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Figure S1. Number of intramolecular hydrogen bonds of protein in time scale.
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Figure S2. Potential energy, vanderwaals and electrostatic energy vs. simulation time plot of

protein in complex with ligand.
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B +Q1: 5 MICA scans from Sample 1 (TuneSamplelame) of Wirs. mirzayl ST50 (3847_BF_Pos.wif [Turbo Spray), Cerfroded, Threshoided
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[ B +01: 5 MCA scans fram Sample 1 {TuneSampleliame) of Mrs. mirzayi ST81 (370}_BP_Poswit [ Turbo Spray], Cenfroided, Thresholded
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[ B G 5 MIGA scans from Sampie 1 {TuneSamgleName) of Mrs. Nirzayl 5166 (385)+_BP_Pos.vill (Turbo Spray), Centroded, Thieshokied
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[ B 31: 5 MCA scans from Sampie 1 (TuneSampleName) of Mrs. Mirzage 5171 (415)+_BP_Pos wilt (Turbo Spray). Centroded, Threshokied M 3 626 cps]
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[T 31: 5 MCA scans from Sampie 1 {TuneSampleName) of Nrs. Nirzade 5167 (445)+_BP_Pos.wifl [Turbo Spray], Centrowed, Thieshokied Wi 1,826 cps]
1888 4881

1.7efiq

1.6ef |
158 \O Cl

14e6 | 0]
- g O \

] -~ 0]
1.2e8 o N = ~

1.1efi4

o 0

T.0eb+

/

B.0e5 470.0
5.0e5-

4De5+

1.De5 4?I|J.TA?‘1.1

oM
Y & Ty r=y T r i) s e W+ T a2
miz. Da

*Bu-AL R h Center, Mashhad University of Medical Sciences, Mashhad, Tan.

5f



Ghodsi- code st70 (Mirzaei)-

Dr.

\\l/ o

VT ) O
whhdoy -

Efgeun

AR

. R P

S | G LY.
10 05 ppm

L o o o o L LN L o e o e e R R e e
60 55 50 45 40 35 30 25 20 15

hed
2[3]5
o3 [ |ed

80 75 7.0 65
L

EEE

ol

95 9.0 85

5¢



Dr. Ghodsi- code st70 (Mirzaei)-

T
4.0 ppm

s/l

85 35 84 83 82 &1 BIJ ?9 ?.8 ?? ?S ?5 ?4 ?3 pprl'l 42

e B

i

T T T T Ranans
6.5 B.D 5.5 5.0 4.5 40 3.5 3.0 2.5 20 15 1.0 D.S ppm

I,

o
S(a|=
o ed|ed

9.5 9.0 8.5 8.0

3

7 D
L
g

5¢



C13-Dr.ghodsi- code STT0(mirzaei) -

TR Voo

59




[TB +Q1 5 MGA scans from Sample 1 (TuneSampieName) of Mrs. Mirzade 5170 (400)+_BP_Pos wilt (Turbo Spray). Centroxed, Threshokied M 4 62 ops|
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