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1. NMR analysis of peptides 1 and 2
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Figure S1: Structure of peptide 1. The structure of peptide 2 is identical to that of 1 with the
only difference in the epimerization at C-13 (L (1) to D (2)). The atom numbering shown
here is used in the Tables below.

1.1. '"H-NMR chemical shift assignments

NMR spectra of peptide 1 and peptide 2 were recorded at 25°C on a 600 MHz Bruker Neo
NMR spectrometer equipped with a TCI cryogenic probe in D,O:H,0 (1:9). Assignments
were deduced based on 1D ('H and "°C) and 2D (COSY, TOCSY, HSQC and NOESY)
NMR spectra. The chemical shifts assignments of protons that are used in the NAMFIS
analysis are summarized in Table S1. Original FIDs are available, free of charge open

access, at Zenodo with DOI: 10.5281/zenodo0.4299784.
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Table S1. "H-NMR chemical shift assignments (3, ppm) for peptides 1 and 2 in H,0:D,0

(1:9)
Peptide 1 Peptide 2
'H no. $,D,0:H,0 (1:9) | Hno. 8, D,0:H0 (1:9)

2 7.94 2 7.94
3 4.43 3 4.43
5 8.56 5 8.48
6 4.26 6 4.29
7 222 7 2.19
7 2.16 7 1.78
8 2.38 8 2.35
10 4.5 8" 2.29
11 8.77 10 4.83
14 1.85 11 8.17
15" 1.32 13 4.2
16 7.97 14 1.87
60" 1.77 14 1.74
7 2.04 15 1.26
77" 2.15 15" 1.35
78 2.56 16 8.01
82 232 77 2.11
87 1.49 81 2.04
87" 1.62 81" 1.95
88’ 3.01 87" 1.49
88" 3.46 87" 1.52

88" 3.5

88" 2.93
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1.2. NOE Build-up derived distances and J couplings

Interproton distances have been determined using the initial build-up rate approximation and

NOESY spectra with mixing times 100, 200, 300, 400, 500, 600 and 700 ms.

Table S2. Interproton distances (A) for peptide 1 derived from NOE build-ups in D,0:H,O
(1:9) (8 in ppm)

No. "H, "Hy N op o R*  Distance rag(A)
1 11 2 8.77 7.94 8.01E-05 0.99 2.07
2 11 10 8.77 4.50 2.34E-05 0.98 2.54
3 2 10 794 4.50 4.43E-05 0.99 2.28
4 11 78" 8.77 2.56 1.98E-05 0.97 2.61
5 16 88" 797 3.01 2.07E-05 0.96 2.59
6 16 88" 797 3.46 2.13E-05 0.98 2.58
7 88" 87 346 1.49 3.59E-05 0.98 2.37
8 88" 87 346 1.62 2.19E-05 0.95 2.57
9 60" 238 1.77 4.51E-05 0.97 2.28
10 3 795 443 2.01E-05 0.97 2.61
11 77 795 2.04 1.93E-05 0.96 2.62
12 11 s 8.77 2.04 2.88E-05 0.98 2.45
13 78" 77 256 2.04 4.86E-05 0.95 2.25
14 16 8 797 3.38 6.29E-05 0.99 2.15
15 16 82 797 2.32 3.91E-05 0.99 2.33
Ref. 88" 88" 301 346 0.000198 0.98 1.78
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Table S3. Interproton distances (A) for peptide 2 derived from NOE build-ups in D,0:H,O
(1:9) (3 in ppm)

No. "Hy 'Hg oA OB c R* Distance rag(A)
1 11 13 8.37 4.2 2.5E-05 0.99 3.01
2 11 10 8.37 4.83 3.07024E-05 0.94 291
3 11 2 8.37 7.94 8.1952E-05 0.95 2.47
4 16 88" 8.01 3.50 4.87576E-05 0.97 2.70
5 16 87" 8.01 1.49 3.5315E-05 0.99 2.85
6 16 88" 8.01 2.93 8.21197E-05 0.99 2.47
7 2 3 7.94 4.43 2.93719E-05 0.98 2.93
8 2 10 7.94 4.83 4.06727E-05 0.99 2.78
9 13 14" 4.2 1.74 5.98922E-05 0.98 2.61
10 13 87 4.20 1.49 1.57269E-05 0.96 3.26
11 13 15 4.20 1.35 7.86189E-06 0.98 3.66
12 13 15° 4.20 1.26 6.17974E-05 0.98 2.59
13 2 81" 7.94 1.95 3.58754E-05 0.95 2.84
14 2 81" 7.94 2.04 3.73568E-05 0.96 2.82
15 7 8 2.19 2.35 0.000115131 0.95 2.34
Ref. 88" 88" 3.50 2.93 0.000589811 0.97 1.78

Table S4. *Juy coupling constants for Peptides 1 and 2 in D,0:H,0 (1:9) (8 in ppm)

Peptide 1 Peptide 2
1HA 1I‘IB 6A SB 3JHH (HZ) 1HA 1H]g, 8A SB 3~]HH (HZ)
2 3 7.94 4.43 6.5 2 3 7.94 4.43 7.3
5 6 8.56 4.26 8.9 11 10 8.37 4.83 6.8
11 10 8.77 4.5 7.0
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2. Monte Carlo Molecular Mechanics (MCMM) conformational search

The theoretical conformation ensembles of peptides 1 and 2 were identified by Monte Carlo
conformational analysis using five (OPLS-2001, OPLS-2005, OPLS3e, AMBER,* and
MMEFF) force fields, each with the GB/SA solvation models for chloroform and water.'
These conformational searches were performed using the Monte Carlo algorithm with
intermediate torsion sampling with 50 000 Monte Carlo steps and an RMSD cut-off set to 2.0
A. A Molecular Mechanics energy minimization was performed at each Monte Carlo step, as
implemented in the Macromodel BatchMin V12.1 of the Schrodinger Package. Each
conformation was energy minimized using Polak-Ribiére type conjugate gradient (PRCG)
with a maximum of 5000 steps. All conformations within 42 kJ/mol from the global
minimum were saved. Results of all the different conformational searches are given in Table
S5. All ensembles generated by the conformational searches were combined and elimination
of redundant conformations was performed by comparison of heavy atom coordinates

applying an RMSD cutoff set to 2.0 A to give the final ensemble used for NAMFIS-analysis.

Table S5. Result of the MCMM conformational analysis. The number of conformations from
each run using different force fields and solvent models are shown, along with the number of

conformers in the combined conformational pool, following redundant conformation

elimination.

Force Field Solvent “Final
H,0O CHCl; ensemble

AMBER* 85 161
MMFF 55 49

Peptide 1 OPLS 2005 489 22 92
OPLS-2001 99 60
OPLS3e 625 39
AMBER* 188 118
MMFF 24 30

Peptide 2 OPLS 2005 583 65 75
OPLS-2001 74 34
OPLS3e 180 77

*Final ensemble obtained after redundant conformation elimination of the combined

conformations.
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3. X-ray crystal structure used for NAMFIS analysis

Table S6. Peptide 2 crystal structure from the Protein Data Bank (PDB)

PDB code

Peptide 2 2835

4. NAMFIS analysis

NMR analysis of molecular flexibility in solution (NAMFIS) uses experimentally derived
distances and dihedral angles (coupling constants) and fits them to back-calculated values of
computationally generated conformations in order to identify the conformers present in
solution, along with identifying their molar fractions.'” For the NOE derived distances and
3J-coupling derived dihedral angles, CH,-to-H distances were averaged according to equation

1 and CHs-to-H distances according to equation 2.

ai-ova,-on ()
daverage = ((24))
Eq. 1

(dy"+d, ®+d;~°) ~(Y/e)
daverage = ( 3 )
Eq. 2

The degree of matching of the population-weighted back-calculated data and the
experimental values is expressed as RMSD error. The validation of NAMFIS ensemble
analyses were performed using standard methods, that is, through evaluation of the reliability
of conformational restraints by the additions of 10% random noise to the experimental data,
and by the random removal of 10% of individual restrains, comparing the experimentally
observed and back-calculated distances. No significant change in the output ensembles upon

the above tests is indicative of a robust solution to the problem.
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Table S7. Experimentally determined and back-calculated interproton distances (A) of
peptides 1 and 2 (NAMFIS output)

Interproton distances Interproton distances
Peptide 1 Peptide 2
No. 1H A 1H B EXp-dist(A) Calc.dist(A) 1H A 1H B EXp-dist(A) Calc.dist(A)
1 11 2 2.07 2.24 11 13 3.01 3.10
2 11 10 2.54 2.88 11 10 291 2.67
3 2 10 2.28 2.60 11 2 2.47 2.44
4 11 78" 2.61 2.44 16 88" 2.70 2.63
5 16 88" 2.59 2.52 16 87 2.85 2.71
6 16 88"  2.58 2.55 16 88" 2.47 2.66
7 88" 8T 2.37 243 2 3 2.93 2.66
8 88" 87" 257 2.63 2 10 2.78 3.18
9 & 60" 2.28 2.38 13 14™ 2.61 2.49
10 2 3 2.61 2.73 13 87 3.26 3.33
11 2 A 2.62 2.81 13 15" 3.66 3.34
12 11 A 2.45 2.64 13 15° 2.59 2.84
13 78 IT 2.25 2.55 2 81" 2.84 2.95
14 16 8 2.15 2.40 2 81" 2.82 2.89
15 16 82 2.33 2.65 7 8 2.34 2.44
RMSD 0.21 RMSD 0.20

Table S8. Experimentally determined and back-calculated J Couplings of peptides 1 and 2
(NAMFIS output)

‘ Coupling constants Peptide 1 Coupling constants Peptide 2
No. 1HA lH EXp-dist(A) Calc.dist(A) 1HA ]HB EXp-dist(A) Calc.dist(A
B )
1 2 3 6.5 6.2 2 3 7.3 7.3
5 6 8.9 8.8 11 10 6.8 7.5
3 11 10 7.0 7.2
RMSD 0.22 RMSD 0.52
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Table S9. Results of the NAMFIS-analyses for peptides 1 and 2 in D,0:H,0 (1:9) solution

Peptide 1 Peptide 2
Conf. No. 112/13)1 ' Conf. No. P(f;;)l '
1 34 1 18
2 26 2(2S35) 16
3 12 3 15
4 10 4 13
5 7 5 9
6 6 6 9
7 9
8 6
9 2
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5. MD analysis of peptides 1 and 2
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Figure S2: Selected torsional angles describing the macrocycle conformation of peptide 1 and 2 according to the MD
simulations. The amide dihedral angles of the backbone are not shown as those are all in the trans conformation. The
dihedral angles are displayed as pseudo-Newman projections, with the dihedral angle specified above each polar histogram.
Every wedge covers 36° and the height represents the distribution of the specific angles in the MD trajectories. Red: dihedral
angles of accessible for peptide 1 according to the MD trajectories. Green, dihedral angles accessible for peptide 2 according
to the MD trajectories. Overlapping red and green regions appear in brownish color.
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Table S10. Clusters using a cutoff of 0.7A on the heavy atoms of the macrocycle and RMSD
analysis of MD simulation of peptide 1

MD NAMFIS?
Conformer Conformer Conformer Conformer
Members 1 2 3 4
cluster (%) (34%) (26%) (12%) (10%)
1 82.55 121 oAy 127 1.63
2 6.96 1.47 0.72 1.38 1.70
3 3.70 0.77 1.11 1.33 1.82
4 3.09 1.39 1.19 1.20 0.86
5 0.96 1.26 1.19 1.25 1.71
6 0.75 150 OGS 156 1.70
7 0.54 0.95 0.80 1.20 1.46
8 0.43 0.92 1.50 0.96 1.70
9 0.22 1.53 1.01 1.39 1.77
10 0.19 1.29 0.99 141 1.34
11 0.14 1.61 1.33 1.02 GO
12 0.11 1.14 0.90 1.00 1.47
13 0.08 1.08 1.26 1.47 2.00
14 0.06 1.13 1.03 1.43 1.53
15 0.05 1.68 0.90 1.65 1.87
16 0.04 1.26 0.98 0.92 1.39
17 0.04 0.83 1.22 1.47 1.79
18 0.03 1.24 1.38 1.06 0.81
19 0.02 1.57 1.32 1.35 1.83
20 0.01 1.79 1.43 1.45 0.92
21 0.01 1.43 0.83 1.43 1.49
22 0.01 0.72 1.44 0.83 1.35
23 0.01 1.36 1.01 1.02 1.11
24 0.01 1.46 1.14 1.73 1.72
25 0.00 1.14 1.20 1.35 1.85
26 0.00 1.15 0.98 1.69 1.92

*The RMSD (heavy atoms of macrocycle in Angstrém) between the central structure of the clusters and the NAMFIS
conformations.
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Table S11. Clusters using a cutoff of 0.7A on the heavy atoms of the macrocycle and RMSD
analysis of MD simulation of peptide 2

MD NAMFIS?
Members | Conformer 1l Conformer2 Conformer3 Conformer 4
cluster (%) (18%) (16%, x-ray) (15%) (13%)
1 54.10 1.18 0.91 1.18 1.16
2 28.61 1.28 1.21 1.61 1.54
3 7.42 1.65 o061 1.37 1.34
4 2.71 0.74 1.26 1.01 0.96
5 2.39 1.67 1.28 1.78 1.76
6 1.44 1.06 1.48 1.75 1.67
7 1.07 1.43 0.72 0.91 0.89
8 0.90 1.52 0.83 1.48 1.42
9 0.39 1.57 0.96 1.12 1.10
10 0.22 1.43 0.84 1.20 1.15
11 0.21 1.44 1.03 1.08 1.09
12 0.18 1.85 0.88 1.69 1.65
13 0.10 1.18 1.13 1.00 0.98
14 0.05 1.02 1.04 1.25 1.18
15 0.04 1.64 1.26 1.76 1.71
16 004 (GBS 159 1.19 1.15
17 0.04 0.81 1.53 1.66 1.58
18 0.03 1.32 0.80 0.99 0.92
19 0.02 1.51 1.21 1.81 1.77
20 0.01 1.59 o070 1.21 1.18
21 0.01 1.56 1.31 1.68 1.64
22 0.01 1.44 1.14 1.08 1.09
23 0.01 1.15 1.18 1.54 1.44
24 0.00 0.77 1.50 1.58 1.51
25 0.00 1.16 1.05 0.74 o061
26 0.00 1.97 1.04 1.57 1.54

*The RMSD (heavy atoms of macrocycle in Angstrém) between the central structure of the clusters and the
NAMFIS conformations.

Table S12. Clusters using a cutoff of 1A on the heavy atoms of the macrocycle and RMSD
analysis of MD simulation of peptide 1

MD NAMFIS?
Members | Conformer 1 Conformer2 Conformer3 Conformer 4

cluster (%) (34%) 26% (12%) (10%)
1 96.22 1.21 1.27 1.63

2 2.41 1.48 1.31 1.25

3 1.20 1.27 1.68

4 0.10 1.63 1.85

5 0.05 1.59 1.94

6 0.01 1.46 1.67

7 0.01 1.44 1.90
*The RMSD (heavy atoms of macrocycle in Angstrdm) between the central structure of the clusters and the
NAMEFIS conformations.
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Table S13. Clusters using a cutoff of 1A on the heavy atoms of the macrocycle and RMSD
analysis of MD simulation of peptide 2

MD NAMFIS?
Members | Conformer 1  Conformer 2 Conformer 3 Conformer 4

cluster (%) (18%) 16%, x-ra (15%) (13%)

1 93.21 1.26 “ 1.27 1.23

2 4.86 1.09 1.39 1.68 1.61

3 1.43 1.69 058 1.29 1.25

4 023 GO 1.48 1.11 1.07

5 0.19 1.44 1.53 1.96 1.88

6 0.07 1.77 1.47 2.01 1.99

7 0.01 1.96 097 1.54 1.51

*The RMSD (heavy atoms of macrocycle in Angstrom) between the central structure of the clusters and the
NAMEFIS conformations.
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6. NMR Spectra

a

|
=
/-—'5-\/} i
- \ = ™ ,- L]
e ‘ii. i ~, ] ‘e ) O
R, A A Fa \‘”"‘-,.." e S W L e N LN
i A o T LT X I ]
e = PN / 8 g %, ]
TN l ;
=, fa e S 5
I N0 /
i . " £,
S / N0 -
p L B ) o
= )

0

45

T T T T T T T T T T T T T T T T T T

9.5 9.0 8.5 8.0 7.5 7.0 6.5 6.0 55 5.0 45 4.0 35 3.0 2.5 2.0 1.5 1.0
f1 (ppm)
JB_UP001_H20_D20_9_1.2.fid —JB_UP001 D20 2.0mg 25C 1H NMR 600 MHz — ZGFESGP -water suppression paramters to optimised ol1: d16 100us, p16=1000us, shape pulse sinc1.1000 ¢

Figure S3: "H NMR Spectrum of Peptide 1

JB_UP001_H20_D20_9_1.9.fid
JB_UP001 H20/D20 9:1 3.9 mg 25C 13C 600MHz

"
2 &
g !

= 3 el

zgeIRne 2 7 e

REiREgE 88 = | 4

Liygae— 28|

N T I

1
.I L ekl L
y w s
: ; . ; . ; ; : , : T . ; . ; : T :
180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10

f1 (ppm)

Figure S4: *C NMR Spectrum of Peptide 1

S14



43 8 16
n 3 .
3% P
20 .
0 544
®
g
80 ¢
i v
° E=3
6748 ¢ o
L]
EL |
19
nuae b,
L)
84 L
86 31,50 (]
1% L
69 °
11
24336 %\ﬂ
°

2433 & 15
n 33
£ 53
20 "
{ 0
@ ' !
]
°
267498
&%
19 +
miEig . '
& ¢ i
84 &
8631,50 .
16 * @
59 o
=¥
543363
L] .

86 -2} 61 73 19 66" 26" 80 20371
31,50 2241 &' i rL.o
1 n é r
H 6 0 @ g : 1.5
' . B¢ o 8-
s ze 8 . k2.0
i
H 88 &3 r2.5
o el O
° . . oo 3.0
.
L35
]
. 4 4.0
. 2 L “go g P 4
. - -
F4.5
) | |
; k5.0
H Fs.5
_l‘ t
b 6.0
?’J‘:‘ H6.5
. i
L4 -‘}’i ° oo 7.0
v 0 ?ﬁ' ° * L7.5
_';{1 o . e e o8
W - . 8.0
.94'}‘ K ™ N . &&° e Lo
. . .o
8.5 8.0 7.5 7.0 6.5 6.0 5.5 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0
12 (ppm)
JB_UP001_H20_D20_9_1.5.5er — J8_UP001 3.9 mg H20/D20 9:1 DIPSI2GPPH19 25C 600 PURE
Figure S5: TOCSY Spectrum of Peptide 1
8 84 ' &1 1966
31,50 ;3 2,41 66
. 13
s .
' A
i
.
?
N
4
. %
R
] . !
§ o & i
& i ' F4.0
g ‘é vas) °e 1
1 N " -
i H H4.5
H
= N X
! )
o : )
5 : r5.5
i " b60
L] I
! ! 6.5
. . :
& . . : L7.0
' i
° ¢ . i F7.5
: i
i = 8.0
: H
P Pae v lgs
! . i
T T T T T T T T T - T T T T T T T
90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15
12 (ppm)

JB_UP001_H20_D20_9_1.7.ser — JB_UP001 3.9 mg H20/D20 9:1 NOESY MIX 700ms 25C 600 PURE

Figure S6: NOESY Spectrum of Peptide 1

S15

fL (ppm)

f1 (ppm)



M@wﬂu

JB_UF)1 H20_320_%4'4.ser %" &0 20 3% 71
1 JB_UFz41 3.9mg H20/D26<5/1 echo/antiecho edited HSGC 25C PURE ‘
o F15
— P o
. 20
= (o]
+25
—
=' °
— ® o F30
a
1 L35
— 0 T
— @ o &
- o
1

r45

s H65
1 : ) : . 1 : ' ; : . : : : ; : . 1
44 42 40 38 36 34 32 30 28 26 24 22 20 1.8 16 14 12 10
f2 (ppm)
Figure S7: HSQC Spectrum of Peptide 1
-';m
—-m.,___/. e
Vel v |
2 _‘ - . o Ehg - ael.g\ :,g_n
K ! i B, T . Fol
N e /’\»__i’ g “*-.;H’ N B SN
A - p2 I i 6 | i ® I
- of\ - - 94
i T o™ 1\1
,\‘.‘ 4 "--zn % T‘
T B & #~,
S, / - gl
‘\E‘"‘ HN
20 n
3%
15
26
9.0 8.5 8.0 75 7.0 6.5 6.0 5.5 5.0 45 4.0 3.5 3.0 2.5 2.0 15 1.0
f1 (ppm)]

J8_UP002_H20_D20_9_1/1DPraton — JB_UP002 H20_D20 9/1 3.3mg 25C 1H NMR 600 MHz — ZGPESGP -water suppression paramters to optimised o1: d16 100us, p16=1000us, shape pul:

Figure S8: 'H NMR Spectrum of Peptide 2

S16



—67.04

L

T T T T T T T T T T
00 190 180 170 160 150 140 130 120 110 100 90 80 70 60

30 40 30 20 10
f1 (ppm)
JB_UP002_H20_D20_9_1/1D_Carbon — JB_UP002 H20/D20 9:1 3.3 mg 25C 13C 600MHz
. 13 .
Figure S9: “C NMR Spectrum of Peptide 2
1.0
L] . L]
' . - ~
L] ‘. @ F1.5
¢ i - . B
' ue 2.0
1 o
. - r2.5
. - . ' F3.0
. . - [ ]
. - L] - —3_5
[ )
. F4.0
. . * . e ‘ama 1y
' ."' ¢, B . P4 - ] e, PO s
_— *
r5.0
r5.5
r6.0
6.5
] L
r7.0
[} [ L] .
j P H7.5
J . ® =
[} - . - ~8.0
L] - - . .
—3 . .
BiS 8‘.0 ?.‘5 7.‘0 6:5 5.‘0 S.IS SID 4.‘5 4.‘0 3:5 3.‘0 2.‘5 2:0 1.‘5

2 (ppm)
JB_UP002_H20_D20_9_1/TOCSY — JB_UP002 3.3mg H20/D20 9/1 DIPSI2GPPH19 25C 600 PURE

Figure S10: TOCSY Spectrum of Peptide 2

S17

f1 (ppm)



-

-

-
B e e L e ot ] ot T

6.0 3.5 5.0 4.5 4.0 3.5
12 (ppm)
JB_UP002_H20_D20_9_1/NOESY_700ms — JB_UP002 3.3 mg H20/D20 9:1 NOESY MIX 700ms 25C 600 PURE
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Coordinates of the Ensembles of Peptide 1 and 2

Peptide 1
JB_UP001_MMFF WATER 23 26%
-8.26220  -61.02600  5.44190
-9.25560  -60.28420  4.83930
-10.64740  -60.72290  4.75470
-10.94470  -61.15490  3.29530
-12.04240  -61.97230  3.14900
-12.54100  -62.37650  1.83390
-13.11330  -63.80760  1.90380
-12.41930  -64.76890  0.93770
-10.95550  -64.99360  1.27490
-6.82040  -60.50990  5.19560
-6.62300  -60.39100  3.75300
-6.26680  -61.47870  2.97410
-6.59650  -61.29630  1.46800
-5.97550  -62.34450  0.53630
-6.61370  -63.74310  0.60780
-10.14490  -65.10820  0.16790
-6.79950  -57.41380  -1.16500
-9.11680  -58.29460  -0.95570
-8.29030  -57.19280  -1.51140
-8.78990  -55.83590  -1.03270
-5.95910  -57.66570  -2.03030
-5.18660  -57.79490  0.67970
513830 -59.34140  0.82320
-6.49260  -57.36230  0.17620
-4.08030  -59.96890  0.86190
-4.51270  -55.03120  3.36910
-4.78520  -55.64430  1.99410
-1.35430  -55.20420  5.10310
333170 -54.61290  6.07300
-2.69010  -55.04680  5.05000
-3.18730  -55.39740  3.84400
-4.88950  -57.17260  2.04920
-6.36640  -59.91920  1.04200
-13.63790  -61.38270  1.36480
-14.26140  -60.66100  2.14400
-16.37300  -61.47280  -0.07650
-15.09140  -60.82410  -0.59110
-15.14300  -59.27950  -0.51890
-13.89040  -61.41150  0.00700
-16.19800  -58.64660  -0.45500
-13.79780  -57.20180  -0.73960
-13.83830  -56.67840  -2.19200
-13.92370  -58.65850  -0.69540
-14.45570  -55.65540  -2.49530
-11.31760  -56.50050  2.18050
-12.63560  -56.81510  1.47500
-8.53210  -56.50740  2.86150
-8.44850  -58.74710  2.45350
9.12140  -57.64390  2.46620
-10.37850  -57.59050  1.99530
-12.50890  -56.74540  -0.05130
-12.84860  -56.90400  -4.47430
-13.01850  -58.10370  -5.43790
-13.04420  -57.35670  -3.09160
-12.35010  -58.26370  -6.45680

CZONOOZOZZONOOZOOOZOONOOOQOZOZOZZOOO0OZOOOOOZOZOOOOZOOOOOZOOZO
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-8.57690
-9.84480
-10.04560
-11.39440
-11.48450
-14.31160
-13.16140
-14.07280
-12.81390
-15.73240
-14.60290
-11.46080
-11.82030
-12.64790
-10.98580
-9.63230
-11.25990
-10.50770
-5.87520
-8.50150
-10.27510
-6.62310
-5.18690
-4.06170
-2.55420
-11.60060
-11.49120
-12.05640
-11.84500
-12.66380
-13.15760
-8.12730
-8.69790
-10.54660
-8.96240
-10.78700
-12.69660
-11.71640
-14.18430
-13.02900
-12.52730
-12.91180
-6.13670
-7.15030
-7.68570
-4.90430
-6.05570
-6.38830
-6.13770
-10.51850
-8.52670
-9.31680
-8.37390
-8.73940
-8.18270
-9.82840
-4.41920
-7.25870
-5.27880
-4.57820

-52.92240
-53.64610
-54.16620
-54.86690
-56.22190
-60.23320
-61.21760
-58.93420
-62.12940
-59.29490
-60.14310
-61.74890
-62.89620
-61.06110
-63.59980
-60.05340
-59.71080
-60.73610
-62.53700
-61.97420
-60.77130
-59.15970
-58.63770
-59.63110
-58.65560
-59.58880
-59.20800
-60.26510
-60.01380
-61.26510
-63.11920
-63.74110
-65.15290
-65.10140
-59.60040
-61.60300
-62.02960
-62.31060
-63.80560
-64.20870
-64.39930
-65.74770
-61.26990
-59.65670
-61.38180
-62.44770
-61.99300
-64.20930
-64.37110
-64.78770
-59.13110
-58.07300
-57.22970
-55.73210
-55.03160
-55.67540
-57.51230
-57.27910
-55.36780
-53.93980

-5.68600
-5.58380
-4.15980
-3.95550
-4.66510
-5.75440
-5.44010
-5.10510
-6.18790
-7.50830
-7.25680
-3.66060
-2.69450
-4.17160
-2.12490
-4.03030
-2.28670
-2.98250
3.46410
6.19070
2.33350
5.89770
5.85910
6.89830
6.64750
5.15710
6.63430
7.56200
8.88380
7.19040
-2.49630
0.38860
0.27150
2.42860
4.14170
5.39080
3.92530
1.11400
1.66490
2.92200
-0.08290
0.97940
5.58820
3.27070
1.40850
0.74690
-0.50090
1.57320
-0.15570
-0.73000
-0.90160
0.02660
-2.60340
0.05490
-1.46170
-1.33450
-0.05050
0.84230
4.07680
3.29470
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-3.99630
-5.72470
-1.01770
-0.99780
-4.33190
-2.48440
-3.95040
-5.66740
-7.12090
-17.24060
-16.31720
-16.56030
-15.01590
-13.42610
-14.66430
-13.10950
-11.51220
-10.90180
-13.39020
-12.99260
-9.13490
-7.70280
-9.10450
-10.82290
-12.27600
-11.67170
-13.64380
-12.44430
-8.51520
-8.62180
-9.82750
-10.66620
-9.99360
-9.23140
-12.20380
-11.53960
-11.30580
-10.68610
-15.20670
-14.54210
-15.55700
-14.84240
-13.75400
-10.95210
-12.97900
-10.23730
-8.93180
-9.05100
-10.57260
-9.86610
-6.96820
-7.26250
-5.17550
-4.80610
-1.72710
-2.30140
-2.68870
-12.63690
-11.37990
-12.06510

-55.35420
-55.22520
-56.05580
-55.15920
-54.57070
-55.34000
-57.59000
-57.46020
-59.26980
-61.13340
-62.56350
-61.22300
-61.05090
-62.11710
-56.76020
-59.24140
-56.37300
-55.56150
-56.08840
-57.80520
-55.86290
-56.67670
-59.47220
-58.49060
-55.71210
-57.36200
-56.19580
-58.10650
-52.51580
-52.09860
-54.47310
-52.97730
-53.32390
-54.85120
-54.21090
-55.01240
-56.07430
-56.88040
-60.63060
-58.74870
-58.47150
-61.13170
-59.75770
-62.24360
-60.29220
-59.46330
-59.35950
-60.78440
-59.17550
-61.23440
-59.22590
-58.40510
-57.60990
-58.62470
-59.12900
-58.61080
-57.64460
-59.86350
-58.69910
-58.28860

1.28930
1.61490
4.66110
6.05540
5.83880
3.10840
2.43360
2.76600
1.26720
-0.65240
-0.15800
0.97280
-1.66280
-0.55870
-0.23170
-0.88580
3.25150
1.79770
1.79980
1.78360
3.35930
3.41840
2.08360
1.83090
-0.33740
-0.39210
-4.73850
-2.74490
-6.62760
-5.07430
-6.29950
-5.86290
-3.45750
-3.89330
-4.29750
-2.87960
-5.73580
-4.29990
-5.25800
-4.22260
-7.00400
-7.66230
-7.82830
-4.49770
-3.59920
-4.72600
-3.55980
-4.60060
-1.81250
-2.24690
6.93800
5.42020
6.23720
4.83370
7.18300
5.58500
7.03970
4.92530
4.55470
6.80340
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-10.45050  -59.00450  6.90990
1225500 -60.62060  9.58600
-11.50080  -59.11870  9.21680
-13.42490  -64.01350  -2.10100
-13.79290  -62.78110  -3.21190
-8.37440  -63.17100  -0.51570
-8.62330  -63.23800  1.22610
832140  -65.64830  -0.62910
-8.42000  -65.75590  1.14260

JB_UP00I_OPLS_2005_CHCI3_ 29 10%
9.06660  -60.68400  3.26590
-9.55610  -60.59170  4.50240
-10.50870  -61.41790  5.24090
1169110 -61.98080  4.42220
1154530  -63.19580  3.87810
-12.61400  -64.00520  3.29360
“13.15350  -63.48230  1.93200
-12.14400  -62.85660  0.94540
-11.11030  -63.82800  0.38840
7.90920  -59.72930  2.93370
-6.87240  -60.53700  2.29900
597940  -61.27730  2.96390
-5.14480  -62.26960  2.12740
5.69110  -63.70950  2.27090
-7.13380  -63.94420  1.78180
-9.82650  -63.46990  0.45410
0.10480  -63.48380  3.05020
-0.49880  -64.83250  1.03350

043520 -64.58610  2.13390
1.82040  -64.21410 159100
0.10090  -63.49400  4.26320
151710 -61.41140  3.04530
290490  -61.25840  2.41560
-0.83830  -62.55250  2.44290
319430 -60.25270  1.76970
029340  -60.04700  5.39230
0.60650  -60.12540  3.88750
-0.43250  -62.99470  7.48290
-0.47010  -60.79550  8.15510
0.28390  -61.65220  7.26410
0.05730  -61.36010  5.96710
-0.64350  -60.13380  2.98500
376020 -62.27290  2.58400
1231650  -65.50560  3.45060
1238100  -66.01590  4.56650
1159070 -68.12710  0.89910
-11.65990  -67.65430  2.36000
1032530  -67.99690  3.05410
1196540  -66.21660  2.36850
-10.07460  -69.15210  3.38990
837750  -66.97510  4.23020
830050 -65.54360  4.78710
-9.48990  -66.98570  3.29600
-9.08080  -64.66950  4.39090
457720  -67.75880  4.07170
6.01360  -68.03160  4.54810
-2.92200  -64.47570  4.39930
2276020  -65.88880  2.60350
324660  -65.62110  3.72260

C
N
C
C
N
C
C
C
C
C
N
C
C
C
C
N
C
N
C
C
(0]
C
C
N
(0]
C
C
N
N
C
N
C
N
C
(0]
C
C
C
N
(0]
C
C
N
(0]
C
C
N
N
C
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-4.13830
-7.07760
-7.05560
-5.56330
-7.35160
-4.84070
-7.55920
-8.03500
-8.71400
-7.80960
-7.97790
-3.84660
-3.86660
-5.12800
-4.91610
-4.89180
-3.66140
-2.54340
-2.16070
-2.71630
-2.40120
-1.83750
-0.22640
-1.42370
-5.84060
-9.45530
-12.72890
-8.39690
-9.31270
-9.81900
-10.86910
-10.96880
-9.95470
-8.65000
-7.57050
-8.59540
-1.56880
-7.36220
-8.73820
-11.47910
-9.14180
-9.94930
-10.65190
-13.46120
-13.89430
-13.71820
-11.66420
-12.69330
-7.51630
-6.95220
-5.15840
-5.63180
-5.03110
-7.82740
-7.40390
-9.60580
-0.20740
-1.39300
0.51600
1.78160

-66.41170
-67.49660
-63.97910
-63.84180
-65.28920
-64.83720
-61.90170
-63.13670
-64.05920
-64.52520
-63.65160
-62.14200
-62.24300
-62.59390
-62.08630
-59.96550
-60.67500
-62.76580
-61.45270
-62.55130
-61.29760
-65.22110
-63.47340
-63.82820
-61.20150
-61.48680
-61.32920
-58.66260
-57.60260
-56.30390
-55.30890
-60.62510
-60.47050
-59.73320
-60.05180
-58.91310
-60.49060
-63.69810
-64.19530
-64.89830
-59.85580
-62.28500
-63.66290
-63.88560
-62.71170
-64.26950
-61.99240
-62.46050
-59.25020
-60.67950
-61.97280
-64.01200
-64.39410
-63.35830
-64.97630
-62.63480
-65.62440
-65.12960
-65.49870
-63.31340

4.41440
3.56730
6.23420
6.53250
5.68620
6.64900
10.26730
10.86580
9.83850
8.68070
7.42310
7.18190
8.71980
6.66890
9.34810
6.57110
6.71400
10.75390
11.46650
9.31990
12.65810
10.43760
10.25410
10.93650
4.18840
2.42050
4.31350
1.93010
2.56320
1.40500
2.49870
6.49700
7.66330
7.33480
8.03380
6.42230
10.76420
0.28300
-0.18960
-0.09170
5.07400
5.58870
4.01780
3.97350
2.14880
1.43000
1.39980
0.09120
3.83370
1.30540
1.07720
3.31780
1.73640
2.37900
1.98290
0.99610
0.48040
1.44590
2.72790
0.97680
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2.52210
2.23560
-1.72570
-1.00730
-0.55750
1.14820
1.24550
1.20530
-0.21330
0.09480
-0.25660
0.15600
-1.25320
-0.33640
-3.45030
-11.39530
-12.53070
-10.79900
-12.45780
-11.90150
-8.64170
-9.82500
-4.49190
-3.89070
-6.14610
-6.15890
-1.93290
-3.18600
-3.10060
-4.37120
-6.63570
-7.31220
-7.26170
-6.71120
-7.33420
-6.63500
-8.75270
-7.20210
-9.62440
-9.05320
-8.06830
-6.77030
-9.01710
-7.79530
-3.03970
-5.79980
-5.25670
-3.15370
-3.01410
-3.46830
-1.87560
-2.04070
-1.05360
-2.73910
0.10460
-1.19010
-8.90920
-7.53090
-8.80650
-10.21500

-64.02780
-65.01650
-61.63590
-62.76110
-59.39220
-59.61580
-60.98060
-59.25240
-63.28570
-63.59290
-59.86440
-62.14680
-59.26620
-59.96920
-63.08860
-69.19900
-67.93980
-67.61750
-68.19030
-65.73440
-67.63150
-66.06470
-67.93540
-68.45550
-67.62200
-69.10640
-64.25150
-64.47340
-66.77210
-66.10100
-66.70300
-68.29170
-63.24230
-66.02120
-61.26940
-62.10480
-62.88980
-63.64710
-63.59610
-64.94450
-65.55270
-64.54910
-63.69620
-62.61870
-62.76200
-61.84700
-60.20680
-60.66080
-60.12900
-63.13400
-62.61510
-65.22390
-65.95490
-65.56560
-62.66620
-63.90980
-59.13010
-58.14970
-57.13220
-58.07010

2.40540
0.98120
4.09040
1.46420
5.58430
5.91530
3.66610
3.62380
8.44380
6.85870
7.80780
5.30920
3.24330
1.95120
3.11020
0.84230
0.37970
0.34760
2.87760
1.47360
5.06220
3.04490
2.99920
4.55480
5.54800
4.66970
4.33920
5.37890
2.24040
5.36010
2.96920
2.85820
5.45320
5.95140
11.02700
9.86360
11.65010
11.35300
9.45520
10.37850
8.42300
9.01130
7.09920
7.69830
6.78980
6.56230
5.71790
5.74950
7.40160
11.20370
8.74860
9.36620
10.62740
10.94480
10.63230
12.00050
1.08700
1.50970
3.40760
2.96000
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1127410 -54.45410 195670
-11.70230  -55.90300  2.87520
1029530 -54.93710  3.34790
-11.85020  -61.11670  6.91200
-11.32030  -59.63860  6.18970

972710  -61.45340  8.07300
1043530  -59.92150  8.47350
6.67120  -59.64840  7.78980
-7.63780  -60.71650  8.81120
134610  -59.62110  11.21760
131200 -60.65480  9.78410
-6.59170  -64.21880  -0.28770
-7.25280  -62.63920  0.04830
-8.82720  -64.06990  -1.26990
-8.83640  -65.26490  0.00770

JB_UP001_OPLS_2005 WATER 34 7%
9.00280  -60.88150  4.93060
9.59650  -60.53900  3.78000
-10.93830  -59.97780  3.61810
-12.03080  -61.06940  3.59610
-11.63610  -62.33720  3.45390
-12.46050  -63.53800  3.52690
1321360  -63.82160  2.19500
-12.42360  -63.66850  0.87280
-11.16900  -64.53260  0.78470
749370 -61.20340  4.88590
-6.94860  -61.09800  3.52850
5.96340  -61.84020  3.01890
-5.54340  -61.53070  1.57910
520620  -62.76280  0.70490
-6.28330  -63.86870  0.68100
-10.07980  -63.95030  0.27420
-4.09580  -57.63990  3.08480
-2.89500  -56.60190  4.96530
406160  -57.40770  4.60390
-5.34510  -56.74670  5.13200
-4.99430  -57.16340  2.38930
2295210  -58.71650  1.15620
-4.01830  -59.74670  0.73100
-3.08260  -58.35000  2.57170
448820  -59.72370  -0.40680

033140  -60.95940  1.29840
-1.09900  -60.51980  1.64000
1.93300  -63.58910  3.33960
290810  -61.61550  2.70410
1.92090 -62.38370  2.69090
0.71740  -62.13190  2.06910
-1.52440  -59.24810  0.87550
441730 -60.61680  1.66370
-11.65580  -64.68540  4.16460
-10.48430  -64.50720  4.50620
-12.98140  -67.98180  5.28840
-11.83220  -66.96730  5.17270
-10.57790  -67.69810  4.65370
-12.29840  -65.84390  4.35760
9.91680  -68.38030  5.43780
9.01790  -68.16850  2.76920
779020 -67.25330  3.00680
-10.20890  -67.55630  3.37290

C
N
C
C
N
C
C
C
C
C
N
C
C
C
C
N
C
N
C
C
(0]
C
C
N
(0]
C
C
N
N
C
N
C
N
C
(0]
C
C
C
N
(0]
C
C
N
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-7.07570
-8.69220
-8.34740
-9.14120
-7.18790
-7.98470
-7.81870
-9.29670
-6.58880
-5.15150
-7.57590
-4.76280
-9.67810
-9.54660
-8.24140
-8.07740
-6.73900
-3.04350
-2.14260
-4.37500
-1.29840
-1.91410
-3.15860
-1.44540
-0.62420
-2.32090
-1.13710
-1.51040
-3.18850
-2.32280
-5.35590
-9.61820
-13.21700
-6.64690
-6.56100
-5.50280
-5.45120
-10.98300
-10.14600
-8.62830
-7.86440
-8.13610
0.64410
-7.69070
-8.73610
-11.17710
-9.01460
-11.15770
-10.63860
-13.23410
-14.06550
-13.65830
-12.15760
-13.06890
-7.41000
-7.31840
-6.36210
-4.26580
-5.02440
-6.32770

-66.87970
-69.59960
-69.39070
-70.92650
-72.09780
-71.25510
-70.58830
-68.38680
-65.90330
-66.30930
-66.86410
-67.46490
-64.43330
-64.42820
-65.12350
-65.17200
-65.79200
-65.58620
-64.34970
-65.36530
-64.05100
-66.57220
-66.16040
-62.54630
-63.13140
-63.62680
-63.35000
-60.10470
-60.98130
-61.35070
-62.69510
-60.91420
-60.76020
-60.34420
-60.89050
-62.35490
-62.48580
-59.22990
-57.92690
-58.11170
-57.05890
-59.20110
-63.44450
-63.38100
-64.50190
-65.68650
-60.50930
-59.28550
-62.50400
-63.34180
-63.14310
-64.81680
-62.62010
-63.92880
-62.24920
-60.36060
-60.99570
-63.19490
-62.43470
-64.34410

2.07620
-0.90400
0.57860
-3.38710
-3.19480
-2.72570
-1.52490
1.26030
4.76420
4.38950
4.27050
4.57540
10.11820
8.67260
8.26300
6.73890
6.29580
3.29160
3.48490
3.84940
2.63520
1.30860
1.85330
5.04190
6.20800
4.59740
7.30490
5.88260
4.43460
5.49840
3.66960
5.99530

3.71560
5.85650
7.28880
7.45820
9.26630

2.25890

2.17950
2.05670
2.30900
1.76590
5.97590
0.29150
0.35720

1.21580
2.95240

4.43340

3.45630

4.27280

2.14240

2.22720

0.73180

0.03350
5.18530
2.93120
1.09600
1.04740
-0.31890
1.66110
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-5.97070
-10.17620
-2.04400
-2.92420
-3.97270
-5.48040
-6.22640
-5.33210
-3.10380
-2.42420
1.02160
0.41790
-1.16900
-1.78100
1.43590
2.86560
2.75550
-0.02570
-0.81030
-1.43250
-3.96520
-12.70070
-13.86660
-13.26390
-11.59990
-13.24380
-8.82540
-10.74680
-8.61190
-9.72740
-7.31570
-8.39950
-9.13040
-9.49280
-6.35890
-6.91100
-9.26870
-10.31450
-6.81170
-8.20870
-8.95430
-10.54320
-9.56320
-10.40310
-8.22180
-7.38860
-8.16110
-8.90890
-5.92420
-6.62040
-2.55940
-4.75990
-1.34360
-3.60360
-3.82760
-0.77270
-3.00180
-0.90660
-2.16050
-0.83360

-64.65440
-63.01540
-57.03570
-55.71240
-58.38570
-55.74240
-57.32830
-56.67230
-57.81680
-58.74750
-60.14060
-61.19240
-60.33830
-61.34180
-64.33840
-63.93240
-60.75030
-62.83630
-58.45160
-59.43920
-60.54650
-68.82460
-67.52770
-68.38350
-66.58560
-65.90540
-69.13700
-66.92150
-68.65880
-69.93390
-69.04890
-70.34560
-71.09180
-69.99160
-72.29640
-70.66780
-67.43790
-68.76050
-64.93510
-67.25620
-63.84660
-63.96410
-63.39930
-64.94000
-66.14160
-64.60380
-64.16420
-65.73780
-65.18520
-66.77770
-66.35490
-64.42680
-65.80620
-65.42040
-67.02210
-62.21280
-63.95570
-59.74320
-59.29270
-60.31330

-0.00810
-0.09880
4.62620
4.47820
5.07780
4.72860
4.85870
6.21950
0.55610
3.22610
1.50120
0.23640
2.71140
1.42060
2.86880
3.54760
2.18480
2.16600
1.08730

-0.19500
2.57090

5.92190
5.73420
4.31420
6.16910
4.00880
3.23520
2.79010

-1.45070

-0.98830
0.66550
1.10400

-4.38850

-3.21550

-2.62870

-1.06940
0.72460

1.14080
4.31170
4.95690

10.52270
10.37410
8.30690

8.22960
8.65570
8.70010
6.33200
6.32040
6.69300
6.74920
3.89760
3.75130
1.31160
1.18830
1.84400
4.25300
5.26730
5.05030
6.20600
6.71140
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-3.78620
-2.93830
-7.05910
-5.63010
-7.55250
-6.14680
-4.88200
-4.97620
-6.45760
-12.01690
-10.70870
-10.36600
-10.46730
-6.84840
-8.27890
1.21260
1.04780
-7.67140
-8.00330
-8.57730
-8.63700

asjjasfanfianfaniiasfaniianiasfianfasfanfasiianfaniianfaniianianiianiian

—

-8.64540
-9.58770
-10.86370
-11.87510
-11.45500
-12.32320
-12.83280
-12.29770
-10.84960
-7.30780
-6.61930
-5.90610
-5.46870
-5.89990
-7.38640
-10.23460
-0.61820
-1.09850
-0.62130
0.75400
0.12980
-1.83540
-3.34730
-1.47510
-3.88740
0.89180
0.37480
0.10710
-0.15250
0.25000
0.77870
-1.15790
-4.02720
-11.51990
-11.86910
-8.25040
-9.22100

aQoOQZaozaozzaooozaoooaoozZzaozoooozaooooaQzaonozao

B_UP001_OPLS_CHCI3 47 12%

-61.71990 4.31710
-61.64040 6.35070
-59.33490 5.88800
-60.22660 5.48300
-61.11440 7.68330
-60.11150 7.93000
-63.36570 9.56630
-61.60620 9.70150
-62.57110 9.67650
-58.94740 2.05280
-59.90250 1.44400
-57.30060 3.04500
-57.35950 1.30530
-57.12850 2.25360
-56.16910 2.54750
-63.84660 6.70590
-63.32510 5.04370
-62.94520  -0.70850
-62.58740 0.96980
-65.23640  -0.43380
-65.02240 1.30910
-59.83820 4.22430
-60.76250 4.04300
-60.46880 3.40640
-61.57540 3.71140
-62.83780 3.60730
-64.00260 3.71460
-64.51180 2.34450
-63.85160 1.05620
-64.19860 0.71080
-60.34540 4.73180
-60.77590 3.53420
-61.89010 3.41460
-62.23770 1.99410
-63.65960 1.59220
-63.79580 1.23280
-63.43260  -0.19110
-63.72760  -0.58320
-63.14480  -2.87210
-64.24640  -2.01330
-64.75070  -2.45380
-64.17700 0.28220
-62.10670 0.85750
-61.97290 0.79070
-62.73370  -0.39540
-61.80540  -0.30250
-61.25130 2.53080
-60.72770 1.18320
-62.84060 4.93060
-64.62040 3.49480
-63.42740 3.66200
-62.69830 2.57760
-60.73450 1.02650
-62.12650 1.92470
-65.03610 4.49290
-65.38720 5.61650
-66.60090 3.84510
-65.82590 4.73220
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-8.60790
-10.36370
-8.78470
-7.59240
-6.14120
-7.97660
-5.82520
-10.95750
-9.95130
-10.01040
-10.72220
-10.60310
-11.04170
-8.50890
-3.93340
-2.85930
-5.25460
-1.66670
-7.54700
-6.47570
-5.10060
-4.89720
-3.74470
-2.50260
-3.05080
-3.31110
-3.28750
-2.37440
-2.52920
-4.11760
-3.51870
-3.28500
-3.54150
-5.72420
-3.87300
-4.28560
-5.61410
-8.78180
-13.03610
-6.47020
-7.14100
-7.65390
-8.28840
-10.65870
-11.87410
-11.82870
-12.51670
-11.20940
-2.97370
-7.77860
-8.94720
-10.28760
-9.39400
-11.25630
-10.46530
-13.19500
-13.90670
-12.70220
-12.42850
-12.91030

-64.55560
-65.40640
-63.46500
-63.62990
-63.88350
-64.69090
-64.03130
-64.15070
-63.20080
-66.87250
-67.65360
-66.65730
-65.37930
-63.64380
-64.58250
-63.51670
-63.97470
-63.78230
-67.23660
-68.21540
-67.54080
-66.75550
-65.73820
-61.10010
-60.05430
-62.29370
-58.89970
-61.82000
-60.66640
-59.94400
-58.70570
-60.49430
-58.55660
-61.32780
-62.31740
-61.16190
-62.60840
-58.66240
-61.28710
-59.28440
-58.71040
-59.94670
-58.83930
-60.34900
-59.75030
-59.97500
-59.13740
-60.91310
-57.79060
-63.06020
-63.72270
-65.13850
-61.70150
-59.52690
-63.02920
-63.77260
-64.32440
-65.59260
-62.77260
-64.21620

5.33000
3.95210
4.77120
7.40970
7.81220
6.49330
8.99210
9.01720
8.36340
9.90890
7.87220
8.65340
8.24240
8.64230
6.97410
6.80310
6.82020
6.93340
7.55650
7.28860
7.25620
5.95020
5.97760
6.40460
7.37240
6.54730
7.02050
4.10500
4.93690
9.64590
10.33030
8.60540
11.54640
11.05530
9.80680
10.56670
4.37280
3.90060
3.98020
5.45640
6.70920
7.93220
9.21810
1.88600
1.15890
-0.35040
-1.11240
-0.84330
9.54220
-0.05770
-0.80250
1.26620
4.38570
3.79160
3.52550
4.32750
2.34210
2.28210
1.10010
0.23190
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-7.48690
-6.80500
-5.90580
-5.67610
-5.32600
-8.01700
-7.55600
-10.71920
-0.38050
-1.04660
-1.33270
1.48800
1.05570
0.70500
-1.62320
-2.06650
0.33370
1.94490
0.84210
0.69360
-0.29530
0.62770
-0.03100
0.84320
-1.59190
-1.39850
-3.49660
-7.52530
-8.80350
-7.73080
-9.54420
-10.20190
-7.65530
-7.85250
-11.93800
-10.68860
-10.08510
-10.15880
-9.93070
-9.78940
-11.21620
-11.45510
-8.12070
-8.49060
-3.79660
-5.57360
-8.41740
-7.40040
-6.66290
-6.48590
-4.32130
-5.04110
-5.81020
-4.69570
-2.81610
-3.66290
-1.46850
-4.30570
-1.53510
-1.72870

-61.18680
-60.22860
-61.50670
-64.34580
-63.98970
-63.45900
-64.86000
-62.60210
-62.43590
-63.48870
-65.06930
-63.95040
-65.59890
-65.06740
-62.77240
-62.51520
-60.77360
-60.98840
-61.28330
-59.68830
-63.39550
-62.00670
-64.89950
-63.16490
-60.23370
-60.14260
-62.18250
-67.12540
-67.33310
-65.91740
-66.48990
-65.22140
-62.65680
-65.64720
-63.67560
-64.33120
-62.20210
-63.15320
-66.11440
-67.81380
-67.37630
-65.27140
-62.95760
-64.64960
-64.98540
-63.78190
-67.76130
-66.94610
-68.71640
-68.95600
-68.29940
-66.89230
-66.23060
-67.47460
-66.26140
-65.30880
-61.29450
-62.20160
-62.25910
-59.95280

5.38610
2.70540
1.31430
2.40930
0.72680
2.05590
1.07690
-0.54360
-2.79710
-3.82070
-2.08430
-2.35540
-1.83880
-3.49570
1.68750
-1.19310
3.33490
2.62740
0.37070
1.10510
5.69690
5.16080
2.52610
1.66880
1.89180
0.14310
2.80390
4.46220
3.25690
3.17870
5.53290
2.95920
6.94300
6.85710
8.99200
10.05750
8.77970
7.29530
10.57020
10.20100
7.03050
7.30950
9.39440
9.05930
7.97600
5.87050
7.64420
8.51890
6.33880
8.08810
7.32900
8.12810
5.68740
5.15620
6.20710
4.97820
6.68600
6.40770
4.36780
4.74270
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348750  -60.21220  4.69050
-5.07510  -59.67320  9.20480
-3.17040  -61.49040  8.85000
-6.38950  -61.45860  10.20360
-5.78970  -62.20580  11.69760
-6.02570  -60.44410  11.61770
4.62030  -62.94550  9.76240
3.61690  -61.09560  11.42450
622240  -58.47110  4.77400
-5.54840  -59.76610  5.77260
-8.01050  -58.11660  6.43010
-6.42150  -58.04660  7.18880
-8.65610  -59.43480  10.05360
-7.48640  -58.18730  9.56450
-9.10210  -58.23690  8.81440
-10.42620  -61.34290  1.51570
-9.80880  -59.70640  1.65950
1191140  -58.68060  1.36620
-12.80010  -60.20190  1.51050
-12.50580  -59.27270  -2.11100
-13.03260  -58.37590  -0.69940
2256070 -56.96240  9.93390
299270 -57.97370  8.53730
-6.92650  -63.07670  -0.73730
-8.02550  -62.02170  0.16540
-8.97250  -63.30130  -1.80720
-8.78920  -64.79760  -0.89610
JB_UP001_OPLS3e WATER_82 6%
-8.77970  -60.43850  5.10300
956510  -61.41220  5.58200
-10.99560  -61.31340  5.89060
-11.85270  -60.98700  4.65110
-11.54170  -61.63910  3.51980
1228130 -61.55100  2.25160
-11.65300  -62.42250  1.14120
-11.52100  -63.93170  1.48180
-10.57170  -64.66810  0.53630
735920 -60.85640  4.69910
723520 -60.85750  3.24210
783630 -61.73450  2.42260
-7.59350  -61.55050  0.90730
4630700  -62.28440  0.45390
-6.32940  -63.82360  0.58790
931430  -64.84410  0.95390
-5.88180  -57.54080  1.29370
416720 -56.96030  -0.48680
442890  -57.05710  0.97210
407710 -55.75190  1.70080
-6.15060  -57.96760  2.42000
822210 -57.76970  0.42100
-8.54430  -59.25800  0.65490
-6.78980  -57.46590  0.30830
-9.69490  -59.57950  0.94770
925120 -54.73940  -0.04820
-8.77830  -55.72080  -1.13690
-7.51450  -54.40740  3.18100
947410  -53.30450  2.56750
851440  -54.07630  2.29580
-834010  -54.70490  1.08010

C
N
C
C
N
C
C
C
C
C
N
C
C
C
C
N
C
N
C
C
(0]
C
C
N
(0]
C
C
N
N
C
N
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-8.97740
-7.53540
-13.79330
-14.57660
-15.61080
-15.57900
-16.34910
-14.18500
-17.57370
-16.16600
-15.90920
-15.62930
-16.24430
-15.12550
-15.63690
-15.00610
-14.24920
-14.78750
-15.22170
-15.51610
-14.74610
-13.55980
-15.29350
-13.30400
-20.07550
-19.12430
-18.01120
-16.97420
-15.85070
-11.67340
-12.02180
-12.83680
-13.15970
-9.25090
-10.49640
-11.20870
-11.98590
-11.03730
-12.77440
-9.22670
-8.86640
-9.83360
-8.56200
-9.13480
-12.79750
-6.29670
-4.84920
-3.58180
-3.71580
-11.27210
-10.59090
-11.16700
-11.69910
-11.15220
-11.80450
-7.26210
-8.25790
-10.97800
-9.17110
-11.30860

-57.22080
-60.13340
-61.83080
-61.20980
-64.15810
-62.98990
-61.77990
-62.69980
-61.74160
-59.54070
-58.39900
-60.81420
-57.25530
-59.83370
-60.30310
-62.02640
-59.83830
-60.84000
-60.88610
-59.19950
-57.79120
-56.95750
-58.71220
-55.86380
-56.87760
-57.73920
-56.89580
-57.76550
-56.93380
-56.93300
-55.64240
-57.50850
-55.49470
-56.72950
-56.81030
-53.47740
-52.41250
-54.76020
-51.66280
-53.62310
-53.01340
-52.88320
-62.65120
-59.27110
-60.19870
-59.92510
-60.33470
-59.35490
-57.79100
-60.37140
-60.81780
-60.07040
-60.79430
-58.84240
-52.32420
-64.53670
-65.52750
-65.07120
-62.34080
-62.31510

-0.81220
0.54270
2.37450
1.65750
4.67160
3.67290
4.24040
3.31860
4.11910
5.31570
4.30940
4.82720
4.61650
9.11690
7.74650
12.08820
11.96570
11.42490
10.11240
6.67880
2.15050
2.68770
3.15630
2.18200
-1.21020
-0.53180
0.10600
0.83110
1.47990
4.35070
5.13020
3.67430
5.58720
4.02020
3.35200
6.02540
5.20930
5.33250
5.77850
7.63230
5.39590
6.43020
2.81780
4.93960
4.74140
5.32030
4.99470
5.84630
4.93760
7.08710
8.39590
9.59590
10.57080
9.63830
3.90080
0.42380
0.20620
-0.55210
5.65150
6.18910
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-10.69930
-12.19710
-10.68220
-12.25830
-12.49100
-11.17440
-7.17260
-6.74280
-8.44110
-5.46150
-6.08720
-6.56460
-5.31400
-9.04250
-4.13500
-3.22020
-3.78380
-4.65940
-4.27090
-3.02160
-8.59240
-6.42940
-10.25750
-9.29470
-7.73850
-9.34220
-7.49540
-7.63560
-10.04310
-7.54390
-10.04500
-8.68260
-6.63370
-16.63740
-15.14720
-15.09390
-16.09340
-13.47450
-17.24730
-14.61700
-15.69890
-14.08530
-16.67890
-15.07150
-14.96600
-15.87730
-14.18510
-15.60510
-15.97720
-14.46220
-14.31500
-15.11750
-20.79100
-20.59790
-18.70040
-19.64340
-18.43970
-17.50930
-16.53890
-17.47960

-62.20140
-60.51090
-62.00010
-62.31530
-64.42470
-64.08360
-61.87090
-60.06960
-61.98300
-61.89900
-62.03120
-64.11170
-64.19420
-64.39070
-55.98310
-57.27450
-57.83920
-54.91040
-55.82230
-55.50640
-57.26550
-57.16050
-54.98780
-53.73060
-55.51830
-55.50550
-55.40080
-53.94890
-53.19040
-55.32320
-57.41250
-57.79930
-59.76510
-64.42040
-65.05200
-63.91090
-63.30200
-63.16820
-59.61110
-60.89560
-58.97350
-59.51570
-60.61610
-61.18200
-61.93300
-62.47460
-59.06710
-61.76420
-58.28770
-58.95270
-58.42550
-59.69210
-57.45490
-56.34390
-58.44420
-58.32760
-56.18580
-56.30360
-58.47470
-58.36210

3.50820
1.92790
0.88320
0.23770
1.41090
2.50390
5.05830
2.83880
0.37510
1.02740
-0.58460
1.61390
0.43310
1.82050
-0.76210
-0.68070
1.37590
1.32310
2.77170
1.58230
1.31280
-0.58740
0.29110
-0.45970
-1.39730
-2.04580
3.37050
4.07500
1.73280
1.00680
-0.68830
-1.68930
0.27550
4.93150
4.25390
5.59980
2.76140
3.86110
5.45320
4.85960
9.46430
9.04430
7.82830
7.43340
13.09180
11.84690
11.30690
9.79030
7.06330
6.53660
1.37440
2.96220
-1.64820
-0.51920
-1.24950
0.22740
0.81580
-0.66150
0.12550
1.59150
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-15.39430  -56.30670  0.71210
1627650  -56.24010  2.20590
-11.40110  -57.67200  5.10450
-13.11160  -58.42210  4.02380
9.06740  -57.62550  4.37140
-10.62070  -55.94810  2.69510
1046600  -57.69280  2.71260
1178770 -53.66110  6.93260
-10.11980  -54.93990  4.93690
9.07760  -54.68350  7.42480
826190  -53.20020  7.91470
-9.87700  -53.54880  8.50450
-9.26550  -52.80300  4.52740
993510 -51.82460  6.68320
-6.42640  -59.90690  6.40380
-6.47150  -58.90080  4.98790
466560  -60.27550  3.92100
469920  -61.37970  5.27050
298350  -57.07230  5.30620
352910 -57.95080  3.87590
470670 -57.35090  5.04930
1235050  -60.33090  7.25490
-10.97890  -59.34790  6.85170
-10.72050  -61.89120  8.53740
951640  -60.63870  8.34730
1221700 -60.34580  11.32240
-11.69990  -61.80290  10.52890
1232120 -51.63720  3.37750
11.06830  -52.85960  3.43760
-6.64450  -65.08350  -1.13840
7.81200  -63.82010  -1.03630
-8.64910  -66.20630  -0.55680
772730 -66.17440  0.90820

JB_UP001_OPLS3e WATER 88 34%
9.00730  -60.45580  5.39900
-9.60460  -59.86770  4.35150
-11.04750  -59.76060  4.12480
-11.79350  -61.11100  4.07930
11.08910  -62.19110  3.71610
1157710 -63.56490  3.80320
1118470 -64.40750  2.57340
-11.80540  -63.90810  1.23400
-10.84170  -63.82810  0.04670
748560  -60.64890 529620
-7.00840  -60.78880  3.91500
738630  -61.73130  3.03830
-6.82280  -61.63410  1.60060
-6.10530  -62.93410  1.13620
-7.03210  -64.08580  0.68810
-9.92810  -64.79880  -0.07100
3.01460  -57.82510  3.31510
048160  -58.07300  3.24130
-1.64830  -57.67550  4.07250
143820  -56.28180  4.68490
-4.05280  -57.40280  3.83450
-4.17940  -58.82610  1.35100
475080  -60.18770  1.77610
-3.00060 -58.45510  2.13330
406130 -60.97840  2.42320

C
N
C
C
N
C
C
C
C
C
N
C
C
C
C
N
C
N
C
C
(0]
C
C
N
(0]
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-5.02860
-3.70010
-7.49550
-7.26940
-6.92150
-5.91420
-3.83420
-6.01200
-11.02910
-11.81000
-7.47660
-8.98970
-9.47040
-9.70770
-9.23950
-10.88650
-12.03440
-10.16450
-12.39410
-12.73510
-12.40480
-14.88560
-14.22350
-14.24120
-13.63160
-11.39600
-13.74050
-13.56980
-12.59590
-14.22410
-15.90520
-15.73690
-15.35570
-15.13790
-15.05790
-12.46690
-11.03090
-12.70900
-10.78340
-13.49850
-13.55710
-8.68450
-8.47710
-10.09430
-9.07390
-7.79060
-8.47370
-7.87770
-8.21620
-9.60440
-12.98620
-6.73040
-5.19780
-4.55020
-2.80080
-11.31190
-10.60490
-11.03150
-10.08420
-12.22070

-56.75770
-57.38590
-56.58410
-58.32070
-57.18390
-56.41670
-58.79970
-60.42610
-64.21820
-64.78750
-64.60190
-64.83510
-64.54680
-64.12070
-65.37540
-63.09960
-64.07900
-63.42000
-64.17870
-59.85600
-61.34830
-58.53720
-57.38720
-58.43830
-59.62320
-61.64050
-65.66800
-67.02150
-64.76280
-67.98230
-65.25210
-64.34160
-65.12950
-64.21130
-64.93250
-68.32760
-68.25750
-67.11180
-67.60960
-69.72520
-68.47070
-68.99730
-69.96280
-68.87860
-71.03500
-68.50810
-70.70380
-69.53340
-62.60120
-60.91000
-61.13830
-59.50930
-59.65150
-61.12730
-60.96880
-58.92070
-59.41550
-58.61450
-58.15470
-58.41460

-1.23190
-0.76270
1.52360
0.00530
0.42540
-0.13030
-0.15680
1.39020
5.07660
5.83770
6.24090
6.37080
7.80480
5.30490
8.68490
9.24850
9.58240
8.01430
10.75660
7.92680
8.05340
5.23720
7.14240
6.45030
6.81040
9.18400
8.71600
8.00160
8.57200
8.40940
3.39800
4.51590
5.77610
6.98920
8.35700
6.21100
5.66840
6.98100
4.64850
4.45740
5.11820
6.01080
4.81520
6.39220
4.74690
8.36610
7.77500
7.22460
3.31630
6.37300
4.38520
6.01250
5.99640
6.82870
6.37850
2.85380
1.56680
0.33680
-0.46780
0.09740
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-7.59100
-7.70490
-8.83230
-10.92470
-9.01080
-11.45580
-10.10340
-12.66640
-11.48780
-10.09480
-12.23590
-12.65970
-7.25510
-6.31570
-7.68880
-5.46490
-5.42280
-7.78070
-6.44880
-9.97140
-0.04780
0.25010
-1.71430
-1.36610
-2.26230
-0.52690
-4.95520
-2.09550
-5.54180
-4.81750
-3.19530
-3.03800
-7.45450
-8.45510
-6.76730
-5.72700
-4.57120
-2.89740
-6.50280
-6.92570
-7.13220
-7.18970
-9.17510
-9.13200
-10.16700
-10.23700
-11.82550
-13.19480
-12.02270
-13.32880
-14.49610
-14.94720
-13.70040
-13.62740
-10.53700
-11.85640
-13.82460
-12.24510
-16.11830
-16.74600

-69.62190
-63.83540
-64.82700
-62.89450
-59.52740
-59.21310
-62.08300
-63.57400
-65.44490
-64.45400
-62.91510
-64.52550
-61.58090
-60.12320
-61.47020
-63.28820
-62.70720
-64.27770
-65.00600
-65.56180
-57.24190
-58.44110
-58.39720
-55.51090
-56.00830
-56.24470
-58.09030
-58.80120
-57.41400
-55.83560
-56.71780
-57.45070
-55.57610
-56.85710
-58.53520
-55.52560
-59.35990
-59.33870
-59.67710
-65.31570
-64.72390
-63.60980
-65.89450
-63.62040
-63.16920
-62.74590
-59.27760
-59.48570
-61.71510
-61.89640
-59.23650
-57.66170
-57.53260
-60.35210
-60.97490
-61.38110
-65.94800
-64.62260
-64.71250
-65.80480

3.89220
-0.68400
-1.04080

-0.74870

3.61070

4.97680
3.49880
3.87690
2.73650
2.52050
1.36800
0.95690

5.80680

3.60630

0.96040

1.94640

0.31600

1.45630

0.62270

0.58860

2.84960

3.84290

4.88790

3.91690

5.34530

5.28220

1.55640

1.84060
-1.93530
-1.77440
-0.06340
-1.62750

1.50730

1.67000
-0.85300

0.30990
-0.73470
-0.30580

0.88340

6.85430

5.21370

6.58280

6.19490

4.63150

10.06750

7.25940
7.76040
8.84360
7.10100
8.24000
4.62100
4.73990
8.00120
6.10210
9.08620
10.13910
9.76840
7.62660
2.56300
3.53960
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H  -16.66310 -63.78600  4.67440
H  -14.96280 -63.61050  4.27690
H  -14.44400 -65.68850  5.57670
H  -16.13290 -65.85990  6.00650
H  -1597850 -63.51780  7.03820
H  -14.26020 -63.58620  6.82360
H  -1523150 -64.18590  9.13350
H  -15.89640 -65.62510  8.44920
H  -12.53640 -69.18940  6.87870
H  -12.24960 -66.27400  6.62060
H  -14.19320 -69.73740  3.78110
H  -13.47050 -67.67050  4.37980
H  -14.55090 -68.37340  5.55840
H -8.31120  -68.01070  5.73240
H  -10.34770  -69.39990  7.21970
H -8.77320  -68.23810  8.75480
H -7.19890  -68.88940  9.19890
H -7.31310  -67.58780  8.02810
H -8.47580  -71.39210  7.08980
H -6.86180  -69.78140  6.90570
H -7.06860  -59.45260  7.04900
H -7.00130  -58.55000  5.56750
H -4.75090  -58.77250  6.46360
H -4.83360  -59.65670  4.96960
H 222420 -61.79650  6.79240
H -2.67850  -60.97780  5.29440
H -2.38450  -60.03790  6.76440
H  -11.03090 -57.88350  3.04070
H  -12.39000 -58.89410  2.68090
H  -10.84750 -60.46060  1.37120
H -9.52100  -59.36490  1.67310
H  -10.32230 -57.63100  -1.29640
H -9.08870  -58.31630  -0.27090
H -7.43110  -70.24600  3.11670
H -7.08990  -68.74870  3.93950
H -6.94500  -63.87050  -1.46600
H -8.11310  -62.82620  -0.73640
H -9.19620  -64.65580  -2.05730
H -8.42820  -65.84140  -1.02900
Peptide 2
JB_UP002_MMFF_CHCI3_16_9%

C 30.81110  20.09700  30.83480
N 30.54530  19.77140  29.52350
C 31.15620  18.60500  28.89450
C 32.57680  19.02610  28.45790
N 33.59300  18.35630  29.09000
C 3501070  18.57700  28.82250
C 35.65990  19.41660  29.93040
C 35.06140  20.80750  30.13190
C 35.52240  21.81750  29.10250
C 30.24480  21.45510  31.31130
N 30.95350  22.57760  30.69050
C 30.82200  22.96480  29.37270
C 31.49300  24.32360  29.04860
C 31.63220  24.56540  27.53720
C 32.62700  23.61850  26.85550
N 34.86880  21.75400  27.89630
C 28.97500  25.90330  33.62670
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30.82250
29.36320
28.60500
28.07160
29.73680
30.74960
29.72320
31.55560
27.69580
28.95040
29.15550
28.22460
28.41620
27.98700
30.09750
30.67200
35.65370
36.55120
36.85760
35.38180
34.62000
35.10670
33.67670
34.19370
33.27170
35.05270
33.47110
34.68530
35.66820
32.74020
31.98360
32.83910
33.90760
35.03910
31.24050
31.81220
32.21870
31.30450
29.00300
28.06630
27.93990
29.24510
29.90020
33.65080
34.05160
33.00990
34.24800
32.75570
32.83750
34.45790
35.33920
34.31530
35.09670
32.44010
32.18310
33.09710
30.21800
31.44940
32.79250
28.71820

26.07860
25.85340
26.92410
25.22460
26.77020
25.69980
26.81210
25.15590
28.80620
29.16350
27.80300
26.33660
27.55100
28.67970
28.14360
25.37750
17.17210
16.79090
14.56250
14.93100
14.14970
16.36300
13.40180
14.06130
15.27290
14.37520
16.40180
11.14840
12.32550
12.05180
12.30400
11.82070
11.05940
13.72740
16.03280
16.81290
15.01610
16.81010
11.79780
12.81100
13.98750
14.71750
15.37710
18.34820
17.61140
17.45600
18.17340
20.42690
19.61200
15.32930
14.16710
16.27090
12.97300
15.78570
14.56300
14.82060
22.28180
19.35520
19.94650
21.56510

35.25350
35.11750
35.88880
33.14650
31.44890
30.98150
32.90390
31.73890
30.12410
30.93110
27.00710
28.46960
28.10180
28.70360
30.87250
29.64450
28.73890
29.48790
27.54400
27.62030
28.71260
27.76370
28.45210
31.13930
31.42510
30.00380
30.97140
32.30600
32.33880
35.15880
33.00960
33.84030
33.52840
32.37380
32.66270
33.86850
32.26820
34.98880
32.63130
33.10480
32.13210
31.79940
33.01720
34.59390
35.89170
33.61550
36.96510
33.71270
34.88570
36.81640
36.31210
35.70440
36.46650
38.33480
36.27190
37.35150
28.54790
31.58580
27.66950
31.17440
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27.92110
28.23710
27.61920
30.31980
30.04760
31.30740
31.14690
32.39550
36.50720
34.09340
35.02560
36.41330
30.35080
31.21810
33.36480
35.14070
36.73560
35.56680
35.38340
33.96780
30.50670
31.34170
32.47630
31.93620
30.65200
32.47430
32.40380
34.06290
31.07260
31.31200
29.12260
28.83620
27.52400
28.84710
28.75270
30.60350
26.97340
27.20180
28.65970
29.33740
29.33020
28.73160
27.56340
28.43620
30.44860
30.95000
29.82250
36.96840
37.36870
37.38310
34.92170
34.16810
33.53700
35.67910
35.26610
34.04280
36.32540
36.31470
32.11500
33.61920

20.44700
20.21770
21.80320
18.14400
16.63620
15.81050
14.48860
16.26900
14.55470
23.96410
22.77930
22.62710
20.56940
17.81380
17.64180
19.05510
19.50640
18.87550
21.18930
20.79230
21.53530
23.27830
24.34020
25.60370
24.44430
23.67240
22.58670
21.13010
26.00390
25.30640
24.85590
27.93020
26.78040
26.88790
26.43620
27.02900
29.62260
27.91490
29.32040
30.12570
26.94160
28.48120
26.33770
29.51340
28.05590
28.55660
25.64890
13.50430
15.15850
14.70720
14.65240
16.63560
13.23220
15.17470
10.22270
11.18010
12.25280
12.22230
12.82470
12.18940

31.85030
33.63100
34.25260
27.68780
27.71200
27.58360
27.86230
27.25290
35.70880
27.14800
26.88250
29.34740
28.90960
29.64900
29.78620
27.84630
29.73140
30.88220
31.10950
30.16790
32.37280
31.32540
29.53100
27.35230
27.05750
25.77010
27.14030
27.80220
36.24070
34.79160
35.50100
35.52020
35.78320
36.95630
31.11230
33.37350
30.24100
30.52160
31.97700
30.57150
26.49730
26.38460
29.25260
28.33620
29.83890
31.42890
29.13440
27.28260
26.78080
28.49210
26.66370
27.45370
30.86380
30.11570
32.21680
31.42160
31.46360
33.21990
35.39620
35.65840
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32.19170  11.88210  32.09620
3445300  10.76790  34.33410
3445390  13.84070  33.29130
3585060  14.46260  32.46430
31.10300  16.74020  31.83860
32.11070  14.07520  32.66890
28.95660  10.99130  33.25600
29.96700  12.13830  32.76930
2836550  13.15540  34.10000
27.07970  12.34710  33.21620
2722220  14.70700  32.54550
27.50350  13.62370  31.19280
29.02520  15.49400  31.05590
2993910  14.02130  31.31550
2921580  16.13150  33.42520
30.06070  14.63690  33.80990
3459300  18.64430  34.11420
3322530 17.61290  32.63020
3228710 19.89310  33.03430
3331630 2021700  35.66210
31.82040  19.38770  35.22170
3501530 15.81210  37.62900
33.97500  15.87750  34.83310
32.15140  16.72410  37.85210
31.51560  15.34790  38.72750
33.10220  16.00840  39.17680
31.76820 1542340  36.03360
3323860  13.86960  37.87710
2842930  21.56620  30.11690
28.39280  22.53890  31.56180
28.13620  19.49130  31.36060
26.84910  20.62680  31.71390
27.58590  21.76890  35.34490
2829060  22.61200  33.95770
26.61040  21.99850  33.88040
30.80980  18.40930  26.74300
2934570  18.64980  27.68650
2939130 16.37410  26.87420
29.53210  16.36600  28.64080
31.98250  13.90160  27.89380
30.30080  14.10120 2825750
37.18370  13.84800  35.45220
36.79130  15.52690  35.69210
3422100 2430120  28.18180
3438720 24.80270  26.50500
3481640  22.32220  25.91010
36.06590  23.12200  26.88470
JB_UP002_OPLS_2005 WATER 24 6%
30.01210  20.62140  31.22520
30.58950  20.12310  30.12760
31.51390  19.00420  30.06440
32.28780  19.13190  28.74830
33.59710  18.85730  28.76300
3446820  18.92110  27.58330
35.94240  18.84180  28.04470
3641690  20.05580  28.88000
36.36140  21.37340  28.10220
2921150  21.93180  31.08150
29.52970  22.61550  29.82500

C
N
C
C
N
C
C
C
C
C
N
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30.58710
30.77270
31.62530
33.05610
35.78800
27.76730
27.17960
27.74580
29.16300
28.15220
27.35900
28.68470
27.33080
28.98950
23.65620
24.81020
20.17450
21.11150
21.22380
22.36930
26.19390
29.47910
34.17540
34.45450
32.68890
33.08880
31.87450
33.54400
31.56460
30.13510
30.78510
31.18930
30.45410
27.91690
28.36880
25.98440
28.26480
27.14260
26.93970
29.20060
32.41870
33.29780
31.73880
33.41380
35.87470
35.14930
34.58460
33.81510
33.25920
34.70440
33.97260
33.86580
34.62960
34.41190
35.35970
31.83800
31.85490
32.63710
31.44140
30.31440

23.41280
24.01710
23.07240
22.75010
22.41940
23.84980
22.57520
22.46710
21.88220
24.83390
25.12800
25.22120
23.92260
26.26550
25.15680
25.14580
25.84830
26.31990
25.86490
25.32380
25.06520
24.14510
17.78510
17.92800
14.43330
15.55150
15.87760
16.69770
15.11580
17.53920
18.41540
17.00220
18.29210
18.50720
17.64700
21.59900
21.43210
20.88060
19.51940
18.43300
20.24040
19.55700
19.27490
20.06240
25.43540
24.57880
23.36380
22.41930
21.18090
17.57820
17.01430
18.38280
16.49570
15.59740
16.45980
16.75950
17.88200
17.12900
17.66570
15.28440

29.62030
28.21320
27.32930
27.80430
28.71160
24.66040
22.64880
23.99290
23.92350
24.02360
26.75330
27.54080
25.91820
28.11830
28.10880
27.09540
27.11230
29.15070
27.99050
27.44840
27.76630
27.54700
26.57950
25.39020
27.23350
26.25660
25.36000
27.04570
24.44360
24.74920
23.66450
25.60980
22.48580
27.81070
26.62370
27.26890
27.45480
27.39050
27.44210
25.59360
23.18800
22.11980
24.05330
21.00210
24.45530
23.53550
24.28400
23.35120
24.08050
21.53520
20.29280
22.42580
19.38850
22.99280
22.37800
19.04690
17.97620
20.21800
16.83790
20.52610
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29.65410
30.38470
31.38530
30.12730
31.69470
27.70600
26.82750
25.04670
24.42290
30.76000
31.62910
32.03830
31.59970
32.77090
32.36020
33.93970
35.45520
36.80000
30.47530
32.22550
34.02220
34.28900
36.58970
36.10260
37.44910
35.83130
29.44630
28.93330
31.25820
31.69720
31.09860
33.53110
33.02160
35.48710
26.22310
27.65430
27.11790
29.84760
29.57540
29.16140
27.26110
27.07300
23.80280
23.64220
24.76350
24.68530
20.40350
19.39220
21.97210
22.24480
26.28150
26.26480
29.09160
32.37260
33.52700
31.86460
33.90830
33.36460
29.55930
31.49470

17.53120
16.42260
23.67870
20.07570
19.45100
21.59180
22.83320
22.51510
24.16070
17.65710
16.47730
16.51820
17.50160
15.64250
19.07470
23.97960
23.69230
21.42420
20.64140
19.13240
18.60100
19.85930
18.74840
17.92770
19.89820
20.13540
22.57020
22.41470
24.99110
23.51330
22.12780
22.15140
22.10970
22.29830
22.90830
23.32930
21.79230
22.53540
21.73530
20.91260
26.02610
23.04010
25.97420
24.23080
26.04560
24.30330
26.06250
26.43830
26.26210
24.71180
25.89910
24.16320
23.30460
13.53830
14.14620
14.73560
15.20460
16.67460
16.74050
17.56920

20.00170
19.49490
30.51910
32.32400
27.71480
31.07820
31.28820
31.16120
31.60290
30.21160
30.69890
32.17830
32.95810
32.62970
18.29260
28.09690
28.07080
26.95250
29.26810
30.88180
29.64270
27.05580
27.17030
28.61790
29.19420
29.79640
31.93560
29.02360
28.29840
26.33400
27.18550
27.02750
28.68600
29.66950
22.71150
22.16200
24.57910
23.38080
24.92260
23.42680
26.14010
26.36170
28.81540
28.68530
26.48000
26.41370
26.14660
27.37880
29.69670
26.64420
28.46520
28.37340
27.12610
26.69590
27.86890
27.88110
25.62500
28.03720
24.27660
26.38860
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2877130 18.96870  28.30310
2745560  17.86370  28.56100
2751220 17.18310  26.13310
28.95600  16.82070  27.02580
25.12890  21.07500  27.40440
2593160  22.39250  27.89410
28.98640  20.71420  27.44730
26.00410  19.15920  27.27580
28.51050  18.97340  24.94310
29.78140  19.20570  26.09420
31.65490  20.82610  22.67310
31.97040  19.29340  25.03540
3623910  26.23530  23.94430
36.70810  24.95020  24.77380
35.81740  24.25940  22.73340
3434030  25.14730  23.07300
3391950  23.70070  25.07970
3539410  22.80980  24.76270
3447710 22.11030  22.54160
32.99300  22.96400  22.88470
34.08050  20.62700  24.53850
32.63290  21.52800  24.90270
3550130 18.22360  21.16030
33.75250  18.02650  23.36940
33.96450  15.10300  22.31470
35.98490  16.90270  23.15460
36.02960  15.86360  21.75560
3226340  15.86430  18.58770
32.15540  17.56890  20.98900
30.77520  15.55880  21.47590
29.28180  14.99990  20.73080
30.82790  14.39570  20.15780
30.00100  17.77360  20.86460
29.84740  16.08640  18.60580
2748150  20.88170  31.87610
2743320 21.09070  30.14790
27.08520  23.60190  30.55920
27.03420  23.26090 3227010
2333530  24.18650  31.53300
2470650  24.41770  32.62380
24.82870  24.91920  30.93340
3032620 17.38530  29.24890
29.90230  17.75790  30.87720
3252750 16.38630  30.08870
31.07360  15.55070  30.54860
31.86520  17.52520  33.93270
30.99570  18.23860  32.60460
3239170 19.81530  17.60800
3270380 19.25030  19.23140
33.66670  24.39070  29.06950
3373190  24.76860  27.37240
35.79890  23.71080  27.03540
35.99400  24.49630  28.57350

JB_UP002_OPLS_2005 WATER 32 9%
29.98210  20.19680  30.80200
30.79900  19.89430  29.79020
31.55440  18.65980  29.61500
32.85950  19.01140  28.89200
33.88800  18.16750  29.02060

C
N
C
C
N
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35.20830
36.23270
35.96550
36.18120
29.53730
29.88490
30.39210
30.47450
31.94340
32.74460
35.09700
29.25170
30.40580
30.41650
31.76550
28.73100
27.80780
28.40400
28.84600
27.66940
26.82610
26.18460
24.85310
26.88300
25.93890
25.84610
27.17970
29.72920
35.66580
36.85810
33.62100
34.96200
35.60630
34.71370
36.41960
35.93060
35.72620
35.27490
34.65270
35.47760
36.07410
36.49040
35.93880
36.10460
35.92200
35.38710
36.70160
35.62830
36.72640
35.23850
41.91820
40.58290
40.05770
38.64600
38.11090
34.08790
32.66740
35.12800
31.69720
35.50400

18.30680
18.95620
20.43090
21.39820
21.66290
22.50950
23.74880
24.58850
24.80360
23.54630
21.71890
24.62840
25.42680
24.40560
24.42430
25.74350
23.64740
24.11860
23.58250
24.60750
21.13550
21.83160
19.99550
19.15280
19.95270
20.88110
22.24800
24.01280
16.97320
16.66670
14.23380
14.95170
15.26160
16.18160
14.48810
17.12280
18.61800
16.43030
19.01410
16.79350
17.27190
18.28560
16.08930
17.24580
17.62920
16.63560
20.91360
21.63880
19.45630
22.76220
22.22430
21.66690
21.86260
21.28630
21.48560
21.41800
21.27290
20.97260
21.67730
20.38970

28.39680
29.36570
29.73550
28.56940
30.93870
29.78950
29.86380
28.57070
28.13420
27.73960
27.85980
24.17180
22.14470
23.19190
23.92630
24.26140
25.93260
27.27510
24.90030
28.13300
23.82800
25.03850
20.93630
21.57930
21.76860
22.78270
26.14000
27.45020
27.77820
27.74930
26.27460
26.49640
25.12850
27.25990
24.62290
23.47770
23.75630
24.57340
24.22290
19.56020
20.89190
16.34090
16.69370
17.14270
18.45400
22.11500
23.65050
22.80570
23.45760
23.12030
20.21230
20.32770
21.75660
21.93820
23.37330
20.83680
21.43580
21.75960
20.79450
19.10670
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34.16960
31.25870
31.40260
32.52760
30.55020
31.44150
29.30710
30.66030
30.75550
29.60610
32.92090
28.06900
27.02560
25.30290
25.20330
30.72280
30.38260
29.10980
28.29990
28.84070
32.50640
34.15640
34.99380
37.30130
31.10190
31.84700
33.75360
35.11660
37.23280
36.28330
36.64910
34.96600
30.13790
29.61210
30.05010
32.47370
31.94960
32.22000
32.81760
34.23720
29.54190
30.32160
30.28290
31.94880
31.80990
32.59210
27.02880
29.36910
27.25410
27.63500
25.46780
25.59790
23.95520
24.76740
27.66080
25.21420
26.61090
27.94420
30.25710
33.76310

20.49490
20.44770
20.70620
20.69260
21.35090
17.85260
18.92460
19.08540
24.24670
19.35150
20.03860
21.88140
21.43510
21.76710
23.54150
17.52340
17.66800
18.44490
18.84540
18.66870
20.28710
23.90770
22.69870
21.85330
20.64970
18.31980
17.35060
18.95540
18.90150
18.36400
20.72270
20.55760
21.99990
22.18890
25.56830
25.31730
25.50330
22.98810
22.88010
21.22580
25.35720
26.33670
23.43500
25.38240
23.65620
24.23320
24.35760
22.71360
20.18890
21.72880
21.13670
22.69570
20.12680
19.19440
19.20220
21.66210
22.26430
21.48280
23.57100
13.30460

19.59710
23.31440
24.82610
22.63650
25.43490
23.33590
23.23850
22.85410
30.93030
31.61430
28.21100
31.37090
30.33250
30.79960
30.42810
28.96450
27.45670
27.10570
28.07690
25.93020
25.43820
27.23440
26.78710
28.33620
29.18860
30.61100
29.60150
27.52370
28.93200
30.27970
30.53350
30.15130
31.78580
28.87140
28.80080
28.93790
27.29720
26.96490
28.59950
28.09660
21.61650
22.58770
22.71430
24.41440
24.69690
23.24110
25.64770
24.83290
24.15360
23.40280
25.47900
24.72350
21.39130
20.31880
22.25880
22.62110
27.07130
26.28300
26.71100
25.72110
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33.15140
32.91840
35.63210
33.75900
37.00080
34.60170
34.38810
35.75300
36.00150
37.13960
36.93240
37.06210
35.64430
35.80050
3431570
35.49850
36.46170
37.58080
41.86880
42.25100
40.61070
39.92220
40.04380
40.73370
38.66090
37.97650
38.81220
38.10400
34.25840
35.55990
35.78190
33.52440
33.80810
30.55430
33.36590
31.43390
31.02320
32.48130
29.25770
30.65750
27.92650
27.88550
27.11400
27.21910
25.93550
25.38640
24.21160
29.82930
31.31010
30.24010
31.21660
27.43370
28.52070
32.60400
33.23020
34.69500
34.07440
34.52060
35.97820

13.97530
14.84830
14.30250
16.49850
16.91110
16.99760
16.83450
15.75290
18.35650
17.03790
18.01460
18.99940
15.41660
18.63930
16.82910
15.55260
21.10030
19.05910
23.23490
22.09170
20.60500
22.15090
22.92540
21.38380
20.22510
21.76010
21.04500
22.55280
22.45860
20.09030
21.26040
20.87400
19.49240
21.20890
20.40160
17.76100
16.93400
17.90330
18.87190
19.07240
22.93660
21.35000
20.36030
21.90360
24.10590
23.72200
23.92370
17.32110
16.60970
16.66760
18.08870
19.30950
18.62640
20.40940
19.76940
24.44620
24.59950
22.22070
23.02800

27.22390
25.70970
27.06370
27.33980
23.52920
25.07110
19.59160
19.38720
20.94570
20.91540
15.46840
16.78030
17.40330
18.63200
22.06350
22.05060
24.69910
23.09430
20.31220
19.25990
20.07610
19.60580
22.00520
22.46750
21.68740
21.21920
24.08310
23.60210
20.55440
21.53250
18.83680
18.80200
19.83610
22.97750
23.12050
24.42200
22.92350
23.01740
24.19870
21.76310
31.60320
32.30570
30.17630
29.36800
31.00540
29.36880
30.67050
29.55500
29.06320
27.04630
26.89620
27.84990
29.03670
26.44210
24.94240
28.01550
26.39470
25.92890
26.44980
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30.29540
30.53470
31.45500
32.24740
33.56710
34.47500
35.93480
36.37190
36.33340
29.29750
29.55760
30.51870
30.74150
31.63650
33.03230
35.76990
26.55600
26.74750
26.03390
24.52550
26.37320
27.85120
29.18350
27.20620
29.94100
27.95120
28.78470
27.39320
29.11750
28.43540
28.66740
28.11120
29.47410
34.23250
34.43040
32.99390
33.35090
32.14550
33.73620
32.09350
30.01140
30.33760
31.20060
29.67600
27.21370
28.33210
25.20700
24.40240
25.36400
26.67320
28.93890
31.86890
32.63460
31.36670
32.34980
35.52210
34.65690
34.17780
33.23910

20.74660
20.00770
18.88730
19.04410
18.82930
18.87580
18.82730
20.06280
21.36100
21.91090
22.59850
23.51080
24.04190
23.16150
22.79480
22.42610
27.10800
29.23570
28.54010
28.52890
26.50800
25.27250
25.32340
26.58150
26.28990
22.35180
23.57020
22.08980
20.63510
21.35800
21.53980
24.93090
24.27000
17.69770
17.83340
14.25300
15.37760
15.65060
16.56420
15.14520
16.88010
18.00380
16.48530
18.10430
16.83530
16.29680
14.56440
16.35630
15.63010
15.79100
17.39750
19.84470
19.17210
18.82500
19.44000
25.03730
24.14880
22.99570
22.04150

B_UP002_OPLS_2005 WATER 33 9%

31.21950
30.13110
30.00740
28.70420
28.76470
27.61490
28.12430
28.94650
28.13720
31.06640
29.80180
29.61530
28.19160
27.29050
27.82400
28.72080
27.05570
25.77030
26.85200
26.56810
28.11450
25.96260
26.73360
26.01580
26.60810
24.63350
24.19270
27.45860
27.71070
26.95780
25.60930
24.47310
27.50170
26.65000
25.44150
27.38540
26.40130
25.48290
27.16600
24.36280
25.18080
24.17730
25.93650
23.14560
27.95260
27.04690
30.05680
28.87550
29.21260
28.81180
26.16070
23.51890
22.36070
24.44310
21.19310
24.05710
23.30350
24.19650
23.44360
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32.79590
34.41710
33.68410
33.56650
34.29560
35.32080
35.65110
31.48440
30.26260
32.37550
29.28310
32.40390
30.50320
31.16920
31.20100
30.84440
31.66650
27.86190
27.36790
25.68420
25.96960
30.67600
29.99530
30.97460
30.51690
32.14140
30.30490
33.94290
35.44960
36.77700
30.03450
32.17230
33.96720
34.29730
36.60990
36.08840
37.39390
35.75410
29.39790
29.11580
31.24790
31.75420
31.11330
33.50930
32.94550
35.46450
26.43120
27.73090
26.20900
24.29470
23.98010
24.12760
27.18280
27.31800
27.76670
26.96230
28.95530
29.78220
26.95640
26.65650

20.82300
17.55440
16.46740
18.26040
15.85070
16.09160
16.98080
15.42510
16.22630
16.27660
15.65840
13.22850
14.32550
14.10180
23.94160
20.53880
19.29640
21.33790
20.78680
20.10640
18.56520
17.55160
17.20130
16.94640
17.08750
16.62340
17.55670
24.00420
23.68530
21.38040
20.27170
18.91290
18.60880
19.79510
18.72040
17.92890
19.92070
20.15860
22.60580
22.20500
25.00070
23.66070
22.23330
22.16120
22.17270
22.32930
30.19660
29.32580
29.08510
28.00080
28.03250
29.54060
24.53690
27.22320
21.71750
22.64030
23.49750
23.54440
21.66580
22.25660

24.28110
21.70500
20.87840
22.67250
20.00350
23.49840
22.44300
20.30270
19.79620
21.09180
19.31540
21.32860
22.28970
21.05660
30.54630
32.30150
27.64300
31.02250
32.37210
32.33950
31.41990
30.03560
31.37730
32.52700
33.76370
32.31310
19.85640
28.11390
28.04910
26.98830
29.28000
30.82950
29.66560
27.05430
27.27270
28.72380
29.29900
29.84000
31.90270
28.97110
28.31850
26.32890
27.06860
27.07620
28.71570
29.68000
25.69370
26.00920
27.78190
25.64190
27.37230
26.48600
26.40970
25.24020
23.76520
24.98800
23.11770
24.63350
28.26810
26.78510
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2991110
29.39120
28.73010
27.16500
28.79080
32.71370
33.84220
32.15790
34.19510
33.61430
29.61570
31.33700
26.41850
27.58420
27.93380
29.11450
25.73530
24.24260
24.66790
27.37970
28.12970
29.35560
31.02340
31.85100
34.97500
35.83350
35.20200
33.80600
33.65970
35.03630
33.74840
32.35760
33.67930
32.27360
34.78320
33.74530
35.00000
36.25270
36.29610
31.99330
31.94160
33.10590
32.12250
32.93890
31.14400
30.48990
27.79190
27.17580
27.38810
28.03670
25.04820
26.30670
26.72140
31.34590
29.91570
29.39640
29.29630
31.12780
29.55650
29.52150

20.14450
20.96760
25.71170
24.96270
23.51380
13.34320
14.00430
14.52610
15.05720
16.53490
16.02710
16.89470
17.25270
17.64890
15.50350
15.83900
13.73160
14.28200
17.11580
15.30370
17.86640
18.18040
20.40190
18.69690
25.51030
25.79030
23.75860
24.71310
23.39910
22.43740
21.70580
22.59080
20.29980
21.18360
18.28730
18.08840
16.62470
17.79550
16.45710
15.13740
16.80820
13.71340
12.27240
13.01390
14.66820
13.51930
20.56330
22.12590
21.58790
20.01130
17.98610
18.77100
17.95040
16.73500
17.57160
16.29940
17.98970
16.93240
17.35260
18.10490

27.28260
25.18630
24.02800
23.93160
27.52710
26.85270
28.02340
28.03090
25.78850
28.16740
24.62520
26.84840
27.33470
28.57780
26.41270
27.65350
29.81780
30.19890
28.24810
29.35720
25.59720
26.79060
23.10950
25.32100
24.76970
23.44890
22.44200
22.91680
25.06460
24.57470
22.53960
23.10970
24.64820
25.16690
20.98300
23.65590
24.22680
22.84880
21.73540
19.38050
21.83120
22.00800
21.77090
20.40290
22.91850
20.43140
30.25810
30.70990
33.11200
32.74650
31.35550
30.40440
31.91500
29.76070
29.25570
31.24710
31.65620
34.55360
33.93200
19.53410

S49



enjjanfianiianian

31.12000  18.03170  20.22840
33.69420 2441070 29.09510
33.73740  24.80390  27.40070
3575720 23.66110  27.00160
36.02190  24.49180  28.50910
JB_UP002_OPLS_2005 WATER 41 _13%
30.96780  20.23030  30.80960
30.64760  20.00320  29.52910
31.02950  18.83300  28.74770
32.49610  19.00210  28.30780
3341300  18.40960  29.07750
34.84230  18.31100  28.78320
3564740 19.01430  29.90320
3539130 20.53230  30.04260
3578830  21.34530  28.80740
30.57500  21.59460  31.41380
3041610  22.60570  30.36430
31.42450  23.27880  29.78830
31.08300  24.37630  28.74730
31.24820  23.85980  27.29100
32.58080  23.16960  26.93530
3501500 2239150  28.50980
26.86930  23.47010  28.97840
2522230 23.88520  27.15330
26.02760  22.86630  27.84370
26.93380  22.13750  26.84060
2746770 22.74940  29.77500
27.64860  25.67970  29.95220
29.18850  25.55590  29.88840
26.96130  24.80570  28.98670
29.90040  26.07250  30.75050
25.10600  25.67880  32.97800
2560330  25.82990  31.53230
2171970 26.68160  34.03180
23.57910  26.58700  35.37010
23.05100  26.44690  34.24450
23.70080  26.03930  33.10000
27.09860 2549510  31.39040
29.70140  24.83530  28.88280
3527680  16.83790  28.65190
36.45030  16.56590  28.39600
3342780  13.68690  29.39320
34.63460  14.44210  28.81340
34.89790  13.94480  27.38600
3435440  15.87700  28.81500
3587470 1323210 27.15530
3426470 14.06560  24.98270
3557230 14.65380  24.40430
3408970  14.38320  26.40780
36.12120  14.13850  23.43150
31.62900  16.48210  23.23370
3291210  16.07790  23.97060
31.15500  19.81850  21.73180
30.01870  17.90540  21.17650
30.88720  18.48350  21.86890
31.66360  17.88220  22.83610
33.03130  14.55290  24.18090
3725460  16.49490  24.66360
38.51330  15.97180  25.39320

C
N
C
C
N
C
C
C
C
C
N
C
C
C
C
N
C
N
C
C
(0]
C
C
N
(0]
C
C
N
N
C
N
C
N
C
(0]
C
C
C
N
(0]
C
C
N
(0]
C
C
N
N
C
N
C
C
C
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36.06930
39.59850
33.04220
34.25250
35.47740
35.77380
37.00540
39.46930
39.43840
38.39040
40.14970
38.43000
39.60500
38.53950
38.64480
38.66070
38.30540
37.40600
36.09990
37.31280
32.59990
31.57640
32.78580
29.21910
29.31610
27.72620
27.36080
30.06380
30.36680
30.63630
29.71780
31.69070
39.13890
33.84100
35.12180
36.77040
30.18410
30.92910
33.08640
35.07310
36.71490
35.43510
35.96040
34.34130
31.34470
29.46740
31.74680
31.09860
30.44740
32.54340
32.65440
34.22720
24.68230
24.51300
25.34950
27.63360
27.52180
26.35070
27.43030
26.44470

15.72580
16.52450
19.90440
20.62650
20.02990
18.58370
17.96770
14.27130
12.72930
14.90410
12.06580
14.78160
14.92350
10.71710
10.41470
12.15480
9.32630
10.15360
10.73400
10.10790
23.05720
19.40320
19.66000
21.45380
20.80560
20.63650
22.37360
18.73620
17.68900
16.27440
15.34630
16.00350
11.35940
24.04170
23.21190
21.02890
20.75540
17.93390
17.97020
18.77400
18.85930
18.53420
20.91750
20.71020
21.91880
22.83290
25.22530
24.69400
23.15140
22.83260
22.25090
22.58520
23.46650
24.25130
22.13840
22.82150
21.36120
21.64980
26.70260
25.23610

25.03220
25.21010
24.44110
24.08410
24.79650
24.37750
25.07310
26.95700
26.90090
26.19560
27.65760
29.13690
28.35240
25.70690
24.19440
25.97180
23.73270
27.97940
26.05890
26.44630
30.08560
31.48900
27.30950
32.14320
33.53440
34.39920
34.78630
27.53550
26.43660
26.95270
26.72550
27.52260
23.39660
27.12470
27.30900
28.13450
29.04220
29.35950
29.92770
27.82320
29.73540
30.85920
30.88900
30.27970
32.11730
30.08320
28.91760
26.60440
27.07120
25.89880
27.51390
29.12470
26.40370
27.78130
28.29360
26.35850
27.33320
26.05920
29.64260
28.22710
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25.69700
25.24030
25.42830
25.02000
21.48550
21.25870
24.57720
23.11650
27.65370
27.28490
29.02800
33.62290
33.21550
32.52330
35.51330
33.38390
34.32160
33.30360
30.74770
31.52440
32.95840
33.76140
30.88990
32.10600
29.92700
32.21680
32.12520
33.05360
37.42800
35.55360
32.99340
32.24600
34.13700
34.38740
35.33620
36.34700
35.89850
34.89400
37.88190
36.89250
40.40690
37.46120
37.76590
39.84140
40.44070
39.41990
38.10710
37.40560
36.56880
38.32130
36.10370
37.23690
28.50910
28.78830
29.99990
29.74120
26.45450
28.17840
27.20380
30.00680

26.31940
24.65360
26.85030
25.18030
27.13290
27.19980
26.36980
25.65430
26.14300
24.47980
24.47980
12.61430
14.01110
13.83320
14.24030
16.15980
12.97880
14.96460
16.29510
15.87550
16.58660
16.43420
20.22190
20.09980
16.91290
18.50120
14.18210
14.07570
16.43630
16.04930
19.86060
20.48620
21.67070
20.61630
20.08530
20.65160
18.53300
17.99070
18.56760
18.04490
14.49530
14.52990
15.37460
15.98400
14.47360
10.21610
12.75780
11.17490
9.62940
9.67360
11.62060
9.05740
20.89830
22.44670
21.37250
19.80550
22.44270
22.82480
22.95380
19.70870

33.63370
33.32610
31.18800
30.87860
33.15290
34.77360
35.38400
32.36010
32.07050
31.74040
28.21980
29.43030
30.41200
28.80230
29.42970
28.86960
24.89160
26.68080
23.84710
22.33360
24.93380
23.38750
20.83970
21.94650
21.39630
23.45440
24.66160
23.20000
23.58720
25.83700
25.46440
24.19680
24.37880
23.00140
25.87610
24.57900
23.29520
24.61320
24.82300
26.15520
26.44420
26.34000
28.77640
28.25430
28.89050
26.11480
25.38200
28.36120
28.44110
28.32710
26.42850
26.15950
31.52780
32.26850
34.16750
33.44600
35.38830
35.34900
33.87750
27.04420
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29.05930  18.54470  27.91480
31.23990  18.00370  25.86570
29.54710  17.67270  25.71740
29.86200  14.39890  27.04380
28.85720  15.57710  26.24890
39.22680  11.19790  22.40390
39.46650  12.22850  23.79010
33.73730  24.69230  27.99210
33.95190  24.70910  26.26900
3528850  22.58150  26.43410
35.98840  23.86850  27.39910
JB_UP002_OPLS_2005 WATER 43 15%
31.02130  20.18610  30.79780
30.84700  20.12710  29.47340
30.80690  18.94770  28.61250
3222350  18.44940  28.23670
33.24450  18.74580  29.05250
34.66450  18.50320  28.77610
3551740 19.11090  29.91570
3540490  20.64310  30.08590
35.81240  21.43440  28.84120
30.80880  21.56080  31.47590
30.52400  22.58820  30.46350
3145370 23.29150  29.80090
30.99770  24.24510  28.66510
31.25880  23.64090  27.25400
32.65180  23.04140  26.97070
3511040  22.53880  28.58310
26.76040  23.42000  30.94480
25.17350  24.05670  32.78560
25.99300  22.98100  32.20950
25.11660  21.75190  31.93130
2739690  22.59990  30.27700
2739850 2536440  29.51200
28.92850  25.24770  29.67140
26.70240  24.71990  30.62530
29.50520  25.71170  30.65600
2826710  28.82140  30.27640
27.16140  27.78630  30.54860
29.05690  31.53070  32.64710
2930110  31.61760  30.36920
28.96020  30.98730  31.39490
28.46800  29.70050  31.41940
2691220  26.82770  29.36060
29.56900  24.56600  28.71560
3501000  17.00910  28.62140
35.87760  16.65580  27.82190
33.93560  14.08360  30.59900
34.46650  14.67860  29.28420
33.64720  14.06400  28.13110
3431000  16.13240  29.35190
33.95080  12.95830  27.68350
3172220 14.34850  26.57310
32.33300  14.73410  25.21270
32.61800  14.77270  27.64860
32.35040  13.92050  24.28900
27.95360 1542200  26.10320
2923300  14.61190  25.84840
2553740  16.83600  25.66250

C
N
C
C
N
C
C
C
C
C
N
C
C
C
C
N
C
N
C
C
(0]
C
C
N
(0]
C
C
N
N
C
N
C
N
C
(0]
C
C
C
N
(0]
C
C
N
(0]
C
C
N
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24.69060
25.62960
26.83540
30.37530
33.50770
34.96710
32.86290
35.51850
30.75580
30.70610
32.10840
32.10190
33.51040
36.92260
38.04020
35.58300
39.22700
37.49080
37.20030
38.52740
39.04530
37.65960
39.98100
37.38950
36.43510
37.68680
32.65120
31.36020
32.39770
29.58500
29.87840
28.46670
27.44690
30.05690
28.68990
27.69190
27.03740
27.51060
38.48980
33.82920
35.17410
36.71650
30.63020
30.27920
33.00270
34.90820
36.56680
35.25580
36.04430
34.38720
31.70080
29.55160
31.55740
31.06120
30.52680
32.67280
32.78410
34.37400
25.74570
24.52270

15.14230
15.60210
14.96180
15.08420
16.49190
16.00910
15.96000
16.00610
22.21190
20.76170
20.17710
18.64330
18.03380
15.02550
16.08110
15.60470
15.74890
14.16960
13.81280
18.52310
18.71800
17.35660
19.48220
19.69860
19.81900
19.74000
23.17620
19.20040
17.79150
21.47500
20.84350
20.86310
19.54330
19.35820
20.05630
19.23530
19.85280
18.04370
18.01200
24.02850
23.32020
21.03200
21.00780
18.13650
19.21930
18.98060
18.86180
18.63450
20.96390
20.91000
21.82920
22.75100
25.17560
24.41030
22.85440
22.64940
22.16100
22.79130
24.83840
24.43080

24.37890
25.06650
25.29060
26.76450
23.89940
23.77970
25.10040
22.67950
23.70270
23.68540
23.90980
23.85760
23.98930
25.07190
25.21590
24.89970
25.22480
22.79840
24.14120
25.45980
26.90510
25.34550
27.13530
23.47380
25.65040
24.98120
30.06670
31.45000
27.21130
32.41750
33.78930
34.93220
34.21430
27.31660
27.52140
28.33950
29.31400
28.10280
27.88740
27.12590
27.35340
28.10780
29.03450
29.11760
29.91200
27.82600
29.75230
30.86160
30.90870
30.37340
32.04550
30.22700
28.77270
26.50620
27.06270
25.95430
27.59920
29.23900
33.08680
32.10300
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26.74340
24.36310
25.71580
24.60180
27.10580
26.16180
27.99510
29.21270
26.23430
27.37760
28.29640
29.18730
29.18280
28.55670
25.83920
27.34150
29.00210
34.04410
34.48840
32.87950
35.51850
33.62430
31.56400
32.48450
28.14840
27.66700
29.52170
29.04820
26.14570
24.59900
24.85130
26.90140
30.50770
30.05080
32.96500
32.76320
31.39850
31.15350
30.30700
30.01740
32.50330
32.79370
31.65890
31.45360
34.13530
33.97250
36.86870
35.04240
36.79690
36.34860
38.04820
39.39670
36.67080
36.79550
36.84100
38.31350
36.59800
38.23820
28.76750
29.21810

22.69880
21.95660
20.91160
21.42120
24.83210
25.30320
29.41970
28.33170
28.32440
27.22790
31.31200
32.53760
31.08760
29.19980
26.80070
27.25130
24.21390
12.99810
14.47010
14.31000
14.41330
16.50700
13.26870
15.70030
16.47270
15.36300
14.71530
13.55010
16.99540
17.14660
14.22410
13.98140
16.15640
14.95800
16.17500
16.59330
22.54020
22.53290
20.42890
20.41160
20.49590
20.55560
18.31700
18.26080
18.44190
18.35870
14.59270
15.69300
14.77770
13.13120
13.24580
18.40550
17.56490
18.82670
20.58580
19.66310
20.16760
20.65920
20.94480
22.48450

32.94990
31.16980
31.58160
32.83370
28.60430
31.24410
29.40610
30.04220
30.75280
31.46000
33.28340
32.66140
29.50390
32.30180
29.16620
28.45140
27.95750
30.61070
31.45550
30.75350
29.15960
29.99180
26.61670
28.02500
25.88300
27.15430
24.80160
26.01830
26.46180
25.88940
23.95710
25.02240
26.62660
27.79830
23.00640
25.89150
22.98800
24.57840
22.72550
24.45580
24.87570
23.14930
22.91580
24.64660
23.19250
24.92370
26.07220
25.74860
22.52760
24.15600
24.52850
24.80920
25.36590
23.19760
23.15610
22.89610
26.53160
25.19020
31.92750
32.60530
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30.69310  21.38980  34.26600
3022090  19.81400  33.68600
2653760  19.40730  34.80000
27.15770  19.78310  33.19200
2799100  18.59860  34.20470
29.90180  18.47550  26.69460
30.68960  20.02200  26.72560
2824010  20.24850  26.54680
28.82640  21.03690  27.97830
2636490  19.34050  29.86470
27.19150  20.83900  29.51430
38.82680  18.09690  28.83360
37.70180  17.40490  27.68010
33.65950  24.70600  27.96230
33.89010  24.66440  26.24160
3540560  22.68100  26.49870
3598040  24.05060  27.43390
JB_UP002_OPLS3e_ WATER 2 69 18%
29.96150  20.74850  31.22550
30.78040  20.27880  30.28520
31.93100  19.40000  30.41490
32.60050  19.38000  29.03250
33.79530  18.78600  28.94170
3453640  18.65280  27.68080
36.05930  18.55750  27.93150
36.67270  19.78130  28.66940
3644770 21.12980  27.97590
28.80550  21.61080  30.69650
2921820  22.42420  29.54680
30.06460  23.46370  29.60210
30.36640  24.18130  28.27380
3159310  23.59230  27.53460
3291630  23.56750  28.33350
3581360  22.08290  28.67010
24.88950 2520900  28.10610
2451930 27.63020  28.81460
23.90440  26.28500  28.67350
22.58850  26.32810  27.88320
2471990  24.02230  28.39590
26.90880  24.77750  26.70400
2821360  25.08840  27.45960
25.84730  25.61870  27.26340
2833610  26.16490  28.05250
25.07260  23.74600  24.13930
2576330 25.10590  24.34960
2322510 21.94080  26.78570
2337510 21.32720  24.55440
23.67070  22.10850  25.49480
2445800  23.23520  25.35170
27.06250  25.08050  25.19300
29.17010  24.15400  27.42720
34.03780  17.48620  26.80320
3436660  17.44340  25.61690
32.24650  14.35450  27.68400
32.58890  15.46430  26.67330
31.34850  15.96200  25.90940
33.24400  16.56940  27.37490
3021460  15.67220  26.30240
30.53910  17.35100  24.00460

C
N
C
C
N
C
C
C
C
C
N
C
C
C
C
N
C
N
C
C
(0]
C
C
N
(0]
C
C
N
N
C
N
C
N
C
(0]
C
C
C
N
(0]
C
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29.60510
31.57750
28.64270
31.12880
31.87860
27.65860
29.02300
28.84040
29.79620
31.15370
28.81620
27.50990
29.80850
26.46460
31.54180
31.78340
30.51110
30.71590
29.43050
26.45340
25.58690
27.58600
24.53170
27.88590
26.97670
25.26200
23.83830
26.00730
23.63350
25.44300
27.35850
26.03580
30.56240
30.07580
32.02080
27.63320
26.41260
25.04970
25.73390
31.49160
30.42910
29.95710
28.88730
30.55210
22.85230
34.15500
35.50520
36.85020
30.61690
32.62680
34.22690
34.35370
36.58330
36.27560
37.75140
36.32860
28.48160
28.90780
30.60710
31.73510

16.39990
16.70890
16.87500
20.18200
19.58480
21.42650
21.34150
21.14750
20.64730
18.43070
14.06010
14.18420
15.08110
13.72380
12.04730
12.01480
12.41900
12.38590
12.65270
15.13710
16.33590
14.82130
16.54720
16.35210
15.27340
18.22560
17.85260
17.08720
16.81110
20.12900
19.17200
18.84640
23.88530
20.52500
19.89150
20.69310
21.42470
20.31880
19.57340
17.99460
17.28490
15.95960
15.39780
15.42770
18.70650
23.49350
23.42170
21.30130
20.55540
19.84370
18.39960
19.54810
18.40840
17.65350
19.64500
19.81080
22.27750
22.10900
25.21760
24.17380

23.23440
24.82190
22.63320
25.01850
23.81370
24.89710
26.77040
25.53920
24.67530
23.08520
22.98380
23.80360
23.34280
23.34590
18.63490
20.06580
20.82430
22.34770
23.15980
25.85100
25.39190
24.98090
25.99400
27.47010
27.29870
23.78600
23.28890
24.35870
22.66870
21.97620
22.97410
22.58450
30.64680
32.43040
28.07140
30.28620
29.70510
29.24540
27.73740
30.90330
30.02830
30.62610
30.08390
31.56110
23.51740
27.41560
28.15870
26.82640
29.32240
31.13030
29.76930
27.08170
26.98410
28.50360
28.74890
29.70380
31.49840
28.62680
28.52200
26.62250
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31.37180
32.91230
32.98950
35.53630
24.49900
25.49230
23.64440
22.74190
22.12550
21.86740
26.68730
25.94740
25.77640
24.28320
25.05070
26.02270
23.12550
23.79140
23.77250
24.63750
27.75990
27.54580
28.99130
31.77420
33.14140
31.55660
33.28320
33.00610
29.86260
32.54070
31.69780
31.03580
32.85560
32.08870
27.43350
26.87140
29.95130
29.50610
30.36400
31.84440
28.54450
30.61690
32.38580
31.42990
32.60720
32.09330
29.69300
30.20520
31.49910
31.09520
28.68390
29.64450
25.78410
28.49320
28.74900
27.46210
26.13790
25.16120
26.86750
25.36470

22.57810
22.71770
24.46060
21.87660
28.16340
27.58450
25.93290
26.68200
25.34200
26.99230
23.71700
26.61120
23.01640
23.85410
25.82620
25.49590
20.97330
22.41030
21.67150
23.77120
24.36440
26.05280
23.25590
13.50710
13.97870
14.70010
15.04340
16.69000
17.84800
16.94490
21.01300
19.44000
19.23880
20.37820
20.75270
21.48840
20.99750
20.50440
18.86170
17.96610
14.20660
14.76770
11.74830
13.01260
12.68790
11.00910
11.74750
13.42100
13.09080
11.40160
11.90060
12.48440
14.27380
15.14280
16.10420
14.34640
15.41770
18.97520
16.84280
20.91850

27.20420
29.01920
28.95710
29.61930
27.95050
29.10710
29.67350
26.86310
27.82180
28.36000
26.84360
27.11330
23.74280
23.39490
24.75310
23.36420
27.05380
27.48160
23.68690
26.19220
24.75530
25.07980
26.97230
27.18520
28.18010
28.45360
25.94260
28.34690
24.70260
24.60820
25.43530
25.80950
24.15270
23.09500
24.17230
25.52350
27.00790
23.71720
22.46700
22.38000
21.93690
23.85900
18.14980
18.33410
20.31150
20.35560
20.55730
20.52000
22.62860
22.62660
22.89660
24.21710
25.84040
25.29930
27.07960
27.60880
27.98200
24.57290
23.88870
22.72080
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26.06890  20.50500  21.16620
2445100 19.96590  21.55490
27.89720  18.36360  22.85120
26.10490  18.09870  21.79040
2731690  20.10910  31.15220
27.98800  19.96400  29.55600
26.69100  22.00280  28.82270
26.03650  22.14540  30.43250
24.99030  18.93550  27.25990
26.02630  20.34410  27.02490
26.60950  18.96180  27.95650
31.10940  18.07980  31.92150
3236860  17.35170  30.99150
30.81230  17.09720  29.02550
29.55520  17.92570  29.90720
28.52960  14.52250  30.43800
2842190  15.83580  29.29080
21.92330  18.48910  23.19790
23.02690  19.60420  23.98320
3416520 2438040  26.77990
3406650  22.64810  26.73040
36.30490  23.80100  27.51570
3549060  24.11420  29.00320
B_UP002_OPLS3e WATER 2 71 2%
31.99630  19.70910  30.60310
31.00390  20.14140  29.82090
30.66000  19.59620  28.51590
3142670 20.39160  27.45100
3245990  19.77050  26.86910
33.28810  20.34610  25.80560
3453500  19.47780  25.51380
3557630 19.43920  26.66560
36.15430  20.81230  27.01680
3228140 20.52900  31.87360
32.60490  21.93490  31.58310
31.80160  22.89160  31.09320
3246390  24.25050  30.81150
32.89710 2437670  29.33220
33.88970  23.32730  28.78520
3598460  21.24830  28.26920
30.01230  28.94030  31.37660
2840110  30.17880  29.92420
29.76260  29.59610  29.97950
30.82790  30.64240  29.61590
30.16800  29.65610  32.37400
30.20760  26.80090  32.63980
3125840  25.69460  32.43530
2999370 27.60170  31.42940
31.79550  25.19500  33.42540
2675910  24.83970  32.69910
28.04540  25.44100  32.12150
2449720  22.72840  30.67920
2423070  23.27330  32.91890
24.88150  23.35350  31.84470
26.05200  24.07160  31.69090
28.85900  26.24170  33.15710
31.55770 2533920 31.17830
32.52530  20.67130  24.50870
3297750  21.54540  23.76640
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29.32550
30.45020
29.86680
31.36600
29.42530
29.63730
30.77910
29.93680
31.23420
27.92260
28.17330
27.56930
29.47240
28.26960
27.49790
29.33090
32.33730
33.64950
31.25970
34.34270
28.58890
28.94470
30.17650
30.59880
31.83640
35.03460
35.01340
33.93470
36.03040
37.46190
36.37040
33.68320
32.58140
33.86100
32.77110
33.16230
34.28220
33.30240
30.60780
32.69030
31.06640
31.13990
31.39890
30.00210
28.89430
29.12070
28.54450
29.08500
28.34140
30.17730
31.46450
35.23850
36.37970
36.71820
30.58120
30.97010
32.67850
33.61910
35.02850
34.21870

19.30720
20.35080
21.77640
20.03070
22.27740
23.87610
24.76750
22.44820
25.68050
23.62110
23.33490
27.25100
25.98120
26.06740
24.99460
24.16690
25.11900
25.27260
24.45880
26.28140
28.82250
27.53530
27.68100
26.33970
26.46860
24.31950
25.55970
24.31300
25.89080
23.71220
24.09530
27.52970
27.48220
26.23650
28.01520
30.04500
28.65750
28.61470
22.72760
18.72570
21.53330
20.39030
21.13290
21.11010
22.28800
19.65640
19.20610
17.86460
16.78580
17.80310
26.81610
23.26820
22.56800
21.47650
21.03450
18.54940
18.82550
21.32090
19.82160
18.45970

23.09840
23.18000
23.24300
24.28110
22.20840
24.57730
24.03180
24.40410
24.72330
28.14500
26.65610
28.71490
29.13020
28.76230
28.35890
26.06690
22.06460
22.86730
22.81720
22.71860
18.48910
19.05800
19.96280
20.57950
21.48900
24.74220
25.68600
23.76390
26.29830
24.79890
23.97750
26.45030
27.53450
25.78300
28.62290
25.95490
24.37180
25.40240
30.82930
30.34650
27.16350
32.91060
34.23430
35.39070
34.56610
28.33770
26.97420
26.48200
26.68050
25.92200
27.28090
29.53890
28.77450
26.14910
30.06960
28.47510
27.15130
26.16790
24.60070
25.27980
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36.41810
35.16000
33.18120
33.57230
33.35150
33.34270
32.00620
34.07900
33.42530
35.57740
28.37780
27.73160
29.83940
30.79470
31.83350
30.68650
30.61870
29.81280
26.10200
26.98510
27.78010
28.66360
23.53200
24.65630
24.68670
26.49790
28.25160
29.05060
31.01720
28.73380
29.72110
28.63950
31.02990
31.06730
28.74520
30.34030
28.81570
27.14020
27.26160
28.39040
26.97090
28.15700
29.74220
26.54510
29.09860
30.22900
32.57870
30.80170
28.22810
27.78760
29.14980
28.09780
29.97050
31.01030
30.80780
29.76120
32.64010
31.61920
34.85860
33.34480

18.81390
18.94360
20.10050
22.17780
24.34500
25.36040
24.36450
23.56690
22.34000
20.60920
31.05530
29.58090
28.80750
31.50370
30.22600
31.00530
27.43940
27.07870
25.62760
24.18610
26.09270
24.64460
22.43510
23.27910
23.80670
24.03230
27.06800
25.61020
25.74680
19.44920
18.29180
19.37990
20.28690
19.30560
24.12020
21.98980
23.40550
22.96140
23.51370
22.27320
27.33880
28.07200
25.00080
25.20010
25.22720
24.00230
24.46240
23.68590
29.42690
28.70160
26.82910
27.14030
28.39310
28.09090
25.62550
25.93070
26.93430
27.15710
23.45170
23.48460

26.36740
27.54350
32.31930
31.74030
31.44020
29.19190
28.70120
27.73850
28.76460
28.93680
30.43620
30.39930
29.22930
30.28390
29.67350
28.59780
33.42470
30.56630
33.06890
33.54110
31.28990
31.70360
30.68490
29.84890
33.65380
30.78370
33.52790
34.02570
30.42030
22.19300
23.06900
23.94090
22.25660
24.92810
23.99660
25.21490
28.73250
28.52080
26.08500
26.54890
27.90770
28.76290
29.07850
28.09160
26.17970
26.66470
21.22750
22.34210
19.22370
17.87240
18.25120
19.62260
20.76410
19.38970
19.78180
21.14590
20.91560
22.30760
25.37860
23.78210
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37.22720  22.87060
36.64810  24.99620
36.24000  23.30820
34.60550  27.82950
33.03300  25.88890
34.06700  30.36400
32.96700  30.76110
32.33350  30.12750
34.27170  27.80490
32.35380  28.33790
30.99040 19.33130
30.19870  20.72610
31.66180  22.17570
32.26070  20.68870
28.01530  22.47710
29.40120  23.23800
28.55290  21.90790
28.77530  20.67320
28.66300 19.04120
28.78190 19.95460
27.45530 19.17630
28.66130 15.87920
27.44490 16.84840
30.75760  26.70210
31.30590  26.38990
35.10360  22.77850
35.56710  24.28270
36.68460  23.22210
37.25470  22.45490

esjjanfianianfaniianfasfianfiasfanfasiianfaniianfaniiasfasiianfasfanfasiianfaniianfaniiananiianiian

6835 X-ray_76_16%
25.55480  22.50950
26.94200  22.92770
27.04230  23.82560
26.92500  25.04730
2740310  23.66820
2727890  23.13740
2743050  23.71200
28.78950  23.37490
29.42990  22.36440
2637890  23.14910
25.01990  23.48620
23.96830  22.92330
24.11990  23.49780
23.41600  24.72840
22.54630  25.43400
2357190  25.22250
29.49340  22.38590
29.09610  21.49220
30.09300  20.36350
29.68570  19.22170
27.76820  20.88400
26.76340  21.25420
25.18770  20.53250
2442360  21.22710
3139040  20.67550
3248210 19.71590
32.95770  19.27660
3243280  19.71930
32.07600  18.51060

Oo0OO0ZOoOnnon0onnOzzz0OzZz0OO0O00OOZOO0OOOZ

25.24420
23.42800
23.23290
26.95070
25.30660
26.47350
25.15590
26.65890
23.89640
24.93550
33.12830
32.47620
34.05120
34.73450
35.18260
34.39550
33.60320
28.52840
29.11320
26.21900
27.02210
26.36890
27.14330
28.01060
26.37270
30.50300
29.77140
27.95180
29.41860

22.29070
22.47050
23.66790
23.64960
21.25030
24.78520
26.11880
26.65690
26.38230
27.02830
26.49010
27.39960
28.73320
29.08220
28.14550
30.29230
29.32070
30.41300
30.70010
30.89780
30.07110
31.12150
30.71570
32.16560
30.69820
30.78720
29.39890
28.37540
31.58250
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32.97620
32.86410
31.83240
34.03580
34.00000
34.67040
34.75680
34.33250
36.08850
36.14260
36.01240
36.55170
35.35960
35.60130
36.80790
36.86520
35.83770
29.24080
30.52670
30.39060
31.06720
31.62840
32.99960
33.90160
34.51950
35.30410
25.24430
24.97320
25.48720
27.56960
28.43880
27.33020
26.77550
27.38220
27.32040
26.49210
26.48900
24.90670
24.90980
24.07840
22.98070
24.71160
22.07940
22.41170
23.10110
24.16790
29.03840
28.94840
27.86570
27.43590
26.66590
27.09570
23.37330
24.92970
24.49990
31.61760
33.31130
32.15740
31.04520
34.00700

18.37140
19.59710
20.00010
20.22000
18.43710
17.95900
16.46410
15.78340
18.54870
20.08040
20.89520
20.49700
15.93830
14.51570
14.08580
14.18370
14.27050
24.31490
24.28920
23.37490
23.56880
23.86820
24.55310
23.93620
22.59520
22.03010
22.01090
23.32340
21.90500
22.04940
23.98050
23.01580
24.54650
22.13450
24.79500
23.57810
22.06610
23.05720
24.56910
21.84030
23.16820
23.04390
26.28280
25.07330
26.07700
24.76440
22.23410
22.06460
19.79920
21.25780
22.33900
20.88040
20.93740
20.85520
22.31380
21.64430
20.18450
17.61990
18.62680
18.25520

32.77420
33.63140
34.16060
33.76150
29.37130
28.16680
28.25520
29.18440
28.01080
27.80680
29.10500
30.13250
27.18850
26.96660
27.74740
28.97110
25.50580
27.48790
28.17900
29.39780
30.40440
27.18030
27.37690
28.45820
28.03610
29.12370
23.11230
22.15090
21.48440
22.62130
21.38450
20.38010
21.09940
24.84560
26.06250
28.02390
27.08460
25.49450
26.43380
27.45590
27.00860
29.41440
28.43120
27.21170
30.57840
30.97690
28.43420
31.33030
30.02780
29.10260
31.16470
32.08990
32.19690
33.05650
32.13130
30.50170
31.31700
30.95950
31.91740
32.43930
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32.68110
34.19560
34.90690
34.40030
34.07960
36.55340
36.70930
35.39250
37.10710
35.72270
34.73340
37.63040
36.01810
34.96090
36.70560
28.74830
30.69070
31.27360
31.73240
32.84540
33.54050
33.34920
34.71000
35.15260
33.73550
35.27180

17.49560
21.06400
19.92410
18.16520
18.16870
18.07990
18.25590
20.36200
20.34320
16.45990
13.94410
13.68090
13.20840
14.58290
14.84210
25.15960
25.31070
24.13750
22.78250
25.61090
24.53310
23.82350
24.63580
22.73760
21.88880
22.50530

33.35210
34.29290
33.34470
30.25690
27.27130
27.14340
28.85950
27.06880
27.37400
26.40350
27.29520
27.15780
25.34020
24.93850
25.17720
27.74100
28.52380
26.18490
27.15620
27.59550
26.42970
29.38910
28.67750
27.15790
27.76160
30.01230

Peptide 1 MD analysis (macrocycle)

Peptide 1 clusterl

TOO0O0ZOOOoONOZOOZOOZOOOOZOOOOOZ

1.15200
0.81500
-0.57500
-0.69100
-2.12600
-2.12700
-1.59600
-2.16300
-1.17500
-1.73400
-1.93100
-0.58000
-0.20700
1.19000
1.73800
3.02500
3.46500
2.29500
2.06800
-3.37800
-2.73800
-3.96500
-1.99700
-0.93300
1.32200
3.76700
3.62800
2.83400
1.94100

0.37800
1.18800
0.74800
-0.69600
-1.25900
-2.67400
-2.61400
-2.81200
-2.63300
-1.85000
-0.29000
0.25900
1.27700
1.86600
2.06900
1.74100
2.26000
2.08800
1.03300
-3.14600
0.31100
0.42400
0.76500
1.77100
3.07900
0.90600
3.82400
0.08900
-0.19900

-4.72100
-3.53500
-2.91700
-2.33600
-2.20300
-1.50800
-0.17900
0.94800
2.10300
3.20400
2.88300
2.85500
2.06700
2.19500
0.85100
0.51200
-0.87600
-1.77900
-2.57500
1.09100
4.03800
3.93000
5.04900
1.18200
3.10400
1.04900
-0.82700
-2.71000
-4.48100

S64



esjjasfesfiaziiasfiasfiasfaniiasfaniiasfarfasfasfiasfasiiasfianiianfiasiianiianiianianiian

Peptide 1 cluster2

TTTTTOQOOO0OZOOOOQZOOZOOQOZOOCOOZOOOOOZ

0.62000
-0.79500
-1.37300
-0.23400
-0.09000
-2.56900
-2.68000
-1.45800
-3.14800
-0.59900
-0.25400
-0.93700
-1.16800
-2.72000
-2.41300

0.10800

1.83300

1.13000

4.30600

1.65100
-0.98800

0.87300

2.38700

3.76200

2.72000

0.78100
0.76100
-0.55600
-0.49800
-1.86700
-1.66800
-1.35600
-2.11700
-1.56500
-2.09800
-2.12900
-0.76200
-0.30700
1.15300
1.78500
3.06500
3.49500
2.32900
2.00400
-3.28100
-2.93200
-2.38900
-4.27200
-0.98900
1.11400
3.83200
4.01700
2.58100
-0.06100
0.81700
-0.72600
-1.37700
0.01500

2.20300
1.34900
1.03600

-0.77700

-1.48900

-1.46300

-0.60400

-3.37400

-3.06300

-2.45600

-2.17800

-3.66800

-1.99900

-2.25400
0.00800

-0.03400

1.12100

2.40600
1.69000

2.86200
0.74300

2.93200
3.07100

4.17000

4.26600

0.52900
1.31500
0.99100
-0.28400
-0.91900
-2.36500
-2.51800
-2.95800
-2.91000
-1.72500
-0.30800
0.16000
1.06700
1.54000
1.83300
1.67700
2.07200
2.03300
1.04700
-3.29900
0.66400
1.59600
0.52700
1.43000
2.81700
1.18300
3.53200
-0.04500
-0.01400
2.37300
1.80900
0.92700
-0.02700

-3.87300
-2.04000
-3.60100
-1.35200
-2.80100
-3.17000
-1.53100
-2.00800
-1.44700
-0.09800
1.74900
2.36600
4.11300
3.44500
1.94600
3.52600
2.66400
0.11400
-1.28200
-1.79200
4.96100
4.07600
3.31900
-1.84800
-0.41300

-4.91900
-3.68200
-2.89400
-2.01500
-1.67900
-1.25200
0.09600
1.11200
2.55000
3.35800
2.68800
2.68600
1.83300
1.98600
0.67300
0.31400
-1.12500
-2.03300
-2.85200
1.04100
3.58900
4.22900
3.65400
0.85200
2.87000
1.11600
-0.97700
-2.83700
-5.05100
-3.95100
-2.20000
-3.60100
-1.09200
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asjjasfanfianfaniiasfaniianiasfianfasfanfasiianfaniianfaniianianiianiian

Peptide 1 cluster3

TITZTTITIOIIZITZITOOO0OOQOO0OZOOOOZOOZOOZOOOOZOOOOOZ

0.02900
-2.42800
-2.38700
-1.03600
-2.63800
-0.44100
-0.47300
-1.79200
-1.51900
-3.11500
-2.42300
-0.14900

1.63400

1.08400

4.30800

1.78100
-4.64900

0.77200

0.36400

4.01800

3.39600

1.48400
0.70600
-0.21500
-1.42200
-2.06900
-2.95600
-2.22800
-2.26100
-1.11500
-0.18300
-0.84800
-0.03100
-0.24500
0.86800
1.65900
2.62100
3.34000
2.45800
1.61100
-3.28800
-0.92500
0.06900
-2.09100
-1.36500
0.34300
2.80500
4.55300
1.58400
2.17800
0.12800
-0.60100
0.53600
-2.10400
-1.12000
-1.29100
-2.70700
-3.59200

-1.04500
-0.86500
-0.28200
-2.90400
-2.87000
-2.24800
-2.85600
-3.81300
-1.81000
-2.05500
-0.47000
-0.19200
0.68200
2.17100
1.42600
2.88800
-0.33300
3.62900
2.61100
4.04700
4.16200

1.43200
0.96800
-0.15000
-0.43000
-1.64900
-2.33800
-2.92700
-2.49400
-2.87100
-1.73600
-0.53800

0.62000

1.91800
2.94500
2.61500
1.72200
1.55300

1.71800
0.73900
-2.10800
-0.77300
-0.56600
-0.99300

2.27900
4.39600
0.97700
2.52100
-0.33600
0.83000

1.79500
-0.06900
-0.93600
0.41900
-0.36400
-2.33100
-1.45400
-3.16500

-2.59700
-2.61200
-0.96000
-1.95100
-1.28900
0.42100
2.49300
3.11500
4.28200
3.57100
1.65800
3.40400
2.44400
0.02300
-1.45600
-2.04500
3.28600
2.22800
3.62700
-1.94000
-0.34600

-3.85500
-2.75700
-3.23700
-2.45900
-2.81100
-1.73500
-0.65400
0.59600
1.51000
1.91000
2.59500
2.35700
2.53100
2.41900
1.20400
1.20400
-0.07400
-1.24500
-1.62900
1.10300
4.15300
4.84000
4.65500
2.62700
2.32200
2.10000
-0.14900
-1.02100
-4.27200
-2.35000
-4.25400
-3.33900
-2.54100
-1.41500
-3.18200
-3.67500
-2.06500
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esjjanfianiianfianiianfiasanfasiianfasiianfaniiananiianiian

Peptide 1 cluster4

TOIZTITIOIIDIIT I IOIZTOONOOOQOZOOOOZOOZOOZOOOOZOOOOOZ

-3.66700
-1.38100
-0.56000
-1.55200
0.12600
0.70700
-1.85500
0.96900
1.51600
1.45100
3.71300
2.23600
-2.81100
-0.07800
-0.44900
5.13500
4.13800

2.04900
1.05100
0.57400
-0.58900
-0.90300
-2.04600
-1.60400
-2.19100
-1.83300
-2.09800
-1.12000
0.22800
0.59600
2.05800
2.01900
1.34500
1.54400
0.99300
1.70400
-3.23700
-1.00400
-0.13700
-1.87200
-0.12400
2.91400
0.60200
0.66100
2.85700
2.46400
0.24000
0.28200
1.38500
-1.40100
-0.43900
-0.00300
-1.25400
-2.38200
-2.98300
-0.94800
-0.81500
-2.40400

-1.57300
-3.41000
-3.66300
-3.42200
-1.44100
-2.11600
-0.39500
0.48700
2.94500
3.20300
0.52800
2.57900
-1.20300
4.54300
4.63000
2.40700
3.52600

0.73200
0.83200
-0.58800
-0.70700
-2.19400
-2.55100
-2.28800
-1.53200
-1.85800
-0.72200
-0.53800
-0.25200
0.97900
1.21000
1.92700
1.65400
2.75400
2.22600
1.38000
-0.94400
-1.72700
-2.57200
-1.82700
1.98500
2.11200
0.66500
3.93900
0.98900
-0.19000
1.48000
-1.00200
-1.20500
-0.08100
-0.25300
-2.81400
-2.41300
-3.58100
-2.03600
-2.92800
-2.24300
-2.74700

-1.42800
-0.90700
0.99600
2.34700
0.90300
2.41300
2.19000
2.32400
3.28900
0.41600
-0.04300
-1.72400
3.97700
1.32600
3.04000
-1.05800
-0.22400

-5.14300
-4.05800
-3.74000
-2.72400
-2.71900
-1.68900
-0.35800
0.52900
1.96700
2.90800
4.05400
3.55900
3.21100
2.68400
1.36300
0.28700
-0.82300
-2.08000
-2.78400
0.26000
5.03900
4.90000
6.03400
3.28200
3.59700
0.26900
-0.37200
-2.47400
-5.19100
-4.37800
-4.70400
-3.35400
-3.09900
-1.74600
-2.69600
-3.73200
-1.80300
-1.93200
0.06200
2.05000
2.25200
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esjiasfanfiasiianjiasiiasfianijanfianijanfianijan

Peptide 1 cluster5

CIICZITDZTONTITONICNDICITI DT TOONOO0ONOO0OZOO0OOZOOZOOZOOOOZOOOOOZ

-3.12400
-2.08800
-1.44700
0.82700
2.62300
2.72900
2.57000
0.11300
-2.61400
3.85400
2.42000
-0.37600
0.95400

1.38000
0.91600
-0.33100
-1.27000
-2.52200
-2.27100
-1.25000
-1.46800
-0.30200
-0.56600
-1.33500
-0.49000
-0.63000
0.53700
1.21700
2.33600
2.98900
2.17400
1.99200
-2.52700
-1.76100
-0.92700
-3.03900
-1.57700
-0.00200
2.85700
4.38400
2.67400
1.12600
0.58400
-0.95900
-0.02100
-1.48100
-0.60800
-3.18400
-3.13600
-2.03400
-3.22500
-0.28600
0.24600
0.24400
0.39900
-1.13100
-2.24600
0.31800

-0.86500
0.19900
0.26100

-1.07000
0.27300
2.63600
3.08900
2.58000

-1.15200
2.29500
3.07500
3.61800
4.19200

0.38800
0.64300
-0.19600
0.34100
-0.52100
-2.03600
-2.20200
-2.45500
-2.15900
-1.89000
-0.68100
0.44800
1.45200
2.47700
2.11500
1.36300
1.18000
1.38200
0.44900
-2.80100
-0.74300
-0.80000
-0.76500
1.51500
3.95900
0.82700
1.89100
-0.54900
-0.44400
1.68300
-0.24000
-1.20600
1.34300
0.33800
-0.51800
-0.05300
-2.62900
-2.37700
-2.23900
-1.28400
-3.09900
-1.69700
-2.68200
-0.55100
0.55400

3.28100
2.33100
4.71700
3.52600
2.64800
1.24200
-0.99300
-2.43500
5.88900
3.07500
3.74600
-0.28500
0.64300

-4.98500
-3.68900
-3.41100
-2.25600
-2.03200
-1.64900
-0.67100
0.62900
1.53900
2.99600
3.40300
3.17900
2.32100
2.21000
0.99900
0.90500
-0.48300
-1.66900
-2.62600
1.14100
4.88700
5.80400
5.16100
1.54500
2.30600
1.88400
-0.53600
-2.67500
-5.50300
-3.71100
-4.31200
-3.13200
-2.65200
-1.38100
-2.90700
-1.27000
-2.53200
-1.23300
-0.97700
1.17900
1.48500
3.44700
3.49200
2.83100
3.77200

S68



asfjananianfaniianiianiianiian

1.25200
0.75700
3.15500
1.46400
-3.70100
-0.70000
-0.65300
4.12800
4.83300

2.34200
2.52900
0.10100
2.09800
-0.69900
4.12600
4.11900
2.93100
1.74200

3.02200
0.19800
-0.43500
-1.70800
4.40500
1.49000
3.15900
-0.75100
0.44300

Peptide 2 MD analysis (macrocycle)

Peptide 2 clusterl

TOIIODIDEZTZTTITITI I T DI DI ZIOONOOQOZOOOOZOOZOOZOOOOZOOOOOZ

-0.36100
0.56700
-0.19100
-1.30800
-1.98900
-3.03600
-2.28400
-2.59900
-1.74300
-0.56200
-0.86600
0.28600
0.25300
1.64700
2.31100
2.14200
3.12700
2.24700
1.57500
-3.43400
-1.31000
-0.49100
-2.57500
-0.81300
1.66300
1.18500
4.17500
1.96900
-0.77100
1.17000
-0.49400
0.52300
-1.93800
-0.78600
-1.28900
-2.54100
-3.68800
-3.71000
-1.46900
-1.35600
-2.45900
-0.02200

2.01400
0.89200
-0.45700
-0.68700
-2.05100
-2.49500
-2.81400
-2.26500
-2.64100
-1.72900
-0.37000
0.52200
1.82700
2.42700
2.08900
2.55400
2.13500
1.94200
0.83200
-1.42100
-0.53000
-0.56200
-0.68800
2.41100
3.94400
3.30800
3.28600
-0.25700
2.14900
0.94900
-0.42900
-1.28200
0.18000
-0.81900
-2.87200
-2.04200
-3.30900
-1.67900
-3.40500
-3.65400
-2.72300
-1.58400

-3.12100
-3.22900
-3.46600
-2.44000
-2.69800
-1.64300
-0.40300
0.77300
1.93100
2.25600
2.85500
2.65000
2.95000
2.89700
1.57800
0.39300
-0.72000
-1.84700
-2.16800
0.85700
4.31900
5.27900
4.43500
3.23900
3.10200
0.07900
-1.11800
-1.63500
-2.20600
-4.14300
-4.50900
-3.40200
-2.27600
-1.48900
-2.81600
-3.64000
-1.94300
-1.39900
-0.46200
1.82500
2.75600
1.32300

S69



CTCZTTICZTEZT T I I T T

Peptide 2 cluster2

TOIITTIZITTZITIIDZTIODTZTZOOOOQ0OZOOOOZOOZOOZOOOOZOOOOOZ

0.10800
-1.65500
1.12600
2.19600
3.03400
3.66300
2.11100
-3.10800
0.93500
1.22700
4.66100
3.64900

-0.36400
0.80800
0.27200

-0.72700

-1.42200

-2.36800

-1.75500

-2.25500

-1.50900

-1.92500

-0.98000
0.40300
0.84900
2.28600
2.20500
1.62900
1.61800
0.99900
1.56300

-3.38500

-1.03700

-2.03100

-0.14000
0.27600
3.18700
1.24400
0.86900
2.70400

-0.80500
1.47400

-0.25600
1.08800

-1.42500

-0.08600

-0.58100

-2.02000

-2.68000

-3.32300

-0.88500

-0.47700

-1.62200

-2.24200
0.22600
0.07800
1.94400
1.39100
1.23700
2.78200

-0.62500
4.23600
4.45000
3.66900
4.14300

1.70100
0.80800
-0.67600
-0.95100
-2.32200
-2.62300
-2.39600
-1.56700
-1.54200
-0.43700
-0.31800
-0.03000
1.15900
1.18200
2.01000
1.62700
2.61600
2.02000
1.17400
-1.07600
-1.56100
-1.64000
-2.58600
2.24300
1.91100
0.46700
3.92200
0.78100
2.04900
0.79700
-1.01400
-1.40200
-0.11800
-0.90800
-3.01000
-2.46000
-3.66300
-2.10400
-2.88400
-1.40700
-2.58900

2.95700
2.38100
2.32400
3.70700
1.54700
-0.42700
-2.39400
3.57900
3.85000
2.24200
-0.22300
-1.54000

-4.33700
-4.10500
-3.91800
-2.76600
-2.84800
-1.68200
-0.41800
0.56900
1.92900
2.93400
4.09900
3.65000
3.27100
2.72800
1.49700
0.31800
-0.86500
-1.98200
-2.86800
0.43900
4.98800
5.71500
4.84400
3.58800
3.75100
0.16100
-0.57000
-2.72500
-3.49700
-4.96500
-4.80900
-3.83400
-2.74900
-1.87800
-2.92400
-3.73800
-1.70200
-1.76100
-0.28900
1.61300
2.23600
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TCZTITTEZT T IO T T T T

Peptide 2 cluster3

CITIODODCDITITIZIODTDOOQO0N00ZOO0ONZOOZOOZOOOOZOOOOOZ

-2.93300
-1.87700
-1.31500
0.89700
2.65400
2.50400
2.66900
0.17800
0.58600
3.13800
2.87000
0.96500
-0.21100

0.88600
1.11600
-0.03900
-1.36300
-2.62700
-2.79700
-2.39900
-1.92500
-1.78200
-0.32100
0.08600
0.81500
0.64500
1.34400
1.91500
1.33400
2.25000
1.77600
1.62300
-1.61100
0.87200
2.07300
0.15900
-0.24900
0.33700
0.18400
2.30400
1.85700
0.12700
1.91800
-0.08200
0.14700
-1.55100
-1.36300
-2.94100
-3.46700
-2.13100
-3.79200
-2.88500
-1.85200

-0.51700
0.45100
0.53700

-0.85500
0.19000
2.97200
2.81900
2.54400

-2.40600
1.37200
2.95300
4.24800
3.77700

0.80100
-0.23700
-1.14600
-0.38200
-1.24100
-2.33000
-1.90900
-2.66000
-2.00700
-1.55600
-0.96800

0.33100

1.49300
2.76300

2.65700
2.31600
2.40400

1.65600
0.36200
-3.84500
-1.93800
-2.17400
-2.55300

1.61000
3.93800

1.94800
3.93500
-0.34000

1.44700
-0.85500
-1.50300
-1.86400

0.38800

0.07100
-1.53200
-0.55400
-3.16300
-2.76800
-1.06600
-2.74300

3.34600
2.30000
4.69500
3.34300
2.46700
1.51100
-1.06700
-2.23900
4.17100
4.69300
3.88700
0.46600
-0.70500

-4.33700
-3.34500
-3.14600
-2.86200
-2.95200
-1.87200
-0.61100
0.34300
1.67600
1.77700
3.16500
3.02200
3.61600
3.08200
1.76700
0.61000
-0.70900
-1.90500
-2.03400
0.14200
4.01400
3.73000
4.95500
4.41600
3.14400
0.52300
-1.07800
-1.05500
-4.17700
-3.74200
-4.18000
-2.35100
-3.61000
-1.86600
-3.95200
-2.81100
-2.13800
-1.86100
-0.35000
2.47100
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TCZITTZITID T T T TIT

Peptide 2 cluster4

ITIODIDTZTTZTTITITI T T TZOONOOO0OZOOOOZOOZOOZOOOOZOOOOOZ

-2.58100
-0.01000
0.32300
-0.85800
1.63800
2.11500
2.90500
3.24100
1.45800
-0.85200
-0.13200
-0.52900
2.87800
2.86800

-0.51700
0.27700
-0.60600
-1.33200
-1.75500
-2.57000
-1.81700
-2.32900
-1.36200
-1.59900
-1.65300
-0.32700
0.23200
1.49700
2.25500
3.11100
3.53500
2.33500
1.70100
-3.52800
-2.56800
-3.66500
-2.18100
-0.41400
1.12300
3.54400
4.45600
2.13500
-0.22100
0.42000
-1.40900
0.09000
-2.26000
-0.65200
-0.99400
-2.38800
-2.77100
-3.54700
-0.84000

-1.28200
-0.93000
-2.43100
-0.76700
0.22400
2.99600
2.84700
2.04900
2.30200
-2.58200
4.07600
3.83000
3.87200
4.54100

2.16300
1.33700
0.12400
-0.61800
-1.95200
-2.62800
-2.78300
-2.54800
-2.53800
-1.47000
-0.03800
0.58300
1.41500
2.08700
2.33500
1.54800
1.77200
1.98900
1.03200
-2.45800
0.72700
1.21800
1.15400
1.76500
3.51400
0.54400
2.98300
-0.13200
1.98300
1.95400
0.42300
-0.45200
-0.16500
-0.66900
-2.68700
-1.71900
-3.59100
-2.20700
-2.98100

1.82500
0.93900
1.61000
3.67700
2.44600
3.81100
1.74100
-0.45900
-2.61600
4.98100
4.11600
2.49900
-2.00300
-0.36700

-1.94200
-2.89400
-3.29600
-2.10000
-2.58500
-1.50100
-0.27400
0.91000
2.08400
3.17200
2.69800
2.79700
1.90200
2.28200
1.07400
0.52200
-0.95600
-1.72300
-2.42300
1.09900
3.54000
3.09600
4.75800
0.88400
2.73300
1.05100
-1.09700
-2.43700
-0.99200
-3.77900
-3.98400
-3.89600
-1.74800
-1.25300
-2.83100
-3.44500
-1.96800
-1.28000
-0.10700
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Peptide 2 cluster5
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-0.29100
-1.51700
-0.87600
-2.62000
-2.06000
0.29400
2.06100
1.96700
4.20600
1.76100
-1.19400
0.64300
0.51000
3.89400
4.65500

-1.18100
0.01100
-0.06700
-1.28000
-1.76000
-2.85700
-2.44900
-2.78800
-2.17300
-0.85500
-0.24300
0.76900
1.22100
2.17600
2.61000
2.00900
2.56600
1.57200
1.12500
-3.22400
0.40100
-0.30100
1.62100
0.96700
1.80100
1.01300
2.89700
1.53500
-1.72200
0.26200
0.82000
-0.25200
-1.01900
-2.17800
-0.91300
-2.12400
-3.11800
-3.74400

-2.53800
-3.46900
-1.60600
-1.63300
0.11900
0.56100
1.52800
3.16700
0.96600
2.77000
0.98200
3.40400
4.03100
3.85600
3.17600

1.00500
0.46300
-1.04200
-1.39700
-2.84300
-3.09900
-2.80600
-1.74900
-1.61800
-0.80400
-0.57300
0.45900
1.26300
2.36500
2.35500
2.92900
2.74000
2.10700
0.90100
-0.73600
-1.90400
-2.61800
-2.25800
1.02500
3.76600
3.59000
4.12900
0.14200
0.28100
0.95200
-1.43400
-1.41700
-1.31500
-0.79600
-3.48400
-3.13900
-4.15100
-2.52400

1.86600
2.64300
3.97100
3.52200
1.70200
3.59500
3.02800
0.59500
-1.25800
-1.44200
4.91200
3.71300
1.99300
-0.77200
-2.15400

-1.87300
-2.44700
-2.54100
-3.43800
-3.19400
-2.07300
-0.69100
-0.03300
1.40000
1.42300
2.82600
2.62600
3.58900
3.21000
1.76900
0.75900
-0.65000
-1.50400
-1.39700
-0.65400
3.33600
4.05800
2.91200
4.77000
3.76200
0.89700
-1.24500
-0.55100
-1.42000
-3.38800
-3.03900
-1.54100
-4.49100
-3.36100
-2.94300
-4.18100
-2.04700
-2.32700
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Peptide 2 cluster6
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-1.80600
-2.04200
-3.01200
-0.98300
-0.14600
-0.99300
1.13200
3.04200
3.37100
3.49300
1.04100
2.23200
1.85100
0.77700
2.02300
2.96200

0.30100
0.91600
-0.25400
0.09900
-1.22100
-1.05800
-1.91500
-1.67000
-2.69700
-2.21000
-1.33200
-0.11200
0.93500
1.99300
2.26700
1.36400
1.74000
1.19900
1.71800
-0.52500
-1.14000
-1.89900
-0.11900
0.92400
3.33500
0.24200
1.12300
2.86600
-0.69500
1.66800
-1.09400
-0.64900
0.75700
0.61500
-1.75800
-1.85400
-0.00100

-3.50600
-2.54400
-1.25700
0.13600
-1.47600
-0.21000
0.40000
1.93000
1.71500
2.16300
2.58500
-1.61700
3.81700
4.03400
4.78700
3.96600

1.91600
0.91000
-0.07800
-1.19400
-1.72400
-2.55500
-2.03100
-2.09500
-1.36500
-1.11900
0.17400
-0.05100
0.81600
0.34400
1.31500
1.72100
2.82100
2.35300
1.49500
-2.40200
0.49800
1.34400
-0.08200
1.92500
0.09700
1.27400
4.15300
1.10000
1.98000
0.33300
0.45900
-0.52400
-0.97800
-2.09500
-2.28700
-0.87200
-2.62800

-0.35600
1.97500
1.99900
0.89500
0.93700
3.52000
1.67600
3.70100
1.59900
-0.55200
-2.20900
2.42000
4.85000
3.48300
-1.18300
-2.31700

-5.19400
-4.25600
-3.86500
-2.76600
-2.30000
-1.03900
0.05200
1.35200
2.21800
3.67300
3.85100
3.15500
2.99300
1.98800
0.93400
0.03700
-0.99200
-2.27400
-3.07100
1.78000
5.38500
5.87600
6.00300
3.51400
2.65300
-0.10500
-0.52800
-2.97100
-5.34600
-4.78300
-3.44400
-4.77400
-1.92400
-3.10700
-3.06200
-2.02500
-0.78100
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Peptide 2 cluster?
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-1.37800
-2.70800
-3.66400
-2.90300
-1.67600
-2.97800
-1.98000
-0.12300
1.67200
3.10200
2.76800
0.21400
0.58700
3.64800
4.09000
0.22100
0.87300

0.58600
1.09000
-0.08600
-1.18600
-2.19600
-3.11700
-2.20200
-2.04000
-1.31400
0.00300
0.04300
0.24900
-0.22100
0.20300
1.03200
2.39400
3.11800
2.19700
1.81900
-2.33500
1.25700
2.30500
1.02900
-1.00700
-1.19700
3.01700
4.02300
2.15900
0.02900
1.79700
-0.54200
0.26700
-1.67000
-0.74100
-1.54200
-2.74900

-3.58600
-1.48800
-1.85500
-0.41400
-2.00400
-1.17000
0.92900
-0.90800
-0.53000
1.85900
3.00100
2.51600
-0.56200
0.87700
0.12300
3.98300
4.87300

1.80100
0.42900
-0.50300
-0.39700
-1.56200
-1.93400
-2.35600
-1.68900
-2.54300
-2.05400
-0.86400
0.40200
1.65000
2.71500
2.30200
2.13000
1.90600
1.61300
0.43000
-0.50500
-1.10100
-0.66400
-1.73800
1.94400
3.22800
2.14800
3.01600
-0.63700
2.28000
0.16500
-0.43300
-1.50900
0.56800
-0.48500
-2.40700
-1.37100

-1.18700
-0.27700
2.14900
1.72900
4.02500
4.45600
3.40400
2.62700
1.42400
1.11400
1.27300
2.42700
5.47400
3.34400
1.86900
0.05600
-1.30500

-3.69200
-3.30000
-3.33400
-2.37000
-2.64700
-1.39400
-0.32200
0.77500
1.80700
2.28000
3.32000
2.55800
2.86100
1.83400
0.78500
0.83200
-0.47400
-1.51900
-1.94300
0.96600
4.27400
3.92100
5.39300
3.80900
1.35100
1.85200
-0.92400
-1.45400
-2.99500
-4.09300
-4.31700
-3.13500
-2.52700
-1.38100
-2.82000
-3.56300
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-3.71300
-3.79400
-1.98300
-1.17100
-2.03500
0.55100
0.59400
-0.93100
0.94700
0.76600
0.68500
3.73400
1.91000
0.11900
-1.64600
-1.87500
3.46900
4.27900
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