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Coupled 3D Spectra

From certain 3D spectra multiple couplings could be extracted. For example, we acquired an

HNCO{no H} spectrum without proton decoupling during t1 and t2. The resulting doublets

are separated in the 15N dimension by THN and in the 13C dimension by THC′ . The second

experiment we acquired was an HNCO{no Cα} without Cα decoupling. This gives TC′Cα in

the carbon dimension and TNCα in the nitrogen dimension. Since DNCα is very small due

to the relatively large distance and the low gyromagnetic ratios of the nuclei involved, we

did not use these couplings as constraints. As a third experiment we acquired an HNCA{no

H} without proton decoupling in the t1 evolution time, which yielded TCαHα in the carbon

dimension. We did not remove proton decoupling during t2 as this would introduce the

unwanted TNH coupling in the nitrogen dimension.
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Iterative Weighting

We devised an iterative approach to determine the relative scaling factor of RDCs and

PCSs. First, we fitted RDCs and PCSs separately to the structural model, and estimated

the associated error by the RMSD of experimental against back-calculated data. We then

used these RMSDs as scaling factors to simultaneously fit PCSs and RDCs to the model.

From this simultaneous fit, we again determined the RMSDs for PCSs and RDCs, and used

them as scaling factors for a new simultaneous fit. This cycle was repeated until the RMSDs

did not change any further, which was typically achieved after 3 to 5 iterations. The RMSDs

used for scaling converged to 44 ppb for PCSs and 4.6Hz for RDCs, yielding a relative scaling

factor of 105Hz ppm−1. We did not distinguish between different types of PCSs/RDCs due

to the lack of sufficient number of data in the N-terminal domain.

Due to paramagnetic broadening as well as structural noise it is conceivable that there is a

dependence of the uncertainty in PCS on the distance to the paramagnetic center. In the

case of structural noise small uncertainties in atom position lead to inaccuracies in the back-

calculated PCSs, and the magnitude of these inaccuracies will scale with the inverse third

power of the distance to the lanthanide. To check for such dependencies we have plotted the

difference between experimental and back-calculated PCSs as a function of the lanthanide

distance to the third inverse power (Fig. S1a). We have then binned these points in different

ranges and calculated the RMS of the deviations as a measure of the PCS uncertainty

in this region (Fig. S1b). Although there is a small trend of increasing uncertainty with

r−3
Ln discernible, we judged it as a minor contribution and therefore chose not to include a

distance-dependent weighting factor for the evaluation of PCSs.
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Figure S1: (a) Absolute deviation of experimental and back-calculated PCSs (∆δPCS) against
r−3
Ln . (b) RMS of ∆δPCS in given ranges of r−3

Ln . The step size was changed from 0.1 nm3 to
0.5 nm3 above 0.5 nm3 due to the scarcity of data. Uncertainties were calculated using
bootstrapping. Note that the last bin contains only two points, making its value highly
uncertain beyond what bootstrapping can capture.

Metal-Specific Tensors and Order Parameters

To compare the similarity of two susceptibility tensors, one can represent these tensors as

the vector χ of their five independent components (χ = (∆χax ∆χrh ∆χxy ∆χxz ∆χyz)
T).

Then one computes the normalized scalar products between two such vectors, which are

shown in Table S1. To investigate how the different metal tensors scale differently under

Table S1: Matrix of normalized scalar products of the ∆χ-tensors for the different lan-
thanides as determined from the fit to the N-terminal domain.

Dy Er Ho Tb Tm Yb

Dy 1.00 −0.62 0.89 0.58 −0.33 −0.92
Er −0.62 1.00 −0.84 −0.94 0.91 0.82
Ho 0.89 −0.84 1.00 0.86 −0.70 −0.94
Tb 0.58 −0.94 0.86 1.00 −0.92 −0.73
Tm −0.33 0.91 −0.70 −0.92 1.00 0.61
Yb −0.92 0.82 −0.94 −0.73 0.61 1.00
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dynamic conditions, we generated 1 000 000 ensembles with three uniformly random orien-

tations. We then averaged the different metal tensors using these three orientations and

calculated the order parameter S as the scaling factor of the tensor eigenvalues. Then, we

calculated pairwise ratios S1/S2 for each of the different metals. The distribution of these

ratios for all 1 000 000 random ensembles is shown in Fig. S2. As expected, the distribution

is narrower for pairs with similar tensors (e.g., Er/Tm), but even for very different tensors

it is rare to see order parameter ratios beyond 2 (e.g., 2% for Dy/Tm). Additionally, we

have constructed random ensembles with certain constraints and again looked at the ratio

of metal-specific order parameters to see whether higher ratios could be obtained this way.

First, we have constrained the three ensemble orientations to be random rotations about

one single (random) orientation, i.e. the rotation vector was the same for all three ensemble

members (Fig. S3b,e). Second, we have constrained this rotation vector further to be one of

the χ-tensors principal axes (Fig. S3c,f). Third, we have constructed six ensembles without

any random component as rotations about the principal axes with angles of {−30°, 0°, 30°}

(Fig. S3c,f, vertical lines). However, all these attempts yielded in more narrow distributions

of S-ratios around one compared to the fully random ensembles (Fig. S3a,d). This trend is

true both for pairs of tensors which are rather similar (Tm/Tb, Fig. S3a–c) as well as pairs

which are rather different (Tm/Dy, Fig. S3d–f).

Conformational Search

The conformational search was executed as a Monte Carlo torsional sampling of certain

bond torsion angles. We chose the two backbone dihedrals (ϕ, ψ) of the residues 76 to 81

in calmodulin’s linker region to be sampled in the search, which corresponds to the region

where Tjandra et al. have found increased mobility.2 Sampling a larger stretch of the linker

lead to distortions of the adjacent α-helices, so we limited the search to this relatively small

range of residues. Each sampling step changed a random selection of up to six of the afore-

mentioned torsion angles by up to 10°, followed by a minimization of the resulting structure.
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Figure S2: Distribution of order parameter ratios S1/S2 in ensembles of three uniformly
random orientations for all lanthanide combinations. The vertical lines indicate the experi-
mental values for CaM/Munc13-1 and CaM/IQ.1
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Figure S3: Distribution of order parameter ratios STm/STb in ensembles of (a) three uni-
formly random orientations, (b) three random rotations about a single random axis, and (c)
three random rotations about one of the χ tensor principal axes. The vertical lines in (c)
show the ratio for the set of rotations with angles {−30°, 0°, 30°}. (d), (e), and (f) are the
same plots for the order parameter ratios STm/SDy.
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The convergence criterion was set to a relatively large 1 kJmol−1 Å−1 as the minimization

was the computational bottleneck of the search. The main additional complication compared

to a standard conformational search was the presence of the peptide linker. The change in

torsion angles was done such that the N-terminal domain remained immobile, while the C-

terminal domain moved through space. We needed to ensure that the binding of Munc13-1

to its pocket in the C-terminal domain was not undone by this step, which was achieved by

adding a number of artificial distance constraints. A key residue in this binding is Munc’s

tryptophan 489, which is located inside of a hydrophobic pocket of calmodulin’s C-terminal

domain. We added constraints to 18 of calmodulin’s backbone atoms that were less than

8Å away from the central carbon atom Cδ2 of W489. These constraints were executed as

flat-bottom potential wells centered around the mean distance of the corresponding atoms

in the 20 structures of 2KDU, a half-width of the flat section of 1Å, and a force constant in

the outer part of 200 kJmol−1 Å−2. These constraints ensured that after altering the linker

torsion angles, W489 was pulled back into its binding pocket in the ensuing minimization

step, and distributing this stress onto 18 different atoms prevented a distortion of the binding

pocket. Another measure to preserve the original domain structure was constraining the two

hydrogen bonds in each domain’s section of antiparallel β-sheet. As an energy cutoff we used

3000 kJmol−1, which is twice the difference between the highest and lowest energy structure

in the 2KDU ensemble. We ran this conformational sampling with 9900 steps, starting from

each of the 20 structures from 2KDU. With approximately two thirds of the steps producing

a compatible geometry, we generated a total of 122 700 conformations of CaM/Munc13-1.

These served as a basic pool of conformations in the further analysis.

Homogeneous Coordinates

The relative orientation of the two domains and the necessary transformations were im-

plemented using homogeneous coordinates, which are a convenient way to simultaneously
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express translation and rotation. For regular three-dimensional coordinates translation is

expressed as vector addition and rotation as matrix multiplication. Consider a point P with

position vector p. Translation and rotations are computed as follows:

ptrans = p+ q, prot = Rp. (S1)

Where q is a translation vector and R a rotation matrix (i.e., RTR = 1 and |R| = 1).

However, it is not obvious how to pack these two operations into one, and homogeneous

coordinates provide a solution to this problem. They are generated by adding an additional

coordinate w, and for any point (x, y, z) the tuple (xw, yw, zw,w) is a set of homogeneous

coordinates of this point. Any choice of w refers to the same point, so it is typically set to 1.

In these coordinates, both translation and rotation can be expressed as matrix multiplication,

as is shown below:

phomo
trans =



1 0 0 qx

0 1 0 qy

0 0 1 qz

0 0 0 1





px

py

pz

1


=



qx + px

qy + py

qz + pz

1


, (S2)

phomo
rot =



0

R 0

0

0 0 0 1





px

py

pz

1


=


Rp

1


. (S3)

With this it is possible to compute a matrix representing two or more concatenated trans-

lations and rotations by simply taking the matrix product of the individual transformation

matrices. Using this formalism we expressed each conformation as a 4 × 4-matrix, which

described the transformation of the C-terminal domain of some reference structure (in our

case, 2BE6/B) to the desired location. The transformation matrix was found as the trans-
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formation that minimizes the distance RMSD between their backbone atoms (N, Cα, C′) of

residues 84 to 145, so both structures were represented as the collection of these atom posi-

tions. First, both the reference and the conformation were translated such that the mean of

all atom positions would lay in the origin, with the translation matrices Tref and Tconf . From

there it is a pure rotation R that transforms the reference into the conformation, which can

be found using the Kabsch algorithm.3 The total transformation matrix M is then found by

concatenating these three operations: M = T−1
confRTref . With these matrices and the knowl-

edge about a single reference structure, any interdomain orientation could be reconstructed.

As an additional feature of this formalism, it is possible to construct translation-invariant

vectors by setting the coordinate w to zero (i.e., (x, y, z, 0)T). This is useful if one has al-

ready computed internuclear vectors for RDCs within the C-terminal domain, which are only

affected by domain rotation, but not by domain translation.

Population Fitting: Constraints

The constraint that the sum of populations pi equals to one can be solved by adding an

additional, synthetic data point with a very high value (in our case 106) that is the same for

both the experimental as well as for all predicted data sets. The system of linear equations

then has the following matrix form:



x11 x12 · · · x1nens

x21 x22 · · · x2nens

...
... . . . ...

xndata1 xndata2 · · · xndatanens

106 106 · · · 106





p1

p2
...

pnens


=



xexp,1

xexp,1
...

xexp,ndata

106


. (S4)

It is easy to see that the equation for the last row in Eq. (S4) is equivalent to the constraint

of
∑
pi = 1, and due to the high value small deviations from this lead to a steep increase in

the minimization criterion (i.e., RMSD).
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Genetic Algorithm: Details

The new generation was constructed from the old population as follows: the best 5% are

transferred to the next generation unaltered. This procedure, commonly referred to as

elitism, ensures that the best fitness never worsens over multiple generations. Next, a frac-

tion of 20% of the old generation is selected at random as possible parents; however, the

probability for selection piparent depends on the individual’s fitness fi:

piparent ∝ exp− fi
f0

(S5)

This ensures that fitter individuals have a higher chances of generating offspring, but it also

allows certain poorer individuals to reproduce, which helps to prevent premature convergence

on local minima. The parameter f0 = 0.03 is a measure of how strongly the reproduction is

dependent on fitness.

The newly generated individuals can be a mixture of two parents, with the crossover prob-

ability pco = 0.5, or descend from a single parent. In the former case they will inherit a

subset of conformations from one parent and another subset from the other parent, where

the relative sizes of these subsets (i.e., the crossover point) is uniformly random. In the

case of a single parent all conformations will be inherited from this parent. For each new

individual, the parent(s) are chosen randomly and uniformly from the set of all possible

parents. In either case these offspring are subjected to mutation, where each conformation

has a probability of pmut = 0.1 to be exchanged with an arbitrary conformation from the

overall pool at random.

Most of the algorithm’s parameters were chosen based on reasonable guesses and not strictly

optimized. In trial runs we did not observe a strong dependence of the algorithm’s per-

formance on these parameters and therefore we decided not to conduct a more thorough

optimization. The parameter f0 was chosen based on what difference in f is significant (ap-

proximately 2σ, details see below). In preliminary runs we determined the optimal effective
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ensemble size neff
ens to be around 8 to 12, so we set the ensemble size nens, which acts as an

upper limit, to 20. The population size and the number of generations are limited by the

computational power, and we set both to 1000, which yielded a runtime in the order of an

hour. Finally, we ran 5994 independent repetitions of the genetic sampling (This seemingly

arbitrary number is a consequence of a fixed computing time of three days).

Pulse Sequences

τ1 τ1 τ1 τ1

τ2 τ2 ta2 tb2 tc2

t1

1H

y y −y y −y−x −x−x

15N

φ2 φ3

13C1

φ1

13C2

Gz

G1 G2 G3 G4 G4

Figure S4: HNCA/HNCO pulse sequence. Cycled phases are ϕ1 = (x,−x), ϕ2 = (x)2(−x)2,
ϕ3 = (x)4(−x)4, and ϕrec = (x,−x,−x, x)2. The INEPT delays were set to τ1 = 2.3ms
and τ2 = 12.4ms. The semi-constant time delays were ta2 = τ2 − t2τ2/t2,max, tb2 = t2(1/2 −
τ2/t2,max), and tc2 = τ2 + t2/2. For selective Cα and C′ excitation Gauss-cascade type shaped
pulses are used,4,5 and water suppression is achieved via a watergate block in the reverse-
INEPT period.6 For the HNCA, it is C1 =Cα and C2 =C′, and for the HNCA, it is C1 =C′

and C2 =Cα. The HNCO{no Cα} was acquired by omitting all pulses on Cα.
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τ1 τ1 τ1 τ1

τ2 τ2 ta2 tb2 tc2

t1

1H

y y −y y −y−x −x−x

15N

φ2 φ3

13Cα

φ1

13C′

Gz

G1 G2 G3 G4 G4

Figure S5: HNCA{no H} pulse sequence. All annotated parameters were identical to the
regular HNCA (Fig. S4).

τ1 τ1 τ1 τ1

τ2 τ2 τ1 τ1 ta2 tb2 tc2

t1

1H

y y −y y y −x −x−x

15N

y φ2 φ3 y

13C′
φ1

13Cα

Gz

G1 G2 G3 G4 G4

Figure S6: HNCO{no H} pulse sequence. All annotated parameters were identical to the
regular HNCO (Fig. S4).
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Data Collection

Most numerical and other digital data are too bulky to be printed, and are more conveniently

provided as compressed archive of data files. Please to open the archive, or access

it via the list of attachments of your pdf viewer.
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data_collection/assignment/Dy_shifts.txt

			Number			#			Resonance			Value (ppm)			SD			Chain			Isotope			Fig of Merit			Peaks			Details


			1			119			148LysN			127.25891			6.53492e-04			MS1:A			15N			1.00000			4			 


			2			120			148LysH			8.04107			5.71395e-04			MS1:A			1H			1.00000			4			 


			3			310			148LysCa			55.11345			0			MS1:A			13C			1.00000			1			 


			4			122			147AlaN			127.33197			0.00102			MS1:A			15N			1.00000			4			 


			5			121			147AlaH			7.86578			7.79313e-04			MS1:A			1H			1.00000			4			 


			6			283			147AlaCa			49.98529			0.00151			MS1:A			13C			1.00000			2			 


			7			165			147AlaC			174.35837			0			MS1:A			13C			1.00000			1			 


			8			118			146ThrN			108.87005			0.00154			MS1:A			15N			1.00000			4			 


			9			117			146ThrH			7.41410			9.10965e-04			MS1:A			1H			1.00000			4			 


			10			272			146ThrCa			59.43284			9.13823e-04			MS1:A			13C			1.00000			2			 


			11			196			146ThrC			171.70294			0			MS1:A			13C			1.00000			1			 


			12			116			145MetN			112.64478			3.70438e-04			MS1:A			15N			1.00000			4			 


			13			115			145MetH			7.22106			9.55707e-04			MS1:A			1H			1.00000			4			 


			14			274			145MetCa			52.30267			0.00469			MS1:A			13C			1.00000			2			 


			15			188			145MetC			174.96522			0			MS1:A			13C			1.00000			1			 


			16			114			144MetN			117.19000			0.00130			MS1:A			15N			1.00000			4			 


			17			113			144MetH			7.32800			4.91932e-04			MS1:A			1H			1.00000			4			 


			18			268			144MetCa			53.71087			0.00155			MS1:A			13C			1.00000			2			 


			19			190			144MetC			174.07644			0			MS1:A			13C			1.00000			1			 


			20			112			143GlnN			119.46023			0.00117			MS1:A			15N			1.00000			4			 


			21			111			143GlnH			7.70212			3.81604e-04			MS1:A			1H			1.00000			4			 


			22			332			143GlnCa			56.29749			0.00180			MS1:A			13C			1.00000			2			 


			23			184			143GlnC			175.19476			0			MS1:A			13C			1.00000			1			 


			24			110			142ValN			118.75797			3.42644e-04			MS1:A			15N			1.00000			4			 


			25			109			142ValH			8.55152			3.09267e-04			MS1:A			1H			1.00000			4			 


			26			302			142ValCa			64.21495			0.00219			MS1:A			13C			1.00000			2			 


			27			241			142ValC			176.91837			0			MS1:A			13C			1.00000			1			 


			28			108			141PheN			124.18174			0.00188			MS1:A			15N			1.00000			4			 


			29			162			141PheH			8.42010			0.00118			MS1:A			1H			1.00000			4			 


			30			295			141PheCa			58.99254			0.00132			MS1:A			13C			1.00000			2			 


			31			214			141PheC			173.54992			0			MS1:A			13C			1.00000			1			 


			32			107			140GluN			119.95274			6.87171e-04			MS1:A			15N			1.00000			4			 


			33			106			140GluH			8.63493			7.51766e-04			MS1:A			1H			1.00000			4			 


			34			291			140GluCa			55.93868			0.01414			MS1:A			13C			1.00000			2			 


			35			208			140GluC			176.61054			0			MS1:A			13C			1.00000			1			 


			36			105			139GluN			118.58941			7.91991e-04			MS1:A			15N			1.00000			4			 


			37			104			139GluH			8.01724			0.00116			MS1:A			1H			1.00000			4			 


			38			307			139GluCa			57.58010			0.00322			MS1:A			13C			1.00000			2			 


			39			204			139GluC			177.50227			0			MS1:A			13C			1.00000			1			 


			40			103			138TyrN			118.62253			8.12966e-04			MS1:A			15N			1.00000			4			 


			41			102			138TyrH			8.29889			7.30411e-04			MS1:A			1H			1.00000			4			 


			42			267			138TyrCa			59.59934			0.00415			MS1:A			13C			1.00000			2			 


			43			219			138TyrC			173.34290			0			MS1:A			13C			1.00000			1			 


			44			101			137AsnN			129.34389			3.28352e-04			MS1:A			15N			1.00000			4			 


			45			100			137AsnH			9.48024			5.58664e-04			MS1:A			1H			1.00000			4			 


			46			319			137AsnCa			48.29422			4.94053e-04			MS1:A			13C			1.00000			2			 


			47			183			137AsnC			171.99695			0			MS1:A			13C			1.00000			1			 


			48			99			136ValN			125.38163			0.00151			MS1:A			15N			1.00000			4			 


			49			93			136ValH			9.07094			7.40265e-04			MS1:A			1H			1.00000			4			 


			50			278			136ValCa			59.05927			0.01341			MS1:A			13C			1.00000			2			 


			51			227			136ValC			173.11916			0			MS1:A			13C			1.00000			1			 


			52			98			135GlnN			114.84633			0.00136			MS1:A			15N			1.00000			4			 


			53			97			135GlnH			7.87945			5.54843e-04			MS1:A			1H			1.00000			4			 


			54			251			135GlnCa			50.65900			0.00171			MS1:A			13C			1.00000			2			 


			55			194			135GlnC			172.27067			0			MS1:A			13C			1.00000			1			 


			56			96			134GlyN			112.72562			0.00290			MS1:A			15N			1.00000			4			 


			57			95			134GlyH			10.25478			6.41172e-04			MS1:A			1H			1.00000			4			 


			58			285			134GlyCa			43.02900			0.00177			MS1:A			13C			1.00000			2			 


			59			169			134GlyC			169.96406			0			MS1:A			13C			1.00000			1			 


			60			94			133AspN			121.07243			0.00333			MS1:A			15N			1.00000			4			 


			61			92			133AspH			8.33912			4.99488e-04			MS1:A			1H			1.00000			4			 


			62			275			133AspCa			50.98435			0.00385			MS1:A			13C			1.00000			2			 


			63			198			133AspC			174.83272			0			MS1:A			13C			1.00000			1			 


			64			91			132GlyN			108.79665			0.00253			MS1:A			15N			1.00000			4			 


			65			90			132GlyH			7.59424			4.86707e-04			MS1:A			1H			1.00000			4			 


			66			280			132GlyCa			44.79973			3.00579e-04			MS1:A			13C			1.00000			2			 


			67			191			132GlyC			172.70084			0			MS1:A			13C			1.00000			1			 


			68			89			131AspN			116.61910			0.00643			MS1:A			15N			1.00000			4			 


			69			88			131AspH			8.33832			0.00133			MS1:A			1H			1.00000			4			 


			70			326			131AspCa			51.32632			2.59941e-04			MS1:A			13C			1.00000			2			 


			71			195			131AspC			175.56978			0			MS1:A			13C			1.00000			1			 


			72			87			130IleN			127.84151			6.54586e-04			MS1:A			15N			1.00000			4			 


			73			86			130IleH			8.14848			4.45384e-04			MS1:A			1H			1.00000			4			 


			74			298			130IleCa			60.75533			0.00107			MS1:A			13C			1.00000			2			 


			75			234			130IleC			175.32400			0			MS1:A			13C			1.00000			1			 


			76			85			129AspN			117.76692			0.00261			MS1:A			15N			1.00000			4			 


			77			84			129AspH			7.81720			5.55035e-04			MS1:A			1H			1.00000			4			 


			78			254			129AspCa			51.53672			0.00614			MS1:A			13C			1.00000			2			 


			79			211			129AspC			172.89885			0			MS1:A			13C			1.00000			1			 


			80			83			128AlaN			116.74576			0.00149			MS1:A			15N			1.00000			4			 


			81			82			128AlaH			7.15039			4.36586e-04			MS1:A			1H			1.00000			4			 


			82			306			128AlaCa			49.08004			2.87761e-04			MS1:A			13C			1.00000			2			 


			83			171			128AlaC			174.93970			0			MS1:A			13C			1.00000			1			 


			84			81			127GluN			115.65507			0.00209			MS1:A			15N			1.00000			4			 


			85			80			127GluH			8.24616			6.47082e-04			MS1:A			1H			1.00000			4			 


			86			258			127GluCa			56.12234			0.00168			MS1:A			13C			1.00000			2			 


			87			218			127GluC			174.61428			0			MS1:A			13C			1.00000			1			 


			88			79			126ArgN			117.35124			6.20985e-04			MS1:A			15N			1.00000			4			 


			89			78			126ArgH			8.41592			8.67351e-04			MS1:A			1H			1.00000			4			 


			90			321			126ArgCa			57.12337			0.00165			MS1:A			13C			1.00000			2			 


			91			175			126ArgC			176.59528			0			MS1:A			13C			1.00000			1			 


			92			77			125IleN			119.83743			1.52725e-04			MS1:A			15N			1.00000			4			 


			93			76			125IleH			7.79438			8.15230e-04			MS1:A			1H			1.00000			4			 


			94			250			125IleCa			60.25680			4.61669e-04			MS1:A			13C			1.00000			2			 


			95			229			125IleC			174.24417			0			MS1:A			13C			1.00000			1			 


			96			75			124MetN			118.68295			7.46211e-04			MS1:A			15N			1.00000			4			 


			97			74			124MetH			7.66740			0.00110			MS1:A			1H			1.00000			4			 


			98			324			124MetCa			58.34313			0.00191			MS1:A			13C			1.00000			2			 


			99			168			124MetC			177.19279			0			MS1:A			13C			1.00000			1			 


			100			73			123GluN			119.80708			9.07361e-04			MS1:A			15N			1.00000			4			 


			101			72			123GluH			8.11899			5.51074e-04			MS1:A			1H			1.00000			4			 


			102			318			123GluCa			55.06825			0			MS1:A			13C			1.00000			1			 


			103			317			123GluCa			56.70183			0.00357			MS1:A			13C			1.00000			2			 


			104			232			123GluC			175.75701			0			MS1:A			13C			1.00000			1			 


			105			71			122AspN			120.25780			0.00206			MS1:A			15N			1.00000			4			 


			106			70			122AspH			8.10934			0.00154			MS1:A			1H			1.00000			4			 


			107			284			122AspCa			55.05574			0			MS1:A			13C			1.00000			1			 


			108			226			122AspC			176.46414			0			MS1:A			13C			1.00000			1			 


			109			69			121ValN			122.26973			0.00210			MS1:A			15N			1.00000			4			 


			110			68			121ValH			7.92869			7.86449e-04			MS1:A			1H			1.00000			4			 


			111			323			121ValCa			64.28972			0.00364			MS1:A			13C			1.00000			2			 


			112			197			121ValC			174.77278			0			MS1:A			13C			1.00000			1			 


			113			67			120GluN			120.74888			6.31111e-04			MS1:A			15N			1.00000			3			 


			114			66			120GluH			7.71417			6.81858e-04			MS1:A			1H			1.00000			3			 


			115			256			120GluCa			56.91619			0.01461			MS1:A			13C			1.00000			2			 


			116			231			120GluC			177.43823			0			MS1:A			13C			1.00000			1			 


			117			65			119GluN			119.44609			0.00208			MS1:A			15N			1.00000			4			 


			118			64			119GluH			8.57466			5.71584e-04			MS1:A			1H			1.00000			4			 


			119			266			119GluCa			57.24754			0			MS1:A			13C			1.00000			1			 


			120			173			119GluC			176.51579			0			MS1:A			13C			1.00000			1			 


			121			63			118AspN			121.48549			0.00197			MS1:A			15N			1.00000			4			 


			122			62			118AspH			8.87969			9.38286e-04			MS1:A			1H			1.00000			4			 


			123			308			118AspCa			55.28925			0.01017			MS1:A			13C			1.00000			2			 


			124			182			118AspC			176.05355			0			MS1:A			13C			1.00000			1			 


			125			61			117ThrN			114.48185			7.07241e-04			MS1:A			15N			1.00000			4			 


			126			60			117ThrH			9.16123			4.51996e-04			MS1:A			1H			1.00000			4			 


			127			276			117ThrCa			58.21993			0.00168			MS1:A			13C			1.00000			2			 


			128			220			117ThrC			172.91028			0			MS1:A			13C			1.00000			1			 


			129			59			116LeuN			124.67139			0.00141			MS1:A			15N			1.00000			4			 


			130			58			116LeuH			8.01431			4.35450e-04			MS1:A			1H			1.00000			4			 


			131			288			116LeuCa			51.53351			0.00170			MS1:A			13C			1.00000			2			 


			132			192			116LeuC			175.51366			0			MS1:A			13C			1.00000			1			 


			133			57			115LysN			124.56161			3.31690e-04			MS1:A			15N			1.00000			3			 


			134			56			115LysH			8.61460			6.07273e-04			MS1:A			1H			1.00000			3			 


			135			325			115LysCa			52.42027			0.04844			MS1:A			13C			1.00000			2			 


			136			201			115LysC			172.60121			0			MS1:A			13C			1.00000			1			 


			137			55			114GluN			119.42943			0.00591			MS1:A			15N			1.00000			4			 


			138			54			114GluH			7.71198			6.55471e-04			MS1:A			1H			1.00000			4			 


			139			247			114GluCa			52.54305			0			MS1:A			13C			1.00000			1			 


			140			233			114GluC			172.95234			0			MS1:A			13C			1.00000			1			 


			141			53			113GlyN			107.52188			0.00529			MS1:A			15N			1.00000			4			 


			142			52			113GlyH			7.76854			5.11480e-04			MS1:A			1H			1.00000			4			 


			143			304			113GlyCa			42.88588			0.00109			MS1:A			13C			1.00000			2			 


			144			166			113GlyC			171.95156			0			MS1:A			13C			1.00000			1			 


			145			51			112LeuN			118.02012			0.00153			MS1:A			15N			1.00000			4			 


			146			50			112LeuH			7.77955			4.85258e-04			MS1:A			1H			1.00000			4			 


			147			314			112LeuCa			52.17544			0.00494			MS1:A			13C			1.00000			2			 


			148			216			112LeuC			174.34932			0			MS1:A			13C			1.00000			1			 


			149			49			111AsnN			123.04751			0.00549			MS1:A			15N			1.00000			4			 


			150			48			111AsnH			7.90628			0.00113			MS1:A			1H			1.00000			4			 


			151			255			111AsnCa			53.35327			0.00166			MS1:A			13C			1.00000			2			 


			152			245			111AsnC			174.02390			0			MS1:A			13C			1.00000			1			 


			153			47			110ThrN			116.00048			7.87313e-04			MS1:A			15N			1.00000			4			 


			154			46			110ThrH			8.02187			5.64187e-04			MS1:A			1H			1.00000			4			 


			155			292			110ThrCa			63.93119			0.00153			MS1:A			13C			1.00000			2			 


			156			172			110ThrC			175.62182			0			MS1:A			13C			1.00000			1			 


			157			45			109MetN			115.64113			0.00247			MS1:A			15N			1.00000			4			 


			158			44			109MetH			8.35029			7.26291e-04			MS1:A			1H			1.00000			4			 


			159			305			109MetCa			54.66679			0.00775			MS1:A			13C			1.00000			2			 


			160			205			109MetC			176.44115			0			MS1:A			13C			1.00000			1			 


			161			43			108ValN			120.03574			0.00726			MS1:A			15N			1.00000			4			 


			162			42			108ValH			8.32172			5.94403e-04			MS1:A			1H			1.00000			4			 


			163			270			108ValCa			63.89872			0.00386			MS1:A			13C			1.00000			2			 


			164			217			108ValC			175.38852			0			MS1:A			13C			1.00000			1			 


			165			41			107HisN			119.30674			0.00241			MS1:A			15N			1.00000			3			 


			166			40			107HisH			7.71445			5.07586e-04			MS1:A			1H			1.00000			3			 


			167			331			107HisCa			57.17892			0.00262			MS1:A			13C			1.00000			2			 


			168			186			107HisC			175.11648			0			MS1:A			13C			1.00000			1			 


			169			39			106ArgN			118.19935			0.00412			MS1:A			15N			1.00000			4			 


			170			38			106ArgH			8.59588			0.00133			MS1:A			1H			1.00000			4			 


			171			273			106ArgCa			57.21161			0			MS1:A			13C			1.00000			1			 


			172			244			106ArgC			176.07994			0			MS1:A			13C			1.00000			1			 


			173			37			105LeuN			120.67923			8.25241e-04			MS1:A			15N			1.00000			4			 


			174			36			105LeuH			8.50951			8.46925e-04			MS1:A			1H			1.00000			4			 


			175			264			105LeuCa			55.30187			0.00575			MS1:A			13C			1.00000			2			 


			176			189			105LeuC			175.60066			0			MS1:A			13C			1.00000			1			 


			177			35			104GluN			120.05608			0.00344			MS1:A			15N			1.00000			4			 


			178			34			104GluH			7.86487			0.00119			MS1:A			1H			1.00000			4			 


			179			269			104GluCa			56.77948			0.00392			MS1:A			13C			1.00000			2			 


			180			180			104GluC			176.21376			0			MS1:A			13C			1.00000			1			 


			181			33			103AlaN			118.57218			4.44390e-04			MS1:A			15N			1.00000			4			 


			182			161			103AlaH			8.23820			7.14047e-04			MS1:A			1H			1.00000			4			 


			183			282			103AlaCa			52.52371			0.00239			MS1:A			13C			1.00000			2			 


			184			185			103AlaC			178.81967			0			MS1:A			13C			1.00000			1			 


			185			32			102AlaN			123.19955			8.75100e-04			MS1:A			15N			1.00000			3			 


			186			31			102AlaH			9.24112			9.59843e-04			MS1:A			1H			1.00000			3			 


			187			303			102AlaCa			53.31914			0.02375			MS1:A			13C			1.00000			2			 


			188			243			102AlaC			176.53368			0			MS1:A			13C			1.00000			1			 


			189			30			101SerN			123.68150			0.00308			MS1:A			15N			1.00000			4			 


			190			29			101SerH			8.86423			6.26798e-04			MS1:A			1H			1.00000			4			 


			191			257			101SerCa			52.94311			0			MS1:A			13C			1.00000			1			 


			192			215			101SerC			172.75456			0			MS1:A			13C			1.00000			1			 


			193			28			100IleN			127.27338			0.00115			MS1:A			15N			1.00000			4			 


			194			27			100IleH			10.19681			5.68579e-04			MS1:A			1H			1.00000			4			 


			195			322			100IleCa			58.62900			0.00379			MS1:A			13C			1.00000			2			 


			196			174			100IleC			172.94236			0			MS1:A			13C			1.00000			1			 


			197			26			99TyrN			116.26734			0.00200			MS1:A			15N			1.00000			4			 


			198			25			99TyrH			7.59516			4.58893e-04			MS1:A			1H			1.00000			4			 


			199			315			99TyrCa			53.32828			0.00236			MS1:A			13C			1.00000			2			 


			200			230			99TyrC			171.97748			0			MS1:A			13C			1.00000			1			 


			201			24			98GlyN			112.98782			0.00186			MS1:A			15N			1.00000			4			 


			202			23			98GlyH			10.70068			2.52285e-04			MS1:A			1H			1.00000			4			 


			203			249			98GlyCa			42.12104			0.00367			MS1:A			13C			1.00000			2			 


			204			224			98GlyC			170.03920			0			MS1:A			13C			1.00000			1			 


			205			22			97AsnN			119.93803			0.00168			MS1:A			15N			1.00000			4			 


			206			21			97AsnH			8.32886			6.26095e-04			MS1:A			1H			1.00000			4			 


			207			330			97AsnCa			50.07233			8.05259e-04			MS1:A			13C			1.00000			2			 


			208			167			97AsnC			173.21557			0			MS1:A			13C			1.00000			1			 


			209			20			96GlyN			109.57251			0.00606			MS1:A			15N			1.00000			4			 


			210			19			96GlyH			7.80099			4.59510e-04			MS1:A			1H			1.00000			4			 


			211			320			96GlyCa			44.39780			7.59566e-04			MS1:A			13C			1.00000			2			 


			212			246			96GlyC			172.46377			0			MS1:A			13C			1.00000			1			 


			213			18			95AspN			114.09226			0.00607			MS1:A			15N			1.00000			4			 


			214			160			95AspH			8.30811			0.00143			MS1:A			1H			1.00000			4			 


			215			286			95AspCa			50.46147			0.00146			MS1:A			13C			1.00000			2			 


			216			228			95AspC			175.12771			0			MS1:A			13C			1.00000			1			 


			217			17			94LysN			124.62139			0.00239			MS1:A			15N			1.00000			4			 


			218			159			94LysH			7.31851			7.18718e-04			MS1:A			1H			1.00000			4			 


			219			271			94LysCa			56.64251			0.00280			MS1:A			13C			1.00000			2			 


			220			199			94LysC			175.66259			0			MS1:A			13C			1.00000			1			 


			221			16			93AspN			114.95060			4.70779e-04			MS1:A			15N			1.00000			4			 


			222			15			93AspH			7.77805			5.35000e-04			MS1:A			1H			1.00000			4			 


			223			296			93AspCa			48.96421			4.14134e-04			MS1:A			13C			1.00000			2			 


			224			187			93AspC			174.57265			0			MS1:A			13C			1.00000			1			 


			225			14			92PheN			115.30378			0.00199			MS1:A			15N			1.00000			4			 


			226			13			92PheH			7.08596			4.22485e-04			MS1:A			1H			1.00000			4			 


			227			287			92PheCa			58.05077			0.00343			MS1:A			13C			1.00000			2			 


			228			209			92PheC			173.55071			0			MS1:A			13C			1.00000			1			 


			229			12			91ValN			118.11391			0.00392			MS1:A			15N			1.00000			4			 


			230			11			91ValH			7.29188			9.85719e-04			MS1:A			1H			1.00000			4			 


			231			299			91ValCa			62.97145			0.00110			MS1:A			13C			1.00000			2			 


			232			200			91ValC			174.30095			0			MS1:A			13C			1.00000			1			 


			233			10			90ArgN			114.85428			0.00202			MS1:A			15N			1.00000			4			 


			234			9			90ArgH			7.55298			8.46117e-04			MS1:A			1H			1.00000			4			 


			235			260			90ArgCa			55.93457			0.00399			MS1:A			13C			1.00000			2			 


			236			212			90ArgC			174.74743			0			MS1:A			13C			1.00000			1			 


			237			8			89PheN			119.43997			0.00290			MS1:A			15N			1.00000			4			 


			238			7			89PheH			8.75765			1.86757e-04			MS1:A			1H			1.00000			4			 


			239			297			89PheCa			59.94272			0.00363			MS1:A			13C			1.00000			2			 


			240			177			89PheC			173.71323			0			MS1:A			13C			1.00000			1			 


			241			6			88AlaN			120.46755			0.00206			MS1:A			15N			1.00000			3			 


			242			5			88AlaH			8.20871			5.72425e-04			MS1:A			1H			1.00000			3			 


			243			265			88AlaCa			52.54929			0.00239			MS1:A			13C			1.00000			2			 


			244			210			88AlaC			176.77986			0			MS1:A			13C			1.00000			1			 


			245			181			87GluC			176.61917			0			MS1:A			13C			1.00000			1			 


			246			4			86ArgN			121.78981			0.02103			MS1:A			15N			1.00000			4			 


			247			3			86ArgH			8.31282			0.00423			MS1:A			1H			1.00000			4			 


			248			290			86ArgCa			57.44610			0			MS1:A			13C			1.00000			1			 


			249			2			85IleN			120.14969			0.00287			MS1:A			15N			1.00000			3			 


			250			1			85IleH			7.91963			0.00275			MS1:A			1H			1.00000			3			 


			251			279			85IleCa			63.32298			0.02218			MS1:A			13C			1.00000			2			 


			252			203			85IleC			175.37832			0			MS1:A			13C			1.00000			1			 


			253			240			84GluC			176.42023			0			MS1:A			13C			1.00000			1			 


			254			124			77LysN			120.59352			0.00187			MS1:A			15N			1.00000			3			 


			255			123			77LysH			7.97744			7.44398e-04			MS1:A			1H			1.00000			3			 


			256			300			77LysCa			54.29829			0			MS1:A			13C			1.00000			1			 


			257			126			76MetN			118.27826			0.00379			MS1:A			15N			1.00000			4			 


			258			125			76MetH			8.04642			0.00222			MS1:A			1H			1.00000			4			 


			259			329			76MetCa			54.10110			0			MS1:A			13C			1.00000			1			 


			260			213			76MetC			174.21396			0			MS1:A			13C			1.00000			1			 


			261			328			75LysCa			54.82467			0			MS1:A			13C			1.00000			1			 


			262			242			75LysC			175.32417			0			MS1:A			13C			1.00000			1			 


			268			147			47GluN			117.70911			0.00911			MS1:A			15N			1.00000			4			 


			269			163			47GluH			6.60823			0.00582			MS1:A			1H			1.00000			4			 


			270			294			47GluCa			54.96609			0			MS1:A			13C			1.00000			1			 


			271			146			46AlaN			120.09830			0.00263			MS1:A			15N			1.00000			4			 


			272			145			46AlaH			7.66718			1.27302e-04			MS1:A			1H			1.00000			4			 


			273			327			46AlaCa			52.06503			0.00461			MS1:A			13C			1.00000			2			 


			274			207			46AlaC			176.75050			0			MS1:A			13C			1.00000			1			 


			275			144			45GluN			119.39145			0.00409			MS1:A			15N			1.00000			4			 


			276			143			45GluH			7.78610			3.68291e-04			MS1:A			1H			1.00000			4			 


			277			262			45GluCa			56.01353			0.00238			MS1:A			13C			1.00000			2			 


			278			235			45GluC			175.21806			0			MS1:A			13C			1.00000			1			 


			279			141			44ThrN			111.63576			0.00609			MS1:A			15N			1.00000			4			 


			280			142			44ThrH			7.43845			0.00132			MS1:A			1H			1.00000			4			 


			281			289			44ThrCa			56.65613			0.00279			MS1:A			13C			1.00000			2			 


			282			179			44ThrC			171.00196			0			MS1:A			13C			1.00000			1			 


			283			334			43ProCa			57.95925			0			MS1:A			13C			1.00000			1			 


			284			202			43ProC			173.48790			0			MS1:A			13C			1.00000			1			 


			285			156			42AsnN			114.96930			0.00166			MS1:A			15N			1.00000			4			 


			286			155			42AsnH			7.35079			0.00150			MS1:A			1H			1.00000			4			 


			287			316			42AsnCa			47.24923			0			MS1:A			13C			1.00000			1			 


			288			154			41GlnN			116.89691			0.00953			MS1:A			15N			1.00000			4			 


			289			153			41GlnH			6.15789			0.00258			MS1:A			1H			1.00000			4			 


			290			259			41GlnCa			50.21001			0.00738			MS1:A			13C			1.00000			2			 


			291			225			41GlnC			170.08918			0			MS1:A			13C			1.00000			1			 


			292			152			40GlyN			105.59545			0.00446			MS1:A			15N			1.00000			4			 


			293			151			40GlyH			6.39181			0.00168			MS1:A			1H			1.00000			4			 


			294			312			40GlyCa			41.67642			4.19222e-04			MS1:A			13C			1.00000			2			 


			295			176			40GlyC			170.42833			0			MS1:A			13C			1.00000			1			 


			296			311			39LeuCa			50.32916			0			MS1:A			13C			1.00000			1			 


			297			222			39LeuC			173.50306			0			MS1:A			13C			1.00000			1			 


			298			150			38SerN			116.85695			0.01137			MS1:A			15N			1.00000			3			 


			299			158			38SerH			5.82511			0.00236			MS1:A			1H			1.00000			3			 


			300			281			38SerCa			57.21117			0			MS1:A			13C			1.00000			1			 


			301			239			37ArgC			176.93533			0			MS1:A			13C			1.00000			1			 


			302			140			10AlaN			122.37146			0.00911			MS1:A			15N			1.00000			3			 


			303			139			10AlaH			9.17101			0.00198			MS1:A			1H			1.00000			3			 


			304			301			10AlaCa			53.90433			0			MS1:A			13C			1.00000			1			 


			305			138			9IleN			120.80029			0.00204			MS1:A			15N			1.00000			4			 


			306			137			9IleH			9.64027			8.47450e-04			MS1:A			1H			1.00000			4			 


			307			261			9IleCa			65.42033			0			MS1:A			13C			1.00000			1			 


			308			238			9IleC			176.77242			0			MS1:A			13C			1.00000			1			 


			309			136			8GlnN			121.34664			0.00167			MS1:A			15N			1.00000			3			 


			310			135			8GlnH			8.58645			0.00579			MS1:A			1H			1.00000			3			 


			311			248			8GlnCa			56.87481			0.03054			MS1:A			13C			1.00000			2			 


			312			178			8GlnC			176.52183			0			MS1:A			13C			1.00000			1			 


			313			134			7GluN			120.33543			6.06156e-04			MS1:A			15N			1.00000			3			 


			314			133			7GluH			9.50490			4.01123e-04			MS1:A			1H			1.00000			3			 


			315			263			7GluCa			58.19405			0			MS1:A			13C			1.00000			1			 


			316			237			7GluC			177.41418			0			MS1:A			13C			1.00000			1			 


			317			132			6GluN			121.48137			0.00228			MS1:A			15N			1.00000			3			 


			318			131			6GluH			9.93869			1.18647e-04			MS1:A			1H			1.00000			3			 


			319			313			6GluCa			58.53384			0			MS1:A			13C			1.00000			1			 


			320			236			6GluC			177.74057			0			MS1:A			13C			1.00000			1			 


			321			127			5ThrN			114.12482			0.00228			MS1:A			15N			1.00000			4			 


			322			157			5ThrH			9.67554			6.88179e-04			MS1:A			1H			1.00000			4			 


			323			293			5ThrCa			58.72522			0			MS1:A			13C			1.00000			1			 


			324			223			5ThrC			173.94042			0			MS1:A			13C			1.00000			1			 


			325			164			4LeuN			124.32139			0.00221			MS1:A			15N			1.00000			4			 


			326			130			4LeuH			9.70001			9.00628e-04			MS1:A			1H			1.00000			4			 


			327			309			4LeuCa			52.97738			0.00596			MS1:A			13C			1.00000			2			 


			328			206			4LeuC			176.17689			0			MS1:A			13C			1.00000			1			 


			329			129			3GlnN			120.70326			0.00232			MS1:A			15N			1.00000			4			 


			330			128			3GlnH			9.24224			4.18674e-04			MS1:A			1H			1.00000			4			 


			331			277			3GlnCa			53.90625			0.00253			MS1:A			13C			1.00000			2			 


			332			221			3GlnC			174.01871			0			MS1:A			13C			1.00000			1			 


			333			333			2AspCa			53.00604			0			MS1:A			13C			1.00000			1			 


			334			193			2AspC			174.03781			0			MS1:A			13C			1.00000			1			 
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			1			120			148LysN			127.20950			4.40759e-04			MS1:A			15N			1.00000			4			 


			2			122			148LysH			7.99175			2.88663e-05			MS1:A			1H			1.00000			4			 


			3			286			148LysCa			55.05894			0			MS1:A			13C			1.00000			1			 


			4			124			147AlaN			127.32842			0.00101			MS1:A			15N			1.00000			4			 


			5			123			147AlaH			7.84053			1.34587e-04			MS1:A			1H			1.00000			4			 


			6			308			147AlaCa			49.96020			0.00152			MS1:A			13C			1.00000			2			 


			7			222			147AlaC			174.32805			0			MS1:A			13C			1.00000			1			 


			8			119			146ThrN			108.88481			0.00124			MS1:A			15N			1.00000			4			 


			9			118			146ThrH			7.41057			4.63742e-04			MS1:A			1H			1.00000			4			 


			10			302			146ThrCa			59.42047			0.00295			MS1:A			13C			1.00000			2			 


			11			212			146ThrC			171.67238			0			MS1:A			13C			1.00000			1			 


			12			117			145MetN			112.66447			9.27730e-04			MS1:A			15N			1.00000			4			 


			13			116			145MetH			7.23388			1.52517e-04			MS1:A			1H			1.00000			4			 


			14			356			145MetCa			52.30349			0.00162			MS1:A			13C			1.00000			2			 


			15			206			145MetC			174.99098			0			MS1:A			13C			1.00000			1			 


			16			115			144MetN			117.19820			0.00238			MS1:A			15N			1.00000			4			 


			17			114			144MetH			7.33435			2.88129e-04			MS1:A			1H			1.00000			4			 


			18			368			144MetCa			53.71258			0.00268			MS1:A			13C			1.00000			2			 


			19			259			144MetC			174.05551			0			MS1:A			13C			1.00000			1			 


			20			113			143GlnN			119.49145			0.00121			MS1:A			15N			1.00000			4			 


			21			112			143GlnH			7.70890			1.34814e-04			MS1:A			1H			1.00000			4			 


			22			293			143GlnCa			56.29124			0.00401			MS1:A			13C			1.00000			2			 


			23			271			143GlnC			175.22224			0			MS1:A			13C			1.00000			1			 


			24			111			142ValN			118.79901			0.00360			MS1:A			15N			1.00000			4			 


			25			110			142ValH			8.57261			5.31782e-04			MS1:A			1H			1.00000			4			 


			26			355			142ValCa			64.23006			0.00664			MS1:A			13C			1.00000			2			 


			27			197			142ValC			176.91163			0			MS1:A			13C			1.00000			1			 


			28			109			141PheN			124.20397			0.00100			MS1:A			15N			1.00000			4			 


			29			188			141PheH			8.44284			3.28192e-04			MS1:A			1H			1.00000			4			 


			30			303			141PheCa			59.00450			0.01729			MS1:A			13C			1.00000			2			 


			31			258			141PheC			173.59644			0			MS1:A			13C			1.00000			1			 


			32			108			140GluN			119.98337			0.00148			MS1:A			15N			1.00000			4			 


			33			107			140GluH			8.65120			1.69043e-04			MS1:A			1H			1.00000			4			 


			34			375			140GluCa			55.97082			0.00471			MS1:A			13C			1.00000			2			 


			35			207			140GluC			176.61071			0			MS1:A			13C			1.00000			1			 


			36			106			139GluN			118.63382			0.00105			MS1:A			15N			1.00000			4			 


			37			105			139GluH			8.03373			1.89595e-04			MS1:A			1H			1.00000			4			 


			38			358			139GluCa			57.58854			0.00862			MS1:A			13C			1.00000			2			 


			39			278			139GluC			177.52332			0			MS1:A			13C			1.00000			1			 


			40			104			138TyrN			118.66709			0.00207			MS1:A			15N			1.00000			4			 


			41			103			138TyrH			8.32660			7.19987e-04			MS1:A			1H			1.00000			4			 


			42			369			138TyrCa			59.63040			0.00359			MS1:A			13C			1.00000			2			 


			43			261			138TyrC			173.38171			0			MS1:A			13C			1.00000			1			 


			44			102			137AsnN			129.34575			0.00309			MS1:A			15N			1.00000			4			 


			45			101			137AsnH			9.50669			3.69800e-04			MS1:A			1H			1.00000			4			 


			46			354			137AsnCa			48.32997			9.59054e-04			MS1:A			13C			1.00000			2			 


			47			285			137AsnC			172.02284			0			MS1:A			13C			1.00000			1			 


			48			100			136ValN			125.43987			0.00152			MS1:A			15N			1.00000			4			 


			49			94			136ValH			9.10257			2.15933e-04			MS1:A			1H			1.00000			4			 


			50			326			136ValCa			59.10456			3.04367e-04			MS1:A			13C			1.00000			2			 


			51			257			136ValC			173.13590			0			MS1:A			13C			1.00000			1			 


			52			99			135GlnN			114.86043			0.00116			MS1:A			15N			1.00000			4			 


			53			98			135GlnH			7.90526			1.43899e-04			MS1:A			1H			1.00000			4			 


			54			300			135GlnCa			50.68937			0.00179			MS1:A			13C			1.00000			2			 


			55			229			135GlnC			172.30563			0			MS1:A			13C			1.00000			1			 


			56			97			134GlyN			112.77745			0.00149			MS1:A			15N			1.00000			4			 


			57			96			134GlyH			10.27617			3.75234e-04			MS1:A			1H			1.00000			4			 


			58			351			134GlyCa			43.06964			0.00295			MS1:A			13C			1.00000			2			 


			59			204			134GlyC			169.97001			0			MS1:A			13C			1.00000			1			 


			60			95			133AspN			121.12321			9.01196e-04			MS1:A			15N			1.00000			4			 


			61			93			133AspH			8.35901			8.88520e-05			MS1:A			1H			1.00000			4			 


			62			377			133AspCa			50.99700			0.00179			MS1:A			13C			1.00000			2			 


			63			254			133AspC			174.87425			0			MS1:A			13C			1.00000			1			 


			64			92			132GlyN			108.81344			0.00121			MS1:A			15N			1.00000			4			 


			65			91			132GlyH			7.61036			3.39397e-04			MS1:A			1H			1.00000			4			 


			66			312			132GlyCa			44.80905			0.00503			MS1:A			13C			1.00000			2			 


			67			280			132GlyC			172.72701			0			MS1:A			13C			1.00000			1			 


			68			90			131AspN			116.60436			7.62628e-04			MS1:A			15N			1.00000			4			 


			69			89			131AspH			8.35397			6.58067e-04			MS1:A			1H			1.00000			4			 


			70			344			131AspCa			51.33323			0.00493			MS1:A			13C			1.00000			2			 


			71			216			131AspC			175.59483			0			MS1:A			13C			1.00000			1			 


			72			88			130IleN			127.82668			6.80607e-04			MS1:A			15N			1.00000			4			 


			73			87			130IleH			8.16300			3.41291e-04			MS1:A			1H			1.00000			4			 


			74			288			130IleCa			60.76412			0.00190			MS1:A			13C			1.00000			2			 


			75			247			130IleC			175.32758			0			MS1:A			13C			1.00000			1			 


			76			86			129AspN			117.77430			6.26003e-04			MS1:A			15N			1.00000			4			 


			77			85			129AspH			7.83258			3.39774e-04			MS1:A			1H			1.00000			4			 


			78			330			129AspCa			51.55782			8.33360e-04			MS1:A			13C			1.00000			2			 


			79			192			129AspC			172.91354			0			MS1:A			13C			1.00000			1			 


			80			84			128AlaN			116.78079			5.72025e-04			MS1:A			15N			1.00000			4			 


			81			83			128AlaH			7.16274			1.89217e-04			MS1:A			1H			1.00000			4			 


			82			381			128AlaCa			49.10121			0.00231			MS1:A			13C			1.00000			2			 


			83			232			128AlaC			174.95636			0			MS1:A			13C			1.00000			1			 


			84			82			127GluN			115.68806			0.00142			MS1:A			15N			1.00000			4			 


			85			81			127GluH			8.25551			1.86251e-04			MS1:A			1H			1.00000			4			 


			86			297			127GluCa			56.11848			0.00217			MS1:A			13C			1.00000			2			 


			87			284			127GluC			174.61647			0			MS1:A			13C			1.00000			1			 


			88			80			126ArgN			117.38209			0.00157			MS1:A			15N			1.00000			4			 


			89			79			126ArgH			8.43490			4.44830e-04			MS1:A			1H			1.00000			4			 


			90			340			126ArgCa			57.13749			1.67041e-04			MS1:A			13C			1.00000			2			 


			91			201			126ArgC			176.63461			0			MS1:A			13C			1.00000			1			 


			92			78			125IleN			119.86258			0.00206			MS1:A			15N			1.00000			4			 


			93			77			125IleH			7.81684			3.49728e-04			MS1:A			1H			1.00000			4			 


			94			376			125IleCa			60.28668			0.00165			MS1:A			13C			1.00000			2			 


			95			243			125IleC			174.24387			0			MS1:A			13C			1.00000			1			 


			96			76			124MetN			118.72699			9.39386e-04			MS1:A			15N			1.00000			4			 


			97			75			124MetH			7.69037			5.55651e-04			MS1:A			1H			1.00000			4			 


			98			361			124MetCa			58.37079			0.00153			MS1:A			13C			1.00000			2			 


			99			279			124MetC			177.23811			0			MS1:A			13C			1.00000			1			 


			100			74			123GluN			119.83543			0.00209			MS1:A			15N			1.00000			4			 


			101			73			123GluH			8.13916			1.80389e-04			MS1:A			1H			1.00000			4			 


			102			349			123GluCa			56.70924			0.00303			MS1:A			13C			1.00000			2			 


			103			264			123GluC			175.75698			0			MS1:A			13C			1.00000			1			 


			104			72			122AspN			120.29332			0.00159			MS1:A			15N			1.00000			4			 


			105			71			122AspH			8.14348			4.24944e-04			MS1:A			1H			1.00000			4			 


			106			373			122AspCa			55.06283			0.01047			MS1:A			13C			1.00000			2			 


			107			252			122AspC			176.51417			0			MS1:A			13C			1.00000			1			 


			108			70			121ValN			122.30787			2.59091e-04			MS1:A			15N			1.00000			4			 


			109			69			121ValH			7.96402			1.20929e-04			MS1:A			1H			1.00000			4			 


			110			325			121ValCa			64.32694			0.00778			MS1:A			13C			1.00000			2			 


			111			276			121ValC			174.79085			0			MS1:A			13C			1.00000			1			 


			112			68			120GluN			120.79628			0.00148			MS1:A			15N			1.00000			3			 


			113			67			120GluH			7.73930			4.99234e-04			MS1:A			1H			1.00000			3			 


			114			329			120GluCa			56.94011			0.01849			MS1:A			13C			1.00000			2			 


			115			228			120GluC			177.48054			0			MS1:A			13C			1.00000			1			 


			116			66			119GluN			119.49640			0.00123			MS1:A			15N			1.00000			4			 


			117			65			119GluH			8.60715			0.00192			MS1:A			1H			1.00000			4			 


			118			309			119GluCa			57.25835			0			MS1:A			13C			1.00000			1			 


			119			231			119GluC			176.54864			0			MS1:A			13C			1.00000			1			 


			120			64			118AspN			121.52182			0.00168			MS1:A			15N			1.00000			4			 


			121			63			118AspH			8.90977			6.72703e-04			MS1:A			1H			1.00000			4			 


			122			338			118AspCa			55.29356			0.01497			MS1:A			13C			1.00000			2			 


			123			213			118AspC			176.09264			0			MS1:A			13C			1.00000			1			 


			124			62			117ThrN			114.54700			5.43450e-04			MS1:A			15N			1.00000			4			 


			125			61			117ThrH			9.18906			1.93197e-04			MS1:A			1H			1.00000			4			 


			126			310			117ThrCa			58.25657			0.00301			MS1:A			13C			1.00000			2			 


			127			241			117ThrC			172.96354			0			MS1:A			13C			1.00000			1			 


			128			60			116LeuN			124.70396			7.55774e-04			MS1:A			15N			1.00000			4			 


			129			59			116LeuH			8.06342			1.25096e-04			MS1:A			1H			1.00000			4			 


			130			348			116LeuCa			51.57602			0.00243			MS1:A			13C			1.00000			2			 


			131			214			116LeuC			175.54534			0			MS1:A			13C			1.00000			1			 


			132			58			115LysN			124.63595			9.01817e-04			MS1:A			15N			1.00000			3			 


			133			57			115LysH			8.66466			1.36880e-04			MS1:A			1H			1.00000			3			 


			134			357			115LysCa			52.48677			0.03641			MS1:A			13C			1.00000			2			 


			135			251			115LysC			172.62998			0			MS1:A			13C			1.00000			1			 


			136			56			114GluN			119.51723			0.02417			MS1:A			15N			1.00000			6			 


			137			55			114GluH			7.78995			0.00964			MS1:A			1H			1.00000			6			 


			138			320			114GluCa			52.61148			0			MS1:A			13C			1.00000			1			 


			139			260			114GluC			173.00916			0			MS1:A			13C			1.00000			1			 


			140			54			113GlyN			107.64222			0.00269			MS1:A			15N			1.00000			4			 


			141			53			113GlyH			7.86994			3.10273e-04			MS1:A			1H			1.00000			4			 


			142			353			113GlyCa			42.99303			0.00458			MS1:A			13C			1.00000			2			 


			143			223			113GlyC			172.01600			0			MS1:A			13C			1.00000			1			 


			144			52			112LeuN			118.12033			6.20557e-04			MS1:A			15N			1.00000			4			 


			145			51			112LeuH			7.88275			2.74827e-04			MS1:A			1H			1.00000			4			 


			146			323			112LeuCa			52.27689			0.00298			MS1:A			13C			1.00000			2			 


			147			256			112LeuC			174.47554			0			MS1:A			13C			1.00000			1			 


			148			50			111AsnN			123.11959			6.15251e-04			MS1:A			15N			1.00000			4			 


			149			49			111AsnH			7.99873			1.78760e-04			MS1:A			1H			1.00000			4			 


			150			333			111AsnCa			53.45633			0.00320			MS1:A			13C			1.00000			2			 


			151			226			111AsnC			174.15904			0			MS1:A			13C			1.00000			1			 


			152			48			110ThrN			116.06485			7.47503e-04			MS1:A			15N			1.00000			4			 


			153			47			110ThrH			8.09549			3.10547e-04			MS1:A			1H			1.00000			4			 


			154			336			110ThrCa			64.01323			0.00685			MS1:A			13C			1.00000			2			 


			155			236			110ThrC			175.67450			0			MS1:A			13C			1.00000			1			 


			156			46			109MetN			115.71094			3.23052e-04			MS1:A			15N			1.00000			4			 


			157			45			109MetH			8.42202			5.58364e-04			MS1:A			1H			1.00000			4			 


			158			287			109MetCa			54.72960			4.42200e-04			MS1:A			13C			1.00000			2			 


			159			239			109MetC			176.55322			0			MS1:A			13C			1.00000			1			 


			160			44			108ValN			120.09653			0.00253			MS1:A			15N			1.00000			4			 


			161			43			108ValH			8.39339			3.63510e-04			MS1:A			1H			1.00000			4			 


			162			294			108ValCa			63.97946			0.00372			MS1:A			13C			1.00000			2			 


			163			191			108ValC			175.44285			0			MS1:A			13C			1.00000			1			 


			164			42			107HisN			119.36535			0.00297			MS1:A			15N			1.00000			3			 


			165			41			107HisH			7.77585			2.43948e-04			MS1:A			1H			1.00000			3			 


			166			318			107HisCa			57.25354			5.92025e-04			MS1:A			13C			1.00000			2			 


			167			198			107HisC			175.21330			0			MS1:A			13C			1.00000			1			 


			168			40			106ArgN			118.24737			0.00116			MS1:A			15N			1.00000			4			 


			169			39			106ArgH			8.64941			3.20861e-05			MS1:A			1H			1.00000			4			 


			170			372			106ArgCa			57.26844			0			MS1:A			13C			1.00000			1			 


			171			220			106ArgC			176.11992			0			MS1:A			13C			1.00000			1			 


			172			38			105LeuN			120.71665			9.87096e-04			MS1:A			15N			1.00000			4			 


			173			37			105LeuH			8.55983			3.48138e-04			MS1:A			1H			1.00000			4			 


			174			339			105LeuCa			55.32940			0.01341			MS1:A			13C			1.00000			2			 


			175			274			105LeuC			175.66632			0			MS1:A			13C			1.00000			1			 


			176			36			104GluN			120.09062			2.99596e-04			MS1:A			15N			1.00000			4			 


			177			35			104GluH			7.91421			1.98739e-04			MS1:A			1H			1.00000			4			 


			178			305			104GluCa			56.83170			3.92288e-04			MS1:A			13C			1.00000			2			 


			179			242			104GluC			176.27056			0			MS1:A			13C			1.00000			1			 


			180			34			103AlaN			118.60532			0.00427			MS1:A			15N			1.00000			4			 


			181			187			103AlaH			8.28380			8.72464e-04			MS1:A			1H			1.00000			4			 


			182			352			103AlaCa			52.56575			0.00792			MS1:A			13C			1.00000			2			 


			183			209			103AlaC			178.85542			0			MS1:A			13C			1.00000			1			 


			184			33			102AlaN			123.23917			2.04745e-04			MS1:A			15N			1.00000			3			 


			185			32			102AlaH			9.28303			3.87320e-04			MS1:A			1H			1.00000			3			 


			186			289			102AlaCa			53.35948			0.01483			MS1:A			13C			1.00000			2			 


			187			255			102AlaC			176.59766			0			MS1:A			13C			1.00000			1			 


			188			31			101SerN			123.69105			0.00310			MS1:A			15N			1.00000			4			 


			189			30			101SerH			8.90806			9.20767e-04			MS1:A			1H			1.00000			4			 


			190			311			101SerCa			52.98891			0			MS1:A			13C			1.00000			1			 


			191			193			101SerC			172.77289			0			MS1:A			13C			1.00000			1			 


			192			29			100IleN			127.32939			0.00166			MS1:A			15N			1.00000			4			 


			193			28			100IleH			10.23146			3.39012e-04			MS1:A			1H			1.00000			4			 


			194			298			100IleCa			58.65735			0.00615			MS1:A			13C			1.00000			2			 


			195			215			100IleC			172.99100			0			MS1:A			13C			1.00000			1			 


			196			27			99TyrN			116.31130			0.00236			MS1:A			15N			1.00000			4			 


			197			26			99TyrH			7.63037			3.58816e-04			MS1:A			1H			1.00000			4			 


			198			332			99TyrCa			53.37117			0.00189			MS1:A			13C			1.00000			2			 


			199			202			99TyrC			172.02719			0			MS1:A			13C			1.00000			1			 


			200			25			98GlyN			113.01994			0.00170			MS1:A			15N			1.00000			4			 


			201			24			98GlyH			10.74075			3.77590e-04			MS1:A			1H			1.00000			4			 


			202			343			98GlyCa			42.15600			0.00626			MS1:A			13C			1.00000			2			 


			203			235			98GlyC			170.07428			0			MS1:A			13C			1.00000			1			 


			204			23			97AsnN			119.97109			0.00248			MS1:A			15N			1.00000			4			 


			205			22			97AsnH			8.37015			5.03943e-04			MS1:A			1H			1.00000			4			 


			206			342			97AsnCa			50.10189			0.00322			MS1:A			13C			1.00000			2			 


			207			246			97AsnC			173.27358			0			MS1:A			13C			1.00000			1			 


			208			21			96GlyN			109.60773			4.66332e-04			MS1:A			15N			1.00000			4			 


			209			20			96GlyH			7.84925			5.13354e-04			MS1:A			1H			1.00000			4			 


			210			362			96GlyCa			44.43604			0.00392			MS1:A			13C			1.00000			2			 


			211			245			96GlyC			172.46943			0			MS1:A			13C			1.00000			1			 


			212			19			95AspN			114.13321			0.00131			MS1:A			15N			1.00000			4			 


			213			186			95AspH			8.36274			2.02443e-04			MS1:A			1H			1.00000			4			 


			214			295			95AspCa			50.50442			5.74465e-05			MS1:A			13C			1.00000			2			 


			215			265			95AspC			175.20182			0			MS1:A			13C			1.00000			1			 


			216			18			94LysN			124.66410			0.00128			MS1:A			15N			1.00000			4			 


			217			185			94LysH			7.37912			5.77889e-04			MS1:A			1H			1.00000			4			 


			218			301			94LysCa			56.70912			1.91787e-04			MS1:A			13C			1.00000			2			 


			219			199			94LysC			175.70239			0			MS1:A			13C			1.00000			1			 


			220			17			93AspN			115.02483			0.00133			MS1:A			15N			1.00000			4			 


			221			16			93AspH			7.84238			1.02872e-04			MS1:A			1H			1.00000			4			 


			222			378			93AspCa			49.01177			1.25255e-05			MS1:A			13C			1.00000			2			 


			223			205			93AspC			174.64472			0			MS1:A			13C			1.00000			1			 


			224			15			92PheN			115.39930			9.11417e-04			MS1:A			15N			1.00000			4			 


			225			14			92PheH			7.16407			2.19275e-04			MS1:A			1H			1.00000			4			 


			226			371			92PheCa			58.11664			4.30472e-04			MS1:A			13C			1.00000			2			 


			227			281			92PheC			173.62646			0			MS1:A			13C			1.00000			1			 


			228			13			91ValN			118.24694			0.00246			MS1:A			15N			1.00000			4			 


			229			12			91ValH			7.38412			4.24642e-04			MS1:A			1H			1.00000			4			 


			230			379			91ValCa			63.06155			0.00898			MS1:A			13C			1.00000			2			 


			231			273			91ValC			174.37483			0			MS1:A			13C			1.00000			1			 


			232			11			90ArgN			114.97290			7.05189e-04			MS1:A			15N			1.00000			4			 


			233			10			90ArgH			7.64167			1.87656e-04			MS1:A			1H			1.00000			4			 


			234			291			90ArgCa			55.99539			8.79296e-05			MS1:A			13C			1.00000			2			 


			235			282			90ArgC			174.85557			0			MS1:A			13C			1.00000			1			 


			236			9			89PheN			119.54591			5.40936e-04			MS1:A			15N			1.00000			4			 


			237			8			89PheH			8.84192			5.71002e-04			MS1:A			1H			1.00000			4			 


			238			299			89PheCa			60.02151			6.14493e-04			MS1:A			13C			1.00000			2			 


			239			195			89PheC			173.79290			0			MS1:A			13C			1.00000			1			 


			240			7			88AlaN			120.60010			0.00657			MS1:A			15N			1.00000			3			 


			241			6			88AlaH			8.32812			0.00170			MS1:A			1H			1.00000			3			 


			242			292			88AlaCa			52.64213			0.00689			MS1:A			13C			1.00000			2			 


			243			203			88AlaC			176.86762			0			MS1:A			13C			1.00000			1			 


			244			196			87GluC			176.76062			0			MS1:A			13C			1.00000			1			 


			245			5			86ArgN			121.93589			0.00539			MS1:A			15N			1.00000			3			 


			246			4			86ArgH			8.40931			0.00702			MS1:A			1H			1.00000			3			 


			247			331			86ArgCa			57.52326			0			MS1:A			13C			1.00000			1			 


			248			234			85IleC			175.49884			0			MS1:A			13C			1.00000			1			 


			249			126			77LysN			120.40778			0.00227			MS1:A			15N			1.00000			3			 


			250			125			77LysH			7.85545			3.59735e-04			MS1:A			1H			1.00000			3			 


			251			367			77LysCa			54.16450			0			MS1:A			13C			1.00000			1			 


			252			128			76MetN			118.41256			0.00643			MS1:A			15N			1.00000			4			 


			253			127			76MetH			8.02765			0.00146			MS1:A			1H			1.00000			4			 


			254			365			76MetCa			54.10994			0			MS1:A			13C			1.00000			1			 


			255			270			76MetC			174.15447			0			MS1:A			13C			1.00000			1			 


			256			121			75LysN			119.34244			0.01076			MS1:A			15N			1.00000			4			 


			257			129			75LysH			8.13868			8.88057e-04			MS1:A			1H			1.00000			4			 


			258			307			75LysCa			55.20105			0.00886			MS1:A			13C			1.00000			2			 


			259			268			75LysC			175.52065			0			MS1:A			13C			1.00000			1			 


			260			180			74ArgN			117.47207			0.00199			MS1:A			15N			1.00000			4			 


			261			179			74ArgH			7.63929			0.00676			MS1:A			1H			1.00000			4			 


			262			334			74ArgCa			55.96822			0.00832			MS1:A			13C			1.00000			2			 


			263			211			74ArgC			175.71576			0			MS1:A			13C			1.00000			1			 


			264			178			73AlaN			121.32531			0.01171			MS1:A			15N			1.00000			3			 


			265			177			73AlaH			8.33568			0.00244			MS1:A			1H			1.00000			3			 


			266			370			73AlaCa			51.96825			0.02693			MS1:A			13C			1.00000			2			 


			267			237			73AlaC			177.14733			0			MS1:A			13C			1.00000			1			 


			268			272			72MetC			176.26272			0			MS1:A			13C			1.00000			1			 


			269			148			47GluN			119.40429			0.00221			MS1:A			15N			1.00000			4			 


			270			189			47GluH			8.21774			0.00132			MS1:A			1H			1.00000			4			 


			271			296			47GluCa			57.22975			0			MS1:A			13C			1.00000			1			 


			272			147			46AlaN			121.31595			0.00217			MS1:A			15N			1.00000			4			 


			273			146			46AlaH			8.56503			5.70604e-04			MS1:A			1H			1.00000			4			 


			274			363			46AlaCa			52.71676			0.01041			MS1:A			13C			1.00000			2			 


			275			200			46AlaC			178.06717			0			MS1:A			13C			1.00000			1			 


			276			145			45GluN			121.10662			0.00434			MS1:A			15N			1.00000			4			 


			277			144			45GluH			9.18533			4.69558e-04			MS1:A			1H			1.00000			4			 


			278			290			45GluCa			57.81918			0.02011			MS1:A			13C			1.00000			2			 


			279			266			45GluC			176.80904			0			MS1:A			13C			1.00000			1			 


			280			142			44ThrN			113.52194			0.00263			MS1:A			15N			1.00000			4			 


			281			143			44ThrH			9.33245			0.00262			MS1:A			1H			1.00000			4			 


			282			317			44ThrCa			58.29441			0.03178			MS1:A			13C			1.00000			2			 


			283			194			44ThrC			173.10114			0			MS1:A			13C			1.00000			1			 


			284			316			43ProCa			60.41502			0			MS1:A			13C			1.00000			1			 


			285			219			43ProC			175.58022			0			MS1:A			13C			1.00000			1			 


			286			172			42AsnN			116.92018			0.00290			MS1:A			15N			1.00000			4			 


			287			171			42AsnH			9.22842			5.72199e-04			MS1:A			1H			1.00000			4			 


			288			374			42AsnCa			49.10858			0			MS1:A			13C			1.00000			1			 


			289			170			41GlnN			118.71286			0.00877			MS1:A			15N			1.00000			4			 


			290			169			41GlnH			8.30466			0.00184			MS1:A			1H			1.00000			4			 


			291			366			41GlnCa			52.32462			0.03354			MS1:A			13C			1.00000			2			 


			292			277			41GlnC			171.98482			0			MS1:A			13C			1.00000			1			 


			293			168			40GlyN			107.42972			0.00180			MS1:A			15N			1.00000			4			 


			294			167			40GlyH			8.30064			5.13574e-04			MS1:A			1H			1.00000			4			 


			295			359			40GlyCa			43.33259			8.61108e-04			MS1:A			13C			1.00000			2			 


			296			269			40GlyC			172.18490			0			MS1:A			13C			1.00000			1			 


			297			161			39LeuN			121.60273			0.00319			MS1:A			15N			1.00000			4			 


			298			162			39LeuH			7.95456			3.21864e-04			MS1:A			1H			1.00000			4			 


			299			335			39LeuCa			52.38284			0.00131			MS1:A			13C			1.00000			2			 


			300			262			39LeuC			175.31097			0			MS1:A			13C			1.00000			1			 


			301			166			38SerN			119.45983			0.00115			MS1:A			15N			1.00000			4			 


			302			184			38SerH			8.50740			4.74139e-04			MS1:A			1H			1.00000			4			 


			303			304			38SerCa			59.34963			0.00459			MS1:A			13C			1.00000			2			 


			304			238			38SerC			172.76757			0			MS1:A			13C			1.00000			1			 


			305			165			37ArgN			119.76096			0.00418			MS1:A			15N			1.00000			3			 


			306			3			37ArgH			9.33957			1.11885e-04			MS1:A			1H			1.00000			3			 


			307			315			37ArgCa			57.17349			0.01955			MS1:A			13C			1.00000			2			 


			308			208			37ArgC			179.17787			0			MS1:A			13C			1.00000			1			 


			309			164			36MetN			119.87990			0.00282			MS1:A			15N			1.00000			4			 


			310			163			36MetH			9.81504			8.67282e-04			MS1:A			1H			1.00000			4			 


			311			345			36MetCa			57.54412			0			MS1:A			13C			1.00000			1			 


			312			218			36MetC			177.30471			0			MS1:A			13C			1.00000			1			 


			313			156			35ValN			123.39124			0.00224			MS1:A			15N			1.00000			3			 


			314			155			35ValH			8.89635			1.80281e-04			MS1:A			1H			1.00000			3			 


			315			322			35ValCa			64.76272			0.00952			MS1:A			13C			1.00000			2			 


			316			248			35ValC			177.63681			0			MS1:A			13C			1.00000			1			 


			317			158			34ThrN			119.41435			0.00647			MS1:A			15N			1.00000			4			 


			318			157			34ThrH			9.05573			3.87076e-04			MS1:A			1H			1.00000			4			 


			319			347			34ThrCa			65.13550			0			MS1:A			13C			1.00000			1			 


			320			225			34ThrC			175.42131			0			MS1:A			13C			1.00000			1			 


			321			160			33GlyN			107.65968			0.00392			MS1:A			15N			1.00000			4			 


			322			159			33GlyH			10.46543			0.00293			MS1:A			1H			1.00000			4			 


			323			328			33GlyCa			47.14258			0.00796			MS1:A			13C			1.00000			2			 


			324			250			33GlyC			173.47618			0			MS1:A			13C			1.00000			1			 


			325			327			32LeuCa			57.98275			0			MS1:A			13C			1.00000			1			 


			326			230			32LeuC			178.14142			0			MS1:A			13C			1.00000			1			 


			327			2			24AspN			119.35440			0.00428			MS1:A			15N			1.00000			4			 


			328			1			24AspH			7.07426			0.00449			MS1:A			1H			1.00000			4			 


			329			324			24AspCa			49.22655			0			MS1:A			13C			1.00000			1			 


			330			154			23GlyN			108.50397			0.00666			MS1:A			15N			1.00000			4			 


			331			153			23GlyH			7.01751			8.40500e-04			MS1:A			1H			1.00000			4			 


			332			321			23GlyCa			43.42786			0.03343			MS1:A			13C			1.00000			2			 


			333			227			23GlyC			171.13491			0			MS1:A			13C			1.00000			1			 


			334			152			22AspN			113.73719			8.79172e-04			MS1:A			15N			1.00000			4			 


			335			151			22AspH			7.87567			0.00162			MS1:A			1H			1.00000			4			 


			336			306			22AspCa			49.79855			0.00397			MS1:A			13C			1.00000			2			 


			337			224			22AspC			174.46016			0			MS1:A			13C			1.00000			1			 


			338			182			21LysN			124.34012			0.00542			MS1:A			15N			1.00000			4			 


			339			181			21LysH			7.99991			0.00101			MS1:A			1H			1.00000			4			 


			340			364			21LysCa			55.78732			0.01009			MS1:A			13C			1.00000			2			 


			341			210			21LysC			175.40361			0			MS1:A			13C			1.00000			1			 


			342			150			20AspN			117.29444			0.01131			MS1:A			15N			1.00000			3			 


			343			149			20AspH			7.97457			0.00571			MS1:A			1H			1.00000			3			 


			344			360			20AspCa			49.73306			0.01396			MS1:A			13C			1.00000			2			 


			345			267			20AspC			174.50409			0			MS1:A			13C			1.00000			1			 


			346			174			19PheN			114.25795			0.01277			MS1:A			15N			1.00000			4			 


			347			173			19PheH			7.61973			0.00269			MS1:A			1H			1.00000			4			 


			348			341			19PheCa			57.72656			0			MS1:A			13C			1.00000			1			 


			349			263			19PheC			174.83343			0			MS1:A			13C			1.00000			1			 


			350			176			18LeuN			120.83587			0.00541			MS1:A			15N			1.00000			3			 


			351			175			18LeuH			7.46057			0.00192			MS1:A			1H			1.00000			3			 


			352			337			18LeuCa			54.86652			0.01456			MS1:A			13C			1.00000			2			 


			353			244			18LeuC			175.45013			0			MS1:A			13C			1.00000			1			 


			354			240			17SerC			171.96196			0			MS1:A			13C			1.00000			1			 


			355			141			9IleN			118.96809			0.00143			MS1:A			15N			1.00000			3			 


			356			140			9IleH			7.94921			6.23341e-04			MS1:A			1H			1.00000			3			 


			357			350			9IleCa			63.19203			0			MS1:A			13C			1.00000			1			 


			358			139			8GlnN			120.22949			0.00311			MS1:A			15N			1.00000			3			 


			359			138			8GlnH			7.45475			0.00153			MS1:A			1H			1.00000			3			 


			360			380			8GlnCa			55.74160			0			MS1:A			13C			1.00000			1			 


			361			253			8GlnC			175.24037			0			MS1:A			13C			1.00000			1			 


			362			137			7GluN			119.28836			1.34870e-06			MS1:A			15N			1.00000			2			 


			363			136			7GluH			8.44516			1.95125e-05			MS1:A			1H			1.00000			2			 


			364			283			7GluC			176.26274			0			MS1:A			13C			1.00000			1			 


			365			135			6GluN			120.12096			0.00239			MS1:A			15N			1.00000			2			 


			366			134			6GluH			8.70446			2.50487e-05			MS1:A			1H			1.00000			2			 


			367			233			6GluC			176.57680			0			MS1:A			13C			1.00000			1			 


			368			130			5ThrN			112.80427			0.00200			MS1:A			15N			1.00000			4			 


			369			183			5ThrH			8.43731			5.75874e-04			MS1:A			1H			1.00000			4			 


			370			346			5ThrCa			57.50746			0			MS1:A			13C			1.00000			1			 


			371			275			5ThrC			172.41359			0			MS1:A			13C			1.00000			1			 


			372			190			4LeuN			122.82400			0.00192			MS1:A			15N			1.00000			4			 


			373			133			4LeuH			7.90818			1.63217e-05			MS1:A			1H			1.00000			4			 


			374			319			4LeuCa			51.41817			0.00286			MS1:A			13C			1.00000			2			 


			375			249			4LeuC			174.65054			0			MS1:A			13C			1.00000			1			 


			376			132			3GlnN			119.45538			0.00171			MS1:A			15N			1.00000			4			 


			377			131			3GlnH			8.07089			8.77140e-05			MS1:A			1H			1.00000			4			 


			378			313			3GlnCa			52.55214			0.00731			MS1:A			13C			1.00000			2			 


			379			221			3GlnC			172.73246			0			MS1:A			13C			1.00000			1			 


			380			314			2AspCa			51.83739			0			MS1:A			13C			1.00000			1			 


			381			217			2AspC			172.70387			0			MS1:A			13C			1.00000			1			 
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			1			120			148LysN			127.23341			3.84029e-04			MS1:A			15N			1.00000			4			 


			2			121			148LysH			8.00979			2.58198e-04			MS1:A			1H			1.00000			4			 


			3			184			148LysCa			55.08765			0			MS1:A			13C			1.00000			1			 


			4			123			147AlaN			127.31589			9.26151e-04			MS1:A			15N			1.00000			4			 


			5			122			147AlaH			7.83896			2.19157e-04			MS1:A			1H			1.00000			4			 


			6			186			147AlaCa			49.96280			3.23040e-04			MS1:A			13C			1.00000			2			 


			7			185			147AlaC			174.33863			0			MS1:A			13C			1.00000			1			 


			8			119			146ThrN			108.84895			8.08547e-04			MS1:A			15N			1.00000			4			 


			9			118			146ThrH			7.39243			3.62644e-04			MS1:A			1H			1.00000			4			 


			10			275			146ThrCa			59.40092			0.00267			MS1:A			13C			1.00000			2			 


			11			187			146ThrC			171.67631			0			MS1:A			13C			1.00000			1			 


			12			117			145MetN			112.63171			3.17752e-04			MS1:A			15N			1.00000			4			 


			13			116			145MetH			7.20728			2.17990e-04			MS1:A			1H			1.00000			4			 


			14			276			145MetCa			52.28618			0.00139			MS1:A			13C			1.00000			2			 


			15			188			145MetC			174.96008			0			MS1:A			13C			1.00000			1			 


			16			115			144MetN			117.17569			8.35863e-04			MS1:A			15N			1.00000			4			 


			17			114			144MetH			7.31539			2.23011e-04			MS1:A			1H			1.00000			4			 


			18			277			144MetCa			53.69713			0.00397			MS1:A			13C			1.00000			2			 


			19			189			144MetC			174.05230			0			MS1:A			13C			1.00000			1			 


			20			390			143GlnN			119.45323			2.83868e-04			MS1:A			15N			1.00000			4			 


			21			113			143GlnH			7.68620			4.48960e-04			MS1:A			1H			1.00000			4			 


			22			278			143GlnCa			56.28002			0.00358			MS1:A			13C			1.00000			2			 


			23			258			143GlnC			175.19342			0			MS1:A			13C			1.00000			1			 


			24			112			142ValN			118.74899			4.31889e-04			MS1:A			15N			1.00000			4			 


			25			111			142ValH			8.53783			3.51563e-04			MS1:A			1H			1.00000			4			 


			26			296			142ValCa			64.19784			5.72947e-04			MS1:A			13C			1.00000			2			 


			27			225			142ValC			176.89557			0			MS1:A			13C			1.00000			1			 


			28			110			141PheN			124.17381			0.00134			MS1:A			15N			1.00000			4			 


			29			379			141PheH			8.41255			3.77195e-04			MS1:A			1H			1.00000			4			 


			30			357			141PheCa			58.98599			0.00381			MS1:A			13C			1.00000			2			 


			31			206			141PheC			173.54814			0			MS1:A			13C			1.00000			1			 


			32			109			140GluN			119.94919			7.40201e-04			MS1:A			15N			1.00000			4			 


			33			108			140GluH			8.62813			4.10035e-05			MS1:A			1H			1.00000			4			 


			34			322			140GluCa			55.96583			0.00931			MS1:A			13C			1.00000			2			 


			35			264			140GluC			176.59890			0			MS1:A			13C			1.00000			1			 


			36			107			139GluN			118.58646			3.79938e-04			MS1:A			15N			1.00000			4			 


			37			106			139GluH			8.00668			1.56259e-04			MS1:A			1H			1.00000			4			 


			38			298			139GluCa			57.56923			0.00480			MS1:A			13C			1.00000			2			 


			39			233			139GluC			177.49293			0			MS1:A			13C			1.00000			1			 


			40			105			138TyrN			118.61526			0.00200			MS1:A			15N			1.00000			4			 


			41			104			138TyrH			8.29205			6.84229e-04			MS1:A			1H			1.00000			4			 


			42			355			138TyrCa			59.58218			0.00289			MS1:A			13C			1.00000			2			 


			43			208			138TyrC			173.34302			0			MS1:A			13C			1.00000			1			 


			44			103			137AsnN			129.33630			7.72224e-04			MS1:A			15N			1.00000			4			 


			45			102			137AsnH			9.48034			3.89207e-04			MS1:A			1H			1.00000			4			 


			46			341			137AsnCa			48.30666			0.00370			MS1:A			13C			1.00000			2			 


			47			262			137AsnC			171.98834			0			MS1:A			13C			1.00000			1			 


			48			101			136ValN			125.40400			9.89897e-04			MS1:A			15N			1.00000			4			 


			49			100			136ValH			9.07435			5.60516e-04			MS1:A			1H			1.00000			4			 


			50			354			136ValCa			59.06795			0.00792			MS1:A			13C			1.00000			2			 


			51			249			136ValC			173.12154			0			MS1:A			13C			1.00000			1			 


			52			99			135GlnN			114.85682			0.00132			MS1:A			15N			1.00000			4			 


			53			98			135GlnH			7.88428			1.78854e-04			MS1:A			1H			1.00000			4			 


			54			308			135GlnCa			50.66266			0.00183			MS1:A			13C			1.00000			2			 


			55			261			135GlnC			172.28068			0			MS1:A			13C			1.00000			1			 


			56			97			134GlyN			112.75554			2.55706e-04			MS1:A			15N			1.00000			4			 


			57			96			134GlyH			10.26056			1.05713e-04			MS1:A			1H			1.00000			4			 


			58			346			134GlyCa			43.04696			0.00528			MS1:A			13C			1.00000			2			 


			59			218			134GlyC			169.96806			0			MS1:A			13C			1.00000			1			 


			60			95			133AspN			121.09128			5.57718e-04			MS1:A			15N			1.00000			4			 


			61			94			133AspH			8.34263			2.39677e-04			MS1:A			1H			1.00000			4			 


			62			353			133AspCa			50.97607			0.00873			MS1:A			13C			1.00000			2			 


			63			384			133AspC			174.85053			0			MS1:A			13C			1.00000			1			 


			64			93			132GlyN			108.80125			0.00103			MS1:A			15N			1.00000			4			 


			65			92			132GlyH			7.59582			2.79369e-04			MS1:A			1H			1.00000			4			 


			66			342			132GlyCa			44.80679			0.00181			MS1:A			13C			1.00000			2			 


			67			260			132GlyC			172.71175			0			MS1:A			13C			1.00000			1			 


			68			91			131AspN			116.60956			1.25921e-04			MS1:A			15N			1.00000			4			 


			69			90			131AspH			8.33986			4.46359e-04			MS1:A			1H			1.00000			4			 


			70			290			131AspCa			51.32260			0.00281			MS1:A			13C			1.00000			2			 


			71			250			131AspC			175.57882			0			MS1:A			13C			1.00000			1			 


			72			89			130IleN			127.83371			8.79727e-04			MS1:A			15N			1.00000			4			 


			73			88			130IleH			8.14715			7.43380e-05			MS1:A			1H			1.00000			4			 


			74			350			130IleCa			60.74491			0.00377			MS1:A			13C			1.00000			2			 


			75			201			130IleC			175.32313			0			MS1:A			13C			1.00000			1			 


			76			87			129AspN			117.76540			0.00138			MS1:A			15N			1.00000			4			 


			77			86			129AspH			7.81756			5.41541e-04			MS1:A			1H			1.00000			4			 


			78			319			129AspCa			51.54620			0.00234			MS1:A			13C			1.00000			2			 


			79			256			129AspC			172.90815			0			MS1:A			13C			1.00000			1			 


			80			85			128AlaN			116.75936			0.00120			MS1:A			15N			1.00000			4			 


			81			84			128AlaH			7.14907			2.01091e-04			MS1:A			1H			1.00000			4			 


			82			285			128AlaCa			49.08215			0.00276			MS1:A			13C			1.00000			2			 


			83			230			128AlaC			174.93828			0			MS1:A			13C			1.00000			1			 


			84			83			127GluN			115.66712			0.00167			MS1:A			15N			1.00000			4			 


			85			82			127GluH			8.24564			4.75609e-04			MS1:A			1H			1.00000			4			 


			86			366			127GluCa			56.11706			0.00321			MS1:A			13C			1.00000			2			 


			87			196			127GluC			174.61401			0			MS1:A			13C			1.00000			1			 


			88			81			126ArgN			117.36874			0.00101			MS1:A			15N			1.00000			4			 


			89			80			126ArgH			8.42029			2.03058e-04			MS1:A			1H			1.00000			4			 


			90			317			126ArgCa			57.12384			0.00591			MS1:A			13C			1.00000			2			 


			91			271			126ArgC			176.61091			0			MS1:A			13C			1.00000			1			 


			92			79			125IleN			119.84335			0.00112			MS1:A			15N			1.00000			4			 


			93			78			125IleH			7.79772			3.32057e-04			MS1:A			1H			1.00000			4			 


			94			333			125IleCa			60.25870			0.00188			MS1:A			13C			1.00000			2			 


			95			228			125IleC			174.24665			0			MS1:A			13C			1.00000			1			 


			96			77			124MetN			118.70006			0.00110			MS1:A			15N			1.00000			4			 


			97			76			124MetH			7.67144			1.16698e-04			MS1:A			1H			1.00000			4			 


			98			301			124MetCa			58.34170			0.00104			MS1:A			13C			1.00000			2			 


			99			241			124MetC			177.20481			0			MS1:A			13C			1.00000			1			 


			100			75			123GluN			119.82361			0.00110			MS1:A			15N			1.00000			4			 


			101			74			123GluH			8.12187			1.88747e-04			MS1:A			1H			1.00000			4			 


			102			340			123GluCa			56.70071			7.12328e-04			MS1:A			13C			1.00000			2			 


			103			211			123GluC			175.75500			0			MS1:A			13C			1.00000			1			 


			104			73			122AspN			120.27123			0.00169			MS1:A			15N			1.00000			4			 


			105			72			122AspH			8.11739			4.98483e-04			MS1:A			1H			1.00000			4			 


			106			286			122AspCa			55.06372			0.00289			MS1:A			13C			1.00000			2			 


			107			248			122AspC			176.48199			0			MS1:A			13C			1.00000			1			 


			108			71			121ValN			122.28316			0.00105			MS1:A			15N			1.00000			4			 


			109			70			121ValH			7.93860			3.57549e-04			MS1:A			1H			1.00000			4			 


			110			299			121ValCa			64.30223			0.00196			MS1:A			13C			1.00000			2			 


			111			197			121ValC			174.77937			0			MS1:A			13C			1.00000			1			 


			112			69			120GluN			120.76966			0.00123			MS1:A			15N			1.00000			3			 


			113			68			120GluH			7.71960			1.30257e-04			MS1:A			1H			1.00000			3			 


			114			356			120GluCa			56.92759			0.01090			MS1:A			13C			1.00000			2			 


			115			209			120GluC			177.45284			0			MS1:A			13C			1.00000			1			 


			116			67			119GluN			119.45870			0.00267			MS1:A			15N			1.00000			4			 


			117			66			119GluH			8.58341			2.00955e-04			MS1:A			1H			1.00000			4			 


			118			327			119GluCa			57.24659			0			MS1:A			13C			1.00000			1			 


			119			263			119GluC			176.52415			0			MS1:A			13C			1.00000			1			 


			120			65			118AspN			121.50332			0.00290			MS1:A			15N			1.00000			4			 


			121			64			118AspH			8.89187			0.00116			MS1:A			1H			1.00000			4			 


			122			284			118AspCa			55.28818			0.00438			MS1:A			13C			1.00000			2			 


			123			236			118AspC			176.06173			0			MS1:A			13C			1.00000			1			 


			124			63			117ThrN			114.51188			2.02772e-04			MS1:A			15N			1.00000			4			 


			125			62			117ThrH			9.17466			2.06810e-04			MS1:A			1H			1.00000			4			 


			126			295			117ThrCa			58.23826			1.19871e-04			MS1:A			13C			1.00000			2			 


			127			195			117ThrC			172.93075			0			MS1:A			13C			1.00000			1			 


			128			61			116LeuN			124.68845			0.00149			MS1:A			15N			1.00000			4			 


			129			60			116LeuH			8.03560			2.54212e-04			MS1:A			1H			1.00000			4			 


			130			332			116LeuCa			51.55152			0.00217			MS1:A			13C			1.00000			2			 


			131			205			116LeuC			175.52911			0			MS1:A			13C			1.00000			1			 


			132			59			115LysN			124.59658			0.00116			MS1:A			15N			1.00000			3			 


			133			58			115LysH			8.63797			3.30958e-04			MS1:A			1H			1.00000			3			 


			134			347			115LysCa			52.44949			0.03742			MS1:A			13C			1.00000			2			 


			135			240			115LysC			172.62135			0			MS1:A			13C			1.00000			1			 


			136			57			114GluN			119.45499			7.88794e-04			MS1:A			15N			1.00000			4			 


			137			56			114GluH			7.74628			4.59554e-04			MS1:A			1H			1.00000			4			 


			138			334			114GluCa			52.56869			0			MS1:A			13C			1.00000			1			 


			139			254			114GluC			172.97590			0			MS1:A			13C			1.00000			1			 


			140			55			113GlyN			107.56413			0.00223			MS1:A			15N			1.00000			4			 


			141			54			113GlyH			7.80759			3.75087e-04			MS1:A			1H			1.00000			4			 


			142			351			113GlyCa			42.92905			2.39086e-04			MS1:A			13C			1.00000			2			 


			143			242			113GlyC			171.98474			0			MS1:A			13C			1.00000			1			 


			144			53			112LeuN			118.05988			0.00128			MS1:A			15N			1.00000			4			 


			145			52			112LeuH			7.81805			2.19843e-04			MS1:A			1H			1.00000			4			 


			146			344			112LeuCa			52.21389			0.00627			MS1:A			13C			1.00000			2			 


			147			257			112LeuC			174.39644			0			MS1:A			13C			1.00000			1			 


			148			51			111AsnN			123.08056			0.00153			MS1:A			15N			1.00000			4			 


			149			50			111AsnH			7.94050			3.38564e-04			MS1:A			1H			1.00000			4			 


			150			316			111AsnCa			53.39520			0.00123			MS1:A			13C			1.00000			2			 


			151			252			111AsnC			174.07916			0			MS1:A			13C			1.00000			1			 


			152			49			110ThrN			116.02818			0.00152			MS1:A			15N			1.00000			4			 


			153			48			110ThrH			8.04967			1.34024e-04			MS1:A			1H			1.00000			4			 


			154			320			110ThrCa			63.96465			0.00450			MS1:A			13C			1.00000			2			 


			155			227			110ThrC			175.64316			0			MS1:A			13C			1.00000			1			 


			156			47			109MetN			115.66112			0.00260			MS1:A			15N			1.00000			4			 


			157			46			109MetH			8.37314			3.91478e-04			MS1:A			1H			1.00000			4			 


			158			331			109MetCa			54.69215			0.00122			MS1:A			13C			1.00000			2			 


			159			231			109MetC			176.49012			0			MS1:A			13C			1.00000			1			 


			160			45			108ValN			120.06153			0.00389			MS1:A			15N			1.00000			4			 


			161			44			108ValH			8.34438			0.00222			MS1:A			1H			1.00000			4			 


			162			325			108ValCa			63.92385			0.00590			MS1:A			13C			1.00000			2			 


			163			239			108ValC			175.40254			0			MS1:A			13C			1.00000			1			 


			164			43			107HisN			119.33626			0.01083			MS1:A			15N			1.00000			3			 


			165			42			107HisH			7.73433			2.89357e-04			MS1:A			1H			1.00000			3			 


			166			349			107HisCa			57.20530			9.99450e-04			MS1:A			13C			1.00000			2			 


			167			381			107HisC			175.15236			0			MS1:A			13C			1.00000			1			 


			168			41			106ArgN			118.21885			0.00119			MS1:A			15N			1.00000			4			 


			169			40			106ArgH			8.61347			4.66739e-04			MS1:A			1H			1.00000			4			 


			170			306			106ArgCa			57.23227			0			MS1:A			13C			1.00000			1			 


			171			378			106ArgC			176.09529			0			MS1:A			13C			1.00000			1			 


			172			39			105LeuN			120.68797			5.25346e-04			MS1:A			15N			1.00000			4			 


			173			38			105LeuH			8.52313			3.81905e-04			MS1:A			1H			1.00000			4			 


			174			365			105LeuCa			55.31478			0.00186			MS1:A			13C			1.00000			2			 


			175			216			105LeuC			175.62287			0			MS1:A			13C			1.00000			1			 


			176			37			104GluN			120.06902			0.00117			MS1:A			15N			1.00000			4			 


			177			36			104GluH			7.87768			9.50828e-04			MS1:A			1H			1.00000			4			 


			178			287			104GluCa			56.79179			0.00542			MS1:A			13C			1.00000			2			 


			179			270			104GluC			176.23293			0			MS1:A			13C			1.00000			1			 


			180			35			103AlaN			118.58174			0.00299			MS1:A			15N			1.00000			4			 


			181			377			103AlaH			8.25137			2.69784e-04			MS1:A			1H			1.00000			4			 


			182			292			103AlaCa			52.54167			2.57061e-04			MS1:A			13C			1.00000			2			 


			183			198			103AlaC			178.83210			0			MS1:A			13C			1.00000			1			 


			184			34			102AlaN			123.21228			2.39074e-04			MS1:A			15N			1.00000			3			 


			185			33			102AlaH			9.25397			3.62219e-04			MS1:A			1H			1.00000			3			 


			186			310			102AlaCa			53.34805			0.01930			MS1:A			13C			1.00000			2			 


			187			376			102AlaC			176.55811			0			MS1:A			13C			1.00000			1			 


			188			32			101SerN			123.68303			0.00198			MS1:A			15N			1.00000			4			 


			189			31			101SerH			8.87274			0.00119			MS1:A			1H			1.00000			4			 


			190			297			101SerCa			52.95180			0			MS1:A			13C			1.00000			1			 


			191			220			101SerC			172.75644			0			MS1:A			13C			1.00000			1			 


			192			30			100IleN			127.29234			0.00189			MS1:A			15N			1.00000			4			 


			193			29			100IleH			10.19932			2.72314e-04			MS1:A			1H			1.00000			4			 


			194			336			100IleCa			58.62142			0.00495			MS1:A			13C			1.00000			2			 


			195			207			100IleC			172.95695			0			MS1:A			13C			1.00000			1			 


			196			28			99TyrN			116.27442			0.00134			MS1:A			15N			1.00000			4			 


			197			27			99TyrH			7.59617			3.66630e-04			MS1:A			1H			1.00000			4			 


			198			364			99TyrCa			53.34098			9.64037e-05			MS1:A			13C			1.00000			2			 


			199			244			99TyrC			171.98898			0			MS1:A			13C			1.00000			1			 


			200			26			98GlyN			112.99512			0.00106			MS1:A			15N			1.00000			4			 


			201			25			98GlyH			10.70147			2.36014e-04			MS1:A			1H			1.00000			4			 


			202			338			98GlyCa			42.12547			0.00327			MS1:A			13C			1.00000			2			 


			203			269			98GlyC			170.04105			0			MS1:A			13C			1.00000			1			 


			204			391			97AsnN			119.93834			0.00180			MS1:A			15N			1.00000			4			 


			205			24			97AsnH			8.33217			3.77478e-04			MS1:A			1H			1.00000			4			 


			206			326			97AsnCa			50.07450			0.00155			MS1:A			13C			1.00000			2			 


			207			246			97AsnC			173.22971			0			MS1:A			13C			1.00000			1			 


			208			23			96GlyN			109.56612			0.00135			MS1:A			15N			1.00000			4			 


			209			22			96GlyH			7.80501			3.22406e-04			MS1:A			1H			1.00000			4			 


			210			303			96GlyCa			44.39191			0.00393			MS1:A			13C			1.00000			2			 


			211			235			96GlyC			172.45525			0			MS1:A			13C			1.00000			1			 


			212			21			95AspN			114.09794			0.00130			MS1:A			15N			1.00000			4			 


			213			375			95AspH			8.31817			5.08070e-04			MS1:A			1H			1.00000			4			 


			214			313			95AspCa			50.46141			0.00418			MS1:A			13C			1.00000			2			 


			215			213			95AspC			175.14469			0			MS1:A			13C			1.00000			1			 


			216			20			94LysN			124.62315			0.00140			MS1:A			15N			1.00000			4			 


			217			374			94LysH			7.33003			2.45892e-04			MS1:A			1H			1.00000			4			 


			218			339			94LysCa			56.66128			0.00110			MS1:A			13C			1.00000			2			 


			219			223			94LysC			175.66353			0			MS1:A			13C			1.00000			1			 


			220			19			93AspN			114.96474			9.79084e-04			MS1:A			15N			1.00000			4			 


			221			18			93AspH			7.78435			2.52692e-04			MS1:A			1H			1.00000			4			 


			222			337			93AspCa			48.97247			5.99090e-04			MS1:A			13C			1.00000			2			 


			223			247			93AspC			174.59502			0			MS1:A			13C			1.00000			1			 


			224			17			92PheN			115.32249			5.76897e-04			MS1:A			15N			1.00000			4			 


			225			16			92PheH			7.09543			1.96290e-04			MS1:A			1H			1.00000			4			 


			226			329			92PheCa			58.06205			0.00238			MS1:A			13C			1.00000			2			 


			227			245			92PheC			173.56652			0			MS1:A			13C			1.00000			1			 


			228			15			91ValN			118.14834			6.44800e-04			MS1:A			15N			1.00000			4			 


			229			14			91ValH			7.30091			1.85448e-04			MS1:A			1H			1.00000			4			 


			230			335			91ValCa			62.98321			0.00422			MS1:A			13C			1.00000			2			 


			231			237			91ValC			174.32118			0			MS1:A			13C			1.00000			1			 


			232			13			90ArgN			114.87031			0.00125			MS1:A			15N			1.00000			4			 


			233			12			90ArgH			7.54972			0.00109			MS1:A			1H			1.00000			4			 


			234			345			90ArgCa			55.94091			0.00225			MS1:A			13C			1.00000			2			 


			235			243			90ArgC			174.76976			0			MS1:A			13C			1.00000			1			 


			236			11			89PheN			119.43987			0.00190			MS1:A			15N			1.00000			4			 


			237			10			89PheH			8.74698			3.87832e-04			MS1:A			1H			1.00000			4			 


			238			348			89PheCa			59.94211			5.09542e-04			MS1:A			13C			1.00000			2			 


			239			253			89PheC			173.71932			0			MS1:A			13C			1.00000			1			 


			240			9			88AlaN			120.47807			0.00464			MS1:A			15N			1.00000			4			 


			241			8			88AlaH			8.18828			0.00124			MS1:A			1H			1.00000			4			 


			242			289			88AlaCa			52.54166			3.75352e-04			MS1:A			13C			1.00000			2			 


			243			255			88AlaC			176.78455			0			MS1:A			13C			1.00000			1			 


			244			7			87GluN			118.32134			0.00155			MS1:A			15N			1.00000			3			 


			245			6			87GluH			8.24122			5.44698e-05			MS1:A			1H			1.00000			3			 


			246			386			87GluCa			56.59056			0.02695			MS1:A			13C			1.00000			2			 


			247			200			87GluC			176.62150			0			MS1:A			13C			1.00000			1			 


			248			5			86ArgN			121.78377			0.00693			MS1:A			15N			1.00000			4			 


			249			4			86ArgH			8.27684			0.00316			MS1:A			1H			1.00000			4			 


			250			312			86ArgCa			57.41909			0			MS1:A			13C			1.00000			1			 


			251			274			86ArgC			176.47527			0			MS1:A			13C			1.00000			1			 


			252			3			85IleN			120.12231			0.01060			MS1:A			15N			1.00000			3			 


			253			2			85IleH			7.87505			7.93991e-04			MS1:A			1H			1.00000			3			 


			254			363			85IleCa			63.31714			0.01735			MS1:A			13C			1.00000			2			 


			255			222			85IleC			175.35956			0			MS1:A			13C			1.00000			1			 


			256			273			84GluC			176.35233			0			MS1:A			13C			1.00000			1			 


			257			183			74ArgN			117.57739			0.00219			MS1:A			15N			1.00000			3			 


			258			182			74ArgH			7.74170			0.00229			MS1:A			1H			1.00000			3			 


			259			311			74ArgCa			55.92014			0			MS1:A			13C			1.00000			1			 


			260			181			73AlaN			121.76637			0.00548			MS1:A			15N			1.00000			3			 


			261			180			73AlaH			9.03016			0.00886			MS1:A			1H			1.00000			3			 


			262			368			73AlaCa			52.40243			0			MS1:A			13C			1.00000			1			 


			263			221			73AlaC			177.52584			0			MS1:A			13C			1.00000			1			 


			264			382			72MetC			176.17497			0			MS1:A			13C			1.00000			1			 


			265			150			50AspN			119.05606			0.00876			MS1:A			15N			1.00000			3			 


			266			149			50AspH			7.23424			0.01054			MS1:A			1H			1.00000			3			 


			267			367			50AspCa			54.02881			0			MS1:A			13C			1.00000			1			 


			268			148			49GlnN			117.16470			0.01507			MS1:A			15N			1.00000			3			 


			269			147			49GlnH			7.23017			0.00474			MS1:A			1H			1.00000			3			 


			270			359			49GlnCa			54.95673			0			MS1:A			13C			1.00000			1			 


			271			203			49GlnC			174.64052			0			MS1:A			13C			1.00000			1			 


			272			146			48LeuN			118.66605			0.00559			MS1:A			15N			1.00000			4			 


			273			145			48LeuH			7.05594			5.68080e-04			MS1:A			1H			1.00000			4			 


			274			309			48LeuCa			53.36659			0			MS1:A			13C			1.00000			1			 


			275			1			48LeuC			173.96562			0			MS1:A			13C			1.00000			1			 


			276			144			47GluN			118.17373			0.00831			MS1:A			15N			1.00000			4			 


			277			380			47GluH			7.09907			7.38261e-04			MS1:A			1H			1.00000			4			 


			278			314			47GluCa			55.61261			0.02122			MS1:A			13C			1.00000			2			 


			279			219			47GluC			176.20795			0			MS1:A			13C			1.00000			1			 


			280			143			46AlaN			120.54198			0.00501			MS1:A			15N			1.00000			4			 


			281			142			46AlaH			7.97849			5.58816e-04			MS1:A			1H			1.00000			4			 


			282			282			46AlaCa			52.17541			3.53017e-04			MS1:A			13C			1.00000			2			 


			283			224			46AlaC			177.04682			0			MS1:A			13C			1.00000			1			 


			284			141			45GluN			120.11970			0.00367			MS1:A			15N			1.00000			4			 


			285			140			45GluH			8.38850			0.00302			MS1:A			1H			1.00000			4			 


			286			321			45GluCa			56.78592			0.00607			MS1:A			13C			1.00000			2			 


			287			193			45GluC			175.84793			0			MS1:A			13C			1.00000			1			 


			288			138			44ThrN			112.35008			0.00164			MS1:A			15N			1.00000			4			 


			289			139			44ThrH			8.13012			0.00308			MS1:A			1H			1.00000			4			 


			290			307			44ThrCa			57.28433			0.04553			MS1:A			13C			1.00000			2			 


			291			232			44ThrC			171.83280			0			MS1:A			13C			1.00000			1			 


			292			388			43ProCa			58.89629			0			MS1:A			13C			1.00000			1			 


			293			217			43ProC			174.33044			0			MS1:A			13C			1.00000			1			 


			294			175			42AsnN			115.75527			0.00184			MS1:A			15N			1.00000			4			 


			295			174			42AsnH			8.10031			8.86013e-04			MS1:A			1H			1.00000			4			 


			296			324			42AsnCa			48.02230			0			MS1:A			13C			1.00000			1			 


			297			173			41GlnN			117.65108			0.00204			MS1:A			15N			1.00000			4			 


			298			172			41GlnH			7.06945			3.09462e-04			MS1:A			1H			1.00000			4			 


			299			304			41GlnCa			51.05688			0.00138			MS1:A			13C			1.00000			2			 


			300			234			41GlnC			170.87838			0			MS1:A			13C			1.00000			1			 


			301			171			40GlyN			106.35807			0.00295			MS1:A			15N			1.00000			4			 


			302			170			40GlyH			7.23477			8.04116e-04			MS1:A			1H			1.00000			4			 


			303			358			40GlyCa			42.38127			0.00140			MS1:A			13C			1.00000			2			 


			304			214			40GlyC			171.17283			0			MS1:A			13C			1.00000			1			 


			305			163			39LeuN			120.35344			0.00173			MS1:A			15N			1.00000			4			 


			306			164			39LeuH			6.59358			0.00157			MS1:A			1H			1.00000			4			 


			307			360			39LeuCa			51.23999			6.23637e-04			MS1:A			13C			1.00000			2			 


			308			265			39LeuC			174.27184			0			MS1:A			13C			1.00000			1			 


			309			169			38SerN			118.07180			7.08925e-04			MS1:A			15N			1.00000			3			 


			310			373			38SerH			7.08169			4.67537e-05			MS1:A			1H			1.00000			3			 


			311			352			38SerCa			58.22190			0.00194			MS1:A			13C			1.00000			2			 


			312			266			38SerC			171.66446			0			MS1:A			13C			1.00000			1			 


			313			167			37ArgN			117.96314			0.00392			MS1:A			15N			1.00000			3			 


			314			168			37ArgH			7.53590			4.66821e-04			MS1:A			1H			1.00000			3			 


			315			361			37ArgCa			55.76737			0			MS1:A			13C			1.00000			1			 


			316			259			37ArgC			177.97093			0			MS1:A			13C			1.00000			1			 


			317			166			36MetN			117.39292			0.00310			MS1:A			15N			1.00000			4			 


			318			165			36MetH			7.11996			0.00119			MS1:A			1H			1.00000			4			 


			319			283			36MetCa			55.38037			0			MS1:A			13C			1.00000			1			 


			320			267			36MetC			175.48660			0			MS1:A			13C			1.00000			1			 


			321			158			35ValN			120.99269			0.00550			MS1:A			15N			1.00000			4			 


			322			157			35ValH			6.20454			0.00147			MS1:A			1H			1.00000			4			 


			323			288			35ValCa			62.54424			0.00341			MS1:A			13C			1.00000			2			 


			324			194			35ValC			175.53006			0			MS1:A			13C			1.00000			1			 


			325			160			34ThrN			116.94117			0.00542			MS1:A			15N			1.00000			4			 


			326			159			34ThrH			6.46998			8.01704e-04			MS1:A			1H			1.00000			4			 


			327			279			34ThrCa			63.22413			0.01049			MS1:A			13C			1.00000			2			 


			328			199			34ThrC			173.45827			0			MS1:A			13C			1.00000			1			 


			329			162			33GlyN			103.81886			0.00838			MS1:A			15N			1.00000			4			 


			330			161			33GlyH			6.47848			0.00159			MS1:A			1H			1.00000			4			 


			331			315			33GlyCa			44.25775			0.00373			MS1:A			13C			1.00000			2			 


			332			190			33GlyC			171.04731			0			MS1:A			13C			1.00000			1			 


			333			389			32LeuCa			52.43579			0			MS1:A			13C			1.00000			1			 


			334			226			32LeuC			173.94630			0			MS1:A			13C			1.00000			1			 


			335			156			23GlyN			109.02283			0.00553			MS1:A			15N			1.00000			4			 


			336			155			23GlyH			7.33871			0.00847			MS1:A			1H			1.00000			4			 


			337			328			23GlyCa			44.57489			0			MS1:A			13C			1.00000			1			 


			338			154			22AspN			113.45707			0.00703			MS1:A			15N			1.00000			4			 


			339			153			22AspH			7.30212			0.00150			MS1:A			1H			1.00000			4			 


			340			330			22AspCa			49.78632			0.01944			MS1:A			13C			1.00000			2			 


			341			272			22AspC			174.89435			0			MS1:A			13C			1.00000			1			 


			342			370			21LysN			123.30138			0.01075			MS1:A			15N			1.00000			4			 


			343			369			21LysH			6.35590			0.00375			MS1:A			1H			1.00000			4			 


			344			302			21LysCa			55.00550			0.01340			MS1:A			13C			1.00000			2			 


			345			238			21LysC			174.98017			0			MS1:A			13C			1.00000			1			 


			346			152			20AspN			115.51094			0.01753			MS1:A			15N			1.00000			4			 


			347			151			20AspH			6.49189			0.00700			MS1:A			1H			1.00000			4			 


			348			300			20AspCa			48.43908			7.97521e-04			MS1:A			13C			1.00000			2			 


			349			212			20AspC			173.74101			0			MS1:A			13C			1.00000			1			 


			350			177			19PheN			112.38405			0.00856			MS1:A			15N			1.00000			3			 


			351			176			19PheH			5.87799			3.59520e-04			MS1:A			1H			1.00000			3			 


			352			293			19PheCa			54.99035			0.03409			MS1:A			13C			1.00000			2			 


			353			210			19PheC			172.19706			0			MS1:A			13C			1.00000			1			 


			354			179			18LeuN			120.20796			4.84136e-04			MS1:A			15N			1.00000			3			 


			355			178			18LeuH			6.83238			0.00181			MS1:A			1H			1.00000			3			 


			356			291			18LeuCa			53.92134			0			MS1:A			13C			1.00000			1			 


			357			204			18LeuC			174.03654			0			MS1:A			13C			1.00000			1			 


			358			202			17SerC			171.50528			0			MS1:A			13C			1.00000			1			 


			359			137			10AlaN			121.77762			0.01423			MS1:A			15N			1.00000			4			 


			360			136			10AlaH			8.60003			0.00285			MS1:A			1H			1.00000			4			 


			361			305			10AlaCa			53.36567			0			MS1:A			13C			1.00000			1			 


			362			135			9IleN			120.13493			0.00230			MS1:A			15N			1.00000			4			 


			363			134			9IleH			9.02328			5.60433e-04			MS1:A			1H			1.00000			4			 


			364			294			9IleCa			64.58085			0.00979			MS1:A			13C			1.00000			2			 


			365			215			9IleC			176.01324			0			MS1:A			13C			1.00000			1			 


			366			133			8GlnN			120.98277			0.00400			MS1:A			15N			1.00000			4			 


			367			132			8GlnH			8.19241			0.00244			MS1:A			1H			1.00000			4			 


			368			281			8GlnCa			56.47076			0.00339			MS1:A			13C			1.00000			2			 


			369			385			8GlnC			176.04084			0			MS1:A			13C			1.00000			1			 


			370			131			7GluN			119.98866			0.00165			MS1:A			15N			1.00000			3			 


			371			130			7GluH			9.14285			8.90116e-04			MS1:A			1H			1.00000			3			 


			372			318			7GluCa			57.86503			0.00909			MS1:A			13C			1.00000			2			 


			373			192			7GluC			177.02688			0			MS1:A			13C			1.00000			1			 


			374			129			6GluN			121.01742			0.00342			MS1:A			15N			1.00000			3			 


			375			128			6GluH			9.50604			8.38554e-04			MS1:A			1H			1.00000			3			 


			376			362			6GluCa			58.00799			0			MS1:A			13C			1.00000			1			 


			377			229			6GluC			177.35515			0			MS1:A			13C			1.00000			1			 


			378			124			5ThrN			113.63720			0.00127			MS1:A			15N			1.00000			4			 


			379			371			5ThrH			9.23214			8.66707e-04			MS1:A			1H			1.00000			4			 


			380			323			5ThrCa			58.28855			0			MS1:A			13C			1.00000			1			 


			381			268			5ThrC			173.38678			0			MS1:A			13C			1.00000			1			 


			382			383			4LeuN			123.79046			0.00355			MS1:A			15N			1.00000			4			 


			383			127			4LeuH			9.05671			5.18606e-05			MS1:A			1H			1.00000			4			 


			384			343			4LeuCa			52.40870			8.41533e-04			MS1:A			13C			1.00000			2			 


			385			372			4LeuC			175.62905			0			MS1:A			13C			1.00000			1			 


			386			126			3GlnN			120.25808			0.00166			MS1:A			15N			1.00000			4			 


			387			125			3GlnH			8.82756			1.59589e-04			MS1:A			1H			1.00000			4			 


			388			280			3GlnCa			53.42953			0.00136			MS1:A			13C			1.00000			2			 


			389			251			3GlnC			173.57184			0			MS1:A			13C			1.00000			1			 


			390			387			2AspCa			52.59253			0			MS1:A			13C			1.00000			1			 


			391			191			2AspC			173.55171			0			MS1:A			13C			1.00000			1			 
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			1			328			148LysN			127.19799			2.97302e-04			MS1:A			15N			1.00000			4			 


			2			446			148LysH			7.98644			2.98602e-04			MS1:A			1H			1.00000			4			 


			3			327			148LysCa			55.07799			0			MS1:A			13C			1.00000			1			 


			4			448			147AlaN			127.31048			6.69900e-04			MS1:A			15N			1.00000			4			 


			5			447			147AlaH			7.82669			6.67128e-04			MS1:A			1H			1.00000			4			 


			6			326			147AlaCa			49.94511			0.00108			MS1:A			13C			1.00000			2			 


			7			330			147AlaC			174.31818			0			MS1:A			13C			1.00000			1			 


			8			325			146ThrN			108.85677			0.00131			MS1:A			15N			1.00000			4			 


			9			324			146ThrH			7.38657			9.76480e-04			MS1:A			1H			1.00000			4			 


			10			323			146ThrCa			59.40904			0.00143			MS1:A			13C			1.00000			2			 


			11			331			146ThrC			171.65523			0			MS1:A			13C			1.00000			1			 


			12			322			145MetN			112.62366			0.00129			MS1:A			15N			1.00000			4			 


			13			321			145MetH			7.20728			8.04846e-04			MS1:A			1H			1.00000			4			 


			14			320			145MetCa			52.29241			0.00466			MS1:A			13C			1.00000			2			 


			15			332			145MetC			174.95749			0			MS1:A			13C			1.00000			1			 


			16			319			144MetN			117.16881			0.00192			MS1:A			15N			1.00000			4			 


			17			318			144MetH			7.31580			7.79677e-04			MS1:A			1H			1.00000			4			 


			18			317			144MetCa			53.70817			0.00277			MS1:A			13C			1.00000			2			 


			19			373			144MetC			174.03809			0			MS1:A			13C			1.00000			1			 


			20			316			143GlnN			119.45063			0.00359			MS1:A			15N			1.00000			4			 


			21			315			143GlnH			7.68753			2.66915e-04			MS1:A			1H			1.00000			4			 


			22			314			143GlnCa			56.28487			0.00743			MS1:A			13C			1.00000			2			 


			23			437			143GlnC			175.20165			0			MS1:A			13C			1.00000			1			 


			24			313			142ValN			118.75589			0.00384			MS1:A			15N			1.00000			4			 


			25			312			142ValH			8.54476			7.20603e-04			MS1:A			1H			1.00000			4			 


			26			311			142ValCa			64.22792			0.00305			MS1:A			13C			1.00000			2			 


			27			572			142ValC			176.89239			0			MS1:A			13C			1.00000			1			 


			28			310			141PheN			124.17672			0.00256			MS1:A			15N			1.00000			4			 


			29			554			141PheH			8.41923			9.81821e-04			MS1:A			1H			1.00000			4			 


			30			309			141PheCa			59.01115			0.00233			MS1:A			13C			1.00000			2			 


			31			556			141PheC			173.56437			0			MS1:A			13C			1.00000			1			 


			32			308			140GluN			119.95520			0.00348			MS1:A			15N			1.00000			4			 


			33			307			140GluH			8.63220			5.95042e-04			MS1:A			1H			1.00000			4			 


			34			306			140GluCa			55.97867			0.00393			MS1:A			13C			1.00000			2			 


			35			555			140GluC			176.59749			0			MS1:A			13C			1.00000			1			 


			36			305			139GluN			118.59187			0.00291			MS1:A			15N			1.00000			4			 


			37			304			139GluH			8.01343			3.11811e-04			MS1:A			1H			1.00000			4			 


			38			303			139GluCa			57.57364			0.00534			MS1:A			13C			1.00000			2			 


			39			375			139GluC			177.50369			0			MS1:A			13C			1.00000			1			 


			40			302			138TyrN			118.62768			0.00159			MS1:A			15N			1.00000			4			 


			41			301			138TyrH			8.30429			5.58372e-04			MS1:A			1H			1.00000			4			 


			42			300			138TyrCa			59.61430			0.00325			MS1:A			13C			1.00000			2			 


			43			372			138TyrC			173.35529			0			MS1:A			13C			1.00000			1			 


			44			299			137AsnN			129.32630			0.00134			MS1:A			15N			1.00000			4			 


			45			298			137AsnH			9.48650			0.00134			MS1:A			1H			1.00000			4			 


			46			297			137AsnCa			48.30945			0.00253			MS1:A			13C			1.00000			2			 


			47			450			137AsnC			171.99631			0			MS1:A			13C			1.00000			1			 


			48			296			136ValN			125.41445			7.89252e-04			MS1:A			15N			1.00000			4			 


			49			288			136ValH			9.08410			5.26208e-04			MS1:A			1H			1.00000			4			 


			50			287			136ValCa			59.10267			0.00671			MS1:A			13C			1.00000			2			 


			51			395			136ValC			173.12502			0			MS1:A			13C			1.00000			1			 


			52			295			135GlnN			114.84892			0.00163			MS1:A			15N			1.00000			4			 


			53			294			135GlnH			7.89071			3.76243e-04			MS1:A			1H			1.00000			4			 


			54			293			135GlnCa			50.67813			0.00431			MS1:A			13C			1.00000			2			 


			55			433			135GlnC			172.28730			0			MS1:A			13C			1.00000			1			 


			56			292			134GlyN			112.76070			0.00111			MS1:A			15N			1.00000			4			 


			57			291			134GlyH			10.26527			5.58655e-04			MS1:A			1H			1.00000			4			 


			58			290			134GlyCa			43.04592			0.00130			MS1:A			13C			1.00000			2			 


			59			335			134GlyC			169.96325			0			MS1:A			13C			1.00000			1			 


			60			289			133AspN			121.09711			0.00117			MS1:A			15N			1.00000			4			 


			61			286			133AspH			8.34574			6.73876e-04			MS1:A			1H			1.00000			4			 


			62			285			133AspCa			50.99163			0.00729			MS1:A			13C			1.00000			2			 


			63			442			133AspC			174.86202			0			MS1:A			13C			1.00000			1			 


			64			284			132GlyN			108.79861			0.00514			MS1:A			15N			1.00000			4			 


			65			283			132GlyH			7.59907			4.07495e-04			MS1:A			1H			1.00000			4			 


			66			282			132GlyCa			44.79912			0.00840			MS1:A			13C			1.00000			2			 


			67			428			132GlyC			172.71421			0			MS1:A			13C			1.00000			1			 


			68			281			131AspN			116.58883			0.00353			MS1:A			15N			1.00000			4			 


			69			280			131AspH			8.34053			2.53429e-04			MS1:A			1H			1.00000			4			 


			70			279			131AspCa			51.33692			0.00594			MS1:A			13C			1.00000			2			 


			71			364			131AspC			175.58354			0			MS1:A			13C			1.00000			1			 


			72			278			130IleN			127.81911			0.00197			MS1:A			15N			1.00000			4			 


			73			277			130IleH			8.14822			2.56799e-04			MS1:A			1H			1.00000			4			 


			74			276			130IleCa			60.76597			0.01622			MS1:A			13C			1.00000			2			 


			75			430			130IleC			175.31958			0			MS1:A			13C			1.00000			1			 


			76			275			129AspN			117.75676			0.00133			MS1:A			15N			1.00000			4			 


			77			274			129AspH			7.82026			2.72469e-04			MS1:A			1H			1.00000			4			 


			78			273			129AspCa			51.56093			5.31288e-04			MS1:A			13C			1.00000			2			 


			79			425			129AspC			172.90659			0			MS1:A			13C			1.00000			1			 


			80			272			128AlaN			116.74975			2.60484e-04			MS1:A			15N			1.00000			4			 


			81			271			128AlaH			7.14915			6.68793e-04			MS1:A			1H			1.00000			4			 


			82			270			128AlaCa			49.08494			1.14667e-04			MS1:A			13C			1.00000			2			 


			83			354			128AlaC			174.94522			0			MS1:A			13C			1.00000			1			 


			84			269			127GluN			115.67704			0.00349			MS1:A			15N			1.00000			4			 


			85			268			127GluH			8.24436			4.10682e-04			MS1:A			1H			1.00000			4			 


			86			267			127GluCa			56.11808			4.14876e-05			MS1:A			13C			1.00000			2			 


			87			390			127GluC			174.61006			0			MS1:A			13C			1.00000			1			 


			88			266			126ArgN			117.36106			0.00177			MS1:A			15N			1.00000			4			 


			89			265			126ArgH			8.42086			5.12555e-04			MS1:A			1H			1.00000			4			 


			90			264			126ArgCa			57.12644			0.00714			MS1:A			13C			1.00000			2			 


			91			553			126ArgC			176.61624			0			MS1:A			13C			1.00000			1			 


			92			263			125IleN			119.85754			0.00203			MS1:A			15N			1.00000			4			 


			93			262			125IleH			7.80267			7.93595e-04			MS1:A			1H			1.00000			4			 


			94			261			125IleCa			60.29061			0.00399			MS1:A			13C			1.00000			2			 


			95			359			125IleC			174.23763			0			MS1:A			13C			1.00000			1			 


			96			260			124MetN			118.71210			0.00222			MS1:A			15N			1.00000			4			 


			97			259			124MetH			7.67581			2.46006e-04			MS1:A			1H			1.00000			4			 


			98			258			124MetCa			58.36433			0.00499			MS1:A			13C			1.00000			2			 


			99			431			124MetC			177.21990			0			MS1:A			13C			1.00000			1			 


			100			257			123GluN			119.81443			0.01023			MS1:A			15N			1.00000			4			 


			101			256			123GluH			8.12824			0.00279			MS1:A			1H			1.00000			4			 


			102			460			123GluCa			56.71451			0.00376			MS1:A			13C			1.00000			2			 


			103			559			123GluC			175.75647			0			MS1:A			13C			1.00000			1			 


			104			255			122AspN			120.28000			0.00201			MS1:A			15N			1.00000			4			 


			105			254			122AspH			8.12452			7.14571e-04			MS1:A			1H			1.00000			4			 


			106			253			122AspCa			55.07626			4.86490e-04			MS1:A			13C			1.00000			2			 


			107			426			122AspC			176.50293			0			MS1:A			13C			1.00000			1			 


			108			252			121ValN			122.28675			8.23326e-04			MS1:A			15N			1.00000			4			 


			109			251			121ValH			7.94572			7.23594e-04			MS1:A			1H			1.00000			4			 


			110			250			121ValCa			64.34873			0.00754			MS1:A			13C			1.00000			2			 


			111			416			121ValC			174.78026			0			MS1:A			13C			1.00000			1			 


			112			249			120GluN			120.76561			0.00221			MS1:A			15N			1.00000			4			 


			113			248			120GluH			7.72587			2.82925e-04			MS1:A			1H			1.00000			4			 


			114			247			120GluCa			56.94335			0.01865			MS1:A			13C			1.00000			2			 


			115			387			120GluC			177.46612			0			MS1:A			13C			1.00000			1			 


			116			246			119GluN			119.46214			2.77547e-04			MS1:A			15N			1.00000			4			 


			117			245			119GluH			8.59079			5.84734e-04			MS1:A			1H			1.00000			4			 


			118			244			119GluCa			57.26229			0.00243			MS1:A			13C			1.00000			2			 


			119			410			119GluC			176.52934			0			MS1:A			13C			1.00000			1			 


			120			243			118AspN			121.51081			2.67879e-04			MS1:A			15N			1.00000			4			 


			121			242			118AspH			8.90018			8.05664e-04			MS1:A			1H			1.00000			4			 


			122			241			118AspCa			55.30562			0.00155			MS1:A			13C			1.00000			2			 


			123			350			118AspC			176.06987			0			MS1:A			13C			1.00000			1			 


			124			240			117ThrN			114.52665			8.35095e-04			MS1:A			15N			1.00000			4			 


			125			239			117ThrH			9.18135			5.38448e-04			MS1:A			1H			1.00000			4			 


			126			238			117ThrCa			58.25874			0.00109			MS1:A			13C			1.00000			2			 


			127			384			117ThrC			172.94544			0			MS1:A			13C			1.00000			1			 


			128			237			116LeuN			124.68492			0.00182			MS1:A			15N			1.00000			4			 


			129			236			116LeuH			8.04920			7.27217e-04			MS1:A			1H			1.00000			4			 


			130			235			116LeuCa			51.56917			0.00325			MS1:A			13C			1.00000			2			 


			131			347			116LeuC			175.53688			0			MS1:A			13C			1.00000			1			 


			132			234			115LysN			124.61199			0.00106			MS1:A			15N			1.00000			3			 


			133			233			115LysH			8.65270			7.67983e-04			MS1:A			1H			1.00000			3			 


			134			232			115LysCa			52.47467			0.04299			MS1:A			13C			1.00000			2			 


			135			340			115LysC			172.62493			0			MS1:A			13C			1.00000			1			 


			136			231			114GluN			119.46737			0.00110			MS1:A			15N			1.00000			4			 


			137			230			114GluH			7.77155			7.41310e-04			MS1:A			1H			1.00000			4			 


			138			229			114GluCa			52.60540			0			MS1:A			13C			1.00000			1			 


			139			351			114GluC			172.99551			0			MS1:A			13C			1.00000			1			 


			140			228			113GlyN			107.60084			9.11995e-04			MS1:A			15N			1.00000			4			 


			141			227			113GlyH			7.83930			9.67501e-04			MS1:A			1H			1.00000			4			 


			142			226			113GlyCa			42.95392			0.00460			MS1:A			13C			1.00000			2			 


			143			561			113GlyC			172.00124			0			MS1:A			13C			1.00000			1			 


			144			225			112LeuN			118.08027			0.00440			MS1:A			15N			1.00000			4			 


			145			224			112LeuH			7.85066			8.39074e-04			MS1:A			1H			1.00000			4			 


			146			223			112LeuCa			52.25912			0.00423			MS1:A			13C			1.00000			2			 


			147			394			112LeuC			174.43845			0			MS1:A			13C			1.00000			1			 


			148			222			111AsnN			123.09030			0.00272			MS1:A			15N			1.00000			4			 


			149			221			111AsnH			7.96779			0.00114			MS1:A			1H			1.00000			4			 


			150			220			111AsnCa			53.45269			0.00105			MS1:A			13C			1.00000			2			 


			151			344			111AsnC			174.11476			0			MS1:A			13C			1.00000			1			 


			152			219			110ThrN			116.04520			0.00225			MS1:A			15N			1.00000			4			 


			153			218			110ThrH			8.07209			5.66346e-04			MS1:A			1H			1.00000			4			 


			154			217			110ThrCa			64.02234			7.59077e-04			MS1:A			13C			1.00000			2			 


			155			409			110ThrC			175.65971			0			MS1:A			13C			1.00000			1			 


			156			216			109MetN			115.67559			0.00345			MS1:A			15N			1.00000			4			 


			157			215			109MetH			8.39537			7.78185e-04			MS1:A			1H			1.00000			4			 


			158			214			109MetCa			54.71942			9.30976e-04			MS1:A			13C			1.00000			2			 


			159			420			109MetC			176.52511			0			MS1:A			13C			1.00000			1			 


			160			213			108ValN			120.06449			0.00287			MS1:A			15N			1.00000			4			 


			161			212			108ValH			8.36471			0.00115			MS1:A			1H			1.00000			4			 


			162			211			108ValCa			63.98862			0.00243			MS1:A			13C			1.00000			2			 


			163			571			108ValC			175.41932			0			MS1:A			13C			1.00000			1			 


			164			210			107HisN			119.35206			0.00233			MS1:A			15N			1.00000			3			 


			165			209			107HisH			7.75377			4.44874e-04			MS1:A			1H			1.00000			3			 


			166			208			107HisCa			57.24065			0.00492			MS1:A			13C			1.00000			2			 


			167			434			107HisC			175.18858			0			MS1:A			13C			1.00000			1			 


			168			207			106ArgN			118.23021			0.00193			MS1:A			15N			1.00000			4			 


			169			206			106ArgH			8.62948			4.10270e-04			MS1:A			1H			1.00000			4			 


			170			205			106ArgCa			57.26292			0			MS1:A			13C			1.00000			1			 


			171			574			106ArgC			176.10374			0			MS1:A			13C			1.00000			1			 


			172			204			105LeuN			120.69447			0.00527			MS1:A			15N			1.00000			4			 


			173			203			105LeuH			8.53943			9.86301e-04			MS1:A			1H			1.00000			4			 


			174			202			105LeuCa			55.33791			0.00914			MS1:A			13C			1.00000			2			 


			175			343			105LeuC			175.64312			0			MS1:A			13C			1.00000			1			 


			176			201			104GluN			120.07907			0.00477			MS1:A			15N			1.00000			4			 


			177			200			104GluH			7.89667			0.00165			MS1:A			1H			1.00000			4			 


			178			199			104GluCa			56.82064			0.01861			MS1:A			13C			1.00000			2			 


			179			439			104GluC			176.24740			0			MS1:A			13C			1.00000			1			 


			180			198			103AlaN			118.58322			0.00286			MS1:A			15N			1.00000			4			 


			181			552			103AlaH			8.26560			8.45664e-04			MS1:A			1H			1.00000			4			 


			182			197			103AlaCa			52.56381			0.00613			MS1:A			13C			1.00000			2			 


			183			541			103AlaC			178.85024			0			MS1:A			13C			1.00000			1			 


			184			196			102AlaN			123.21563			0.00232			MS1:A			15N			1.00000			4			 


			185			195			102AlaH			9.26500			6.32366e-04			MS1:A			1H			1.00000			4			 


			186			194			102AlaCa			53.34067			0.03949			MS1:A			13C			1.00000			2			 


			187			449			102AlaC			176.57578			0			MS1:A			13C			1.00000			1			 


			188			193			101SerN			123.67444			0.00225			MS1:A			15N			1.00000			4			 


			189			192			101SerH			8.88754			0.00113			MS1:A			1H			1.00000			4			 


			190			191			101SerCa			52.98092			0.00147			MS1:A			13C			1.00000			2			 


			191			417			101SerC			172.76178			0			MS1:A			13C			1.00000			1			 


			192			190			100IleN			127.30344			8.37048e-04			MS1:A			15N			1.00000			4			 


			193			189			100IleH			10.21036			8.37258e-04			MS1:A			1H			1.00000			4			 


			194			188			100IleCa			58.66321			0.00722			MS1:A			13C			1.00000			2			 


			195			398			100IleC			172.97054			0			MS1:A			13C			1.00000			1			 


			196			187			99TyrN			116.28510			5.89886e-04			MS1:A			15N			1.00000			4			 


			197			186			99TyrH			7.61174			6.28300e-04			MS1:A			1H			1.00000			4			 


			198			185			99TyrCa			53.36278			0.00311			MS1:A			13C			1.00000			2			 


			199			429			99TyrC			172.00594			0			MS1:A			13C			1.00000			1			 


			200			184			98GlyN			113.00000			0.00260			MS1:A			15N			1.00000			4			 


			201			183			98GlyH			10.71996			6.15426e-04			MS1:A			1H			1.00000			4			 


			202			182			98GlyCa			42.13208			0.00235			MS1:A			13C			1.00000			2			 


			203			408			98GlyC			170.05522			0			MS1:A			13C			1.00000			1			 


			204			181			97AsnN			119.95370			7.23699e-04			MS1:A			15N			1.00000			4			 


			205			180			97AsnH			8.34981			9.03640e-04			MS1:A			1H			1.00000			4			 


			206			179			97AsnCa			50.09347			4.68903e-05			MS1:A			13C			1.00000			2			 


			207			352			97AsnC			173.25238			0			MS1:A			13C			1.00000			1			 


			208			178			96GlyN			109.58174			0.00158			MS1:A			15N			1.00000			4			 


			209			177			96GlyH			7.82777			5.50410e-04			MS1:A			1H			1.00000			4			 


			210			176			96GlyCa			44.41529			4.26980e-04			MS1:A			13C			1.00000			2			 


			211			385			96GlyC			172.46195			0			MS1:A			13C			1.00000			1			 


			212			175			95AspN			114.10754			0.00271			MS1:A			15N			1.00000			4			 


			213			550			95AspH			8.33964			6.31562e-04			MS1:A			1H			1.00000			4			 


			214			174			95AspCa			50.47966			0.00834			MS1:A			13C			1.00000			2			 


			215			365			95AspC			175.17725			0			MS1:A			13C			1.00000			1			 


			216			173			94LysN			124.63889			0.00283			MS1:A			15N			1.00000			4			 


			217			549			94LysH			7.35349			2.71433e-04			MS1:A			1H			1.00000			4			 


			218			172			94LysCa			56.70172			2.82402e-04			MS1:A			13C			1.00000			2			 


			219			551			94LysC			175.68319			0			MS1:A			13C			1.00000			1			 


			220			171			93AspN			114.98363			0.00107			MS1:A			15N			1.00000			4			 


			221			170			93AspH			7.80923			2.09801e-04			MS1:A			1H			1.00000			4			 


			222			169			93AspCa			48.97646			0.00188			MS1:A			13C			1.00000			2			 


			223			440			93AspC			174.61890			0			MS1:A			13C			1.00000			1			 


			224			168			92PheN			115.35029			5.83440e-04			MS1:A			15N			1.00000			4			 


			225			167			92PheH			7.12409			6.57445e-04			MS1:A			1H			1.00000			4			 


			226			166			92PheCa			58.10080			4.43556e-04			MS1:A			13C			1.00000			2			 


			227			382			92PheC			173.59551			0			MS1:A			13C			1.00000			1			 


			228			165			91ValN			118.18447			0.00380			MS1:A			15N			1.00000			4			 


			229			164			91ValH			7.33661			6.15391e-04			MS1:A			1H			1.00000			4			 


			230			163			91ValCa			63.06673			4.86694e-04			MS1:A			13C			1.00000			2			 


			231			377			91ValC			174.34241			0			MS1:A			13C			1.00000			1			 


			232			162			90ArgN			114.90784			0.00221			MS1:A			15N			1.00000			4			 


			233			161			90ArgH			7.58710			1.98786e-04			MS1:A			1H			1.00000			4			 


			234			160			90ArgCa			55.97185			0.00351			MS1:A			13C			1.00000			2			 


			235			441			90ArgC			174.81034			0			MS1:A			13C			1.00000			1			 


			236			159			89PheN			119.48002			0.00431			MS1:A			15N			1.00000			4			 


			237			158			89PheH			8.78160			4.14571e-04			MS1:A			1H			1.00000			4			 


			238			157			89PheCa			59.98540			0.00711			MS1:A			13C			1.00000			2			 


			239			393			89PheC			173.74545			0			MS1:A			13C			1.00000			1			 


			240			156			88AlaN			120.51599			0.00242			MS1:A			15N			1.00000			4			 


			241			155			88AlaH			8.23144			8.67528e-04			MS1:A			1H			1.00000			4			 


			242			154			88AlaCa			52.59311			0.01022			MS1:A			13C			1.00000			2			 


			243			339			88AlaC			176.81919			0			MS1:A			13C			1.00000			1			 


			244			153			87GluN			118.39006			0.00378			MS1:A			15N			1.00000			4			 


			245			152			87GluH			8.29513			4.09196e-04			MS1:A			1H			1.00000			4			 


			246			451			87GluCa			56.61861			0.00236			MS1:A			13C			1.00000			2			 


			247			458			87GluC			176.68136			0			MS1:A			13C			1.00000			1			 


			248			151			86ArgN			121.82565			0.00242			MS1:A			15N			1.00000			4			 


			249			150			86ArgH			8.31916			3.11085e-04			MS1:A			1H			1.00000			4			 


			250			149			86ArgCa			57.45406			0.01756			MS1:A			13C			1.00000			2			 


			251			334			86ArgC			176.48269			0			MS1:A			13C			1.00000			1			 


			252			148			85IleN			120.16490			0.00176			MS1:A			15N			1.00000			4			 


			253			147			85IleH			7.91489			4.17632e-04			MS1:A			1H			1.00000			4			 


			254			146			85IleCa			63.36326			0.00597			MS1:A			13C			1.00000			2			 


			255			362			85IleC			175.40157			0			MS1:A			13C			1.00000			1			 


			256			145			84GluN			118.42401			6.92825e-04			MS1:A			15N			1.00000			3			 


			257			144			84GluH			8.01692			3.61248e-04			MS1:A			1H			1.00000			3			 


			258			143			84GluCa			56.88627			0.00441			MS1:A			13C			1.00000			2			 


			259			422			84GluC			176.39919			0			MS1:A			13C			1.00000			1			 


			260			142			83GluN			119.68952			0.00979			MS1:A			15N			1.00000			4			 


			261			141			83GluH			8.14959			0.00365			MS1:A			1H			1.00000			4			 


			262			140			83GluCa			56.76866			0			MS1:A			13C			1.00000			1			 


			263			392			83GluC			175.84975			0			MS1:A			13C			1.00000			1			 


			264			139			82GluN			122.98255			0.00376			MS1:A			15N			1.00000			4			 


			265			138			82GluH			8.49946			0.00112			MS1:A			1H			1.00000			4			 


			266			137			82GluCa			56.03444			0.01314			MS1:A			13C			1.00000			2			 


			267			388			82GluC			175.22705			0			MS1:A			13C			1.00000			1			 


			268			136			81SerN			118.11234			0.00160			MS1:A			15N			1.00000			4			 


			269			135			81SerH			8.47079			7.18379e-04			MS1:A			1H			1.00000			4			 


			270			134			81SerCa			56.99283			0.01738			MS1:A			13C			1.00000			2			 


			271			415			81SerC			172.97900			0			MS1:A			13C			1.00000			1			 


			272			133			80AspN			123.43508			0.00135			MS1:A			15N			1.00000			4			 


			273			132			80AspH			8.39795			7.45733e-04			MS1:A			1H			1.00000			4			 


			274			131			80AspCa			51.58949			0.00198			MS1:A			13C			1.00000			2			 


			275			356			80AspC			174.05219			0			MS1:A			13C			1.00000			1			 


			276			130			79ThrN			114.37110			0.00134			MS1:A			15N			1.00000			4			 


			277			129			79ThrH			7.96652			6.27346e-04			MS1:A			1H			1.00000			4			 


			278			128			79ThrCa			59.49170			0.00106			MS1:A			13C			1.00000			2			 


			279			413			79ThrC			171.54241			0			MS1:A			13C			1.00000			1			 


			280			127			78AspN			121.13213			0.00110			MS1:A			15N			1.00000			4			 


			281			126			78AspH			8.11594			5.13112e-04			MS1:A			1H			1.00000			4			 


			282			125			78AspCa			52.04937			4.91896e-04			MS1:A			13C			1.00000			2			 


			283			402			78AspC			173.80458			0			MS1:A			13C			1.00000			1			 


			284			465			77LysN			120.31211			0.00142			MS1:A			15N			1.00000			4			 


			285			464			77LysH			7.71594			3.37000e-04			MS1:A			1H			1.00000			4			 


			286			469			77LysCa			54.08249			0.01426			MS1:A			13C			1.00000			2			 


			287			424			77LysC			173.90266			0			MS1:A			13C			1.00000			1			 


			288			471			76MetN			118.15611			0.00308			MS1:A			15N			1.00000			4			 


			289			470			76MetH			7.78542			4.83069e-04			MS1:A			1H			1.00000			4			 


			290			472			76MetCa			53.93823			9.49480e-04			MS1:A			13C			1.00000			2			 


			291			562			76MetC			174.01096			0			MS1:A			13C			1.00000			1			 


			292			329			75LysN			118.92909			0.00254			MS1:A			15N			1.00000			4			 


			293			473			75LysH			7.71112			3.94612e-04			MS1:A			1H			1.00000			4			 


			294			475			75LysCa			54.80025			0.01190			MS1:A			13C			1.00000			2			 


			295			573			75LysC			175.20844			0			MS1:A			13C			1.00000			1			 


			296			540			74ArgN			117.23240			0.00227			MS1:A			15N			1.00000			4			 


			297			539			74ArgH			7.37496			2.35885e-04			MS1:A			1H			1.00000			4			 


			298			476			74ArgCa			55.73428			0.00555			MS1:A			13C			1.00000			2			 


			299			474			74ArgC			175.37087			0			MS1:A			13C			1.00000			1			 


			300			538			73AlaN			121.19247			0.00191			MS1:A			15N			1.00000			4			 


			301			537			73AlaH			8.22045			6.81371e-04			MS1:A			1H			1.00000			4			 


			302			544			73AlaCa			51.89444			0.00273			MS1:A			13C			1.00000			2			 


			303			542			73AlaC			177.07220			0			MS1:A			13C			1.00000			1			 


			304			124			72MetN			118.11143			0.00986			MS1:A			15N			1.00000			4			 


			305			123			72MetH			7.91529			0.00120			MS1:A			1H			1.00000			4			 


			306			122			72MetCa			53.42277			2.82393e-04			MS1:A			13C			1.00000			2			 


			307			563			72MetC			175.88316			0			MS1:A			13C			1.00000			1			 


			308			121			71MetN			121.09388			0.00252			MS1:A			15N			1.00000			4			 


			309			120			71MetH			7.15489			4.44870e-04			MS1:A			1H			1.00000			4			 


			310			119			71MetCa			55.92776			0.00157			MS1:A			13C			1.00000			2			 


			311			333			71MetC			175.13838			0			MS1:A			13C			1.00000			1			 


			312			118			70ThrN			115.40522			0.00251			MS1:A			15N			1.00000			4			 


			313			117			70ThrH			7.72047			2.01181e-04			MS1:A			1H			1.00000			4			 


			314			116			70ThrCa			63.90565			0.00927			MS1:A			13C			1.00000			2			 


			315			444			70ThrC			173.56760			0			MS1:A			13C			1.00000			1			 


			316			115			69LeuN			119.71180			0.00271			MS1:A			15N			1.00000			4			 


			317			114			69LeuH			8.85079			2.04636e-04			MS1:A			1H			1.00000			4			 


			318			113			69LeuCa			55.12673			0.00184			MS1:A			13C			1.00000			2			 


			319			423			69LeuC			176.18530			0			MS1:A			13C			1.00000			1			 


			320			112			68PheN			124.10437			0.00194			MS1:A			15N			1.00000			4			 


			321			111			68PheH			8.78427			4.34879e-04			MS1:A			1H			1.00000			4			 


			322			567			68PheCa			58.95791			0.00315			MS1:A			13C			1.00000			2			 


			323			399			68PheC			173.98124			0			MS1:A			13C			1.00000			1			 


			324			110			67GluN			117.41445			0.00434			MS1:A			15N			1.00000			4			 


			325			109			67GluH			8.42791			0.00158			MS1:A			1H			1.00000			4			 


			326			108			67GluCa			56.37326			0.01140			MS1:A			13C			1.00000			2			 


			327			414			67GluC			176.18998			0			MS1:A			13C			1.00000			1			 


			328			107			66ProCa			64.17365			0			MS1:A			13C			1.00000			1			 


			329			445			66ProC			177.45420			0			MS1:A			13C			1.00000			1			 


			330			106			65PheN			118.33294			0.00204			MS1:A			15N			1.00000			4			 


			331			105			65PheH			8.93324			3.66106e-04			MS1:A			1H			1.00000			4			 


			332			104			65PheCa			60.30338			0			MS1:A			13C			1.00000			1			 


			333			103			64AspN			129.79582			0.00110			MS1:A			15N			1.00000			4			 


			334			102			64AspH			9.01351			3.23026e-04			MS1:A			1H			1.00000			4			 


			335			101			64AspCa			49.21259			3.60474e-04			MS1:A			13C			1.00000			2			 


			336			391			64AspC			173.07825			0			MS1:A			13C			1.00000			1			 


			337			100			63IleN			126.88096			0.00320			MS1:A			15N			1.00000			4			 


			338			99			63IleH			8.82019			0.00190			MS1:A			1H			1.00000			4			 


			339			98			63IleCa			57.11929			0.04456			MS1:A			13C			1.00000			2			 


			340			386			63IleC			171.93971			0			MS1:A			13C			1.00000			1			 


			341			97			62ThrN			107.23049			0.00138			MS1:A			15N			1.00000			4			 


			342			96			62ThrH			7.74344			0.00108			MS1:A			1H			1.00000			4			 


			343			95			62ThrCa			56.74441			0.00178			MS1:A			13C			1.00000			2			 


			344			427			62ThrC			172.05205			0			MS1:A			13C			1.00000			1			 


			345			94			61GlyN			110.70853			0.00195			MS1:A			15N			1.00000			4			 


			346			93			61GlyH			9.68638			6.94932e-04			MS1:A			1H			1.00000			4			 


			347			92			61GlyCa			42.44579			0.00218			MS1:A			13C			1.00000			2			 


			348			432			61GlyC			170.57010			0			MS1:A			13C			1.00000			1			 


			349			91			60AspN			118.15394			0.00455			MS1:A			15N			1.00000			4			 


			350			90			60AspH			8.06806			4.18071e-04			MS1:A			1H			1.00000			4			 


			351			89			60AspCa			51.20064			0.00923			MS1:A			13C			1.00000			2			 


			352			338			60AspC			174.30767			0			MS1:A			13C			1.00000			1			 


			353			88			59GlyN			108.34182			4.73968e-04			MS1:A			15N			1.00000			4			 


			354			87			59GlyH			7.73119			0.00130			MS1:A			1H			1.00000			4			 


			355			86			59GlyCa			44.64414			0.00900			MS1:A			13C			1.00000			2			 


			356			337			59GlyC			171.85284			0			MS1:A			13C			1.00000			1			 


			357			85			58AspN			112.42460			0.00223			MS1:A			15N			1.00000			4			 


			358			84			58AspH			8.01774			0.00104			MS1:A			1H			1.00000			4			 


			359			83			58AspCa			49.41029			0.00383			MS1:A			13C			1.00000			2			 


			360			378			58AspC			174.71598			0			MS1:A			13C			1.00000			1			 


			361			82			57AlaN			129.86489			0.00249			MS1:A			15N			1.00000			4			 


			362			81			57AlaH			7.83503			3.50569e-04			MS1:A			1H			1.00000			4			 


			363			80			57AlaCa			51.29492			0.03456			MS1:A			13C			1.00000			2			 


			364			367			57AlaC			175.67587			0			MS1:A			13C			1.00000			1			 


			365			79			56AspN			120.50320			0.00621			MS1:A			15N			1.00000			4			 


			366			78			56AspH			8.15557			0.00117			MS1:A			1H			1.00000			4			 


			367			77			56AspCa			50.96487			2.43234e-05			MS1:A			13C			1.00000			2			 


			368			376			56AspC			172.97319			0			MS1:A			13C			1.00000			1			 


			369			76			55ValN			112.96782			0.00296			MS1:A			15N			1.00000			4			 


			370			75			55ValH			7.08016			7.49508e-04			MS1:A			1H			1.00000			4			 


			371			74			55ValCa			59.00592			0.00521			MS1:A			13C			1.00000			2			 


			372			345			55ValC			173.27466			0			MS1:A			13C			1.00000			1			 


			373			73			54GluN			116.61257			0.00176			MS1:A			15N			1.00000			4			 


			374			72			54GluH			7.56298			3.03087e-04			MS1:A			1H			1.00000			4			 


			375			71			54GluCa			56.11429			0.00146			MS1:A			13C			1.00000			2			 


			376			348			54GluC			174.39400			0			MS1:A			13C			1.00000			1			 


			377			70			53AsnN			118.51882			0.00371			MS1:A			15N			1.00000			4			 


			378			69			53AsnH			8.67435			3.83064e-04			MS1:A			1H			1.00000			4			 


			379			68			53AsnCa			53.08339			0.00480			MS1:A			13C			1.00000			2			 


			380			358			53AsnC			174.28335			0			MS1:A			13C			1.00000			1			 


			381			568			52IleN			118.72753			0.00361			MS1:A			15N			1.00000			4			 


			382			67			52IleH			7.85411			0.00115			MS1:A			1H			1.00000			4			 


			383			66			52IleCa			61.00812			0.00561			MS1:A			13C			1.00000			2			 


			384			381			52IleC			175.53531			0			MS1:A			13C			1.00000			1			 


			385			65			51MetN			119.41321			0.00350			MS1:A			15N			1.00000			4			 


			386			64			51MetH			7.88734			6.13168e-04			MS1:A			1H			1.00000			4			 


			387			63			51MetCa			56.97142			6.43092e-04			MS1:A			13C			1.00000			2			 


			388			400			51MetC			176.63717			0			MS1:A			13C			1.00000			1			 


			389			508			50AspN			120.03184			0.00174			MS1:A			15N			1.00000			4			 


			390			507			50AspH			8.03910			0.00103			MS1:A			1H			1.00000			4			 


			391			62			50AspCa			54.97163			0.01108			MS1:A			13C			1.00000			2			 


			392			407			50AspC			176.24029			0			MS1:A			13C			1.00000			1			 


			393			506			49GlnN			118.41896			0.00349			MS1:A			15N			1.00000			4			 


			394			505			49GlnH			8.15626			9.67874e-04			MS1:A			1H			1.00000			4			 


			395			61			49GlnCa			55.93796			0.00346			MS1:A			13C			1.00000			2			 


			396			363			49GlnC			175.73328			0			MS1:A			13C			1.00000			1			 


			397			504			48LeuN			119.90730			0.00160			MS1:A			15N			1.00000			4			 


			398			503			48LeuH			8.09862			9.87693e-05			MS1:A			1H			1.00000			4			 


			399			481			48LeuCa			55.16407			0.01578			MS1:A			13C			1.00000			2			 


			400			380			48LeuC			175.95987			0			MS1:A			13C			1.00000			1			 


			401			502			47GluN			118.76130			0.00197			MS1:A			15N			1.00000			4			 


			402			557			47GluH			7.63214			2.53422e-04			MS1:A			1H			1.00000			4			 


			403			60			47GluCa			56.40333			0.00164			MS1:A			13C			1.00000			2			 


			404			480			47GluC			177.35832			0			MS1:A			13C			1.00000			1			 


			405			501			46AlaN			120.85200			0.00381			MS1:A			15N			1.00000			4			 


			406			500			46AlaH			8.21069			5.49739e-04			MS1:A			1H			1.00000			4			 


			407			59			46AlaCa			52.37504			0.00656			MS1:A			13C			1.00000			2			 


			408			461			46AlaC			177.49782			0			MS1:A			13C			1.00000			1			 


			409			499			45GluN			120.58131			0.00174			MS1:A			15N			1.00000			4			 


			410			498			45GluH			8.75217			1.95430e-04			MS1:A			1H			1.00000			4			 


			411			456			45GluCa			57.28547			0.03244			MS1:A			13C			1.00000			2			 


			412			397			45GluC			176.27058			0			MS1:A			13C			1.00000			1			 


			413			496			44ThrN			112.96112			0.00386			MS1:A			15N			1.00000			4			 


			414			497			44ThrH			8.73528			0.00135			MS1:A			1H			1.00000			4			 


			415			58			44ThrCa			57.81607			3.25090e-04			MS1:A			13C			1.00000			2			 


			416			457			44ThrC			172.43741			0			MS1:A			13C			1.00000			1			 


			417			578			43ProCa			59.66761			0			MS1:A			13C			1.00000			1			 


			418			455			43ProC			174.97364			0			MS1:A			13C			1.00000			1			 


			419			532			42AsnN			116.36046			8.98928e-04			MS1:A			15N			1.00000			4			 


			420			531			42AsnH			8.68567			8.02966e-04			MS1:A			1H			1.00000			4			 


			421			57			42AsnCa			48.58773			0			MS1:A			13C			1.00000			1			 


			422			530			41GlnN			118.21907			0.00197			MS1:A			15N			1.00000			4			 


			423			529			41GlnH			7.72918			5.63564e-04			MS1:A			1H			1.00000			4			 


			424			56			41GlnCa			51.70807			0.00404			MS1:A			13C			1.00000			2			 


			425			412			41GlnC			171.45336			0			MS1:A			13C			1.00000			1			 


			426			528			40GlyN			106.91761			0.00193			MS1:A			15N			1.00000			4			 


			427			527			40GlyH			7.80928			1.80610e-04			MS1:A			1H			1.00000			4			 


			428			55			40GlyCa			42.87448			0.00245			MS1:A			13C			1.00000			2			 


			429			383			40GlyC			171.71395			0			MS1:A			13C			1.00000			1			 


			430			521			39LeuN			121.00679			0.00490			MS1:A			15N			1.00000			4			 


			431			522			39LeuH			7.33496			0.00106			MS1:A			1H			1.00000			4			 


			432			54			39LeuCa			51.86996			9.21129e-04			MS1:A			13C			1.00000			2			 


			433			403			39LeuC			174.81236			0			MS1:A			13C			1.00000			1			 


			434			526			38SerN			118.84487			0.00235			MS1:A			15N			1.00000			4			 


			435			548			38SerH			7.87431			6.15364e-04			MS1:A			1H			1.00000			4			 


			436			53			38SerCa			58.86034			0.00308			MS1:A			13C			1.00000			2			 


			437			342			38SerC			172.27449			0			MS1:A			13C			1.00000			1			 


			438			525			37ArgN			118.91815			0.00456			MS1:A			15N			1.00000			3			 


			439			52			37ArgH			8.50650			8.65484e-05			MS1:A			1H			1.00000			3			 


			440			459			37ArgCa			56.53798			0.00257			MS1:A			13C			1.00000			2			 


			441			366			37ArgC			178.62787			0			MS1:A			13C			1.00000			1			 


			442			524			36MetN			118.72442			0.00385			MS1:A			15N			1.00000			4			 


			443			523			36MetH			8.58110			0.00196			MS1:A			1H			1.00000			4			 


			444			477			36MetCa			56.55118			0			MS1:A			13C			1.00000			1			 


			445			353			36MetC			176.45764			0			MS1:A			13C			1.00000			1			 


			446			516			35ValN			122.34470			0.00127			MS1:A			15N			1.00000			4			 


			447			515			35ValH			7.73804			0.00178			MS1:A			1H			1.00000			4			 


			448			478			35ValCa			63.83799			8.69650e-05			MS1:A			13C			1.00000			2			 


			449			479			35ValC			176.69353			0			MS1:A			13C			1.00000			1			 


			450			518			34ThrN			118.30164			0.00199			MS1:A			15N			1.00000			4			 


			451			517			34ThrH			7.93020			4.35109e-04			MS1:A			1H			1.00000			4			 


			452			51			34ThrCa			64.33432			0.00126			MS1:A			13C			1.00000			2			 


			453			443			34ThrC			174.56032			0			MS1:A			13C			1.00000			1			 


			454			520			33GlyN			105.86532			0.00772			MS1:A			15N			1.00000			4			 


			455			519			33GlyH			8.63835			5.18610e-04			MS1:A			1H			1.00000			4			 


			456			50			33GlyCa			45.80716			4.78161e-04			MS1:A			13C			1.00000			2			 


			457			558			33GlyC			172.40140			0			MS1:A			13C			1.00000			1			 


			458			569			32LeuN			120.36309			5.80568e-05			MS1:A			15N			1.00000			2			 


			459			49			32LeuH			8.55705			6.38719e-05			MS1:A			1H			1.00000			2			 


			460			579			32LeuCa			55.48949			0			MS1:A			13C			1.00000			1			 


			461			349			32LeuC			176.22715			0			MS1:A			13C			1.00000			1			 


			462			48			31GluN			121.63983			6.50880e-04			MS1:A			15N			1.00000			4			 


			463			47			31GluH			7.65723			3.47513e-04			MS1:A			1H			1.00000			4			 


			464			46			31GluCa			56.80697			0			MS1:A			13C			1.00000			1			 


			465			346			31GluC			176.46061			0			MS1:A			13C			1.00000			1			 


			466			45			30LysN			120.88765			0.00562			MS1:A			15N			1.00000			4			 


			467			44			30LysH			7.58437			8.01775e-04			MS1:A			1H			1.00000			4			 


			468			43			30LysCa			56.53322			0.00149			MS1:A			13C			1.00000			2			 


			469			374			30LysC			177.26640			0			MS1:A			13C			1.00000			1			 


			470			42			29ThrN			112.85481			0.00123			MS1:A			15N			1.00000			4			 


			471			41			29ThrH			9.18071			7.73188e-04			MS1:A			1H			1.00000			4			 


			472			40			29ThrCa			63.70064			0.01000			MS1:A			13C			1.00000			2			 


			473			389			29ThrC			174.48706			0			MS1:A			13C			1.00000			1			 


			474			39			28ThrN			116.46495			0.00489			MS1:A			15N			1.00000			4			 


			475			38			28ThrH			8.24687			7.63856e-04			MS1:A			1H			1.00000			4			 


			476			37			28ThrCa			56.64191			0.00726			MS1:A			13C			1.00000			2			 


			477			371			28ThrC			173.81709			0			MS1:A			13C			1.00000			1			 


			478			36			27IleN			126.29520			0.00362			MS1:A			15N			1.00000			4			 


			479			35			27IleH			9.97122			6.52454e-04			MS1:A			1H			1.00000			4			 


			480			565			27IleCa			58.42080			0.00376			MS1:A			13C			1.00000			2			 


			481			368			27IleC			173.57590			0			MS1:A			13C			1.00000			1			 


			482			34			26ThrN			110.36235			0.00465			MS1:A			15N			1.00000			4			 


			483			33			26ThrH			8.17664			5.32586e-04			MS1:A			1H			1.00000			4			 


			484			32			26ThrCa			56.49733			0.01100			MS1:A			13C			1.00000			2			 


			485			435			26ThrC			170.77620			0			MS1:A			13C			1.00000			1			 


			486			31			25GlyN			112.97755			7.72872e-04			MS1:A			15N			1.00000			4			 


			487			30			25GlyH			10.52880			7.85376e-04			MS1:A			1H			1.00000			4			 


			488			29			25GlyCa			42.59437			0.00548			MS1:A			13C			1.00000			2			 


			489			369			25GlyC			171.49340			0			MS1:A			13C			1.00000			1			 


			490			28			24AspN			120.80694			0.00358			MS1:A			15N			1.00000			4			 


			491			27			24AspH			8.37910			0.00118			MS1:A			1H			1.00000			4			 


			492			26			24AspCa			51.15950			0.00231			MS1:A			13C			1.00000			2			 


			493			357			24AspC			174.68634			0			MS1:A			13C			1.00000			1			 


			494			514			23GlyN			109.23292			0.00107			MS1:A			15N			1.00000			4			 


			495			513			23GlyH			7.64891			0.00106			MS1:A			1H			1.00000			4			 


			496			25			23GlyCa			44.47025			0.00530			MS1:A			13C			1.00000			2			 


			497			404			23GlyC			172.45904			0			MS1:A			13C			1.00000			1			 


			498			512			22AspN			113.99635			0.00269			MS1:A			15N			1.00000			4			 


			499			511			22AspH			8.05331			3.76443e-04			MS1:A			1H			1.00000			4			 


			500			24			22AspCa			50.19700			0.00516			MS1:A			13C			1.00000			2			 


			501			543			22AspC			175.06365			0			MS1:A			13C			1.00000			1			 


			502			546			21LysN			124.24558			0.00222			MS1:A			15N			1.00000			4			 


			503			545			21LysH			7.62153			3.64198e-04			MS1:A			1H			1.00000			4			 


			504			462			21LysCa			55.76531			7.30470e-04			MS1:A			13C			1.00000			2			 


			505			405			21LysC			175.51806			0			MS1:A			13C			1.00000			1			 


			506			510			20AspN			116.90853			0.00451			MS1:A			15N			1.00000			4			 


			507			509			20AspH			7.65710			0.00108			MS1:A			1H			1.00000			4			 


			508			463			20AspCa			49.64487			0.00528			MS1:A			13C			1.00000			2			 


			509			401			20AspC			174.59509			0			MS1:A			13C			1.00000			1			 


			510			534			19PheN			113.59469			0.00208			MS1:A			15N			1.00000			4			 


			511			533			19PheH			6.99321			0.00115			MS1:A			1H			1.00000			4			 


			512			23			19PheCa			56.65814			0.01104			MS1:A			13C			1.00000			2			 


			513			379			19PheC			173.91223			0			MS1:A			13C			1.00000			1			 


			514			536			18LeuN			120.67571			0.00367			MS1:A			15N			1.00000			4			 


			515			535			18LeuH			7.28361			4.64690e-04			MS1:A			1H			1.00000			4			 


			516			22			18LeuCa			54.56892			0.00167			MS1:A			13C			1.00000			2			 


			517			411			18LeuC			174.95395			0			MS1:A			13C			1.00000			1			 


			518			468			17SerN			113.28596			3.59640e-04			MS1:A			15N			1.00000			4			 


			519			467			17SerH			8.04448			7.37644e-04			MS1:A			1H			1.00000			4			 


			520			466			17SerCa			58.81578			0.01693			MS1:A			13C			1.00000			2			 


			521			336			17SerC			171.95615			0			MS1:A			13C			1.00000			1			 


			522			21			16PheN			118.95621			0.00259			MS1:A			15N			1.00000			4			 


			523			20			16PheH			8.70137			5.45721e-04			MS1:A			1H			1.00000			4			 


			524			576			16PheCa			59.37432			8.52992e-06			MS1:A			13C			1.00000			2			 


			525			560			16PheC			174.97444			0			MS1:A			13C			1.00000			1			 


			526			19			15AlaN			122.67144			0.00240			MS1:A			15N			1.00000			4			 


			527			18			15AlaH			7.88273			9.33021e-04			MS1:A			1H			1.00000			4			 


			528			564			15AlaCa			52.64622			0.00520			MS1:A			13C			1.00000			2			 


			529			575			15AlaC			176.41344			0			MS1:A			13C			1.00000			1			 


			530			17			14GluN			120.52393			0.00202			MS1:A			15N			1.00000			4			 


			531			16			14GluH			7.77606			8.32631e-04			MS1:A			1H			1.00000			4			 


			532			15			14GluCa			56.73834			0.01011			MS1:A			13C			1.00000			2			 


			533			421			14GluC			176.86022			0			MS1:A			13C			1.00000			1			 


			534			14			13LysN			123.65763			0.00263			MS1:A			15N			1.00000			4			 


			535			13			13LysH			9.16910			4.40920e-04			MS1:A			1H			1.00000			4			 


			536			12			13LysCa			57.36188			8.00283e-04			MS1:A			13C			1.00000			2			 


			537			361			13LysC			176.62015			0			MS1:A			13C			1.00000			1			 


			538			11			12PheN			120.37552			0.00196			MS1:A			15N			1.00000			4			 


			539			10			12PheH			8.53640			2.07003e-04			MS1:A			1H			1.00000			4			 


			540			9			12PheCa			56.09385			0.00191			MS1:A			13C			1.00000			2			 


			541			419			12PheC			176.00720			0			MS1:A			13C			1.00000			1			 


			542			8			11GluN			119.85782			0.00409			MS1:A			15N			1.00000			4			 


			543			7			11GluH			7.72585			1.51721e-04			MS1:A			1H			1.00000			4			 


			544			6			11GluCa			56.65573			2.30370e-04			MS1:A			13C			1.00000			2			 


			545			370			11GluC			177.83888			0			MS1:A			13C			1.00000			1			 


			546			495			10AlaN			121.08114			0.00130			MS1:A			15N			1.00000			4			 


			547			494			10AlaH			7.94935			5.59279e-04			MS1:A			1H			1.00000			4			 


			548			5			10AlaCa			52.77154			0.00402			MS1:A			13C			1.00000			2			 


			549			438			10AlaC			178.36523			0			MS1:A			13C			1.00000			1			 


			550			493			9IleN			119.31704			0.00323			MS1:A			15N			1.00000			4			 


			551			492			9IleH			8.28851			1.18955e-04			MS1:A			1H			1.00000			4			 


			552			4			9IleCa			63.67288			0.00240			MS1:A			13C			1.00000			2			 


			553			436			9IleC			175.09840			0			MS1:A			13C			1.00000			1			 


			554			491			8GlnN			120.43384			0.00266			MS1:A			15N			1.00000			4			 


			555			490			8GlnH			7.68759			6.63668e-04			MS1:A			1H			1.00000			4			 


			556			453			8GlnCa			55.94371			0.00290			MS1:A			13C			1.00000			2			 


			557			418			8GlnC			175.42101			0			MS1:A			13C			1.00000			1			 


			558			489			7GluN			119.51930			2.97029e-04			MS1:A			15N			1.00000			3			 


			559			488			7GluH			8.69178			9.54741e-04			MS1:A			1H			1.00000			3			 


			560			3			7GluCa			57.41067			0.00210			MS1:A			13C			1.00000			2			 


			561			360			7GluC			176.52071			0			MS1:A			13C			1.00000			1			 


			562			487			6GluN			120.42432			1.86306e-04			MS1:A			15N			1.00000			4			 


			563			486			6GluH			8.98219			3.12988e-04			MS1:A			1H			1.00000			4			 


			564			2			6GluCa			57.43450			0.02173			MS1:A			13C			1.00000			2			 


			565			396			6GluC			176.83389			0			MS1:A			13C			1.00000			1			 


			566			482			5ThrN			113.04854			4.06773e-04			MS1:A			15N			1.00000			4			 


			567			547			5ThrH			8.67856			3.72626e-04			MS1:A			1H			1.00000			4			 


			568			1			5ThrCa			57.77195			9.51637e-04			MS1:A			13C			1.00000			2			 


			569			355			5ThrC			172.75144			0			MS1:A			13C			1.00000			1			 


			570			570			4LeuN			123.09448			0.00197			MS1:A			15N			1.00000			4			 


			571			485			4LeuH			8.25292			8.79603e-04			MS1:A			1H			1.00000			4			 


			572			454			4LeuCa			51.71313			7.10331e-04			MS1:A			13C			1.00000			2			 


			573			341			4LeuC			174.96400			0			MS1:A			13C			1.00000			1			 


			574			484			3GlnN			119.68298			8.60535e-04			MS1:A			15N			1.00000			4			 


			575			483			3GlnH			8.28896			2.76396e-04			MS1:A			1H			1.00000			4			 


			576			452			3GlnCa			52.81005			0.00940			MS1:A			13C			1.00000			2			 


			577			566			3GlnC			172.97801			0			MS1:A			13C			1.00000			1			 


			578			577			2AspCa			52.04637			0			MS1:A			13C			1.00000			1			 


			579			406			2AspC			172.95356			0			MS1:A			13C			1.00000			1			 









data_collection/assignment/Tb_shifts.txt

			Number			#			Resonance			Value (ppm)			SD			Chain			Isotope			Fig of Merit			Peaks			Details


			1			116			148LysN			127.17609			4.34733e-05			MS1:A			15N			1.00000			4			 


			2			117			148LysH			7.95446			9.02381e-04			MS1:A			1H			1.00000			4			 


			3			343			148LysCa			55.03342			0			MS1:A			13C			1.00000			1			 


			4			119			147AlaN			127.22204			2.87943e-04			MS1:A			15N			1.00000			4			 


			5			118			147AlaH			7.76007			0.00101			MS1:A			1H			1.00000			4			 


			6			120			147AlaCa			49.88687			7.36229e-04			MS1:A			13C			1.00000			2			 


			7			344			147AlaC			174.27869			0			MS1:A			13C			1.00000			1			 


			8			115			146ThrN			108.72907			5.32284e-04			MS1:A			15N			1.00000			4			 


			9			114			146ThrH			7.30626			0.00123			MS1:A			1H			1.00000			4			 


			10			123			146ThrCa			59.30656			8.25119e-04			MS1:A			13C			1.00000			2			 


			11			122			146ThrC			174.07079			0			MS1:A			13C			1.00000			0			 


			12			121			146ThrC			171.59551			0			MS1:A			13C			1.00000			1			 


			13			113			145MetN			112.52424			0.00114			MS1:A			15N			1.00000			4			 


			14			112			145MetH			7.12321			4.97739e-04			MS1:A			1H			1.00000			4			 


			15			125			145MetCa			52.19565			0.00121			MS1:A			13C			1.00000			2			 


			16			124			145MetC			174.86024			0			MS1:A			13C			1.00000			1			 


			17			111			144MetN			117.08903			0.00172			MS1:A			15N			1.00000			4			 


			18			110			144MetH			7.24559			0.00154			MS1:A			1H			1.00000			4			 


			19			127			144MetCa			53.63425			0.00332			MS1:A			13C			1.00000			2			 


			20			126			144MetC			173.98095			0			MS1:A			13C			1.00000			1			 


			21			109			143GlnN			119.35724			4.41643e-04			MS1:A			15N			1.00000			4			 


			22			108			143GlnH			7.61049			8.17440e-04			MS1:A			1H			1.00000			4			 


			23			129			143GlnCa			56.20202			0.00637			MS1:A			13C			1.00000			2			 


			24			128			143GlnC			175.11615			0			MS1:A			13C			1.00000			1			 


			25			107			142ValN			118.63341			0.00158			MS1:A			15N			1.00000			4			 


			26			106			142ValH			8.45026			0.00120			MS1:A			1H			1.00000			4			 


			27			131			142ValCa			64.11429			3.66354e-04			MS1:A			13C			1.00000			2			 


			28			130			142ValC			176.81043			0			MS1:A			13C			1.00000			1			 


			29			105			141PheN			124.08492			0.00211			MS1:A			15N			1.00000			4			 


			30			356			141PheH			8.33984			7.21806e-04			MS1:A			1H			1.00000			4			 


			31			133			141PheCa			58.90094			0.00384			MS1:A			13C			1.00000			2			 


			32			132			141PheC			173.44820			0			MS1:A			13C			1.00000			1			 


			33			104			140GluN			119.86515			0.00217			MS1:A			15N			1.00000			4			 


			34			103			140GluH			8.56400			9.92016e-04			MS1:A			1H			1.00000			4			 


			35			135			140GluCa			55.88813			0.00141			MS1:A			13C			1.00000			2			 


			36			134			140GluC			176.53710			0			MS1:A			13C			1.00000			1			 


			37			102			139GluN			118.48412			5.55178e-04			MS1:A			15N			1.00000			4			 


			38			101			139GluH			7.93277			8.87850e-04			MS1:A			1H			1.00000			4			 


			39			137			139GluCa			57.48383			0.00356			MS1:A			13C			1.00000			2			 


			40			136			139GluC			177.41421			0			MS1:A			13C			1.00000			1			 


			41			100			138TyrN			118.52866			0.01306			MS1:A			15N			1.00000			4			 


			42			99			138TyrH			8.22000			0.00206			MS1:A			1H			1.00000			4			 


			43			139			138TyrCa			59.50148			7.18902e-05			MS1:A			13C			1.00000			2			 


			44			138			138TyrC			173.25771			0			MS1:A			13C			1.00000			1			 


			45			98			137AsnN			129.28687			4.27638e-04			MS1:A			15N			1.00000			4			 


			46			97			137AsnH			9.42524			8.96059e-04			MS1:A			1H			1.00000			4			 


			47			143			137AsnCa			48.23461			0.00245			MS1:A			13C			1.00000			2			 


			48			141			137AsnC			171.91325			0			MS1:A			13C			1.00000			1			 


			49			96			136ValN			125.34660			8.86579e-04			MS1:A			15N			1.00000			4			 


			50			95			136ValH			9.02584			9.21600e-04			MS1:A			1H			1.00000			4			 


			51			145			136ValCa			59.02132			0.00133			MS1:A			13C			1.00000			2			 


			52			144			136ValC			173.07710			0			MS1:A			13C			1.00000			1			 


			53			94			135GlnN			114.82334			0.00156			MS1:A			15N			1.00000			4			 


			54			93			135GlnH			7.84795			5.46931e-04			MS1:A			1H			1.00000			4			 


			55			147			135GlnCa			50.62673			0.00147			MS1:A			13C			1.00000			2			 


			56			146			135GlnC			172.23567			0			MS1:A			13C			1.00000			1			 


			57			92			134GlyN			112.71488			3.08156e-04			MS1:A			15N			1.00000			4			 


			58			91			134GlyH			10.23359			9.65532e-04			MS1:A			1H			1.00000			4			 


			59			149			134GlyCa			43.00601			0.00267			MS1:A			13C			1.00000			2			 


			60			148			134GlyC			169.94659			0			MS1:A			13C			1.00000			1			 


			61			90			133AspN			121.04149			0.00178			MS1:A			15N			1.00000			4			 


			62			89			133AspH			8.31293			0.00118			MS1:A			1H			1.00000			4			 


			63			151			133AspCa			50.94849			0.00228			MS1:A			13C			1.00000			2			 


			64			150			133AspC			174.81752			0			MS1:A			13C			1.00000			1			 


			65			88			132GlyN			108.75710			9.13686e-04			MS1:A			15N			1.00000			4			 


			66			87			132GlyH			7.56672			8.00738e-04			MS1:A			1H			1.00000			4			 


			67			153			132GlyCa			44.77348			0.00545			MS1:A			13C			1.00000			2			 


			68			152			132GlyC			172.68108			0			MS1:A			13C			1.00000			1			 


			69			86			131AspN			116.57569			0.00133			MS1:A			15N			1.00000			4			 


			70			85			131AspH			8.30368			5.10267e-04			MS1:A			1H			1.00000			4			 


			71			155			131AspCa			51.29429			0.00183			MS1:A			13C			1.00000			2			 


			72			154			131AspC			175.54689			0			MS1:A			13C			1.00000			1			 


			73			84			130IleN			127.80228			0.00157			MS1:A			15N			1.00000			4			 


			74			83			130IleH			8.10666			0.00110			MS1:A			1H			1.00000			4			 


			75			157			130IleCa			60.72331			0.00145			MS1:A			13C			1.00000			2			 


			76			156			130IleC			175.28634			0			MS1:A			13C			1.00000			1			 


			77			82			129AspN			117.72779			0.00151			MS1:A			15N			1.00000			4			 


			78			81			129AspH			7.78206			8.35985e-04			MS1:A			1H			1.00000			4			 


			79			159			129AspCa			51.50894			8.61694e-04			MS1:A			13C			1.00000			2			 


			80			158			129AspC			172.88143			0			MS1:A			13C			1.00000			1			 


			81			80			128AlaN			116.72454			7.21584e-04			MS1:A			15N			1.00000			4			 


			82			79			128AlaH			7.11274			6.95712e-04			MS1:A			1H			1.00000			4			 


			83			161			128AlaCa			49.03920			8.60233e-04			MS1:A			13C			1.00000			2			 


			84			160			128AlaC			174.88684			0			MS1:A			13C			1.00000			1			 


			85			78			127GluN			115.62238			0.00124			MS1:A			15N			1.00000			4			 


			86			77			127GluH			8.22097			7.27193e-04			MS1:A			1H			1.00000			4			 


			87			163			127GluCa			56.09664			0.00736			MS1:A			13C			1.00000			2			 


			88			162			127GluC			174.59308			0			MS1:A			13C			1.00000			1			 


			89			76			126ArgN			117.33893			0.00155			MS1:A			15N			1.00000			4			 


			90			75			126ArgH			8.39452			0.00111			MS1:A			1H			1.00000			4			 


			91			165			126ArgCa			57.09705			0.00337			MS1:A			13C			1.00000			2			 


			92			164			126ArgC			176.57745			0			MS1:A			13C			1.00000			1			 


			93			74			125IleN			119.79394			0.00100			MS1:A			15N			1.00000			4			 


			94			73			125IleH			7.76458			7.98175e-04			MS1:A			1H			1.00000			4			 


			95			166			125IleCa			60.22605			0.00158			MS1:A			13C			1.00000			2			 


			96			362			125IleC			174.23035			0			MS1:A			13C			1.00000			1			 


			97			71			124MetN			118.65487			0.00112			MS1:A			15N			1.00000			4			 


			98			70			124MetH			7.64265			6.54659e-04			MS1:A			1H			1.00000			4			 


			99			168			124MetCa			58.30794			0.00244			MS1:A			13C			1.00000			2			 


			100			167			124MetC			177.15743			0			MS1:A			13C			1.00000			1			 


			101			69			123GluN			119.80395			0.00321			MS1:A			15N			1.00000			4			 


			102			68			123GluH			8.10162			0.00239			MS1:A			1H			1.00000			4			 


			103			267			123GluCa			56.65195			0.01290			MS1:A			13C			1.00000			2			 


			104			169			123GluC			175.73511			0			MS1:A			13C			1.00000			1			 


			105			67			122AspN			120.23744			8.11502e-04			MS1:A			15N			1.00000			4			 


			106			66			122AspH			8.09303			5.88128e-04			MS1:A			1H			1.00000			4			 


			107			171			122AspCa			55.03627			0.00159			MS1:A			13C			1.00000			2			 


			108			170			122AspC			176.44573			0			MS1:A			13C			1.00000			1			 


			109			65			121ValN			122.25937			0.00204			MS1:A			15N			1.00000			4			 


			110			64			121ValH			7.91640			6.35192e-04			MS1:A			1H			1.00000			4			 


			111			173			121ValCa			64.29248			0.00121			MS1:A			13C			1.00000			2			 


			112			172			121ValC			174.75782			0			MS1:A			13C			1.00000			1			 


			113			63			120GluN			120.75357			2.35949e-04			MS1:A			15N			1.00000			3			 


			114			62			120GluH			7.70457			7.24626e-04			MS1:A			1H			1.00000			3			 


			115			175			120GluCa			56.90177			0.01681			MS1:A			13C			1.00000			2			 


			116			174			120GluC			177.42936			0			MS1:A			13C			1.00000			1			 


			117			61			119GluN			119.43072			6.42668e-04			MS1:A			15N			1.00000			4			 


			118			60			119GluH			8.56752			9.93908e-04			MS1:A			1H			1.00000			4			 


			119			177			119GluCa			57.22109			0			MS1:A			13C			1.00000			1			 


			120			176			119GluC			176.50457			0			MS1:A			13C			1.00000			1			 


			121			59			118AspN			121.48557			0.00235			MS1:A			15N			1.00000			4			 


			122			58			118AspH			8.87637			9.72144e-04			MS1:A			1H			1.00000			4			 


			123			179			118AspCa			55.25481			6.93006e-04			MS1:A			13C			1.00000			2			 


			124			178			118AspC			176.04693			0			MS1:A			13C			1.00000			1			 


			125			57			117ThrN			114.47350			4.55343e-04			MS1:A			15N			1.00000			4			 


			126			56			117ThrH			9.16314			0.00126			MS1:A			1H			1.00000			4			 


			127			181			117ThrCa			58.21234			0.00236			MS1:A			13C			1.00000			2			 


			128			180			117ThrC			172.90190			0			MS1:A			13C			1.00000			1			 


			129			55			116LeuN			124.66476			0.00119			MS1:A			15N			1.00000			4			 


			130			54			116LeuH			8.01250			8.70884e-04			MS1:A			1H			1.00000			4			 


			131			183			116LeuCa			51.53295			2.37481e-04			MS1:A			13C			1.00000			2			 


			132			182			116LeuC			175.51168			0			MS1:A			13C			1.00000			1			 


			133			53			115LysN			124.55818			2.28496e-04			MS1:A			15N			1.00000			3			 


			134			52			115LysH			8.61870			5.94537e-04			MS1:A			1H			1.00000			3			 


			135			185			115LysCa			52.42926			0.03571			MS1:A			13C			1.00000			2			 


			136			184			115LysC			172.60997			0			MS1:A			13C			1.00000			1			 


			137			51			114GluN			119.40961			6.88863e-04			MS1:A			15N			1.00000			4			 


			138			50			114GluH			7.70482			8.63815e-04			MS1:A			1H			1.00000			4			 


			139			187			114GluCa			52.53917			0			MS1:A			13C			1.00000			1			 


			140			186			114GluC			172.94836			0			MS1:A			13C			1.00000			1			 


			141			49			113GlyN			107.49946			0.00395			MS1:A			15N			1.00000			4			 


			142			48			113GlyH			7.76016			5.62733e-04			MS1:A			1H			1.00000			4			 


			143			189			113GlyCa			42.87805			0.00312			MS1:A			13C			1.00000			2			 


			144			188			113GlyC			171.96002			0			MS1:A			13C			1.00000			1			 


			145			47			112LeuN			117.98411			6.50421e-04			MS1:A			15N			1.00000			4			 


			146			46			112LeuH			7.75935			0.00107			MS1:A			1H			1.00000			4			 


			147			191			112LeuCa			52.14950			0.00498			MS1:A			13C			1.00000			2			 


			148			190			112LeuC			174.33509			0			MS1:A			13C			1.00000			1			 


			149			45			111AsnN			123.03348			0.00212			MS1:A			15N			1.00000			4			 


			150			44			111AsnH			7.88794			6.16398e-04			MS1:A			1H			1.00000			4			 


			151			192			111AsnCa			53.33838			0.00181			MS1:A			13C			1.00000			2			 


			152			364			111AsnC			174.01326			0			MS1:A			13C			1.00000			1			 


			153			43			110ThrN			115.97834			1.43083e-04			MS1:A			15N			1.00000			4			 


			154			42			110ThrH			8.00530			0.00113			MS1:A			1H			1.00000			4			 


			155			194			110ThrCa			63.93846			0.00192			MS1:A			13C			1.00000			2			 


			156			193			110ThrC			175.60647			0			MS1:A			13C			1.00000			1			 


			157			41			109MetN			115.59616			0.00290			MS1:A			15N			1.00000			4			 


			158			40			109MetH			8.32103			6.23226e-04			MS1:A			1H			1.00000			4			 


			159			196			109MetCa			54.63828			0.00196			MS1:A			13C			1.00000			2			 


			160			195			109MetC			176.43489			0			MS1:A			13C			1.00000			1			 


			161			39			108ValN			120.00823			7.64369e-05			MS1:A			15N			1.00000			4			 


			162			38			108ValH			8.28904			8.92156e-04			MS1:A			1H			1.00000			4			 


			163			198			108ValCa			63.87873			0.00377			MS1:A			13C			1.00000			2			 


			164			197			108ValC			175.34444			0			MS1:A			13C			1.00000			1			 


			165			37			107HisN			119.23705			0.00128			MS1:A			15N			1.00000			3			 


			166			36			107HisH			7.69057			0.00111			MS1:A			1H			1.00000			3			 


			167			200			107HisCa			57.13136			0.00947			MS1:A			13C			1.00000			2			 


			168			199			107HisC			175.08047			0			MS1:A			13C			1.00000			1			 


			169			35			106ArgN			118.17357			6.10285e-04			MS1:A			15N			1.00000			4			 


			170			34			106ArgH			8.57357			9.36790e-04			MS1:A			1H			1.00000			4			 


			171			202			106ArgCa			57.18500			0			MS1:A			13C			1.00000			1			 


			172			201			106ArgC			176.06526			0			MS1:A			13C			1.00000			1			 


			173			33			105LeuN			120.62969			0.00197			MS1:A			15N			1.00000			4			 


			174			32			105LeuH			8.47736			8.43009e-04			MS1:A			1H			1.00000			4			 


			175			204			105LeuCa			55.26436			0.00350			MS1:A			13C			1.00000			2			 


			176			203			105LeuC			175.57372			0			MS1:A			13C			1.00000			1			 


			177			31			104GluN			120.01887			0.00193			MS1:A			15N			1.00000			4			 


			178			30			104GluH			7.83515			8.30110e-04			MS1:A			1H			1.00000			4			 


			179			206			104GluCa			56.74720			0.00106			MS1:A			13C			1.00000			2			 


			180			205			104GluC			176.18837			0			MS1:A			13C			1.00000			1			 


			181			29			103AlaN			118.55161			0.00102			MS1:A			15N			1.00000			4			 


			182			355			103AlaH			8.21819			9.41461e-04			MS1:A			1H			1.00000			4			 


			183			142			103AlaCa			52.50362			0.00355			MS1:A			13C			1.00000			2			 


			184			207			103AlaC			178.79857			0			MS1:A			13C			1.00000			1			 


			185			28			102AlaN			123.16268			9.94067e-04			MS1:A			15N			1.00000			3			 


			186			27			102AlaH			9.21731			8.27787e-04			MS1:A			1H			1.00000			3			 


			187			208			102AlaCa			53.30357			0.02409			MS1:A			13C			1.00000			2			 


			188			140			102AlaC			176.51822			0			MS1:A			13C			1.00000			1			 


			189			26			101SerN			123.64725			7.12667e-04			MS1:A			15N			1.00000			4			 


			190			25			101SerH			8.82371			9.41850e-04			MS1:A			1H			1.00000			4			 


			191			210			101SerCa			52.91730			0			MS1:A			13C			1.00000			1			 


			192			209			101SerC			172.72105			0			MS1:A			13C			1.00000			1			 


			193			24			100IleN			127.23398			4.79244e-04			MS1:A			15N			1.00000			4			 


			194			23			100IleH			10.14194			0.00101			MS1:A			1H			1.00000			4			 


			195			212			100IleCa			58.56706			1.92621e-04			MS1:A			13C			1.00000			2			 


			196			211			100IleC			172.90852			0			MS1:A			13C			1.00000			1			 


			197			22			99TyrN			116.21324			8.61940e-04			MS1:A			15N			1.00000			4			 


			198			21			99TyrH			7.54118			8.72399e-04			MS1:A			1H			1.00000			4			 


			199			214			99TyrCa			53.28569			2.94869e-05			MS1:A			13C			1.00000			2			 


			200			213			99TyrC			171.93065			0			MS1:A			13C			1.00000			1			 


			201			20			98GlyN			112.93756			0.00146			MS1:A			15N			1.00000			4			 


			202			19			98GlyH			10.64039			8.39253e-04			MS1:A			1H			1.00000			4			 


			203			216			98GlyCa			42.05325			0.00125			MS1:A			13C			1.00000			2			 


			204			215			98GlyC			169.98719			0			MS1:A			13C			1.00000			1			 


			205			18			97AsnN			119.88278			0.00156			MS1:A			15N			1.00000			4			 


			206			17			97AsnH			8.27927			0.00111			MS1:A			1H			1.00000			4			 


			207			218			97AsnCa			50.02203			0.00230			MS1:A			13C			1.00000			2			 


			208			217			97AsnC			173.16983			0			MS1:A			13C			1.00000			1			 


			209			16			96GlyN			109.49988			0.00228			MS1:A			15N			1.00000			4			 


			210			15			96GlyH			7.74306			0.00112			MS1:A			1H			1.00000			4			 


			211			219			96GlyCa			44.32914			0.00206			MS1:A			13C			1.00000			2			 


			212			365			96GlyC			172.41032			0			MS1:A			13C			1.00000			1			 


			213			14			95AspN			114.04299			0.00131			MS1:A			15N			1.00000			4			 


			214			354			95AspH			8.26427			7.75814e-04			MS1:A			1H			1.00000			4			 


			215			221			95AspCa			50.41938			9.61199e-04			MS1:A			13C			1.00000			2			 


			216			220			95AspC			175.08551			0			MS1:A			13C			1.00000			1			 


			217			13			94LysN			124.55011			0.00146			MS1:A			15N			1.00000			4			 


			218			352			94LysH			7.26454			6.50628e-04			MS1:A			1H			1.00000			4			 


			219			223			94LysCa			56.59460			0.00399			MS1:A			13C			1.00000			2			 


			220			222			94LysC			175.60243			0			MS1:A			13C			1.00000			1			 


			221			12			93AspN			114.86965			0.00494			MS1:A			15N			1.00000			4			 


			222			11			93AspH			7.69920			8.71311e-04			MS1:A			1H			1.00000			4			 


			223			224			93AspCa			48.88346			0.00242			MS1:A			13C			1.00000			2			 


			224			353			93AspC			174.52817			0			MS1:A			13C			1.00000			1			 


			225			10			92PheN			115.22234			9.70667e-04			MS1:A			15N			1.00000			4			 


			226			9			92PheH			6.99870			9.15197e-04			MS1:A			1H			1.00000			4			 


			227			226			92PheCa			57.98389			0.00134			MS1:A			13C			1.00000			2			 


			228			225			92PheC			173.47722			0			MS1:A			13C			1.00000			1			 


			229			8			91ValN			118.02820			0.00137			MS1:A			15N			1.00000			4			 


			230			7			91ValH			7.18504			8.46836e-04			MS1:A			1H			1.00000			4			 


			231			228			91ValCa			62.90574			0.00258			MS1:A			13C			1.00000			2			 


			232			227			91ValC			174.23645			0			MS1:A			13C			1.00000			1			 


			233			6			90ArgN			114.73374			0.00202			MS1:A			15N			1.00000			4			 


			234			5			90ArgH			7.42155			0.00104			MS1:A			1H			1.00000			4			 


			235			230			90ArgCa			55.82663			0.00650			MS1:A			13C			1.00000			2			 


			236			229			90ArgC			174.65541			0			MS1:A			13C			1.00000			1			 


			237			4			89PheN			119.29530			0.00237			MS1:A			15N			1.00000			4			 


			238			3			89PheH			8.61438			3.50563e-04			MS1:A			1H			1.00000			4			 


			239			232			89PheCa			59.81413			0.01085			MS1:A			13C			1.00000			2			 


			240			231			89PheC			173.61066			0			MS1:A			13C			1.00000			1			 


			241			2			88AlaN			120.30671			0.01504			MS1:A			15N			1.00000			4			 


			242			1			88AlaH			8.03677			0.00414			MS1:A			1H			1.00000			4			 


			243			234			88AlaCa			52.39945			0.00267			MS1:A			13C			1.00000			2			 


			244			233			88AlaC			176.65400			0			MS1:A			13C			1.00000			1			 


			245			235			87GluCa			56.40300			0			MS1:A			13C			1.00000			1			 


			246			265			87GluC			176.45999			0			MS1:A			13C			1.00000			1			 


			247			279			77LysN			119.87271			1.65181e-05			MS1:A			15N			1.00000			3			 


			248			278			77LysH			7.20860			8.40122e-04			MS1:A			1H			1.00000			3			 


			249			285			77LysCa			53.67580			0			MS1:A			13C			1.00000			1			 


			250			287			76MetN			117.38252			8.61150e-04			MS1:A			15N			1.00000			3			 


			251			286			76MetH			7.08608			6.14318e-04			MS1:A			1H			1.00000			3			 


			252			288			76MetCa			53.44544			0			MS1:A			13C			1.00000			1			 


			253			359			76MetC			173.55837			0			MS1:A			13C			1.00000			1			 


			254			290			75LysN			118.59112			8.14899e-04			MS1:A			15N			1.00000			3			 


			255			289			75LysH			6.83289			0.00296			MS1:A			1H			1.00000			3			 


			256			292			75LysCa			53.47668			0			MS1:A			13C			1.00000			1			 


			257			363			75LysC			174.37923			0			MS1:A			13C			1.00000			1			 


			258			342			74ArgN			116.40570			0.01129			MS1:A			15N			1.00000			4			 


			259			341			74ArgH			6.41531			0.00179			MS1:A			1H			1.00000			4			 


			260			293			74ArgCa			54.74022			0.02866			MS1:A			13C			1.00000			2			 


			261			291			74ArgC			174.24752			0			MS1:A			13C			1.00000			1			 


			262			340			73AlaN			121.43120			0.00831			MS1:A			15N			1.00000			3			 


			263			339			73AlaH			8.17979			0.00182			MS1:A			1H			1.00000			3			 


			264			346			73AlaCa			51.87795			0.00230			MS1:A			13C			1.00000			2			 


			265			345			73AlaC			176.77252			0			MS1:A			13C			1.00000			1			 


			266			360			72MetC			175.86967			0			MS1:A			13C			1.00000			1			 


			267			320			48LeuN			117.59198			0.00593			MS1:A			15N			1.00000			4			 


			268			319			48LeuH			6.17066			0.00211			MS1:A			1H			1.00000			4			 


			269			299			48LeuCa			51.75110			0			MS1:A			13C			1.00000			1			 


			270			318			47GluN			117.76395			0.00296			MS1:A			15N			1.00000			4			 


			271			357			47GluH			6.72440			0.00114			MS1:A			1H			1.00000			4			 


			272			269			47GluCa			54.91628			0.00888			MS1:A			13C			1.00000			2			 


			273			298			47GluC			175.21478			0			MS1:A			13C			1.00000			1			 


			274			317			46AlaN			120.38943			0.00469			MS1:A			15N			1.00000			4			 


			275			316			46AlaH			7.90939			0.00166			MS1:A			1H			1.00000			4			 


			276			261			46AlaCa			52.24149			0.00312			MS1:A			13C			1.00000			2			 


			277			268			46AlaC			176.83979			0			MS1:A			13C			1.00000			1			 


			278			315			45GluN			119.79316			0.00219			MS1:A			15N			1.00000			2			 


			279			314			45GluH			8.12116			2.89468e-05			MS1:A			1H			1.00000			2			 


			280			263			45GluCa			56.44917			0			MS1:A			13C			1.00000			1			 


			281			262			45GluC			175.64573			0			MS1:A			13C			1.00000			1			 


			282			312			44ThrN			111.77400			0.00285			MS1:A			15N			1.00000			4			 


			283			313			44ThrH			7.59074			0.00168			MS1:A			1H			1.00000			4			 


			284			260			44ThrCa			56.90678			0			MS1:A			13C			1.00000			1			 


			285			264			44ThrC			171.29256			0			MS1:A			13C			1.00000			1			 


			286			367			43ProCa			58.17236			0			MS1:A			13C			1.00000			1			 


			287			259			43ProC			173.75107			0			MS1:A			13C			1.00000			1			 


			288			336			42AsnN			115.10834			0.00185			MS1:A			15N			1.00000			4			 


			289			335			42AsnH			7.52071			0.00246			MS1:A			1H			1.00000			4			 


			290			240			42AsnCa			47.47436			0			MS1:A			13C			1.00000			1			 


			291			334			41GlnN			117.11712			0.00457			MS1:A			15N			1.00000			4			 


			292			333			41GlnH			6.43723			6.11468e-04			MS1:A			1H			1.00000			4			 


			293			238			41GlnCa			50.41477			0.00131			MS1:A			13C			1.00000			2			 


			294			241			41GlnC			170.32196			0			MS1:A			13C			1.00000			1			 


			295			332			40GlyN			105.77812			0.00254			MS1:A			15N			1.00000			4			 


			296			331			40GlyH			6.71308			0.00213			MS1:A			1H			1.00000			4			 


			297			236			40GlyCa			41.87748			0.00264			MS1:A			13C			1.00000			2			 


			298			239			40GlyC			170.68092			0			MS1:A			13C			1.00000			1			 


			299			325			39LeuN			119.71312			0.00810			MS1:A			15N			1.00000			4			 


			300			326			39LeuH			5.94047			0.00122			MS1:A			1H			1.00000			4			 


			301			242			39LeuCa			50.65316			1.30073e-04			MS1:A			13C			1.00000			2			 


			302			237			39LeuC			173.73801			0			MS1:A			13C			1.00000			1			 


			303			330			38SerN			117.41406			0.00190			MS1:A			15N			1.00000			4			 


			304			351			38SerH			6.41026			0.00500			MS1:A			1H			1.00000			4			 


			305			243			38SerCa			57.73879			0.04019			MS1:A			13C			1.00000			2			 


			306			244			38SerC			171.11476			0			MS1:A			13C			1.00000			1			 


			307			297			37ArgN			117.08994			0.00457			MS1:A			15N			1.00000			4			 


			308			329			37ArgH			6.67932			0.00222			MS1:A			1H			1.00000			4			 


			309			266			37ArgCa			55.10802			0.00254			MS1:A			13C			1.00000			2			 


			310			350			37ArgC			177.43632			0			MS1:A			13C			1.00000			1			 


			311			328			36MetN			116.16433			0.00752			MS1:A			15N			1.00000			4			 


			312			327			36MetH			5.83161			0.00328			MS1:A			1H			1.00000			4			 


			313			294			36MetCa			54.33878			0.01108			MS1:A			13C			1.00000			2			 


			314			72			36MetC			174.55637			0			MS1:A			13C			1.00000			1			 


			315			295			35ValCa			61.54325			0			MS1:A			13C			1.00000			1			 


			316			296			35ValC			174.55824			0			MS1:A			13C			1.00000			1			 


			317			324			23GlyN			109.92073			0.00106			MS1:A			15N			1.00000			4			 


			318			323			23GlyH			8.22933			0.00313			MS1:A			1H			1.00000			4			 


			319			274			23GlyCa			45.92189			0			MS1:A			13C			1.00000			1			 


			320			322			22AspN			113.70010			0.00578			MS1:A			15N			1.00000			4			 


			321			321			22AspH			7.44246			0.00272			MS1:A			1H			1.00000			4			 


			322			271			22AspCa			50.12861			0.00800			MS1:A			13C			1.00000			2			 


			323			273			22AspC			175.49836			0			MS1:A			13C			1.00000			1			 


			324			348			21LysN			123.42081			0.02205			MS1:A			15N			1.00000			4			 


			325			347			21LysH			6.13327			0.00233			MS1:A			1H			1.00000			4			 


			326			276			21LysCa			55.09146			0			MS1:A			13C			1.00000			1			 


			327			272			21LysCa			55.09259			0			MS1:A			13C			1.00000			1			 


			328			270			21LysC			175.16102			0			MS1:A			13C			1.00000			1			 


			329			277			20AspCa			48.97848			0			MS1:A			13C			1.00000			1			 


			330			275			20AspC			174.22276			0			MS1:A			13C			1.00000			1			 


			331			338			18LeuN			120.52192			0.00209			MS1:A			15N			1.00000			4			 


			332			337			18LeuH			7.17380			0.00906			MS1:A			1H			1.00000			4			 


			333			281			18LeuCa			53.90914			0			MS1:A			13C			1.00000			1			 


			334			284			17SerN			114.37737			0.00884			MS1:A			15N			1.00000			3			 


			335			283			17SerH			9.29901			0.00652			MS1:A			1H			1.00000			3			 


			336			282			17SerCa			59.72398			0.00372			MS1:A			13C			1.00000			2			 


			337			280			17SerC			172.00850			0			MS1:A			13C			1.00000			1			 


			338			358			16PheC			175.75455			0			MS1:A			13C			1.00000			1			 


			339			311			9IleN			120.92880			0.00117			MS1:A			15N			1.00000			4			 


			340			310			9IleH			9.76519			0.00371			MS1:A			1H			1.00000			4			 


			341			245			9IleCa			65.66285			0			MS1:A			13C			1.00000			1			 


			342			309			8GlnN			121.45293			0.00336			MS1:A			15N			1.00000			4			 


			343			308			8GlnH			8.64742			0.00325			MS1:A			1H			1.00000			4			 


			344			247			8GlnCa			56.90803			0.01027			MS1:A			13C			1.00000			2			 


			345			246			8GlnC			176.57624			0			MS1:A			13C			1.00000			1			 


			346			307			7GluN			120.49148			7.11120e-04			MS1:A			15N			1.00000			3			 


			347			306			7GluH			9.62350			0.00207			MS1:A			1H			1.00000			3			 


			348			251			7GluCa			58.35074			0.02242			MS1:A			13C			1.00000			2			 


			349			250			7GluC			177.58942			0			MS1:A			13C			1.00000			1			 


			350			305			6GluN			121.57145			3.37582e-04			MS1:A			15N			1.00000			3			 


			351			304			6GluH			10.02609			0.00182			MS1:A			1H			1.00000			3			 


			352			248			6GluCa			58.64472			0			MS1:A			13C			1.00000			1			 


			353			252			6GluC			177.93306			0			MS1:A			13C			1.00000			1			 


			354			300			5ThrN			114.04721			8.13440e-04			MS1:A			15N			1.00000			4			 


			355			349			5ThrH			9.60199			0.00163			MS1:A			1H			1.00000			4			 


			356			253			5ThrCa			58.73466			0			MS1:A			13C			1.00000			1			 


			357			249			5ThrC			173.96709			0			MS1:A			13C			1.00000			1			 


			358			361			4LeuN			124.13505			0.00305			MS1:A			15N			1.00000			4			 


			359			303			4LeuH			9.48575			0.00123			MS1:A			1H			1.00000			4			 


			360			255			4LeuCa			52.79356			0.00407			MS1:A			13C			1.00000			2			 


			361			254			4LeuC			176.13394			0			MS1:A			13C			1.00000			1			 


			362			302			3GlnN			120.41458			0.00143			MS1:A			15N			1.00000			4			 


			363			301			3GlnH			8.98490			9.79562e-04			MS1:A			1H			1.00000			4			 


			364			257			3GlnCa			53.66767			0.00460			MS1:A			13C			1.00000			2			 


			365			256			3GlnC			173.81439			0			MS1:A			13C			1.00000			1			 


			366			366			2AspCa			52.67204			0			MS1:A			13C			1.00000			1			 


			367			258			2AspC			173.70354			0			MS1:A			13C			1.00000			1			 
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			Number			#			Resonance			Value (ppm)			SD			Chain			Isotope			Fig of Merit			Peaks			Details


			1			146			148LysN			127.21278			2.63300e-04			MS1:A			15N			1.00000			4			 


			2			151			148LysH			7.99680			3.87340e-04			MS1:A			1H			1.00000			4			 


			3			229			148LysCa			55.07777			0			MS1:A			13C			1.00000			1			 


			4			153			147AlaN			127.34783			3.20270e-04			MS1:A			15N			1.00000			4			 


			5			152			147AlaH			7.86039			5.11437e-04			MS1:A			1H			1.00000			4			 


			6			303			147AlaCa			49.96706			0.00188			MS1:A			13C			1.00000			2			 


			7			230			147AlaC			174.34351			0			MS1:A			13C			1.00000			1			 


			8			145			146ThrN			108.92016			9.16835e-04			MS1:A			15N			1.00000			4			 


			9			144			146ThrH			7.43488			4.91645e-04			MS1:A			1H			1.00000			4			 


			10			254			146ThrCa			59.44109			0.00147			MS1:A			13C			1.00000			2			 


			11			404			146ThrC			171.69917			0			MS1:A			13C			1.00000			1			 


			12			143			145MetN			112.68944			0.00109			MS1:A			15N			1.00000			4			 


			13			142			145MetH			7.26068			2.10896e-04			MS1:A			1H			1.00000			4			 


			14			283			145MetCa			52.34033			0.00318			MS1:A			13C			1.00000			2			 


			15			355			145MetC			175.03158			0			MS1:A			13C			1.00000			1			 


			16			141			144MetN			117.22062			0.00190			MS1:A			15N			1.00000			4			 


			17			140			144MetH			7.35345			4.46937e-04			MS1:A			1H			1.00000			4			 


			18			293			144MetCa			53.74641			3.00352e-04			MS1:A			13C			1.00000			2			 


			19			387			144MetC			174.07712			0			MS1:A			13C			1.00000			1			 


			20			139			143GlnN			119.52788			0.00127			MS1:A			15N			1.00000			4			 


			21			138			143GlnH			7.73216			5.39251e-04			MS1:A			1H			1.00000			4			 


			22			305			143GlnCa			56.31662			0.00523			MS1:A			13C			1.00000			2			 


			23			394			143GlnC			175.25087			0			MS1:A			13C			1.00000			1			 


			24			137			142ValN			118.83667			9.91821e-05			MS1:A			15N			1.00000			4			 


			25			136			142ValH			8.60251			2.30431e-04			MS1:A			1H			1.00000			4			 


			26			260			142ValCa			64.28348			3.75642e-04			MS1:A			13C			1.00000			2			 


			27			406			142ValC			176.94539			0			MS1:A			13C			1.00000			1			 


			28			135			141PheN			124.24002			0.00111			MS1:A			15N			1.00000			4			 


			29			225			141PheH			8.46771			2.83944e-04			MS1:A			1H			1.00000			4			 


			30			295			141PheCa			59.03660			7.75833e-04			MS1:A			13C			1.00000			2			 


			31			361			141PheC			173.64222			0			MS1:A			13C			1.00000			1			 


			32			134			140GluN			120.00455			0.00362			MS1:A			15N			1.00000			3			 


			33			133			140GluH			8.66870			1.73892e-04			MS1:A			1H			1.00000			3			 


			34			240			140GluCa			56.00089			0.00792			MS1:A			13C			1.00000			2			 


			35			397			140GluC			176.63012			0			MS1:A			13C			1.00000			1			 


			36			132			139GluN			118.66976			0.00126			MS1:A			15N			1.00000			4			 


			37			131			139GluH			8.05701			5.17138e-04			MS1:A			1H			1.00000			4			 


			38			238			139GluCa			57.62175			0			MS1:A			13C			1.00000			1			 


			39			337			139GluC			177.56238			0			MS1:A			13C			1.00000			1			 


			40			130			138TyrN			118.70144			2.82655e-04			MS1:A			15N			1.00000			4			 


			41			129			138TyrH			8.35072			5.61287e-05			MS1:A			1H			1.00000			4			 


			42			255			138TyrCa			59.65318			0.00226			MS1:A			13C			1.00000			2			 


			43			150			138TyrC			173.41365			0			MS1:A			13C			1.00000			1			 


			44			128			137AsnN			129.34860			0.00169			MS1:A			15N			1.00000			4			 


			45			127			137AsnH			9.51809			2.26370e-04			MS1:A			1H			1.00000			4			 


			46			235			137AsnCa			48.34649			0.00168			MS1:A			13C			1.00000			2			 


			47			356			137AsnC			172.05318			0			MS1:A			13C			1.00000			1			 


			48			126			136ValN			125.44719			9.79712e-04			MS1:A			15N			1.00000			4			 


			49			120			136ValH			9.11426			2.31350e-04			MS1:A			1H			1.00000			4			 


			50			247			136ValCa			59.10154			0.00745			MS1:A			13C			1.00000			2			 


			51			332			136ValC			173.15094			0			MS1:A			13C			1.00000			1			 


			52			125			135GlnN			114.84883			7.00089e-04			MS1:A			15N			1.00000			4			 


			53			124			135GlnH			7.90712			5.38794e-04			MS1:A			1H			1.00000			4			 


			54			258			135GlnCa			50.69575			0.00108			MS1:A			13C			1.00000			2			 


			55			347			135GlnC			172.31828			0			MS1:A			13C			1.00000			1			 


			56			123			134GlyN			112.77739			0.00110			MS1:A			15N			1.00000			4			 


			57			122			134GlyH			10.27662			1.97815e-04			MS1:A			1H			1.00000			4			 


			58			322			134GlyCa			43.07109			0.00319			MS1:A			13C			1.00000			2			 


			59			359			134GlyC			169.96948			0			MS1:A			13C			1.00000			1			 


			60			121			133AspN			121.12866			6.72840e-04			MS1:A			15N			1.00000			4			 


			61			119			133AspH			8.35821			2.31527e-04			MS1:A			1H			1.00000			4			 


			62			315			133AspCa			50.99889			0.00341			MS1:A			13C			1.00000			2			 


			63			423			133AspC			174.88142			0			MS1:A			13C			1.00000			1			 


			64			118			132GlyN			108.81411			0.00117			MS1:A			15N			1.00000			4			 


			65			117			132GlyH			7.60842			2.44320e-04			MS1:A			1H			1.00000			4			 


			66			250			132GlyCa			44.81650			0.00299			MS1:A			13C			1.00000			2			 


			67			416			132GlyC			172.73356			0			MS1:A			13C			1.00000			1			 


			68			116			131AspN			116.58593			9.38279e-04			MS1:A			15N			1.00000			4			 


			69			115			131AspH			8.35330			5.62613e-04			MS1:A			1H			1.00000			4			 


			70			327			131AspCa			51.33699			0.00229			MS1:A			13C			1.00000			2			 


			71			350			131AspC			175.60290			0			MS1:A			13C			1.00000			1			 


			72			114			130IleN			127.81721			0.00133			MS1:A			15N			1.00000			4			 


			73			113			130IleH			8.16382			4.13346e-04			MS1:A			1H			1.00000			4			 


			74			323			130IleCa			60.76357			0.00373			MS1:A			13C			1.00000			2			 


			75			428			130IleC			175.33267			0			MS1:A			13C			1.00000			1			 


			76			112			129AspN			117.77217			9.88054e-04			MS1:A			15N			1.00000			4			 


			77			111			129AspH			7.83384			3.58192e-04			MS1:A			1H			1.00000			4			 


			78			313			129AspCa			51.57037			1.32825e-04			MS1:A			13C			1.00000			2			 


			79			424			129AspC			172.91478			0			MS1:A			13C			1.00000			1			 


			80			110			128AlaN			116.78144			9.10914e-04			MS1:A			15N			1.00000			4			 


			81			109			128AlaH			7.16545			4.31935e-04			MS1:A			1H			1.00000			4			 


			82			316			128AlaCa			49.10714			0.00103			MS1:A			13C			1.00000			2			 


			83			414			128AlaC			174.97233			0			MS1:A			13C			1.00000			1			 


			84			108			127GluN			115.68127			7.54615e-04			MS1:A			15N			1.00000			4			 


			85			107			127GluH			8.25455			2.20363e-04			MS1:A			1H			1.00000			4			 


			86			308			127GluCa			56.11933			0.00161			MS1:A			13C			1.00000			2			 


			87			417			127GluC			174.62307			0			MS1:A			13C			1.00000			1			 


			88			106			126ArgN			117.36955			0.00160			MS1:A			15N			1.00000			4			 


			89			105			126ArgH			8.43290			1.18795e-04			MS1:A			1H			1.00000			4			 


			90			302			126ArgCa			57.13065			0.00166			MS1:A			13C			1.00000			2			 


			91			409			126ArgC			176.64307			0			MS1:A			13C			1.00000			1			 


			92			104			125IleN			119.86554			7.78610e-04			MS1:A			15N			1.00000			4			 


			93			103			125IleH			7.81864			4.81137e-04			MS1:A			1H			1.00000			4			 


			94			231			125IleCa			60.28977			0.00145			MS1:A			13C			1.00000			2			 


			95			403			125IleC			174.23889			0			MS1:A			13C			1.00000			1			 


			96			102			124MetN			118.73043			0.00146			MS1:A			15N			1.00000			4			 


			97			101			124MetH			7.68849			3.28893e-04			MS1:A			1H			1.00000			4			 


			98			251			124MetCa			58.35630			0.00622			MS1:A			13C			1.00000			2			 


			99			328			124MetC			177.25973			0			MS1:A			13C			1.00000			1			 


			100			100			123GluN			119.83283			0.00211			MS1:A			15N			1.00000			4			 


			101			99			123GluH			8.13558			2.60830e-04			MS1:A			1H			1.00000			4			 


			102			269			123GluCa			56.70653			0.00428			MS1:A			13C			1.00000			2			 


			103			351			123GluC			175.75493			0			MS1:A			13C			1.00000			1			 


			104			98			122AspN			120.28841			0.00153			MS1:A			15N			1.00000			4			 


			105			97			122AspH			8.14023			1.67692e-04			MS1:A			1H			1.00000			4			 


			106			257			122AspCa			55.07652			0.00401			MS1:A			13C			1.00000			2			 


			107			370			122AspC			176.52910			0			MS1:A			13C			1.00000			1			 


			108			96			121ValN			122.30770			0.00196			MS1:A			15N			1.00000			4			 


			109			95			121ValH			7.96058			4.04550e-04			MS1:A			1H			1.00000			4			 


			110			324			121ValCa			64.34727			0.00337			MS1:A			13C			1.00000			2			 


			111			358			121ValC			174.78872			0			MS1:A			13C			1.00000			1			 


			112			94			120GluN			120.79179			7.62156e-04			MS1:A			15N			1.00000			3			 


			113			93			120GluH			7.73636			2.79941e-04			MS1:A			1H			1.00000			3			 


			114			296			120GluCa			56.94282			0.01661			MS1:A			13C			1.00000			2			 


			115			425			120GluC			177.48866			0			MS1:A			13C			1.00000			1			 


			116			92			119GluN			119.48885			0.00102			MS1:A			15N			1.00000			4			 


			117			91			119GluH			8.60731			6.38627e-04			MS1:A			1H			1.00000			4			 


			118			239			119GluCa			57.26936			0			MS1:A			13C			1.00000			1			 


			119			398			119GluC			176.55149			0			MS1:A			13C			1.00000			1			 


			120			90			118AspN			121.51943			4.65092e-04			MS1:A			15N			1.00000			4			 


			121			89			118AspH			8.90630			1.78581e-04			MS1:A			1H			1.00000			4			 


			122			292			118AspCa			55.32083			4.85724e-04			MS1:A			13C			1.00000			2			 


			123			336			118AspC			176.09268			0			MS1:A			13C			1.00000			1			 


			124			88			117ThrN			114.55850			0.00106			MS1:A			15N			1.00000			4			 


			125			87			117ThrH			9.18815			2.89224e-04			MS1:A			1H			1.00000			4			 


			126			253			117ThrCa			58.25038			0			MS1:A			13C			1.00000			1			 


			127			393			117ThrC			172.97118			0			MS1:A			13C			1.00000			1			 


			128			86			116LeuN			124.69846			7.52023e-04			MS1:A			15N			1.00000			4			 


			129			85			116LeuH			8.06765			2.55253e-04			MS1:A			1H			1.00000			4			 


			130			291			116LeuCa			51.58901			1.59841e-04			MS1:A			13C			1.00000			2			 


			131			354			116LeuC			175.55405			0			MS1:A			13C			1.00000			1			 


			132			84			115LysN			124.64343			6.31354e-04			MS1:A			15N			1.00000			3			 


			133			83			115LysH			8.66778			3.15022e-04			MS1:A			1H			1.00000			3			 


			134			310			115LysCa			52.49421			0.04062			MS1:A			13C			1.00000			2			 


			135			392			115LysC			172.62925			0			MS1:A			13C			1.00000			1			 


			136			82			114GluN			119.51194			5.29579e-04			MS1:A			15N			1.00000			4			 


			137			81			114GluH			7.81177			4.96045e-04			MS1:A			1H			1.00000			4			 


			138			245			114GluCa			52.62666			0			MS1:A			13C			1.00000			1			 


			139			411			114GluC			173.02733			0			MS1:A			13C			1.00000			1			 


			140			80			113GlyN			107.66973			4.63254e-04			MS1:A			15N			1.00000			4			 


			141			79			113GlyH			7.88904			5.40663e-04			MS1:A			1H			1.00000			4			 


			142			320			113GlyCa			43.01056			0.00379			MS1:A			13C			1.00000			2			 


			143			342			113GlyC			172.02698			0			MS1:A			13C			1.00000			1			 


			144			78			112LeuN			118.14283			0.00121			MS1:A			15N			1.00000			4			 


			145			77			112LeuH			7.90917			4.78711e-04			MS1:A			1H			1.00000			4			 


			146			319			112LeuCa			52.31747			0.00212			MS1:A			13C			1.00000			2			 


			147			421			112LeuC			174.51563			0			MS1:A			13C			1.00000			1			 


			148			76			111AsnN			123.13602			0.00212			MS1:A			15N			1.00000			4			 


			149			75			111AsnH			8.02302			3.83524e-04			MS1:A			1H			1.00000			4			 


			150			299			111AsnCa			53.49545			0.00291			MS1:A			13C			1.00000			2			 


			151			420			111AsnC			174.19780			0			MS1:A			13C			1.00000			1			 


			152			74			110ThrN			116.07864			9.73365e-04			MS1:A			15N			1.00000			4			 


			153			73			110ThrH			8.11203			5.57258e-04			MS1:A			1H			1.00000			4			 


			154			307			110ThrCa			64.04441			0.00490			MS1:A			13C			1.00000			2			 


			155			400			110ThrC			175.69289			0			MS1:A			13C			1.00000			1			 


			156			72			109MetN			115.72935			0.00110			MS1:A			15N			1.00000			4			 


			157			71			109MetH			8.44235			2.88826e-04			MS1:A			1H			1.00000			4			 


			158			286			109MetCa			54.76448			3.48046e-04			MS1:A			13C			1.00000			2			 


			159			408			109MetC			176.58206			0			MS1:A			13C			1.00000			1			 


			160			70			108ValN			120.10702			0.00165			MS1:A			15N			1.00000			4			 


			161			69			108ValH			8.41487			8.23256e-05			MS1:A			1H			1.00000			4			 


			162			68			108ValCa			64.02410			0.00181			MS1:A			13C			1.00000			2			 


			163			390			108ValC			175.47032			0			MS1:A			13C			1.00000			1			 


			164			67			107HisN			119.37163			0.00132			MS1:A			15N			1.00000			3			 


			165			66			107HisH			7.78990			9.30587e-05			MS1:A			1H			1.00000			3			 


			166			237			107HisCa			57.27178			0			MS1:A			13C			1.00000			1			 


			167			65			107HisCa			57.26200			0			MS1:A			13C			1.00000			1			 


			168			345			107HisC			175.24328			0			MS1:A			13C			1.00000			1			 


			169			64			106ArgN			118.26065			1.56861e-04			MS1:A			15N			1.00000			4			 


			170			63			106ArgH			8.66276			2.16173e-04			MS1:A			1H			1.00000			4			 


			171			62			106ArgCa			57.28466			0			MS1:A			13C			1.00000			1			 


			172			334			106ArgC			176.13218			0			MS1:A			13C			1.00000			1			 


			173			61			105LeuN			120.73178			0.00271			MS1:A			15N			1.00000			4			 


			174			60			105LeuH			8.57584			6.60671e-04			MS1:A			1H			1.00000			4			 


			175			59			105LeuCa			55.37134			5.89652e-04			MS1:A			13C			1.00000			2			 


			176			148			105LeuC			175.69024			0			MS1:A			13C			1.00000			1			 


			177			58			104GluN			120.09647			0.00113			MS1:A			15N			1.00000			4			 


			178			57			104GluH			7.92781			2.36791e-04			MS1:A			1H			1.00000			4			 


			179			246			104GluCa			56.84630			0.00645			MS1:A			13C			1.00000			2			 


			180			396			104GluC			176.29385			0			MS1:A			13C			1.00000			1			 


			181			56			103AlaN			118.59913			3.62301e-04			MS1:A			15N			1.00000			4			 


			182			224			103AlaH			8.29035			1.84385e-04			MS1:A			1H			1.00000			4			 


			183			249			103AlaCa			52.59522			0.00460			MS1:A			13C			1.00000			2			 


			184			344			103AlaC			178.87097			0			MS1:A			13C			1.00000			1			 


			185			55			102AlaN			123.23973			1.44594e-04			MS1:A			15N			1.00000			3			 


			186			54			102AlaH			9.29008			2.03105e-04			MS1:A			1H			1.00000			3			 


			187			317			102AlaCa			53.38447			0.02302			MS1:A			13C			1.00000			2			 


			188			349			102AlaC			176.61065			0			MS1:A			13C			1.00000			1			 


			189			53			101SerN			123.68964			0.00284			MS1:A			15N			1.00000			4			 


			190			52			101SerH			8.92441			9.41944e-04			MS1:A			1H			1.00000			4			 


			191			276			101SerCa			53.00361			0			MS1:A			13C			1.00000			1			 


			192			418			101SerC			172.78523			0			MS1:A			13C			1.00000			1			 


			193			51			100IleN			127.34188			4.76030e-04			MS1:A			15N			1.00000			4			 


			194			50			100IleH			10.25154			2.13627e-04			MS1:A			1H			1.00000			4			 


			195			304			100IleCa			58.67079			2.42514e-04			MS1:A			13C			1.00000			2			 


			196			379			100IleC			173.01179			0			MS1:A			13C			1.00000			1			 


			197			49			99TyrN			116.32800			6.83337e-04			MS1:A			15N			1.00000			4			 


			198			48			99TyrH			7.64971			2.98301e-04			MS1:A			1H			1.00000			4			 


			199			285			99TyrCa			53.40152			0.00189			MS1:A			13C			1.00000			2			 


			200			405			99TyrC			172.05369			0			MS1:A			13C			1.00000			1			 


			201			47			98GlyN			113.02855			0.00117			MS1:A			15N			1.00000			4			 


			202			46			98GlyH			10.76657			1.68080e-04			MS1:A			1H			1.00000			4			 


			203			264			98GlyCa			42.17821			0.00205			MS1:A			13C			1.00000			2			 


			204			389			98GlyC			170.09997			0			MS1:A			13C			1.00000			1			 


			205			45			97AsnN			119.98608			0.00117			MS1:A			15N			1.00000			4			 


			206			44			97AsnH			8.39091			4.88242e-05			MS1:A			1H			1.00000			4			 


			207			43			97AsnCa			50.12149			0.00470			MS1:A			13C			1.00000			2			 


			208			365			97AsnC			173.30160			0			MS1:A			13C			1.00000			1			 


			209			42			96GlyN			109.63540			9.43758e-04			MS1:A			15N			1.00000			4			 


			210			41			96GlyH			7.87772			9.39494e-05			MS1:A			1H			1.00000			4			 


			211			40			96GlyCa			44.47508			0.00479			MS1:A			13C			1.00000			2			 


			212			335			96GlyC			172.48927			0			MS1:A			13C			1.00000			1			 


			213			39			95AspN			114.15148			7.30076e-04			MS1:A			15N			1.00000			4			 


			214			223			95AspH			8.38665			3.80406e-04			MS1:A			1H			1.00000			4			 


			215			325			95AspCa			50.52342			0.00193			MS1:A			13C			1.00000			2			 


			216			378			95AspC			175.24180			0			MS1:A			13C			1.00000			1			 


			217			38			94LysN			124.68607			0.00148			MS1:A			15N			1.00000			4			 


			218			222			94LysH			7.40729			2.71588e-04			MS1:A			1H			1.00000			4			 


			219			274			94LysCa			56.74404			4.24230e-04			MS1:A			13C			1.00000			2			 


			220			426			94LysC			175.73931			0			MS1:A			13C			1.00000			1			 


			221			37			93AspN			115.06882			0.00221			MS1:A			15N			1.00000			4			 


			222			36			93AspH			7.88086			2.15046e-04			MS1:A			1H			1.00000			4			 


			223			271			93AspCa			49.04425			0.00248			MS1:A			13C			1.00000			2			 


			224			375			93AspC			174.68489			0			MS1:A			13C			1.00000			1			 


			225			35			92PheN			115.44886			0.00255			MS1:A			15N			1.00000			4			 


			226			34			92PheH			7.21097			2.74354e-04			MS1:A			1H			1.00000			4			 


			227			277			92PheCa			58.15126			0.00316			MS1:A			13C			1.00000			2			 


			228			372			92PheC			173.67845			0			MS1:A			13C			1.00000			1			 


			229			33			91ValN			118.30448			0.00311			MS1:A			15N			1.00000			4			 


			230			32			91ValH			7.44207			7.93035e-05			MS1:A			1H			1.00000			4			 


			231			243			91ValCa			63.13769			0.00279			MS1:A			13C			1.00000			2			 


			232			380			91ValC			174.42261			0			MS1:A			13C			1.00000			1			 


			233			31			90ArgN			115.03999			7.66100e-04			MS1:A			15N			1.00000			4			 


			234			30			90ArgH			7.69892			6.57265e-04			MS1:A			1H			1.00000			4			 


			235			267			90ArgCa			56.07377			0.00453			MS1:A			13C			1.00000			2			 


			236			340			90ArgC			174.92464			0			MS1:A			13C			1.00000			1			 


			237			29			89PheN			119.60793			0.00117			MS1:A			15N			1.00000			4			 


			238			28			89PheH			8.90190			6.27763e-04			MS1:A			1H			1.00000			4			 


			239			256			89PheCa			60.06665			0.00280			MS1:A			13C			1.00000			2			 


			240			368			89PheC			173.85039			0			MS1:A			13C			1.00000			1			 


			241			27			88AlaN			120.68671			0.00201			MS1:A			15N			1.00000			4			 


			242			26			88AlaH			8.39395			0.00233			MS1:A			1H			1.00000			4			 


			243			259			88AlaCa			52.73018			0.00425			MS1:A			13C			1.00000			2			 


			244			357			88AlaC			176.93452			0			MS1:A			13C			1.00000			1			 


			245			434			87GluCa			56.80003			0			MS1:A			13C			1.00000			1			 


			246			360			87GluC			176.84574			0			MS1:A			13C			1.00000			1			 


			247			25			86ArgN			122.01485			0.00770			MS1:A			15N			1.00000			4			 


			248			24			86ArgH			8.48916			0.00241			MS1:A			1H			1.00000			4			 


			249			311			86ArgCa			57.60724			0			MS1:A			13C			1.00000			1			 


			250			23			85IleN			120.35682			0.00817			MS1:A			15N			1.00000			3			 


			251			22			85IleH			8.09408			7.81549e-04			MS1:A			1H			1.00000			3			 


			252			268			85IleCa			63.48094			3.09026e-06			MS1:A			13C			1.00000			2			 


			253			412			85IleC			175.56870			0			MS1:A			13C			1.00000			1			 


			254			369			84GluC			176.60357			0			MS1:A			13C			1.00000			1			 


			255			21			83GluN			119.98535			0.04290			MS1:A			15N			1.00000			3			 


			256			20			83GluH			8.36605			7.32297e-04			MS1:A			1H			1.00000			3			 


			257			19			83GluCa			57.18003			0			MS1:A			13C			1.00000			1			 


			258			18			82GluN			123.17499			0.00168			MS1:A			15N			1.00000			4			 


			259			17			82GluH			8.68519			0.00390			MS1:A			1H			1.00000			4			 


			260			314			82GluCa			56.20157			0			MS1:A			13C			1.00000			1			 


			261			346			82GluC			175.42088			0			MS1:A			13C			1.00000			1			 


			262			16			81SerN			118.41434			0.00368			MS1:A			15N			1.00000			3			 


			263			15			81SerH			8.68466			1.98323e-04			MS1:A			1H			1.00000			3			 


			264			14			81SerCa			57.27105			0.04470			MS1:A			13C			1.00000			2			 


			265			415			81SerC			173.19373			0			MS1:A			13C			1.00000			1			 


			266			149			80AspC			174.27432			0			MS1:A			13C			1.00000			1			 


			267			13			79ThrN			114.69577			0.00262			MS1:A			15N			1.00000			4			 


			268			12			79ThrH			8.25549			0.00338			MS1:A			1H			1.00000			4			 


			269			433			79ThrCa			59.76539			0			MS1:A			13C			1.00000			1			 


			270			11			78AspN			121.44406			0.00353			MS1:A			15N			1.00000			4			 


			271			10			78AspH			8.43566			2.24127e-04			MS1:A			1H			1.00000			4			 


			272			284			78AspCa			52.36525			0.01085			MS1:A			13C			1.00000			2			 


			273			353			78AspC			174.14296			0			MS1:A			13C			1.00000			1			 


			274			155			77LysN			120.65087			1.78416e-05			MS1:A			15N			1.00000			3			 


			275			154			77LysH			8.08476			1.51038e-04			MS1:A			1H			1.00000			3			 


			276			278			77LysCa			54.36185			7.10649e-04			MS1:A			13C			1.00000			2			 


			277			388			77LysC			174.18359			0			MS1:A			13C			1.00000			1			 


			278			159			76MetN			118.75578			0.00243			MS1:A			15N			1.00000			4			 


			279			158			76MetH			8.32580			7.26058e-05			MS1:A			1H			1.00000			4			 


			280			288			76MetCa			54.34123			0			MS1:A			13C			1.00000			1			 


			281			381			76MetC			174.34542			0			MS1:A			13C			1.00000			1			 


			282			147			75LysN			119.91353			0.00122			MS1:A			15N			1.00000			3			 


			283			160			75LysH			8.69532			5.07463e-04			MS1:A			1H			1.00000			3			 


			284			300			75LysCa			55.69545			0.01939			MS1:A			13C			1.00000			2			 


			285			228			75LysC			175.88985			0			MS1:A			13C			1.00000			1			 


			286			217			74ArgN			117.83816			0.00110			MS1:A			15N			1.00000			4			 


			287			216			74ArgH			8.05599			9.57503e-04			MS1:A			1H			1.00000			4			 


			288			242			74ArgCa			56.39986			0			MS1:A			13C			1.00000			1			 


			289			402			74ArgC			176.20338			0			MS1:A			13C			1.00000			1			 


			290			215			73AlaN			121.47292			0.00693			MS1:A			15N			1.00000			4			 


			291			214			73AlaH			8.35415			0.00103			MS1:A			1H			1.00000			4			 


			292			281			73AlaCa			51.96588			0.00943			MS1:A			13C			1.00000			2			 


			293			339			73AlaC			177.29796			0			MS1:A			13C			1.00000			1			 


			294			9			72MetN			119.62254			0.01063			MS1:A			15N			1.00000			3			 


			295			8			72MetH			9.16411			0.00178			MS1:A			1H			1.00000			3			 


			296			432			72MetCa			54.44159			0.01281			MS1:A			13C			1.00000			2			 


			297			385			72MetC			176.56706			0			MS1:A			13C			1.00000			1			 


			298			343			71MetC			177.07153			0			MS1:A			13C			1.00000			1			 


			299			185			50AspN			122.50079			0.00394			MS1:A			15N			1.00000			4			 


			300			184			50AspH			10.07888			9.17397e-04			MS1:A			1H			1.00000			4			 


			301			282			50AspCa			57.55212			0			MS1:A			13C			1.00000			1			 


			302			183			49GlnN			121.06563			0.00130			MS1:A			15N			1.00000			3			 


			303			182			49GlnH			10.05364			4.61551e-05			MS1:A			1H			1.00000			3			 


			304			312			49GlnCa			58.25093			0.00917			MS1:A			13C			1.00000			3			 


			305			386			49GlnC			178.61726			0			MS1:A			13C			1.00000			1			 


			306			181			48LeuN			122.17764			6.56449e-04			MS1:A			15N			1.00000			3			 


			307			180			48LeuH			9.94917			2.24228e-04			MS1:A			1H			1.00000			3			 


			308			318			48LeuCa			58.20746			0			MS1:A			13C			1.00000			1			 


			309			413			48LeuC			179.64072			0			MS1:A			13C			1.00000			1			 


			310			179			47GluN			119.94625			0.00279			MS1:A			15N			1.00000			4			 


			311			226			47GluH			8.69609			7.60427e-04			MS1:A			1H			1.00000			4			 


			312			301			47GluCa			58.01521			0			MS1:A			13C			1.00000			1			 


			313			419			47GluC			179.58551			0			MS1:A			13C			1.00000			1			 


			314			178			46AlaN			121.56363			0.00130			MS1:A			15N			1.00000			4			 


			315			177			46AlaH			8.75145			3.34441e-04			MS1:A			1H			1.00000			4			 


			316			294			46AlaCa			53.00019			0.00542			MS1:A			13C			1.00000			2			 


			317			401			46AlaC			178.56186			0			MS1:A			13C			1.00000			1			 


			318			176			45GluN			121.33630			0.00491			MS1:A			15N			1.00000			4			 


			319			175			45GluH			9.36538			5.71776e-04			MS1:A			1H			1.00000			4			 


			320			326			45GluCa			58.03702			0.00749			MS1:A			13C			1.00000			2			 


			321			395			45GluC			177.07512			0			MS1:A			13C			1.00000			1			 


			322			173			44ThrN			113.94317			0.00168			MS1:A			15N			1.00000			4			 


			323			174			44ThrH			9.78933			0.00110			MS1:A			1H			1.00000			4			 


			324			241			44ThrCa			58.63843			0.00956			MS1:A			13C			1.00000			2			 


			325			427			44ThrC			173.50503			0			MS1:A			13C			1.00000			1			 


			326			436			43ProCa			60.87280			0			MS1:A			13C			1.00000			1			 


			327			338			43ProC			175.99179			0			MS1:A			13C			1.00000			1			 


			328			209			42AsnN			117.29978			3.61192e-04			MS1:A			15N			1.00000			4			 


			329			208			42AsnH			9.60701			8.32226e-04			MS1:A			1H			1.00000			4			 


			330			298			42AsnCa			49.44879			0			MS1:A			13C			1.00000			1			 


			331			207			41GlnN			119.05536			0.00923			MS1:A			15N			1.00000			4			 


			332			206			41GlnH			8.66991			3.26654e-04			MS1:A			1H			1.00000			4			 


			333			297			41GlnCa			52.68873			6.46454e-04			MS1:A			13C			1.00000			2			 


			334			399			41GlnC			172.33023			0			MS1:A			13C			1.00000			1			 


			335			205			40GlyN			107.76314			0.00242			MS1:A			15N			1.00000			4			 


			336			204			40GlyH			8.57364			6.68048e-04			MS1:A			1H			1.00000			4			 


			337			236			40GlyCa			43.59380			0.00369			MS1:A			13C			1.00000			2			 


			338			377			40GlyC			172.49567			0			MS1:A			13C			1.00000			1			 


			339			198			39LeuN			121.92565			0.00360			MS1:A			15N			1.00000			4			 


			340			199			39LeuH			8.29561			0.00256			MS1:A			1H			1.00000			4			 


			341			309			39LeuCa			52.70612			0.00302			MS1:A			13C			1.00000			2			 


			342			333			39LeuC			175.62488			0			MS1:A			13C			1.00000			1			 


			343			203			38SerN			119.76303			0.00180			MS1:A			15N			1.00000			4			 


			344			221			38SerH			8.80481			6.44957e-04			MS1:A			1H			1.00000			4			 


			345			262			38SerCa			59.56698			0.01031			MS1:A			13C			1.00000			2			 


			346			410			38SerC			173.03534			0			MS1:A			13C			1.00000			1			 


			347			202			37ArgN			120.20852			0.00234			MS1:A			15N			1.00000			4			 


			348			7			37ArgH			9.75565			6.65083e-04			MS1:A			1H			1.00000			4			 


			349			252			37ArgCa			57.48629			0.00139			MS1:A			13C			1.00000			2			 


			350			363			37ArgC			179.45542			0			MS1:A			13C			1.00000			1			 


			351			201			36MetN			120.51320			0.00299			MS1:A			15N			1.00000			4			 


			352			200			36MetH			10.47403			3.58124e-04			MS1:A			1H			1.00000			4			 


			353			270			36MetCa			58.12209			0.00710			MS1:A			13C			1.00000			2			 


			354			352			36MetC			177.79778			0			MS1:A			13C			1.00000			1			 


			355			193			35ValN			123.84163			3.07846e-05			MS1:A			15N			1.00000			3			 


			356			192			35ValH			9.37120			3.77037e-05			MS1:A			1H			1.00000			3			 


			357			279			35ValCa			65.19328			0			MS1:A			13C			1.00000			2			 


			358			371			35ValC			178.14261			0			MS1:A			13C			1.00000			1			 


			359			195			34ThrN			119.82335			0.00455			MS1:A			15N			1.00000			4			 


			360			194			34ThrH			9.43199			5.86266e-04			MS1:A			1H			1.00000			4			 


			361			261			34ThrCa			65.44377			0			MS1:A			13C			1.00000			1			 


			362			382			34ThrC			175.75084			0			MS1:A			13C			1.00000			1			 


			363			197			33GlyN			108.48315			0.00459			MS1:A			15N			1.00000			4			 


			364			196			33GlyH			11.21630			0.00120			MS1:A			1H			1.00000			4			 


			365			234			33GlyCa			47.74917			0.00226			MS1:A			13C			1.00000			2			 


			366			362			33GlyC			173.96174			0			MS1:A			13C			1.00000			1			 


			367			437			32LeuCa			59.15391			0			MS1:A			13C			1.00000			1			 


			368			331			32LeuC			179.09104			0			MS1:A			13C			1.00000			1			 


			369			6			31GluN			123.44794			0.00196			MS1:A			15N			1.00000			3			 


			370			5			31GluH			9.52542			0.00147			MS1:A			1H			1.00000			3			 


			371			321			31GluCa			58.58326			0			MS1:A			13C			1.00000			1			 


			372			422			30LysC			178.77955			0			MS1:A			13C			1.00000			1			 


			373			4			24AspN			118.38119			0.00343			MS1:A			15N			1.00000			4			 


			374			3			24AspH			6.04240			0.00148			MS1:A			1H			1.00000			4			 


			375			244			24AspCa			48.19697			0			MS1:A			13C			1.00000			1			 


			376			191			23GlyN			107.84182			0.00177			MS1:A			15N			1.00000			4			 


			377			190			23GlyH			6.27028			0.00163			MS1:A			1H			1.00000			4			 


			378			306			23GlyCa			42.66561			0.00104			MS1:A			13C			1.00000			2			 


			379			341			23GlyC			170.21815			0			MS1:A			13C			1.00000			1			 


			380			189			22AspN			113.23495			6.35084e-04			MS1:A			15N			1.00000			4			 


			381			188			22AspH			7.32293			3.92637e-04			MS1:A			1H			1.00000			4			 


			382			273			22AspCa			49.31249			0.00628			MS1:A			13C			1.00000			2			 


			383			407			22AspC			173.89588			0			MS1:A			13C			1.00000			1			 


			384			219			21LysN			123.88890			0.00216			MS1:A			15N			1.00000			4			 


			385			218			21LysH			7.66393			1.97798e-04			MS1:A			1H			1.00000			4			 


			386			290			21LysCa			55.45297			0.00831			MS1:A			13C			1.00000			2			 


			387			374			21LysC			175.02914			0			MS1:A			13C			1.00000			1			 


			388			187			20AspN			116.87128			0.00945			MS1:A			15N			1.00000			4			 


			389			186			20AspH			7.47875			0.00172			MS1:A			1H			1.00000			4			 


			390			289			20AspCa			48.96668			0.01325			MS1:A			13C			1.00000			2			 


			391			391			20AspC			173.88653			0			MS1:A			13C			1.00000			1			 


			392			211			19PheN			114.20160			0.00296			MS1:A			15N			1.00000			4			 


			393			210			19PheH			7.51263			8.88352e-04			MS1:A			1H			1.00000			4			 


			394			248			19PheCa			57.80010			0.02637			MS1:A			13C			1.00000			2			 


			395			383			19PheC			174.75609			0			MS1:A			13C			1.00000			1			 


			396			213			18LeuN			120.53423			0.00488			MS1:A			15N			1.00000			4			 


			397			212			18LeuH			7.17821			0.00262			MS1:A			1H			1.00000			4			 


			398			272			18LeuCa			54.77114			0.00394			MS1:A			13C			1.00000			2			 


			399			348			18LeuC			175.35498			0			MS1:A			13C			1.00000			1			 


			400			157			17SerN			112.40113			0.00866			MS1:A			15N			1.00000			4			 


			401			156			17SerH			7.06619			0.00169			MS1:A			1H			1.00000			4			 


			402			232			17SerCa			57.86538			0.01547			MS1:A			13C			1.00000			2			 


			403			373			17SerC			171.59203			0			MS1:A			13C			1.00000			1			 


			404			2			16PheN			118.50810			0.00844			MS1:A			15N			1.00000			3			 


			405			1			16PheH			8.05127			0.00990			MS1:A			1H			1.00000			3			 


			406			431			16PheCa			58.72814			0.02126			MS1:A			13C			1.00000			2			 


			407			329			16PheC			174.18101			0			MS1:A			13C			1.00000			1			 


			408			429			15AlaC			176.59967			0			MS1:A			13C			1.00000			1			 


			409			172			9IleN			118.33847			0.00356			MS1:A			15N			1.00000			4			 


			410			171			9IleH			7.40169			0.00480			MS1:A			1H			1.00000			4			 


			411			287			9IleCa			62.46228			0			MS1:A			13C			1.00000			1			 


			412			170			8GlnN			119.87845			0.00418			MS1:A			15N			1.00000			4			 


			413			169			8GlnH			7.10259			0.00102			MS1:A			1H			1.00000			4			 


			414			275			8GlnCa			55.36052			0.00515			MS1:A			13C			1.00000			2			 


			415			430			8GlnC			174.77890			0			MS1:A			13C			1.00000			1			 


			416			168			7GluN			118.88566			0.00153			MS1:A			15N			1.00000			3			 


			417			167			7GluH			8.12423			3.57544e-04			MS1:A			1H			1.00000			3			 


			418			266			7GluCa			56.88288			0.01802			MS1:A			13C			1.00000			2			 


			419			376			7GluC			175.89496			0			MS1:A			13C			1.00000			1			 


			420			166			6GluN			119.68701			0.00290			MS1:A			15N			1.00000			4			 


			421			165			6GluH			8.33876			0.00132			MS1:A			1H			1.00000			4			 


			422			263			6GluCa			56.54264			0			MS1:A			13C			1.00000			1			 


			423			367			6GluC			176.18025			0			MS1:A			13C			1.00000			1			 


			424			161			5ThrN			112.45845			4.75860e-04			MS1:A			15N			1.00000			4			 


			425			220			5ThrH			8.09253			4.92012e-04			MS1:A			1H			1.00000			4			 


			426			265			5ThrCa			57.12765			0.01539			MS1:A			13C			1.00000			2			 


			427			364			5ThrC			171.99607			0			MS1:A			13C			1.00000			1			 


			428			227			4LeuN			122.39712			0.00131			MS1:A			15N			1.00000			4			 


			429			164			4LeuH			7.40797			7.47285e-05			MS1:A			1H			1.00000			4			 


			430			280			4LeuCa			50.99430			0.00238			MS1:A			13C			1.00000			2			 


			431			366			4LeuC			174.22819			0			MS1:A			13C			1.00000			1			 


			432			163			3GlnN			119.09938			0.00135			MS1:A			15N			1.00000			4			 


			433			162			3GlnH			7.74575			1.51423e-04			MS1:A			1H			1.00000			4			 


			434			233			3GlnCa			52.18721			0.00205			MS1:A			13C			1.00000			2			 


			435			384			3GlnC			172.36388			0			MS1:A			13C			1.00000			1			 


			436			435			2AspCa			51.52905			0			MS1:A			13C			1.00000			1			 


			437			330			2AspC			172.36497			0			MS1:A			13C			1.00000			1			 
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			1			178			148LysN			127.18720			1.93556e-04			MS1:A			15N			1.00000			4			 


			2			180			148LysH			7.96986			4.53174e-04			MS1:A			1H			1.00000			4			 


			3			259			148LysCa			55.05117			0			MS1:A			13C			1.00000			1			 


			4			182			147AlaN			127.30219			0.00277			MS1:A			15N			1.00000			4			 


			5			181			147AlaH			7.81412			5.15950e-04			MS1:A			1H			1.00000			4			 


			6			261			147AlaCa			49.93509			0.00213			MS1:A			13C			1.00000			2			 


			7			258			147AlaC			174.30228			0			MS1:A			13C			1.00000			1			 


			8			177			146ThrN			108.84661			6.88365e-04			MS1:A			15N			1.00000			4			 


			9			176			146ThrH			7.37965			6.82656e-04			MS1:A			1H			1.00000			4			 


			10			435			146ThrCa			59.38123			0.00250			MS1:A			13C			1.00000			2			 


			11			260			146ThrC			171.64536			0			MS1:A			13C			1.00000			1			 


			12			175			145MetN			112.63234			0.00126			MS1:A			15N			1.00000			4			 


			13			174			145MetH			7.20545			3.21220e-04			MS1:A			1H			1.00000			4			 


			14			402			145MetCa			52.28598			0.00955			MS1:A			13C			1.00000			2			 


			15			310			145MetC			174.95522			0			MS1:A			13C			1.00000			1			 


			16			173			144MetN			117.17134			0.00146			MS1:A			15N			1.00000			4			 


			17			172			144MetH			7.31118			7.76999e-04			MS1:A			1H			1.00000			4			 


			18			393			144MetCa			53.69815			2.67438e-04			MS1:A			13C			1.00000			2			 


			19			278			144MetC			174.02987			0			MS1:A			13C			1.00000			1			 


			20			171			143GlnN			119.45648			0.00124			MS1:A			15N			1.00000			4			 


			21			170			143GlnH			7.68327			4.58441e-04			MS1:A			1H			1.00000			4			 


			22			459			143GlnCa			56.27024			0.00700			MS1:A			13C			1.00000			2			 


			23			269			143GlnC			175.19824			0			MS1:A			13C			1.00000			1			 


			24			169			142ValN			118.76288			0.00109			MS1:A			15N			1.00000			4			 


			25			168			142ValH			8.54294			7.58401e-04			MS1:A			1H			1.00000			4			 


			26			423			142ValCa			64.20135			0.00177			MS1:A			13C			1.00000			2			 


			27			334			142ValC			176.88013			0			MS1:A			13C			1.00000			1			 


			28			167			141PheN			124.18131			0.00117			MS1:A			15N			1.00000			4			 


			29			256			141PheH			8.42011			6.98515e-04			MS1:A			1H			1.00000			4			 


			30			386			141PheCa			58.98791			0.00310			MS1:A			13C			1.00000			2			 


			31			299			141PheC			173.56610			0			MS1:A			13C			1.00000			1			 


			32			166			140GluN			119.95990			9.69017e-04			MS1:A			15N			1.00000			4			 


			33			165			140GluH			8.63139			5.12254e-04			MS1:A			1H			1.00000			4			 


			34			388			140GluCa			55.95700			0.00532			MS1:A			13C			1.00000			2			 


			35			262			140GluC			176.59288			0			MS1:A			13C			1.00000			1			 


			36			164			139GluN			118.60446			7.66238e-04			MS1:A			15N			1.00000			4			 


			37			163			139GluH			8.01170			1.97812e-04			MS1:A			1H			1.00000			4			 


			38			406			139GluCa			57.57606			7.54656e-04			MS1:A			13C			1.00000			2			 


			39			264			139GluC			177.50088			0			MS1:A			13C			1.00000			1			 


			40			162			138TyrN			118.63885			0.00143			MS1:A			15N			1.00000			4			 


			41			161			138TyrH			8.30378			1.30514e-04			MS1:A			1H			1.00000			4			 


			42			427			138TyrCa			59.59398			0.00199			MS1:A			13C			1.00000			2			 


			43			282			138TyrC			173.35384			0			MS1:A			13C			1.00000			1			 


			44			160			137AsnN			129.32993			0.00799			MS1:A			15N			1.00000			4			 


			45			159			137AsnH			9.48975			5.76239e-04			MS1:A			1H			1.00000			4			 


			46			503			137AsnCa			48.31379			1.15004e-04			MS1:A			13C			1.00000			2			 


			47			521			137AsnC			171.99255			0			MS1:A			13C			1.00000			1			 


			48			158			136ValN			125.42296			7.17093e-04			MS1:A			15N			1.00000			4			 


			49			152			136ValH			9.08681			5.98600e-04			MS1:A			1H			1.00000			4			 


			50			399			136ValCa			59.08464			0.00125			MS1:A			13C			1.00000			2			 


			51			379			136ValC			173.12381			0			MS1:A			13C			1.00000			1			 


			52			157			135GlnN			114.85423			0.00119			MS1:A			15N			1.00000			4			 


			53			156			135GlnH			7.89260			8.09323e-04			MS1:A			1H			1.00000			4			 


			54			480			135GlnCa			50.67132			0.00556			MS1:A			13C			1.00000			2			 


			55			275			135GlnC			172.28872			0			MS1:A			13C			1.00000			1			 


			56			155			134GlyN			112.77303			0.00277			MS1:A			15N			1.00000			4			 


			57			154			134GlyH			10.26683			4.88341e-04			MS1:A			1H			1.00000			4			 


			58			496			134GlyCa			43.05058			0.00436			MS1:A			13C			1.00000			2			 


			59			355			134GlyC			169.96292			0			MS1:A			13C			1.00000			1			 


			60			153			133AspN			121.10902			0.00114			MS1:A			15N			1.00000			4			 


			61			151			133AspH			8.34771			4.64814e-04			MS1:A			1H			1.00000			4			 


			62			474			133AspCa			50.98938			5.69104e-04			MS1:A			13C			1.00000			2			 


			63			371			133AspC			174.86528			0			MS1:A			13C			1.00000			1			 


			64			150			132GlyN			108.80333			0.00200			MS1:A			15N			1.00000			4			 


			65			149			132GlyH			7.59838			4.14809e-04			MS1:A			1H			1.00000			4			 


			66			424			132GlyCa			44.80067			0.00167			MS1:A			13C			1.00000			2			 


			67			349			132GlyC			172.71574			0			MS1:A			13C			1.00000			1			 


			68			148			131AspN			116.59537			5.36340e-04			MS1:A			15N			1.00000			4			 


			69			147			131AspH			8.34157			6.03087e-04			MS1:A			1H			1.00000			4			 


			70			457			131AspCa			51.32728			0.00105			MS1:A			13C			1.00000			2			 


			71			300			131AspC			175.58439			0			MS1:A			13C			1.00000			1			 


			72			146			130IleN			127.81718			8.35759e-04			MS1:A			15N			1.00000			4			 


			73			145			130IleH			8.14914			5.29283e-04			MS1:A			1H			1.00000			4			 


			74			445			130IleCa			60.74749			0.00344			MS1:A			13C			1.00000			2			 


			75			332			130IleC			175.31685			0			MS1:A			13C			1.00000			1			 


			76			144			129AspN			117.76291			0.00207			MS1:A			15N			1.00000			4			 


			77			143			129AspH			7.81956			4.80505e-04			MS1:A			1H			1.00000			4			 


			78			470			129AspCa			51.54757			0.00228			MS1:A			13C			1.00000			2			 


			79			319			129AspC			172.90582			0			MS1:A			13C			1.00000			1			 


			80			142			128AlaN			116.76260			0.00233			MS1:A			15N			1.00000			4			 


			81			141			128AlaH			7.14920			5.66429e-04			MS1:A			1H			1.00000			4			 


			82			438			128AlaCa			49.08445			0.00136			MS1:A			13C			1.00000			2			 


			83			345			128AlaC			174.94027			0			MS1:A			13C			1.00000			1			 


			84			140			127GluN			115.68557			0.00146			MS1:A			15N			1.00000			4			 


			85			139			127GluH			8.24406			2.37205e-04			MS1:A			1H			1.00000			4			 


			86			461			127GluCa			56.10268			0.00612			MS1:A			13C			1.00000			2			 


			87			313			127GluC			174.60396			0			MS1:A			13C			1.00000			1			 


			88			138			126ArgN			117.37118			0.00198			MS1:A			15N			1.00000			4			 


			89			137			126ArgH			8.42258			9.68256e-04			MS1:A			1H			1.00000			4			 


			90			473			126ArgCa			57.12715			0.00120			MS1:A			13C			1.00000			2			 


			91			336			126ArgC			176.61764			0			MS1:A			13C			1.00000			1			 


			92			136			125IleN			119.85865			0.00198			MS1:A			15N			1.00000			4			 


			93			135			125IleH			7.80310			5.21259e-04			MS1:A			1H			1.00000			4			 


			94			504			125IleCa			60.26950			5.45932e-05			MS1:A			13C			1.00000			2			 


			95			348			125IleC			174.23423			0			MS1:A			13C			1.00000			1			 


			96			134			124MetN			118.71832			0.00134			MS1:A			15N			1.00000			4			 


			97			133			124MetH			7.67628			6.96441e-04			MS1:A			1H			1.00000			4			 


			98			432			124MetCa			58.35024			0.00265			MS1:A			13C			1.00000			2			 


			99			380			124MetC			177.22137			0			MS1:A			13C			1.00000			1			 


			100			132			123GluN			119.82689			0.00278			MS1:A			15N			1.00000			4			 


			101			131			123GluH			8.12508			4.08616e-04			MS1:A			1H			1.00000			4			 


			102			390			123GluCa			56.70296			0.00659			MS1:A			13C			1.00000			2			 


			103			307			123GluC			175.75345			0			MS1:A			13C			1.00000			1			 


			104			130			122AspN			120.28258			0.00138			MS1:A			15N			1.00000			4			 


			105			129			122AspH			8.12517			6.58749e-04			MS1:A			1H			1.00000			4			 


			106			391			122AspCa			55.06975			0.00380			MS1:A			13C			1.00000			2			 


			107			266			122AspC			176.50337			0			MS1:A			13C			1.00000			1			 


			108			128			121ValN			122.29447			0.00211			MS1:A			15N			1.00000			4			 


			109			127			121ValH			7.94755			7.63281e-04			MS1:A			1H			1.00000			4			 


			110			456			121ValCa			64.31458			0.00240			MS1:A			13C			1.00000			2			 


			111			267			121ValC			174.77554			0			MS1:A			13C			1.00000			1			 


			112			126			120GluN			120.78065			0.00124			MS1:A			15N			1.00000			3			 


			113			125			120GluH			7.72638			4.70330e-04			MS1:A			1H			1.00000			3			 


			114			487			120GluCa			56.93225			0.01114			MS1:A			13C			1.00000			2			 


			115			331			120GluC			177.46535			0			MS1:A			13C			1.00000			1			 


			116			124			119GluN			119.47152			2.33169e-04			MS1:A			15N			1.00000			4			 


			117			123			119GluH			8.59688			3.56089e-04			MS1:A			1H			1.00000			4			 


			118			472			119GluCa			57.25616			0			MS1:A			13C			1.00000			1			 


			119			362			119GluC			176.53041			0			MS1:A			13C			1.00000			1			 


			120			122			118AspN			121.51998			0.00186			MS1:A			15N			1.00000			4			 


			121			121			118AspH			8.90002			5.55351e-04			MS1:A			1H			1.00000			4			 


			122			497			118AspCa			55.30769			0.01603			MS1:A			13C			1.00000			2			 


			123			347			118AspC			176.07314			0			MS1:A			13C			1.00000			1			 


			124			120			117ThrN			114.53869			7.87501e-04			MS1:A			15N			1.00000			4			 


			125			119			117ThrH			9.18212			4.47600e-04			MS1:A			1H			1.00000			4			 


			126			453			117ThrCa			58.25124			8.56184e-04			MS1:A			13C			1.00000			2			 


			127			372			117ThrC			172.94978			0			MS1:A			13C			1.00000			1			 


			128			118			116LeuN			124.69434			8.24393e-04			MS1:A			15N			1.00000			4			 


			129			117			116LeuH			8.05208			4.69045e-04			MS1:A			1H			1.00000			4			 


			130			439			116LeuCa			51.57108			0.00198			MS1:A			13C			1.00000			2			 


			131			327			116LeuC			175.53697			0			MS1:A			13C			1.00000			1			 


			132			116			115LysN			124.62274			0.00186			MS1:A			15N			1.00000			3			 


			133			115			115LysH			8.65705			9.93256e-04			MS1:A			1H			1.00000			3			 


			134			389			115LysCa			52.46696			0.04478			MS1:A			13C			1.00000			2			 


			135			314			115LysC			172.62387			0			MS1:A			13C			1.00000			1			 


			136			114			114GluN			119.48381			4.79671e-04			MS1:A			15N			1.00000			4			 


			137			113			114GluH			7.78024			6.22002e-04			MS1:A			1H			1.00000			4			 


			138			482			114GluCa			52.59808			0			MS1:A			13C			1.00000			1			 


			139			265			114GluC			173.00087			0			MS1:A			13C			1.00000			1			 


			140			112			113GlyN			107.61703			6.47680e-04			MS1:A			15N			1.00000			4			 


			141			111			113GlyH			7.85037			0.00131			MS1:A			1H			1.00000			4			 


			142			479			113GlyCa			42.97247			0.00427			MS1:A			13C			1.00000			2			 


			143			357			113GlyC			172.00436			0			MS1:A			13C			1.00000			1			 


			144			110			112LeuN			118.09592			0.00145			MS1:A			15N			1.00000			4			 


			145			109			112LeuH			7.86102			8.40372e-04			MS1:A			1H			1.00000			4			 


			146			436			112LeuCa			52.26227			0.00396			MS1:A			13C			1.00000			2			 


			147			354			112LeuC			174.45125			0			MS1:A			13C			1.00000			1			 


			148			108			111AsnN			123.10048			0.00215			MS1:A			15N			1.00000			4			 


			149			107			111AsnH			7.97911			6.66409e-04			MS1:A			1H			1.00000			4			 


			150			410			111AsnCa			53.44109			1.84105e-04			MS1:A			13C			1.00000			2			 


			151			311			111AsnC			174.13041			0			MS1:A			13C			1.00000			1			 


			152			106			110ThrN			116.05039			7.42978e-04			MS1:A			15N			1.00000			4			 


			153			105			110ThrH			8.08023			7.82552e-04			MS1:A			1H			1.00000			4			 


			154			507			110ThrCa			63.99779			0.00431			MS1:A			13C			1.00000			2			 


			155			286			110ThrC			175.66145			0			MS1:A			13C			1.00000			1			 


			156			104			109MetN			115.68923			0.00167			MS1:A			15N			1.00000			4			 


			157			103			109MetH			8.40289			7.26602e-04			MS1:A			1H			1.00000			4			 


			158			454			109MetCa			54.71621			0.00425			MS1:A			13C			1.00000			2			 


			159			383			109MetC			176.53461			0			MS1:A			13C			1.00000			1			 


			160			102			108ValN			120.07191			0.00215			MS1:A			15N			1.00000			4			 


			161			101			108ValH			8.37386			7.15279e-04			MS1:A			1H			1.00000			4			 


			162			501			108ValCa			63.97028			0.00212			MS1:A			13C			1.00000			2			 


			163			328			108ValC			175.42430			0			MS1:A			13C			1.00000			1			 


			164			100			107HisN			119.37023			3.75341e-04			MS1:A			15N			1.00000			3			 


			165			99			107HisH			7.76043			5.85500e-04			MS1:A			1H			1.00000			3			 


			166			395			107HisCa			57.23586			0.00878			MS1:A			13C			1.00000			2			 


			167			376			107HisC			175.19935			0			MS1:A			13C			1.00000			1			 


			168			98			106ArgN			118.23185			0.00259			MS1:A			15N			1.00000			4			 


			169			97			106ArgH			8.63441			4.36835e-04			MS1:A			1H			1.00000			4			 


			170			417			106ArgCa			57.25471			0			MS1:A			13C			1.00000			1			 


			171			271			106ArgC			176.10565			0			MS1:A			13C			1.00000			1			 


			172			96			105LeuN			120.69994			0.00130			MS1:A			15N			1.00000			4			 


			173			95			105LeuH			8.54392			9.72312e-04			MS1:A			1H			1.00000			4			 


			174			500			105LeuCa			55.33903			0.00525			MS1:A			13C			1.00000			2			 


			175			293			105LeuC			175.64953			0			MS1:A			13C			1.00000			1			 


			176			94			104GluN			120.08374			0.00251			MS1:A			15N			1.00000			4			 


			177			93			104GluH			7.90002			6.41371e-04			MS1:A			1H			1.00000			4			 


			178			508			104GluCa			56.82273			0.00761			MS1:A			13C			1.00000			2			 


			179			375			104GluC			176.25015			0			MS1:A			13C			1.00000			1			 


			180			92			103AlaN			118.58879			0.00225			MS1:A			15N			1.00000			4			 


			181			255			103AlaH			8.27079			6.13931e-04			MS1:A			1H			1.00000			4			 


			182			414			103AlaCa			52.56697			0.00117			MS1:A			13C			1.00000			2			 


			183			384			103AlaC			178.84710			0			MS1:A			13C			1.00000			1			 


			184			91			102AlaN			123.22524			9.64202e-05			MS1:A			15N			1.00000			3			 


			185			90			102AlaH			9.27010			7.07103e-04			MS1:A			1H			1.00000			3			 


			186			394			102AlaCa			53.35849			0.01727			MS1:A			13C			1.00000			2			 


			187			290			102AlaC			176.58192			0			MS1:A			13C			1.00000			1			 


			188			89			101SerN			123.67694			0.00553			MS1:A			15N			1.00000			4			 


			189			88			101SerH			8.89242			0.00127			MS1:A			1H			1.00000			4			 


			190			398			101SerCa			52.97387			0			MS1:A			13C			1.00000			1			 


			191			270			101SerC			172.76056			0			MS1:A			13C			1.00000			1			 


			192			87			100IleN			127.31559			0.00158			MS1:A			15N			1.00000			4			 


			193			86			100IleH			10.21447			3.25576e-04			MS1:A			1H			1.00000			4			 


			194			451			100IleCa			58.64589			0.00132			MS1:A			13C			1.00000			2			 


			195			274			100IleC			172.97457			0			MS1:A			13C			1.00000			1			 


			196			85			99TyrN			116.29277			7.70209e-04			MS1:A			15N			1.00000			4			 


			197			84			99TyrH			7.61419			5.50160e-04			MS1:A			1H			1.00000			4			 


			198			418			99TyrCa			53.35148			4.13169e-04			MS1:A			13C			1.00000			2			 


			199			325			99TyrC			172.01065			0			MS1:A			13C			1.00000			1			 


			200			83			98GlyN			113.01012			0.00177			MS1:A			15N			1.00000			4			 


			201			82			98GlyH			10.72369			4.00226e-04			MS1:A			1H			1.00000			4			 


			202			467			98GlyCa			42.14078			0.00169			MS1:A			13C			1.00000			2			 


			203			294			98GlyC			170.05628			0			MS1:A			13C			1.00000			1			 


			204			81			97AsnN			119.95735			0.00100			MS1:A			15N			1.00000			4			 


			205			80			97AsnH			8.35522			8.56278e-04			MS1:A			1H			1.00000			4			 


			206			465			97AsnCa			50.08741			0.00517			MS1:A			13C			1.00000			2			 


			207			342			97AsnC			173.25698			0			MS1:A			13C			1.00000			1			 


			208			79			96GlyN			109.59264			5.04363e-04			MS1:A			15N			1.00000			4			 


			209			78			96GlyH			7.83293			5.05656e-04			MS1:A			1H			1.00000			4			 


			210			492			96GlyCa			44.42323			0.00153			MS1:A			13C			1.00000			2			 


			211			340			96GlyC			172.45995			0			MS1:A			13C			1.00000			1			 


			212			77			95AspN			114.11842			0.00193			MS1:A			15N			1.00000			4			 


			213			254			95AspH			8.34639			6.60680e-04			MS1:A			1H			1.00000			4			 


			214			488			95AspCa			50.49157			0.00263			MS1:A			13C			1.00000			2			 


			215			367			95AspC			175.18419			0			MS1:A			13C			1.00000			1			 


			216			76			94LysN			124.64888			7.46947e-04			MS1:A			15N			1.00000			4			 


			217			253			94LysH			7.36027			6.17832e-04			MS1:A			1H			1.00000			4			 


			218			396			94LysCa			56.69091			0.00619			MS1:A			13C			1.00000			2			 


			219			363			94LysC			175.68578			0			MS1:A			13C			1.00000			1			 


			220			75			93AspN			114.99770			6.54689e-04			MS1:A			15N			1.00000			4			 


			221			74			93AspH			7.81544			7.26134e-04			MS1:A			1H			1.00000			4			 


			222			463			93AspCa			48.98938			0.00357			MS1:A			13C			1.00000			2			 


			223			272			93AspC			174.62748			0			MS1:A			13C			1.00000			1			 


			224			73			92PheN			115.36770			0.00149			MS1:A			15N			1.00000			4			 


			225			72			92PheH			7.13408			9.64096e-04			MS1:A			1H			1.00000			4			 


			226			409			92PheCa			58.09341			0.00450			MS1:A			13C			1.00000			2			 


			227			338			92PheC			173.60263			0			MS1:A			13C			1.00000			1			 


			228			71			91ValN			118.20259			0.00543			MS1:A			15N			1.00000			4			 


			229			70			91ValH			7.34651			7.61703e-04			MS1:A			1H			1.00000			4			 


			230			494			91ValCa			63.03351			2.80898e-04			MS1:A			13C			1.00000			2			 


			231			285			91ValC			174.34923			0			MS1:A			13C			1.00000			1			 


			232			69			90ArgN			114.92577			0.00306			MS1:A			15N			1.00000			4			 


			233			68			90ArgH			7.59392			4.59461e-04			MS1:A			1H			1.00000			4			 


			234			469			90ArgCa			55.97687			9.74569e-05			MS1:A			13C			1.00000			2			 


			235			369			90ArgC			174.82468			0			MS1:A			13C			1.00000			1			 


			236			67			89PheN			119.49182			0.00219			MS1:A			15N			1.00000			4			 


			237			66			89PheH			8.78659			4.95344e-04			MS1:A			1H			1.00000			4			 


			238			460			89PheCa			59.97456			0.00643			MS1:A			13C			1.00000			2			 


			239			344			89PheC			173.75304			0			MS1:A			13C			1.00000			1			 


			240			65			88AlaN			120.53878			0.00927			MS1:A			15N			1.00000			4			 


			241			64			88AlaH			8.24097			0.00146			MS1:A			1H			1.00000			4			 


			242			446			88AlaCa			52.59530			8.48668e-04			MS1:A			13C			1.00000			2			 


			243			335			88AlaC			176.82074			0			MS1:A			13C			1.00000			1			 


			244			63			87GluN			118.41471			0.00152			MS1:A			15N			1.00000			4			 


			245			62			87GluH			8.31238			4.61653e-04			MS1:A			1H			1.00000			4			 


			246			434			87GluCa			56.62793			0.00221			MS1:A			13C			1.00000			2			 


			247			320			87GluC			176.68781			0			MS1:A			13C			1.00000			1			 


			248			61			86ArgN			121.84274			0.00144			MS1:A			15N			1.00000			4			 


			249			60			86ArgH			8.32700			3.92557e-04			MS1:A			1H			1.00000			4			 


			250			489			86ArgCa			57.45788			0.01603			MS1:A			13C			1.00000			2			 


			251			309			86ArgC			176.49165			0			MS1:A			13C			1.00000			1			 


			252			59			85IleN			120.17191			1.99844e-04			MS1:A			15N			1.00000			3			 


			253			58			85IleH			7.91503			7.11995e-04			MS1:A			1H			1.00000			3			 


			254			412			85IleCa			63.33032			2.99278e-04			MS1:A			13C			1.00000			2			 


			255			364			85IleC			175.40691			0			MS1:A			13C			1.00000			1			 


			256			57			84GluN			118.46139			3.75903e-04			MS1:A			15N			1.00000			3			 


			257			56			84GluH			8.02840			3.50902e-04			MS1:A			1H			1.00000			3			 


			258			420			84GluCa			56.89418			0			MS1:A			13C			1.00000			1			 


			259			287			84GluC			176.40017			0			MS1:A			13C			1.00000			1			 


			260			55			83GluN			119.70160			2.11342e-04			MS1:A			15N			1.00000			3			 


			261			54			83GluH			8.15577			0.00147			MS1:A			1H			1.00000			3			 


			262			296			83GluC			175.88740			0			MS1:A			13C			1.00000			1			 


			263			53			82GluN			123.00024			5.63382e-04			MS1:A			15N			1.00000			4			 


			264			52			82GluH			8.49736			4.41460e-04			MS1:A			1H			1.00000			4			 


			265			450			82GluCa			56.03119			0.00310			MS1:A			13C			1.00000			2			 


			266			330			82GluC			175.23206			0			MS1:A			13C			1.00000			1			 


			267			51			81SerN			118.16591			0.00368			MS1:A			15N			1.00000			4			 


			268			50			81SerH			8.46817			4.48945e-04			MS1:A			1H			1.00000			4			 


			269			520			81SerCa			57.01960			0.01275			MS1:A			13C			1.00000			2			 


			270			324			81SerC			172.98076			0			MS1:A			13C			1.00000			1			 


			271			49			80AspN			123.45943			0.00493			MS1:A			15N			1.00000			4			 


			272			48			80AspH			8.39067			0.00123			MS1:A			1H			1.00000			4			 


			273			407			80AspCa			51.55936			0.00604			MS1:A			13C			1.00000			2			 


			274			303			80AspC			174.04176			0			MS1:A			13C			1.00000			1			 


			275			47			79ThrN			114.35891			0.00161			MS1:A			15N			1.00000			4			 


			276			46			79ThrH			7.93619			9.17749e-05			MS1:A			1H			1.00000			4			 


			277			405			79ThrCa			59.45799			9.20950e-05			MS1:A			13C			1.00000			2			 


			278			283			79ThrC			171.52237			0			MS1:A			13C			1.00000			1			 


			279			45			78AspN			121.08893			0.00154			MS1:A			15N			1.00000			4			 


			280			44			78AspH			8.05602			9.43878e-04			MS1:A			1H			1.00000			4			 


			281			475			78AspCa			52.01436			0.00255			MS1:A			13C			1.00000			2			 


			282			281			78AspC			173.77991			0			MS1:A			13C			1.00000			1			 


			283			184			77LysN			120.25037			2.49655e-04			MS1:A			15N			1.00000			3			 


			284			183			77LysH			7.63481			4.74704e-04			MS1:A			1H			1.00000			3			 


			285			499			77LysCa			53.99544			0.01162			MS1:A			13C			1.00000			2			 


			286			350			77LysC			173.83334			0			MS1:A			13C			1.00000			1			 


			287			188			76MetN			118.11827			0.00173			MS1:A			15N			1.00000			4			 


			288			187			76MetH			7.69916			8.88518e-04			MS1:A			1H			1.00000			4			 


			289			408			76MetCa			53.86318			0			MS1:A			13C			1.00000			1			 


			290			374			76MetC			173.93861			0			MS1:A			13C			1.00000			1			 


			291			179			75LysN			118.87700			0.00241			MS1:A			15N			1.00000			4			 


			292			189			75LysH			7.62335			5.10104e-04			MS1:A			1H			1.00000			4			 


			293			516			75LysCa			54.80748			0.00402			MS1:A			13C			1.00000			2			 


			294			284			75LysC			175.17456			0			MS1:A			13C			1.00000			1			 


			295			248			74ArgN			116.96689			0.00176			MS1:A			15N			1.00000			4			 


			296			247			74ArgH			7.06192			8.45935e-04			MS1:A			1H			1.00000			4			 


			297			491			74ArgCa			55.50630			0.00491			MS1:A			13C			1.00000			2			 


			298			518			74ArgC			175.26427			0			MS1:A			13C			1.00000			1			 


			299			246			73AlaN			120.85289			0.00732			MS1:A			15N			1.00000			4			 


			300			245			73AlaH			7.77356			4.63667e-04			MS1:A			1H			1.00000			4			 


			301			502			73AlaCa			51.53905			7.92550e-04			MS1:A			13C			1.00000			2			 


			302			366			73AlaC			176.76613			0			MS1:A			13C			1.00000			1			 


			303			43			72MetN			117.97070			0.00402			MS1:A			15N			1.00000			4			 


			304			42			72MetH			7.64718			0.00106			MS1:A			1H			1.00000			4			 


			305			519			72MetCa			53.33029			0.01547			MS1:A			13C			1.00000			2			 


			306			378			72MetC			175.72201			0			MS1:A			13C			1.00000			1			 


			307			41			71MetN			120.43299			0.00471			MS1:A			15N			1.00000			4			 


			308			40			71MetH			6.28318			0.00283			MS1:A			1H			1.00000			4			 


			309			433			71MetCa			55.72408			0.00772			MS1:A			13C			1.00000			2			 


			310			377			71MetC			175.00924			0			MS1:A			13C			1.00000			1			 


			311			39			70ThrN			113.89563			0.00499			MS1:A			15N			1.00000			3			 


			312			38			70ThrH			5.67256			0.00228			MS1:A			1H			1.00000			3			 


			313			416			70ThrCa			62.52944			0.02282			MS1:A			13C			1.00000			2			 


			314			308			70ThrC			172.70317			0			MS1:A			13C			1.00000			1			 


			315			37			69LeuN			118.30381			0.00699			MS1:A			15N			1.00000			4			 


			316			36			69LeuH			6.87571			1.30818e-04			MS1:A			1H			1.00000			4			 


			317			444			69LeuCa			53.94544			0			MS1:A			13C			1.00000			1			 


			318			292			69LeuC			175.07699			0			MS1:A			13C			1.00000			1			 


			319			510			68PheCa			58.41265			0			MS1:A			13C			1.00000			1			 


			320			318			68PheC			173.15291			0			MS1:A			13C			1.00000			1			 


			321			35			54GluN			117.70043			0.00286			MS1:A			15N			1.00000			4			 


			322			34			54GluH			9.04757			5.94545e-04			MS1:A			1H			1.00000			4			 


			323			392			54GluCa			56.71748			0			MS1:A			13C			1.00000			1			 


			324			33			53AsnN			121.09984			0.00291			MS1:A			15N			1.00000			4			 


			325			32			53AsnH			10.75990			9.08189e-04			MS1:A			1H			1.00000			4			 


			326			431			53AsnCa			53.94568			0.01128			MS1:A			13C			1.00000			2			 


			327			268			53AsnC			174.83872			0			MS1:A			13C			1.00000			1			 


			328			511			52IleN			122.33532			0.00829			MS1:A			15N			1.00000			4			 


			329			31			52IleH			10.79197			6.51239e-04			MS1:A			1H			1.00000			4			 


			330			484			52IleCa			66.65082			6.84959e-04			MS1:A			13C			1.00000			2			 


			331			306			52IleC			180.45608			0			MS1:A			13C			1.00000			1			 


			332			30			51MetN			120.91480			0.00522			MS1:A			15N			1.00000			4			 


			333			29			51MetH			9.28165			9.22594e-04			MS1:A			1H			1.00000			4			 


			334			493			51MetCa			58.88627			0.01372			MS1:A			13C			1.00000			2			 


			335			359			51MetC			179.52741			0			MS1:A			13C			1.00000			1			 


			336			216			50AspN			120.93673			0.00339			MS1:A			15N			1.00000			4			 


			337			215			50AspH			8.80490			3.35314e-04			MS1:A			1H			1.00000			4			 


			338			505			50AspCa			55.71294			0.02988			MS1:A			13C			1.00000			2			 


			339			368			50AspC			177.41817			0			MS1:A			13C			1.00000			1			 


			340			214			49GlnN			119.60324			0.00694			MS1:A			15N			1.00000			4			 


			341			213			49GlnH			9.03394			8.00273e-04			MS1:A			1H			1.00000			4			 


			342			464			49GlnCa			57.01824			8.34043e-05			MS1:A			13C			1.00000			2			 


			343			381			49GlnC			176.85628			0			MS1:A			13C			1.00000			1			 


			344			212			48LeuN			120.82251			0.00175			MS1:A			15N			1.00000			4			 


			345			211			48LeuH			8.87365			1.96833e-04			MS1:A			1H			1.00000			4			 


			346			514			48LeuCa			56.41835			0.00245			MS1:A			13C			1.00000			2			 


			347			339			48LeuC			177.47032			0			MS1:A			13C			1.00000			1			 


			348			210			47GluN			119.25721			5.07154e-05			MS1:A			15N			1.00000			3			 


			349			257			47GluH			8.07832			4.57929e-04			MS1:A			1H			1.00000			3			 


			350			411			47GluCa			56.98311			0.01290			MS1:A			13C			1.00000			2			 


			351			385			47GluC			178.18169			0			MS1:A			13C			1.00000			1			 


			352			209			46AlaN			121.25043			2.31682e-04			MS1:A			15N			1.00000			4			 


			353			208			46AlaH			8.50920			3.60933e-04			MS1:A			1H			1.00000			4			 


			354			421			46AlaCa			52.69767			0			MS1:A			13C			1.00000			1			 


			355			517			46AlaC			177.95181			0			MS1:A			13C			1.00000			1			 


			356			207			45GluN			120.97210			0.00239			MS1:A			15N			1.00000			4			 


			357			206			45GluH			9.08194			5.88800e-04			MS1:A			1H			1.00000			4			 


			358			495			45GluCa			57.68930			0.00903			MS1:A			13C			1.00000			2			 


			359			297			45GluC			176.72326			0			MS1:A			13C			1.00000			1			 


			360			204			44ThrN			113.34899			0.00145			MS1:A			15N			1.00000			4			 


			361			205			44ThrH			9.16329			8.03484e-04			MS1:A			1H			1.00000			4			 


			362			448			44ThrCa			58.17421			0.01927			MS1:A			13C			1.00000			2			 


			363			370			44ThrC			172.91148			0			MS1:A			13C			1.00000			1			 


			364			523			43ProCa			60.14167			0			MS1:A			13C			1.00000			1			 


			365			322			43ProC			175.40218			0			MS1:A			13C			1.00000			1			 


			366			240			42AsnN			116.72675			0.00174			MS1:A			15N			1.00000			4			 


			367			239			42AsnH			9.04512			8.07914e-04			MS1:A			1H			1.00000			4			 


			368			447			42AsnCa			48.93947			0			MS1:A			13C			1.00000			1			 


			369			238			41GlnN			118.56119			0.00210			MS1:A			15N			1.00000			4			 


			370			237			41GlnH			8.10932			7.64376e-04			MS1:A			1H			1.00000			4			 


			371			426			41GlnCa			52.08460			0.00522			MS1:A			13C			1.00000			2			 


			372			321			41GlnC			171.80489			0			MS1:A			13C			1.00000			1			 


			373			236			40GlyN			107.25265			0.00132			MS1:A			15N			1.00000			4			 


			374			235			40GlyH			8.14011			8.57706e-04			MS1:A			1H			1.00000			4			 


			375			490			40GlyCa			43.16991			0.00738			MS1:A			13C			1.00000			2			 


			376			302			40GlyC			172.03069			0			MS1:A			13C			1.00000			1			 


			377			229			39LeuN			121.40029			0.00840			MS1:A			15N			1.00000			4			 


			378			230			39LeuH			7.75286			4.94487e-04			MS1:A			1H			1.00000			4			 


			379			515			39LeuCa			52.20927			0.00734			MS1:A			13C			1.00000			2			 


			380			365			39LeuC			175.13332			0			MS1:A			13C			1.00000			1			 


			381			234			38SerN			119.27926			0.00294			MS1:A			15N			1.00000			4			 


			382			252			38SerH			8.31994			5.69712e-04			MS1:A			1H			1.00000			4			 


			383			478			38SerCa			59.18016			0.01755			MS1:A			13C			1.00000			2			 


			384			288			38SerC			172.60700			0			MS1:A			13C			1.00000			1			 


			385			233			37ArgN			119.49167			7.48844e-04			MS1:A			15N			1.00000			3			 


			386			28			37ArgH			9.08252			9.34685e-04			MS1:A			1H			1.00000			3			 


			387			452			37ArgCa			56.97882			0.02581			MS1:A			13C			1.00000			2			 


			388			353			37ArgC			179.01408			0			MS1:A			13C			1.00000			1			 


			389			232			36MetN			119.49452			0.00162			MS1:A			15N			1.00000			4			 


			390			231			36MetH			9.43229			0.00109			MS1:A			1H			1.00000			4			 


			391			442			36MetCa			57.20263			0			MS1:A			13C			1.00000			1			 


			392			326			36MetC			177.02059			0			MS1:A			13C			1.00000			1			 


			393			224			35ValN			123.11062			3.24154e-04			MS1:A			15N			1.00000			3			 


			394			223			35ValH			8.58410			6.87397e-04			MS1:A			1H			1.00000			3			 


			395			400			35ValCa			64.47123			0.01193			MS1:A			13C			1.00000			2			 


			396			316			35ValC			177.34675			0			MS1:A			13C			1.00000			1			 


			397			226			34ThrN			119.10568			0.00221			MS1:A			15N			1.00000			4			 


			398			225			34ThrH			8.75906			4.16297e-04			MS1:A			1H			1.00000			4			 


			399			419			34ThrCa			64.92065			0			MS1:A			13C			1.00000			1			 


			400			276			34ThrC			175.17846			0			MS1:A			13C			1.00000			1			 


			401			228			33GlyN			107.12983			0.00401			MS1:A			15N			1.00000			4			 


			402			227			33GlyH			9.94656			0.00110			MS1:A			1H			1.00000			4			 


			403			498			33GlyCa			46.74619			0.00589			MS1:A			13C			1.00000			2			 


			404			295			33GlyC			173.17646			0			MS1:A			13C			1.00000			1			 


			405			512			32LeuN			122.12185			0.00507			MS1:A			15N			1.00000			4			 


			406			27			32LeuH			10.56880			0.00199			MS1:A			1H			1.00000			4			 


			407			477			32LeuCa			57.24412			0.01793			MS1:A			13C			1.00000			2			 


			408			373			32LeuC			177.57186			0			MS1:A			13C			1.00000			1			 


			409			26			31GluN			122.86102			6.99376e-05			MS1:A			15N			1.00000			4			 


			410			25			31GluH			8.99942			0.00121			MS1:A			1H			1.00000			4			 


			411			462			31GluCa			58.01103			0.00205			MS1:A			13C			1.00000			2			 


			412			352			31GluC			177.79784			0			MS1:A			13C			1.00000			1			 


			413			24			30LysN			122.14685			0.00367			MS1:A			15N			1.00000			4			 


			414			23			30LysH			8.74439			4.15129e-04			MS1:A			1H			1.00000			4			 


			415			466			30LysCa			57.47544			0.03344			MS1:A			13C			1.00000			2			 


			416			337			30LysC			178.26508			0			MS1:A			13C			1.00000			1			 


			417			22			29ThrN			115.41004			0.00363			MS1:A			15N			1.00000			4			 


			418			21			29ThrH			11.55131			0.00222			MS1:A			1H			1.00000			4			 


			419			483			29ThrCa			65.73778			0.00220			MS1:A			13C			1.00000			2			 


			420			341			29ThrC			176.04311			0			MS1:A			13C			1.00000			1			 


			421			20			28ThrN			119.72440			0.00672			MS1:A			15N			1.00000			4			 


			422			19			28ThrH			10.58023			0.00122			MS1:A			1H			1.00000			4			 


			423			440			28ThrCa			59.61285			0.00251			MS1:A			13C			1.00000			2			 


			424			358			28ThrC			176.77657			0			MS1:A			13C			1.00000			1			 


			425			441			27IleCa			62.13342			0			MS1:A			13C			1.00000			1			 


			426			315			27IleC			178.58684			0			MS1:A			13C			1.00000			1			 


			427			18			26ThrN			108.64842			0.00201			MS1:A			15N			1.00000			3			 


			428			17			26ThrH			7.01390			3.24283e-04			MS1:A			1H			1.00000			3			 


			429			468			26ThrCa			55.31357			0			MS1:A			13C			1.00000			1			 


			430			16			25GlyN			111.80687			0.00343			MS1:A			15N			1.00000			4			 


			431			15			25GlyH			9.67319			8.46120e-04			MS1:A			1H			1.00000			4			 


			432			422			25GlyCa			40.84732			0			MS1:A			13C			1.00000			1			 


			433			343			25GlyC			169.12626			0			MS1:A			13C			1.00000			1			 


			434			14			24AspN			120.29770			0.00366			MS1:A			15N			1.00000			4			 


			435			13			24AspH			7.95561			2.96723e-04			MS1:A			1H			1.00000			4			 


			436			443			24AspCa			50.34005			0.01219			MS1:A			13C			1.00000			2			 


			437			298			24AspC			173.48351			0			MS1:A			13C			1.00000			1			 


			438			222			23GlyN			109.06937			0.00387			MS1:A			15N			1.00000			4			 


			439			221			23GlyH			7.56671			8.13340e-04			MS1:A			1H			1.00000			4			 


			440			401			23GlyCa			44.15646			5.28169e-04			MS1:A			13C			1.00000			2			 


			441			317			23GlyC			171.98746			0			MS1:A			13C			1.00000			1			 


			442			220			22AspN			114.07692			0.00141			MS1:A			15N			1.00000			4			 


			443			219			22AspH			8.21048			4.03412e-04			MS1:A			1H			1.00000			4			 


			444			413			22AspCa			50.15231			9.28698e-04			MS1:A			13C			1.00000			2			 


			445			277			22AspC			174.91281			0			MS1:A			13C			1.00000			1			 


			446			250			21LysN			124.58100			2.17249e-04			MS1:A			15N			1.00000			4			 


			447			249			21LysH			8.15055			8.52509e-04			MS1:A			1H			1.00000			4			 


			448			403			21LysCa			55.98698			0.00706			MS1:A			13C			1.00000			2			 


			449			289			21LysC			175.65541			0			MS1:A			13C			1.00000			1			 


			450			218			20AspN			117.53132			0.00107			MS1:A			15N			1.00000			4			 


			451			217			20AspH			8.20406			0.00151			MS1:A			1H			1.00000			4			 


			452			415			20AspCa			50.13285			0.00215			MS1:A			13C			1.00000			2			 


			453			279			20AspC			174.88475			0			MS1:A			13C			1.00000			1			 


			454			242			19PheN			114.21746			0.00253			MS1:A			15N			1.00000			4			 


			455			241			19PheH			7.58451			4.67318e-04			MS1:A			1H			1.00000			4			 


			456			476			19PheCa			57.55494			0.00439			MS1:A			13C			1.00000			2			 


			457			291			19PheC			174.79316			0			MS1:A			13C			1.00000			1			 


			458			244			18LeuN			120.94525			0.00859			MS1:A			15N			1.00000			4			 


			459			243			18LeuH			7.53133			6.11170e-04			MS1:A			1H			1.00000			4			 


			460			481			18LeuCa			54.90281			0.00586			MS1:A			13C			1.00000			2			 


			461			351			18LeuC			175.43350			0			MS1:A			13C			1.00000			1			 


			462			186			17SerN			113.37882			0.00407			MS1:A			15N			1.00000			4			 


			463			185			17SerH			8.03562			3.73097e-04			MS1:A			1H			1.00000			4			 


			464			455			17SerCa			58.83849			0.00208			MS1:A			13C			1.00000			2			 


			465			356			17SerC			172.16135			0			MS1:A			13C			1.00000			1			 


			466			12			16PheN			119.09038			0.00246			MS1:A			15N			1.00000			4			 


			467			11			16PheH			8.72238			8.64059e-04			MS1:A			1H			1.00000			4			 


			468			428			16PheCa			59.53378			0.01498			MS1:A			13C			1.00000			2			 


			469			329			16PheC			175.16980			0			MS1:A			13C			1.00000			1			 


			470			10			15AlaN			122.77009			0.00337			MS1:A			15N			1.00000			3			 


			471			9			15AlaH			7.91655			0.00352			MS1:A			1H			1.00000			3			 


			472			429			15AlaCa			52.81499			0			MS1:A			13C			1.00000			1			 


			473			304			15AlaC			176.71338			0			MS1:A			13C			1.00000			1			 


			474			8			14GluN			120.40824			0.00208			MS1:A			15N			1.00000			3			 


			475			7			14GluH			7.65872			0.00153			MS1:A			1H			1.00000			3			 


			476			425			14GluCa			56.71884			0.02253			MS1:A			13C			1.00000			2			 


			477			312			14GluC			176.86751			0			MS1:A			13C			1.00000			1			 


			478			6			13LysN			123.37143			0.00289			MS1:A			15N			1.00000			4			 


			479			5			13LysH			8.87218			1.40231e-04			MS1:A			1H			1.00000			4			 


			480			387			13LysCa			57.00614			0			MS1:A			13C			1.00000			1			 


			481			301			13LysC			176.44420			0			MS1:A			13C			1.00000			1			 


			482			4			12PheN			120.22056			0.00339			MS1:A			15N			1.00000			4			 


			483			3			12PheH			8.33313			4.54437e-04			MS1:A			1H			1.00000			4			 


			484			449			12PheCa			55.88598			0.00260			MS1:A			13C			1.00000			2			 


			485			263			12PheC			175.76356			0			MS1:A			13C			1.00000			1			 


			486			2			11GluN			119.81940			0.01171			MS1:A			15N			1.00000			4			 


			487			1			11GluH			7.58399			7.46087e-04			MS1:A			1H			1.00000			4			 


			488			397			11GluCa			56.66960			0.00971			MS1:A			13C			1.00000			2			 


			489			323			11GluC			177.78647			0			MS1:A			13C			1.00000			1			 


			490			203			10AlaN			120.81719			0.00293			MS1:A			15N			1.00000			4			 


			491			202			10AlaH			7.70371			1.42020e-04			MS1:A			1H			1.00000			4			 


			492			430			10AlaCa			52.55086			0.00498			MS1:A			13C			1.00000			2			 


			493			273			10AlaC			178.25233			0			MS1:A			13C			1.00000			1			 


			494			201			9IleN			118.99506			0.00439			MS1:A			15N			1.00000			4			 


			495			200			9IleH			7.99542			9.19732e-04			MS1:A			1H			1.00000			4			 


			496			404			9IleCa			63.26391			0.00272			MS1:A			13C			1.00000			2			 


			497			305			9IleC			174.75177			0			MS1:A			13C			1.00000			1			 


			498			199			8GlnN			120.27040			0.00204			MS1:A			15N			1.00000			4			 


			499			198			8GlnH			7.48591			7.05765e-04			MS1:A			1H			1.00000			4			 


			500			506			8GlnCa			55.73346			0.00946			MS1:A			13C			1.00000			2			 


			501			280			8GlnC			175.17982			0			MS1:A			13C			1.00000			1			 


			502			197			7GluN			119.33407			0.00289			MS1:A			15N			1.00000			3			 


			503			196			7GluH			8.52075			8.86241e-05			MS1:A			1H			1.00000			3			 


			504			485			7GluCa			57.25041			0.01381			MS1:A			13C			1.00000			2			 


			505			382			7GluC			176.33300			0			MS1:A			13C			1.00000			1			 


			506			195			6GluN			120.19228			0.00110			MS1:A			15N			1.00000			3			 


			507			194			6GluH			8.78238			3.14324e-04			MS1:A			1H			1.00000			3			 


			508			458			6GluCa			57.12094			0			MS1:A			13C			1.00000			1			 


			509			360			6GluC			176.63974			0			MS1:A			13C			1.00000			1			 


			510			190			5ThrN			112.83558			0.00180			MS1:A			15N			1.00000			4			 


			511			251			5ThrH			8.44872			6.09243e-04			MS1:A			1H			1.00000			4			 


			512			486			5ThrCa			57.54970			0			MS1:A			13C			1.00000			1			 


			513			333			5ThrC			172.49451			0			MS1:A			13C			1.00000			1			 


			514			513			4LeuN			122.80531			0.00345			MS1:A			15N			1.00000			4			 


			515			193			4LeuH			7.90666			6.55259e-04			MS1:A			1H			1.00000			4			 


			516			437			4LeuCa			51.41116			0.00355			MS1:A			13C			1.00000			2			 


			517			361			4LeuC			174.69082			0			MS1:A			13C			1.00000			1			 


			518			192			3GlnN			119.40710			7.37726e-04			MS1:A			15N			1.00000			4			 


			519			191			3GlnH			8.03867			3.97910e-04			MS1:A			1H			1.00000			4			 


			520			471			3GlnCa			52.55329			0.01840			MS1:A			13C			1.00000			2			 


			521			509			3GlnC			172.70527			0			MS1:A			13C			1.00000			1			 


			522			522			2AspCa			51.79295			0			MS1:A			13C			1.00000			1			 


			523			346			2AspC			172.67026			0			MS1:A			13C			1.00000			1			 









data_collection/conf_search/2kdu_mcmm_001.com

2kdu_mcmm_001.mae
2kdu_mcmm_001-out.maegz
 DEBG       1
 FFLD      16      1      0      0     1.0000     0.0000     0.0000     0.0000
 SOLV       3      1      0      0     0.0000     0.0000     0.0000     0.0000
 EXNB       0      0      0      0     0.0000     0.0000     0.0000     0.0000
 BDCO       0      0      0      0    89.4427 99999.0000     0.0000     0.0000
 READ       0      0      0      0     0.0000     0.0000     0.0000     0.0000
 MCMM    9900      0      0      0     0.0000     0.0000     0.0000     0.0000
 MCNV       1      6      0      0     0.0000     0.0000     0.0000     0.0000
 MCSS       2      0      0      0  1500.0000     0.0000     0.0000     0.0000
 MCOP       1      0      0      0     0.0000     0.0000     0.0000     0.0000
 DEMX       0    400      0      0  1500.0000  3000.0000     0.0000     0.0000
 TORS    1135   1134   1136   1135     0.0000    10.0000     0.0000     0.0000
 TORS    1152   1151   1153   1152     0.0000    10.0000     0.0000     0.0000
 TORS    1174   1173   1175   1174     0.0000    10.0000     0.0000     0.0000
 TORS    1186   1185   1187   1186     0.0000    10.0000     0.0000     0.0000
 TORS    1200   1199   1201   1200     0.0000    10.0000     0.0000     0.0000
 TORS    1212   1211   1213   1212     0.0000    10.0000     0.0000     0.0000
 TORS    1223   1222   1224   1223     0.0000    10.0000     0.0000     0.0000
 TORS    1238   1237   1239   1238     0.0000    10.0000     0.0000     0.0000
 FXHB     389    397    914      0     1.0000    40.0000     0.0000
 FXHB     911    919    392      0     1.0000    40.0000     0.0000
 FXHB    1510   1518   2051      0     1.0000    40.0000     0.0000     0.0000
 FXHB    2048   2055   1513      0     1.0000    40.0000     0.0000     0.0000
 FXDI    2792    422      0      0   200.0000     7.0665     1.0000
 FXDI    2792    423      0      0   200.0000     6.6004     1.0000
 FXDI    2792    424      0      0   200.0000     7.0302     1.0000
 FXDI    2792    438      0      0   200.0000     7.9121     1.0000
 FXDI    2792    458      0      0   200.0000     7.3838     1.0000
 FXDI    2792    459      0      0   200.0000     6.8017     1.0000
 FXDI    2792    460      0      0   200.0000     5.7069     1.0000
 FXDI    2792    473      0      0   200.0000     4.9626     1.0000
 FXDI    2792    474      0      0   200.0000     4.2160     1.0000
 FXDI    2792    475      0      0   200.0000     5.4563     1.0000
 FXDI    2792    492      0      0   200.0000     6.5325     1.0000
 FXDI    2792    493      0      0   200.0000     7.8338     1.0000
 FXDI    2792    513      0      0   200.0000     7.2710     1.0000
 FXDI    2792    514      0      0   200.0000     7.0506     1.0000
 FXDI    2792    515      0      0   200.0000     7.3179     1.0000
 FXDI    2792    529      0      0   200.0000     6.7007     1.0000
 FXDI    2792    530      0      0   200.0000     7.3870     1.0000
 FXDI    2792    772      0      0   200.0000     7.6611     1.0000
 COMP       0      0      0      0     0.0000     0.0000     3.0000     0.0000
 CONV       2      0      0      0     1.0000     0.0000     0.0000     0.0000
 MINI       1      0  10000      0     0.0000     0.0000     0.0000     0.0000







data_collection/conf_search/confmats_compressed.npz




q.npy








t.npy








R_exp.npy








T_exp.npy









data_collection/conf_search/unpack.py

# -*- coding: utf-8 -*-
"""
Created on Mon Nov  1 15:31:08 2021

@author: nkarsch
"""

import numpy as np

# %%


def quat2mat(q):
    '''Calculate a rotation matrix from a quaternion.
    '''
    assert np.isclose(1, np.linalg.norm(q, axis=-1)).all()
    assert q.shape[-1] == 4
    q0, q1, q2, q3 = q[..., 0], q[..., 1], q[..., 2], q[..., 3]
    rotmat = np.array(
        [[q0**2+q1**2-q2**2-q3**2, -2*q0*q3+2*q1*q2, 2*q0*q2+2*q1*q3],
         [2*q0*q3+2*q1*q2, q0**2-q1**2+q2**2-q3**2, -2*q0*q1+2*q2*q3],
         [-2*q0*q2+2*q1*q3, 2*q0*q1+2*q2*q3, q0**2-q1**2-q2**2+q3**2]],
        dtype=q.dtype)
    return np.moveaxis(rotmat, (0, 1), (-2, -1))


arc = np.load('confmats_compressed.npz')
qz = arc['q']
tz = arc['t']
R_exp = int(arc['R_exp'])
T_exp = int(arc['T_exp'])

M = np.zeros((qz.shape[0], 4, 4))
q = np.zeros((qz.shape[0], 4))

q[:, 1:] = qz*2**-R_exp
q[:, 0] = np.sqrt(1-(q[:, 1:]**2).sum(axis=-1))

M[:, :3, 3] = tz*2**-T_exp
M[:, :3, :3] = quat2mat(q)







data_collection/ensembles/001.txt

# fitness 1.15361
# conformation    population
          8286       0.15251
         38798       0.03753
         72391       0.06988
         75472       0.23019
         83219       0.11301
         83948       0.23303
         87993       0.06895
        114834       0.09491







data_collection/ensembles/002.txt

# fitness 1.15602
# conformation    population
          4760       0.17248
          8446       0.07665
         26620       0.07460
         72025       0.12605
         85578       0.24410
         87847       0.03028
        108712       0.14260
        116471       0.13324







data_collection/ensembles/003.txt

# fitness 1.15690
# conformation    population
          8079       0.11072
         35518       0.03712
         63819       0.11750
         73582       0.10540
         75600       0.16812
         82990       0.13041
         83901       0.22623
         87438       0.04504
        115505       0.05946







data_collection/ensembles/004.txt

# fitness 1.15734
# conformation    population
          5961       0.13758
          9922       0.05485
         25020       0.07743
         71002       0.10412
         77182       0.11882
         84632       0.19603
        109243       0.18355
        115894       0.12762







data_collection/ensembles/005.txt

# fitness 1.15757
# conformation    population
         46688       0.03535
         65572       0.08025
         66596       0.16931
         72252       0.08614
         75610       0.07057
         82849       0.18887
         89945       0.07048
        107684       0.10309
        115486       0.19592







data_collection/ensembles/006.txt

# fitness 1.15962
# conformation    population
         24489       0.13398
         24990       0.04864
         47651       0.03596
         66879       0.23192
         68256       0.10139
         82990       0.20395
         83840       0.11730
        100208       0.04166
        112274       0.08521







data_collection/ensembles/007.txt

# fitness 1.16012
# conformation    population
          6566       0.14223
         27217       0.06948
         38539       0.02320
         52831       0.11821
         73465       0.08391
         75469       0.21886
         84323       0.23478
        114885       0.10933







data_collection/ensembles/008.txt

# fitness 1.16015
# conformation    population
          4899       0.16965
         24581       0.07935
         36033       0.12079
         70741       0.11812
         82955       0.15742
         84655       0.16662
        101990       0.13848
        114013       0.04956







data_collection/ensembles/009.txt

# fitness 1.16020
# conformation    population
          9334       0.16655
         34184       0.12142
         37759       0.05475
         72024       0.05360
         75600       0.22590
         84323       0.24417
         87816       0.05420
        114344       0.07940







data_collection/ensembles/010.txt

# fitness 1.16046
# conformation    population
          9149       0.13334
         39982       0.06253
         66729       0.11550
         70430       0.09271
         78567       0.22020
         83901       0.21014
        114894       0.12977
        117751       0.03582







data_collection/ensembles/011.txt

# fitness 1.16082
# conformation    population
          5821       0.14234
          6682       0.06247
         24206       0.06204
         40306       0.05807
         63144       0.13763
         71865       0.16451
         84975       0.25695
        114123       0.11599







data_collection/ensembles/012.txt

# fitness 1.16127
# conformation    population
          7356       0.14001
         37425       0.06404
         72116       0.11082
         78913       0.21216
         84590       0.25313
         87340       0.05577
        114834       0.12802
        118026       0.03605







data_collection/ensembles/013.txt

# fitness 1.16138
# conformation    population
         26755       0.06669
         65526       0.15534
         73537       0.08050
         75585       0.19765
         84323       0.24107
         85889       0.16182
        114982       0.09693







data_collection/ensembles/014.txt

# fitness 1.16161
# conformation    population
         24725       0.09977
         47430       0.02103
         83940       0.14026
         84003       0.12686
         87357       0.04450
        102237       0.25343
        115631       0.24506
        116165       0.06910







data_collection/ensembles/015.txt

# fitness 1.16171
# conformation    population
          5170       0.06550
          6145       0.16547
         24256       0.06634
         62027       0.04853
         64529       0.15469
         73140       0.09230
         78033       0.16934
         89402       0.16386
        114344       0.07395







data_collection/ensembles/016.txt

# fitness 1.16172
# conformation    population
          3612       0.19082
         35272       0.04919
         41109       0.02657
         45189       0.02393
         72683       0.03083
         83930       0.15812
         84181       0.09650
         84285       0.13014
        101857       0.17729
        116471       0.11661







data_collection/ensembles/017.txt

# fitness 1.16181
# conformation    population
         40441       0.04438
         55090       0.11160
         72861       0.08906
         79940       0.15562
         83948       0.21420
        101966       0.15893
        110187       0.14923
        113325       0.03153
        121404       0.04546







data_collection/ensembles/018.txt

# fitness 1.16185
# conformation    population
          2821       0.08643
          3318       0.06850
         62027       0.08283
         72252       0.09324
         78033       0.27720
         91750       0.03774
        108115       0.10681
        110229       0.06587
        115610       0.18136







data_collection/ensembles/019.txt

# fitness 1.16189
# conformation    population
          5840       0.11032
         25135       0.05935
         47567       0.01757
         65617       0.07557
         66149       0.24067
         71191       0.08170
         75928       0.14398
        108734       0.16728
        113835       0.10356







data_collection/ensembles/020.txt

# fitness 1.16199
# conformation    population
          6372       0.13618
         38468       0.01443
         54292       0.17350
         72252       0.14390
         85418       0.28016
         87706       0.04493
        114834       0.10666
        116401       0.07448
        120222       0.02578







data_collection/ensembles/021.txt

# fitness 1.16217
# conformation    population
         11675       0.11947
         73537       0.08564
         75620       0.16515
         83387       0.08629
         83948       0.27338
         84830       0.15744
         91672       0.04493
        114608       0.06771







data_collection/ensembles/022.txt

# fitness 1.16218
# conformation    population
          7593       0.05671
         33929       0.02684
         37862       0.06010
         63237       0.16329
         63806       0.15364
         71205       0.12615
         77809       0.28255
        114982       0.13073







data_collection/ensembles/023.txt

# fitness 1.16220
# conformation    population
          8079       0.16195
         51094       0.16128
         72683       0.09542
         75327       0.21266
         83948       0.22705
         87646       0.04352
        114909       0.09811







data_collection/ensembles/024.txt

# fitness 1.16239
# conformation    population
           864       0.07771
         11479       0.09816
         36318       0.08537
         67946       0.10512
         82990       0.20615
         84485       0.13600
         99756       0.04550
        109639       0.06946
        115484       0.17654







data_collection/ensembles/025.txt

# fitness 1.16262
# conformation    population
           400       0.08697
         24155       0.05964
         70442       0.11109
         81717       0.05743
         82990       0.20466
         84485       0.13418
         87739       0.12144
        101339       0.05451
        115660       0.17008







data_collection/ensembles/026.txt

# fitness 1.16268
# conformation    population
          5245       0.17403
          8309       0.06378
         43057       0.04415
         72023       0.10302
         73682       0.12461
         83768       0.22047
         88315       0.10140
        116383       0.16853







data_collection/ensembles/027.txt

# fitness 1.16276
# conformation    population
         37855       0.04467
         71541       0.05011
         80022       0.19186
         83948       0.18502
         84830       0.10455
         98019       0.02843
        101966       0.21754
        114586       0.17783







data_collection/ensembles/028.txt

# fitness 1.16312
# conformation    population
          2817       0.26507
         47181       0.01951
         64258       0.03371
         81422       0.15585
         92941       0.06088
        103580       0.04235
        104119       0.22996
        115894       0.19267







data_collection/ensembles/029.txt

# fitness 1.16321
# conformation    population
          4731       0.17557
          5372       0.07301
         26594       0.05601
         70595       0.16317
         85087       0.17459
        109639       0.17291
        110229       0.08046
        115315       0.10427







data_collection/ensembles/030.txt

# fitness 1.16321
# conformation    population
          5251       0.04512
          9414       0.14457
         37752       0.03482
         72116       0.11135
         78913       0.20705
         84590       0.26966
        107401       0.01726
        114894       0.12155
        117552       0.04861







data_collection/ensembles/031.txt

# fitness 1.16325
# conformation    population
          8558       0.16755
         48063       0.02015
         51449       0.12706
         70805       0.07176
         75600       0.18853
         84323       0.21905
         91103       0.08972
        114885       0.11617







data_collection/ensembles/032.txt

# fitness 1.16331
# conformation    population
          2243       0.06821
          5935       0.16299
         65780       0.03552
         68465       0.04908
         84485       0.12224
         87235       0.06849
        100024       0.12012
        107663       0.14962
        115631       0.22373







data_collection/ensembles/033.txt

# fitness 1.16344
# conformation    population
          1837       0.10827
          6706       0.07160
         18338       0.23536
         46540       0.06858
         70374       0.16337
        116471       0.26647
        121298       0.08634







data_collection/ensembles/034.txt

# fitness 1.16345
# conformation    population
          6076       0.15302
          8021       0.06175
         45761       0.03282
         61408       0.02400
         71182       0.07480
         85624       0.12914
         88228       0.10586
        100889       0.05720
        108734       0.14780
        115660       0.21362







data_collection/ensembles/035.txt

# fitness 1.16346
# conformation    population
         34635       0.00644
         39239       0.05697
         51783       0.20022
         84323       0.26910
        100411       0.05816
        100465       0.09953
        106424       0.15662
        109873       0.02018
        112444       0.13279







data_collection/ensembles/036.txt

# fitness 1.16351
# conformation    population
          2635       0.08320
          4351       0.05666
         26273       0.04009
         35037       0.03900
         35759       0.12125
         73616       0.06718
         84074       0.20062
         84616       0.12974
        100968       0.06310
        115631       0.19917







data_collection/ensembles/037.txt

# fitness 1.16356
# conformation    population
          6527       0.03611
         52126       0.15141
         54920       0.04194
         71691       0.11116
         85519       0.17164
         91084       0.07220
        110409       0.18025
        116299       0.06439
        116471       0.17090







data_collection/ensembles/038.txt

# fitness 1.16361
# conformation    population
          5908       0.05860
         18192       0.06064
         77376       0.11299
         82326       0.21387
         83930       0.18294
         89425       0.10427
        100262       0.04417
        107021       0.06698
        113444       0.01637
        115660       0.13917







data_collection/ensembles/039.txt

# fitness 1.16366
# conformation    population
          1712       0.05628
          3269       0.03508
          9489       0.01837
         36158       0.08092
         68027       0.07529
         75469       0.12028
         83144       0.14013
         84485       0.16835
         88835       0.10015
        115484       0.20516







data_collection/ensembles/040.txt

# fitness 1.16379
# conformation    population
          4796       0.14008
         39127       0.04677
         64769       0.08520
         72245       0.15831
         85782       0.25865
        108115       0.14527
        115484       0.14478
        121766       0.02093







data_collection/ensembles/041.txt

# fitness 1.16387
# conformation    population
         12240       0.12470
         46557       0.01691
         67276       0.15711
         73601       0.05896
         78776       0.04741
         79589       0.20365
         83901       0.23852
         95750       0.04934
        114982       0.10339







data_collection/ensembles/042.txt

# fitness 1.16388
# conformation    population
          5245       0.13654
         10028       0.08731
         37978       0.02540
         72245       0.12532
         85642       0.21506
        107880       0.19041
        115631       0.15763
        120753       0.06234







data_collection/ensembles/043.txt

# fitness 1.16421
# conformation    population
         24228       0.15011
         47467       0.08830
         64235       0.04606
         67465       0.16421
         70149       0.15098
         83768       0.20944
         84235       0.12065
        115178       0.07027







data_collection/ensembles/044.txt

# fitness 1.16427
# conformation    population
          2635       0.07324
         64539       0.12379
         65093       0.10858
         65797       0.14341
         72979       0.15442
         77254       0.05240
         78527       0.20266
        114982       0.14151







data_collection/ensembles/045.txt

# fitness 1.16431
# conformation    population
          3773       0.08883
         16824       0.09317
         26320       0.09441
         51454       0.18988
         72287       0.09210
         82726       0.04999
         85149       0.24540
        114834       0.14621







data_collection/ensembles/046.txt

# fitness 1.16431
# conformation    population
          7063       0.12704
         39310       0.06313
         48826       0.00823
         67360       0.18908
         69828       0.07675
         75469       0.19444
         84633       0.24929
        114885       0.09205







data_collection/ensembles/047.txt

# fitness 1.16434
# conformation    population
          2842       0.02929
          8372       0.10595
         17924       0.06211
         61702       0.17512
         73185       0.06566
         82636       0.13635
         83948       0.24699
         95221       0.05286
        114894       0.12567







data_collection/ensembles/048.txt

# fitness 1.16442
# conformation    population
          9600       0.07169
         40308       0.03727
         73537       0.09476
         76936       0.17398
         82663       0.12765
         83948       0.28571
         83999       0.08704
        110218       0.09903
        113659       0.02287







data_collection/ensembles/049.txt

# fitness 1.16453
# conformation    population
          4916       0.20917
          8953       0.05747
         40632       0.04142
         72871       0.09226
         83980       0.10518
         84590       0.21203
        101966       0.15863
        106045       0.00869
        114344       0.05700
        118610       0.05816







data_collection/ensembles/050.txt

# fitness 1.16457
# conformation    population
          5805       0.12393
          8242       0.10389
         72683       0.03784
         75259       0.18695
         83948       0.25010
         92551       0.04278
        101631       0.09805
        108688       0.07005
        114982       0.08641







data_collection/ensembles/051.txt

# fitness 1.16465
# conformation    population
          5481       0.11958
          9347       0.09592
         37647       0.06382
         69765       0.11668
         82001       0.11897
         84485       0.16873
        109602       0.22808
        115652       0.03760
        118755       0.05063







data_collection/ensembles/052.txt

# fitness 1.16467
# conformation    population
          7368       0.14562
         26645       0.04232
         37398       0.03070
         67124       0.17434
         72503       0.07849
         78049       0.22233
         84633       0.21568
        114545       0.09052







data_collection/ensembles/053.txt

# fitness 1.16480
# conformation    population
         46550       0.02605
         67855       0.07769
         80734       0.12779
         82997       0.17650
         83948       0.21734
         92614       0.04442
        100262       0.09097
        107931       0.10542
        114725       0.13382







data_collection/ensembles/054.txt

# fitness 1.16498
# conformation    population
          4389       0.15631
         11675       0.06020
         71865       0.07229
         84655       0.18003
         86160       0.04762
         91498       0.08965
        101857       0.10155
        103891       0.09394
        116383       0.19842







data_collection/ensembles/055.txt

# fitness 1.16518
# conformation    population
          4974       0.03544
         61053       0.03704
         64892       0.21457
         73655       0.13156
         82642       0.20217
         86144       0.07230
        102553       0.06234
        113541       0.08735
        115797       0.15723







data_collection/ensembles/056.txt

# fitness 1.16538
# conformation    population
          3232       0.17908
         36138       0.07049
         38340       0.05357
         73398       0.06081
         81875       0.14008
        101857       0.24865
        112920       0.04887
        116200       0.19844







data_collection/ensembles/057.txt

# fitness 1.16539
# conformation    population
          2592       0.05063
          5481       0.20329
         53500       0.07605
         64112       0.10730
         71865       0.11690
         85654       0.22231
        108530       0.12840
        115315       0.09513







data_collection/ensembles/058.txt

# fitness 1.16542
# conformation    population
          3308       0.04616
          4731       0.17763
         16436       0.07435
         70137       0.08650
         83901       0.14385
         85146       0.18412
         92327       0.05180
        102247       0.16616
        112259       0.06944







data_collection/ensembles/059.txt

# fitness 1.16543
# conformation    population
         24165       0.06018
         37942       0.03100
         67469       0.15913
         73105       0.13310
         73796       0.09240
         79776       0.09746
         84485       0.23242
        109517       0.13098
        115178       0.06333







data_collection/ensembles/060.txt

# fitness 1.16565
# conformation    population
         11444       0.09055
         39985       0.04051
         51140       0.15071
         61791       0.05695
         64581       0.09562
         71249       0.16970
         85624       0.21157
        110409       0.13682
        114545       0.04757







data_collection/ensembles/061.txt

# fitness 1.16571
# conformation    population
          4365       0.17939
          5299       0.00546
         39606       0.04288
         60829       0.05460
         66509       0.05008
         82609       0.10965
        101210       0.05550
        102247       0.26158
        115610       0.24085







data_collection/ensembles/062.txt

# fitness 1.16572
# conformation    population
          2333       0.03903
          7428       0.13258
         67360       0.18264
         71819       0.08124
         78262       0.20103
         84323       0.21530
         92283       0.03061
        114982       0.11757







data_collection/ensembles/063.txt

# fitness 1.16583
# conformation    population
          5402       0.15914
          9209       0.11409
         48063       0.02080
         70865       0.11210
         85624       0.19807
         88512       0.05764
        109243       0.17306
        115725       0.01170
        115850       0.15340







data_collection/ensembles/064.txt

# fitness 1.16591
# conformation    population
          3915       0.04688
         11230       0.03732
         78346       0.09519
         84033       0.17297
         85404       0.09441
        100502       0.05742
        107001       0.11180
        107957       0.13053
        115660       0.25349







data_collection/ensembles/065.txt

# fitness 1.16600
# conformation    population
          6135       0.12981
         24480       0.08876
         37570       0.05612
         70071       0.11101
         85654       0.20455
         85840       0.19468
        109689       0.09108
        113601       0.12399







data_collection/ensembles/066.txt

# fitness 1.16611
# conformation    population
          2593       0.08544
         16292       0.03985
         38989       0.03311
         47966       0.01852
         48489       0.08451
         67111       0.08491
         73655       0.19032
         84323       0.30639
        103578       0.15695







data_collection/ensembles/067.txt

# fitness 1.16612
# conformation    population
          5181       0.06676
          8659       0.14398
         11586       0.07301
         73582       0.08870
         75327       0.18182
         83948       0.23246
         84421       0.15935
        114732       0.05391







data_collection/ensembles/068.txt

# fitness 1.16616
# conformation    population
         11086       0.01229
         42024       0.02245
         71538       0.07108
         73200       0.04982
         82399       0.23388
         84485       0.14725
         92376       0.06151
        104274       0.20910
        113565       0.19261







data_collection/ensembles/069.txt

# fitness 1.16616
# conformation    population
          8587       0.07125
         37481       0.01148
         52049       0.18905
         72683       0.10323
         85768       0.14998
         88408       0.04358
        103573       0.07920
        109197       0.21166
        112775       0.07026
        114545       0.07031







data_collection/ensembles/070.txt

# fitness 1.16633
# conformation    population
          4855       0.11983
         27907       0.12056
         48430       0.04676
         71865       0.12043
         84375       0.17859
        100262       0.08989
        109459       0.17598
        115610       0.11179
        122217       0.03617







data_collection/ensembles/071.txt

# fitness 1.16634
# conformation    population
          5768       0.14462
         23868       0.09097
         44905       0.04487
         65193       0.10675
         70292       0.14752
         85404       0.17566
        108712       0.11305
        115631       0.17657







data_collection/ensembles/072.txt

# fitness 1.16634
# conformation    population
          4850       0.04888
          8645       0.14356
         71186       0.05826
         75472       0.24641
         83948       0.21623
         84997       0.14662
         90219       0.05693
        114618       0.08312







data_collection/ensembles/073.txt

# fitness 1.16637
# conformation    population
          6131       0.12085
          8106       0.04741
         72252       0.12548
         75841       0.18505
         82397       0.10429
         83948       0.29393
        116527       0.12299







data_collection/ensembles/074.txt

# fitness 1.16646
# conformation    population
         37632       0.04953
         77451       0.09789
         82990       0.11653
         84633       0.23905
         99374       0.11664
        107021       0.10221
        107786       0.13683
        109406       0.05077
        114013       0.09055







data_collection/ensembles/075.txt

# fitness 1.16653
# conformation    population
         13795       0.07709
         51064       0.17849
         51584       0.05170
         66522       0.09158
         69417       0.12131
         80205       0.05778
         82934       0.10270
        100538       0.07139
        109701       0.17879
        112603       0.06916







data_collection/ensembles/076.txt

# fitness 1.16653
# conformation    population
         11247       0.10072
         24399       0.06616
         38146       0.01658
         52999       0.09594
         65475       0.12897
         72861       0.08343
         76877       0.15581
         84655       0.23612
         87689       0.02712
        113117       0.08916







data_collection/ensembles/077.txt

# fitness 1.16662
# conformation    population
          2858       0.04041
          9149       0.11703
         47491       0.07627
         73339       0.06003
         75813       0.16221
         82992       0.12489
         83650       0.28785
        114545       0.07493
        115463       0.05637







data_collection/ensembles/078.txt

# fitness 1.16663
# conformation    population
         11675       0.06938
         12188       0.08905
         66210       0.10125
         70430       0.08228
         76902       0.12533
         81892       0.14663
         82934       0.08782
        101966       0.16515
        113742       0.13310







data_collection/ensembles/079.txt

# fitness 1.16666
# conformation    population
         23985       0.11942
         52926       0.10628
         66300       0.15365
         67469       0.22066
         70824       0.07921
         83948       0.20671
        100538       0.05799
        113097       0.05608







data_collection/ensembles/080.txt

# fitness 1.16677
# conformation    population
         24228       0.12001
         47976       0.04584
         65799       0.21561
         69135       0.09877
         80643       0.10497
         82636       0.20217
         89736       0.07992
        104208       0.04735
        112561       0.08536







data_collection/ensembles/081.txt

# fitness 1.16678
# conformation    population
          7370       0.14747
         34988       0.00424
         37654       0.06215
         71234       0.07075
         84323       0.25008
         85958       0.19016
        104101       0.18317
        114545       0.09197







data_collection/ensembles/082.txt

# fitness 1.16681
# conformation    population
          4796       0.12429
          6056       0.06533
         11722       0.08302
         37934       0.01665
         71473       0.14544
         85578       0.19304
        109685       0.16618
        116200       0.16055
        117325       0.04550







data_collection/ensembles/083.txt

# fitness 1.16683
# conformation    population
         10430       0.12416
         38838       0.07187
         64074       0.06537
         72252       0.08969
         79730       0.21615
         84323       0.19975
        100821       0.06904
        107688       0.03163
        114982       0.13234







data_collection/ensembles/084.txt

# fitness 1.16694
# conformation    population
          3765       0.12187
          9666       0.06110
         18407       0.04493
         37509       0.06662
         71765       0.07744
         79589       0.13506
         83948       0.27077
         84842       0.13677
        114885       0.08544







data_collection/ensembles/085.txt

# fitness 1.16701
# conformation    population
          4888       0.16186
         53887       0.02981
         69971       0.10643
         81149       0.21162
         83901       0.15502
         92584       0.03188
        102553       0.19517
        111819       0.10820







data_collection/ensembles/086.txt

# fitness 1.16706
# conformation    population
          6117       0.16758
         15671       0.09330
         68496       0.07120
         73420       0.12530
         77972       0.07972
         84655       0.19568
         87261       0.03963
        107703       0.07706
        116383       0.15053







data_collection/ensembles/087.txt

# fitness 1.16712
# conformation    population
         22719       0.12210
         52940       0.08808
         66981       0.22985
         68548       0.10689
         83063       0.18166
         85134       0.10518
         90280       0.09713
        114344       0.06913







data_collection/ensembles/088.txt

# fitness 1.16715
# conformation    population
          5402       0.07605
         18375       0.11521
         26187       0.09575
         47378       0.02400
         63624       0.07520
         72644       0.10804
         76231       0.21552
         84679       0.16072
        114982       0.12953







data_collection/ensembles/089.txt

# fitness 1.16722
# conformation    population
          3212       0.04817
         67519       0.11276
         71956       0.06190
         79764       0.13568
         83948       0.30337
        103465       0.12777
        108679       0.12028
        114982       0.05266
        115923       0.03741







data_collection/ensembles/090.txt

# fitness 1.16726
# conformation    population
          6629       0.08158
         27643       0.07238
         52924       0.11443
         67220       0.09682
         73200       0.12059
         84655       0.20217
        110409       0.20551
        114199       0.10653







data_collection/ensembles/091.txt

# fitness 1.16726
# conformation    population
          4075       0.03008
          5768       0.15832
         68681       0.06208
         79179       0.16688
         83948       0.30621
         90259       0.07771
        107703       0.09908
        115315       0.09964







data_collection/ensembles/092.txt

# fitness 1.16729
# conformation    population
          9576       0.07027
         37788       0.03547
         47112       0.09926
         70749       0.11020
         78033       0.19548
         85186       0.09682
         90140       0.03699
        109754       0.15315
        115213       0.20237







data_collection/ensembles/093.txt

# fitness 1.16731
# conformation    population
          2249       0.03597
          4493       0.13626
         10430       0.13502
         27844       0.05485
         72252       0.08507
         77728       0.07925
         84633       0.20465
        104101       0.14855
        114982       0.12038







data_collection/ensembles/094.txt

# fitness 1.16741
# conformation    population
         10706       0.10687
         48659       0.03408
         71512       0.26332
         83948       0.27014
         87081       0.02129
        100649       0.10273
        107763       0.14530
        114729       0.05628







data_collection/ensembles/095.txt

# fitness 1.16756
# conformation    population
         11392       0.12173
         37081       0.05568
         61552       0.15547
         63806       0.11691
         72979       0.14363
         84884       0.23757
        111577       0.04822
        114885       0.12079







data_collection/ensembles/096.txt

# fitness 1.16759
# conformation    population
          4914       0.05247
          5127       0.11719
          8079       0.16514
         69362       0.06241
         74065       0.06157
         84633       0.25529
        101959       0.16386
        114885       0.12207







data_collection/ensembles/097.txt

# fitness 1.16760
# conformation    population
          7680       0.09691
         40116       0.02044
         62961       0.11385
         71445       0.17443
         77490       0.08965
         78962       0.21257
        109608       0.07788
        115486       0.21426







data_collection/ensembles/098.txt

# fitness 1.16760
# conformation    population
          5436       0.13326
          8012       0.11554
         35272       0.04077
         39941       0.04177
         72115       0.13641
         78346       0.13647
         83441       0.08588
         83948       0.25649
        114815       0.05341







data_collection/ensembles/099.txt

# fitness 1.16776
# conformation    population
          8708       0.12580
         25161       0.07300
         61081       0.04089
         72279       0.07749
         75992       0.22167
         82696       0.14345
         84633       0.22922
        114885       0.08847







data_collection/ensembles/100.txt

# fitness 1.16778
# conformation    population
          3915       0.04451
          6359       0.06310
         11152       0.05391
         48524       0.06124
         73420       0.17896
         84463       0.19005
         84590       0.30178
        116377       0.10644







data_collection/ensembles/notes.txt

Here the 100 best ensembles are given. Each ensemble is represented by a file. The files are numbered by increasing fitness. Within the file the fitness is given, as well as the conformation indeces and their population. Note that the conformation index is given in zero-based numbering (i.e., the first conformation has index 0).






data_collection/nus_processing_scripts/fidSP.com

bruk2pipe -in ./ser -bad 0.0 -noswap -DMX -decim 1504 -dspfvs 20 -grpdly 67.984130859375 \
-xN       	1024      	-yN       	1         	-zN       	8000      	 \
-xT       	512       	-yT       	1         	-zT       	4000      	 \
-xMODE    	Complex   	-yMODE    	States-TPPI	-zMODE    	States-TPPI	 \
-xSW      	13297.872 	-ySW      	2873.563  	-zSW      	2717.391  	 \
-xOBS     	950.380   	-yOBS     	238.973   	-zOBS     	96.301    	 \
-xCAR     	4.697     	-yCAR     	174.800   	-zCAR     	116.850   	 \
-xP0      	  0.0     	-yP0      	  0.0     	-zP0      	  0.0     	 \
-xP1      	  0.0     	-yP1      	  0.0     	-zP1      	  0.0     	 \
-xLAB     	1H        	-yLAB     	13C       	-zLAB     	15N       	 \
-ndim 3	-aq2D States \
| nmrPipe -fn POLY -time                               \
| nmrPipe -fn SP -off 0.48 -end 0.95 -pow 2 -c 0.5     \
| nmrPipe -fn ZF -auto                                 \
| nmrPipe -fn FT -auto                                 \
| nmrPipe -fn PS -hdr                                  \
| nmrPipe -fn PS -p0 0 -p1 0 -di                       \
| nmrPipe -fn POLY -auto -xn 5.0ppm -ord 1              \
| nmrPipe -fn EXT -sw                                  \
| pipe2xyz -z -out ft/data%03d.DAT -ov -nofs -verb







data_collection/nus_processing_scripts/proc.sh

#!/bin/tcsh
setenv FID ../13
setenv fidSP fidSP.com
setenv REC2FT recFT.com
setenv in_file nls.in
setenv selection_file nuslist
setenv FST_PNT_PPM 11.7
setenv ROISW 7.0
setenv proc_out ft/test%03d.dat
setenv SPARSE               y
setenv NUS_TABLE_ORDER      '2 1 '
setenv NUS_TABLE_OFFSET     0
setenv NUS_POINTS           2000
setenv NI                   '2000 1 1 '
setenv NIMAX                '176 160 1 '
setenv NDIM                 3
setenv MDDTHREADS           4
setenv METHOD               CS
setenv CS_norm              1
setenv CS_alg               IRLS
setenv CS_lambda            1.0
setenv CS_niter             10
setenv CS_VE                y
setenv SRSIZE               0.1

mddnmr4pipeN.sh  5
set ecode=$? ;if ( $ecode ) exit($ecode)
proj3D.tcl -in $proc_out
xyz2pipe -in $proc_out >13.ft3








data_collection/nus_processing_scripts/recFT.com

#!/bin/tcsh -f
cat $1                                              \
| nmrPipe  -fn TP -auto                             \
#| nmrPipe  -fn LP -fb -pred 20                     \
| nmrPipe  -fn SP -off 0.48 -end 0.95 -pow 2 -c 0.5 \
| nmrPipe  -fn ZF -auto		                        \
| nmrPipe -fn FT  -alt -neg \
| nmrPipe  -fn PS -hdr                              \
| nmrPipe  -fn PS -p0 0.0 -p1 -0.0 -di              \
| nmrPipe  -fn TP  -auto                            \
| nmrPipe  -fn ZTP                                  \
#| nmrPipe  -fn LP -fb -pred 64                     \
| nmrPipe  -fn SP -off 0.48 -end 0.95 -pow 2 -c 0.5 \
| nmrPipe  -fn ZF -auto			                    \
| nmrPipe -fn FT  -alt -neg \
| nmrPipe  -fn PS -hdr                              \
| nmrPipe  -fn PS -p0  0.0 -p1 0 -di                \
| nmrPipe  -fn ZTP                                  \
| pipe2xyz -out $proc_out -x -verb -ov
echo $proc_out ready
exit







data_collection/paramagnetic_data_2020/Dy_PCS.txt

			  2			CA			0.9597


			  2			 C			1.0842


			  3			 H			0.9533


			  3			 N			1.0203


			  3			CA			1.0962


			  3			 C			1.0407


			  4			 H			1.4471


			  4			 N			1.2269


			  4			CA			1.2643


			  4			 C			1.2129


			  5			 H			0.9970


			  5			 N			1.0763


			  5			CA			0.9533


			  5			 C			1.1890


			  6			 H			0.9565


			  6			 N			1.0571


			  6			CA			1.0993


			  6			 C			0.9067


			  7			 H			0.8131


			  7			 N			0.8161


			  7			CA			0.7834


			  7			 C			0.8935


			  8			 H			0.8989


			  8			 N			0.9128


			  8			CA			0.9311


			  8			 C			1.1008


			  9			 H			1.3518


			  9			 N			1.4832


			  9			CA			1.7475


			  9			 C			1.6740


			 10			 H			1.2217


			 10			 N			1.2903


			 10			CA			1.1328


			 37			 C			-1.6925


			 38			 H			-2.0492


			 38			 N			-1.9879


			 38			CA			-1.6492


			 39			CA			-1.5408


			 39			 C			-1.3093


			 40			 H			-1.4175


			 40			 N			-1.3222


			 40			CA			-1.1981


			 40			 C			-1.2856


			 41			 H			-1.5713


			 41			 N			-1.3222


			 41			CA			-1.4981


			 41			 C			-1.3642


			 42			 H			-1.3349


			 42			 N			-1.3912


			 42			CA			-1.3385


			 43			CA			-1.7084


			 43			 C			-1.4857


			 44			 H			-1.2968


			 44			 N			-1.3254


			 44			CA			-1.1599


			 44			 C			-1.4355


			 45			 H			-0.9661


			 45			 N			-1.1899


			 45			CA			-1.2719


			 45			 C			-1.0525


			 46			 H			-0.5435


			 46			 N			-0.7537


			 46			CA			-0.3100


			 46			 C			-0.7473


			 47			 H			-1.0239


			 47			 N			-1.0522


			 47			CA			-1.4372


			 75			CA			0.0244


			 75			 C			0.1157


			 76			 H			0.2610


			 76			 N			0.1221


			 76			CA			0.1629


			 76			 C			0.2030


			 77			 H			0.2615


			 77			 N			0.2814


			 77			CA			0.2158


			 84			 C			0.0210


			 85			 H			0.0047


			 85			 N			-0.0152


			 85			CA			-0.0403


			 85			 C			-0.0232


			 86			 H			-0.0063


			 86			 N			-0.0358


			 86			CA			-0.0080


			 87			 C			-0.0622


			 88			 H			-0.0227


			 88			 N			-0.0484


			 88			CA			-0.0438


			 88			 C			-0.0393


			 89			 H			-0.0239


			 89			 N			-0.0400


			 89			CA			-0.0427


			 89			 C			-0.0322


			 90			 H			-0.0341


			 90			 N			-0.0536


			 90			CA			-0.0373


			 90			 C			-0.0629


			 91			 H			-0.0447


			 91			 N			-0.0706


			 91			CA			-0.0953


			 91			 C			-0.0415


			 92			 H			-0.0381


			 92			 N			-0.0465


			 92			CA			-0.0500


			 92			 C			-0.0448


			 93			 H			-0.0312


			 93			 N			-0.0330


			 93			CA			-0.0123


			 93			 C			-0.0462


			 94			 H			-0.0350


			 94			 N			-0.0175


			 94			CA			-0.0592


			 94			 C			-0.0206


			 95			 H			-0.0315


			 95			 N			-0.0153


			 95			CA			-0.0182


			 95			 C			-0.0495


			 96			 H			-0.0268


			 96			 N			-0.0092


			 96			CA			-0.0175


			 96			 C			0.0018


			 97			 H			-0.0209


			 97			 N			-0.0157


			 97			CA			-0.0211


			 97			 C			-0.0368


			 98			 H			-0.0193


			 98			 N			-0.0122


			 98			CA			-0.0110


			 98			 C			-0.0160


			 99			 H			-0.0166


			 99			 N			-0.0178


			 99			CA			-0.0345


			 99			 C			-0.0285


			100			 H			-0.0136


			100			 N			-0.0301


			100			CA			-0.0342


			100			 C			-0.0282


			101			 H			-0.0233


			101			 N			0.0071


			101			CA			-0.0378


			101			 C			-0.0072


			102			 H			-0.0239


			102			 N			-0.0161


			102			CA			-0.0215


			102			 C			-0.0421


			103			 H			-0.0274


			103			 N			-0.0110


			103			CA			-0.0401


			103			 C			-0.0306


			104			 H			-0.0318


			104			 N			-0.0230


			104			CA			-0.0412


			104			 C			-0.0336


			105			 H			-0.0299


			105			 N			-0.0152


			105			CA			-0.0360


			105			 C			-0.0425


			106			 H			-0.0336


			106			 N			-0.0309


			106			CA			-0.0513


			106			 C			-0.0238


			107			 H			-0.0393


			107			 N			-0.0453


			107			CA			-0.0617


			107			 C			-0.0721


			108			 H			-0.0430


			108			 N			-0.0288


			108			CA			-0.0899


			108			 C			-0.0308


			109			 H			-0.0451


			109			 N			-0.0345


			109			CA			-0.0526


			109			 C			-0.0840


			110			 H			-0.0502


			110			 N			-0.0447


			110			CA			-0.0911


			110			 C			-0.0379


			111			 H			-0.0615


			111			 N			-0.0428


			111			CA			-0.0994


			111			 C			-0.0909


			112			 H			-0.0711


			112			 N			-0.0602


			112			CA			-0.0837


			112			 C			-0.0891


			113			 H			-0.0708


			113			 N			-0.0790


			113			CA			-0.0680


			113			 C			-0.0497


			114			 H			-0.0596


			114			 N			-0.0379


			114			CA			-0.0624


			114			 C			-0.0432


			115			 H			-0.0381


			115			 N			-0.0504


			115			CA			-0.0544


			115			 C			-0.0237


			116			 H			-0.0349


			116			 N			-0.0135


			116			CA			-0.0357


			116			 C			-0.0232


			117			 H			-0.0201


			117			 N			-0.0448


			117			CA			-0.0388


			117			 C			-0.0352


			118			 H			-0.0205


			118			 N			-0.0253


			118			CA			-0.0164


			118			 C			-0.0163


			119			 H			-0.0161


			119			 N			-0.0161


			119			CA			-0.0147


			119			 C			-0.0136


			120			 H			-0.0117


			120			 N			-0.0167


			120			CA			-0.0272


			120			 C			-0.0279


			121			 H			-0.0170


			121			 N			-0.0170


			121			CA			-0.0590


			121			 C			-0.0075


			122			 H			-0.0152


			122			 N			-0.0222


			122			CA			-0.0205


			122			 C			-0.0388


			123			 H			-0.0092


			123			 N			-0.0074


			123			CA			-0.0127


			123			 C			0.0005


			124			 H			-0.0084


			124			 N			-0.0292


			124			CA			-0.0212


			124			 C			-0.0271


			125			 H			-0.0083


			125			 N			-0.0201


			125			CA			-0.0338


			125			 C			0.0065


			126			 H			-0.0049


			126			 N			-0.0098


			126			CA			-0.0031


			126			 C			-0.0210


			127			 H			0.0018


			127			 N			-0.0220


			127			CA			0.0043


			127			 C			0.0042


			128			 H			0.0012


			128			 N			-0.0040


			128			CA			-0.0049


			128			 C			-0.0055


			129			 H			-0.0031


			129			 N			0.0102


			129			CA			-0.0242


			129			 C			-0.0077


			130			 H			0.0003


			130			 N			0.0224


			130			CA			-0.0106


			130			 C			0.0044


			131			 H			-0.0022


			131			 N			0.0303


			131			CA			-0.0106


			131			 C			-0.0138


			132			 H			-0.0048


			132			 N			-0.0020


			132			CA			0.0006


			132			 C			-0.0134


			133			 H			-0.0066


			133			 N			-0.0247


			133			CA			-0.0073


			133			 C			-0.0293


			134			 H			-0.0105


			134			 N			-0.0351


			134			CA			-0.0169


			134			 C			0.0008


			135			 H			-0.0113


			135			 N			-0.0026


			135			CA			-0.0191


			135			 C			-0.0166


			136			 H			-0.0132


			136			 N			-0.0328


			136			CA			-0.0434


			136			 C			-0.0059


			137			 H			-0.0063


			137			 N			0.0176


			137			CA			-0.0152


			137			 C			0.0006


			138			 H			-0.0054


			138			 N			-0.0052


			138			CA			-0.0150


			138			 C			-0.0124


			139			 H			0.0038


			139			 N			-0.0025


			139			CA			0.0065


			139			 C			-0.0014


			140			 H			0.0027


			140			 N			-0.0025


			140			CA			-0.0400


			140			 C			0.0130


			141			 H			0.0009


			141			 N			0.0050


			141			CA			-0.0186


			141			 C			-0.0145


			142			 H			0.0068


			142			 N			0.0021


			142			CA			-0.0130


			142			 C			0.0260


			143			 H			0.0146


			143			 N			0.0096


			143			CA			0.0126


			143			 C			-0.0069


			144			 H			0.0122


			144			 N			0.0212


			144			CA			0.0027


			144			 C			0.0384


			145			 H			0.0138


			145			 N			0.0211


			145			CA			0.0103


			145			 C			0.0077


			146			 H			0.0275


			146			 N			0.0133


			146			CA			0.0238


			146			 C			0.0477


			147			 H			0.0391


			147			 N			0.0215


			147			CA			0.0402


			147			 C			0.0402


			148			 H			0.0546


			148			 N			0.0609


			148			CA			0.0355









data_collection/paramagnetic_data_2020/Dy_RDC_JCAHA.txt

# temperature 298
# field 900
 41	 41	CA	HA	2.4532
 46	 46	CA	HA	68.8886
 86	 86	CA	HA	-20.0913
 89	 89	CA	HA	-18.6836
 90	 90	CA	HA	-8.4215
 91	 91	CA	HA	7.4399
 92	 92	CA	HA	2.8706
 93	 93	CA	HA	-11.4790
 94	 94	CA	HA	-12.8950
 95	 95	CA	HA	-4.9930
 97	 97	CA	HA	-8.5621
 99	 99	CA	HA	11.6784
100	100	CA	HA	-5.4053
101	101	CA	HA	-8.3069
104	104	CA	HA	3.1444
105	105	CA	HA	-8.1100
106	106	CA	HA	2.1774
108	108	CA	HA	-12.5003
109	109	CA	HA	0.9632
110	110	CA	HA	-8.9397
111	111	CA	HA	5.1901
114	114	CA	HA	-1.0216
117	117	CA	HA	12.4269
118	118	CA	HA	-12.6466
119	119	CA	HA	-5.5773
121	121	CA	HA	-5.3965
122	122	CA	HA	-2.0698
123	123	CA	HA	-8.9304
124	124	CA	HA	11.1991
125	125	CA	HA	-8.6534
128	128	CA	HA	15.8672
129	129	CA	HA	-13.4640
130	130	CA	HA	-3.5123
131	131	CA	HA	-0.6811
133	133	CA	HA	-7.8347
135	135	CA	HA	-0.4931
136	136	CA	HA	-1.5906
137	137	CA	HA	13.1668
138	138	CA	HA	0.0179
140	140	CA	HA	7.0044
141	141	CA	HA	-7.6871
142	142	CA	HA	-6.6379
144	144	CA	HA	-6.3739
145	145	CA	HA	-4.7184
146	146	CA	HA	-10.4765
147	147	CA	HA	4.4046
148	148	CA	HA	-0.9466







data_collection/paramagnetic_data_2020/Dy_RDC_JCOCA.txt

# temperature 298
# field 900
  2	  2	 C	CA	-1.7030
  3	  3	 C	CA	5.5014
  4	  4	 C	CA	-3.9359
 39	 39	 C	CA	-3.3514
 40	 40	 C	CA	-2.9159
 41	 41	 C	CA	-4.0119
 43	 43	 C	CA	-1.4794
 44	 44	 C	CA	1.5111
 45	 45	 C	CA	3.4826
 46	 46	 C	CA	-0.6484
 75	 75	 C	CA	-6.5411
 76	 76	 C	CA	-0.1360
 85	 85	 C	CA	-1.4161
 87	 87	 C	CA	3.2485
 88	 88	 C	CA	0.9218
 89	 89	 C	CA	0.3123
 90	 90	 C	CA	-1.0465
 91	 91	 C	CA	-0.7802
 92	 92	 C	CA	0.9791
 93	 93	 C	CA	-0.1242
 94	 94	 C	CA	-1.1616
 95	 95	 C	CA	-1.3283
 96	 96	 C	CA	-0.9039
 97	 97	 C	CA	1.3364
 98	 98	 C	CA	-1.6135
 99	 99	 C	CA	-0.4440
100	100	 C	CA	-1.9675
101	101	 C	CA	0.3148
102	102	 C	CA	-0.0646
103	103	 C	CA	0.0722
104	104	 C	CA	-0.7106
105	105	 C	CA	-0.3699
106	106	 C	CA	-1.9914
107	107	 C	CA	-0.6666
108	108	 C	CA	-1.2217
109	109	 C	CA	1.1028
110	110	 C	CA	-2.4457
111	111	 C	CA	0.5798
112	112	 C	CA	-0.0204
113	113	 C	CA	-0.9057
114	114	 C	CA	0.0249
115	115	 C	CA	-0.6522
116	116	 C	CA	0.1375
117	117	 C	CA	0.4576
118	118	 C	CA	1.0372
119	119	 C	CA	-0.0050
120	120	 C	CA	-1.2096
121	121	 C	CA	-0.1534
122	122	 C	CA	1.1956
123	123	 C	CA	0.2288
124	124	 C	CA	-0.2195
125	125	 C	CA	0.5237
126	126	 C	CA	1.8563
127	127	 C	CA	-0.3060
128	128	 C	CA	-0.8398
129	129	 C	CA	0.2562
130	130	 C	CA	0.0827
131	131	 C	CA	-0.2379
132	132	 C	CA	1.3331
133	133	 C	CA	1.2320
134	134	 C	CA	-2.1289
135	135	 C	CA	1.0693
136	136	 C	CA	-1.5018
137	137	 C	CA	0.2112
138	138	 C	CA	-0.6940
139	139	 C	CA	-1.2547
140	140	 C	CA	-0.7480
141	141	 C	CA	1.2904
142	142	 C	CA	-0.4702
143	143	 C	CA	0.2187
144	144	 C	CA	-0.1639
145	145	 C	CA	0.4335
146	146	 C	CA	-0.1820
147	147	 C	CA	0.1272







data_collection/paramagnetic_data_2020/Dy_RDC_JNH.txt

# temperature 298
# field 950
  3	  2	 H	 C	-3.8911
  3	  3	 H	 N	6.1157
  4	  3	 H	 C	-2.2358
  4	  4	 H	 N	-6.0078
 41	 40	 H	 C	15.1009
 41	 41	 H	 N	13.7827
 42	 41	 H	 C	-0.0143
 42	 42	 H	 N	0.5161
 86	 85	 H	 C	-2.0900
 86	 86	 H	 N	-3.0535
 89	 88	 H	 C	-1.4069
 89	 89	 H	 N	-5.1296
 90	 89	 H	 C	1.7580
 90	 90	 H	 N	-5.1287
 91	 90	 H	 C	4.4237
 91	 91	 H	 N	-8.1899
 92	 91	 H	 C	-0.0549
 92	 92	 H	 N	-5.2028
 93	 92	 H	 C	-0.6664
 93	 93	 H	 N	-1.6399
 94	 93	 H	 C	-2.2716
 94	 94	 H	 N	3.5908
 95	 94	 H	 C	-1.7126
 95	 95	 H	 N	7.1133
 96	 95	 H	 C	3.5447
 96	 96	 H	 N	1.6871
 97	 96	 H	 C	-0.2842
 97	 97	 H	 N	0.1926
 98	 97	 H	 C	-6.7789
 98	 98	 H	 N	2.7993
 99	 98	 H	 C	0.9578
 99	 99	 H	 N	-6.9939
100	 99	 H	 C	-0.0263
100	100	 H	 N	-6.3805
101	100	 H	 C	4.3330
101	101	 H	 N	2.6654
102	101	 H	 C	-1.0558
102	102	 H	 N	3.4936
103	102	 H	 C	1.3400
103	103	 H	 N	1.7112
104	103	 H	 C	-0.9459
104	104	 H	 N	0.0607
105	104	 H	 C	-5.9429
105	105	 H	 N	4.2042
106	105	 H	 C	0.6378
106	106	 H	 N	1.7468
107	106	 H	 C	-2.7827
107	107	 H	 N	0.0029
108	107	 H	 C	6.9843
108	108	 H	 N	2.1705
109	108	 H	 C	-5.4293
109	109	 H	 N	5.3636
110	109	 H	 C	1.0582
110	110	 H	 N	0.5874
111	110	 H	 C	1.0844
111	111	 H	 N	-0.6558
112	111	 H	 C	-2.7947
112	112	 H	 N	5.5100
113	112	 H	 C	0.9626
113	113	 H	 N	-3.7083
114	113	 H	 C	-0.3774
114	114	 H	 N	0.3014
115	114	 H	 C	0.3129
115	115	 H	 N	-3.6226
116	115	 H	 C	-0.3893
116	116	 H	 N	0.6182
117	116	 H	 C	0.4491
117	117	 H	 N	-4.5230
118	117	 H	 C	0.1529
118	118	 H	 N	-4.8899
119	118	 H	 C	-2.0160
119	119	 H	 N	-1.7092
120	119	 H	 C	-2.3934
120	120	 H	 N	-2.3881
121	120	 H	 C	1.8560
121	121	 H	 N	-5.8143
122	121	 H	 C	2.7660
122	122	 H	 N	-2.4979
123	122	 H	 C	-3.0240
123	123	 H	 N	-0.2234
124	123	 H	 C	-1.2230
124	124	 H	 N	-3.8210
125	124	 H	 C	-0.0191
125	125	 H	 N	-2.7261
126	125	 H	 C	-0.9578
126	126	 H	 N	-3.9808
127	126	 H	 C	-2.7445
127	127	 H	 N	-1.6360
128	127	 H	 C	-0.2962
128	128	 H	 N	-5.2375
129	128	 H	 C	-0.1815
129	129	 H	 N	-0.6134
130	129	 H	 C	-2.0733
130	130	 H	 N	5.1874
132	131	 H	 C	-2.1617
132	132	 H	 N	4.2148
133	132	 H	 C	-2.6132
133	133	 H	 N	-1.2162
134	133	 H	 C	1.8201
134	134	 H	 N	-5.2750
135	134	 H	 C	0.6210
135	135	 H	 N	-2.5306
136	135	 H	 C	-5.1284
136	136	 H	 N	-3.9356
137	136	 H	 C	-1.2325
137	137	 H	 N	-0.5816
138	137	 H	 C	-4.5862
138	138	 H	 N	1.1632
139	138	 H	 C	0.6019
139	139	 H	 N	-2.3871
140	139	 H	 C	1.1609
140	140	 H	 N	-2.0838
141	140	 H	 C	0.3989
141	141	 H	 N	0.1127
142	141	 H	 C	3.8242
142	142	 H	 N	0.3515
143	142	 H	 C	-1.8918
143	143	 H	 N	-3.1748
144	143	 H	 C	3.3966
144	144	 H	 N	-2.8763
145	144	 H	 C	-1.6338
145	145	 H	 N	-0.3168
146	145	 H	 C	0.0693
146	146	 H	 N	0.1964
147	146	 H	 C	0.0024
147	147	 H	 N	-3.7266
148	147	 H	 C	0.5565
148	148	 H	 N	-1.4281







data_collection/paramagnetic_data_2020/Er_PCS.txt

			  2			CA			-0.2090


			  2			 C			-0.2497


			  3			 H			-0.2181


			  3			 N			-0.2276


			  3			CA			-0.2579


			  3			 C			-0.2456


			  4			 H			-0.3447


			  4			 N			-0.2705


			  4			CA			-0.2950


			  4			 C			-0.3135


			  5			 H			-0.2413


			  5			 N			-0.2443


			  5			CA			-0.2645


			  5			 C			-0.3379


			  6			 H			-0.2777


			  6			 N			-0.3034


			  6			 C			-0.2571


			  7			 H			-0.2466


			  7			 N			-0.2309


			  7			 C			-0.2580


			  8			 H			-0.2328


			  8			 N			-0.2044


			  8			CA			-0.2021


			  8			 C			-0.1806


			  9			 H			-0.3393


			  9			 N			-0.3490


			  9			CA			-0.4809


			 17			 C			0.0058


			 18			 H			0.1770


			 18			 N			0.1602


			 18			CA			0.2976


			 18			 C			0.4962


			 19			 H			0.6265


			 19			 N			0.6633


			 19			CA			1.0684


			 19			 C			0.9212


			 20			 H			0.3175


			 20			 N			0.3859


			 20			CA			0.0882


			 20			 C			-0.0910


			 21			 H			0.3784


			 21			 N			0.0945


			 21			CA			0.0220


			 21			 C			-0.1145


			 22			 H			-0.1776


			 22			 N			-0.2592


			 22			CA			-0.3985


			 22			 C			-0.6035


			 23			 H			-0.6314


			 23			 N			-0.7289


			 23			CA			-1.0424


			 23			 C			-1.3241


			 24			 H			-1.3048


			 24			 N			-1.4525


			 24			CA			-1.9329


			 32			CA			2.4933


			 32			 C			1.9143


			 33			 H			1.8271


			 33			 N			1.7944


			 33			CA			1.3354


			 33			 C			1.0748


			 34			 H			1.1255


			 34			 N			1.1127


			 34			CA			0.8012


			 34			 C			0.8610


			 35			 H			1.1583


			 35			 N			1.0465


			 35			CA			0.9247


			 35			 C			0.9433


			 36			 H			1.2339


			 36			 N			1.1555


			 36			CA			0.9929


			 36			 C			0.8471


			 37			 H			0.8331


			 37			 N			0.8428


			 37			CA			0.6355


			 37			 C			0.5500


			 38			 H			0.6331


			 38			 N			0.6150


			 38			CA			0.4893


			 38			 C			0.4931


			 39			 H			0.6196


			 39			 N			0.5959


			 39			CA			0.5129


			 39			 C			0.4986


			 40			 H			0.4914


			 40			 N			0.5121


			 40			CA			0.4581


			 40			 C			0.4709


			 41			 H			0.5755


			 41			 N			0.4938


			 41			CA			0.6166


			 41			 C			0.5315


			 42			 H			0.5427


			 42			 N			0.5597


			 42			CA			0.5208


			 43			CA			0.7474


			 43			 C			0.6066


			 44			 H			0.5972


			 44			 N			0.5608


			 44			CA			0.4783


			 44			 C			0.6637


			 45			 H			0.4332


			 45			 N			0.5253


			 45			CA			0.5337


			 45			 C			0.5385


			 46			 H			0.3543


			 46			 N			0.4639


			 46			CA			0.3417


			 46			 C			0.5694


			 47			 H			0.5856


			 47			 N			0.6430


			 47			CA			0.8264


			 72			 C			0.3796


			 73			 H			0.1152


			 73			 N			0.1328


			 73			CA			0.0738


			 73			 C			0.0751


			 74			 H			0.2643


			 74			 N			0.2397


			 74			CA			0.2339


			 74			 C			0.3449


			 75			 H			0.4276


			 75			 N			0.4134


			 75			CA			0.4008


			 75			 C			0.3122


			 76			 H			0.2422


			 76			 N			0.2565


			 76			CA			0.1717


			 76			 C			0.1435


			 77			 H			0.1395


			 77			 N			0.0957


			 77			CA			0.0820


			 85			 C			0.0973


			 86			 H			0.0902


			 86			 N			0.1102


			 86			CA			0.0692


			 87			 C			0.0793


			 88			 H			0.0967


			 88			 N			0.0841


			 88			CA			0.0490


			 88			 C			0.0484


			 89			 H			0.0603


			 89			 N			0.0659


			 89			CA			0.0361


			 89			 C			0.0474


			 90			 H			0.0546


			 90			 N			0.0651


			 90			CA			0.0235


			 90			 C			0.0452


			 91			 H			0.0475


			 91			 N			0.0625


			 91			CA			-0.0052


			 91			 C			0.0324


			 92			 H			0.0400


			 92			 N			0.0490


			 92			CA			0.0158


			 92			 C			0.0309


			 93			 H			0.0332


			 93			 N			0.0412


			 93			CA			0.0353


			 93			 C			0.0258


			 94			 H			0.0256


			 94			 N			0.0252


			 94			CA			0.0074


			 94			 C			0.0192


			 95			 H			0.0231


			 95			 N			0.0257


			 95			CA			0.0248


			 95			 C			0.0246


			 96			 H			0.0215


			 96			 N			0.0260


			 96			CA			0.0208


			 96			 C			0.0075


			 97			 H			0.0203


			 97			 N			0.0174


			 97			CA			0.0084


			 97			 C			0.0212


			 98			 H			0.0208


			 98			 N			0.0199


			 98			CA			0.0239


			 98			 C			0.0191


			 99			 H			0.0186


			 99			 N			0.0262


			 99			CA			0.0084


			 99			 C			0.0213


			100			 H			0.0211


			100			 N			0.0259


			100			CA			-0.0059


			100			 C			0.0205


			101			 H			0.0205


			101			 N			0.0166


			101			CA			0.0080


			101			 C			0.0111


			102			 H			0.0180


			102			 N			0.0235


			102			CA			0.0188


			102			 C			0.0219


			103			 H			0.0182


			103			 N			0.0221


			103			CA			0.0019


			103			 C			0.0052


			104			 H			0.0175


			104			 N			0.0115


			104			CA			0.0111


			104			 C			0.0232


			105			 H			0.0204


			105			 N			0.0222


			105			CA			-0.0085


			105			 C			0.0232


			106			 H			0.0199


			106			 N			0.0172


			106			CA			0.0055


			106			 C			0.0162


			107			 H			0.0221


			107			 N			0.0133


			107			CA			0.0129


			107			 C			0.0247


			108			 H			0.0287


			108			 N			0.0320


			108			CA			-0.0092


			108			 C			0.0235


			109			 H			0.0267


			109			 N			0.0354


			109			CA			0.0102


			109			 C			0.0281


			110			 H			0.0234


			110			 N			0.0197


			110			CA			-0.0091


			110			 C			0.0148


			111			 H			0.0309


			111			 N			0.0293


			111			CA			0.0036


			111			 C			0.0443


			112			 H			0.0321


			112			 N			0.0401


			112			CA			0.0178


			112			 C			0.0371


			113			 H			0.0306


			113			 N			0.0414


			113			CA			0.0391


			113			 C			0.0148


			114			 H			0.0184


			114			 N			0.0499


			114			CA			0.0061


			114			 C			0.0137


			115			 H			0.0120


			115			 N			0.0240


			115			CA			0.0121


			115			 C			0.0051


			116			 H			0.0142


			116			 N			0.0190


			116			CA			0.0069


			116			 C			0.0085


			117			 H			0.0077


			117			 N			0.0203


			117			CA			-0.0022


			117			 C			0.0181


			118			 H			0.0096


			118			 N			0.0110


			118			CA			-0.0121


			118			 C			0.0228


			119			 H			0.0164


			119			 N			0.0343


			119			CA			-0.0039


			119			 C			0.0193


			120			 H			0.0134


			120			 N			0.0307


			120			CA			-0.0032


			120			 C			0.0144


			121			 H			0.0183


			121			 N			0.0211


			121			CA			-0.0218


			121			 C			0.0106


			122			 H			0.0190


			122			 N			0.0133


			122			CA			-0.0134


			122			 C			0.0112


			123			 H			0.0109


			123			 N			0.0210


			123			CA			-0.0053


			123			 C			0.0005


			124			 H			0.0146


			124			 N			0.0149


			124			CA			0.0065


			124			 C			0.0182


			125			 H			0.0142


			125			 N			0.0050


			125			CA			-0.0039


			125			 C			0.0062


			126			 H			0.0140


			126			 N			0.0210


			126			CA			0.0110


			126			 C			0.0184


			127			 H			0.0112


			127			 N			0.0110


			127			CA			0.0004


			127			 C			0.0064


			128			 H			0.0136


			128			 N			0.0310


			128			CA			0.0163


			128			 C			0.0111


			129			 H			0.0123


			129			 N			0.0175


			129			CA			-0.0031


			129			 C			0.0069


			130			 H			0.0148


			130			 N			0.0076


			130			CA			-0.0018


			130			 C			0.0080


			131			 H			0.0134


			131			 N			0.0155


			131			CA			-0.0037


			131			 C			0.0113


			132			 H			0.0113


			132			 N			0.0148


			132			CA			0.0099


			132			 C			0.0128


			133			 H			0.0133


			133			 N			0.0261


			133			CA			0.0054


			133			 C			0.0122


			134			 H			0.0109


			134			 N			0.0168


			134			CA			0.0237


			134			 C			0.0068


			135			 H			0.0145


			135			 N			0.0115


			135			CA			0.0112


			135			 C			0.0183


			136			 H			0.0185


			136			 N			0.0254


			136			CA			0.0019


			136			 C			0.0109


			137			 H			0.0202


			137			 N			0.0195


			137			CA			0.0205


			137			 C			0.0265


			138			 H			0.0223


			138			 N			0.0394


			138			CA			0.0161


			138			 C			0.0264


			139			 H			0.0203


			139			 N			0.0419


			139			CA			0.0149


			139			 C			0.0196


			140			 H			0.0190


			140			 N			0.0282


			140			CA			-0.0078


			140			 C			0.0132


			141			 H			0.0236


			141			 N			0.0273


			141			CA			-0.0067


			141			 C			0.0321


			142			 H			0.0279


			142			 N			0.0431


			142			CA			0.0021


			142			 C			0.0192


			143			 H			0.0214


			143			 N			0.0408


			143			CA			0.0064


			143			 C			0.0206


			144			 H			0.0185


			144			 N			0.0294


			144			CA			0.0044


			144			 C			0.0174


			145			 H			0.0266


			145			 N			0.0408


			145			CA			0.0111


			145			 C			0.0335


			146			 H			0.0240


			146			 N			0.0280


			146			CA			0.0114


			146			 C			0.0171


			147			 H			0.0138


			147			 N			0.0179


			147			CA			0.0151


			147			 C			0.0099


			148			 H			0.0053


			148			 N			0.0115


			148			CA			-0.0191









data_collection/paramagnetic_data_2020/Er_RDC_JCAHA.txt

# temperature 298
# field 900
  5	  5	CA	HA	-24.9153
 19	 19	CA	HA	-26.1383
 21	 21	CA	HA	1.1948
 22	 22	CA	HA	-1.7020
 34	 34	CA	HA	-14.5879
 36	 36	CA	HA	-1.7869
 38	 38	CA	HA	-14.3742
 39	 39	CA	HA	9.1592
 42	 42	CA	HA	10.1833
 46	 46	CA	HA	-32.5574
 47	 47	CA	HA	3.9719
 74	 74	CA	HA	12.6718
 89	 89	CA	HA	7.1136
 90	 90	CA	HA	-0.8476
 91	 91	CA	HA	1.2622
 92	 92	CA	HA	-1.3112
 93	 93	CA	HA	-1.5177
 94	 94	CA	HA	3.3639
 95	 95	CA	HA	-0.4174
 97	 97	CA	HA	-2.7894
 99	 99	CA	HA	-8.1175
100	100	CA	HA	3.7798
101	101	CA	HA	2.3333
104	104	CA	HA	-1.0216
105	105	CA	HA	-2.0228
106	106	CA	HA	-6.7249
108	108	CA	HA	2.3625
109	109	CA	HA	-2.5216
110	110	CA	HA	-0.0488
111	111	CA	HA	-0.4785
114	114	CA	HA	-5.1197
117	117	CA	HA	-2.8613
118	118	CA	HA	-1.2008
119	119	CA	HA	9.4077
121	121	CA	HA	-3.7084
122	122	CA	HA	1.5531
123	123	CA	HA	1.5129
124	124	CA	HA	-7.9609
125	125	CA	HA	3.1296
128	128	CA	HA	-5.4041
129	129	CA	HA	3.1842
130	130	CA	HA	1.6901
131	131	CA	HA	1.1360
133	133	CA	HA	-1.3899
135	135	CA	HA	0.1224
136	136	CA	HA	0.5818
137	137	CA	HA	0.1529
138	138	CA	HA	0.6560
140	140	CA	HA	0.9625
141	141	CA	HA	-0.7219
142	142	CA	HA	5.9348
143	143	CA	HA	-6.0203
144	144	CA	HA	0.9783
145	145	CA	HA	2.4618
146	146	CA	HA	1.0666
147	147	CA	HA	-0.8001
148	148	CA	HA	0.5220







data_collection/paramagnetic_data_2020/Er_RDC_JCOCA.txt

# temperature 298
# field 900
  2	  2	 C	CA	0.5147
  3	  3	 C	CA	-0.7850
  4	  4	 C	CA	0.1509
 18	 18	 C	CA	3.8278
 20	 20	 C	CA	-1.6333
 21	 21	 C	CA	-0.0684
 22	 22	 C	CA	-2.2413
 32	 32	 C	CA	0.4553
 33	 33	 C	CA	2.4173
 34	 34	 C	CA	0.2977
 35	 35	 C	CA	-2.2483
 36	 36	 C	CA	-1.5312
 37	 37	 C	CA	0.1820
 38	 38	 C	CA	0.6678
 39	 39	 C	CA	-0.9640
 41	 41	 C	CA	-0.2215
 44	 44	 C	CA	-3.4062
 45	 45	 C	CA	-1.6361
 46	 46	 C	CA	-1.2798
 73	 73	 C	CA	-13.7969
 74	 74	 C	CA	0.5265
 75	 75	 C	CA	-0.3158
 76	 76	 C	CA	1.7490
 88	 88	 C	CA	-0.4066
 89	 89	 C	CA	1.1767
 90	 90	 C	CA	-1.2456
 91	 91	 C	CA	-0.6263
 92	 92	 C	CA	-1.1775
 93	 93	 C	CA	-0.7986
 94	 94	 C	CA	0.2527
 95	 95	 C	CA	-1.0500
 96	 96	 C	CA	-0.0191
 97	 97	 C	CA	-0.1390
 98	 98	 C	CA	-0.0407
 99	 99	 C	CA	1.4387
100	100	 C	CA	0.0624
101	101	 C	CA	0.0636
102	102	 C	CA	0.2861
103	103	 C	CA	-0.5931
104	104	 C	CA	-1.4573
105	105	 C	CA	-0.3653
106	106	 C	CA	1.0025
107	107	 C	CA	-1.1169
108	108	 C	CA	-0.2939
109	109	 C	CA	-0.3658
110	110	 C	CA	0.7586
111	111	 C	CA	-1.7872
112	112	 C	CA	-0.0996
113	113	 C	CA	0.6625
114	114	 C	CA	-0.2512
115	115	 C	CA	0.4430
116	116	 C	CA	0.2054
117	117	 C	CA	-1.0857
118	118	 C	CA	-0.6872
119	119	 C	CA	-2.9038
120	120	 C	CA	-0.0510
121	121	 C	CA	0.7631
122	122	 C	CA	-0.5582
123	123	 C	CA	0.4709
124	124	 C	CA	-0.6314
125	125	 C	CA	-0.2253
126	126	 C	CA	-0.9202
127	127	 C	CA	0.6422
128	128	 C	CA	0.0224
129	129	 C	CA	-0.1013
130	130	 C	CA	-0.2499
131	131	 C	CA	-0.4347
132	132	 C	CA	0.0862
133	133	 C	CA	-0.3860
134	134	 C	CA	-0.5087
135	135	 C	CA	-1.0781
136	136	 C	CA	-0.6351
138	138	 C	CA	-0.4292
139	139	 C	CA	-0.6369
140	140	 C	CA	0.9062
141	141	 C	CA	-1.4070
142	142	 C	CA	-1.3572
143	143	 C	CA	0.5333
144	144	 C	CA	-0.6459
145	145	 C	CA	-0.3993
146	146	 C	CA	-0.1820
147	147	 C	CA	0.1069







data_collection/paramagnetic_data_2020/Er_RDC_JNH.txt

# temperature 298
# field 950
  3	  2	 H	 C	0.6664
  3	  3	 H	 N	0.0231
  4	  3	 H	 C	-0.0143
  4	  4	 H	 N	5.6987
  5	  4	 H	 C	-3.7382
  5	  5	 H	 N	16.1814
 37	 36	 H	 C	-4.3688
 37	 37	 H	 N	17.4785
 38	 37	 H	 C	-3.7263
 38	 38	 H	 N	21.1059
 39	 38	 H	 C	-4.2565
 39	 39	 H	 N	2.8937
 40	 39	 H	 C	1.6601
 40	 40	 H	 N	-0.1348
 41	 40	 H	 C	-0.5040
 41	 41	 H	 N	-2.4122
 42	 41	 H	 C	6.2534
 42	 42	 H	 N	-4.0685
 46	 45	 H	 C	0.1529
 46	 46	 H	 N	6.4460
 91	 90	 H	 C	4.1753
 91	 91	 H	 N	4.9967
 92	 91	 H	 C	1.0844
 92	 92	 H	 N	2.3294
 93	 92	 H	 C	1.6911
 93	 93	 H	 N	0.6288
 94	 93	 H	 C	-2.6203
 94	 94	 H	 N	-1.4820
 95	 94	 H	 C	2.4698
 95	 95	 H	 N	-2.1262
 96	 95	 H	 C	0.5040
 96	 96	 H	 N	1.7920
 97	 96	 H	 C	2.5797
 97	 97	 H	 N	0.3871
 98	 97	 H	 C	-4.5217
 98	 98	 H	 N	0.0279
 99	 98	 H	 C	-2.6203
 99	 99	 H	 N	0.5653
100	 99	 H	 C	2.7995
100	100	 H	 N	-0.4218
101	100	 H	 C	5.9883
101	101	 H	 N	-1.9086
102	101	 H	 C	-0.0717
102	102	 H	 N	-0.7694
103	102	 H	 C	-0.0955
103	103	 H	 N	-2.0944
104	103	 H	 C	-0.6067
104	104	 H	 N	-1.1738
105	104	 H	 C	-0.1911
105	105	 H	 N	-0.4613
106	105	 H	 C	-2.8377
106	106	 H	 N	-3.1893
107	106	 H	 C	-0.3296
107	107	 H	 N	-0.7290
108	107	 H	 C	3.1100
108	108	 H	 N	-4.0030
109	108	 H	 C	1.7031
109	109	 H	 N	-0.5999
110	109	 H	 C	-2.4436
110	110	 H	 N	0.0116
111	110	 H	 C	2.0136
111	111	 H	 N	-1.1507
112	111	 H	 C	-0.5422
112	112	 H	 N	-0.2292
113	112	 H	 C	-0.8480
113	113	 H	 N	3.0920
114	113	 H	 C	1.3329
114	114	 H	 N	0.3226
115	114	 H	 C	-0.2986
115	115	 H	 N	2.8349
116	115	 H	 C	-0.6043
116	116	 H	 N	-0.3910
117	116	 H	 C	-0.4323
117	117	 H	 N	2.1204
121	120	 H	 C	-1.2158
121	121	 H	 N	0.4304
122	121	 H	 C	-0.8957
122	122	 H	 N	-1.4435
123	122	 H	 C	-2.2405
123	123	 H	 N	-1.9143
124	123	 H	 C	-4.4405
124	124	 H	 N	-0.3929
125	124	 H	 C	0.2102
125	125	 H	 N	2.6982
126	125	 H	 C	1.7891
126	126	 H	 N	-1.5446
127	126	 H	 C	-1.3878
127	127	 H	 N	-1.0429
128	127	 H	 C	-1.8512
128	128	 H	 N	2.5663
129	128	 H	 C	1.3950
129	129	 H	 N	-1.3472
130	129	 H	 C	-1.2349
130	130	 H	 N	-1.3337
131	130	 H	 C	0.4777
131	131	 H	 N	-3.8142
132	131	 H	 C	-3.9699
132	132	 H	 N	0.0058
133	132	 H	 C	0.6354
133	133	 H	 N	-1.1324
134	133	 H	 C	1.0725
134	134	 H	 N	2.2918
135	134	 H	 C	-0.5207
135	135	 H	 N	-1.6929
136	135	 H	 C	-0.4491
136	136	 H	 N	-2.1397
137	136	 H	 C	-2.6633
137	137	 H	 N	-5.1441
138	137	 H	 C	-5.3075
138	138	 H	 N	2.6250
139	138	 H	 C	0.0836
139	139	 H	 N	-0.2032
140	139	 H	 C	-2.5057
140	140	 H	 N	2.0790
141	140	 H	 C	4.7796
141	141	 H	 N	1.3164
142	141	 H	 C	1.6458
142	142	 H	 N	1.0332
143	142	 H	 C	-0.8193
143	143	 H	 N	4.5711
144	143	 H	 C	1.5048
144	144	 H	 N	2.7020
145	144	 H	 C	1.1298
145	145	 H	 N	-0.3072
146	145	 H	 C	3.2987
146	146	 H	 N	-0.6827
147	146	 H	 C	-0.4085
147	147	 H	 N	1.6553
148	147	 H	 C	-0.6951
148	148	 H	 N	-0.6904







data_collection/paramagnetic_data_2020/Ho_PCS.txt

			  2			CA			0.5462


			  2			 C			0.5982


			  3			 H			0.5386


			  3			 N			0.5751


			  3			CA			0.6195


			  3			 C			0.5938


			  4			 H			0.8038


			  4			 N			0.6960


			  4			CA			0.6956


			  4			 C			0.6651


			  5			 H			0.5536


			  5			 N			0.5887


			  5			CA			0.5166


			  5			 C			0.6353


			  6			 H			0.5238


			  6			 N			0.5931


			  6			CA			0.5735


			  6			 C			0.5213


			  7			 H			0.4511


			  7			 N			0.4694


			  7			CA			0.4544


			  7			 C			0.5062


			  8			 H			0.5048


			  8			 N			0.5489


			  8			CA			0.5271


			  8			 C			0.6198


			  9			 H			0.7348


			  9			 N			0.8179


			  9			CA			0.9080


			  9			 C			0.9148


			 10			 H			0.6507


			 10			 N			0.6965


			 10			CA			0.5941


			 17			 C			-0.4509


			 18			 H			-0.4512


			 18			 N			-0.4677


			 18			CA			-0.6476


			 18			 C			-0.9174


			 19			 H			-1.1152


			 19			 N			-1.2106


			 19			CA			-1.6678


			 19			 C			-1.7152


			 20			 H			-1.1652


			 20			 N			-1.3976


			 20			CA			-1.2058


			 20			 C			-0.8541


			 21			 H			-1.2656


			 21			 N			-0.9442


			 21			CA			-0.7598


			 21			 C			-0.5379


			 22			 H			-0.7512


			 22			 N			-0.5393


			 22			CA			-0.4107


			 22			 C			-0.1693


			 23			 H			-0.3102


			 23			 N			-0.2101


			 23			CA			0.1046


			 32			CA			-3.0537


			 32			 C			-2.2808


			 33			 H			-2.1599


			 33			 N			-2.0465


			 33			CA			-1.5494


			 33			 C			-1.3541


			 34			 H			-1.4602


			 34			 N			-1.3605


			 34			CA			-1.1102


			 34			 C			-1.1020


			 35			 H			-1.5335


			 35			 N			-1.3520


			 35			CA			-1.2938


			 35			 C			-1.1635


			 36			 H			-1.4611


			 36			 N			-1.3315


			 36			CA			-1.1708


			 36			 C			-0.9710


			 37			 H			-0.9706


			 37			 N			-0.9550


			 37			CA			-0.7706


			 37			 C			-0.6569


			 38			 H			-0.7926


			 38			 N			-0.7731


			 38			CA			-0.6384


			 38			 C			-0.6100


			 39			 H			-0.7414


			 39			 N			-0.6534


			 39			CA			-0.6300


			 39			 C			-0.5405


			 40			 H			-0.5745


			 40			 N			-0.5595


			 40			CA			-0.4932


			 40			 C			-0.5411


			 41			 H			-0.6597


			 41			 N			-0.5680


			 41			CA			-0.6512


			 41			 C			-0.5750


			 42			 H			-0.5854


			 42			 N			-0.6052


			 42			CA			-0.5654


			 43			CA			-0.7713


			 43			 C			-0.6432


			 44			 H			-0.6052


			 44			 N			-0.6110


			 44			CA			-0.5317


			 44			 C			-0.6046


			 45			 H			-0.3637


			 45			 N			-0.4616


			 45			CA			-0.4995


			 45			 C			-0.4227


			 46			 H			-0.2322


			 46			 N			-0.3100


			 46			CA			-0.1996


			 46			 C			-0.4510


			 47			 H			-0.5331


			 47			 N			-0.5876


			 47			CA			-0.7907


			 47			 C			-1.1504


			 48			 H			-1.0427


			 48			 N			-1.2413


			 48			CA			-1.7975


			 48			 C			-1.9942


			 49			 H			-0.9261


			 49			 N			-1.2543


			 49			CA			-0.9812


			 49			 C			-1.0928


			 50			 H			-0.8049


			 50			 N			-0.9758


			 50			CA			-0.9428


			 72			 C			0.2918


			 73			 H			0.8097


			 73			 N			0.5739


			 73			CA			0.5080


			 73			 C			0.4536


			 74			 H			0.3667


			 74			 N			0.3450


			 74			CA			0.1859


			 84			 C			-0.0469


			 85			 H			-0.0398


			 85			 N			-0.0426


			 85			CA			-0.0461


			 85			 C			-0.0420


			 86			 H			-0.0423


			 86			 N			-0.0419


			 86			CA			-0.0350


			 86			 C			-0.0074


			 87			 H			-0.0539


			 87			 N			-0.0687


			 87			CA			-0.0281


			 87			 C			-0.0599


			 88			 H			-0.0432


			 88			 N			-0.0379


			 88			CA			-0.0514


			 88			 C			-0.0346


			 89			 H			-0.0346


			 89			 N			-0.0401


			 89			CA			-0.0433


			 89			 C			-0.0261


			 90			 H			-0.0374


			 90			 N			-0.0375


			 90			CA			-0.0309


			 90			 C			-0.0406


			 91			 H			-0.0357


			 91			 N			-0.0361


			 91			CA			-0.0835


			 91			 C			-0.0212


			 92			 H			-0.0287


			 92			 N			-0.0278


			 92			CA			-0.0388


			 92			 C			-0.0290


			 93			 H			-0.0249


			 93			 N			-0.0189


			 93			CA			-0.0040


			 93			 C			-0.0239


			 94			 H			-0.0235


			 94			 N			-0.0157


			 94			CA			-0.0404


			 94			 C			-0.0197


			 95			 H			-0.0215


			 95			 N			-0.0096


			 95			CA			-0.0182


			 95			 C			-0.0326


			 96			 H			-0.0228


			 96			 N			-0.0156


			 96			CA			-0.0234


			 96			 C			-0.0067


			 97			 H			-0.0176


			 97			 N			-0.0154


			 97			CA			-0.0190


			 97			 C			-0.0227


			 98			 H			-0.0185


			 98			 N			-0.0049


			 98			CA			-0.0066


			 98			 C			-0.0142


			 99			 H			-0.0156


			 99			 N			-0.0107


			 99			CA			-0.0218


			 99			 C			-0.0170


			100			 H			-0.0110


			100			 N			-0.0111


			100			CA			-0.0418


			100			 C			-0.0136


			101			 H			-0.0148


			101			 N			0.0086


			101			CA			-0.0291


			101			 C			-0.0053


			102			 H			-0.0110


			102			 N			-0.0033


			102			CA			0.0074


			102			 C			-0.0177


			103			 H			-0.0142


			103			 N			-0.0015


			103			CA			-0.0221


			103			 C			-0.0181


			104			 H			-0.0190


			104			 N			-0.0101


			104			CA			-0.0289


			104			 C			-0.0145


			105			 H			-0.0163


			105			 N			-0.0065


			105			CA			-0.0231


			105			 C			-0.0202


			106			 H			-0.0160


			106			 N			-0.0114


			106			CA			-0.0307


			106			 C			-0.0085


			107			 H			-0.0194


			107			 N			-0.0158


			107			CA			-0.0354


			107			 C			-0.0362


			108			 H			-0.0203


			108			 N			-0.0030


			108			CA			-0.0648


			108			 C			-0.0168


			109			 H			-0.0222


			109			 N			-0.0145


			109			CA			-0.0273


			109			 C			-0.0350


			110			 H			-0.0224


			110			 N			-0.0170


			110			CA			-0.0577


			110			 C			-0.0165


			111			 H			-0.0273


			111			 N			-0.0097


			111			CA			-0.0575


			111			 C			-0.0356


			112			 H			-0.0326


			112			 N			-0.0204


			112			CA			-0.0452


			112			 C			-0.0420


			113			 H			-0.0317


			113			 N			-0.0367


			113			CA			-0.0249


			113			 C			-0.0165


			114			 H			-0.0253


			114			 N			-0.0124


			114			CA			-0.0367


			114			 C			-0.0196


			115			 H			-0.0147


			115			 N			-0.0154


			115			CA			-0.0252


			115			 C			-0.0036


			116			 H			-0.0136


			116			 N			0.0035


			116			CA			-0.0176


			116			 C			-0.0078


			117			 H			-0.0067


			117			 N			-0.0148


			117			CA			-0.0205


			117			 C			-0.0147


			118			 H			-0.0083


			118			 N			-0.0075


			118			CA			-0.0174


			118			 C			-0.0081


			119			 H			-0.0074


			119			 N			-0.0034


			119			CA			-0.0157


			119			 C			-0.0052


			120			 H			-0.0063


			120			 N			0.0041


			120			CA			-0.0158


			120			 C			-0.0133


			121			 H			-0.0071


			121			 N			-0.0036


			121			CA			-0.0465


			121			 C			-0.0009


			122			 H			-0.0071


			122			 N			-0.0088


			122			CA			-0.0125


			122			 C			-0.0209


			123			 H			-0.0064


			123			 N			0.0092


			123			CA			-0.0138


			123			 C			-0.0015


			124			 H			-0.0044


			124			 N			-0.0120


			124			CA			-0.0226


			124			 C			-0.0151


			125			 H			-0.0050


			125			 N			-0.0142


			125			CA			-0.0319


			125			 C			0.0090


			126			 H			-0.0006


			126			 N			0.0077


			126			CA			-0.0026


			126			 C			-0.0053


			127			 H			0.0013


			127			 N			-0.0099


			127			CA			-0.0010


			127			 C			0.0040


			128			 H			-0.0001


			128			 N			0.0096


			128			CA			-0.0028


			128			 C			-0.0069


			129			 H			-0.0027


			129			 N			0.0086


			129			CA			-0.0147


			129			 C			0.0016


			130			 H			-0.0011


			130			 N			0.0146


			130			CA			-0.0211


			130			 C			0.0035


			131			 H			-0.0007


			131			 N			0.0207


			131			CA			-0.0143


			131			 C			-0.0047


			132			 H			-0.0032


			132			 N			0.0026


			132			CA			0.0077


			132			 C			-0.0025


			133			 H			-0.0031


			133			 N			-0.0058


			133			CA			-0.0156


			133			 C			-0.0115


			134			 H			-0.0047


			134			 N			-0.0052


			134			CA			0.0010


			134			 C			0.0048


			135			 H			-0.0064


			135			 N			0.0079


			135			CA			-0.0155


			135			 C			-0.0066


			136			 H			-0.0097


			136			 N			-0.0105


			136			CA			-0.0347


			136			 C			-0.0035


			137			 H			-0.0062


			137			 N			0.0100


			137			CA			-0.0028


			137			 C			-0.0080


			138			 H			-0.0122


			138			 N			-0.0124


			138			CA			-0.0321


			138			 C			-0.0123


			139			 H			-0.0067


			139			 N			-0.0054


			139			CA			-0.0044


			139			 C			-0.0108


			140			 H			-0.0041


			140			 N			-0.0060


			140			CA			-0.0128


			140			 C			0.0014


			141			 H			-0.0067


			141			 N			-0.0029


			141			CA			-0.0252


			141			 C			-0.0162


			142			 H			-0.0069


			142			 N			-0.0069


			142			CA			-0.0301


			142			 C			0.0032


			143			 H			-0.0013


			143			 N			0.0026


			143			CA			-0.0049


			143			 C			-0.0082


			144			 H			-0.0004


			144			 N			0.0069


			144			CA			-0.0110


			144			 C			0.0142


			145			 H			0.0000


			145			 N			0.0080


			145			CA			-0.0062


			145			 C			0.0026


			146			 H			0.0059


			146			 N			-0.0078


			146			CA			-0.0081


			146			 C			0.0211


			147			 H			0.0123


			147			 N			0.0054


			147			CA			0.0177


			147			 C			0.0204


			148			 H			0.0233


			148			 N			0.0354


			148			CA			0.0097









data_collection/paramagnetic_data_2020/Ho_RDC_JCAHA.txt

# temperature 298
# field 900
  5	  5	CA	HA	16.6633
  8	  8	CA	HA	41.7436
  9	  9	CA	HA	-29.8128
 21	 21	CA	HA	-21.5813
 22	 22	CA	HA	0.9275
 34	 34	CA	HA	12.7480
 36	 36	CA	HA	-18.6660
 38	 38	CA	HA	16.7362
 39	 39	CA	HA	-13.7368
 41	 41	CA	HA	11.2922
 42	 42	CA	HA	-2.0341
 44	 44	CA	HA	10.0496
 46	 46	CA	HA	32.6708
 47	 47	CA	HA	0.9826
 86	 86	CA	HA	-8.1025
 88	 88	CA	HA	1.2725
 89	 89	CA	HA	-12.1189
 90	 90	CA	HA	-1.6532
 91	 91	CA	HA	0.8639
 92	 92	CA	HA	4.9525
 93	 93	CA	HA	-9.8474
 94	 94	CA	HA	-4.9749
 95	 95	CA	HA	-9.7089
 97	 97	CA	HA	-5.9982
 99	 99	CA	HA	4.1565
100	100	CA	HA	0.2633
101	101	CA	HA	-6.8993
104	104	CA	HA	-3.6828
105	105	CA	HA	-6.7885
106	106	CA	HA	1.2949
108	108	CA	HA	-4.2407
109	109	CA	HA	1.8141
110	110	CA	HA	1.0442
111	111	CA	HA	2.1329
114	114	CA	HA	1.4314
117	117	CA	HA	-0.9786
118	118	CA	HA	2.7570
119	119	CA	HA	-2.0766
121	121	CA	HA	-1.6129
122	122	CA	HA	-4.4051
123	123	CA	HA	-5.6175
124	124	CA	HA	6.6710
125	125	CA	HA	-3.4147
128	128	CA	HA	8.1145
129	129	CA	HA	-5.0279
130	130	CA	HA	1.1493
131	131	CA	HA	-4.3832
133	133	CA	HA	-0.3445
135	135	CA	HA	-1.3598
136	136	CA	HA	-2.6609
137	137	CA	HA	4.2623
138	138	CA	HA	0.8099
140	140	CA	HA	0.9602
141	141	CA	HA	1.7854
142	142	CA	HA	-6.5451
143	143	CA	HA	5.5227
144	144	CA	HA	-7.0188
145	145	CA	HA	3.8037
146	146	CA	HA	-2.9637
147	147	CA	HA	1.4583
148	148	CA	HA	-1.6481







data_collection/paramagnetic_data_2020/Ho_RDC_JCOCA.txt

# temperature 298
# field 900
  2	  2	 C	CA	-0.1144
  3	  3	 C	CA	2.0889
  4	  4	 C	CA	-1.7930
  5	  5	 C	CA	-0.9218
  6	  6	 C	CA	0.4191
  7	  7	 C	CA	-2.8397
  8	  8	 C	CA	-1.4110
 20	 20	 C	CA	-3.0137
 21	 21	 C	CA	-1.4035
 34	 34	 C	CA	-1.1460
 35	 35	 C	CA	-1.2323
 36	 36	 C	CA	1.4626
 37	 37	 C	CA	-1.0671
 38	 38	 C	CA	0.8172
 39	 39	 C	CA	0.8327
 40	 40	 C	CA	-1.7256
 41	 41	 C	CA	-1.3688
 43	 43	 C	CA	0.2132
 44	 44	 C	CA	2.5634
 45	 45	 C	CA	-0.5318
 46	 46	 C	CA	-3.2598
 47	 47	 C	CA	-2.2420
 85	 85	 C	CA	-2.3710
 87	 87	 C	CA	-2.5717
 88	 88	 C	CA	-2.0879
 89	 89	 C	CA	0.0543
 90	 90	 C	CA	0.2638
 91	 91	 C	CA	-0.8526
 92	 92	 C	CA	-0.4692
 93	 93	 C	CA	-0.4976
 94	 94	 C	CA	0.1576
 95	 95	 C	CA	-0.4571
 96	 96	 C	CA	-0.6256
 97	 97	 C	CA	-0.5532
 98	 98	 C	CA	-0.6698
 99	 99	 C	CA	0.3027
100	100	 C	CA	-2.0965
101	101	 C	CA	0.0410
102	102	 C	CA	0.0214
103	103	 C	CA	-0.3691
104	104	 C	CA	0.4662
105	105	 C	CA	-0.2477
106	106	 C	CA	-0.3711
107	107	 C	CA	0.0010
108	108	 C	CA	0.3035
109	109	 C	CA	0.0913
110	110	 C	CA	-0.0425
111	111	 C	CA	0.3196
112	112	 C	CA	0.0679
113	113	 C	CA	-0.4531
114	114	 C	CA	-0.0136
115	115	 C	CA	-0.3241
116	116	 C	CA	0.9024
117	117	 C	CA	0.6138
118	118	 C	CA	-1.2325
119	119	 C	CA	-0.6884
120	120	 C	CA	-0.3611
121	121	 C	CA	0.1159
122	122	 C	CA	0.5484
123	123	 C	CA	0.7991
124	124	 C	CA	-0.4775
125	125	 C	CA	-0.8498
126	126	 C	CA	0.2474
127	127	 C	CA	-0.1702
128	128	 C	CA	-0.0749
129	129	 C	CA	-0.1873
130	130	 C	CA	-0.1504
131	131	 C	CA	0.0065
132	132	 C	CA	0.6361
133	133	 C	CA	-1.3839
134	134	 C	CA	-0.9273
135	135	 C	CA	0.4380
136	136	 C	CA	-0.8795
137	137	 C	CA	-0.6215
138	138	 C	CA	0.7656
139	139	 C	CA	-1.1822
140	140	 C	CA	0.2974
141	141	 C	CA	0.7835
142	142	 C	CA	-1.1196
143	143	 C	CA	0.2889
144	144	 C	CA	-0.2861
145	145	 C	CA	0.2185
146	146	 C	CA	-0.5351
147	147	 C	CA	0.1408







data_collection/paramagnetic_data_2020/Ho_RDC_JNH.txt

# temperature 298
# field 950
  3	  2	 H	 C	-2.6347
  3	  3	 H	 N	3.0689
  4	  3	 H	 C	-0.9674
  4	  4	 H	 N	-3.7748
  5	  4	 H	 C	2.4077
  5	  5	 H	 N	-16.0976
 34	 33	 H	 C	-5.1164
 34	 34	 H	 N	-11.6979
 37	 36	 H	 C	1.5001
 37	 37	 H	 N	-17.3995
 38	 37	 H	 C	2.1521
 38	 38	 H	 N	-17.6171
 39	 38	 H	 C	4.8728
 39	 39	 H	 N	-6.0425
 40	 39	 H	 C	-5.8259
 40	 40	 H	 N	-0.7261
 41	 40	 H	 C	7.0273
 41	 41	 H	 N	-0.8532
 42	 41	 H	 C	-3.0574
 42	 42	 H	 N	1.1161
 44	 43	 H	 C	-2.1474
 44	 44	 H	 N	3.5494
 46	 45	 H	 C	-3.0789
 46	 46	 H	 N	-0.6057
 47	 46	 H	 C	7.1157
 47	 47	 H	 N	-3.7988
 48	 47	 H	 C	-3.6904
 48	 48	 H	 N	4.8870
 49	 48	 H	 C	-0.8384
 49	 49	 H	 N	-5.6612
 89	 88	 H	 C	-4.8465
 89	 89	 H	 N	-11.5727
 90	 89	 H	 C	-2.0996
 90	 90	 H	 N	-4.3670
 91	 90	 H	 C	2.2907
 91	 91	 H	 N	-5.2038
 92	 91	 H	 C	0.6330
 92	 92	 H	 N	-2.5191
 93	 92	 H	 C	3.7454
 93	 93	 H	 N	-1.5147
 94	 93	 H	 C	-3.4157
 94	 94	 H	 N	-3.1017
 95	 94	 H	 C	-1.3591
 95	 95	 H	 N	3.4319
 96	 95	 H	 C	1.5813
 96	 96	 H	 N	-0.1502
 97	 96	 H	 C	-0.0215
 97	 97	 H	 N	-0.0048
 98	 97	 H	 C	-4.2685
 98	 98	 H	 N	3.9153
 99	 98	 H	 C	2.9643
 99	 99	 H	 N	-2.6250
100	 99	 H	 C	0.0454
100	100	 H	 N	-3.6371
101	100	 H	 C	3.9556
101	101	 H	 N	5.5678
102	101	 H	 C	0.4395
102	102	 H	 N	0.9697
103	102	 H	 C	2.0685
103	103	 H	 N	-1.0255
104	103	 H	 C	-0.3846
104	104	 H	 N	3.1700
105	104	 H	 C	-1.9443
105	105	 H	 N	1.3703
106	105	 H	 C	-0.8480
106	106	 H	 N	-0.7607
107	106	 H	 C	2.0877
107	107	 H	 N	1.0063
108	107	 H	 C	2.9356
108	108	 H	 N	4.5461
109	108	 H	 C	-0.6378
109	109	 H	 N	2.3554
110	109	 H	 C	0.9746
110	110	 H	 N	0.1897
111	110	 H	 C	-2.6896
111	111	 H	 N	0.3659
112	111	 H	 C	2.9261
112	112	 H	 N	3.8884
113	112	 H	 C	2.8807
113	113	 H	 N	-1.8412
114	113	 H	 C	-1.6004
114	114	 H	 N	-0.4998
115	114	 H	 C	0.1362
115	115	 H	 N	-2.1599
116	115	 H	 C	0.4085
116	116	 H	 N	0.1502
117	116	 H	 C	0.2174
117	117	 H	 N	-1.4512
118	117	 H	 C	0.2150
118	118	 H	 N	2.1628
119	118	 H	 C	-1.5168
119	119	 H	 N	1.9028
120	119	 H	 C	1.3090
120	120	 H	 N	1.0140
121	120	 H	 C	1.1418
121	121	 H	 N	-2.9360
122	121	 H	 C	-4.4548
122	122	 H	 N	0.9485
123	122	 H	 C	0.4276
123	123	 H	 N	1.0390
124	123	 H	 C	2.8926
124	124	 H	 N	-1.6553
125	124	 H	 C	-0.0072
125	125	 H	 N	-0.4853
126	125	 H	 C	1.4356
126	126	 H	 N	-1.3009
127	126	 H	 C	-0.2819
127	127	 H	 N	1.1835
128	127	 H	 C	2.0733
128	128	 H	 N	-1.8960
129	128	 H	 C	2.3886
129	129	 H	 N	0.3524
130	129	 H	 C	-0.4849
130	130	 H	 N	1.8903
132	131	 H	 C	-0.0955
132	132	 H	 N	0.2696
133	132	 H	 C	-2.6800
133	133	 H	 N	-0.5065
134	133	 H	 C	3.2270
134	134	 H	 N	-1.7641
135	134	 H	 C	1.1967
135	135	 H	 N	-0.1194
136	135	 H	 C	-1.3711
136	136	 H	 N	-2.1560
137	136	 H	 C	-7.6197
137	137	 H	 N	3.0497
138	137	 H	 C	-8.1261
138	138	 H	 N	-2.3217
139	138	 H	 C	-1.8154
139	139	 H	 N	-1.6861
140	139	 H	 C	3.3512
140	140	 H	 N	-2.0578
141	140	 H	 C	3.1100
141	141	 H	 N	-2.6125
142	141	 H	 C	0.7261
142	142	 H	 N	-2.1377
143	142	 H	 C	0.5685
143	143	 H	 N	-0.3698
144	143	 H	 C	4.9492
144	144	 H	 N	-1.5985
145	144	 H	 C	-2.6824
145	145	 H	 N	-0.9254
147	146	 H	 C	0.1576
147	147	 H	 N	-1.4550
148	147	 H	 C	0.2651
148	148	 H	 N	-0.4275







data_collection/paramagnetic_data_2020/parse_format.py

# -*- coding: utf-8 -*-
"""
Created on Thu May  7 12:16:56 2020

@author: nkarsch
"""

import pandas as pd
import numpy as np
import glob
import os
import sys
import re
import matplotlib.pyplot as plt
import matplotlib as mpl
from pathlib import Path

mpl.rc('figure', dpi=300)

# %%

N_RESIDUES = 148
N_NUCLEI = 4
NAME_NUCLEI = ['H', 'N', 'CA', 'C']
LN_LIST = ['Lu', 'Yb', 'Dy', 'Tb', 'Tm', 'Ho', 'Er']
FILEPATH = 'P:\\Calmodulin\\CCPN_projects\\peak_lists_2020\\'
SPECTRA = ['JNH', 'JCOCA', 'JCAHA']
ASSIGN_REGEX = '(\d{1,3})([A-Z][a-z]{2})([A-Z][a-z]*)'

def read_shifts(fname):
    df_raw = pd.read_csv(fname, sep='\t')
    shifts = np.zeros((N_RESIDUES, N_NUCLEI))
    shifts[...] = np.nan
    shifts = pd.DataFrame(shifts, index=np.arange(N_RESIDUES)+1,
                          columns=NAME_NUCLEI)

    for row in df_raw.itertuples():
        m = re.search(ASSIGN_REGEX, row.Resonance)
        shifts.loc[int(m.group(1)), m.group(3).upper()] = row._4
    return shifts

def peakpair_simple(fname):
    df_raw = pd.read_csv(fname, sep='\t')
    peak_pairs = np.zeros((N_RESIDUES, 6))
    peak_pairs[...] = np.nan
    peak_pairs = pd.DataFrame(peak_pairs, index=np.arange(N_RESIDUES)+1,)

    for row_tup in df_raw.iterrows():
        s = row_tup[1]
        resno = int(re.search(ASSIGN_REGEX, s['Assign F1']).group(1))
        if np.isnan(peak_pairs.loc[resno, 0]):
            peak_pairs.loc[resno, 0:2].values[:] = s.iloc[2:5].values
        elif np.isnan(peak_pairs.loc[resno, 3]):
            peak_pairs.loc[resno, 3:5].values[:] = s.iloc[2:5].values
        else:
            print(resno)
            raise RuntimeError
    return peak_pairs

def peakpair2rdc(peakpair_ref, peakpair_rdc, fields, cols, sign):
    sign = np.array(sign)
    relgamma = np.array([1, 0.251434, -0.101363])[list(cols)]
    coup_rdc = np.abs(peakpair_rdc.values[:, 0:3] - peakpair_rdc.values[:, 3:6])
    coup_ref = np.abs(peakpair_ref.values[:, 0:3] - peakpair_ref.values[:, 3:6])
    rdc = coup_rdc[:, cols]*relgamma*fields[1] - coup_ref[:, cols]*relgamma*fields[0]
    rdc = pd.DataFrame(rdc, index=peakpair_ref.index)*sign
    return rdc  # FIXME

def caha_couplings(Ln):
    fname = FILEPATH + '{}_JCAHA.txt'.format(Ln)

    df_raw = pd.read_csv(fname, sep='\t')
    peak_list = np.zeros((N_RESIDUES, 5))
    peak_ctr = np.zeros((N_RESIDUES, ), dtype=int)
    restype = np.zeros((N_RESIDUES, ), dtype='U3')
    couplings = np.zeros((N_RESIDUES, 1))
    couplings[...] = np.nan
    couplings = pd.DataFrame(couplings, index=np.arange(N_RESIDUES)+1,)

    for row_tup in df_raw.iterrows():
        s = row_tup[1]
        m = re.search(ASSIGN_REGEX, s['Assign F1'])
        resno = int(m.group(1))
        restype[resno-1] = m.group(2)
        peak_list[resno-1, peak_ctr[resno-1]] = s.iloc[3]
        peak_ctr[resno-1] += 1

    for resno in range(2, N_RESIDUES+1):
        if restype[resno-1] == 'Gly':
            continue
        ca = peak_list[resno-1].copy()
        ca.sort()
        for i in range(4):
            if np.isclose(np.mean(ca[i:i+2]), shifts_dict[Ln].loc[resno, 'CA'], atol=0.2):
                couplings.loc[resno, 0] = ca[i+1] - ca[i]
        # This was supposed to assign the i-1 peak if possible, but leads to
        # wrong assignment in indiividual cases
        # if np.isnan(couplings.loc[resno-1, 0]):
        #     for i in range(4):
        #         if np.isclose(np.mean(ca[i:i+2]), shifts_dict[Ln].loc[resno-1, 'CA'], atol=0.2):
        #             couplings.loc[resno-1, 0] = ca[i+1] - ca[i]
    return couplings

# %% write PCS files

shifts_dict = {}
PCS_dict = {}
for Ln in LN_LIST:
    shifts_dict[Ln] = read_shifts(FILEPATH+Ln+'_shifts.txt')
    if Ln != 'Lu':
        PCS_dict[Ln] = shifts_dict[Ln]-shifts_dict['Lu']

for Ln in PCS_dict.keys():
    f = open(Ln + '_PCS.txt', 'w')
    for row_tup in PCS_dict[Ln].iterrows():
        for nuc in NAME_NUCLEI:
            if np.isnan(row_tup[1][nuc]):
                continue
            f.write('{:3}\t{:>2}\t{:.4f}\n'.format(row_tup[0], nuc, row_tup[1][nuc]))
    f.close()


# %%

caha_rdc_dict = {}
caha_Lu = caha_couplings('Lu')

nucs = [['CA', 'HA']]
for Ln in PCS_dict.keys():

    # field = 1200 if Ln == 'Yb' else 900
    field = 900
    caha_rdc_dict[Ln] = (caha_couplings(Ln)*field - caha_Lu*800)*0.251434

    f = open(Ln + '_RDC_JCAHA.txt', 'w')
    f.write('# temperature 298\n# field {}\n'.format(field))
    rdc_jcoca = caha_rdc_dict[Ln]
    for row_tup in rdc_jcoca.iterrows():
        if np.isnan(row_tup[1].iloc[0]):
            continue
        f.write('{:3}\t{:3}\t{:>2}\t{:>2}\t{:.4f}\n'.format(
            row_tup[0], row_tup[0], *nucs[0], row_tup[1].iloc[0]))
    f.close()
# sys.exit()

# %% write RDC files

peakpairs_Lu = {}
peakpairs_Lu['JNH'] = peakpair_simple(FILEPATH + 'Lu_JNH.txt')
peakpairs_Lu['JCOCA'] = peakpair_simple(FILEPATH + 'Lu_JCOCA.txt')

nucs = [['H', 'C'], ['H', 'N']]

for Ln in PCS_dict.keys():
    f = open(Ln + '_RDC_JNH.txt', 'w')
    # field = 1200 if Ln == 'Yb' else 950
    field = 950
    f.write('# temperature 298\n# field {}\n'.format(field))
    rdc_jnh = peakpair2rdc(peakpairs_Lu['JNH'],
                           peakpair_simple(FILEPATH + '{}_JNH.txt'.format(Ln)),
                           fields=(950, field), cols=(1, 2), sign=(1, 1))
    print(Ln, field)
    for row_tup in rdc_jnh.iterrows():
        for i in range(len(nucs)):
            if np.isnan(row_tup[1].iloc[i]):
                continue
            f.write('{:3}\t{:3}\t{:>2}\t{:>2}\t{:.4f}\n'.format(
                row_tup[0], row_tup[0]-1+i, *nucs[i], row_tup[1].iloc[i]))
    f.close()




nucs = [['C', 'CA']]

for Ln in PCS_dict.keys():
    f = open(Ln + '_RDC_JCOCA.txt', 'w')
    f.write('# temperature 298\n# field 900\n')
    rdc_jcoca = peakpair2rdc(peakpairs_Lu['JCOCA'],
                           peakpair_simple(FILEPATH + '{}_JCOCA.txt'.format(Ln)),
                           fields=(800, 900), cols=(1,), sign=(1,))
    for row_tup in rdc_jcoca.iterrows():
        for i in range(len(nucs)):
            if np.isnan(row_tup[1].iloc[i]):
                continue
            f.write('{:3}\t{:3}\t{:>2}\t{:>2}\t{:.4f}\n'.format(
                row_tup[0]-1, row_tup[0]-1, *nucs[i], row_tup[1].iloc[i]))
    f.close()






sys.exit()















data_collection/paramagnetic_data_2020/Tb_PCS.txt

			  2			CA			0.6257


			  2			 C			0.7500


			  3			 H			0.6959


			  3			 N			0.7316


			  3			CA			0.8576


			  3			 C			0.8364


			  4			 H			1.2328


			  4			 N			1.0406


			  4			CA			1.0804


			  4			 C			1.1699


			  5			 H			0.9234


			  5			 N			0.9987


			  5			CA			0.9627


			  5			 C			1.2156


			  6			 H			1.0439


			  6			 N			1.1471


			  6			CA			1.2102


			  6			 C			1.0992


			  7			 H			0.9317


			  7			 N			0.9722


			  7			CA			0.9401


			  7			 C			1.0687


			  8			 H			0.9598


			  8			 N			1.0191


			  8			CA			0.9643


			  8			 C			1.1552


			  9			 H			1.4767


			  9			 N			1.6118


			  9			CA			1.9900


			 16			 C			0.7801


			 17			 H			1.2545


			 17			 N			1.0914


			 17			CA			0.9082


			 17			 C			0.0523


			 18			 H			-0.1098


			 18			 N			-0.1538


			 18			CA			-0.6598


			 20			CA			-0.6664


			 20			 C			-0.3723


			 21			 H			-1.4883


			 21			 N			-0.8248


			 21			CA			-0.6727


			 21			 C			-0.3570


			 22			 H			-0.6108


			 22			 N			-0.2963


			 22			CA			-0.0684


			 22			 C			0.4347


			 23			 H			0.5804


			 23			 N			0.6878


			 23			CA			1.4516


			 35			CA			-2.2947


			 35			 C			-2.1353


			 36			 H			-2.7495


			 36			 N			-2.5601


			 36			CA			-2.2124


			 36			 C			-1.9013


			 37			 H			-1.8272


			 37			 N			-1.8282


			 37			CA			-1.4300


			 37			 C			-1.1916


			 38			 H			-1.4641


			 38			 N			-1.4308


			 38			CA			-1.1215


			 38			 C			-1.1597


			 39			 H			-1.3945


			 39			 N			-1.2937


			 39			CA			-1.2168


			 39			 C			-1.0744


			 40			 H			-1.0962


			 40			 N			-1.1395


			 40			CA			-0.9970


			 40			 C			-1.0330


			 41			 H			-1.2919


			 41			 N			-1.1020


			 41			CA			-1.2933


			 41			 C			-1.1314


			 42			 H			-1.1650


			 42			 N			-1.2521


			 42			CA			-1.1134


			 43			CA			-1.4952


			 43			 C			-1.2226


			 44			 H			-1.1445


			 44			 N			-1.1871


			 44			CA			-0.9093


			 44			 C			-1.1448


			 45			 H			-0.6310


			 45			 N			-0.7882


			 45			CA			-0.8363


			 45			 C			-0.6248


			 46			 H			-0.3013


			 46			 N			-0.4626


			 46			CA			-0.1336


			 46			 C			-0.6580


			 47			 H			-0.9077


			 47			 N			-0.9974


			 47			CA			-1.4870


			 47			 C			-2.1435


			 48			 H			-1.9280


			 48			 N			-2.3153


			 48			CA			-3.4130


			 72			 C			-0.0135


			 73			 H			-0.0407


			 73			 N			0.2387


			 73			CA			-0.0165


			 73			 C			-0.2997


			 74			 H			-0.9597


			 74			 N			-0.8267


			 74			CA			-0.9941


			 74			 C			-1.1233


			 75			 H			-0.8782


			 75			 N			-0.3380


			 75			CA			-1.3236


			 75			 C			-0.8292


			 76			 H			-0.6993


			 76			 N			-0.7736


			 76			CA			-0.4928


			 76			 C			-0.4526


			 77			 H			-0.5073


			 77			 N			-0.4394


			 77			CA			-0.4067


			 87			CA			-0.2156


			 87			 C			-0.2214


			 88			 H			-0.1947


			 88			 N			-0.2093


			 88			CA			-0.1937


			 88			 C			-0.1652


			 89			 H			-0.1672


			 89			 N			-0.1847


			 89			CA			-0.1713


			 89			 C			-0.1348


			 90			 H			-0.1656


			 90			 N			-0.1741


			 90			CA			-0.1452


			 90			 C			-0.1549


			 91			 H			-0.1516


			 91			 N			-0.1563


			 91			CA			-0.1610


			 91			 C			-0.1060


			 92			 H			-0.1254


			 92			 N			-0.1279


			 92			CA			-0.1169


			 92			 C			-0.1183


			 93			 H			-0.1100


			 93			 N			-0.1140


			 93			CA			-0.0930


			 93			 C			-0.0907


			 94			 H			-0.0890


			 94			 N			-0.0888


			 94			CA			-0.1071


			 94			 C			-0.0808


			 95			 H			-0.0754


			 95			 N			-0.0645


			 95			CA			-0.0603


			 95			 C			-0.0917


			 96			 H			-0.0847


			 96			 N			-0.0819


			 96			CA			-0.0861


			 96			 C			-0.0516


			 97			 H			-0.0705


			 97			 N			-0.0709


			 97			CA			-0.0714


			 97			 C			-0.0825


			 98			 H			-0.0796


			 98			 N			-0.0624


			 98			CA			-0.0788


			 98			 C			-0.0680


			 99			 H			-0.0706


			 99			 N			-0.0719


			 99			CA			-0.0771


			 99			 C			-0.0753


			100			 H			-0.0684


			100			 N			-0.0695


			100			CA			-0.0962


			100			 C			-0.0620


			101			 H			-0.0638


			101			 N			-0.0272


			101			CA			-0.0636


			101			 C			-0.0407


			102			 H			-0.0477


			102			 N			-0.0529


			102			CA			-0.0371


			102			 C			-0.0576


			103			 H			-0.0474


			103			 N			-0.0316


			103			CA			-0.0602


			103			 C			-0.0517


			104			 H			-0.0615


			104			 N			-0.0602


			104			CA			-0.0734


			104			 C			-0.0590


			105			 H			-0.0621


			105			 N			-0.0648


			105			CA			-0.0736


			105			 C			-0.0694


			106			 H			-0.0559


			106			 N			-0.0566


			106			CA			-0.0779


			106			 C			-0.0385


			107			 H			-0.0632


			107			 N			-0.1150


			107			CA			-0.1093


			107			 C			-0.1081


			108			 H			-0.0757


			108			 N			-0.0563


			108			CA			-0.1099


			108			 C			-0.0749


			109			 H			-0.0743


			109			 N			-0.0794


			109			CA			-0.0811


			109			 C			-0.0902


			110			 H			-0.0668


			110			 N			-0.0669


			110			CA			-0.0839


			110			 C			-0.0532


			111			 H			-0.0798


			111			 N			-0.0568


			111			CA			-0.1143


			111			 C			-0.1015


			112			 H			-0.0913


			112			 N			-0.0962


			112			CA			-0.1096


			112			 C			-0.1034


			113			 H			-0.0791


			113			 N			-0.1014


			113			CA			-0.0759


			113			 C			-0.0412


			114			 H			-0.0667


			114			 N			-0.0578


			114			CA			-0.0662


			114			 C			-0.0471


			115			 H			-0.0340


			115			 N			-0.0538


			115			CA			-0.0454


			115			 C			-0.0150


			116			 H			-0.0367


			116			 N			-0.0202


			116			CA			-0.0362


			116			 C			-0.0252


			117			 H			-0.0182


			117			 N			-0.0532


			117			CA			-0.0464


			117			 C			-0.0435


			118			 H			-0.0238


			118			 N			-0.0252


			118			CA			-0.0508


			118			 C			-0.0229


			119			 H			-0.0233


			119			 N			-0.0314


			119			CA			-0.0412


			119			 C			-0.0248


			120			 H			-0.0213


			120			 N			-0.0120


			120			CA			-0.0416


			120			 C			-0.0368


			121			 H			-0.0293


			121			 N			-0.0274


			121			CA			-0.0563


			121			 C			-0.0224


			122			 H			-0.0315


			122			 N			-0.0426


			122			CA			-0.0400


			122			 C			-0.0572


			123			 H			-0.0266


			123			 N			-0.0105


			123			CA			-0.0626


			123			 C			-0.0214


			124			 H			-0.0332


			124			 N			-0.0572


			124			CA			-0.0564


			124			 C			-0.0625


			125			 H			-0.0381


			125			 N			-0.0636


			125			CA			-0.0646


			125			 C			-0.0073


			126			 H			-0.0263


			126			 N			-0.0221


			126			CA			-0.0294


			126			 C			-0.0388


			127			 H			-0.0234


			127			 N			-0.0547


			127			CA			-0.0214


			127			 C			-0.0170


			128			 H			-0.0364


			128			 N			-0.0252


			128			CA			-0.0457


			128			 C			-0.0584


			129			 H			-0.0382


			129			 N			-0.0290


			129			CA			-0.0520


			129			 C			-0.0252


			130			 H			-0.0416


			130			 N			-0.0168


			130			CA			-0.0427


			130			 C			-0.0332


			131			 H			-0.0369


			131			 N			-0.0131


			131			CA			-0.0426


			131			 C			-0.0367


			132			 H			-0.0323


			132			 N			-0.0415


			132			CA			-0.0256


			132			 C			-0.0331


			133			 H			-0.0328


			133			 N			-0.0556


			133			CA			-0.0431


			133			 C			-0.0445


			134			 H			-0.0317


			134			 N			-0.0458


			134			CA			-0.0399


			134			 C			-0.0167


			135			 H			-0.0428


			135			 N			-0.0256


			135			CA			-0.0514


			135			 C			-0.0516


			136			 H			-0.0583


			136			 N			-0.0679


			136			CA			-0.0814


			136			 C			-0.0479


			137			 H			-0.0613


			137			 N			-0.0394


			137			CA			-0.0748


			137			 C			-0.0831


			138			 H			-0.0843


			138			 N			-0.0990


			138			CA			-0.1128


			138			 C			-0.0976


			139			 H			-0.0807


			139			 N			-0.1078


			139			CA			-0.0898


			139			 C			-0.0895


			140			 H			-0.0682


			140			 N			-0.0901


			140			CA			-0.0905


			140			 C			-0.0604


			141			 H			-0.0794


			141			 N			-0.0918


			141			CA			-0.1102


			141			 C			-0.1162


			142			 H			-0.0945


			142			 N			-0.1225


			142			CA			-0.1136


			142			 C			-0.0820


			143			 H			-0.0770


			143			 N			-0.0934


			143			CA			-0.0829


			143			 C			-0.0855


			144			 H			-0.0702


			144			 N			-0.0798


			144			CA			-0.0739


			144			 C			-0.0571


			145			 H			-0.0841


			145			 N			-0.0994


			145			CA			-0.0968


			145			 C			-0.0972


			146			 H			-0.0803


			146			 N			-0.1277


			146			CA			-0.1025


			146			 C			-0.0597


			147			 H			-0.0666


			147			 N			-0.0884


			147			CA			-0.0582


			147			 C			-0.0395


			148			 H			-0.0320


			148			 N			-0.0219


			148			CA			-0.0446









data_collection/paramagnetic_data_2020/Tb_RDC_JCAHA.txt

# temperature 298
# field 900
  5	  5	CA	HA	21.6960
 22	 22	CA	HA	2.5817
 38	 38	CA	HA	21.8368
 41	 41	CA	HA	26.0010
 42	 42	CA	HA	-17.9650
 44	 44	CA	HA	11.1539
 46	 46	CA	HA	70.8325
 47	 47	CA	HA	-6.5642
 88	 88	CA	HA	-0.8365
 89	 89	CA	HA	-19.6136
 90	 90	CA	HA	8.9553
 91	 91	CA	HA	2.8078
 92	 92	CA	HA	-2.0919
 93	 93	CA	HA	-13.4205
 94	 94	CA	HA	-1.7140
 95	 95	CA	HA	-10.8788
 97	 97	CA	HA	-3.9435
 99	 99	CA	HA	8.0079
100	100	CA	HA	-7.8809
101	101	CA	HA	-17.5214
104	104	CA	HA	-10.2995
105	105	CA	HA	-2.1744
106	106	CA	HA	6.5652
108	108	CA	HA	-14.3559
109	109	CA	HA	7.4306
110	110	CA	HA	0.7727
111	111	CA	HA	-3.5628
114	114	CA	HA	8.2518
117	117	CA	HA	3.9727
118	118	CA	HA	-16.7244
119	119	CA	HA	-2.1535
121	121	CA	HA	-0.4453
122	122	CA	HA	-7.8176
124	124	CA	HA	13.3874
125	125	CA	HA	-2.1950
128	128	CA	HA	13.9845
129	129	CA	HA	-5.1230
130	130	CA	HA	-2.5121
131	131	CA	HA	-6.5081
133	133	CA	HA	-3.7117
135	135	CA	HA	-2.6903
136	136	CA	HA	-9.9905
137	137	CA	HA	-5.9027
138	138	CA	HA	-4.7388
140	140	CA	HA	-1.2891
141	141	CA	HA	-4.2135
142	142	CA	HA	-5.5969
143	143	CA	HA	14.1127
144	144	CA	HA	-10.3815
145	145	CA	HA	0.9615
146	146	CA	HA	-3.4366
147	147	CA	HA	2.7753
148	148	CA	HA	-3.5286







data_collection/paramagnetic_data_2020/Tb_RDC_JCOCA.txt

# temperature 298
# field 900
  2	  2	 C	CA	0.3699
 17	 17	 C	CA	5.1094
 21	 21	 C	CA	0.1828
 22	 22	 C	CA	2.2302
 36	 36	 C	CA	1.2680
 45	 45	 C	CA	0.4956
 88	 88	 C	CA	-2.7487
 89	 89	 C	CA	-1.3781
 90	 90	 C	CA	-0.4377
 91	 91	 C	CA	-0.2846
 92	 92	 C	CA	0.2233
 93	 93	 C	CA	0.3895
 94	 94	 C	CA	0.7686
 95	 95	 C	CA	-0.3055
 96	 96	 C	CA	-0.6324
 97	 97	 C	CA	0.0194
 98	 98	 C	CA	-1.1224
 99	 99	 C	CA	-0.4780
100	100	 C	CA	-0.9265
101	101	 C	CA	-0.2577
102	102	 C	CA	-0.5873
103	103	 C	CA	-1.3105
104	104	 C	CA	1.9506
105	105	 C	CA	-0.7749
106	106	 C	CA	-0.4458
107	107	 C	CA	-0.7661
108	108	 C	CA	0.5524
109	109	 C	CA	-0.6442
110	110	 C	CA	-0.9590
111	111	 C	CA	0.2449
112	112	 C	CA	-1.6632
113	113	 C	CA	-1.3741
114	114	 C	CA	0.0996
115	115	 C	CA	-0.8695
116	116	 C	CA	0.5516
117	117	 C	CA	-1.0631
118	118	 C	CA	-1.2552
119	119	 C	CA	0.6082
120	120	 C	CA	-0.6937
121	121	 C	CA	-1.2396
122	122	 C	CA	0.6909
123	123	 C	CA	-0.1717
124	124	 C	CA	-0.1516
125	125	 C	CA	-0.9494
126	126	 C	CA	0.8674
127	127	 C	CA	-0.6047
128	128	 C	CA	-0.4098
129	129	 C	CA	-1.1219
130	130	 C	CA	0.6145
131	131	 C	CA	-0.1700
132	132	 C	CA	0.2582
133	133	 C	CA	-1.1327
134	134	 C	CA	-1.1943
135	135	 C	CA	0.8408
136	136	 C	CA	-1.4611
137	137	 C	CA	1.2227
138	138	 C	CA	0.8833
139	139	 C	CA	-0.1956
140	140	 C	CA	-0.4697
141	141	 C	CA	0.2223
142	142	 C	CA	-1.7668
143	143	 C	CA	-1.0507
144	144	 C	CA	-0.1685
145	145	 C	CA	0.9992
146	146	 C	CA	-0.9220
147	147	 C	CA	0.3422







data_collection/paramagnetic_data_2020/Tb_RDC_JNH.txt

# temperature 298
# field 950
  3	  2	 H	 C	-4.8608
  3	  3	 H	 N	2.4613
  4	  3	 H	 C	-0.3583
  4	  4	 H	 N	-9.9627
  5	  4	 H	 C	7.2113
  5	  5	 H	 N	-31.9391
 41	 40	 H	 C	13.2784
 41	 41	 H	 N	0.3496
 46	 45	 H	 C	-1.0605
 46	 46	 H	 N	-4.2707
 77	 76	 H	 C	-1.4594
 77	 77	 H	 N	-0.8474
 90	 89	 H	 C	1.7198
 90	 90	 H	 N	-9.9665
 91	 90	 H	 C	4.2326
 91	 91	 H	 N	-9.8808
 92	 91	 H	 C	1.6099
 92	 92	 H	 N	-5.0959
 93	 92	 H	 C	0.0334
 93	 93	 H	 N	-1.8623
 94	 93	 H	 C	-3.3274
 94	 94	 H	 N	1.1353
 95	 94	 H	 C	-0.1385
 95	 95	 H	 N	6.9563
 96	 95	 H	 C	5.4461
 96	 96	 H	 N	-0.8137
 97	 96	 H	 C	-1.4380
 97	 97	 H	 N	0.8166
 98	 97	 H	 C	-3.1243
 98	 98	 H	 N	6.0309
 99	 98	 H	 C	0.9817
 99	 99	 H	 N	-2.7848
100	 99	 H	 C	-1.2373
100	100	 H	 N	-1.2287
101	100	 H	 C	0.9459
101	101	 H	 N	6.5644
102	101	 H	 C	-1.7532
102	102	 H	 N	3.8711
103	102	 H	 C	2.3862
103	103	 H	 N	-1.2114
104	103	 H	 C	1.6314
104	104	 H	 N	2.9341
105	104	 H	 C	-8.7304
105	105	 H	 N	3.6255
106	105	 H	 C	1.8727
106	106	 H	 N	-2.9803
107	106	 H	 C	-0.4323
107	107	 H	 N	1.5927
108	107	 H	 C	3.0694
108	108	 H	 N	3.3905
109	108	 H	 C	-4.9540
109	109	 H	 N	2.5066
110	109	 H	 C	2.2071
110	110	 H	 N	-1.1141
111	110	 H	 C	0.3846
111	111	 H	 N	0.7328
112	111	 H	 C	-3.3584
112	112	 H	 N	4.7704
113	112	 H	 C	2.2023
113	113	 H	 N	-5.7238
114	113	 H	 C	-1.6290
114	114	 H	 N	-1.3202
115	114	 H	 C	0.4491
115	115	 H	 N	-5.5591
116	115	 H	 C	0.5327
116	116	 H	 N	0.0077
117	116	 H	 C	0.1290
117	117	 H	 N	-4.6809
118	117	 H	 C	0.6354
118	118	 H	 N	-2.7425
119	118	 H	 C	-4.8298
119	119	 H	 N	0.1329
120	119	 H	 C	0.6187
120	120	 H	 N	2.6924
121	120	 H	 C	1.6792
121	121	 H	 N	-2.8378
122	121	 H	 C	-0.3081
122	122	 H	 N	1.1565
123	122	 H	 C	-1.6816
123	123	 H	 N	0.7492
124	123	 H	 C	-1.8273
124	124	 H	 N	-1.2711
125	124	 H	 C	2.6155
125	125	 H	 N	-0.4892
126	125	 H	 C	-0.7357
126	126	 H	 N	-1.4444
127	126	 H	 C	-2.5033
127	127	 H	 N	1.1931
128	127	 H	 C	-1.6959
128	128	 H	 N	-0.9543
129	128	 H	 C	0.2341
129	129	 H	 N	0.9543
130	129	 H	 C	-1.6004
130	130	 H	 N	4.2148
131	130	 H	 C	-2.0781
131	131	 H	 N	12.5530
132	131	 H	 C	-0.2341
132	132	 H	 N	-0.2244
133	132	 H	 C	1.3520
133	133	 H	 N	-2.8860
134	133	 H	 C	2.3647
134	134	 H	 N	-5.5244
135	134	 H	 C	0.9793
135	135	 H	 N	2.2774
136	135	 H	 C	-3.1673
136	136	 H	 N	1.4993
137	136	 H	 C	-6.6523
137	137	 H	 N	3.0680
138	137	 H	 C	-4.1562
138	138	 H	 N	-2.5653
139	138	 H	 C	0.1003
139	139	 H	 N	-6.0117
140	139	 H	 C	4.2709
140	140	 H	 N	-6.1330
141	140	 H	 C	0.8432
141	141	 H	 N	-2.7434
142	141	 H	 C	3.4874
142	142	 H	 N	-1.4454
143	142	 H	 C	1.0605
143	143	 H	 N	-5.0324
144	143	 H	 C	3.5017
144	144	 H	 N	-4.7146
145	144	 H	 C	2.4937
145	145	 H	 N	-4.0328
146	145	 H	 C	-0.0788
146	146	 H	 N	-4.7772
147	146	 H	 C	0.4108
147	147	 H	 N	-3.5706
148	147	 H	 C	-0.2293
148	148	 H	 N	0.0896







data_collection/paramagnetic_data_2020/Tm_PCS.txt

			  2			CA			-0.5173


			  2			 C			-0.5886


			  3			 H			-0.5432


			  3			 N			-0.5836


			  3			CA			-0.6228


			  3			 C			-0.6141


			  4			 H			-0.8449


			  4			 N			-0.6974


			  4			CA			-0.7188


			  4			 C			-0.7358


			  5			 H			-0.5860


			  5			 N			-0.5901


			  5			CA			-0.6443


			  5			 C			-0.7554


			  6			 H			-0.6434


			  6			 N			-0.7373


			  6			CA			-0.8919


			  6			 C			-0.6536


			  7			 H			-0.5675


			  7			 N			-0.6336


			  7			CA			-0.5278


			  7			 C			-0.6258


			  8			 H			-0.5850


			  8			 N			-0.5554


			  8			CA			-0.5832


			  8			 C			-0.6421


			  9			 H			-0.8868


			  9			 N			-0.9786


			  9			CA			-1.2106


			 15			 C			0.1862


			 16			 H			-0.6501


			 16			 N			-0.4481


			 16			CA			-0.6462


			 16			 C			-0.7934


			 17			 H			-0.9783


			 17			 N			-0.8848


			 17			CA			-0.9504


			 17			 C			-0.3641


			 18			 H			-0.1054


			 18			 N			-0.1415


			 18			CA			0.2022


			 18			 C			0.4010


			 19			 H			0.5194


			 19			 N			0.6069


			 19			CA			1.1420


			 19			 C			0.8439


			 20			 H			-0.1784


			 20			 N			-0.0373


			 20			CA			-0.6782


			 20			 C			-0.7086


			 21			 H			0.0424


			 21			 N			-0.3567


			 21			CA			-0.3123


			 21			 C			-0.4889


			 22			 H			-0.7304


			 22			 N			-0.7614


			 22			CA			-0.8845


			 22			 C			-1.1678


			 23			 H			-1.3786


			 23			 N			-1.3911


			 23			CA			-1.8046


			 23			 C			-2.2409


			 24			 H			-2.3367


			 24			 N			-2.4258


			 24			CA			-2.9625


			 30			 C			1.5131


			 31			 H			1.8682


			 31			 N			1.8081


			 31			CA			1.7763


			 32			CA			3.6644


			 32			 C			2.8639


			 33			 H			2.5779


			 33			 N			2.6178


			 33			CA			1.9420


			 33			 C			1.5603


			 34			 H			1.5018


			 34			 N			1.5217


			 34			CA			1.1095


			 34			 C			1.1905


			 35			 H			1.6332


			 35			 N			1.4969


			 35			CA			1.3553


			 35			 C			1.4491


			 36			 H			1.8929


			 36			 N			1.7888


			 36			CA			1.5709


			 36			 C			1.3401


			 37			 H			1.2491


			 37			 N			1.2904


			 37			CA			0.9483


			 37			 C			0.8276


			 38			 H			0.9305


			 38			 N			0.9182


			 38			CA			0.7066


			 38			 C			0.7609


			 39			 H			0.9606


			 39			 N			0.9189


			 39			CA			0.8362


			 39			 C			0.8125


			 40			 H			0.7644


			 40			 N			0.8455


			 40			CA			0.7193


			 40			 C			0.7817


			 41			 H			0.9407


			 41			 N			0.8363


			 41			CA			0.9807


			 41			 C			0.8769


			 42			 H			0.9213


			 42			 N			0.9393


			 42			CA			0.8611


			 43			CA			1.2052


			 43			 C			1.0181


			 44			 H			1.0541


			 44			 N			0.9821


			 44			CA			0.8224


			 44			 C			1.0676


			 45			 H			0.6132


			 45			 N			0.7550


			 45			CA			0.7516


			 45			 C			0.8045


			 46			 H			0.5408


			 46			 N			0.7116


			 46			CA			0.6251


			 46			 C			1.0640


			 47			 H			1.0640


			 47			 N			1.1850


			 47			CA			1.6119


			 47			 C			2.2272


			 48			 H			1.8506


			 48			 N			2.2703


			 48			CA			3.0434


			 48			 C			3.6808


			 49			 H			1.8974


			 49			 N			2.6467


			 49			CA			2.3130


			 49			 C			2.8840


			 50			 H			2.0398


			 50			 N			2.4690


			 50			CA			2.5805


			 71			 C			1.9331


			 72			 H			1.2488


			 72			 N			1.5111


			 72			CA			1.0188


			 72			 C			0.6839


			 73			 H			0.1337


			 73			 N			0.2805


			 73			CA			0.0714


			 73			 C			0.2258


			 74			 H			0.6810


			 74			 N			0.6058


			 74			CA			0.6656


			 74			 C			0.8325


			 75			 H			0.9842


			 75			 N			0.9844


			 75			CA			0.8952


			 75			 C			0.6814


			 76			 H			0.5404


			 76			 N			0.5997


			 76			CA			0.4030


			 76			 C			0.3345


			 77			 H			0.3688


			 77			 N			0.3388


			 77			CA			0.2794


			 77			 C			0.2809


			 78			 H			0.3197


			 78			 N			0.3119


			 78			CA			0.3159


			 78			 C			0.3384


			 79			 H			0.2890


			 79			 N			0.3247


			 79			CA			0.2737


			 80			 C			0.2221


			 81			 H			0.2139


			 81			 N			0.3020


			 81			CA			0.2782


			 81			 C			0.2147


			 82			 H			0.1857


			 82			 N			0.1924


			 82			CA			0.1671


			 82			 C			0.1938


			 83			 H			0.2165


			 83			 N			0.2958


			 83			CA			0.4114


			 84			 C			0.2044


			 85			 H			0.1792


			 85			 N			0.1919


			 85			CA			0.1177


			 85			 C			0.1671


			 86			 H			0.1700


			 86			 N			0.1892


			 86			CA			0.1532


			 87			CA			0.1814


			 87			 C			0.1644


			 88			 H			0.1625


			 88			 N			0.1707


			 88			CA			0.1371


			 88			 C			0.1153


			 89			 H			0.1203


			 89			 N			0.1279


			 89			CA			0.0813


			 89			 C			0.1049


			 90			 H			0.1118


			 90			 N			0.1321


			 90			CA			0.1019


			 90			 C			0.1143


			 91			 H			0.1055


			 91			 N			0.1200


			 91			CA			0.0710


			 91			 C			0.0802


			 92			 H			0.0869


			 92			 N			0.0986


			 92			CA			0.0505


			 92			 C			0.0829


			 93			 H			0.0716


			 93			 N			0.0852


			 93			CA			0.0678


			 93			 C			0.0660


			 94			 H			0.0538


			 94			 N			0.0472


			 94			CA			0.0423


			 94			 C			0.0561


			 95			 H			0.0470


			 95			 N			0.0439


			 95			CA			0.0438


			 95			 C			0.0646


			 96			 H			0.0499


			 96			 N			0.0537


			 96			CA			0.0598


			 96			 C			0.0273


			 97			 H			0.0411


			 97			 N			0.0324


			 97			CA			0.0280


			 97			 C			0.0492


			 98			 H			0.0466


			 98			 N			0.0285


			 98			CA			0.0461


			 98			 C			0.0447


			 99			 H			0.0380


			 99			 N			0.0429


			 99			CA			0.0387


			 99			 C			0.0478


			100			 H			0.0412


			100			 N			0.0384


			100			CA			0.0076


			100			 C			0.0412


			101			 H			0.0369


			101			 N			0.0152


			101			CA			0.0227


			101			 C			0.0234


			102			 H			0.0251


			102			 N			0.0241


			102			CA			0.0438


			102			 C			0.0349


			103			 H			0.0248


			103			 N			0.0159


			103			CA			0.0314


			103			 C			0.0207


			104			 H			0.0311


			104			 N			0.0174


			104			CA			0.0257


			104			 C			0.0464


			105			 H			0.0364


			105			 N			0.0373


			105			CA			0.0334


			105			 C			0.0471


			106			 H			0.0333


			106			 N			0.0304


			106			CA			0.0217


			106			 C			0.0284


			107			 H			0.0361


			107			 N			0.0196


			107			CA			0.0213


			107			 C			0.0547


			108			 H			0.0502


			108			 N			0.0425


			108			CA			0.0355


			108			 C			0.0510


			109			 H			0.0470


			109			 N			0.0538


			109			CA			0.0451


			109			 C			0.0570


			110			 H			0.0399


			110			 N			0.0334


			110			CA			0.0221


			110			 C			0.0332


			111			 H			0.0552


			111			 N			0.0457


			111			CA			0.0428


			111			 C			0.0830


			112			 H			0.0585


			112			 N			0.0626


			112			CA			0.0583


			112			 C			0.0772


			113			 H			0.0497


			113			 N			0.0689


			113			CA			0.0566


			113			 C			0.0257


			114			 H			0.0402


			114			 N			0.0446


			114			CA			0.0213


			114			 C			0.0318


			115			 H			0.0151


			115			 N			0.0314


			115			CA			0.0195


			115			 C			0.0043


			116			 H			0.0184


			116			 N			0.0135


			116			CA			0.0198


			116			 C			0.0172


			117			 H			0.0068


			117			 N			0.0318


			117			CA			-0.0084


			117			 C			0.0257


			118			 H			0.0061


			118			 N			0.0086


			118			CA			0.0152


			118			 C			0.0228


			119			 H			0.0165


			119			 N			0.0267


			119			CA			0.0071


			119			 C			0.0222


			120			 H			0.0105


			120			 N			0.0262


			120			CA			-0.0005


			120			 C			0.0225


			121			 H			0.0149


			121			 N			0.0209


			121			CA			-0.0015


			121			 C			0.0085


			122			 H			0.0157


			122			 N			0.0084


			122			CA			0.0003


			122			 C			0.0262


			123			 H			0.0073


			123			 N			0.0184


			123			CA			-0.0080


			123			 C			-0.0015


			124			 H			0.0127


			124			 N			0.0183


			124			CA			-0.0080


			124			 C			0.0398


			125			 H			0.0160


			125			 N			0.0080


			125			CA			-0.0008


			125			 C			0.0013


			126			 H			0.0120


			126			 N			0.0085


			126			CA			0.0042


			126			 C			0.0268


			127			 H			0.0102


			127			 N			0.0042


			127			CA			0.0012


			127			 C			0.0130


			128			 H			0.0163


			128			 N			0.0317


			128			CA			0.0222


			128			 C			0.0271


			129			 H			0.0136


			129			 N			0.0154


			129			CA			0.0094


			129			 C			0.0082


			130			 H			0.0156


			130			 N			-0.0019


			130			CA			-0.0024


			130			 C			0.0131


			131			 H			0.0128


			131			 N			-0.0029


			131			CA			0.0001


			131			 C			0.0194


			132			 H			0.0094


			132			 N			0.0155


			132			CA			0.0174


			132			 C			0.0194


			133			 H			0.0125


			133			 N			0.0315


			133			CA			0.0073


			133			 C			0.0194


			134			 H			0.0114


			134			 N			0.0167


			134			CA			0.0252


			134			 C			0.0062


			135			 H			0.0164


			135			 N			-0.0001


			135			CA			0.0176


			135			 C			0.0310


			136			 H			0.0302


			136			 N			0.0327


			136			CA			-0.0011


			136			 C			0.0259


			137			 H			0.0316


			137			 N			0.0223


			137			CA			0.0370


			137			 C			0.0569


			138			 H			0.0464


			138			 N			0.0738


			138			CA			0.0389


			138			 C			0.0584


			139			 H			0.0436


			139			 N			0.0779


			139			CA			0.0481


			139			 C			0.0587


			140			 H			0.0365


			140			 N			0.0493


			140			CA			0.0222


			140			 C			0.0326


			141			 H			0.0485


			141			 N			0.0633


			141			CA			0.0254


			141			 C			0.0779


			142			 H			0.0578


			142			 N			0.0808


			142			CA			0.0556


			142			 C			0.0530


			143			 H			0.0446


			143			 N			0.0773


			143			CA			0.0317


			143			 C			0.0492


			144			 H			0.0376


			144			 N			0.0518


			144			CA			0.0382


			144			 C			0.0390


			145			 H			0.0534


			145			 N			0.0658


			145			CA			0.0479


			145			 C			0.0741


			146			 H			0.0483


			146			 N			0.0634


			146			CA			0.0320


			146			 C			0.0439


			147			 H			0.0337


			147			 N			0.0374


			147			CA			0.0219


			147			 C			0.0253


			148			 H			0.0104


			148			 N			0.0148


			148			CA			-0.0002









data_collection/paramagnetic_data_2020/Tm_RDC_JCAHA.txt

# temperature 298
# field 900
  5	  5	CA	HA	-32.0526
  8	  8	CA	HA	-34.9689
 18	 18	CA	HA	5.7189
 19	 19	CA	HA	-25.8487
 21	 21	CA	HA	15.0076
 22	 22	CA	HA	25.3715
 24	 24	CA	HA	-0.2738
 34	 34	CA	HA	-22.0148
 36	 36	CA	HA	9.9168
 38	 38	CA	HA	-2.3627
 39	 39	CA	HA	24.0876
 41	 41	CA	HA	-26.4509
 42	 42	CA	HA	-22.5609
 44	 44	CA	HA	-7.3477
 46	 46	CA	HA	-87.2247
 73	 73	CA	HA	13.3177
 74	 74	CA	HA	4.8602
 78	 78	CA	HA	-1.0500
 88	 88	CA	HA	20.2651
 89	 89	CA	HA	-1.2298
 90	 90	CA	HA	-4.1333
 91	 91	CA	HA	4.5230
 92	 92	CA	HA	2.9430
 93	 93	CA	HA	1.4626
 94	 94	CA	HA	2.4475
 95	 95	CA	HA	3.5495
 97	 97	CA	HA	-5.5683
 99	 99	CA	HA	-8.8417
100	100	CA	HA	3.9586
101	101	CA	HA	14.2882
104	104	CA	HA	0.7095
105	105	CA	HA	-5.6118
106	106	CA	HA	-8.0826
108	108	CA	HA	9.1014
109	109	CA	HA	-5.2665
110	110	CA	HA	-3.0177
111	111	CA	HA	3.8572
114	114	CA	HA	-8.5933
117	117	CA	HA	-2.3250
118	118	CA	HA	-0.3455
119	119	CA	HA	-0.5129
121	121	CA	HA	-7.1910
122	122	CA	HA	-4.3938
123	123	CA	HA	6.7153
124	124	CA	HA	-9.8844
125	125	CA	HA	0.1109
128	128	CA	HA	-5.6779
129	129	CA	HA	0.8466
130	130	CA	HA	0.4093
131	131	CA	HA	0.6223
133	133	CA	HA	2.0678
135	135	CA	HA	1.5209
136	136	CA	HA	8.5608
137	137	CA	HA	-0.9039
138	138	CA	HA	13.2988
141	141	CA	HA	-4.3697
142	142	CA	HA	5.4732
143	143	CA	HA	-5.9411
144	144	CA	HA	6.1921
145	145	CA	HA	3.8444
146	146	CA	HA	3.0851
147	147	CA	HA	-1.1780
148	148	CA	HA	1.9951







data_collection/paramagnetic_data_2020/Tm_RDC_JCOCA.txt

# temperature 298
# field 900
  2	  2	 C	CA	0.1820
  3	  3	 C	CA	-1.4299
  4	  4	 C	CA	1.4317
  5	  5	 C	CA	-1.9265
  6	  6	 C	CA	-3.4957
  7	  7	 C	CA	1.1204
 17	 17	 C	CA	-1.0797
 18	 18	 C	CA	6.9778
 20	 20	 C	CA	-0.8639
 21	 21	 C	CA	-1.4352
 22	 22	 C	CA	-3.4361
 23	 23	 C	CA	0.0196
 33	 33	 C	CA	2.4739
 34	 34	 C	CA	-1.9516
 35	 35	 C	CA	-8.5188
 36	 36	 C	CA	-2.3911
 37	 37	 C	CA	4.1444
 38	 38	 C	CA	-1.5227
 39	 39	 C	CA	-2.5322
 40	 40	 C	CA	3.9928
 41	 41	 C	CA	0.9824
 43	 43	 C	CA	-1.3256
 44	 44	 C	CA	-6.4837
 45	 45	 C	CA	0.3078
 46	 46	 C	CA	1.4538
 47	 47	 C	CA	-4.4031
 48	 48	 C	CA	1.4186
 49	 49	 C	CA	-1.7455
 73	 73	 C	CA	-0.7581
 74	 74	 C	CA	-8.6247
 75	 75	 C	CA	1.1822
 76	 76	 C	CA	0.3890
 77	 77	 C	CA	-0.2165
 81	 81	 C	CA	-2.9083
 88	 88	 C	CA	-1.5788
 89	 89	 C	CA	0.3372
 90	 90	 C	CA	1.9066
 91	 91	 C	CA	0.2517
 92	 92	 C	CA	-0.7815
 93	 93	 C	CA	1.8490
 94	 94	 C	CA	0.3817
 95	 95	 C	CA	0.0905
 96	 96	 C	CA	-0.2069
 97	 97	 C	CA	-1.8951
 98	 98	 C	CA	-0.5884
 99	 99	 C	CA	-0.7744
100	100	 C	CA	1.0603
101	101	 C	CA	-0.2441
102	102	 C	CA	-0.0533
103	103	 C	CA	0.6175
104	104	 C	CA	0.4820
105	105	 C	CA	-0.0259
106	106	 C	CA	0.7852
107	107	 C	CA	-1.3251
108	108	 C	CA	-0.6583
109	109	 C	CA	-0.5175
110	110	 C	CA	1.1206
111	111	 C	CA	-1.8392
112	112	 C	CA	-0.1494
113	113	 C	CA	0.2756
114	114	 C	CA	-1.1699
115	115	 C	CA	0.7689
116	116	 C	CA	-0.6228
117	117	 C	CA	-2.4118
118	118	 C	CA	-1.0470
119	119	 C	CA	-0.6907
120	120	 C	CA	0.4083
121	121	 C	CA	1.2813
122	122	 C	CA	-2.2350
123	123	 C	CA	0.8194
124	124	 C	CA	-0.1267
125	125	 C	CA	1.5375
126	126	 C	CA	-0.8976
127	127	 C	CA	-0.2585
128	128	 C	CA	-1.4349
129	129	 C	CA	1.3899
130	130	 C	CA	-0.6052
131	131	 C	CA	-0.2333
132	132	 C	CA	-0.5655
133	133	 C	CA	0.5758
134	134	 C	CA	0.8174
135	135	 C	CA	-0.5645
136	136	 C	CA	0.8448
137	137	 C	CA	0.2406
138	138	 C	CA	-0.8162
139	139	 C	CA	-0.3721
140	140	 C	CA	1.2954
141	141	 C	CA	-1.4116
142	142	 C	CA	-1.3210
143	143	 C	CA	-0.9670
144	144	 C	CA	-1.7593
145	145	 C	CA	-1.3271
146	146	 C	CA	0.0827
147	147	 C	CA	-0.0085







data_collection/paramagnetic_data_2020/Tm_RDC_JNH.txt

# temperature 298
# field 950
  3	  2	 H	 C	1.9658
  3	  3	 H	 N	-1.2297
  4	  3	 H	 C	0.0478
  4	  4	 H	 N	9.6218
  5	  4	 H	 C	-0.3368
  5	  5	 H	 N	25.8398
  8	  7	 H	 C	4.2279
  8	  8	 H	 N	1.1189
 35	 34	 H	 C	-4.2828
 35	 35	 H	 N	23.7531
 40	 39	 H	 C	4.0248
 40	 40	 H	 N	13.5728
 42	 41	 H	 C	5.9572
 42	 42	 H	 N	-0.8753
 44	 43	 H	 C	3.0503
 44	 44	 H	 N	-4.7512
 45	 44	 H	 C	2.0829
 45	 45	 H	 N	-4.3650
 46	 45	 H	 C	3.2414
 46	 46	 H	 N	6.3083
 77	 76	 H	 C	1.9682
 77	 77	 H	 N	-1.6418
 78	 77	 H	 C	-0.8838
 78	 78	 H	 N	-1.6399
 89	 88	 H	 C	-4.1538
 89	 89	 H	 N	5.3213
 90	 89	 H	 C	1.3520
 90	 90	 H	 N	3.8508
 91	 90	 H	 C	1.1012
 91	 91	 H	 N	3.5639
 92	 91	 H	 C	-1.9754
 92	 92	 H	 N	4.3207
 93	 92	 H	 C	2.1498
 93	 93	 H	 N	3.4214
 94	 93	 H	 C	-2.2071
 94	 94	 H	 N	-3.8508
 95	 94	 H	 C	2.2716
 95	 95	 H	 N	-5.0969
 96	 95	 H	 C	-5.5870
 96	 96	 H	 N	2.1647
 97	 96	 H	 C	0.2030
 97	 97	 H	 N	-0.2716
 99	 98	 H	 C	-1.4833
 99	 99	 H	 N	0.8705
100	 99	 H	 C	-1.8990
100	100	 H	 N	2.5663
101	100	 H	 C	-1.9300
101	101	 H	 N	-3.2914
102	101	 H	 C	0.4228
102	102	 H	 N	-2.4247
103	102	 H	 C	-1.7461
103	103	 H	 N	-1.5311
104	103	 H	 C	2.2334
104	104	 H	 N	-2.4430
105	104	 H	 C	0.5231
105	105	 H	 N	-3.8556
106	105	 H	 C	-0.0048
106	106	 H	 N	-0.9909
107	106	 H	 C	-1.7652
107	107	 H	 N	0.0549
108	107	 H	 C	5.7709
108	108	 H	 N	-4.0367
109	108	 H	 C	0.6115
109	109	 H	 N	-2.8022
110	109	 H	 C	-1.8751
110	110	 H	 N	1.3992
111	110	 H	 C	-0.1242
111	111	 H	 N	-2.4979
112	111	 H	 C	3.3202
112	112	 H	 N	-4.0203
113	112	 H	 C	-1.0486
113	113	 H	 N	6.8215
114	113	 H	 C	0.9578
114	114	 H	 N	1.4618
115	114	 H	 C	0.2556
115	115	 H	 N	3.8788
116	115	 H	 C	-1.1107
116	116	 H	 N	0.6009
117	116	 H	 C	1.4451
117	117	 H	 N	4.0608
118	117	 H	 C	-4.6745
118	118	 H	 N	-0.2176
119	118	 H	 C	-1.5813
119	119	 H	 N	-1.0689
120	119	 H	 C	-0.1887
120	120	 H	 N	-0.9119
121	120	 H	 C	-2.7660
121	121	 H	 N	0.3717
122	121	 H	 C	0.7859
122	122	 H	 N	2.5672
123	122	 H	 C	-2.9547
123	123	 H	 N	0.5518
124	123	 H	 C	-2.1617
124	124	 H	 N	0.0655
125	124	 H	 C	4.3019
125	125	 H	 N	1.0881
126	125	 H	 C	2.5845
126	126	 H	 N	-0.1685
127	126	 H	 C	-2.0470
127	127	 H	 N	-2.1474
128	127	 H	 C	-0.4371
128	128	 H	 N	3.6919
129	128	 H	 C	-0.6378
129	129	 H	 N	-1.0111
130	129	 H	 C	-1.6338
130	130	 H	 N	-4.3207
131	130	 H	 C	2.9308
131	131	 H	 N	-6.6973
132	131	 H	 C	1.5096
132	132	 H	 N	0.4391
133	132	 H	 C	1.9897
133	133	 H	 N	0.9456
134	133	 H	 C	-1.9897
134	134	 H	 N	3.8065
135	134	 H	 C	0.2675
135	135	 H	 N	-2.3977
136	135	 H	 C	0.7118
136	136	 H	 N	-2.4035
137	136	 H	 C	-5.5034
137	137	 H	 N	-3.9394
138	137	 H	 C	-7.2686
138	138	 H	 N	1.2894
139	138	 H	 C	-1.3615
139	139	 H	 N	5.7748
140	139	 H	 C	-1.8679
140	140	 H	 N	5.2067
141	140	 H	 C	1.5383
141	141	 H	 N	4.4960
142	141	 H	 C	-0.4276
142	142	 H	 N	1.3770
143	142	 H	 C	-1.1370
143	143	 H	 N	4.4941
144	143	 H	 C	-0.6927
144	144	 H	 N	6.7551
145	144	 H	 C	1.3448
145	145	 H	 N	1.6081
146	145	 H	 C	-2.0041
146	146	 H	 N	1.5032
147	146	 H	 C	-1.0032
147	147	 H	 N	3.7179
148	147	 H	 C	-0.3655
148	148	 H	 N	-0.6991







data_collection/paramagnetic_data_2020/Yb_PCS.txt

			  2			CA			-0.2534


			  2			 C			-0.2833


			  3			 H			-0.2503


			  3			 N			-0.2759


			  3			CA			-0.2568


			  3			 C			-0.2727


			  4			 H			-0.3463


			  4			 N			-0.2892


			  4			CA			-0.3020


			  4			 C			-0.2732


			  5			 H			-0.2298


			  5			 N			-0.2130


			  5			CA			-0.2222


			  5			 C			-0.2569


			  6			 H			-0.1998


			  6			 N			-0.2320


			  6			CA			-0.3136


			  6			 C			-0.1942


			  7			 H			-0.1710


			  7			 N			-0.1852


			  7			CA			-0.1603


			  7			 C			-0.1877


			  8			 H			-0.2017


			  8			 N			-0.1634


			  8			CA			-0.2102


			  8			 C			-0.2412


			  9			 H			-0.2931


			  9			 N			-0.3220


			  9			CA			-0.4090


			  9			 C			-0.3466


			 10			 H			-0.2456


			 10			 N			-0.2639


			 10			CA			-0.2207


			 10			 C			-0.1129


			 11			 H			-0.1419


			 11			 N			-0.0384


			 11			CA			0.0139


			 11			 C			-0.0524


			 12			 H			-0.2033


			 12			 N			-0.1550


			 12			CA			-0.2079


			 12			 C			-0.2436


			 13			 H			-0.2969


			 13			 N			-0.2862


			 13			CA			-0.3557


			 13			 C			-0.1760


			 14			 H			-0.1173


			 14			 N			-0.1157


			 14			CA			-0.0195


			 14			 C			0.0073


			 15			 H			0.0338


			 15			 N			0.0987


			 15			CA			0.1688


			 15			 C			0.2999


			 16			 H			0.0210


			 16			 N			0.1342


			 16			CA			0.1595


			 16			 C			0.1954


			 17			 H			-0.0089


			 17			 N			0.0929


			 17			CA			0.0227


			 17			 C			0.2052


			 18			 H			0.2477


			 18			 N			0.2695


			 18			CA			0.3339


			 18			 C			0.4796


			 19			 H			0.5913


			 19			 N			0.6228


			 19			CA			0.8968


			 19			 C			0.8809


			 20			 H			0.5470


			 20			 N			0.6228


			 20			CA			0.4880


			 20			 C			0.2897


			 21			 H			0.5290


			 21			 N			0.3354


			 21			CA			0.2217


			 21			 C			0.1373


			 22			 H			0.1572


			 22			 N			0.0806


			 22			CA			-0.0447


			 22			 C			-0.1508


			 23			 H			-0.0822


			 23			 N			-0.1636


			 23			CA			-0.3138


			 23			 C			-0.4716


			 24			 H			-0.4235


			 24			 N			-0.5092


			 24			CA			-0.8195


			 24			 C			-1.2028


			 25			 H			-0.8556


			 25			 N			-1.1707


			 25			CA			-1.7470


			 25			 C			-2.3671


			 26			 H			-1.1627


			 26			 N			-1.7139


			 26			CA			-1.1838


			 27			CA			3.7126


			 27			 C			5.0109


			 28			 H			2.3334


			 28			 N			3.2595


			 28			CA			2.9709


			 28			 C			2.9595


			 29			 H			2.3706


			 29			 N			2.5552


			 29			CA			2.0371


			 29			 C			1.5560


			 30			 H			1.1600


			 30			 N			1.2592


			 30			CA			0.9422


			 30			 C			0.9987


			 31			 H			1.3422


			 31			 N			1.2212


			 31			CA			1.2041


			 31			 C			1.3372


			 32			 H			2.0117


			 32			 N			1.7588


			 32			CA			1.7546


			 32			 C			1.3447


			 33			 H			1.3082


			 33			 N			1.2645


			 33			CA			0.9390


			 33			 C			0.7751


			 34			 H			0.8289


			 34			 N			0.8040


			 34			CA			0.5863


			 34			 C			0.6181


			 35			 H			0.8461


			 35			 N			0.7659


			 35			CA			0.6332


			 35			 C			0.6532


			 36			 H			0.8512


			 36			 N			0.7701


			 36			CA			0.6515


			 36			 C			0.5630


			 37			 H			0.5760


			 37			 N			0.5735


			 37			CA			0.4408


			 37			 C			0.3862


			 38			 H			0.4456


			 38			 N			0.4344


			 38			CA			0.3198


			 38			 C			0.3325


			 39			 H			0.4179


			 39			 N			0.3935


			 39			CA			0.3393


			 39			 C			0.3210


			 40			 H			0.3308


			 40			 N			0.3350


			 40			CA			0.2954


			 40			 C			0.3167


			 41			 H			0.3801


			 41			 N			0.3421


			 41			CA			0.3765


			 41			 C			0.3515


			 42			 H			0.3594


			 42			 N			0.3663


			 42			CA			0.3517


			 43			CA			0.4741


			 43			 C			0.4285


			 44			 H			0.4280


			 44			 N			0.3879


			 44			CA			0.3581


			 44			 C			0.4741


			 45			 H			0.3298


			 45			 N			0.3908


			 45			CA			0.4038


			 45			 C			0.4527


			 46			 H			0.2985


			 46			 N			0.3984


			 46			CA			0.3226


			 46			 C			0.4540


			 47			 H			0.4462


			 47			 N			0.4959


			 47			CA			0.5798


			 47			 C			0.8234


			 48			 H			0.7750


			 48			 N			0.9152


			 48			CA			1.2543


			 48			 C			1.5104


			 49			 H			0.8777


			 49			 N			1.1843


			 49			CA			1.0803


			 49			 C			1.1230


			 50			 H			0.7658


			 50			 N			0.9049


			 50			CA			0.7413


			 50			 C			1.1779


			 51			 H			1.3943


			 51			 N			1.5016


			 51			CA			1.9149


			 51			 C			2.8902


			 52			 H			2.9379


			 52			 N			3.6078


			 52			CA			5.6427


			 52			 C			4.9208


			 53			 H			2.0855


			 53			 N			2.5810


			 53			CA			0.8623


			 53			 C			0.5554


			 54			 H			1.4846


			 54			 N			1.0879


			 54			CA			0.6032


			 68			CA			-0.5453


			 68			 C			-0.8283


			 69			 H			-1.9751


			 69			 N			-1.4080


			 69			CA			-1.1813


			 69			 C			-1.1083


			 70			 H			-2.0479


			 70			 N			-1.5096


			 70			CA			-1.3762


			 70			 C			-0.8644


			 71			 H			-0.8717


			 71			 N			-0.6609


			 71			CA			-0.2037


			 71			 C			-0.1291


			 72			 H			-0.2681


			 72			 N			-0.1407


			 72			CA			-0.0925


			 72			 C			-0.1611


			 73			 H			-0.4469


			 73			 N			-0.3396


			 73			CA			-0.3554


			 73			 C			-0.3061


			 74			 H			-0.3130


			 74			 N			-0.2655


			 74			CA			-0.2280


			 74			 C			-0.1066


			 75			 H			-0.0878


			 75			 N			-0.0521


			 75			CA			0.0072


			 75			 C			-0.0339


			 76			 H			-0.0863


			 76			 N			-0.0378


			 76			CA			-0.0750


			 76			 C			-0.0724


			 77			 H			-0.0811


			 77			 N			-0.0617


			 77			CA			-0.0870


			 77			 C			-0.0693


			 78			 H			-0.0599


			 78			 N			-0.0432


			 78			CA			-0.0350


			 78			 C			-0.0247


			 79			 H			-0.0303


			 79			 N			-0.0122


			 79			CA			-0.0337


			 79			 C			-0.0200


			 80			 H			-0.0073


			 80			 N			0.0243


			 80			CA			-0.0301


			 80			 C			-0.0104


			 81			 H			-0.0026


			 81			 N			0.0536


			 81			CA			0.0268


			 81			 C			0.0018


			 82			 H			-0.0021


			 82			 N			0.0177


			 82			CA			-0.0033


			 82			 C			0.0050


			 83			 H			0.0062


			 83			 N			0.0121


			 83			 C			0.0377


			 84			 H			0.0115


			 84			 N			0.0374


			 84			CA			0.0079


			 84			 C			0.0010


			 85			 H			0.0001


			 85			 N			0.0070


			 85			CA			-0.0329


			 85			 C			0.0053


			 86			 H			0.0078


			 86			 N			0.0171


			 86			CA			0.0038


			 86			 C			0.0090


			 87			 H			0.0173


			 87			 N			0.0247


			 87			CA			0.0093


			 87			 C			0.0065


			 88			 H			0.0095


			 88			 N			0.0228


			 88			CA			0.0022


			 88			 C			0.0016


			 89			 H			0.0050


			 89			 N			0.0118


			 89			CA			-0.0108


			 89			 C			0.0076


			 90			 H			0.0068


			 90			 N			0.0179


			 90			CA			0.0050


			 90			 C			0.0143


			 91			 H			0.0099


			 91			 N			0.0181


			 91			CA			-0.0332


			 91			 C			0.0068


			 92			 H			0.0100


			 92			 N			0.0174


			 92			CA			-0.0074


			 92			 C			0.0071


			 93			 H			0.0062


			 93			 N			0.0141


			 93			CA			0.0129


			 93			 C			0.0086


			 94			 H			0.0068


			 94			 N			0.0100


			 94			CA			-0.0108


			 94			 C			0.0026


			 95			 H			0.0068


			 95			 N			0.0109


			 95			CA			0.0119


			 95			 C			0.0069


			 96			 H			0.0052


			 96			 N			0.0109


			 96			CA			0.0079


			 96			 C			-0.0020


			 97			 H			0.0054


			 97			 N			0.0037


			 97			CA			-0.0061


			 97			 C			0.0046


			 98			 H			0.0037


			 98			 N			0.0101


			 98			CA			0.0087


			 98			 C			0.0011


			 99			 H			0.0025


			 99			 N			0.0077


			 99			CA			-0.0113


			 99			 C			0.0047


			100			 H			0.0041


			100			 N			0.0121


			100			CA			-0.0173


			100			 C			0.0040


			101			 H			0.0049


			101			 N			0.0025


			101			CA			-0.0070


			101			 C			-0.0012


			102			 H			0.0051


			102			 N			0.0096


			102			CA			0.0178


			102			 C			0.0061


			103			 H			0.0052


			103			 N			0.0056


			103			CA			0.0032


			103			 C			-0.0031


			104			 H			0.0034


			104			 N			0.0047


			104			CA			0.0021


			104			 C			0.0027


			105			 H			0.0045


			105			 N			0.0055


			105			CA			0.0011


			105			 C			0.0064


			106			 H			0.0049


			106			 N			0.0016


			106			CA			-0.0082


			106			 C			0.0019


			107			 H			0.0067


			107			 N			0.0182


			107			CA			-0.0048


			107			 C			0.0108


			108			 H			0.0091


			108			 N			0.0074


			108			CA			-0.0183


			108			 C			0.0050


			109			 H			0.0075


			109			 N			0.0136


			109			CA			-0.0032


			109			 C			0.0095


			110			 H			0.0081


			110			 N			0.0052


			110			CA			-0.0245


			110			 C			0.0017


			111			 H			0.0113


			111			 N			0.0102


			111			CA			-0.0116


			111			 C			0.0156


			112			 H			0.0104


			112			 N			0.0156


			112			CA			0.0031


			112			 C			0.0128


			113			 H			0.0111


			113			 N			0.0162


			113			CA			0.0185


			113			 C			0.0031


			114			 H			0.0087


			114			 N			0.0164


			114			CA			-0.0073


			114			 C			0.0054


			115			 H			0.0044


			115			 N			0.0108


			115			CA			-0.0077


			115			 C			-0.0011


			116			 H			0.0029


			116			 N			0.0094


			116			CA			0.0019


			116			 C			0.0001


			117			 H			0.0008


			117			 N			0.0120


			117			CA			-0.0075


			117			 C			0.0043


			118			 H			-0.0002


			118			 N			0.0092


			118			CA			0.0021


			118			 C			0.0033


			119			 H			0.0061


			119			 N			0.0094


			119			CA			-0.0061


			119			 C			0.0011


			120			 H			0.0005


			120			 N			0.0150


			120			CA			-0.0111


			120			 C			-0.0008


			121			 H			0.0018


			121			 N			0.0077


			121			CA			-0.0341


			121			 C			-0.0047


			122			 H			0.0006


			122			 N			0.0026


			122			CA			-0.0065


			122			 C			0.0004


			123			 H			-0.0032


			123			 N			0.0125


			123			CA			-0.0115


			123			 C			-0.0030


			124			 H			0.0005


			124			 N			0.0062


			124			CA			-0.0141


			124			 C			0.0015


			125			 H			0.0004


			125			 N			0.0011


			125			CA			-0.0211


			125			 C			-0.0034


			126			 H			0.0017


			126			 N			0.0101


			126			CA			0.0007


			126			 C			0.0014


			127			 H			-0.0003


			127			 N			0.0085


			127			CA			-0.0154


			127			 C			-0.0061


			128			 H			0.0001


			128			 N			0.0129


			128			CA			-0.0005


			128			 C			-0.0050


			129			 H			-0.0007


			129			 N			0.0061


			129			CA			-0.0134


			129			 C			-0.0008


			130			 H			0.0009


			130			 N			-0.0019


			130			CA			-0.0185


			130			 C			-0.0027


			131			 H			0.0010


			131			 N			0.0065


			131			CA			-0.0096


			131			 C			0.0008


			132			 H			-0.0007


			132			 N			0.0047


			132			CA			0.0016


			132			 C			0.0015


			133			 H			0.0020


			133			 N			0.0119


			133			CA			-0.0023


			133			 C			0.0033


			134			 H			0.0016


			134			 N			0.0123


			134			CA			0.0047


			134			 C			-0.0003


			135			 H			0.0019


			135			 N			0.0053


			135			CA			-0.0068


			135			 C			0.0014


			136			 H			0.0027


			136			 N			0.0085


			136			CA			-0.0180


			136			 C			-0.0012


			137			 H			0.0033


			137			 N			0.0036


			137			CA			0.0043


			137			 C			-0.0038


			138			 H			-0.0005


			138			 N			0.0112


			138			CA			-0.0203


			138			 C			-0.0015


			139			 H			-0.0017


			139			 N			0.0126


			139			CA			0.0024


			139			 C			-0.0028


			140			 H			-0.0008


			140			 N			0.0047


			140			CA			-0.0217


			140			 C			-0.0046


			141			 H			0.0009


			141			 N			0.0046


			141			CA			-0.0232


			141			 C			0.0017


			142			 H			-0.0018


			142			 N			0.0070


			142			CA			-0.0266


			142			 C			-0.0123


			143			 H			-0.0043


			143			 N			0.0058


			143			CA			-0.0146


			143			 C			-0.0034


			144			 H			-0.0046


			144			 N			0.0025


			144			CA			-0.0100


			144			 C			-0.0082


			145			 H			-0.0018


			145			 N			0.0087


			145			CA			-0.0064


			145			 C			-0.0023


			146			 H			-0.0069


			146			 N			-0.0102


			146			CA			-0.0278


			146			 C			-0.0099


			147			 H			-0.0126


			147			 N			-0.0083


			147			CA			-0.0100


			147			 C			-0.0159


			148			 H			-0.0166


			148			 N			-0.0108


			148			CA			-0.0268









data_collection/paramagnetic_data_2020/Yb_RDC_JCAHA.txt

# temperature 298
# field 900
  5	  5	CA	HA	-16.1104
  8	  8	CA	HA	-24.2699
  9	  9	CA	HA	12.2727
 10	 10	CA	HA	-0.2547
 13	 13	CA	HA	-2.5357
 16	 16	CA	HA	8.7600
 18	 18	CA	HA	2.3200
 19	 19	CA	HA	-19.1550
 20	 20	CA	HA	7.0268
 21	 21	CA	HA	10.1084
 22	 22	CA	HA	-0.1021
 24	 24	CA	HA	3.1341
 26	 26	CA	HA	6.8126
 28	 28	CA	HA	-18.1450
 29	 29	CA	HA	8.6609
 30	 30	CA	HA	-7.8621
 34	 34	CA	HA	-5.9550
 36	 36	CA	HA	8.2536
 38	 38	CA	HA	-10.3621
 39	 39	CA	HA	0.7910
 41	 41	CA	HA	-3.7222
 42	 42	CA	HA	-1.4186
 44	 44	CA	HA	-1.6587
 46	 46	CA	HA	-20.1250
 47	 47	CA	HA	-1.3391
 51	 51	CA	HA	5.0395
 53	 53	CA	HA	-8.6317
 54	 54	CA	HA	-6.8501
 69	 69	CA	HA	-14.8208
 70	 70	CA	HA	-15.4841
 71	 71	CA	HA	8.8246
 72	 72	CA	HA	-24.9802
 73	 73	CA	HA	7.0155
 74	 74	CA	HA	1.6967
 78	 78	CA	HA	3.7293
 79	 79	CA	HA	-3.3921
 80	 80	CA	HA	-8.3084
 81	 81	CA	HA	-7.4030
 85	 85	CA	HA	-0.3872
 86	 86	CA	HA	1.0623
 88	 88	CA	HA	-1.9951
 89	 89	CA	HA	1.3296
 90	 90	CA	HA	0.9197
 91	 91	CA	HA	0.1488
 92	 92	CA	HA	-3.9701
 93	 93	CA	HA	-4.7740
 94	 94	CA	HA	1.8184
 95	 95	CA	HA	-4.9138
 97	 97	CA	HA	-3.7783
 99	 99	CA	HA	-3.4560
100	100	CA	HA	2.2456
101	101	CA	HA	0.0048
104	104	CA	HA	-3.9430
105	105	CA	HA	0.3442
106	106	CA	HA	-2.2262
108	108	CA	HA	-1.8850
109	109	CA	HA	-1.8631
110	110	CA	HA	-3.8097
111	111	CA	HA	-1.5669
114	114	CA	HA	-4.2123
117	117	CA	HA	-1.0804
118	118	CA	HA	0.5461
119	119	CA	HA	-0.8116
121	121	CA	HA	-1.0880
122	122	CA	HA	-3.4570
123	123	CA	HA	0.1913
124	124	CA	HA	-3.7542
125	125	CA	HA	1.0364
128	128	CA	HA	-5.6553
129	129	CA	HA	2.5822
130	130	CA	HA	4.2404
131	131	CA	HA	3.5550
133	133	CA	HA	-2.0462
135	135	CA	HA	-2.1472
136	136	CA	HA	-0.0654
137	137	CA	HA	-2.2187
138	138	CA	HA	1.7196
140	140	CA	HA	-2.2146
141	141	CA	HA	0.3892
142	142	CA	HA	4.1200
143	143	CA	HA	-5.1582
144	144	CA	HA	1.0688
145	145	CA	HA	1.8237
146	146	CA	HA	0.4239
147	147	CA	HA	-2.5561
148	148	CA	HA	-0.8131







data_collection/paramagnetic_data_2020/Yb_RDC_JCAHA_900.txt

# temperature 298
# field 900
  5	  5	CA	HA	-16.1104
  8	  8	CA	HA	-24.2699
  9	  9	CA	HA	12.2727
 10	 10	CA	HA	-0.2547
 13	 13	CA	HA	-2.5357
 16	 16	CA	HA	8.7600
 18	 18	CA	HA	2.3200
 19	 19	CA	HA	-19.1550
 20	 20	CA	HA	7.0268
 21	 21	CA	HA	10.1084
 22	 22	CA	HA	-0.1021
 24	 24	CA	HA	3.1341
 26	 26	CA	HA	6.8126
 28	 28	CA	HA	-18.1450
 29	 29	CA	HA	8.6609
 30	 30	CA	HA	-7.8621
 34	 34	CA	HA	-5.9550
 36	 36	CA	HA	8.2536
 38	 38	CA	HA	-10.3621
 39	 39	CA	HA	0.7910
 41	 41	CA	HA	-3.7222
 42	 42	CA	HA	-1.4186
 44	 44	CA	HA	-1.6587
 46	 46	CA	HA	-20.1250
 47	 47	CA	HA	-1.3391
 51	 51	CA	HA	5.0395
 53	 53	CA	HA	-8.6317
 54	 54	CA	HA	-6.8501
 69	 69	CA	HA	-14.8208
 70	 70	CA	HA	-15.4841
 71	 71	CA	HA	8.8246
 72	 72	CA	HA	-24.9802
 73	 73	CA	HA	7.0155
 74	 74	CA	HA	1.6967
 78	 78	CA	HA	3.7293
 79	 79	CA	HA	-3.3921
 80	 80	CA	HA	-8.3084
 81	 81	CA	HA	-7.4030
 85	 85	CA	HA	-0.3872
 86	 86	CA	HA	1.0623
 88	 88	CA	HA	-1.9951
 89	 89	CA	HA	1.3296
 90	 90	CA	HA	0.9197
 91	 91	CA	HA	0.1488
 92	 92	CA	HA	-3.9701
 93	 93	CA	HA	-4.7740
 94	 94	CA	HA	1.8184
 95	 95	CA	HA	-4.9138
 97	 97	CA	HA	-3.7783
 99	 99	CA	HA	-3.4560
100	100	CA	HA	2.2456
101	101	CA	HA	0.0048
104	104	CA	HA	-3.9430
105	105	CA	HA	0.3442
106	106	CA	HA	-2.2262
108	108	CA	HA	-1.8850
109	109	CA	HA	-1.8631
110	110	CA	HA	-3.8097
111	111	CA	HA	-1.5669
114	114	CA	HA	-4.2123
117	117	CA	HA	-1.0804
118	118	CA	HA	0.5461
119	119	CA	HA	-0.8116
121	121	CA	HA	-1.0880
122	122	CA	HA	-3.4570
123	123	CA	HA	0.1913
124	124	CA	HA	-3.7542
125	125	CA	HA	1.0364
128	128	CA	HA	-5.6553
129	129	CA	HA	2.5822
130	130	CA	HA	4.2404
131	131	CA	HA	3.5550
133	133	CA	HA	-2.0462
135	135	CA	HA	-2.1472
136	136	CA	HA	-0.0654
137	137	CA	HA	-2.2187
138	138	CA	HA	1.7196
140	140	CA	HA	-2.2146
141	141	CA	HA	0.3892
142	142	CA	HA	4.1200
143	143	CA	HA	-5.1582
144	144	CA	HA	1.0688
145	145	CA	HA	1.8237
146	146	CA	HA	0.4239
147	147	CA	HA	-2.5561
148	148	CA	HA	-0.8131







data_collection/paramagnetic_data_2020/Yb_RDC_JCOCA.txt

# temperature 298
# field 900
  2	  2	 C	CA	0.4717
  3	  3	 C	CA	-0.7126
  4	  4	 C	CA	0.3907
  5	  5	 C	CA	0.4088
  6	  6	 C	CA	-1.5881
  7	  7	 C	CA	0.9099
  8	  8	 C	CA	-0.0646
  9	  9	 C	CA	-0.3030
 10	 10	 C	CA	-0.5290
 11	 11	 C	CA	-6.9567
 12	 12	 C	CA	1.9237
 13	 13	 C	CA	-3.8334
 14	 14	 C	CA	-1.8272
 15	 15	 C	CA	-0.3729
 16	 16	 C	CA	0.9464
 17	 17	 C	CA	-1.2064
 18	 18	 C	CA	1.3635
 19	 19	 C	CA	0.7407
 20	 20	 C	CA	0.7178
 21	 21	 C	CA	-0.2969
 22	 22	 C	CA	-0.5351
 23	 23	 C	CA	-1.3155
 24	 24	 C	CA	-1.0475
 25	 25	 C	CA	-1.6532
 27	 27	 C	CA	-1.8792
 28	 28	 C	CA	-2.8754
 29	 29	 C	CA	-1.7434
 30	 30	 C	CA	1.9572
 31	 31	 C	CA	0.4300
 32	 32	 C	CA	-2.8553
 33	 33	 C	CA	0.1272
 34	 34	 C	CA	0.3226
 35	 35	 C	CA	-1.0965
 36	 36	 C	CA	-0.8478
 37	 37	 C	CA	-0.0352
 38	 38	 C	CA	0.3171
 39	 39	 C	CA	-0.7807
 40	 40	 C	CA	0.8677
 41	 41	 C	CA	0.9891
 43	 43	 C	CA	1.0686
 44	 44	 C	CA	-2.0484
 45	 45	 C	CA	-0.1991
 46	 46	 C	CA	1.0193
 47	 47	 C	CA	1.2723
 48	 48	 C	CA	-2.2518
 49	 49	 C	CA	1.7734
 50	 50	 C	CA	1.4885
 51	 51	 C	CA	3.3891
 52	 52	 C	CA	-5.4242
 53	 53	 C	CA	1.5674
 68	 68	 C	CA	-0.1136
 69	 69	 C	CA	0.9200
 70	 70	 C	CA	-1.3467
 71	 71	 C	CA	-0.9268
 72	 72	 C	CA	-0.5617
 73	 73	 C	CA	-0.1765
 74	 74	 C	CA	-3.3996
 75	 75	 C	CA	0.7998
 76	 76	 C	CA	0.4931
 77	 77	 C	CA	-0.5288
 78	 78	 C	CA	-0.6904
 79	 79	 C	CA	0.3140
 80	 80	 C	CA	-0.1328
 81	 81	 C	CA	1.8098
 82	 82	 C	CA	-2.7469
 83	 83	 C	CA	0.8383
 84	 84	 C	CA	-1.8684
 85	 85	 C	CA	-0.4543
 86	 86	 C	CA	-0.2748
 87	 87	 C	CA	-1.0306
 88	 88	 C	CA	-0.1509
 89	 89	 C	CA	-0.9210
 90	 90	 C	CA	-1.4266
 91	 91	 C	CA	-0.0493
 92	 92	 C	CA	0.3839
 93	 93	 C	CA	-0.4976
 94	 94	 C	CA	-0.8448
 95	 95	 C	CA	-0.1177
 96	 96	 C	CA	0.6598
 97	 97	 C	CA	-0.3699
 98	 98	 C	CA	-0.0815
 99	 99	 C	CA	-0.2811
100	100	 C	CA	0.1551
101	101	 C	CA	0.0772
102	102	 C	CA	0.0689
103	103	 C	CA	0.3324
104	104	 C	CA	-0.4435
105	105	 C	CA	-0.7794
106	106	 C	CA	0.2919
107	107	 C	CA	-0.7797
108	108	 C	CA	-0.6492
109	109	 C	CA	-0.0581
110	110	 C	CA	0.4576
111	111	 C	CA	-0.5268
112	112	 C	CA	-0.4073
113	113	 C	CA	-0.1046
114	114	 C	CA	-0.0566
115	115	 C	CA	0.1443
116	116	 C	CA	-0.2268
117	117	 C	CA	0.1702
118	118	 C	CA	-0.5650
119	119	 C	CA	-0.5504
120	120	 C	CA	0.3201
121	121	 C	CA	0.7880
122	122	 C	CA	-0.5514
123	123	 C	CA	0.8783
124	124	 C	CA	0.5997
125	125	 C	CA	-0.3226
126	126	 C	CA	-0.8207
127	127	 C	CA	-0.5436
128	128	 C	CA	-0.2084
129	129	 C	CA	0.4418
130	130	 C	CA	-0.4740
131	131	 C	CA	0.1400
132	132	 C	CA	-0.2690
133	133	 C	CA	-0.1687
134	134	 C	CA	0.2223
135	135	 C	CA	-0.0847
136	136	 C	CA	0.5303
137	137	 C	CA	-0.0106
138	138	 C	CA	-0.3002
139	139	 C	CA	-1.2320
140	140	 C	CA	0.0101
141	141	 C	CA	-0.1126
142	142	 C	CA	-1.1219
143	143	 C	CA	-0.0528
144	144	 C	CA	-0.5079
145	145	 C	CA	-0.4242
146	146	 C	CA	-0.0531
147	147	 C	CA	0.0661







data_collection/paramagnetic_data_2020/Yb_RDC_JNH.txt

# temperature 298
# field 950
  3	  2	 H	 C	0.3272
  3	  3	 H	 N	-1.1998
  4	  3	 H	 C	0.9340
  4	  4	 H	 N	2.2475
  5	  4	 H	 C	-4.6602
  5	  5	 H	 N	9.0710
  6	  5	 H	 C	1.3735
  6	  6	 H	 N	-3.7545
  7	  6	 H	 C	-1.9539
  7	  7	 H	 N	-3.1132
  8	  7	 H	 C	-4.5169
  8	  8	 H	 N	1.1700
 16	 15	 H	 C	4.4309
 16	 16	 H	 N	-3.6361
 17	 16	 H	 C	5.6491
 17	 17	 H	 N	-5.3184
 18	 17	 H	 C	0.0119
 18	 18	 H	 N	-3.7545
 19	 18	 H	 C	-5.9357
 19	 19	 H	 N	-0.7338
 21	 20	 H	 C	2.1402
 21	 21	 H	 N	-6.8639
 22	 21	 H	 C	-1.3878
 22	 22	 H	 N	-3.8903
 23	 22	 H	 C	7.6125
 23	 23	 H	 N	3.8643
 24	 23	 H	 C	3.9245
 24	 24	 H	 N	4.8995
 25	 24	 H	 C	-1.2636
 25	 25	 H	 N	11.8568
 29	 28	 H	 C	-3.6450
 29	 29	 H	 N	8.9381
 30	 29	 H	 C	-2.0948
 30	 30	 H	 N	7.6343
 31	 30	 H	 C	-0.6616
 31	 31	 H	 N	11.0652
 32	 31	 H	 C	-1.9085
 32	 32	 H	 N	7.4397
 33	 32	 H	 C	3.0121
 33	 33	 H	 N	11.1336
 34	 33	 H	 C	-1.8058
 34	 34	 H	 N	12.6339
 35	 34	 H	 C	-4.0487
 35	 35	 H	 N	10.4932
 36	 35	 H	 C	-3.3823
 36	 36	 H	 N	4.2524
 37	 36	 H	 C	-1.2588
 37	 37	 H	 N	8.2178
 38	 37	 H	 C	-1.7294
 38	 38	 H	 N	11.7239
 40	 39	 H	 C	1.7771
 40	 40	 H	 N	0.0876
 41	 40	 H	 C	-1.9228
 41	 41	 H	 N	1.2692
 42	 41	 H	 C	1.8369
 42	 42	 H	 N	-2.1618
 44	 43	 H	 C	0.1648
 44	 44	 H	 N	-5.8181
 45	 44	 H	 C	2.7708
 45	 45	 H	 N	-0.5190
 46	 45	 H	 C	-1.7532
 46	 46	 H	 N	4.5461
 47	 46	 H	 C	-2.4794
 47	 47	 H	 N	4.1705
 48	 47	 H	 C	1.0749
 48	 48	 H	 N	-3.3799
 49	 48	 H	 C	2.9117
 49	 49	 H	 N	1.4608
 50	 49	 H	 C	-2.4985
 50	 50	 H	 N	5.5129
 51	 50	 H	 C	-0.9961
 51	 51	 H	 N	9.3887
 74	 73	 H	 C	2.9786
 74	 74	 H	 N	1.1238
 75	 74	 H	 C	-0.8575
 75	 75	 H	 N	-2.2129
 76	 75	 H	 C	-1.7652
 76	 76	 H	 N	3.6977
 77	 76	 H	 C	-2.0447
 77	 77	 H	 N	-0.9716
 78	 77	 H	 C	0.3893
 78	 78	 H	 N	-0.3428
 79	 78	 H	 C	1.8679
 79	 79	 H	 N	0.1704
 80	 79	 H	 C	1.3997
 80	 80	 H	 N	2.5364
 82	 81	 H	 C	-1.4236
 82	 82	 H	 N	3.3000
 83	 82	 H	 C	-4.0105
 83	 83	 H	 N	0.5653
 85	 84	 H	 C	-1.3950
 85	 85	 H	 N	2.5836
 86	 85	 H	 C	1.0677
 86	 86	 H	 N	0.4314
 88	 87	 H	 C	1.2254
 88	 88	 H	 N	0.4613
 89	 88	 H	 C	-0.9435
 89	 89	 H	 N	2.3101
 90	 89	 H	 C	0.8050
 90	 90	 H	 N	-2.4834
 91	 90	 H	 C	5.2406
 91	 91	 H	 N	1.2461
 92	 91	 H	 C	-0.3440
 92	 92	 H	 N	0.6047
 93	 92	 H	 C	0.3177
 93	 93	 H	 N	-0.1502
 94	 93	 H	 C	-1.1871
 94	 94	 H	 N	-3.5716
 95	 94	 H	 C	3.1410
 95	 95	 H	 N	-0.4555
 96	 95	 H	 C	2.3194
 96	 96	 H	 N	1.5802
 97	 96	 H	 C	1.3185
 97	 97	 H	 N	0.7078
 98	 97	 H	 C	2.8783
 98	 98	 H	 N	-0.5181
 99	 98	 H	 C	-1.0438
 99	 99	 H	 N	-1.4367
100	 99	 H	 C	-3.2796
100	100	 H	 N	-1.0612
101	100	 H	 C	2.2979
101	101	 H	 N	-0.5970
102	101	 H	 C	0.0119
102	102	 H	 N	0.0077
103	102	 H	 C	0.5064
103	103	 H	 N	-0.7039
104	103	 H	 C	0.6115
104	104	 H	 N	-0.2523
105	104	 H	 C	-1.6959
105	105	 H	 N	-4.9717
106	105	 H	 C	0.7285
106	106	 H	 N	-2.0492
107	106	 H	 C	-1.0558
107	107	 H	 N	-0.9793
108	107	 H	 C	5.3792
108	108	 H	 N	-3.0054
109	108	 H	 C	-0.8480
109	109	 H	 N	0.6471
110	109	 H	 C	-0.4897
110	110	 H	 N	-0.2716
111	110	 H	 C	0.0932
111	111	 H	 N	-0.2600
112	111	 H	 C	-2.0160
112	112	 H	 N	-0.0597
113	112	 H	 C	-1.1919
113	113	 H	 N	1.2952
114	113	 H	 C	-0.2460
114	114	 H	 N	0.2330
115	114	 H	 C	0.3081
115	115	 H	 N	1.0544
116	115	 H	 C	0.1003
116	116	 H	 N	-0.2070
117	116	 H	 C	1.8369
117	117	 H	 N	2.5277
118	117	 H	 C	-3.0598
118	118	 H	 N	1.0862
119	118	 H	 C	-2.1378
119	119	 H	 N	0.1801
120	119	 H	 C	1.8273
120	120	 H	 N	-0.3496
121	120	 H	 C	-2.9332
121	121	 H	 N	0.1637
122	121	 H	 C	1.5359
122	122	 H	 N	1.3327
123	122	 H	 C	-1.4905
123	123	 H	 N	0.8339
124	123	 H	 C	0.9674
124	124	 H	 N	0.1608
125	124	 H	 C	-1.3973
125	125	 H	 N	0.4873
126	125	 H	 C	1.1943
126	126	 H	 N	0.3755
127	126	 H	 C	-0.2198
127	127	 H	 N	1.3067
128	127	 H	 C	-1.3018
128	128	 H	 N	1.8007
129	128	 H	 C	-0.1911
129	129	 H	 N	-0.9572
130	129	 H	 C	-2.1665
130	130	 H	 N	-0.5479
131	130	 H	 C	0.1744
131	131	 H	 N	-3.6216
132	131	 H	 C	0.6521
132	132	 H	 N	0.1117
133	132	 H	 C	0.4706
133	133	 H	 N	0.0433
134	133	 H	 C	0.4706
134	134	 H	 N	1.2672
135	134	 H	 C	0.5398
135	135	 H	 N	0.0501
136	135	 H	 C	-2.8878
136	136	 H	 N	-0.8079
137	136	 H	 C	-9.7814
137	137	 H	 N	-1.6832
138	137	 H	 C	-2.2979
138	138	 H	 N	0.7877
139	138	 H	 C	0.5279
139	139	 H	 N	-1.3616
140	139	 H	 C	0.5995
140	140	 H	 N	3.0920
141	140	 H	 C	1.1824
141	141	 H	 N	0.1772
142	141	 H	 C	1.9205
142	142	 H	 N	-1.5340
143	142	 H	 C	-1.6553
143	143	 H	 N	0.5970
144	143	 H	 C	-0.3010
144	144	 H	 N	1.0178
145	144	 H	 C	1.1680
145	145	 H	 N	0.5142
146	145	 H	 C	-0.8169
146	146	 H	 N	-1.3192
147	146	 H	 C	0.0860
147	147	 H	 N	0.2754
148	147	 H	 C	-0.1481
148	148	 H	 N	0.1021







data_collection/paramagnetic_data_2020/Yb_RDC_JNH_950.txt

# temperature 298
# field 950
  3	  2	 H	 C	0.3272
  3	  3	 H	 N	-1.1998
  4	  3	 H	 C	0.9340
  4	  4	 H	 N	2.2475
  5	  4	 H	 C	-4.6602
  5	  5	 H	 N	9.0710
  6	  5	 H	 C	1.3735
  6	  6	 H	 N	-3.7545
  7	  6	 H	 C	-1.9539
  7	  7	 H	 N	-3.1132
  8	  7	 H	 C	-4.5169
  8	  8	 H	 N	1.1700
 16	 15	 H	 C	4.4309
 16	 16	 H	 N	-3.6361
 17	 16	 H	 C	5.6491
 17	 17	 H	 N	-5.3184
 18	 17	 H	 C	0.0119
 18	 18	 H	 N	-3.7545
 19	 18	 H	 C	-5.9357
 19	 19	 H	 N	-0.7338
 21	 20	 H	 C	2.1402
 21	 21	 H	 N	-6.8639
 22	 21	 H	 C	-1.3878
 22	 22	 H	 N	-3.8903
 23	 22	 H	 C	7.6125
 23	 23	 H	 N	3.8643
 24	 23	 H	 C	3.9245
 24	 24	 H	 N	4.8995
 25	 24	 H	 C	-1.2636
 25	 25	 H	 N	11.8568
 29	 28	 H	 C	-3.6450
 29	 29	 H	 N	8.9381
 30	 29	 H	 C	-2.0948
 30	 30	 H	 N	7.6343
 31	 30	 H	 C	-0.6616
 31	 31	 H	 N	11.0652
 32	 31	 H	 C	-1.9085
 32	 32	 H	 N	7.4397
 33	 32	 H	 C	3.0121
 33	 33	 H	 N	11.1336
 34	 33	 H	 C	-1.8058
 34	 34	 H	 N	12.6339
 35	 34	 H	 C	-4.0487
 35	 35	 H	 N	10.4932
 36	 35	 H	 C	-3.3823
 36	 36	 H	 N	4.2524
 37	 36	 H	 C	-1.2588
 37	 37	 H	 N	8.2178
 38	 37	 H	 C	-1.7294
 38	 38	 H	 N	11.7239
 40	 39	 H	 C	1.7771
 40	 40	 H	 N	0.0876
 41	 40	 H	 C	-1.9228
 41	 41	 H	 N	1.2692
 42	 41	 H	 C	1.8369
 42	 42	 H	 N	-2.1618
 44	 43	 H	 C	0.1648
 44	 44	 H	 N	-5.8181
 45	 44	 H	 C	2.7708
 45	 45	 H	 N	-0.5190
 46	 45	 H	 C	-1.7532
 46	 46	 H	 N	4.5461
 47	 46	 H	 C	-2.4794
 47	 47	 H	 N	4.1705
 48	 47	 H	 C	1.0749
 48	 48	 H	 N	-3.3799
 49	 48	 H	 C	2.9117
 49	 49	 H	 N	1.4608
 50	 49	 H	 C	-2.4985
 50	 50	 H	 N	5.5129
 51	 50	 H	 C	-0.9961
 51	 51	 H	 N	9.3887
 74	 73	 H	 C	2.9786
 74	 74	 H	 N	1.1238
 75	 74	 H	 C	-0.8575
 75	 75	 H	 N	-2.2129
 76	 75	 H	 C	-1.7652
 76	 76	 H	 N	3.6977
 77	 76	 H	 C	-2.0447
 77	 77	 H	 N	-0.9716
 78	 77	 H	 C	0.3893
 78	 78	 H	 N	-0.3428
 79	 78	 H	 C	1.8679
 79	 79	 H	 N	0.1704
 80	 79	 H	 C	1.3997
 80	 80	 H	 N	2.5364
 82	 81	 H	 C	-1.4236
 82	 82	 H	 N	3.3000
 83	 82	 H	 C	-4.0105
 83	 83	 H	 N	0.5653
 85	 84	 H	 C	-1.3950
 85	 85	 H	 N	2.5836
 86	 85	 H	 C	1.0677
 86	 86	 H	 N	0.4314
 88	 87	 H	 C	1.2254
 88	 88	 H	 N	0.4613
 89	 88	 H	 C	-0.9435
 89	 89	 H	 N	2.3101
 90	 89	 H	 C	0.8050
 90	 90	 H	 N	-2.4834
 91	 90	 H	 C	5.2406
 91	 91	 H	 N	1.2461
 92	 91	 H	 C	-0.3440
 92	 92	 H	 N	0.6047
 93	 92	 H	 C	0.3177
 93	 93	 H	 N	-0.1502
 94	 93	 H	 C	-1.1871
 94	 94	 H	 N	-3.5716
 95	 94	 H	 C	3.1410
 95	 95	 H	 N	-0.4555
 96	 95	 H	 C	2.3194
 96	 96	 H	 N	1.5802
 97	 96	 H	 C	1.3185
 97	 97	 H	 N	0.7078
 98	 97	 H	 C	2.8783
 98	 98	 H	 N	-0.5181
 99	 98	 H	 C	-1.0438
 99	 99	 H	 N	-1.4367
100	 99	 H	 C	-3.2796
100	100	 H	 N	-1.0612
101	100	 H	 C	2.2979
101	101	 H	 N	-0.5970
102	101	 H	 C	0.0119
102	102	 H	 N	0.0077
103	102	 H	 C	0.5064
103	103	 H	 N	-0.7039
104	103	 H	 C	0.6115
104	104	 H	 N	-0.2523
105	104	 H	 C	-1.6959
105	105	 H	 N	-4.9717
106	105	 H	 C	0.7285
106	106	 H	 N	-2.0492
107	106	 H	 C	-1.0558
107	107	 H	 N	-0.9793
108	107	 H	 C	5.3792
108	108	 H	 N	-3.0054
109	108	 H	 C	-0.8480
109	109	 H	 N	0.6471
110	109	 H	 C	-0.4897
110	110	 H	 N	-0.2716
111	110	 H	 C	0.0932
111	111	 H	 N	-0.2600
112	111	 H	 C	-2.0160
112	112	 H	 N	-0.0597
113	112	 H	 C	-1.1919
113	113	 H	 N	1.2952
114	113	 H	 C	-0.2460
114	114	 H	 N	0.2330
115	114	 H	 C	0.3081
115	115	 H	 N	1.0544
116	115	 H	 C	0.1003
116	116	 H	 N	-0.2070
117	116	 H	 C	1.8369
117	117	 H	 N	2.5277
118	117	 H	 C	-3.0598
118	118	 H	 N	1.0862
119	118	 H	 C	-2.1378
119	119	 H	 N	0.1801
120	119	 H	 C	1.8273
120	120	 H	 N	-0.3496
121	120	 H	 C	-2.9332
121	121	 H	 N	0.1637
122	121	 H	 C	1.5359
122	122	 H	 N	1.3327
123	122	 H	 C	-1.4905
123	123	 H	 N	0.8339
124	123	 H	 C	0.9674
124	124	 H	 N	0.1608
125	124	 H	 C	-1.3973
125	125	 H	 N	0.4873
126	125	 H	 C	1.1943
126	126	 H	 N	0.3755
127	126	 H	 C	-0.2198
127	127	 H	 N	1.3067
128	127	 H	 C	-1.3018
128	128	 H	 N	1.8007
129	128	 H	 C	-0.1911
129	129	 H	 N	-0.9572
130	129	 H	 C	-2.1665
130	130	 H	 N	-0.5479
131	130	 H	 C	0.1744
131	131	 H	 N	-3.6216
132	131	 H	 C	0.6521
132	132	 H	 N	0.1117
133	132	 H	 C	0.4706
133	133	 H	 N	0.0433
134	133	 H	 C	0.4706
134	134	 H	 N	1.2672
135	134	 H	 C	0.5398
135	135	 H	 N	0.0501
136	135	 H	 C	-2.8878
136	136	 H	 N	-0.8079
137	136	 H	 C	-9.7814
137	137	 H	 N	-1.6832
138	137	 H	 C	-2.2979
138	138	 H	 N	0.7877
139	138	 H	 C	0.5279
139	139	 H	 N	-1.3616
140	139	 H	 C	0.5995
140	140	 H	 N	3.0920
141	140	 H	 C	1.1824
141	141	 H	 N	0.1772
142	141	 H	 C	1.9205
142	142	 H	 N	-1.5340
143	142	 H	 C	-1.6553
143	143	 H	 N	0.5970
144	143	 H	 C	-0.3010
144	144	 H	 N	1.0178
145	144	 H	 C	1.1680
145	145	 H	 N	0.5142
146	145	 H	 C	-0.8169
146	146	 H	 N	-1.3192
147	146	 H	 C	0.0860
147	147	 H	 N	0.2754
148	147	 H	 C	-0.1481
148	148	 H	 N	0.1021







data_collection/pulse_sequences/hncagpwg3d_ndha.nkar

						hncagpwg3d_sct


						avance-version (14/08/11)


						HNCa


						3D sequence with


						   inverse correlation for triple resonance using multiple


						      inept transfer steps


						


						      F1(H) -> F3(N) -> F2(Ca,t1) -> F3(N,t2) -> F1(H,t3)


						


						on/off resonance Ca and C=O pulses using shaped pulse


						phase sensitive (t1)


						phase sensitive (t2)


						using semi-constant time in t2


						water suppression using watergate sequence


						no h decoupling during t1


						(use parameterset HNCAGPWG3D)


						


						S. Grzesiek & A. Bax, J. Magn. Reson. 96, 432 - 440 (1992)


						(J. Schleucher, M. Sattler & C. Griesinger, Angew. Chem. Int. Ed. 32,


						   1489-1491 (1993))


						(L.E. Kay, G.Y. Xu & T. Yamazaki, J. Magn. Reson. A109, 129-133 (1994))


						


						$CLASS=HighRes


						$DIM=3D


						$TYPE=


						$SUBTYPE=


						$COMMENT=


			


			


			prosol relations=<triple>


			


			


			#include <Avance.incl>


			#include <Grad.incl>


			#include <Delay.incl>


			


			


			p2=p1*2


			p22=p21*2


			d11=30m


			


			d21=5.5m


			d23=12.4m


			d26=2.3m


			


			


			d0=3u


			d10=3u


			d29=3u


			d30=d23/2+p14/2+d29


			


			in0=inf1/2


			in10=inf2/4


			


			FACTOR1=d30*10000000*2/td2


			INCR2=FACTOR1/10000000


			


			if ( INCR2 > in10 ) { in29 = 0; } else { in29=in10-INCR2; }


			if ( INCR2 > in10 ) { in30 = in10; } else { in30 = INCR2; }


			


			


			DELTA=d0*2+larger(p14,p22)-p14


			DELTA1=d23-d21-p26


			DELTA2=d26-p16-d16-p11-12u


			DELTA3=d23/2-p14/2-d10


			DELTA4=d23/2-p14/2-p26-d21-d10-4u


			


			


			spoff2=0


			spoff3=0


			spoff5=bf2*(cnst21/1000000)-o2


			spoff8=0


			


			


			aqseq 321


			


			


			1 d11 ze


			  d11 pl16:f3 


			2 d11 do:f3


			3 d1 pl1:f1


			


			  (p1 ph1)


			  d26 pl3:f3


			  (center (p2 ph1) (p22 ph1):f3 )


			  d26 UNBLKGRAD


			  (p1 ph2):f1 


			


			  4u


			  (p11:sp1 ph1:r):f1


			  4u


			  p16:gp1


			  d16


			


			  (p21 ph3):f3


			  d21 pl19:f1


			  (p26 ph2):f1


			  DELTA1 cpds1:f1 ph1


			  (center (p14:sp3 ph1):f2 (p22 ph1):f3 )


			  d23


			  (p21 ph1):f3


			  4u do:f1


			  (p26 ph7):f1


			  4u


			


			  (p13:sp2 ph4):f2


			  d0


			  (center (p14:sp5 ph1):f2 (p22 ph1):f3 )


			  d0


			  4u


			  (p14:sp3 ph1):f2


			  DELTA


			  (p14:sp5 ph1):f2


			  4u


			  (p13:sp8 ph1):f2


			


			


			  p16:gp2


			  d16


			  (p26 ph2):f1


			  20u cpds1:f1 ph1


			


			  (p21 ph5):f3


			  d30


			  (p14:sp5 ph1):f2


			  d30


			  (p22 ph8):f3


			  d29


			  (p14:sp5 ph1):f2


			  d29


			  (p14:sp3 ph1):f2


			  DELTA3


			  d10


			  (p14:sp5 ph1):f2


			  d10


			  DELTA4


			  4u do:f1


			  (p26 ph7):f1


			  d21


			  (p21 ph1):f3


			


			  p16:gp3


			  d16


			  (p11:sp1 ph6):f1


			  4u


			  4u pl1:f1


			


			  (p1 ph1) 


			  4u


			  p16:gp4


			  d16


			  DELTA2


			  (p11:sp1 ph6):f1


			  4u


			  4u pl1:f1


			  (center (p2 ph1) (p22 ph1):f3 )


			  4u


			  (p11:sp1 ph6):f1


			  4u


			  DELTA2


			  p16:gp4


			  d16 pl16:f3


			  4u BLKGRAD


			  go=2 ph31 cpd3:f3 


			  d11 do:f3 mc #0 to 2 


			     F1PH(calph(ph4, +90), caldel(d0, +in0)) 


			     F2PH(calph(ph5, -90), caldel(d10, +in10) & caldel(d29, +in29) & caldel(d30, -in30))


			exit


			


			


			ph1=0


			ph2=1 


			ph3=0 0 0 0 0 0 0 0 2 2 2 2 2 2 2 2


			ph4=0 2


			ph5=0 0 2 2


			ph6=2


			ph7=3


			ph8=0 0 0 0 2 2 2 2


			ph31=0 2 2 0 0 2 2 0 2 0 0 2 2 0 0 2


			


			


						pl1 : f1 channel - power level for pulse (default)


						pl3 : f3 channel - power level for pulse (default)


						pl16: f3 channel - power level for CPD/BB decoupling


						pl19: f1 channel - power level for CPD/BB decoupling


						sp1: f1 channel - shaped pulse  90 degree  (H2O on resonance)


						sp2: f2 channel - shaped pulse  90 degree  (Ca on resonance)


						sp3: f2 channel - shaped pulse 180 degree  (Ca on resonance)


						sp5: f2 channel - shaped pulse 180 degree  (C=O off resonance)


						sp8: f2 channel - shaped pulse  90 degree  (Ca on resonance)


						                  for time reversed pulse


						p1 : f1 channel -  90 degree high power pulse


						p2 : f1 channel - 180 degree high power pulse


						p11: f1 channel -  90 degree shaped pulse             [1 msec]


						p13: f2 channel -  90 degree shaped pulse


						p14: f2 channel - 180 degree shaped pulse


						p16: homospoil/gradient pulse                         [1 msec]


						p21: f3 channel -  90 degree high power pulse


						p22: f3 channel - 180 degree high power pulse


						p26: f1 channel -  90 degree pulse at pl19


						d0 : incremented delay (F1 in 3D)                     [3 usec]


						d1 : relaxation delay			 1-5 * T1


						d10: incremented delay (F2 in 3D)                     [3 usec]


						d11: delay for disk I/O                               [30 msec]


						d16: delay for homospoil/gradient recovery


						d21: 1/(2J(NH)                                        [5.5 msec]


						d23: 1/(4J(NCa)                                       [12.4 msec]


						d26: 1/(4J'(NH)                                       [2.3 msec]


						d29: incremented delay (F2 in 3D)                     [3 usec]


						d30: decremented delay (F2 in 3D) = d23/2+p14/2+d29


						cnst21: CO chemical shift (offset, in ppm)


						cnst22: Calpha chemical shift (offset, in ppm)


						o2p: Calpha chemical shift (cnst22)


						inf1: 1/SW(Ca) = 2 * DW(Ca)


						inf2: 1/SW(N) = 2 * DW(N)


						in0: 1/(2 * SW(Ca)) =  DW(Ca)


						nd0: 2


						in10: 1/(4 * SW(N)) = (1/2) DW(N)


						nd10: 4


						in29: = (1 - k) * in10


						in30: = k * in10


						ns: 8 * n


						ds: >= 16


						td1: number of experiments in F1


						td2: number of experiments in F2


						FnMODE: States-TPPI (or TPPI) in F1


						FnMODE: States-TPPI (or TPPI) in F2


						cpds1: decoupling according to sequence defined by cpdprg1


						cpd3: decoupling according to sequence defined by cpdprg3


						pcpd1: f1 channel - 90 degree pulse for decoupling sequence


						pcpd3: f3 channel - 90 degree pulse for decoupling sequence


			


			


						for z-only gradients:


						gpz1: 50%


						gpz2: 40%


						gpz3: 60%


						gpz4: 30%


			


						use gradient files:   


						gpnam1: SMSQ10.100


						gpnam2: SMSQ10.100


						gpnam3: SMSQ10.100


						gpnam4: SMSQ10.100


			


			


			


						$Id: hncagpwg3d_sct,v 1.1 2014/08/22 13:46:21 ber Exp $









data_collection/pulse_sequences/hncagpwg3d_sct

						hncagpwg3d_sct


						avance-version (14/08/11)


						HNCa


						3D sequence with


						   inverse correlation for triple resonance using multiple


						      inept transfer steps


						


						      F1(H) -> F3(N) -> F2(Ca,t1) -> F3(N,t2) -> F1(H,t3)


						


						on/off resonance Ca and C=O pulses using shaped pulse


						phase sensitive (t1)


						phase sensitive (t2)


						using semi-constant time in t2


						water suppression using watergate sequence


						(use parameterset HNCAGPWG3D)


						


						S. Grzesiek & A. Bax, J. Magn. Reson. 96, 432 - 440 (1992)


						(J. Schleucher, M. Sattler & C. Griesinger, Angew. Chem. Int. Ed. 32,


						   1489-1491 (1993))


						(L.E. Kay, G.Y. Xu & T. Yamazaki, J. Magn. Reson. A109, 129-133 (1994))


						


						$CLASS=HighRes


						$DIM=3D


						$TYPE=


						$SUBTYPE=


						$COMMENT=


			


			


			prosol relations=<triple>


			


			


			#include <Avance.incl>


			#include <Grad.incl>


			#include <Delay.incl>


			


			


			p2=p1*2


			p22=p21*2


			d11=30m


			


			d21=5.5m


			d23=12.4m


			d26=2.3m


			


			


			d0=3u


			d10=3u


			d29=3u


			d30=d23/2+p14/2+d29


			


			in0=inf1/2


			in10=inf2/4


			


			FACTOR1=d30*10000000*2/td2


			INCR2=FACTOR1/10000000


			


			if ( INCR2 > in10 ) { in29 = 0; } else { in29=in10-INCR2; }


			if ( INCR2 > in10 ) { in30 = in10; } else { in30 = INCR2; }


			


			


			DELTA=d0*2+larger(p14,p22)-p14


			DELTA1=d23-d21-p26


			DELTA2=d26-p16-d16-p11-12u


			DELTA3=d23/2-p14/2-d10


			DELTA4=d23/2-p14/2-p26-d21-d10-4u


			


			


			spoff2=0


			spoff3=0


			spoff5=bf2*(cnst21/1000000)-o2


			spoff8=0


			


			


			aqseq 321


			


			


			1 d11 ze


			  d11 pl16:f3 


			2 d11 do:f3


			3 d1 pl1:f1


			


			  (p1 ph1)


			  d26 pl3:f3


			  (center (p2 ph1) (p22 ph1):f3 )


			  d26 UNBLKGRAD


			  (p1 ph2):f1 


			


			  4u


			  (p11:sp1 ph1:r):f1


			  4u


			  p16:gp1


			  d16


			


			  (p21 ph3):f3


			  d21 pl19:f1


			  (p26 ph2):f1


			  DELTA1 cpds1:f1 ph1


			  (center (p14:sp3 ph1):f2 (p22 ph1):f3 )


			  d23


			  (p21 ph1):f3


			


			  (p13:sp2 ph4):f2


			  d0


			  (center (p14:sp5 ph1):f2 (p22 ph1):f3 )


			  d0


			  4u


			  (p14:sp3 ph1):f2


			  DELTA


			  (p14:sp5 ph1):f2


			  4u


			  (p13:sp8 ph1):f2


			


			  4u do:f1


			  (p26 ph7):f1


			  4u


			  p16:gp2


			  d16


			  (p26 ph2):f1


			  20u cpds1:f1 ph1


			


			  (p21 ph5):f3


			  d30


			  (p14:sp5 ph1):f2


			  d30


			  (p22 ph8):f3


			  d29


			  (p14:sp5 ph1):f2


			  d29


			  (p14:sp3 ph1):f2


			  DELTA3


			  d10


			  (p14:sp5 ph1):f2


			  d10


			  DELTA4


			  4u do:f1


			  (p26 ph7):f1


			  d21


			  (p21 ph1):f3


			


			  p16:gp3


			  d16


			  (p11:sp1 ph6):f1


			  4u


			  4u pl1:f1


			


			  (p1 ph1) 


			  4u


			  p16:gp4


			  d16


			  DELTA2


			  (p11:sp1 ph6):f1


			  4u


			  4u pl1:f1


			  (center (p2 ph1) (p22 ph1):f3 )


			  4u


			  (p11:sp1 ph6):f1


			  4u


			  DELTA2


			  p16:gp4


			  d16 pl16:f3


			  4u BLKGRAD


			  go=2 ph31 cpd3:f3 


			  d11 do:f3 mc #0 to 2 


			     F1PH(calph(ph4, +90), caldel(d0, +in0)) 


			     F2PH(calph(ph5, -90), caldel(d10, +in10) & caldel(d29, +in29) & caldel(d30, -in30))


			exit


			


			


			ph1=0


			ph2=1 


			ph3=0 0 0 0 0 0 0 0 2 2 2 2 2 2 2 2


			ph4=0 2


			ph5=0 0 2 2


			ph6=2


			ph7=3


			ph8=0 0 0 0 2 2 2 2


			ph31=0 2 2 0 0 2 2 0 2 0 0 2 2 0 0 2


			


			


						pl1 : f1 channel - power level for pulse (default)


						pl3 : f3 channel - power level for pulse (default)


						pl16: f3 channel - power level for CPD/BB decoupling


						pl19: f1 channel - power level for CPD/BB decoupling


						sp1: f1 channel - shaped pulse  90 degree  (H2O on resonance)


						sp2: f2 channel - shaped pulse  90 degree  (Ca on resonance)


						sp3: f2 channel - shaped pulse 180 degree  (Ca on resonance)


						sp5: f2 channel - shaped pulse 180 degree  (C=O off resonance)


						sp8: f2 channel - shaped pulse  90 degree  (Ca on resonance)


						                  for time reversed pulse


						p1 : f1 channel -  90 degree high power pulse


						p2 : f1 channel - 180 degree high power pulse


						p11: f1 channel -  90 degree shaped pulse             [1 msec]


						p13: f2 channel -  90 degree shaped pulse


						p14: f2 channel - 180 degree shaped pulse


						p16: homospoil/gradient pulse                         [1 msec]


						p21: f3 channel -  90 degree high power pulse


						p22: f3 channel - 180 degree high power pulse


						p26: f1 channel -  90 degree pulse at pl19


						d0 : incremented delay (F1 in 3D)                     [3 usec]


						d1 : relaxation delay			 1-5 * T1


						d10: incremented delay (F2 in 3D)                     [3 usec]


						d11: delay for disk I/O                               [30 msec]


						d16: delay for homospoil/gradient recovery


						d21: 1/(2J(NH)                                        [5.5 msec]


						d23: 1/(4J(NCa)                                       [12.4 msec]


						d26: 1/(4J'(NH)                                       [2.3 msec]


						d29: incremented delay (F2 in 3D)                     [3 usec]


						d30: decremented delay (F2 in 3D) = d23/2+p14/2+d29


						cnst21: CO chemical shift (offset, in ppm)


						cnst22: Calpha chemical shift (offset, in ppm)


						o2p: Calpha chemical shift (cnst22)


						inf1: 1/SW(Ca) = 2 * DW(Ca)


						inf2: 1/SW(N) = 2 * DW(N)


						in0: 1/(2 * SW(Ca)) =  DW(Ca)


						nd0: 2


						in10: 1/(4 * SW(N)) = (1/2) DW(N)


						nd10: 4


						in29: = (1 - k) * in10


						in30: = k * in10


						ns: 8 * n


						ds: >= 16


						td1: number of experiments in F1


						td2: number of experiments in F2


						FnMODE: States-TPPI (or TPPI) in F1


						FnMODE: States-TPPI (or TPPI) in F2


						cpds1: decoupling according to sequence defined by cpdprg1


						cpd3: decoupling according to sequence defined by cpdprg3


						pcpd1: f1 channel - 90 degree pulse for decoupling sequence


						pcpd3: f3 channel - 90 degree pulse for decoupling sequence


			


			


						for z-only gradients:


						gpz1: 50%


						gpz2: 40%


						gpz3: 60%


						gpz4: 30%


			


						use gradient files:   


						gpnam1: SMSQ10.100


						gpnam2: SMSQ10.100


						gpnam3: SMSQ10.100


						gpnam4: SMSQ10.100


			


			


			


						$Id: hncagpwg3d_sct,v 1.1 2014/08/22 13:46:21 ber Exp $









data_collection/pulse_sequences/hncogpwg3d_jnh_ia.nkar

;hncogprcwg3d6
;avance-version (15/02/27)
;IPAP-J-HNCO
;3D sequence with
;   inverse correlation for triple resonance using multiple
;      inept transfer steps
;
;      F1(H) -> F3(N) -> F2(C=O,t1) -> F3(N,J(H(N),t2) -> F1(H,t3)
;
;for determination of 1J(1D) NH(N)
;   splitting in F2:  NH(N)      (IPAP)
;on/off resonance Ca and C=O pulses using shaped pulse
;phase sensitive (t1)
;phase sensitive (t2)
;using semi-constant time in t2 (modified by nkar)
;water suppression using watergate sequence
;(use parameterset HNCOGPRCWG3D6)
;
;P. Permi, P.R. Rosevear & A. Annila, J. Biomol. NMR 17, 43-54 (2000)
;(S. Grzesiek & A. Bax, J. Magn. Reson. 96, 432 - 440 (1992))
;(J. Schleucher, M. Sattler & C. Griesinger, Angew. Chem. Int. Ed. 32,
;   1489-1491 (1993))
;(L.E. Kay, G.Y. Xu & T. Yamazaki, J. Magn. Reson. A109, 129-133 (1994))
;
;$CLASS=HighRes
;$DIM=3D
;$TYPE=
;$SUBTYPE=
;$COMMENT=
;IPAP-interleaving turned off. Instead you can acquire IP/AP individually by setting cnst11. Set to semi-constant time.
; modified on 05.12.2018.
prosol relations=<triple>


#include <Avance.incl>
#include <Grad.incl>
#include <Delay.incl>


"p2=p1*2"
"p22=p21*2"
"d11=30m"

"d21=5.5m"
"d23=12m"
"d26=2.3m"


"d0=3u"
;"d10=d23/2-p14/2"
;"d30=d23/2-p14/2"

"d10=d23/2-p14/2"
"d29=3u"
"d30=d23/2+p14/2+d29"

"in0=inf1/2"
"in10=inf2/4"
;"in30=in10"

"FACTOR1=d30*10000000*2/td2"
"INCR2=FACTOR1/10000000"

"if ( INCR2 > in10 ) { in29 = 0; } else { in29=in10-INCR2; }"
"if ( INCR2 > in10 ) { in30 = in10; } else { in30 = INCR2; }"


"DELTA=d0*2+larger(p14,p22)-p14"
"DELTA1=d23-d21-p26"
"DELTA2=d23-d21-p26-4u"
"DELTA3=d26-p16-d16-p11-12u"

"DELTA4=d23/2-p14/2-d10"





"spoff2=0"
"spoff3=0"
"spoff5=bf2*(cnst22/1000000)-o2"
"spoff8=0"


aqseq 321


1 d11 ze
  d11 pl16:f3 
2 d11 do:f3
3 d1 pl1:f1
  p1 ph1
  d26 pl3:f3
  (center (p2 ph1) (p22 ph1):f3 )
  d26 UNBLKGRAD
  (p1 ph2):f1 

  4u pl0:f1
  (p11:sp1 ph1:r):f1
  4u
  p16:gp1
  d16

  (p21 ph3):f3
  d21 pl19:f1
  (p26 ph2):f1
  DELTA1 cpds1:f1 ph1
  (center (p14:sp3 ph1):f2 (p22 ph1):f3 )
  DELTA2
  4u do:f1
  (p26 ph7):f1
  d21 pl0:f1
  (p21 ph2):f3

  (p13:sp2 ph4):f2
  d0
  (center (p14:sp5 ph1):f2 (p22 ph1):f3 )
  d0
  4u
  (p14:sp3 ph1):f2
  DELTA
  (p14:sp5 ph1):f2
  4u
  (p13:sp8 ph1):f2

  if "cnst11 %2 == 1"
    {
    (p11:sp1 ph2):f1
    4u
    4u pl1:f1
    (p21 ph9):f3
    d21*0.25
    (p2 ph1)
    d21*0.25
    (p22 ph1):f3
    d21*0.25
    (p2 ph1)
    d21*0.25
    (p21 ph1):f3
    4u pl0:f1
    (p11:sp1 ph7):f1
    }
  else
    {
    (p11:sp1 ph2):f1
    4u
    4u pl1:f1
    (p21 ph10):f3
    d21*0.5
    (center (p2 ph1) (p22 ph1):f3 )
    d21*0.5
    (p21 ph1):f3
    4u pl0:f1
    (p11:sp1 ph7):f1
    }

  4u
  p16:gp2
  d16

; start (s)ct block

  (p21 ph5):f3

  d30
  (p14:sp5 ph1):f2
  d30
  (p22 ph8):f3
  d29
  (p14:sp5 ph1):f2
  d29
  (p14:sp3 ph1):f2
  d10
  (p14:sp5 ph1):f2
  d10

  (p21 ph2):f3

; end (s)ct block

  p16:gp3
  d16 pl0:f1
  (p11:sp1 ph6):f1
  4u
  4u pl1:f1

  (p1 ph1) 
  4u
  p16:gp4
  d16
  DELTA3 pl0:f1
  (p11:sp1 ph6):f1
  4u
  4u pl1:f1
  (center (p2 ph1) (p22 ph1):f3 )
  4u pl0:f1
  (p11:sp1 ph6):f1
  4u
  DELTA3
  p16:gp4
  d16 pl16:f3
  4u BLKGRAD
  go=2 ph31 cpd3:f3 
  d11 do:f3 mc #0 to 2 
     F1PH(calph(ph4, +90), caldel(d0, +in0)) 
     F2PH(calph(ph5, +90), caldel(d10, +in10) & caldel(d29, +in29) & caldel(d30, -in30))
exit


ph1=0
ph2=1 
ph3=0
ph4=0 2
ph5=0 0 2 2
ph6=2
ph7=3
ph8=0 0 0 0 2 2 2 2
ph9=0 0 0 0 0 0 0 0 2 2 2 2 2 2 2 2
ph10=1 1 1 1 1 1 1 1 3 3 3 3 3 3 3 3
ph31=0 2 2 0 0 2 2 0 2 0 0 2 2 0 0 2


;pl0 : 0W
;pl1 : f1 channel - power level for pulse (default)
;pl3 : f3 channel - power level for pulse (default)
;pl16: f3 channel - power level for CPD/BB decoupling
;pl19: f1 channel - power level for CPD/BB decoupling
;sp1: f1 channel - shaped pulse  90 degree  (H2O on resonance)
;sp2: f2 channel - shaped pulse  90 degree  (C=O on resonance)
;sp3: f2 channel - shaped pulse 180 degree  (C=O on resonance)
;sp5: f2 channel - shaped pulse 180 degree  (Ca off resonance)
;sp8: f2 channel - shaped pulse  90 degree  (C=O on resonance)
;                  for time reversed pulse
;p1 : f1 channel -  90 degree high power pulse
;p2 : f1 channel - 180 degree high power pulse
;p11: f1 channel -  90 degree shaped pulse             [1 msec]
;p13: f2 channel -  90 degree shaped pulse
;p14: f2 channel - 180 degree shaped pulse
;p16: homospoil/gradient pulse                         [1 msec]
;p21: f3 channel -  90 degree high power pulse
;p22: f3 channel - 180 degree high power pulse
;p26: f1 channel -  90 degree pulse at pl19
;d0 : incremented delay (F1 in 3D)                     [3 usec]
;d1 : relaxation delay; 1-5 * T1
;d10: incremented delay (F2 in 3D) =  d23/2-p14/2
;d11: delay for disk I/O                               [30 msec]
;d16: delay for homospoil/gradient recovery
;d21: 1/(2J(NH))                                       [5.5 msec]
;d23: 1/(4J(NCO))                                      [12 msec]
;d26: 1/(4J'(NH))                                      [2.3 msec]
;d30: decremented delay (F2 in 3D) = d23/2-p14/2
;cnst11: 1 for inphase, 0 for antiphase
;cnst21: CO chemical shift (offset, in ppm)
;cnst22: Calpha chemical shift (offset, in ppm)
;o2p: CO chemical shift (cnst21)
;inf1: 1/SW(CO) = 2 * DW(CO)
;inf2: 1/SW(N) = 2 * DW(N)
;in0: 1/(2 * SW(CO)) =  DW(CO)
;nd0: 2
;in10: 1/(4 * SW(N)) = (1/2) DW(N)
;nd10: 4
;in30: = in10
;ns: 8 * n
;ds: >= 16
;td1: number of experiments in F1
;td2: twice the number of experiments in F2  td2 max = 2 * d30 / in30
;FnMODE: States-TPPI (or TPPI) in F1
;FnMODE: States-TPPI (or TPPI) in F2
;cpds1: decoupling according to sequence defined by cpdprg1
;cpd3: decoupling according to sequence defined by cpdprg3
;pcpd1: f1 channel - 90 degree pulse for decoupling sequence
;pcpd3: f3 channel - 90 degree pulse for decoupling sequence


;use gradient ratio:    gp 1 : gp 2 : gp 3 : gp 4
;                         50 :   40 :   60 :   30

;for z-only gradients:
;gpz1: 50%
;gpz2: 40%
;gpz3: 60%
;gpz4: 30%

;use gradient files:   
;gpnam1: SMSQ10.100
;gpnam2: SMSQ10.100
;gpnam3: SMSQ10.100
;gpnam4: SMSQ10.100



;use AU-program split [ipap 2] (F2) to create separate datasets



;$Id: hncogprcwg3d6,v 1.10.2.1 2015/03/03 11:21:23 ber Exp $







data_collection/pulse_sequences/hncogpwg3d_sct

						hncogpwg3d_sct


						avance-version (14/08/11)


						HNCO


						3D sequence with


						   inverse correlation for triple resonance using multiple


						      inept transfer steps


						


						      F1(H) -> F3(N) -> F2(C=O,t1) -> F3(N,t2) -> F1(H,t3)


						


						on/off resonance Ca and C=O pulses using shaped pulse


						phase sensitive (t1)


						phase sensitive (t2)


						using semi-constant time in t2


						water suppression using watergate sequence


						(use parameterset HNCOGPWG3D)


						


						S. Grzesiek & A. Bax, J. Magn. Reson. 96, 432 - 440 (1992)


						J. Schleucher, M. Sattler & C. Griesinger, Angew. Chem. Int. Ed. 32,


						   1489-1491 (1993)


						L.E. Kay, G.Y. Xu & T. Yamazaki, J. Magn. Reson. A109, 129-133 (1994)


						


						$CLASS=HighRes


						$DIM=3D


						$TYPE=


						$SUBTYPE=


						$COMMENT=


			


			


			prosol relations=<triple>


			


			


			#include <Avance.incl>


			#include <Grad.incl>


			#include <Delay.incl>


			


			


			p2=p1*2


			p22=p21*2


			d11=30m


			


			d21=5.5m


			d23=12.4m


			d26=2.3m


			


			


			d0=3u


			d10=3u


			d29=3u


			d30=d23/2+p14/2+d29


			


			in0=inf1/2


			in10=inf2/4


			


			FACTOR1=d30*10000000*2/td2


			INCR2=FACTOR1/10000000


			


			if ( INCR2 > in10 ) { in29 = 0; } else { in29=in10-INCR2; }


			if ( INCR2 > in10 ) { in30 = in10; } else { in30 = INCR2; }


			


			


			DELTA=d0*2+larger(p14,p22)-p14


			DELTA1=d23-d21-p26


			DELTA2=d26-p16-d16-p11-12u


			DELTA3=d23/2-p14/2-d10


			DELTA4=d23/2-p14/2-p26-d21-d10-4u


			


			


			spoff2=0


			spoff3=0


			spoff5=bf2*(cnst22/1000000)-o2


			spoff8=0


			


			


			aqseq 321


			


			


			1 d11 ze


			  d11 pl16:f3 


			2 d11 do:f3


			3 d1 pl1:f1


			


			  (p1 ph1)


			  d26 pl3:f3


			  (center (p2 ph1) (p22 ph1):f3 )


			  d26 UNBLKGRAD


			  (p1 ph2):f1 


			


			  4u


			  (p11:sp1 ph1:r):f1


			  4u


			  p16:gp1


			  d16


			


			  (p21 ph3):f3


			  d21 pl19:f1


			  (p26 ph2):f1


			  DELTA1 cpds1:f1 ph1


			  (center (p14:sp3 ph1):f2 (p22 ph1):f3 )


			  d23


			  (p21 ph1):f3


			


			  (p13:sp2 ph4):f2


			  d0


			  (center (p14:sp5 ph1):f2 (p22 ph1):f3 )


			  d0


			  4u


			  (p14:sp3 ph1):f2


			  DELTA


			  (p14:sp5 ph1):f2


			  4u


			  (p13:sp8 ph1):f2


			


			  4u do:f1


			  (p26 ph7):f1


			  4u


			  p16:gp2


			  d16


			  (p26 ph2):f1


			  20u cpds1:f1 ph1


			


			  (p21 ph5):f3


			  d30


			  (p14:sp5 ph1):f2


			  d30


			  (p22 ph8):f3


			  d29


			  (p14:sp5 ph1):f2


			  d29


			  (p14:sp3 ph1):f2


			  DELTA3


			  d10


			  (p14:sp5 ph1):f2


			  d10


			  DELTA4


			  4u do:f1


			  (p26 ph7):f1


			  d21


			  (p21 ph1):f3


			


			  p16:gp3


			  d16


			  (p11:sp1 ph6):f1


			  4u


			  4u pl1:f1


			


			  (p1 ph1) 


			  4u


			  p16:gp4


			  d16


			  DELTA2


			  (p11:sp1 ph6):f1


			  4u


			  4u pl1:f1


			  (center (p2 ph1) (p22 ph1):f3 )


			  4u


			  (p11:sp1 ph6):f1


			  4u


			  DELTA2


			  p16:gp4


			  d16 pl16:f3


			  4u BLKGRAD


			  go=2 ph31 cpd3:f3 


			  d11 do:f3 mc #0 to 2 


			     F1PH(calph(ph4, +90), caldel(d0, +in0)) 


			     F2PH(calph(ph5, -90), caldel(d10, +in10) & caldel(d29, +in29) & caldel(d30, -in30))


			exit


			


			


			ph1=0


			ph2=1 


			ph3=0 0 0 0 0 0 0 0 2 2 2 2 2 2 2 2


			ph4=0 2


			ph5=0 0 2 2


			ph6=2


			ph7=3


			ph8=0 0 0 0 2 2 2 2


			ph31=0 2 2 0 0 2 2 0 2 0 0 2 2 0 0 2


			


			


						pl1 : f1 channel - power level for pulse (default)


						pl3 : f3 channel - power level for pulse (default)


						pl16: f3 channel - power level for CPD/BB decoupling


						pl19: f1 channel - power level for CPD/BB decoupling


						sp1: f1 channel - shaped pulse  90 degree  (H2O on resonance)


						sp2: f2 channel - shaped pulse  90 degree  (C=O on resonance)


						sp3: f2 channel - shaped pulse 180 degree  (C=O on resonance)


						sp5: f2 channel - shaped pulse 180 degree  (Ca off resonance)


						sp8: f2 channel - shaped pulse  90 degree  (C=O on resonance)


						                  for time reversed pulse


						p1 : f1 channel -  90 degree high power pulse


						p2 : f1 channel - 180 degree high power pulse


						p11: f1 channel -  90 degree shaped pulse             [1 msec]


						p13: f2 channel -  90 degree shaped pulse


						p14: f2 channel - 180 degree shaped pulse


						p16: homospoil/gradient pulse                         [1 msec]


						p21: f3 channel -  90 degree high power pulse


						p22: f3 channel - 180 degree high power pulse


						p26: f1 channel -  90 degree pulse at pl19


						d0 : incremented delay (F1 in 3D)                     [3 usec]


						d1 : relaxation delay			 1-5 * T1


						d10: incremented delay (F2 in 3D)                     [3 usec]


						d11: delay for disk I/O                               [30 msec]


						d16: delay for homospoil/gradient recovery


						d21: 1/(2J(NH)                                        [5.5 msec]


						d23: 1/(4J(NCO)                                       [12.4 msec]


						d26: 1/(4J'(NH)                                       [2.3 msec]


						d29: incremented delay (F2 in 3D)                     [3 usec]


						d30: decremented delay (F2 in 3D) = d23/2+p14/2+d29


						cnst21: CO chemical shift (offset, in ppm)


						cnst22: Calpha chemical shift (offset, in ppm)


						o2p: CO chemical shift (cnst21)


						inf1: 1/SW(CO) = 2 * DW(CO)


						inf2: 1/SW(N) = 2 * DW(N)


						in0: 1/(2 * SW(CO)) =  DW(CO)


						nd0: 2


						in10: 1/(4 * SW(N)) = (1/2) DW(N)


						nd10: 4


						in29: = (1 - k) * in10


						in30: = k * in10


						ns: 8 * n


						ds: >= 16


						td1: number of experiments in F1


						td2: number of experiments in F2


						FnMODE: States-TPPI (or TPPI) in F1


						FnMODE: States-TPPI (or TPPI) in F2


						cpds1: decoupling according to sequence defined by cpdprg1


						cpd3: decoupling according to sequence defined by cpdprg3


						pcpd1: f1 channel - 90 degree pulse for decoupling sequence


						pcpd3: f3 channel - 90 degree pulse for decoupling sequence


			


			


						for z-only gradients:


						gpz1: 50%


						gpz2: 40%


						gpz3: 60%


						gpz4: 30%


			


						use gradient files:   


						gpnam1: SMSQ10.100


						gpnam2: SMSQ10.100


						gpnam3: SMSQ10.100


						gpnam4: SMSQ10.100


			


			


			


						$Id: hncogpwg3d_sct,v 1.1 2014/08/22 13:46:21 ber Exp $









data_collection/pulse_sequences/hsqc15N.dl

						hsqc15N.new


						D. Lee, Nov. 2002


			


						15N-1H HSQC correlations without water saturation


						The delay for 3-9-19 watergate (d5) should be matched


						with 1/d			d=distance of next null point (in Hz).


			


			


						S. Mori et al, JMR B108, 94-98 (1995)


			


						pl1   : power for 1H


						pl2   : power for 13C


						pl3   : power for 15N


						pl13  : power for 15N waltz16 decoupling


			


						p1    : 90 degree hard pulse 1H


						p3    : 90 degree hard pulse 13C


						p4    : 180 degree hard 13C pulse (225d for 5/600)


						p5    : 90 degree hard pulse 15N


						pcpd3 : 90 deg cpd-pulse15N(waltz16,160u)


			


						d1    : relaxation delay


						d2    : INEPT delay (~2.7m)


						d5    : delay for 3-9-19=1/(Hz between nulls)


						in0   : 1/(2 SW) (Hz)


			


						p21   : 500u (Gradient in first INEPT)


						p22   : 500u (Gradient for z-filter)


						p23   : 1m (Gradient for second INEPT)


						gpz1  : 19%


						gpz2  : 30%


						gpz3  : 65%


			


			


			#include <Avance_dl.incl>


			


			define delay INEPT_W


			define delay INEPT_D


			


			#define GRADIENT1  10u p21:gp1 200u


			#define GRADIENT2  10u p22:gp2 200u


			#define GRADIENT3  10u p23:gp3 200u


			


			p2=2*p1


			p6=2*p5


			in0=inf1/2


			d0=in0/2-p5*2/3.14159


			d3=d5/2-p5


			INEPT_D=d2-p21-210u                     


			INEPT_W=d2-(p23+210u+p1*2.3846+d5*2.5)   


			


			


			1  10u ze


			2  1m do:f3


			   d1 pl1:f1 


			   20u pl3:f3 


			   20u LOCKH_ON


						----------------------------------------first INEPT


			   (p1 ph20):f1


			   GRADIENT1


			   INEPT_D	       


			   (center(p2 ph21):f1 (p6 ph1):f3) 


			   GRADIENT1


			   INEPT_D


			   (p1 ph21):f1


			   GRADIENT2


						----------------------------------------15N evolution


						   (p5 ph1):f3


			   (refalign (p5 ph1 d0 d0 p5 ph20):f3 center (p3 ph23 1.5u p4 ph20 1.5u p3 ph23):f2 center(p2 ph23):f1)


						   (p5 ph20):f3 


			   GRADIENT2


						----------------------------------------second INEPT


			   (p1 ph22):f1 


			   GRADIENT3


			   INEPT_W


			   (p1*0.2308 ph21 d5 p1*0.6923 ph21 d5 p1*1.4615 ph21):f1 


			   (d3 p6 ph1 d3):f3


			   (p1*1.4615 ph23 d5 p1*0.6923 ph23 d5 p1*0.2308 ph23):f1 


			   GRADIENT3


			   INEPT_W pl13:f3 LOCKH_OFF


						----------------------------------------acquisition


			   go=2 ph31 cpd3:f3


			   1m do:f3 mc #0 to 2 F1PH(ip1,id0)


			10u do:f1


			10u do:f2


			10u do:f3


			10u LOCKH_OFF


			exit


			


			ph1 =0 2


			ph31=2 0


			


			ph20=0


			ph21=1


			ph22=2


			ph23=3


			


						##/($P[1],$PL[1])= &SetPulse(f1,HP,90)			


						##/($P[5],$PL[3])= &SetPulse(f3,HP,90)			


						##/($P[3],$PL[2])= &SetPulse(f2,HP,90)			


						##/if ($BF1>650) {$P[4]=2.*$P[3]} else {$P[4]=2.5*$P[3]}


						##/$D[5]=&round(1/(10*$BF1),.00001)			


						##/($PCPD[3],$PL[13])= &SetPulse(f3,0.000160,90)			


			








