) ( residue 1912 and name HD1#) 5.00 3.20 0.50
85 and name HD## ) ( residue 1912 and name HD1#) 4.00 2.20 0.40
86 and name HA ) (residue 86 and name HD1#) 4.00 2.20 0.40
86 and name HG1# ) ( residue 86 and name HD1#) 3.00 1.20 0.30
86 and name HG2# ) ( residue 86 and name HD1#) 3.00 1.20 0.30
86 and name HD1# ) ( residue 87 and name HB# ) 5.00 3.20 0.50
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88 and name HA ) ( residue 1912 and name HD1#) 5.00 3.20 0.50
88 and name HB# ) ( residue 1912 and name HD1#) 3.00 1.20 0.30
89 and name HA ) ( residue 1912 and name HD1#) 3.00 1.20 0.30
89 and name HA ) ( residue 100 and name HD1#) 5.00 3.20 0.50
89 and name HB# ) ( residue 1912 and name HD1#) 5.00 3.20 0.50
89 and name HB# ) ( residue 100 and name HD1#) 5.00 3.20 0.50
89 and name HD# ) ( residue 1912 and name HD1#) 4.00 2.20 0.40
89 and name HD# ) ( residue 100 and name HD1#) 4.00 2.20 0.40
89 and name HE# ) ( residue 1912 and name HD1#) 5.00 3.20 0.50
89 and name HE# ) ( residue 100 and name HD1#) 5.00 3.20 0.50
91 and name HB ) ( residue 1912 and name HD1#) 6.00 4.20 0.60
92 and name HA ) (residue 100 and name HD1#) 5.00 3.20 0.50
92 and name HB# ) ( residue 100 and name HD1#) 4.00 2.20 0.40
92 and name HD# ) ( residue 1912 and name HD1#) 4.00 2.20 0.40
92 and name HD# ) ( residue 100 and name HD1#) 5.00 3.20 0.50
92 and name HE# ) ( residue 1912 and name HD1#) 5.00 3.20 0.50
92 and name HE# ) ( residue 100 and name HD1#) 5.00 3.20 0.50
93 and name HA ) (residue 100 and name HD1#) 5.00 3.20 0.50
98 and name HA# ) ( residue 99 and name HD## ) 5.00 3.20 0.50
100 and name HA ) ( residue 135 and name HD2 ) 5.00 3.20 0.50
101 and name HA ) ( residue 135 and name HD2 ) 5.00 3.20 0.50
101 and name HB# ) ( residue 135 and name HD2 ) 5.00 3.20 0.50
107 and name HA ) ( residue 107 and name HD2 ) 5.00 3.20 0.50
107 and name HB# ) ( residue 107 and name HD2 ) 5.00 3.20 0.50
107 and name HD2 ) ( residue 108 and name HA ) 4.00 2.20 0.40
107 and name HD2 ) ( residue 108 and name HB ) 5.00 3.20 0.50
135 and name HA ) ( residue 135 and name HD2 ) 5.00 3.20 0.50
135 and name HB# ) ( residue 135 and name HD2 ) 5.00 3.20 0.50
99 and name HB# ) ( residue 135 and name HD2 ) 5.00 3.20 0.50
100 and name HB ) ( residue 105 and name HD2#) 5.00 3.20 0.50
100 and name HD# ) ( residue 105 and name HD2#) 3.00 1.20 0.30
102 and name HA ) (residue 105 and name HD2#) 4.00 2.20 0.40
105 and name HA ) (residue 105 and name HD2#) 4.00 2.20 0.40
105 and name HB# ) ( residue 105 and name HD2#) 3.00 1.20 0.30
105 and name HD1# ) ( residue 105 and name HD2#) 3.00 1.20 0.30
105 and name HD2# ) ( residue 106 and name HA ) 5.00 3.20 0.50
109 and name HA ) (residue 116 and name HD2#) 6.00 4.20 0.60
109 and name HB# ) ( residue 116 and name HD2#) 4.00 2.20 0.40
109 and name HE# ) ( residue 116 and name HD2#) 6.00 4.20 0.60
105 and name HD2# ) ( residue 109 and name HG# ) 5.00 3.20 0.50
110 and name HA ) (residue 116 and name HD2#) 5.00 3.20 0.50
110 and name HB ) ( residue 116 and name HD2#) 5.00 3.20 0.50
110 and name HG2# ) ( residue 116 and name HD2#) 3.00 1.20 0.30
114 and name HG# ) ( residue 116 and name HD2#) 5.00 3.20 0.50
116 and name HA ) (residue 116 and name HD2#) 4.00 2.20 0.40
116 and name HB# ) ( residue 116 and name HD2#) 4.00 2.20 0.40
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116 and name HD1# ) ( residue 116 and name HD2#) 3.00 1.20 0.30
120 and name HB# ) ( residue 1920 and name HD## ) 5.00 3.20 0.50
116 and name HD2# ) ( residue 121 and name HB ) 4.00 2.20 0.40
116 and name HD2# ) ( residue 121 and name HG##) 3.00 1.20 0.30
123 and name HA ) ( residue 1920 and name HD## ) 5.00 3.20 0.50
123 and name HB# ) ( residue 1920 and name HD## ) 5.00 3.20 0.50
123 and name HG# ) ( residue 1920 and name HD## ) 4.00 2.20 0.40
116 and name HD2# ) ( residue 124 and name HB# ) 5.00 3.20 0.50
105 and name HD2# ) ( residue 125 and name HA ) 5.00 3.20 0.50
105 and name HD2# ) ( residue 125 and name HB ) 5.00 3.20 0.50
105 and name HD2# ) ( residue 125 and name HG1#) 5.00 3.20 0.50
105 and name HD2# ) ( residue 125 and name HG2#) 3.00 1.20 0.30
127 and name HG# ) ( residue 1920 and name HD## ) 6.00 4.20 0.60
99 and name HD## ) ( residue 135 and name HA ) 5.00 3.20 0.50
99 and name HD## ) ( residue 135 and name HB# ) 5.00 3.20 0.50
99 and name HD## ) ( residue 135 and name HD2 ) 5.00 3.20 0.50
105 and name HD2# ) ( residue 136 and name HB ) 5.00 3.20 0.50
105 and name HD2# ) ( residue 136 and name HG1#) 5.00 3.20 0.50
85 and name HD## ) ( residue 142 and name HA ) 5.00 3.20 0.50
85 and name HD## ) ( residue 142 and name HG## ) 4.50 2.70 0.40
81 and name HA ) (residue 85 and name HD##) 5.00 3.20 0.50
85 and name HA ) (residue 85 and name HD##) 3.00 1.20 0.30
85 and name HB# ) ( residue 85 and name HD##) 3.00 1.20 0.30
85 and name HD## ) ( residue 86 and name HA ) 5.00 3.20 0.50
85 and name HD## ) ( residue 86 and name HG1#) 5.00 3.20 0.50
85 and name HD## ) ( residue 89 and name HB# ) 5.00 3.20 0.50
85 and name HD## ) ( residue 89 and name HD# ) 5.00 3.20 0.50
97 and name HB# ) ( residue 99 and name HD## ) 5.00 3.20 0.50
99 and name HA ) (residue 99 and name HD##) 4.00 2.20 0.40
99 and name HB# ) ( residue 99 and name HD##) 3.00 1.20 0.30
100 and name HA ) ( residue 138 and name HE# ) 6.00 4.20 0.60
100 and name HB ) ( residue 138 and name HE# ) 5.00 3.20 0.50
89 and name HE# ) ( residue 100 and name HD# ) 5.00 3.20 0.50
100 and name HD# ) ( residue 138 and name HE# ) 5.00 3.20 0.50
89 and name HE# ) ( residue 100 and name HG1#) 5.00 3.20 0.50
105 and name HD1# ) ( residue 1916 and name HE# ) 4.00 2.20 0.40
89 and name HE# ) ( residue 105 and name HD1#) 4.00 2.20 0.40
89 and name HE# ) ( residue 105 and name HD2#) 5.00 3.20 0.50
105 and name HD2# ) ( residue 124 and name HE# ) 4.00 2.20 0.40
108 and name HA ) ( residue 109 and name HE# ) 5.00 3.20 0.50
109 and name HA ) ( residue 109 and name HE# ) 4.00 2.20 0.40
109 and name HB# ) ( residue 109 and name HE# ) 5.00 3.20 0.50
109 and name HG# ) ( residue 124 and name HE# ) 5.00 3.20 0.50
111 and name HA ) (residue 115 and name HE# ) 5.00 3.20 0.50
115 and name HB# ) ( residue 115 and name HE# ) 5.00 3.20 0.50
115 and name HD# ) ( residue 115 and name HE# ) 5.00 3.20 0.50
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116 and name HD1# ) ( residue 1916 and name HE# ) 4.00 2.20 0.40
116 and name HD2# ) ( residue 1916 and name HE# ) 4.00 2.20 0.40
116 and name HD2# ) ( residue 124 and name HE# ) 5.00 3.20 0.50
120 and name HB# ) ( residue 1916 and name HD# ) 5.00 3.20 0.50
121 and name HA ) ( residue 124 and name HE# ) 5.00 3.20 0.50
123 and name HA ) ( residue 1919 and name HE# ) 6.00 4.20 0.50
123 and name HB# ) ( residue 1919 and name HE# ) 5.00 3.20 0.50
123 and name HG# ) ( residue 1919 and name HE# ) 5.00 3.20 0.50
124 and name HA ) ( residue 1916 and name HE# ) 5.00 3.20 0.50
124 and name HA ) ( residue 1919 and name HE# ) 4.00 2.20 0.40
124 and name HA ) ( residue 124 and name HE# ) 5.00 3.20 0.50
124 and name HB# ) ( residue 1916 and name HE# ) 5.00 3.20 0.50
124 and name HB# ) ( residue 1919 and name HE# ) 5.00 3.20 0.50
89 and name HE# ) ( residue 124 and name HB# ) 5.00 3.20 0.50
124 and name HB# ) ( residue 124 and name HE# ) 5.00 3.20 0.50
124 and name HE# ) ( residue 1916 and name HE# ) 3.00 1.20 0.30
124 and name HG# ) ( residue 1916 and name HE# ) 5.00 3.20 0.50
124 and name HG# ) ( residue 1919 and name HE# ) 5.00 3.20 0.50
124 and name HG# ) ( residue 124 and name HE# ) 4.00 2.20 0.40
137 and name HA ) ( residue 138 and name HE# ) 5.00 3.20 0.50
138 and name HA ) (residue 138 and name HE# ) 6.00 4.20 0.50
138 and name HB# ) ( residue 138 and name HE# ) 5.00 3.20 0.50
138 and name HD# ) ( residue 138 and name HE# ) 3.00 1.20 0.30
138 and name HE# ) ( residue 139 and name HA ) 5.00 3.20 0.50
138 and name HE# ) ( residue 139 and name HB# ) 5.00 3.20 0.50
141 and name HA ) ( residue 144 and name HE# ) 5.00 3.20 0.50
141 and name HB# ) ( residue 144 and name HE# ) 5.00 3.20 0.50
141 and name HB# ) ( residue 145 and name HE# ) 5.00 3.20 0.50
124 and name HE# ) ( residue 141 and name HD# ) 5.00 3.20 0.50
141 and name HD# ) ( residue 141 and name HE# ) 3.00 1.20 0.30
141 and name HD# ) ( residue 144 and name HE# ) 5.00 3.20 0.50
141 and name HD# ) ( residue 145 and name HE# ) 5.00 3.20 0.50
124 and name HE# ) ( residue 141 and name HE# ) 5.00 3.20 0.50
141 and name HE# ) ( residue 145 and name HE# ) 5.00 3.20 0.50
89 and name HE# ) ( residue 142 and name HA ) 6.00 4.20 0.60
142 and name HA ) ( residue 145 and name HE# ) 3.00 1.20 0.30
144 and name HA ) ( residue 144 and name HE# ) 4.00 2.20 0.40
144 and name HB# ) ( residue 144 and name HE# ) 5.00 3.20 0.50
145 and name HA ) ( residue 145 and name HE# ) 5.00 3.20 0.50
145 and name HB# ) ( residue 145 and name HE# ) 4.00 2.20 0.40
145 and name HE# ) ( residue 1916 and name HE# ) 4.00 2.20 0.40
77 and name HD# ) ( residue 77 and name HE# ) 4.00 2.20 0.40
85 and name HB# ) (residue 89 and name HE# ) 5.00 3.20 0.50
85 and name HD## ) ( residue 89 and name HE# ) 5.00 3.20 0.50
86 and name HA ) ( residue 138 and name HE# ) 5.00 3.20 0.50
86 and name HD# ) ( residue 138 and name HE# ) 5.00 3.20 0.50
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86 and name HG1# ) ( residue 138 and name HE# ) 5.00 3.20 0.50
89 and name HA ) (residue 89 and name HE# ) 5.00 3.20 0.50
89 and name HB# ) ( residue 89 and name HE# ) 5.00 3.20 0.50
89 and name HB# ) ( residue 138 and name HE# ) 5.00 3.20 0.50
89 and name HD# ) ( residue 89 and name HE# ) 3.00 1.20 0.30
90 and name HA ) (residue 90 and name HE# ) 5.00 3.20 0.50
90 and name HB# ) ( residue 90 and name HE# ) 5.00 3.20 0.50
90 and name HB# ) ( residue 138 and name HE# ) 5.00 3.20 0.50
90 and name HD# ) ( residue 90 and name HE# ) 4.00 2.20 0.40
90 and name HD# ) ( residue 138 and name HE# ) 5.00 3.20 0.50
92 and name HD# ) ( residue 92 and name HE# ) 4.00 2.20 0.40
92 and name HD# ) ( residue 109 and name HE# ) 5.00 3.20 0.50
92 and name HE# ) ( residue 109 and name HE# ) 5.00 3.20 0.50
93 and name HB# ) ( residue 138 and name HE# ) 4.00 2.20 0.40
98 and name HA# ) ( residue 138 and name HE# ) 5.00 3.20 0.50
99 and name HA ) (residue 138 and name HE# ) 5.00 3.20 0.50
105 and name HA ) ( residue 105 and name HG ) 4.00 2.20 0.40
105 and name HB# ) ( residue 105 and name HG ) 3.00 1.20 0.30
105 and name HD1# ) ( residue 105 and name HG ) 4.00 2.20 0.40
105 and name HD2# ) ( residue 105 and name HG ) 3.00 1.20 0.30
108 and name HA ) (residue 112 and name HG ) 5.00 3.20 0.50
105 and name HG ) ( residue 109 and name HE# ) 4.00 2.20 0.40
111 and name HB# ) ( residue 112 and name HG ) 5.00 3.20 0.50
112 and name HA ) (residue 112 and name HG ) 4.00 2.20 0.40
112 and name HB# ) ( residue 112 and name HG ) 4.00 2.20 0.40
112 and name HD# ) ( residue 112 and name HG ) 3.00 1.20 0.30
116 and name HA ) (residue 116 and name HG ) 5.00 3.20 0.50
116 and name HB# ) ( residue 116 and name HG ) 4.00 2.20 0.40
116 and name HD1# ) ( residue 116 and name HG ) 3.00 1.20 0.30
116 and name HD2# ) ( residue 116 and name HG ) 3.00 1.20 0.30
123 and name HG# ) ( residue 1920 and name HG ) 5.00 3.20 0.50
85 and name HG ) ( residue 142 and name HA ) 4.00 2.20 0.40
85 and name HA ) (residue 85 and name HG ) 4.00 2.20 0.40
85 and name HB# ) (residue 85 and name HG ) 4.00 2.20 0.40
85 and name HD## ) ( residue 85 and name HG ) 3.00 1.20 0.30
85 and name HG ) ( residue 86 and name HA ) 5.00 3.20 0.50
85 and name HG ) (residue 89 and name HD# ) 5.00 3.20 0.50
85 and name HG ) (residue 89 and name HE# ) 5.00 3.20 0.50
99 and name HA ) (residue 99 and name HG ) 4.00 2.20 0.40
99 and name HB# ) ( residue 99 and name HG ) 4.00 2.20 0.40
99 and name HD## ) ( residue 99 and name HG ) 3.00 1.20 0.30
101 and name HB# ) ( residue 104 and name HG# ) 5.00 3.20 0.50
104 and name HA ) ( residue 104 and name HG# ) 3.00 1.20 0.30
104 and name HB# ) ( residue 104 and name HG# ) 3.00 1.20 0.30
105 and name HG ) ( residue 109 and name HG# ) 5.00 3.20 0.50
106 and name HA ) ( residue 106 and name HG# ) 4.00 2.20 0.40
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106 and name HA ) ( residue 109 and name HG# ) 6.00 4.20 0.60
106 and name HB# ) ( residue 106 and name HG# ) 3.00 1.20 0.30
106 and name HD# ) ( residue 106 and name HG# ) 4.00 2.20 0.40
106 and name HG# ) ( residue 107 and name HA ) 5.00 3.20 0.50
104 and name HG# ) ( residue 107 and name HB# ) 5.00 3.20 0.50
109 and name HA ) ( residue 109 and name HG# ) 5.00 3.20 0.50
109 and name HB# ) ( residue 109 and name HG# ) 5.00 3.20 0.50
109 and name HE# ) ( residue 1913 and name HG# ) 5.00 3.20 0.50
109 and name HE# ) ( residue 109 and name HG# ) 5.00 3.20 0.50
106 and name HG# ) ( residue 110 and name HB ) 5.00 3.20 0.50
111 and name HA ) (residue 115 and name HG# ) 5.00 3.20 0.50
113 and name HA# ) ( residue 1913 and name HG# ) 5.00 3.20 0.50
114 and name HA ) ( residue 114 and name HG# ) 3.00 1.20 0.30
114 and name HA ) (residue 115 and name HG# ) 5.00 3.20 0.50
114 and name HB# ) ( residue 114 and name HG# ) 4.00 2.20 0.40
115 and name HA ) (residue 115 and name HG# ) 4.00 2.20 0.40
115 and name HB# ) ( residue 115 and name HG# ) 3.00 1.20 0.30
115 and name HD# ) ( residue 115 and name HG# ) 4.00 2.20 0.40
115 and name HE# ) ( residue 115 and name HG# ) 4.00 2.20 0.40
116 and name HA ) ( residue 1913 and name HG# ) 5.00 3.20 0.50
116 and name HB# ) ( residue 1913 and name HG# ) 5.00 3.20 0.50
116 and name HD1# ) ( residue 1913 and name HG# ) 4.00 2.20 0.40
116 and name HD2# ) ( residue 1913 and name HG# ) 5.00 3.20 0.50
109 and name HG# ) ( residue 116 and name HD2#) 5.00 3.20 0.50
116 and name HG ) ( residue 1913 and name HG# ) 5.00 3.20 0.50
120 and name HB# ) ( residue 120 and name HG# ) 4.00 2.20 0.40
123 and name HA ) ( residue 123 and name HG# ) 4.00 2.20 0.40
123 and name HB# ) ( residue 123 and name HG# ) 3.00 1.20 0.30
124 and name HA ) ( residue 124 and name HG# ) 3.00 1.20 0.30
124 and name HB# ) ( residue 124 and name HG# ) 4.00 2.20 0.40
126 and name HA ) ( residue 126 and name HG# ) 4.00 2.20 0.40
126 and name HB# ) ( residue 126 and name HG# ) 3.00 1.20 0.30
126 and name HD# ) ( residue 126 and name HG# ) 5.00 3.20 0.50
127 and name HA ) (residue 127 and name HG# ) 5.00 3.20 0.50
127 and name HB# ) ( residue 127 and name HG# ) 4.00 2.20 0.40
90 and name HG# ) ( residue 138 and name HE# ) 5.00 3.20 0.50
139 and name HA ) ( residue 139 and name HG# ) 4.00 2.20 0.40
139 and name HB# ) ( residue 139 and name HG# ) 3.00 1.20 0.30
127 and name HG# ) ( residue 141 and name HA ) 5.00 3.20 0.50
141 and name HA ) ( residue 144 and name HG# ) 5.00 3.20 0.50
124 and name HG# ) ( residue 141 and name HD# ) 6.00 4.20 0.50
127 and name HG# ) ( residue 141 and name HD# ) 5.00 3.20 0.50
124 and name HG# ) ( residue 141 and name HE# ) 5.00 3.20 0.50
142 and name HA ) ( residue 144 and name HG# ) 5.00 3.20 0.50
142 and name HA ) ( residue 145 and name HG# ) 5.00 3.20 0.50
139 and name HG# ) ( residue 142 and name HG##) 4.00 2.20 0.40
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143 and name HD# ) ( residue 143 and name HG# ) 4.00 2.20 0.40
144 and name HA ) ( residue 144 and name HG# ) 4.00 2.20 0.40
144 and name HB# ) ( residue 144 and name HG# ) 4.00 2.20 0.40
144 and name HE# ) ( residue 144 and name HG# ) 5.00 3.20 0.50
145 and name HA ) ( residue 145 and name HG# ) 5.00 3.20 0.50
145 and name HB# ) ( residue 145 and name HG# ) 5.00 3.20 0.50
145 and name HE# ) ( residue 145 and name HG# ) 3.00 1.20 0.30
85 and name HB# ) ( residue 146 and name HG## ) 6.00 4.20 0.60
144 and name HG# ) ( residue 146 and name HG##) 5.00 3.20 0.50
77 and name HA ) (residue 77 and name HG# ) 4.00 2.20 0.40
77 and name HB# ) ( residue 77 and name HG# ) 4.00 2.20 0.30
77 and name HD# ) ( residue 77 and name HG# ) 4.00 2.20 0.30
77 and name HE# ) ( residue 77 and name HG# ) 4.00 2.20 0.40
78 and name HA ) (residue 78 and name HG# ) 4.00 2.20 0.40
78 and name HB# ) ( residue 78 and name HG# ) 3.00 1.20 0.30
79 and name HA ) (residue 79 and name HG# ) 4.00 2.20 0.30
79 and name HB# ) ( residue 79 and name HG# ) 4.00 2.20 0.40
80 and name HB# ) ( residue 1914 and name HG# ) 6.00 4.20 0.60
83 and name HA ) (residue 83 and name HG# ) 3.00 1.20 0.30
83 and name HB# ) (residue 83 and name HG# ) 3.00 1.20 0.30
83 and name HG# ) ( residue 84 and name HA ) 4.00 2.20 0.40
84 and name HA ) (residue 84 and name HG# ) 3.00 1.20 0.30
84 and name HB# ) (residue 84 and name HG# ) 3.00 1.20 0.30
90 and name HA ) (residue 90 and name HG# ) 4.00 2.20 0.40
90 and name HB# ) ( residue 90 and name HG# ) 3.00 1.20 0.30
90 and name HD# ) ( residue 90 and name HG# ) 3.00 1.20 0.30
90 and name HE# ) ( residue 90 and name HG# ) 4.00 2.20 0.40
91 and name HA ) ( residue 1905 and name HG# ) 6.00 4.20 0.50
91 and name HB ) ( residue 1905 and name HG# ) 5.00 3.20 0.50
91 and name HG## ) ( residue 1905 and name HG# ) 3.00 1.20 0.30
92 and name HD# ) ( residue 1905 and name HG# ) 5.00 3.20 0.50
90 and name HG# ) ( residue 93 and name HB# ) 5.00 3.20 0.50
94 and name HA ) (residue 94 and name HG# ) 4.00 2.20 0.40
94 and name HD# ) ( residue 94 and name HG# ) 3.00 1.20 0.30
100 and name HA ) ( residue 100 and name HG1#) 4.00 2.20 0.40
100 and name HB ) ( residue 100 and name HG1#) 3.00 1.20 0.30
100 and name HD# ) ( residue 100 and name HG1#) 3.00 1.20 0.30
91 and name HG## ) ( residue 109 and name HE# ) 5.00 3.20 0.40
117 and name HA ) (residue 121 and name HG##) 5.00 3.20 0.50
118 and name HA ) (residue 121 and name HG##) 3.00 1.20 0.30
118 and name HB# ) ( residue 121 and name HG## ) 5.00 3.20 0.50
121 and name HG## ) ( residue 122 and name HA ) 5.00 3.20 0.50
122 and name HA ) ( residue 125 and name HG1#) 5.00 3.20 0.50
121 and name HG## ) ( residue 122 and name HB# ) 5.00 3.20 0.50
125 and name HA ) (residue 125 and name HG1#) 4.00 2.20 0.40
125 and name HB ) ( residue 125 and name HG1#) 3.00 1.20 0.30
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125 and name HD# ) ( residue 125 and name HG1#) 3.00 1.20 0.30
129 and name HA ) ( residue 136 and name HG1#) 5.00 3.20 0.50
129 and name HB# ) ( residue 136 and name HG1#) 5.00 3.20 0.50
130 and name HA ) ( residue 130 and name HG1#) 5.00 3.20 0.50
130 and name HB ) ( residue 130 and name HG1#) 5.00 3.20 0.50
130 and name HB ) ( residue 136 and name HG1#) 5.00 3.20 0.50
130 and name HD# ) ( residue 130 and name HG1#) 4.00 2.20 0.40
134 and name HA# ) ( residue 136 and name HG1#) 4.00 2.20 0.40
135 and name HA ) (residue 136 and name HG1#) 5.00 3.20 0.50
135 and name HB# ) ( residue 136 and name HG1#) 5.00 3.20 0.50
136 and name HA ) (residue 136 and name HG1#) 4.00 2.20 0.40
136 and name HB ) ( residue 136 and name HG1#) 5.00 3.20 0.50
136 and name HD# ) ( residue 136 and name HG1#) 5.00 3.20 0.50
86 and name HG1# ) ( residue 138 and name HB# ) 5.00 3.20 0.50
138 and name HB# ) ( residue 142 and name HG## ) 5.00 3.20 0.50
100 and name HG1# ) ( residue 138 and name HD# ) 5.00 3.20 0.50
138 and name HD# ) ( residue 142 and name HG##) 5.00 3.20 0.50
100 and name HG1# ) ( residue 138 and name HE# ) 6.00 4.20 0.60
86 and name HG1# ) ( residue 139 and name HA ) 5.00 3.20 0.50
86 and name HG1# ) ( residue 139 and name HB# ) 5.00 3.20 0.50
141 and name HB# ) ( residue 142 and name HG## ) 5.00 3.20 0.50
141 and name HD# ) ( residue 142 and name HG##) 5.00 3.20 0.50
141 and name HE# ) ( residue 142 and name HG## ) 5.00 3.20 0.50
86 and name HG1# ) ( residue 142 and name HA ) 6.00 4.20 0.60
142 and name HA ) (residue 146 and name HG##) 5.00 3.20 0.50
86 and name HG1# ) ( residue 142 and name HB ) 4.00 2.20 0.40
142 and name HG## ) ( residue 146 and name HG##) 3.00 1.20 0.30
81 and name HB# ) ( residue 146 and name HG## ) 5.00 3.20 0.50
84 and name HA ) (residue 1911 and name HG##) 5.00 3.20 0.50
84 and name HB# ) ( residue 1911 and name HG## ) 4.00 2.20 0.40
84 and name HG# ) ( residue 1911 and name HG## ) 4.00 2.20 0.40
86 and name HA ) (residue 86 and name HG1#) 4.00 2.20 0.40
86 and name HB ) (residue 86 and name HG1#) 3.00 1.20 0.30
86 and name HD# ) ( residue 86 and name HG1#) 3.00 1.20 0.30
87 and name HA ) (residue 91 and name HG##) 6.00 4.20 0.60
88 and name HB# ) ( residue 1911 and name HG## ) 3.00 1.20 0.30
88 and name HB# ) (residue 91 and name HG## ) 4.00 2.20 0.40
89 and name HA ) (residue 91 and name HG##) 5.00 3.20 0.50
89 and name HB# ) ( residue 142 and name HG## ) 5.00 3.20 0.50
89 and name HD# ) ( residue 142 and name HG##) 4.00 2.20 0.40
92 and name HA ) (residue 100 and name HG1#) 5.00 3.20 0.50
92 and name HA ) (residue 108 and name HG## ) 5.00 3.20 0.50
92 and name HB# ) ( residue 100 and name HG1#) 5.00 3.20 0.50
93 and name HA ) (residue 100 and name HG1#) 5.00 3.20 0.50
100 and name HA ) ( residue 100 and name HG2#) 3.00 1.20 0.30
100 and name HA ) ( residue 136 and name HG2#) 6.00 4.20 0.60
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assign ( residue 100 and name HB ) ( residue 100 and name HG2#) 3.00 1.20 0.30
assign ( residue 100 and name HB ) ( residue 136 and name HG2#) 5.00 3.20 0.50
assign ( residue 100 and name HD1# ) ( residue 100 and name HG2#) 4.00 2.20 0.40
assign ( residue 100 and name HD1# ) ( residue 136 and name HG2#) 5.00 3.20 0.50
assign ( residue 100 and name HG1# ) ( residue 100 and name HG2#) 3.00 1.20 0.30
assign ( residue 100 and name HG1# ) ( residue 136 and name HG2#) 5.00 3.20 0.50
assign ( residue 100 and name HG2# ) ( residue 136 and name HG2#) 3.00 1.20 0.30
assign ( residue 100 and name HG2# ) ( residue 102 and name HA ) 5.00 3.20 0.50
assign ( residue 102 and name HA ) ( residue 125 and name HG2#) 5.00 3.20 0.50
assign ( residue 102 and name HB# ) ( residue 125 and name HG2#) 4.00 2.20 0.40
assign ( residue 104 and name HA ) ( residue 108 and name HG## ) 6.00 4.20 0.60
assign ( residue 105 and name HA ) ( residue 108 and name HG## ) 4.00 2.20 0.40
assign ( residue 100 and name HG2# ) ( residue 105 and name HB# ) 5.00 3.20 0.50
assign ( residue 105 and name HB# ) ( residue 108 and name HG## ) 4.00 2.20 0.40
assign ( residue 105 and name HB# ) ( residue 121 and name HG##) 5.00 3.20 0.50
assign ( residue 105 and name HB# ) ( residue 136 and name HG2#) 5.00 3.20 0.50
assign ( residue 105 and name HD1# ) ( residue 108 and name HG## ) 3.00 1.20 0.30
assign ( residue 105 and name HD2# ) ( residue 108 and name HG## ) 5.00 3.20 0.50
assign ( residue 105 and name HG ) ( residue 121 and name HG##) 5.00 3.20 0.50
assign ( residue 106 and name HA ) ( residue 110 and name HG2#) 5.00 3.20 0.50
assign ( residue 106 and name HA ) (residue 121 and name HG## ) 3.00 1.20 0.30
assign ( residue 106 and name HA ) ( residue 125 and name HG2#) 5.00 3.20 0.50
assign ( residue 106 and name HB# ) ( residue 110 and name HG2#) 5.00 3.20 0.50
assign ( residue 106 and name HB# ) ( residue 121 and name HG##) 4.00 2.20 0.40
assign ( residue 106 and name HD# ) ( residue 110 and name HG2#) 5.00 3.20 0.50
assign ( residue 106 and name HD# ) ( residue 121 and name HG## ) 5.00 3.20 0.50
assign ( residue 106 and name HD# ) ( residue 125 and name HG2#) 5.00 3.20 0.50
assign ( residue 106 and name HG# ) ( residue 110 and name HG2#) 5.00 3.20 0.50
assign ( residue 106 and name HG# ) ( residue 121 and name HG## ) 4.00 2.20 0.40
assign ( residue 107 and name HB# ) ( residue 108 and name HG## ) 5.00 3.20 0.50
assign ( residue 107 and name HD2 ) ( residue 108 and name HG## ) 5.00 3.20 0.50
assign ( residue 108 and name HA ) ( residue 108 and name HG## ) 3.00 1.20 0.30
assign ( residue 108 and name HB ) ( residue 108 and name HG## ) 3.00 1.20 0.30
assign ( residue 108 and name HG## ) ( residue 109 and name HA ) 5.00 3.20 0.50
assign ( residue 109 and name HA ) (residue 110 and name HG2#) 5.00 3.20 0.50
assign ( residue 109 and name HA ) (residue 121 and name HG## ) 5.00 3.20 0.50
assign ( residue 108 and name HG## ) ( residue 109 and name HB# ) 5.00 3.20 0.50
assign ( residue 109 and name HB# ) ( residue 110 and name HG2#) 5.00 3.20 0.50
assign ( residue 109 and name HB# ) ( residue 121 and name HG##) 4.00 2.20 0.40
assign ( residue 108 and name HG## ) ( residue 109 and name HE# ) 3.00 1.20 0.30
assign ( residue 109 and name HE# ) ( residue 121 and name HG##) 5.00 3.20 0.50
assign ( residue 108 and name HG## ) ( residue 109 and name HG# ) 5.00 3.20 0.50
assign ( residue 109 and name HG# ) ( residue 110 and name HG2#) 5.00 3.20 0.50
assign ( residue 109 and name HG# ) ( residue 121 and name HG## ) 5.00 3.20 0.50
assign ( residue 110 and name HA ) (residue 110 and name HG2#) 3.00 1.20 0.30
assign ( residue 110 and name HA ) (residue 121 and name HG## ) 5.00 3.20 0.50
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110 and name HB ) ( residue 110 and name HG2#) 3.00 1.20 0.30
110 and name HB ) (residue 121 and name HG##) 5.00 3.20 0.50
108 and name HG## ) ( residue 111 and name HB# ) 5.00 3.20 0.50
108 and name HG## ) ( residue 112 and name HB# ) 5.00 3.20 0.50
108 and name HG## ) ( residue 112 and name HD##) 5.00 3.20 0.50
110 and name HG2# ) ( residue 115 and name HA ) 5.00 3.20 0.50
110 and name HG2# ) ( residue 115 and name HB# ) 6.00 4.20 0.60
110 and name HG2# ) ( residue 116 and name HA ) 5.00 3.20 0.50
110 and name HG2# ) ( residue 116 and name HB# ) 5.00 3.20 0.50
110 and name HG2# ) ( residue 116 and name HG ) 5.00 3.20 0.50
110 and name HG2# ) ( residue 117 and name HA ) 5.00 3.20 0.50
117 and name HA ) (residue 117 and name HG2#) 3.00 1.20 0.30
110 and name HG2# ) ( residue 117 and name HB ) 5.00 3.20 0.50
117 and name HB ) ( residue 117 and name HG2#) 3.00 1.20 0.30
110 and name HG2# ) ( residue 118 and name HA ) 4.00 2.20 0.40
117 and name HG2# ) ( residue 118 and name HB# ) 5.00 3.20 0.50
110 and name HG2# ) ( residue 120 and name HB# ) 5.00 3.20 0.50
110 and name HG2# ) ( residue 121 and name HA ) 5.00 3.20 0.50
121 and name HA ) (residue 121 and name HG##) 3.00 1.20 0.30
110 and name HG2# ) ( residue 121 and name HB ) 4.00 2.20 0.40
121 and name HB ) (residue 121 and name HG##) 3.00 1.20 0.30
110 and name HG2# ) ( residue 121 and name HG##) 4.00 2.20 0.40
122 and name HA ) ( residue 125 and name HG2#) 5.00 3.20 0.50
121 and name HG## ) ( residue 124 and name HB# ) 5.00 3.20 0.50
121 and name HG## ) ( residue 124 and name HE# ) 4.00 2.20 0.40
121 and name HG## ) ( residue 124 and name HG# ) 5.00 3.20 0.50
125 and name HA ) ( residue 125 and name HG2#) 3.00 1.20 0.30
125 and name HA ) (residue 136 and name HG2#) 5.00 3.20 0.50
125 and name HB ) ( residue 125 and name HG2#) 3.00 1.20 0.30
125 and name HB ) ( residue 136 and name HG2#) 5.00 3.20 0.50
125 and name HD# ) ( residue 125 and name HG2#) 3.00 1.20 0.30
125 and name HG1# ) ( residue 125 and name HG2#) 3.00 1.20 0.30
128 and name HA ) (residue 136 and name HG2#) 4.00 2.20 0.40
129 and name HA ) (residue 136 and name HG2#) 5.00 3.20 0.50
129 and name HB# ) ( residue 136 and name HG2#) 5.00 3.20 0.50
130 and name HA ) (residue 130 and name HG2#) 4.00 2.20 0.40
130 and name HB ) ( residue 130 and name HG2#) 3.00 1.20 0.30
130 and name HB ) ( residue 136 and name HG2#) 5.00 3.20 0.50
130 and name HG1# ) ( residue 130 and name HG2#) 5.00 3.20 0.50
130 and name HG1# ) ( residue 136 and name HG2#) 5.00 3.20 0.50
130 and name HG2# ) ( residue 134 and name HA# ) 5.00 3.20 0.50
136 and name HA ) (residue 136 and name HG2#) 3.00 1.20 0.30
100 and name HG2# ) ( residue 136 and name HB ) 5.00 3.20 0.50
136 and name HB ) ( residue 136 and name HG2#) 4.00 2.20 0.40
136 and name HD# ) ( residue 136 and name HG2#) 3.00 1.20 0.30
136 and name HG1# ) ( residue 136 and name HG2#) 3.00 1.20 0.30
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136 and name HG2# ) ( residue 137 and name HA ) 5.00 3.20 0.50
136 and name HG2# ) ( residue 137 and name HB# ) 5.00 3.20 0.50
136 and name HG2# ) ( residue 138 and name HA ) 4.00 2.20 0.40
86 and name HG2# ) ( residue 138 and name HB# ) 4.00 2.20 0.40
100 and name HG2# ) ( residue 138 and name HB# ) 5.00 3.20 0.50
86 and name HG2# ) ( residue 138 and name HD# ) 5.00 3.20 0.50
100 and name HG2# ) ( residue 138 and name HD# ) 4.00 2.20 0.40
86 and name HG2# ) ( residue 138 and name HE# ) 3.00 1.20 0.30
100 and name HG2# ) ( residue 138 and name HE# ) 5.00 3.20 0.50
86 and name HG2# ) ( residue 139 and name HA ) 5.00 3.20 0.50
139 and name HA ) (residue 142 and name HG## ) 4.00 2.20 0.40
136 and name HG2# ) ( residue 141 and name HA ) 5.00 3.20 0.50
136 and name HG2# ) ( residue 141 and name HB# ) 5.00 3.20 0.50
100 and name HG2# ) ( residue 141 and name HE# ) 5.00 3.20 0.50
105 and name HD2# ) ( residue 141 and name HE# ) 5.00 3.20 0.50
125 and name HG2# ) ( residue 141 and name HE# ) 5.00 3.20 0.50
136 and name HG2# ) ( residue 141 and name HE# ) 5.00 3.20 0.50
142 and name HA ) (residue 142 and name HG##) 3.00 1.20 0.30
142 and name HB ) ( residue 142 and name HG##) 3.00 1.20 0.30
142 and name HG## ) ( residue 145 and name HB# ) 5.00 3.20 0.50
145 and name HB# ) ( residue 146 and name HG## ) 5.00 3.20 0.50
145 and name HE# ) ( residue 1911 and name HG##) 6.00 4.20 0.60
142 and name HG## ) ( residue 145 and name HE# ) 4.00 2.20 0.40
145 and name HE# ) ( residue 146 and name HG## ) 5.00 3.20 0.50
145 and name HG# ) ( residue 146 and name HG##) 5.00 3.20 0.50
146 and name HB ) ( residue 146 and name HG##) 3.00 1.20 0.30
146 and name HG## ) ( residue 147 and name HA ) 5.00 3.20 0.50
146 and name HG## ) ( residue 147 and name HB# ) 5.00 3.20 0.50
146 and name HA ) ( residue 146 and name HG##) 5.00 3.20 0.50
83 and name HA ) (residue 86 and name HG2#) 4.00 2.20 0.40
85 and name HA ) (residue 1911 and name HG##) 4.00 2.20 0.40
85 and name HA ) ( residue 142 and name HG##) 5.00 3.20 0.50
85 and name HB# ) ( residue 142 and name HG## ) 4.00 2.20 0.40
85 and name HG ) (residue 142 and name HG##) 5.00 3.20 0.50
86 and name HA ) (residue 86 and name HG2#) 3.00 1.20 0.30
86 and name HA ) ( residue 142 and name HG##) 5.00 3.20 0.50
86 and name HB ) (residue 86 and name HG2#) 3.00 1.20 0.30
86 and name HD# ) ( residue 86 and name HG2#) 3.00 1.20 0.30
86 and name HG1# ) ( residue 86 and name HG2#) 3.00 1.20 0.30
86 and name HG1# ) ( residue 142 and name HG## ) 3.00 1.20 0.30
86 and name HG2# ) ( residue 87 and name HA ) 4.00 2.20 0.40
88 and name HA ) (residue 91 and name HG##) 5.00 3.20 0.50
86 and name HG2# ) ( residue 89 and name HB# ) 5.00 3.20 0.50
89 and name HD# ) ( residue 91 and name HG##) 6.00 4.20 0.60
89 and name HD# ) ( residue 100 and name HG2#) 5.00 3.20 0.50
89 and name HD# ) ( residue 108 and name HG##) 6.00 4.20 0.60
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89 and name HE# ) ( residue 100 and name HG2#) 5.00 3.20 0.50
89 and name HE# ) ( residue 108 and name HG##) 5.00 3.20 0.50
89 and name HE# ) ( residue 136 and name HG2#) 5.00 3.20 0.50
86 and name HG2# ) ( residue 90 and name HE# ) 4.00 2.20 0.40
86 and name HG2# ) ( residue 90 and name HG# ) 4.00 2.20 0.40
91 and name HA ) (residue 91 and name HG##) 3.00 1.20 0.30
91 and name HB ) (residue 91 and name HG##) 3.00 1.20 0.30
91 and name HG## ) ( residue 92 and name HA ) 5.00 3.20 0.50
91 and name HG## ) ( residue 92 and name HB# ) 5.00 3.20 0.50
92 and name HB# ) ( residue 100 and name HG2#) 5.00 3.20 0.50
92 and name HB# ) ( residue 108 and name HG##) 5.00 3.20 0.50
91 and name HG## ) ( residue 92 and name HD# ) 5.00 3.20 0.50
92 and name HD# ) ( residue 108 and name HG## ) 5.00 3.20 0.50
91 and name HG## ) ( residue 92 and name HE# ) 5.00 3.20 0.50
92 and name HE# ) ( residue 108 and name HG##) 5.00 3.20 0.50
93 and name HA ) (residue 100 and name HG2#) 5.00 3.20 0.50
107 and name HD2 ) ( residue 111 and name HB# ) 5.00 3.20 0.50
107 and name HE1 ) ( residue 111 and name HB# ) 5.00 3.20 0.50
113 and name HA# ) ( residue 1910 and name HG2#) 6.00 4.20 0.60
113 and name HA# ) ( residue 1910 and name HD# ) 4.00 2.20 0.40
112 and name HG ) ( residue 1909 and name HB# ) 4.00 2.20 0.40
81 and name HA ) (residue 82 and name HA ) 5.00 3.20 0.50

83 and name HA ) (residue 86 and name HB ) 3.00 3.20 0.30

84 and name HA ) (residue 87 and name HB# ) 3.00 3.20 0.30
145 and name HE# ) ( residue 1912 and name HG1#) 4.00 2.20 0.40
141 and name HE# ) ( residue 1912 and name HG1#) 5.00 3.20 0.50
124 and name HE# ) ( residue 1912 and name HG1#) 5.00 3.20 0.50
109 and name HE# ) ( residue 1912 and name HG1#) 5.00 3.20 0.50
109 and name HG# ) ( residue 1912 and name HG1#) 6.00 4.20 0.60
89 and name HD# ) ( residue 1912 and name HG1#) 4.00 2.20 0.50
89 and name HE# ) ( residue 1912 and name HG1#) 5.00 2.20 0.50
88 and name HB# ) ( residue 1912 and name HG1#) 3.00 1.20 0.30
85 and name HA ) ( residue 1912 and name HG1#) 5.00 3.20 0.50
85 and name HB# ) ( residue 1912 and name HG1#) 5.00 3.20 0.50
85 and name HD## ) ( residue 1912 and name HG1#) 4.00 2.20 0.40
85 and name HA ) ( residue 1912 and name HG2#) 5.00 3.20 0.50
85 and name HB# ) ( residue 1912 and name HG2#) 5.00 3.20 0.50
85 and name HD## ) ( residue 1912 and name HG2#) 4.00 2.20 0.30
88 and name HA ) (residue 1912 and name HG2#) 5.00 3.20 0.40
88 and name HB# ) ( residue 1912 and name HG2#) 5.00 3.20 0.40
89 and name HA ) ( residue 1912 and name HG2#) 5.00 3.20 0.50
89 and name HD# ) ( residue 1912 and name HG2#) 4.00 2.20 0.40
124 and name HE# ) ( residue 1912 and name HG2#) 5.00 3.20 0.50
109 and name HG# ) ( residue 1912 and name HG2#) 4.00 2.20 0.40
109 and name HE# ) ( residue 1912 and name HG2#) 4.00 2.20 0.40
141 and name HE# ) ( residue 1912 and name HG2#) 5.00 3.20 0.50



assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue

assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue

212

145 and name HE# ) ( residue 1912 and name HG2#) 5.00 3.20 0.40
101 and name HA ) ( residue 135 and name HA ) 4.00 2.20 0.00
112 and name HG ) ( residue 1906 and name HA ) 5.00 3.20 0.50
121 and name HA ) ( residue 125 and name HD# ) 5.00 3.20 0.50
146 and name HG## ) ( residue 1919 and name HA ) 5.00 3.20 0.50
105 and name HB# ) ( residue 108 and name HB ) 5.00 3.20 0.50
114 and name HG# ) ( residue 1913 and name HB# ) 4.00 2.20 0.40
91 and name HG## ) ( residue 1905 and name HB# ) 4.00 2.20 0.40
89 and name HD# ) ( residue 141 and name HE# ) 4.00 2.20 0.40
116 and name HD2# ) ( residue 121 and name HA ) 4.00 2.20 0.40
124 and name HE# ) ( residue 1916 and name HD# ) 4.00 2.20 0.40
106 and name HG# ) ( residue 110 and name HA ) 5.00 3.20 0.50
110 and name HA ) (residue 115 and name HG# ) 6.00 4.20 0.60
146 and name HG## ) ( residue 1918 and name HG# ) 5.00 3.20 0.50
89 and name HE# ) ( residue 142 and name HG##) 5.00 3.20 0.50
105 and name HD2# ) ( residue 136 and name HG2#) 4.00 2.20 0.40
86 and name HG2# ) ( residue 139 and name HB# ) 5.00 3.20 0.50
83 and name HG# ) ( residue 86 and name HG2#) 5.00 2.20 0.50
85 and name HB# ) ( residue 1911 and name HG## ) 4.00 2.20 0.40
86 and name HG2# ) ( residue 90 and name HD# ) 4.00 2.20 0.40

Nitrogen NOE Restraint File

146 and name HN ) ( residue 1919 and name HD# ) 5.00 3.20 0.50
109 and name HN ) ( residue 1913 and name HE2#) 5.00 3.20 0.50
110 and name HN ) ( residue 1913 and name HE2#) 5.00 3.20 0.50
113 and name HN ) ( residue 1913 and name HE2#) 5.00 3.20 0.50
114 and name HN ) ( residue 1913 and name HE2#) 5.00 3.20 0.50
114 and name HN ) ( residue 1913 and name HB# ) 5.00 3.20 0.50

88 and name HN ) ( residue 1912 and name HD1#) 5.00 3.20 0.50
89 and name HN ) ( residue 1912 and name HD1#) 5.00 3.20 0.50
89 and name HN ) ( residue 1911 and name HG##) 5.00 3.20 0.50
86 and name HG# ) ( residue 90 and name HN ) 5.00 3.20 0.50
88 and name HN ) (residue 1911 and name HG##) 5.00 3.20 0.50
91 and name HN ) ( residue 1908 and name HB# ) 5.00 3.20 0.50
146 and name HG## ) ( residue 148 and name HN ) 5.00 3.20 0.50
147 and name HB# ) ( residue 148 and name HN ) 4.00 2.20 0.40
147 and name HA ) ( residue 148 and name HN ) 4.00 3.20 0.30
145 and name HA ) (residue 147 and name HN ) 5.00 3.20 0.50
145 and name HB# ) ( residue 147 and name HN ) 5.00 3.20 0.50
147 and name HB# ) ( residue 147 and name HN ) 5.00 3.20 0.50
146 and name HA ) (residue 147 and name HN ) 4.00 2.20 0.40
146 and name HB ) ( residue 147 and name HN ) 4.00 2.20 0.40
146 and name HG## ) ( residue 147 and name HN ) 4.00 2.20 0.40
147 and name HA ) (residue 147 and name HN ) 3.00 1.20 0.30
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147 and name HN ) ( residue 148 and name HN ) 3.00 1.20 0.30
142 and name HA ) (residue 146 and name HN ) 5.00 3.20 0.50
144 and name HB# ) ( residue 146 and name HN ) 6.00 4.20 0.60
144 and name HG# ) ( residue 146 and name HN ) 6.00 4.20 0.60
145 and name HA ) (residue 146 and name HN ) 5.00 3.20 0.50
145 and name HG# ) ( residue 146 and name HN ) 5.00 3.20 0.50
146 and name HN ) ( residue 147 and name HB# ) 5.00 3.20 0.50
145 and name HB# ) ( residue 146 and name HN ) 4.00 2.20 0.40
146 and name HB ) ( residue 146 and name HN ) 4.00 2.20 0.40
146 and name HA ) ( residue 146 and name HN ) 3.00 1.20 0.30
146 and name HG## ) ( residue 146 and name HN ) 3.00 1.20 0.30
146 and name HN ) ( residue 147 and name HN ) 3.00 1.20 0.30
146 and name HN ) ( residue 148 and name HN ) 4.00 2.20 0.40
141 and name HD# ) ( residue 145 and name HN ) 5.00 3.20 0.50
142 and name HN ) ( residue 145 and name HN ) 5.00 3.20 0.50
144 and name HG# ) ( residue 145 and name HN ) 5.00 3.20 0.50
145 and name HG# ) ( residue 145 and name HN ) 5.00 3.20 0.50
145 and name HN ) ( residue 146 and name HG##) 5.00 3.20 0.50
145 and name HN ) ( residue 147 and name HB# ) 5.00 3.20 0.50
142 and name HA ) ( residue 145 and name HN ) 4.00 2.20 0.40
144 and name HB# ) ( residue 145 and name HN ) 4.00 2.20 0.40
145 and name HA ) (residue 145 and name HN ) 4.00 2.20 0.40
145 and name HB# ) ( residue 145 and name HN ) 4.00 2.20 0.40
145 and name HE# ) ( residue 145 and name HN ) 4.00 2.20 0.40
145 and name HN ) ( residue 146 and name HN ) 3.00 1.20 0.30
142 and name HA ) ( residue 144 and name HN ) 5.00 3.20 0.50
142 and name HG## ) ( residue 144 and name HN ) 5.00 3.20 0.50
142 and name HN ) ( residue 144 and name HN ) 5.00 3.20 0.50
144 and name HG# ) ( residue 144 and name HN ) 4.00 2.20 0.40
144 and name HN ) ( residue 146 and name HG## ) 4.00 2.20 0.40
144 and name HA ) ( residue 144 and name HN ) 3.00 1.20 0.30
144 and name HB# ) ( residue 144 and name HN ) 3.00 1.20 0.30
144 and name HE# ) ( residue 144 and name HN ) 4.00 2.20 0.40
144 and name HN ) ( residue 145 and name HN ) 3.00 1.20 0.30
142 and name HA ) (residue 143 and name HN ) 5.00 3.20 0.50
143 and name HA ) (residue 143 and name HN ) 5.00 3.20 0.50
143 and name HD# ) ( residue 143 and name HN ) 5.00 3.20 0.50
143 and name HG# ) ( residue 143 and name HN ) 5.00 3.20 0.50
143 and name HN ) ( residue 146 and name HG## ) 5.00 3.20 0.50
142 and name HB ) ( residue 143 and name HN ) 4.00 2.20 0.40
142 and name HG## ) ( residue 143 and name HN ) 4.00 2.20 0.40
143 and name HN ) ( residue 145 and name HN ) 4.00 2.20 0.40
143 and name HN ) ( residue 147 and name HB# ) 5.00 3.20 0.50
143 and name HB# ) ( residue 143 and name HN ) 3.00 1.20 0.30
138 and name HA ) (residue 142 and name HN ) 5.00 3.20 0.50
138 and name HD# ) ( residue 142 and name HN ) 6.00 4.20 0.60
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141 and name HA ) (residue 142 and name HN ) 5.00 3.20 0.50
141 and name HD# ) ( residue 142 and name HN ) 5.00 3.20 0.50
141 and name HE# ) ( residue 142 and name HN ) 5.00 3.20 0.50
89 and name HD# ) ( residue 142 and name HN ) 5.00 3.20 0.50
89 and name HE# ) ( residue 142 and name HN ) 5.00 3.20 0.50
139 and name HA ) (residue 142 and name HN ) 4.00 2.20 0.40
141 and name HB# ) ( residue 142 and name HN ) 4.00 2.20 0.40
142 and name HG## ) ( residue 142 and name HN ) 4.00 2.20 0.40
142 and name HA ) (residue 142 and name HN ) 3.00 1.20 0.30
142 and name HB ) ( residue 142 and name HN ) 3.00 1.20 0.30
142 and name HN ) ( residue 143 and name HN ) 3.00 1.20 0.30
136 and name HG2# ) ( residue 140 and name HN ) 5.00 3.20 0.50
137 and name HA ) ( residue 140 and name HN ) 5.00 3.20 0.50
137 and name HB# ) ( residue 140 and name HN ) 5.00 3.20 0.50
137 and name HN ) ( residue 140 and name HN ) 5.00 3.20 0.50
138 and name HD# ) ( residue 140 and name HN ) 5.00 3.20 0.50
139 and name HA ) ( residue 140 and name HN ) 5.00 3.20 0.50
140 and name HN ) ( residue 142 and name HN ) 5.00 3.20 0.50
139 and name HG# ) ( residue 140 and name HN ) 4.00 2.20 0.40
140 and name HN ) ( residue 143 and name HN ) 4.00 2.20 0.40
139 and name HB# ) ( residue 140 and name HN ) 5.00 3.20 0.50
136 and name HG2# ) ( residue 139 and name HN ) 6.00 4.20 0.60
137 and name HA ) ( residue 139 and name HN ) 5.00 3.20 0.50
137 and name HB# ) ( residue 139 and name HN ) 5.00 3.20 0.50
139 and name HN ) ( residue 142 and name HG##) 6.00 4.20 0.60
139 and name HN ) ( residue 143 and name HN ) 5.00 3.20 0.50
99 and name HD## ) ( residue 139 and name HN ) 5.00 3.20 0.50
138 and name HA ) (residue 139 and name HN ) 4.00 2.20 0.40
138 and name HD# ) ( residue 139 and name HN ) 4.00 2.20 0.40
139 and name HA ) ( residue 139 and name HN ) 4.00 2.20 0.40
139 and name HG# ) ( residue 139 and name HN ) 4.00 2.20 0.40
139 and name HB# ) ( residue 139 and name HN ) 3.00 1.20 0.30
139 and name HN ) ( residue 140 and name HN ) 3.00 1.20 0.30
100 and name HB ) ( residue 138 and name HN ) 5.00 3.20 0.50
99 and name HG ) ( residue 138 and name HN ) 5.00 3.20 0.50
89 and name HB# ) ( residue 138 and name HN ) 5.00 3.20 0.50
100 and name HG2# ) ( residue 138 and name HN ) 5.00 3.20 0.50
100 and name HN ) ( residue 138 and name HN ) 5.00 3.20 0.50
136 and name HG2# ) ( residue 138 and name HN ) 5.00 3.20 0.50
137 and name HB# ) ( residue 138 and name HN ) 5.00 3.20 0.50
138 and name HB# ) ( residue 138 and name HN ) 5.00 3.20 0.50
138 and name HN ) ( residue 140 and name HN ) 5.00 3.20 0.50
99 and name HA ) (residue 138 and name HN ) 5.00 3.20 0.50
99 and name HD## ) ( residue 138 and name HN ) 5.00 3.20 0.50
138 and name HA ) (residue 138 and name HN ) 4.00 2.20 0.40
138 and name HN ) ( residue 139 and name HN ) 4.00 2.20 0.40



assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue

215

137 and name HA ) (residue 138 and name HN ) 3.00 1.20 0.30
138 and name HD# ) ( residue 138 and name HN ) 3.00 1.20 0.30
100 and name HG2# ) ( residue 137 and name HN ) 5.00 3.20 0.50
136 and name HB ) ( residue 137 and name HN ) 5.00 3.20 0.50
136 and name HG1# ) ( residue 137 and name HN ) 5.00 3.20 0.50
137 and name HN ) ( residue 138 and name HN ) 5.00 3.20 0.50
99 and name HD## ) ( residue 137 and name HN ) 5.00 3.20 0.50
136 and name HG2# ) ( residue 137 and name HN ) 4.00 2.20 0.40
137 and name HA ) (residue 137 and name HN ) 4.00 2.20 0.40
137 and name HB# ) ( residue 137 and name HN ) 4.00 2.20 0.40
136 and name HA ) (residue 137 and name HN ) 3.00 1.20 0.30
100 and name HG2# ) ( residue 136 and name HN ) 5.00 3.20 0.50
100 and name HN ) ( residue 136 and name HN ) 5.00 3.20 0.50
135 and name HB# ) ( residue 136 and name HN ) 5.00 3.20 0.50
136 and name HA ) (residue 136 and name HN ) 5.00 3.20 0.50
136 and name HD1# ) ( residue 136 and name HN ) 5.00 3.20 0.50
136 and name HG1# ) ( residue 136 and name HN ) 5.00 3.20 0.50
136 and name HG2# ) ( residue 136 and name HN ) 5.00 3.20 0.50
135 and name HA ) (residue 136 and name HN ) 4.00 2.20 0.40
136 and name HB ) ( residue 136 and name HN ) 4.00 2.20 0.40
130 and name HG2# ) ( residue 131 and name HN ) 5.00 3.20 0.50
131 and name HN ) ( residue 136 and name HG1#) 5.00 3.20 0.50
100 and name HN ) ( residue 130 and name HN ) 6.00 4.20 0.60
129 and name HB# ) ( residue 130 and name HN ) 5.00 3.20 0.50
130 and name HA ) ( residue 130 and name HN ) 5.00 3.20 0.50
130 and name HB ) ( residue 130 and name HN ) 5.00 3.20 0.50
130 and name HD1# ) ( residue 130 and name HN ) 5.00 3.20 0.50
130 and name HG1# ) ( residue 130 and name HN ) 5.00 3.20 0.50
130 and name HG2# ) ( residue 130 and name HN ) 5.00 3.20 0.50
130 and name HN ) ( residue 131 and name HN ) 5.00 3.20 0.50
129 and name HA ) (residue 130 and name HN ) 4.00 2.20 0.40
128 and name HB# ) ( residue 129 and name HN ) 5.00 3.20 0.50
129 and name HN ) ( residue 130 and name HG1#) 5.00 3.20 0.50
129 and name HN ) ( residue 130 and name HN ) 5.00 3.20 0.50
129 and name HN ) ( residue 141 and name HB# ) 5.00 3.20 0.50
129 and name HN ) ( residue 141 and name HD# ) 5.00 3.20 0.50
129 and name HB# ) ( residue 129 and name HN ) 4.00 2.20 0.40
129 and name HN ) ( residue 130 and name HA ) 5.00 3.20 0.40
129 and name HA ) ( residue 129 and name HN ) 3.00 1.20 0.30
127 and name HA ) (residue 128 and name HN ) 5.00 3.20 0.50
127 and name HN ) ( residue 128 and name HN ) 5.00 3.20 0.50
128 and name HA ) (residue 128 and name HN ) 5.00 3.20 0.50
128 and name HB# ) ( residue 128 and name HN ) 5.00 3.20 0.50
128 and name HN ) ( residue 129 and name HN ) 5.00 3.20 0.50
124 and name HA ) (residue 127 and name HN ) 5.00 3.20 0.50
125 and name HG2# ) ( residue 127 and name HN ) 5.00 3.20 0.50
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126 and name HA ) (residue 127 and name HN ) 5.00 3.20 0.50
126 and name HG# ) ( residue 127 and name HN ) 5.00 3.20 0.50
127 and name HN ) ( residue 128 and name HA ) 5.00 3.20 0.50
127 and name HN ) ( residue 128 and name HB# ) 5.00 3.20 0.50
127 and name HN ) ( residue 129 and name HN ) 5.00 3.20 0.50
127 and name HN ) ( residue 141 and name HD# ) 5.00 3.20 0.50
127 and name HA ) (residue 127 and name HN ) 4.00 2.20 0.40
127 and name HB# ) ( residue 127 and name HN ) 4.00 2.20 0.40
127 and name HG# ) ( residue 127 and name HN ) 4.00 2.20 0.40
124 and name HA ) (residue 126 and name HN ) 5.00 3.20 0.50
125 and name HA ) (residue 126 and name HN ) 5.00 3.20 0.50
125 and name HD1# ) ( residue 126 and name HN ) 5.00 3.20 0.50
126 and name HD# ) ( residue 126 and name HN ) 5.00 3.20 0.50
126 and name HG# ) ( residue 126 and name HN ) 5.00 3.20 0.50
126 and name HN ) ( residue 141 and name HD# ) 6.00 4.20 0.60
125 and name HG2# ) ( residue 126 and name HN ) 4.00 2.20 0.40
126 and name HN ) ( residue 127 and name HA ) 5.00 3.20 0.50
125 and name HB ) ( residue 126 and name HN ) 4.00 2.20 0.40
126 and name HA ) (residue 126 and name HN ) 3.00 1.20 0.30
121 and name HG## ) ( residue 125 and name HN ) 5.00 3.20 0.50
122 and name HA ) (residue 125 and name HN ) 5.00 3.20 0.50
123 and name HA ) (residue 125 and name HN ) 5.00 3.20 0.50
123 and name HB# ) ( residue 125 and name HN ) 5.00 3.20 0.50
123 and name HN ) ( residue 125 and name HN ) 5.00 3.20 0.50
124 and name HA ) (residue 125 and name HN ) 5.00 3.20 0.50
124 and name HE# ) ( residue 125 and name HN ) 5.00 3.20 0.50
124 and name HG# ) ( residue 125 and name HN ) 5.00 3.20 0.50
125 and name HA ) (residue 125 and name HN ) 5.00 3.20 0.50
125 and name HD1# ) ( residue 125 and name HN ) 5.00 3.20 0.50
125 and name HG2# ) ( residue 125 and name HN ) 5.00 3.20 0.50
125 and name HN ) ( residue 126 and name HN ) 4.00 2.20 0.40
125 and name HB ) ( residue 125 and name HN ) 4.00 2.20 0.40
125 and name HG1# ) ( residue 125 and name HN ) 3.00 1.20 0.30
121 and name HG## ) ( residue 124 and name HN ) 5.00 3.20 0.50
121 and name HN ) ( residue 124 and name HN ) 5.00 3.20 0.50
122 and name HA ) ( residue 124 and name HN ) 5.00 3.20 0.50
122 and name HN ) ( residue 124 and name HN ) 5.00 3.20 0.50
123 and name HA ) (residue 124 and name HN ) 5.00 3.20 0.50
123 and name HB# ) ( residue 124 and name HN ) 5.00 3.20 0.50
124 and name HE# ) ( residue 124 and name HN ) 5.00 3.20 0.50
124 and name HN ) ( residue 125 and name HD1#) 5.00 3.20 0.50
124 and name HN ) ( residue 125 and name HG1#) 5.00 3.20 0.50
124 and name HN ) ( residue 125 and name HG2#) 5.00 3.20 0.50
124 and name HN ) ( residue 126 and name HN ) 5.00 3.20 0.50
124 and name HA ) (residue 124 and name HN ) 4.00 2.20 0.40
124 and name HB# ) ( residue 124 and name HN ) 4.00 2.20 0.40
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124 and name HG# ) ( residue 124 and name HN ) 4.00 2.20 0.40

124 and name HN ) ( residue
121 and name HA ) ( residue

125 and name HN ) 4.00 2.20 0.40
123 and name HN ) 5.00 3.20 0.50

121 and name HG## ) ( residue 123 and name HN ) 5.00 3.20 0.50

123 and name HB# ) ( residue
123 and name HN ) ( residue
123 and name HN ) ( residue
123 and name HN ) ( residue
123 and name HN ) ( residue
122 and name HA ) ( residue
122 and name HB# ) ( residue
123 and name HA ) ( residue
123 and name HN ) ( residue
121 and name HA ) ( residue
122 and name HN ) ( residue
122 and name HN ) ( residue
122 and name HN ) ( residue
122 and name HN ) ( residue
122 and name HN ) ( residue
122 and name HN ) ( residue
121 and name HB ) ( residue

123 and name HN ) 5.00 3.20 0.50
125 and name HD1#) 5.00 3.20 0.50
125 and name HG1#) 5.00 3.20 0.50
125 and name HG2# ) 5.00 3.20 0.50
126 and name HN ) 5.00 3.20 0.50
123 and name HN ) 4.00 2.20 0.40
123 and name HN ) 4.00 2.20 0.40
123 and name HN ) 3.00 1.20 0.30
124 and name HN ) 3.00 1.20 0.30
122 and name HN ) 5.00 3.20 0.50
123 and name HA ) 5.00 3.20 0.50
123 and name HB# ) 5.00 3.20 0.50
125 and name HD1#) 5.00 3.20 0.50
125 and name HG1#) 5.00 3.20 0.50
125 and name HG2# ) 5.00 3.20 0.50
126 and name HN ) 6.00 4.20 0.60
122 and name HN ) 4.00 2.20 0.40

121 and name HG## ) ( residue 122 and name HN ) 3.00 1.20 0.30

122 and name HA ) ( residue
122 and name HB# ) ( residue
122 and name HN ) ( residue
117 and name HA ) ( residue
120 and name HA ) ( residue
121 and name HN ) ( residue
121 and name HN ) ( residue
121 and name HN ) ( residue
121 and name HN ) ( residue
121 and name HA ) ( residue

122 and name HN ) 3.00 1.20 0.30
122 and name HN ) 3.00 1.20 0.30
123 and name HN ) 3.00 1.20 0.30
121 and name HN ) 5.00 3.20 0.50
121 and name HN ) 5.00 3.20 0.50
122 and name HB# ) 5.00 3.20 0.50
123 and name HN ) 5.00 3.20 0.50
125 and name HD1#) 5.00 3.20 0.50
125 and name HG2# ) 5.00 3.20 0.50
121 and name HN ) 4.00 2.20 0.40

121 and name HG## ) ( residue 121 and name HN ) 4.00 2.20 0.40

121 and name HN
121 and name HB
120 and name HN
120 and name HN
117 and name HB

) (residue
) (residue
) (residue
) (residue
) (residue

122 and name HN ) 4.00 2.20 0.40
121 and name HN ) 3.00 1.20 0.30
121 and name HG## ) 5.00 3.20 0.50
123 and name HN ) 5.00 3.20 0.50
120 and name HN ) 4.00 2.20 0.40

117 and name HG2# ) ( residue 120 and name HN ) 4.00 2.20 0.40

119 and name HA ) ( residue
120 and name HA ) ( residue
120 and name HB# ) ( residue
120 and name HN ) ( residue

120 and name HN ) 4.00 2.20 0.40
120 and name HN ) 4.00 2.20 0.40
120 and name HN ) 4.00 2.20 0.40
121 and name HN ) 3.00 1.20 0.30

117 and name HG2# ) ( residue 119 and name HN ) 5.00 3.20 0.50

119 and name HN ) ( residue
119 and name HN ) ( residue

121 and name HB ) 6.00 4.20 0.60
121 and name HG## ) 5.00 3.20 0.50
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119 and name HN ) ( residue 122 and name HB# ) 5.00 3.20 0.50
117 and name HB ) (residue 119 and name HN ) 3.00 1.20 0.30
119 and name HA ) (residue 119 and name HN ) 3.00 1.20 0.30
119 and name HB# ) ( residue 119 and name HN ) 3.00 1.20 0.30
119 and name HN ) ( residue 120 and name HN ) 3.00 1.20 0.30
119 and name HN ) ( residue 121 and name HN ) 4.00 2.20 0.40
117 and name HN ) ( residue 118 and name HN ) 5.00 3.20 0.50
118 and name HN ) ( residue 120 and name HN ) 5.00 3.20 0.50
117 and name HG2# ) ( residue 118 and name HN ) 4.00 2.20 0.40
118 and name HB# ) ( residue 118 and name HN ) 4.00 2.20 0.40
118 and name HN ) ( residue 119 and name HN ) 4.00 2.20 0.40
117 and name HA ) (residue 118 and name HN ) 3.00 1.20 0.30
117 and name HB ) ( residue 118 and name HN ) 3.00 1.20 0.30
118 and name HA ) (residue 118 and name HN ) 3.00 1.20 0.30
116 and name HD1# ) ( residue 117 and name HN ) 5.00 3.20 0.50
116 and name HD2# ) ( residue 117 and name HN ) 5.00 3.20 0.50
117 and name HA ) (residue 117 and name HN ) 5.00 3.20 0.50
117 and name HB ) (residue 117 and name HN ) 5.00 3.20 0.50
117 and name HN ) ( residue 119 and name HN ) 5.00 3.20 0.50
117 and name HN ) ( residue 120 and name HN ) 5.00 3.20 0.50
117 and name HN ) ( residue 121 and name HN ) 5.00 3.20 0.50
117 and name HN ) ( residue 120 and name HB# ) 4.00 2.20 0.40
116 and name HA ) (residue 117 and name HN ) 3.00 1.20 0.30
117 and name HG2# ) ( residue 117 and name HN ) 3.00 1.20 0.30
111 and name HN ) ( residue 116 and name HN ) 5.00 3.20 0.50
114 and name HN ) ( residue 116 and name HN ) 5.00 3.20 0.50
116 and name HN ) (residue 117 and name HN ) 5.00 3.20 0.50
116 and name HA ) (residue 116 and name HN ) 4.00 2.20 0.40
116 and name HB# ) ( residue 116 and name HN ) 4.00 2.20 0.40
116 and name HD1# ) ( residue 116 and name HN ) 4.00 2.20 0.40
116 and name HD2# ) ( residue 116 and name HN ) 4.00 2.20 0.40
116 and name HG ) (residue 116 and name HN ) 4.00 2.20 0.40
115 and name HA ) (residue 116 and name HN ) 3.00 1.20 0.30
113 and name HN ) ( residue 115 and name HN ) 5.00 3.20 0.50
115 and name HE# ) ( residue 115 and name HN ) 5.00 3.20 0.50
115 and name HN ) ( residue 116 and name HN ) 5.00 3.20 0.50
114 and name HB# ) ( residue 115 and name HN ) 4.00 2.20 0.40
115 and name HD# ) ( residue 115 and name HN ) 4.00 2.20 0.40
114 and name HA ) (residue 115 and name HN ) 3.00 1.20 0.30
115 and name HA ) (residue 115 and name HN ) 3.00 1.20 0.30
115 and name HB# ) ( residue 115 and name HN ) 3.00 1.20 0.30
115 and name HG# ) ( residue 115 and name HN ) 3.00 1.20 0.30
114 and name HB# ) ( residue 114 and name HN ) 5.00 3.20 0.50
114 and name HN ) ( residue 115 and name HN ) 5.00 3.20 0.50
113 and name HA# ) ( residue 114 and name HN ) 4.00 2.20 0.40
114 and name HA ) (residue 114 and name HN ) 4.00 2.20 0.40
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114 and name HG# ) ( residue 114 and name HN ) 4.00 2.20 0.40
112 and name HD# ) ( residue 114 and name HN ) 4.00 2.20 0.40
112 and name HG ) (residue 113 and name HN ) 5.00 3.20 0.50
113 and name HN ) ( residue 114 and name HN ) 5.00 3.20 0.50
112 and name HB# ) ( residue 113 and name HN ) 4.00 2.20 0.40
113 and name HA# ) ( residue 113 and name HN ) 4.00 2.20 0.40
112 and name HA ) (residue 113 and name HN ) 3.00 1.20 0.30
112 and name HD# ) ( residue 113 and name HN ) 3.00 1.20 0.30
110 and name HA ) (residue 112 and name HN ) 5.00 3.20 0.50
110 and name HB ) (residue 112 and name HN ) 5.00 3.20 0.50
112 and name HN ) ( residue 113 and name HA# ) 5.00 3.20 0.50
112 and name HN ) (residue 113 and name HN ) 5.00 3.20 0.50
111 and name HB# ) ( residue 112 and name HN ) 4.00 2.20 0.40
112 and name HA ) (residue 112 and name HN ) 4.00 2.20 0.40
112 and name HB# ) ( residue 112 and name HN ) 4.00 2.20 0.40
112 and name HD# ) ( residue 112 and name HN ) 3.00 1.20 0.30
112 and name HG ) (residue 112 and name HN ) 3.00 1.20 0.30
109 and name HN ) (residue 111 and name HN ) 5.00 3.20 0.50
111 and name HN ) ( residue 112 and name HD# ) 5.00 3.20 0.50
111 and name HA ) (residue 111 and name HN ) 4.00 2.20 0.40
111 and name HB# ) (residue 111 and name HN ) 4.00 2.20 0.40
111 and name HN ) ( residue 112 and name HN ) 3.00 1.20 0.30
109 and name HG# ) ( residue 110 and name HN ) 5.00 3.20 0.50
110 and name HN ) ( residue 112 and name HG ) 5.00 3.20 0.50
110 and name HN ) ( residue 116 and name HN ) 5.00 3.20 0.50
110 and name HN ) ( residue 121 and name HG##) 5.00 3.20 0.50
110 and name HA ) (residue 110 and name HN ) 4.00 2.20 0.40
110 and name HB ) ( residue 110 and name HN ) 4.00 2.20 0.40
110 and name HG2# ) ( residue 110 and name HN ) 3.00 1.20 0.30
105 and name HA ) (residue 109 and name HN ) 5.00 3.20 0.50
106 and name HA ) ( residue 109 and name HN ) 5.00 3.20 0.50
107 and name HN ) ( residue 109 and name HN ) 5.00 3.20 0.50
108 and name HA ) (residue 109 and name HN ) 4.00 2.20 0.40
108 and name HG## ) ( residue 109 and name HN ) 5.00 3.20 0.50
109 and name HN ) ( residue 112 and name HN ) 5.00 3.20 0.50
109 and name HA ) ( residue 109 and name HN ) 4.00 2.20 0.40
109 and name HB# ) ( residue 109 and name HN ) 4.00 2.20 0.40
109 and name HE# ) ( residue 109 and name HN ) 4.00 2.20 0.40
109 and name HG# ) ( residue 109 and name HN ) 4.00 2.20 0.40
109 and name HN ) ( residue 110 and name HN ) 4.00 2.20 0.40
105 and name HA ) (residue 108 and name HN ) 5.00 3.20 0.50
107 and name HA ) (residue 108 and name HN ) 5.00 3.20 0.50
107 and name HB# ) ( residue 108 and name HN ) 5.00 3.20 0.50
107 and name HD# ) ( residue 108 and name HN ) 5.00 3.20 0.50
108 and name HN ) ( residue 112 and name HD# ) 5.00 3.20 0.50
108 and name HA ) (residue 108 and name HN ) 4.00 2.20 0.40
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108 and name HB ) ( residue 108 and name HN ) 4.00 2.20 0.40
108 and name HG## ) ( residue 108 and name HN ) 4.00 2.20 0.40
108 and name HN ) ( residue 109 and name HN ) 4.00 2.20 0.40
104 and name HB# ) ( residue 107 and name HN ) 5.00 3.20 0.50
104 and name HG# ) ( residue 107 and name HN ) 5.00 3.20 0.50
105 and name HA ) (residue 107 and name HN ) 5.00 3.20 0.50
106 and name HG# ) ( residue 107 and name HN ) 5.00 3.20 0.50
107 and name HN ) ( residue 108 and name HG## ) 5.00 3.20 0.50
107 and name HA ) (residue 107 and name HN ) 4.00 2.20 0.40
107 and name HN ) ( residue 108 and name HN ) 4.00 2.20 0.40
106 and name HB# ) ( residue 107 and name HN ) 3.00 1.20 0.30
107 and name HB# ) ( residue 107 and name HN ) 3.00 1.20 0.30
103 and name HA ) (residue 106 and name HN ) 5.00 3.20 0.50
105 and name HA ) (residue 106 and name HN ) 5.00 3.20 0.50
106 and name HD# ) ( residue 106 and name HN ) 5.00 3.20 0.50
106 and name HG# ) ( residue 106 and name HN ) 5.00 3.20 0.50
106 and name HN ) ( residue 107 and name HB# ) 5.00 3.20 0.50
106 and name HN ) ( residue 125 and name HD1#) 5.00 3.20 0.50
105 and name HB# ) ( residue 106 and name HN ) 4.00 2.20 0.40
106 and name HA ) ( residue 106 and name HN ) 4.00 2.20 0.40
106 and name HN ) ( residue 107 and name HN ) 4.00 2.20 0.40
106 and name HB# ) ( residue 106 and name HN ) 3.00 1.20 0.30
104 and name HG# ) ( residue 105 and name HN ) 5.00 3.20 0.50
105 and name HD1# ) ( residue 105 and name HN ) 5.00 3.20 0.50
105 and name HD2# ) ( residue 105 and name HN ) 4.00 2.20 0.40
104 and name HB# ) ( residue 105 and name HN ) 3.00 1.20 0.30
105 and name HA ) ( residue 105 and name HN ) 3.00 1.20 0.30
105 and name HB# ) ( residue 105 and name HN ) 3.00 1.20 0.30
105 and name HG ) ( residue 105 and name HN ) 5.00 3.20 0.50
101 and name HA ) ( residue 104 and name HN ) 5.00 3.20 0.50
104 and name HN ) ( residue 105 and name HA ) 5.00 3.20 0.50
103 and name HA ) ( residue 104 and name HN ) 4.00 2.20 0.40
104 and name HA ) (residue 104 and name HN ) 4.00 2.20 0.40
104 and name HG# ) ( residue 104 and name HN ) 4.00 2.20 0.40
103 and name HB# ) ( residue 104 and name HN ) 3.00 1.20 0.30
104 and name HB# ) ( residue 104 and name HN ) 3.00 1.20 0.30
104 and name HN ) ( residue 105 and name HN ) 3.00 1.20 0.30
103 and name HN ) ( residue 104 and name HG# ) 5.00 3.20 0.50
101 and name HB# ) ( residue 103 and name HN ) 4.00 2.20 0.40
102 and name HA ) (residue 103 and name HN ) 4.00 2.20 0.40
101 and name HA ) (residue 103 and name HN ) 4.00 2.20 0.40
103 and name HA ) (residue 103 and name HN ) 3.00 1.20 0.30
103 and name HB# ) ( residue 103 and name HN ) 3.00 1.20 0.30
103 and name HN ) ( residue 104 and name HN ) 3.00 1.20 0.30
101 and name HB# ) ( residue 102 and name HN ) 5.00 3.20 0.50
102 and name HN ) ( residue 103 and name HA ) 5.00 3.20 0.50
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102 and name HN ) ( residue 104 and name HN ) 5.00 3.20 0.50
102 and name HN ) ( residue 125 and name HG2#) 5.00 3.20 0.50
102 and name HN ) ( residue 135 and name HA ) 5.00 3.20 0.50
102 and name HN ) ( residue 136 and name HD1#) 5.00 3.20 0.50
102 and name HA ) (residue 102 and name HN ) 4.00 2.20 0.40
102 and name HN ) ( residue 103 and name HN ) 4.00 2.20 0.40
102 and name HN ) ( residue 136 and name HG1#) 3.00 1.20 0.30

100 and name HD1# ) ( residue 101 and name HN ) 5.00 3.20 0.50
100 and name HG1# ) ( residue 101 and name HN ) 5.00 3.20 0.50
100 and name HG2# ) ( residue 101 and name HN ) 5.00 3.20 0.50
101 and name HB# ) ( residue 101 and name HN ) 5.00 3.20 0.50
101 and name HN ) ( residue 102 and name HN ) 5.00 3.20 0.50
101 and name HN ) ( residue 104 and name HB# ) 5.00 3.20 0.50
101 and name HN ) ( residue 104 and name HG# ) 5.00 3.20 0.50
101 and name HN ) ( residue 104 and name HN ) 5.00 3.20 0.50
100 and name HB ) ( residue 101 and name HN ) 4.00 2.20 0.40
101 and name HA ) (residue 101 and name HN ) 3.00 1.20 0.30
100 and name HD1# ) ( residue 100 and name HN ) 5.00 3.20 0.50
100 and name HG1# ) ( residue 100 and name HN ) 5.00 3.20 0.50
100 and name HN ) ( residue 101 and name HN ) 5.00 3.20 0.50
100 and name HN ) ( residue 136 and name HG2#) 5.00 3.20 0.50
100 and name HN ) ( residue 138 and name HD# ) 5.00 3.20 0.50
99 and name HD## ) ( residue 100 and name HN ) 5.00 3.20 0.50
99 and name HN ) ( residue 100 and name HN ) 5.00 3.20 0.50
100 and name HA ) (residue 100 and name HN ) 4.00 2.20 0.40
100 and name HB ) ( residue 100 and name HN ) 4.00 2.20 0.40
100 and name HG2# ) ( residue 100 and name HN ) 4.00 2.20 0.40
99 and name HN ) (residue 137 and name HA ) 5.00 3.20 0.50
98 and name HA# ) ( residue 99 and name HN ) 5.00 3.20 0.50
99 and name HA ) (residue 99 and name HN ) 4.00 2.20 0.40
99 and name HB# ) ( residue 99 and name HN ) 4.00 2.20 0.40
99 and name HD## ) ( residue 99 and name HN ) 4.00 2.20 0.40
99 and name HG ) (residue 99 and name HN ) 4.00 2.20 0.40
98 and name HN ) ( residue 138 and name HE# ) 5.00 3.20 0.50
96 and name HA# ) ( residue 98 and name HN ) 5.00 3.20 0.50
97 and name HA ) (residue 98 and name HN ) 5.00 3.20 0.50
97 and name HB# ) ( residue 98 and name HN ) 5.00 3.20 0.50
98 and name HN ) (residue 99 and name HA ) 5.00 3.20 0.50
98 and name HN ) (residue 99 and name HB# ) 5.00 3.20 0.50
98 and name HN ) (residue 99 and name HD##) 5.00 3.20 0.50
98 and name HA# ) ( residue 98 and name HN ) 4.00 2.20 0.40
98 and name HN ) (residue 99 and name HN ) 3.00 1.20 0.30
97 and name HN ) (residue 98 and name HA# ) 5.00 3.20 0.50
97 and name HN ) (residue 99 and name HN ) 5.00 3.20 0.50
96 and name HA# ) (residue 97 and name HN ) 4.00 2.20 0.40
97 and name HA ) (residue 97 and name HN ) 4.00 2.20 0.40
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97 and name HN ) 4.00 2.20 0.40
98 and name HN ) 3.00 1.20 0.30
96 and name HN ) 5.00 3.20 0.50
96 and name HN ) 5.00 3.20 0.50
96 and name HN ) 5.00 3.20 0.50
96 and name HN ) 5.00 3.20 0.50
97 and name HB# ) 5.00 3.20 0.50
98 and name HA# ) 5.00 3.20 0.50
98 and name HN ) 5.00 3.20 0.50
96 and name HN ) 4.00 2.20 0.40
96 and name HN ) 3.00 1.20 0.30
97 and name HN ) 3.00 1.20 0.30
95 and name HN ) 5.00 3.20 0.50
95 and name HN ) 5.00 3.20 0.50
95 and name HN ) 5.00 3.20 0.50
96 and name HA# ) 5.00 3.20 0.50
98 and name HA# ) 5.00 3.20 0.50
98 and name HN ) 5.00 3.20 0.50
95 and name HN ) 4.00 2.20 0.40
95 and name HN ) 3.00 1.20 0.30
95 and name HN ) 3.00 1.20 0.30
96 and name HN ) 3.00 1.20 0.30
99 and name HA ) 5.00 3.20 0.50
94 and name HN ) 5.00 3.20 0.50
94 and name HN ) 5.00 3.20 0.50
95 and name HA ) 5.00 3.20 0.50
95 and name HB# ) 5.00 3.20 0.50
98 and name HA# ) 5.00 3.20 0.50
94 and name HN ) 3.00 1.20 0.30
94 and name HN ) 3.00 1.20 0.30
94 and name HN ) 3.00 1.20 0.30
94 and name HN ) 3.00 1.20 0.30
95 and name HN ) 3.00 1.20 0.30

91 and name HB ) ( residue 93 and name HN ) 5.00 3.20 0.50
91 and name HG## ) ( residue 93 and name HN ) 5.00 3.20 0.50

92 and name HB# ) ( residue
92 and name HD# ) ( residue
93 and name HN ) ( residue
93 and name HN ) ( residue
93 and name HN ) ( residue
90 and name HA ) ( residue
92 and name HA ) ( residue
93 and name HA ) ( residue
93 and name HB# ) ( residue

93 and name HN ) 5.00 3.20 0.50
93 and name HN ) 5.00 3.20 0.50
94 and name HA ) 5.00 3.20 0.50
94 and name HG# ) 5.00 3.20 0.50
94 and name HN ) 5.00 3.20 0.50
93 and name HN ) 4.00 2.20 0.40
93 and name HN ) 4.00 2.20 0.40
93 and name HN ) 4.00 2.20 0.40
93 and name HN ) 3.00 1.20 0.30

92 and name HN ) (residue 138 and name HE# ) 5.00 3.20 0.50
91 and name HB ) ( residue 92 and name HN ) 5.00 3.20 0.50
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91 and name HG## ) ( residue 92 and name HN ) 5.00 3.20 0.50
89 and name HD# ) ( residue 92 and name HN ) 4.00 2.20 0.40
92 and name HB# ) (residue 92 and name HN ) 4.00 2.20 0.40
92 and name HA ) (residue 92 and name HN ) 3.00 1.20 0.30
92 and name HD# ) ( residue 92 and name HN ) 3.00 1.20 0.30
92 and name HE# ) ( residue 92 and name HN ) 5.00 3.20 0.50
92 and name HN ) (residue 93 and name HN ) 3.00 1.20 0.30
88 and name HA ) (residue 91 and name HN ) 5.00 3.20 0.50
90 and name HB# ) (residue 91 and name HN ) 4.00 2.20 0.40
90 and name HG# ) ( residue 91 and name HN ) 4.00 2.20 0.40
91 and name HA ) (residue 91 and name HN ) 3.00 1.20 0.30
91 and name HB ) ( residue 91 and name HN ) 3.00 1.20 0.30
91 and name HG## ) ( residue 91 and name HN ) 4.00 2.20 0.40
91 and name HN ) (residue 92 and name HN ) 3.00 1.20 0.30
90 and name HN ) ( residue 138 and name HE# ) 5.00 3.20 0.50
88 and name HA ) (residue 90 and name HN ) 5.00 3.20 0.50
88 and name HN ) ( residue 90 and name HN ) 5.00 3.20 0.50
89 and name HD# ) ( residue 90 and name HN ) 5.00 3.20 0.50
90 and name HE# ) ( residue 90 and name HN ) 5.00 3.20 0.50
90 and name HN ) (residue 91 and name HA ) 5.00 3.20 0.50
90 and name HN ) (residue 91 and name HG##) 4.00 2.20 0.40
90 and name HN ) (residue 92 and name HN ) 5.00 3.20 0.50
89 and name HB# ) (residue 90 and name HN ) 4.00 2.20 0.40
90 and name HG# ) ( residue 90 and name HN ) 4.00 2.20 0.40
90 and name HN ) (residue 91 and name HB ) 5.00 3.20 0.50
89 and name HA ) (residue 90 and name HN ) 4.00 2.20 0.30
90 and name HA ) (residue 90 and name HN ) 3.00 1.20 0.30
90 and name HB# ) ( residue 90 and name HN ) 3.00 1.20 0.30
90 and name HN ) (residue 91 and name HN ) 3.00 1.20 0.30
89 and name HN ) ( residue 138 and name HD# ) 5.00 3.20 0.50
86 and name HN ) ( residue 89 and name HN ) 5.00 3.20 0.50
89 and name HN ) (residue 91 and name HG##) 6.00 4.20 0.60
89 and name HN ) ( residue 91 and name HN ) 5.00 3.20 0.50
89 and name HN ) (residue 92 and name HN ) 5.00 3.20 0.50
88 and name HA ) (residue 89 and name HN ) 4.00 2.20 0.40
88 and name HB# ) (residue 89 and name HN ) 3.00 1.20 0.30
89 and name HA ) (residue 89 and name HN ) 3.00 1.20 0.30
89 and name HB# ) (residue 89 and name HN ) 3.00 1.20 0.30
89 and name HD# ) ( residue 89 and name HN ) 4.00 2.20 0.40
89 and name HN ) ( residue 90 and name HN ) 3.00 1.20 0.30
85 and name HD## ) ( residue 88 and name HN ) 5.00 3.20 0.50
87 and name HA ) (residue 88 and name HN ) 4.00 2.20 0.40
88 and name HA ) (residue 88 and name HN ) 3.00 1.20 0.30
88 and name HB# ) (residue 88 and name HN ) 3.00 1.20 0.30
88 and name HN ) ( residue 89 and name HN ) 3.00 1.20 0.30
87 and name HN ) ( residue 88 and name HA ) 5.00 3.20 0.50



assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue
assign ( residue

224

87 and name HN ) ( residue 88 and name HB# ) 5.00 3.20 0.50
85 and name HA ) (residue 87 and name HN ) 4.00 2.20 0.40
86 and name HG2# ) ( residue 87 and name HN ) 4.00 2.20 0.40
83 and name HB## ) ( residue 87 and name HN ) 5.00 3.20 0.50
83 and name HG# ) ( residue 87 and name HN ) 5.00 3.20 0.50
87 and name HA ) (residue 87 and name HN ) 3.00 1.20 0.30
87 and name HN ) ( residue 88 and name HN ) 3.00 1.20 0.30
83 and name HG# ) ( residue 86 and name HN ) 5.00 3.20 0.50
85 and name HA ) (residue 86 and name HN ) 5.00 3.20 0.50
85 and name HB# ) (residue 86 and name HN ) 5.00 3.20 0.50
85 and name HG ) ( residue 86 and name HN ) 5.00 3.20 0.50
86 and name HD1# ) ( residue 86 and name HN ) 5.00 3.20 0.50
86 and name HN ) ( residue 88 and name HN ) 5.00 3.20 0.50
86 and name HN ) ( residue 89 and name HD# ) 5.00 3.20 0.50
86 and name HA ) (residue 86 and name HN ) 4.00 2.20 0.40
86 and name HG1# ) ( residue 86 and name HN ) 4.00 2.20 0.40
86 and name HG2# ) ( residue 86 and name HN ) 4.00 2.20 0.40
86 and name HN ) ( residue 87 and name HN ) 4.00 2.20 0.40
86 and name HB ) ( residue 86 and name HN ) 3.00 1.20 0.30
85 and name HN ) ( residue 142 and name HG##) 5.00 3.20 0.50
84 and name HG# ) ( residue 85 and name HN ) 4.00 2.20 0.40
85 and name HA ) (residue 85 and name HN ) 3.00 1.20 0.30
85 and name HB# ) (residue 85 and name HN ) 3.00 1.20 0.30
85 and name HD## ) ( residue 85 and name HN ) 5.00 3.20 0.50
85 and name HG ) (residue 85 and name HN ) 4.00 2.20 0.40
85 and name HN ) ( residue 86 and name HN ) 3.00 1.20 0.30
82 and name HA ) (residue 84 and name HN ) 5.00 3.20 0.50
84 and name HN ) ( residue 85 and name HB# ) 5.00 3.20 0.50
84 and name HN ) (residue 85 and name HD##) 5.00 3.20 0.50
84 and name HA ) (residue 84 and name HN ) 3.00 1.20 0.30
84 and name HB# ) ( residue 84 and name HN ) 3.00 1.20 0.30
84 and name HG# ) ( residue 84 and name HN ) 3.00 1.20 0.30
82 and name HA ) (residue 83 and name HN ) 5.00 3.20 0.50
83 and name HG# ) ( residue 83 and name HN ) 4.00 2.20 0.40
83 and name HN ) ( residue 84 and name HN ) 4.00 2.20 0.40
83 and name HA ) (residue 83 and name HN ) 3.00 1.20 0.30
83 and name HB# ) (residue 83 and name HN ) 3.00 1.20 0.30
82 and name HN ) ( residue 142 and name HG##) 5.00 3.20 0.50
80 and name HB# ) (residue 82 and name HN ) 5.00 3.20 0.50
81 and name HB# ) (residue 82 and name HN ) 5.00 3.20 0.50
82 and name HN ) ( residue 146 and name HB ) 5.00 3.20 0.50
82 and name HN ) ( residue 84 and name HN ) 5.00 3.20 0.50
82 and name HN ) ( residue 83 and name HN ) 4.00 2.20 0.40
82 and name HA ) (residue 82 and name HN ) 3.00 1.20 0.30
82 and name HN ) (residue 83 and name HB# ) 5.00 3.20 0.50
81 and name HA ) (residue 81 and name HN ) 4.00 2.20 0.40
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82 and name HN ) 4.00 2.20 0.40
83 and name HB# ) 6.00 4.20 0.60
81 and name HN ) 3.00 1.20 0.30
81 and name HN ) 3.00 1.20 0.30
80 and name HN ) 4.00 2.20 0.40
80 and name HN ) 3.00 1.20 0.30
80 and name HN ) 3.00 1.20 0.30
79 and name HN ) 4.00 2.20 0.40
79 and name HN ) 4.00 2.20 0.40
79 and name HN ) 5.00 3.20 0.40
79 and name HN ) 3.00 1.20 0.30
78 and name HN ) 5.00 3.20 0.50
78 and name HN ) 5.00 3.20 0.50
79 and name HG# ) 5.00 3.20 0.50
78 and name HA ) 4.00 2.20 0.40
81 and name HN ) 5.00 3.20 0.50
85 and name HN ) 5.00 3.20 0.50
87 and name HN ) 4.00 2.20 0.40
148 and name HN ) 5.00 3.20 0.40
142 and name HB ) 6.00 4.20 0.60
84 and name HN ) 5.00 3.20 0.50
84 and name HG# ) 5.00 3.20 0.50
85 and name HN ) 5.00 3.20 0.50

Hydrogen Bonding Restraint File

Hydrogen bonding restraint file derived from amide exchange data

assign (residue 114 and name N) (residue 1913 and name OE1) 2.90 0.20 0.40
assign (residue 114 and name HN) (residue 1913 and name OE1) 1.80 0.00 0.60
assign ( residue 83 and name HN ) ( residue 79 and name O ) 1.80 0.00 0.60
assign ( residue 86 and name HN ) ( residue 82 and name O ) 1.80 0.00 0.60
assign ( residue 87 and name HN ) ( residue 83 and name O ) 1.80 0.00 0.60
assign ( residue 88 and name HN ) ( residue 84 and name O ) 1.80 0.00 0.60
assign ( residue 89 and name HN ) ( residue 85 and name O ) 1.80 0.00 0.60
assign ( residue 90 and name HN ) ( residue 86 and name O ) 1.80 0.00 0.60
assign ( residue 91 and name HN ) ( residue 87 and name O ) 1.80 0.00 0.60
assign ( residue 105 and name HN ) ( residue 101 and name O ) 1.80 0.00 0.60
assign ( residue 106 and name HN ) ( residue 102 and name O ) 1.80 0.00 0.60
assign ( residue 108 and name HN ) ( residue 104 and name O ) 1.80 0.00 0.60
assign ( residue 109 and name HN ) ( residue 105 and name O ) 1.80 0.00 0.60
assign ( residue 110 and name HN ) ( residue 106 and name O ) 1.80 0.00 0.60
assign ( residue 111 and name HN ) ( residue 107 and name O ) 1.80 0.00 0.60
assign ( residue 112 and name HN ) ( residue 108 and name O ) 1.80 0.00 0.60
assign ( residue 116 and name HN ) ( residue 112 and name O ) 1.80 0.00 0.60
assign ( residue 121 and name HN ) ( residue 117 and name O ) 1.80 0.00 0.60
assign ( residue 122 and name HN ) ( residue 118 and name O ) 1.80 0.00 0.60



assign ( residue 123 and name HN ) ( residue 119 and name O ) 1.80 0.00 0.60
assign ( residue 124 and name HN ) ( residue 120 and name O ) 1.80 0.00 0.60
assign ( residue 125 and name HN ) ( residue 121 and name O ) 1.80 0.00 0.60
assign ( residue 126 and name HN ) ( residue 122 and name O ) 1.80 0.00 0.60
assign ( residue 128 and name HN ) ( residue 124 and name O ) 1.80 0.00 0.60
assign ( residue 138 and name HN ) ( residue 98 and name O ) 1.80 0.00 0.60

assign ( residue 142 and name HN ) ( residue 138 and name O ) 1.80 0.00 0.60
assign ( residue 143 and name HN ) ( residue 139 and name O ) 1.80 0.00 0.60
assign ( residue 144 and name HN ) ( residue 140 and name O ) 1.80 0.00 0.60
assign ( residue 145 and name HN ) ( residue 141 and name O ) 1.80 0.00 0.60
assign ( residue 146 and name HN ) ( residue 142 and name O ) 1.80 0.00 0.60
assign ( residue 100 and name HN ) ( residue 136 and name O ) 1.80 0.00 0.60
assign ( residue 136 and name HN ) ( residue 100 and name O ) 1.80 0.00 0.60

assign ( residue 1913 and name HE2# ) ( residue 112 and name O ) 1.80 0.00 0.60
assign ( residue 114 and name HN ) ( residue 1913 and name OEI ) 1.80 0.00 0.60

assign ( residue 83 and name N ) ( residue 79 and name O ) 2.90 0.20 0.40

assign ( residue 86 and name N ) ( residue 82 and name O ) 2.90 0.20 0.40

assign ( residue 87 and name N ) ( residue 83 and name O ) 2.90 0.20 0.40

assign ( residue 88 and name N ) ( residue 84 and name O ) 2.90 0.20 0.40

assign ( residue 89 and name N ) ( residue 85 and name O ) 2.90 0.20 0.40

assign ( residue 90 and name N ) ( residue 86 and name O ) 2.90 0.20 0.40

assign ( residue 91 and name N ) ( residue 87 and name O ) 2.90 0.20 0.40

assign ( residue 105 and name N ) ( residue 101 and name O ) 2.90 0.20 0.40
assign ( residue 106 and name N ) ( residue 102 and name O ) 2.90 0.20 0.40
assign ( residue 108 and name N ) ( residue 104 and name O ) 2.90 0.20 0.40
assign ( residue 109 and name N ) ( residue 105 and name O ) 2.90 0.20 0.40
assign ( residue 110 and name N ) ( residue 106 and name O ) 2.90 0.20 0.40
assign ( residue 111 and name N ) ( residue 107 and name O ) 2.90 0.20 0.40
assign ( residue 112 and name N ) ( residue 108 and name O ) 2.90 0.20 0.40
assign ( residue 116 and name N ) ( residue 112 and name O ) 2.90 0.20 0.60
assign ( residue 121 and name N ) ( residue 117 and name O ) 2.90 0.20 0.40
assign ( residue 122 and name N ) ( residue 118 and name O ) 2.90 0.20 0.40
assign ( residue 123 and name N ) ( residue 119 and name O ) 2.90 0.20 0.40
assign ( residue 124 and name N ) ( residue 120 and name O ) 2.90 0.20 0.40
assign ( residue 125 and name N ) ( residue 121 and name O ) 2.90 0.20 0.40
assign ( residue 126 and name N ) ( residue 122 and name O ) 2.90 0.20 0.40
assign ( residue 128 and name N ) ( residue 124 and name O ) 2.90 0.20 0.40
assign ( residue 142 and name N ) ( residue 138 and name O ) 2.90 0.20 0.40
assign ( residue 143 and name N ) ( residue 139 and name O ) 2.90 0.20 0.40
assign ( residue 144 and name N ) ( residue 140 and name O ) 2.90 0.20 0.40
assign ( residue 145 and name N ) ( residue 141 and name O ) 2.90 0.20 0.40
assign ( residue 146 and name N ) ( residue 142 and name O ) 2.90 0.20 0.40
assign ( residue 100 and name N ) ( residue 136 and name O ) 2.90 0.20 0.40
assign ( residue 136 and name N ) ( residue 100 and name O ) 2.90 0.20 0.40

assign ( residue 1913 and name NE2 ) ( residue 112 and name O ) 2.90 0.20 0.40
assign ( residue 114 and name N ) ( residue 1913 and name OE1 ) 2.90 0.20 0.40
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assign ( residue 1908 and name HN ) ( residue 1904 and name O ) 1.80 0.00 0.60
assign ( residue 1909 and name HN ) ( residue 1905 and name O ) 1.80 0.00 0.60
assign ( residue 1910 and name HN ) ( residue 1906 and name O ) 1.80 0.00 0.60
assign ( residue 1911 and name HN ) ( residue 1907 and name O ) 1.80 0.00 0.60
assign ( residue 1912 and name HN ) ( residue 1908 and name O ) 1.80 0.00 0.60
assign ( residue 1913 and name HN ) ( residue 1909 and name O ) 1.80 0.00 0.60
assign ( residue 1914 and name HN ) ( residue 1910 and name O ) 1.80 0.00 0.60
assign ( residue 1915 and name HN ) ( residue 1911 and name O ) 1.80 0.00 0.60
assign ( residue 1916 and name HN ) ( residue 1912 and name O ) 1.80 0.00 0.60
assign ( residue 1917 and name HN ) ( residue 1913 and name O ) 1.80 0.00 0.60
assign ( residue 1918 and name HN ) ( residue 1914 and name O ) 1.80 0.00 0.60
assign ( residue 1919 and name HN ) ( residue 1915 and name O ) 1.80 0.00 0.60
assign ( residue 1920 and name HN ) ( residue 1916 and name O ) 1.80 0.00 0.60
assign ( residue 1921 and name HN ) ( residue 1917 and name O ) 1.80 0.00 0.60
assign ( residue 1908 and name N ) ( residue 1904 and name O ) 2.90 0.20 0.40
assign ( residue 1909 and name N ) ( residue 1905 and name O ) 2.90 0.20 0.40
assign ( residue 1910 and name N ) ( residue 1906 and name O ) 2.90 0.20 0.40
assign ( residue 1911 and name N ) ( residue 1907 and name O ) 2.90 0.20 0.40
assign ( residue 1912 and name N ) ( residue 1908 and name O ) 2.90 0.20 0.40
assign ( residue 1913 and name N ) ( residue 1909 and name O ) 2.90 0.20 0.40
assign ( residue 1914 and name N ) ( residue 1910 and name O ) 2.90 0.20 0.40
assign ( residue 1915 and name N ) ( residue 1911 and name O ) 2.90 0.20 0.40
assign ( residue 1916 and name N ) ( residue 1912 and name O ) 2.90 0.20 0.40
assign ( residue 1917 and name N ) ( residue 1913 and name O ) 2.90 0.20 0.40
assign ( residue 1918 and name N ) ( residue 1914 and name O ) 2.90 0.20 0.40
assign ( residue 1919 and name N ) ( residue 1915 and name O ) 2.90 0.20 0.40
assign ( residue 1920 and name N ) ( residue 1916 and name O ) 2.90 0.20 0.40
assign ( residue 1921 and name N ) ( residue 1917 and name O ) 2.90 0.20 0.40

Na,1.2jo, Intramolecular Restraint File
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assign ( residue 1904 and name HA ) ( residue 1904 and name HN ) 5.00 3.20 0.50
assign ( residue 1904 and name HA ) ( residue 1905 and name HN ) 5.00 3.20 0.50
assign ( residue 1904 and name HA ) ( residue 1907 and name HN ) 4.00 2.20 0.40
assign ( residue 1904 and name HB# ) ( residue 1904 and name HA ) 4.00 2.20 0.40
assign ( residue 1904 and name HE2# ) ( residue 1904 and name HB# ) 5.00 3.20 0.50
assign ( residue 1904 and name HG# ) ( residue 1904 and name HA ) 5.00 3.20 0.50
assign ( residue 1904 and name HG# ) ( residue 1904 and name HB# ) 4.00 2.20 0.40
assign ( residue 1904 and name HG# ) ( residue 1904 and name HE2#) 5.00 3.20 0.50
assign ( residue 1904 and name HN ) ( residue 1904 and name HB# ) 5.00 3.20 0.50
assign ( residue 1904 and name HN ) ( residue 1904 and name HG# ) 5.00 3.20 0.50
assign ( residue 1905 and name HA ) ( residue 1906 and name HN ) 5.00 3.20 0.50
assign ( residue 1905 and name HA ) ( residue 1908 and name HN ) 5.00 3.20 0.50
assign ( residue 1905 and name HB# ) ( residue 1905 and name HA ) 4.00 2.20 0.40
assign ( residue 1905 and name HG# ) ( residue 1905 and name HA ) 5.00 3.20 0.50
assign ( residue 1905 and name HG# ) ( residue 1905 and name HB# ) 3.00 1.20 0.30
assign ( residue 1904 and name HN ) ( residue 1905 and name HN ) 5.00 3.20 0.50
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assign ( residue 1905 and name HN ) ( residue 1905 and name HA ) 5.00 3.20 0.50
assign ( residue 1905 and name HN ) ( residue 1905 and name HB# ) 4.00 2.20 0.40
assign ( residue 1905 and name HN ) ( residue 1905 and name HG# ) 5.00 3.20 0.50
assign ( residue 1906 and name HB# ) ( residue 1906 and name HA ) 5.00 3.20 0.50
assign ( residue 1906 and name HB# ) ( residue 1907 and name HN ) 4.00 2.20 0.40
assign ( residue 1906 and name HG# ) ( residue 1906 and name HA ) 5.00 3.20 0.50
assign ( residue 1906 and name HG# ) ( residue 1906 and name HB# ) 3.00 1.20 0.30
assign ( residue 1905 and name HN ) ( residue 1906 and name HN ) 4.00 2.20 0.40
assign ( residue 1906 and name HN ) ( residue 1906 and name HA ) 5.00 3.20 0.50
assign ( residue 1906 and name HN ) ( residue 1906 and name HB# ) 4.00 2.20 0.40
assign ( residue 1906 and name HN ) ( residue 1906 and name HG# ) 5.00 3.20 0.50
assign ( residue 1907 and name HB ) ( residue 1907 and name HA ) 4.00 2.20 0.40
assign ( residue 1904 and name HA ) ( residue 1907 and name HG## ) 5.00 3.20 0.50
assign ( residue 1907 and name HG## ) ( residue 1907 and name HA ) 3.00 1.20 0.30
assign ( residue 1907 and name HG## ) ( residue 1907 and name HB ) 3.00 1.20 0.30
assign ( residue 1907 and name HG## ) ( residue 1908 and name HN ) 4.00 2.20 0.40
assign ( residue 1907 and name HN ) ( residue 1907 and name HA ) 4.00 2.20 0.40
assign ( residue 1907 and name HN ) ( residue 1907 and name HB ) 4.00 2.20 0.40
assign ( residue 1907 and name HN ) ( residue 1907 and name HG## ) 4.00 2.20 0.40
assign ( residue 1908 and name HA ) ( residue 1909 and name HN ) 5.00 3.20 0.50
assign ( residue 1904 and name HE2# ) ( residue 1908 and name HB# ) 5.00 3.20 0.50
assign ( residue 1908 and name HB# ) ( residue 1908 and name HA ) 5.00 3.20 0.50
assign ( residue 1907 and name HN ) ( residue 1908 and name HN ) 4.00 2.20 0.40
assign ( residue 1908 and name HN ) ( residue 1908 and name HA ) 5.00 3.20 0.50
assign ( residue 1908 and name HN ) ( residue 1908 and name HB# ) 5.00 3.20 0.50
assign ( residue 1908 and name HN ) ( residue 1909 and name HA ) 5.00 3.20 0.50
assign ( residue 1909 and name HA ) ( residue 1913 and name HN ) 5.00 3.20 0.50
assign ( residue 1906 and name HA ) ( residue 1909 and name HB# ) 4.00 2.20 0.40
assign ( residue 1906 and name HB# ) ( residue 1909 and name HB# ) 5.00 3.20 0.50
assign ( residue 1908 and name HN ) ( residue 1909 and name HB# ) 5.00 3.20 0.50
assign ( residue 1909 and name HB# ) ( residue 1909 and name HA ) 3.00 1.20 0.30
assign ( residue 1909 and name HB# ) ( residue 1912 and name HN ) 5.00 3.20 0.50
assign ( residue 1909 and name HB# ) ( residue 1913 and name HB# ) 5.00 3.20 0.50
assign ( residue 1909 and name HB# ) ( residue 1913 and name HN ) 5.00 3.20 0.50
assign ( residue 1905 and name HA ) ( residue 1909 and name HN ) 5.00 3.20 0.50
assign ( residue 1908 and name HB# ) ( residue 1909 and name HN ) 5.00 3.20 0.50
assign ( residue 1908 and name HN ) ( residue 1909 and name HN ) 3.00 1.20 0.30
assign ( residue 1909 and name HN ) ( residue 1909 and name HA ) 4.00 2.20 0.40
assign ( residue 1909 and name HN ) ( residue 1909 and name HB# ) 3.00 1.20 0.30
assign ( residue 1909 and name HN ) ( residue 1910 and name HN ) 4.00 2.20 0.40
assign ( residue 1910 and name HB ) ( residue 1910 and name HA ) 4.00 2.20 0.40
assign ( residue 1910 and name HG1# ) ( residue 1910 and name HA ) 4.00 2.20 0.40
assign ( residue 1910 and name HG1# ) ( residue 1910 and name HB ) 3.00 1.20 0.30
assign ( residue 1909 and name HB# ) ( residue 1910 and name HN ) 4.00 2.20 0.40
assign ( residue 1910 and name HN ) ( residue 1910 and name HA ) 5.00 3.20 0.50
assign ( residue 1910 and name HN ) ( residue 1910 and name HB ) 5.00 3.20 0.50
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assign ( residue 1911 and name HA ) ( residue 1912 and name HN ) 5.00 3.20 0.50
assign ( residue 1911 and name HB ) ( residue 1911 and name HA ) 5.00 3.20 0.50
assign ( residue 1911 and name HB ) ( residue 1912 and name HN ) 4.00 2.20 0.40
assign ( residue 1908 and name HA ) ( residue 1911 and name HG## ) 5.00 3.20 0.50
assign ( residue 1911 and name HG## ) ( residue 1911 and name HA ) 3.00 1.20 0.30
assign ( residue 1911 and name HG## ) ( residue 1911 and name HB ) 3.00 1.20 0.30
assign ( residue 1911 and name HG## ) ( residue 1913 and name HN ) 5.00 3.20 0.50
assign ( residue 1910 and name HN ) ( residue 1911 and name HN ) 3.00 1.20 0.30
assign ( residue 1911 and name HN ) ( residue 1911 and name HA ) 4.00 2.20 0.40
assign ( residue 1911 and name HN ) ( residue 1911 and name HB ) 4.00 2.20 0.40
assign ( residue 1911 and name HN ) ( residue 1911 and name HG## ) 4.00 2.20 0.40
assign ( residue 1912 and name HA ) ( residue 1912 and name HB ) 4.00 2.20 0.40
assign ( residue 1912 and name HA ) ( residue 1912 and name HD# ) 5.00 3.20 0.50
assign ( residue 1912 and name HA ) ( residue 1916 and name HN ) 5.00 3.20 0.50
assign ( residue 1912 and name HB ) ( residue 1912 and name HD# ) 4.00 2.20 0.40
assign ( residue 1909 and name HA ) ( residue 1912 and name HD1#) 5.00 3.20 0.50
assign ( residue 1909 and name HB# ) ( residue 1912 and name HD1#) 5.00 3.20 0.50
assign ( residue 1912 and name HD1# ) ( residue 1912 and name HA ) 5.00 3.20 0.50
assign ( residue 1912 and name HD1# ) ( residue 1912 and name HB ) 4.00 2.20 0.40
assign ( residue 1912 and name HD1# ) ( residue 1912 and name HN ) 5.00 3.20 0.50
assign ( residue 1912 and name HD1# ) ( residue 1913 and name HN ) 5.00 3.20 0.50
assign ( residue 1911 and name HN ) ( residue 1912 and name HN ) 4.00 2.20 0.40
assign ( residue 1912 and name HN ) ( residue 1912 and name HA ) 5.00 3.20 0.50
assign ( residue 1912 and name HN ) ( residue 1912 and name HB ) 4.00 2.20 0.40
assign ( residue 1912 and name HN ) ( residue 1912 and name HD# ) 5.00 3.20 0.50
assign ( residue 1913 and name HA ) ( residue 1914 and name HN ) 5.00 3.20 0.50
assign ( residue 1913 and name HB# ) ( residue 1913 and name HA ) 5.00 3.20 0.50
assign ( residue 1913 and name HB# ) ( residue 1916 and name HE# ) 5.00 3.20 0.50
assign ( residue 1909 and name HB# ) ( residue 1913 and name HE2#) 5.00 3.20 0.50
assign ( residue 1913 and name HE2# ) ( residue 1913 and name HB# ) 4.00 2.20 0.40
assign ( residue 1913 and name HG# ) ( residue 1913 and name HA ) 5.00 3.20 0.50
assign ( residue 1913 and name HG# ) ( residue 1913 and name HB# ) 5.00 3.20 0.50
assign ( residue 1913 and name HG# ) ( residue 1913 and name HE2#) 5.00 3.20 0.50
assign ( residue 1912 and name HA ) ( residue 1913 and name HN ) 5.00 3.20 0.50
assign ( residue 1912 and name HB ) ( residue 1913 and name HN ) 5.00 3.20 0.50
assign ( residue 1912 and name HN ) ( residue 1913 and name HN ) 5.00 3.20 0.50
assign ( residue 1913 and name HN ) ( residue 1913 and name HA ) 5.00 3.20 0.50
assign ( residue 1913 and name HN ) ( residue 1913 and name HB# ) 5.00 3.20 0.50
assign ( residue 1913 and name HN ) ( residue 1913 and name HG# ) 5.00 3.20 0.50
assign ( residue 1911 and name HG## ) ( residue 1914 and name HA ) 5.00 3.20 0.50
assign ( residue 1914 and name HA ) ( residue 1914 and name HD# ) 5.00 3.20 0.50
assign ( residue 1913 and name HN ) ( residue 1914 and name HB# ) 5.00 3.20 0.50
assign ( residue 1914 and name HB# ) ( residue 1914 and name HA ) 4.00 2.20 0.40
assign ( residue 1914 and name HD# ) ( residue 1914 and name HB# ) 5.00 3.20 0.50
assign ( residue 1914 and name HG# ) ( residue 1914 and name HA ) 4.00 2.20 0.40
assign ( residue 1914 and name HG# ) ( residue 1914 and name HB# ) 5.00 3.20 0.50
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assign ( residue 1914 and name HG# ) ( residue 1914 and name HD# ) 5.00 3.20 0.50
assign ( residue 1913 and name HB# ) ( residue 1914 and name HN ) 5.00 3.20 0.50
assign ( residue 1913 and name HN ) ( residue 1914 and name HN ) 5.00 3.20 0.50
assign ( residue 1914 and name HN ) ( residue 1914 and name HA ) 5.00 3.20 0.50
assign ( residue 1914 and name HN ) ( residue 1914 and name HB# ) 5.00 3.20 0.50
assign ( residue 1914 and name HN ) ( residue 1914 and name HD# ) 5.00 3.20 0.50
assign ( residue 1914 and name HN ) ( residue 1914 and name HG# ) 5.00 3.20 0.50
assign ( residue 1915 and name HA ) ( residue 1916 and name HN ) 5.00 3.20 0.50
assign ( residue 1915 and name HA ) ( residue 1919 and name HN ) 4.00 2.20 0.40
assign ( residue 1914 and name HN ) ( residue 1915 and name HB# ) 5.00 3.20 0.50
assign ( residue 1915 and name HB# ) ( residue 1915 and name HA ) 4.00 2.20 0.40
assign ( residue 1915 and name HB# ) ( residue 1916 and name HN ) 4.00 2.20 0.40
assign ( residue 1912 and name HA ) ( residue 1915 and name HB##) 3.00 1.20 0.30
assign ( residue 1915 and name HB## ) ( residue 1918 and name HN ) 5.00 3.20 0.50
assign ( residue 1914 and name HN ) ( residue 1915 and name HN ) 4.00 2.20 0.40
assign ( residue 1915 and name HN ) ( residue 1915 and name HA ) 5.00 3.20 0.50
assign ( residue 1915 and name HN ) ( residue 1915 and name HB# ) 3.00 1.20 0.30
assign ( residue 1916 and name HA ) ( residue 1916 and name HB# ) 5.00 3.20 0.50
assign ( residue 1916 and name HA ) ( residue 1916 and name HD# ) 5.00 3.20 0.50
assign ( residue 1916 and name HA ) ( residue 1916 and name HE# ) 4.00 2.20 0.40
assign ( residue 1916 and name HA ) ( residue 1916 and name HN ) 5.00 3.20 0.50
assign ( residue 1916 and name HA ) ( residue 1917 and name HN ) 5.00 3.20 0.50
assign ( residue 1916 and name HB# ) ( residue 1917 and name HN ) 5.00 3.20 0.50
assign ( residue 1916 and name HD# ) ( residue 1916 and name HB# ) 5.00 3.20 0.50
assign ( residue 1916 and name HE# ) ( residue 1916 and name HB# ) 4.00 2.20 0.40
assign ( residue 1916 and name HE# ) ( residue 1916 and name HD# ) 3.00 1.20 0.30
assign ( residue 1915 and name HN ) ( residue 1916 and name HN ) 4.00 2.20 0.40
assign ( residue 1916 and name HN ) ( residue 1916 and name HB# ) 5.00 3.20 0.50
assign ( residue 1916 and name HN ) ( residue 1916 and name HE# ) 5.00 3.20 0.50
assign ( residue 1917 and name HA ) ( residue 1920 and name HD# ) 5.00 3.20 0.50
assign ( residue 1917 and name HB# ) ( residue 1917 and name HA ) 5.00 3.20 0.50
assign ( residue 1914 and name HG# ) ( residue 1917 and name HD# ) 4.00 2.20 0.40
assign ( residue 1917 and name HD# ) ( residue 1917 and name HB# ) 5.00 3.20 0.50
assign ( residue 1917 and name HD# ) ( residue 1917 and name HN ) 5.00 3.20 0.50
assign ( residue 1917 and name HG# ) ( residue 1917 and name HA ) 5.00 3.20 0.50
assign ( residue 1917 and name HG# ) ( residue 1917 and name HB# ) 3.00 1.20 0.30
assign ( residue 1917 and name HG# ) ( residue 1917 and name HD# ) 5.00 3.20 0.50
assign ( residue 1916 and name HN ) ( residue 1917 and name HN ) 5.00 3.20 0.50
assign ( residue 1917 and name HN ) ( residue 1917 and name HA ) 5.00 3.20 0.50
assign ( residue 1917 and name HN ) ( residue 1917 and name HB# ) 5.00 3.20 0.50
assign ( residue 1917 and name HN ) ( residue 1917 and name HG# ) 5.00 3.20 0.50
assign ( residue 1918 and name HD# ) ( residue 1918 and name HB# ) 5.00 3.20 0.50
assign ( residue 1918 and name HG# ) ( residue 1918 and name HB# ) 5.00 3.20 0.50
assign ( residue 1918 and name HG# ) ( residue 1918 and name HD# ) 5.00 3.20 0.50
assign ( residue 1917 and name HN ) ( residue 1918 and name HN ) 4.00 2.20 0.40
assign ( residue 1918 and name HN ) ( residue 1918 and name HB# ) 5.00 3.20 0.50
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assign ( residue 1918 and name HN ) ( residue 1918 and name HD# ) 5.00 3.20 0.50
assign ( residue 1918 and name HN ) ( residue 1918 and name HG# ) 5.00 3.20 0.50
assign ( residue 1919 and name HA ) ( residue 1920 and name HN ) 5.00 3.20 0.50
assign ( residue 1916 and name HN ) ( residue 1919 and name HB# ) 4.00 2.20 0.40
assign ( residue 1919 and name HB# ) ( residue 1919 and name HA ) 5.00 3.20 0.50
assign ( residue 1919 and name HD# ) ( residue 1919 and name HA ) 5.00 3.20 0.50
assign ( residue 1919 and name HD# ) ( residue 1919 and name HB# ) 4.00 2.20 0.40
assign ( residue 1919 and name HD# ) ( residue 1919 and name HN ) 5.00 3.20 0.50
assign ( residue 1919 and name HE# ) ( residue 1919 and name HB# ) 5.00 3.20 0.50
assign ( residue 1919 and name HE# ) ( residue 1919 and name HD# ) 3.00 1.20 0.30
assign ( residue 1919 and name HN ) ( residue 1919 and name HA ) 5.00 3.20 0.50
assign ( residue 1919 and name HN ) ( residue 1919 and name HB# ) 4.00 2.20 0.40
assign ( residue 1919 and name HN ) ( residue 1919 and name HD## ) 5.00 3.20 0.50
assign ( residue 1919 and name HD# ) ( residue 1920 and name HA ) 5.00 3.20 0.50
assign ( residue 1920 and name HA ) ( residue 1921 and name HN ) 5.00 3.20 0.50
assign ( residue 1919 and name HD# ) ( residue 1920 and name HB# ) 4.00 2.20 0.40
assign ( residue 1919 and name HE# ) ( residue 1920 and name HB# ) 5.00 3.20 0.50
assign ( residue 1920 and name HB# ) ( residue 1920 and name HA ) 4.00 2.20 0.40
assign ( residue 1917 and name HA ) ( residue 1920 and name HD## ) 5.00 3.20 0.50
assign ( residue 1920 and name HD## ) ( residue 1920 and name HA ) 3.00 1.20 0.30
assign ( residue 1920 and name HD## ) ( residue 1920 and name HB# ) 3.00 1.20 0.30
assign ( residue 1917 and name HA ) ( residue 1920 and name HG ) 6.00 4.20 0.50
assign ( residue 1920 and name HG ) ( residue 1920 and name HA ) 5.00 3.20 0.50
assign ( residue 1920 and name HG ) ( residue 1920 and name HB# ) 3.00 1.20 0.30
assign ( residue 1920 and name HG ) ( residue 1920 and name HD## ) 4.00 2.20 0.40
assign ( residue 1919 and name HB# ) ( residue 1920 and name HN ) 5.00 3.20 0.50
assign ( residue 1919 and name HD# ) ( residue 1920 and name HN ) 5.00 3.20 0.50
assign ( residue 1919 and name HN ) ( residue 1920 and name HN ) 4.00 2.20 0.40
assign ( residue 1920 and name HN ) ( residue 1920 and name HA ) 5.00 3.20 0.50
assign ( residue 1920 and name HN ) ( residue 1920 and name HB# ) 4.00 2.20 0.40
assign ( residue 1920 and name HN ) ( residue 1920 and name HD## ) 5.00 3.20 0.50
assign ( residue 1920 and name HN ) ( residue 1920 and name HG ) 4.00 2.20 0.40
assign ( residue 1920 and name HN ) ( residue 1921 and name HA ) 5.00 3.20 0.50
assign ( residue 1921 and name HA ) ( residue 1921 and name HD## ) 5.00 3.20 0.50
assign ( residue 1921 and name HA ) ( residue 1921 and name HG ) 5.00 3.20 0.50
assign ( residue 1921 and name HB# ) ( residue 1921 and name HA ) 4.00 2.20 0.40
assign ( residue 1921 and name HD## ) ( residue 1921 and name HB# ) 4.00 2.20 0.40
assign ( residue 1917 and name HA ) ( residue 1921 and name HG ) 5.00 3.20 0.50
assign ( residue 1921 and name HG ) ( residue 1921 and name HB# ) 3.00 1.20 0.30
assign ( residue 1921 and name HG ) ( residue 1921 and name HD## ) 3.00 1.20 0.30
assign ( residue 1920 and name HN ) ( residue 1921 and name HN ) 4.00 2.20 0.40
assign ( residue 1921 and name HN ) ( residue 1921 and name HA ) 5.00 3.20 0.50
assign ( residue 1921 and name HN ) ( residue 1921 and name HB# ) 3.00 1.20 0.30
assign ( residue 1921 and name HN ) ( residue 1921 and name HD## ) 5.00 3.20 0.50
assign ( residue 1921 and name HN ) ( residue 1921 and name HG ) 5.00 3.20 0.50
assign ( residue 1925 and name HB ) ( residue 1925 and name HA ) 4.00 2.20 0.40
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assign ( residue 1925 and name HG## ) ( residue 1925 and name HA ) 4.00 2.20 0.40
assign ( residue 1925 and name HG## ) ( residue 1925 and name HB ) 3.00 1.20 0.30
assign ( residue 1925 and name HN ) ( residue 1925 and name HA ) 5.00 3.20 0.50
assign ( residue 1925 and name HN ) ( residue 1925 and name HB ) 4.00 2.20 0.30
assign ( residue 1925 and name HN ) ( residue 1925 and name HG## ) 5.00 3.20 0.50
assign ( residue 1907 and name HA ) ( residue 1910 and name HB ) 4.00 2.20 0.00
assign ( residue 1908 and name HA ) ( residue 1911 and name HB ) 5.00 3.20 0.00
assign ( residue 1909 and name HA ) ( residue 1912 and name HB ) 4.00 2.20 0.00
assign ( residue 1912 and name HA ) ( residue 1915 and name HB# ) 4.00 2.20 0.00
assign ( residue 1914 and name HA ) ( residue 1917 and name HB# ) 4.00 2.20 0.00
assign ( residue 1915 and name HA ) ( residue 1918 and name HB# ) 4.00 2.20 0.00
assign ( residue 1916 and name HA ) ( residue 1919 and name HB# ) 4.00 2.20 0.00
assign ( residue 1917 and name HA ) ( residue 1920 and name HB# ) 4.00 2.20 0.00
assign ( residue 1910 and name HA ) ( residue 1913 and name HB# ) 4.00 2.20 0.00
assign ( residue 1911 and name HA ) ( residue 1914 and name HB# ) 4.00 2.20 0.00
assign ( residue 1913 and name HA ) ( residue 1916 and name HB# ) 4.00 2.20 0.00
assign ( residue 1918 and name HA ) ( residue 1921 and name HB# ) 4.00 2.20 0.00
assign ( residue 1908 and name HA ) ( residue 1911 and name HN ) 4.00 2.20 0.00

assign ( residue 1909 and name HA ) ( residue 1912 and name HN ) 4.00 2.20 0.00
assign ( residue 1911 and name HA ) ( residue 1914 and name HN ) 4.00 2.20 0.00
assign ( residue 1912 and name HA ) ( residue 1915 and name HN ) 4.00 2.20 0.00
assign ( residue 1913 and name HA ) ( residue 1916 and name HN ) 4.00 2.20 0.00
assign ( residue 1916 and name HA ) ( residue 1919 and name HN ) 4.00 2.20 0.00
assign ( residue 1917 and name HA ) ( residue 1920 and name HN ) 4.00 2.20 0.00
assign ( residue 1907 and name HA ) ( residue 1910 and name HN ) 4.00 2.20 0.00
assign ( residue 1910 and name HA ) ( residue 1913 and name HN ) 4.00 2.20 0.00
assign ( residue 1914 and name HA ) ( residue 1917 and name HN ) 4.00 2.20 0.00
assign ( residue 1915 and name HA ) ( residue 1918 and name HN ) 4.00 2.20 0.00
assign ( residue 1918 and name HA ) ( residue 1921 and name HN ) 4.00 2.20 0.00

assign ( residue 1912 and name HD1# ) ( residue 1912 and name HG2# ) 4.00 2.20 0.40
assign ( residue 1912 and name HN ) ( residue 1912 and name HG2# ) 5.00 3.20 0.50
assign ( residue 1912 and name HD1# ) ( residue 1912 and name HG1# ) 4.00 2.20 0.40
assign ( residue 1912 and name HN ) ( residue 1912 and name HG1#) 5.00 3.20 0.50
assign ( residue 1911 and name HG## ) ( residue 1912 and name HA ) 5.00 3.20 0.50
assign ( residue 1912 and name HG## ) ( residue 1915 and name HA ) 5.00 3.20 0.50
assign ( residue 1912 and name HG2# ) ( residue 1912 and name HA ) 5.00 3.20 0.50
assign ( residue 1912 and name HG2# ) ( residue 1912 and name HB ') 3.00 1.20 0.30
assign ( residue 1912 and name HG2# ) ( residue 1912 and name HD#) 3.00 1.20 0.30
assign ( residue 1912 and name HG2# ) ( residue 1916 and name HN ) 5.00 3.20 0.50
assign ( residue 1912 and name HG2# ) ( residue 1913 and name HA ) 5.00 3.20 0.50
assign ( residue 1912 and name HG2# ) ( residue 1913 and name HN ) 5.00 3.20 0.50
assign ( residue 1912 and name HG1# ) ( residue 1912 and name HA ) 5.00 3.20 0.50
assign ( residue 1912 and name HG1# ) ( residue 1912 and name HB ) 5.00 3.20 0.50
assign ( residue 1912 and name HG1# ) ( residue 1912 and name HD#) 3.00 1.20 0.30
assign ( residue 1912 and name HG1# ) ( residue 1912 and name HG2# ) 4.00 2.20 0.40



TALOS Dihedral Angle Restraint File

Values derived using chemical shift index

assign (resid 81 and name C )
(resid 82 and name N )
(resid 82 and name CA )
(resid 82 and name C )
1.0 -59.000 142

assign (resid 82 and name N )
(resid 82 and name CA )
(resid 82 and name C)
(resid 83 and name N )
1.0 -39.000 18 2

assign (resid 82 and name C )
(resid 83 and name N )
(resid 83 and name CA )
(resid 83 and name C )
1.0 -61.000 102

assign (resid 83 and name N )
(resid 83 and name CA )
(resid 83 and name C)
(resid 84 and name N )
1.0 -42.000 122

assign (resid 83 and name C )
(resid 84 and name N )
(resid 84 and name CA )
(resid 84 and name C )
1.0 -64.000 122

assign (resid 84 and name N )
(resid 84 and name CA )
(resid 84 and name C)
(resid 85 and name N )
1.0 -42.000 8 2

assign (resid 84 and name C )
(resid 85 and name N )
(resid 85 and name CA )
(resid 85 and name C )
1.0 -63.000 122

assign (resid 85 and name N )
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(resid 85 and name CA )
(resid 85 and name C)
(resid 86 and name N )
1.0 -45.000 122

assign (resid 85 and name C )
(resid 86 and name N )
(resid 86 and name CA )
(resid 86 and name C )
1.0 -61.000 8 2

assign (resid 86 and name N )
(resid 86 and name CA )
(resid 86 and name C)
(resid 87 and name N )
1.0 -44.000 142

assign (resid 86 and name C )
(resid 87 and name N )
(resid 87 and name CA )
(resid 87 and name C )
1.0 -61.000 122

assign (resid 87 and name N )
(resid 87 and name CA )
(resid 87 and name C)
(resid 88 and name N )
1.0 -43.000 122

assign (resid 87 and name C )
(resid 88 and name N )
(resid 88 and name CA )
(resid 88 and name C )
1.0 -67.000 6 2

assign (resid 88 and name N )
(resid 88 and name CA )
(resid 88 and name C)
(resid 89 and name N )
1.0 -41.000 18 2

assign (resid 88 and name C )
(resid 89 and name N )
(resid 89 and name CA )
(resid 89 and name C )
1.0 -65.000 8 2
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assign (resid 89 and name N )
(resid 89 and name CA )
(resid 89 and name C)
(resid 90 and name N )
1.0 -43.000 6 2

assign (resid 89 and name C )
(resid 90 and name N )
(resid 90 and name CA )
(resid 90 and name C )
1.0 -64.000 14 2

assign (resid 90 and name N )
(resid 90 and name CA )
(resid 90 and name C)
(resid 91 and name N )
1.0 -39.000 16 2

assign (resid 90 and name C )
(resid 91 and name N )
(resid 91 and name CA)
(resid 91 and name C )
1.0 -70.000 18 2

assign (resid 91 and name N )
(resid 91 and name CA )
(resid 91 and name C)
(resid 92 and name N )
1.0 -32.000222

assign (resid 91 and name C )
(resid 92 and name N )
(resid 92 and name CA)
(resid 92 and name C )
1.0 -103.000 24 2

assign (resid 92 and name N )
(resid 92 and name CA )
(resid 92 and name C)
(resid 93 and name N )
1.0 5.000242

assign (resid 98 and name C )
(resid 99 and name N )
(resid 99 and name CA )
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(resid 99 and name C )
1.0 -127.000 34 2

assign (resid 99 and name N )
(resid 99 and name CA )
(resid 99 and name C)
(resid 100 and name N )
1.0 153.000 20 2

assign (resid 99 and name C )
(resid 100 and name N )
(resid 100 and name CA )
(resid 100 and name C )
1.0 -132.000222

assign (resid 100 and name N )
(resid 100 and name CA )
(resid 100 and name C)
(resid 101 and name N )
1.0 142.000 30 2

assign (resid 100 and name C )
(resid 101 and name N )
(resid 101 and name CA )
(resid 101 and name C )
1.0 -95.000 60 2

assign (resid 101 and name N )
(resid 101 and name CA )
(resid 101 and name C)
(resid 102 and name N )
1.0 123.000 44 2

assign (resid 101 and name C )
(resid 102 and name N )
(resid 102 and name CA )
(resid 102 and name C )
1.0 -59.000 122

assign (resid 102 and name N )
(resid 102 and name CA )
(resid 102 and name C)
(resid 103 and name N )
1.0 -40.000 24 2

assign (resid 102 and name C )
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(resid 103 and name N )
(resid 103 and name CA )
(resid 103 and name C )
1.0 -64.000 122

assign (resid 103 and name N )
(resid 103 and name CA )
(resid 103 and name C)
(resid 104 and name N )
1.0 -43.000 102

assign (resid 103 and name C )
(resid 104 and name N )
(resid 104 and name CA )
(resid 104 and name C )
1.0 -66.000 122

assign (resid 104 and name N )
(resid 104 and name CA )
(resid 104 and name C)
(resid 105 and name N )
1.0 -43.000 122

assign (resid 104 and name C )
(resid 105 and name N )
(resid 105 and name CA )
(resid 105 and name C )
1.0 -65.000 122

assign (resid 105 and name N )
(resid 105 and name CA )
(resid 105 and name C)
(resid 106 and name N )
1.0 -40.000 16 2

assign (resid 105 and name C )
(resid 106 and name N )
(resid 106 and name CA )
(resid 106 and name C )
1.0 -64.000 122

assign (resid 106 and name N )
(resid 106 and name CA )
(resid 106 and name C)
(resid 107 and name N )
1.0 -41.000 102
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