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S1: RMSD of WTysni and H274Yusn; over 20 ns



RMSD(A)

00+
°

T T T T T T T 1
2600 6000 700 10000 12600 16000 17600 20000

T T T T T T T ]
o 2600 600 TEO00 10000 12500 18000 17800 20000

Time(ps) Time (ps)
T1 T2
— H274
20 - —— 1222K
1,8 -
1,6 -
14
<
§ 1,2
® 10
0,8 -
0,6
d4——7 T "1 T T T T T T T T T
0 2500 5000 7500 10000 12500 15000 17500 20000
Time (ps)
Av. —
25
20
s
a
2
% 10
a4 0.5 06
a2
w e s s e SRR JUMP: s M mauys eps s g g I
200 @00 TE00 10000 1200 100 1780 20000 2600 5000 TS0 10000 12600 96000  T7E0O 2000 -
me(ps)

Time (ps)

T4 TS

Time (ps)

T3

S2: RMSD of WTxsni and 1222K 5wt over 20 ns
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S3: RMSD of H274Y usn1 and H274Y-1222Kgsn; over 20 ns
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S4: RMSD of WTyini and H274Y N over 20 ns
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S5: RMSD of WTHlNl and 1222KH1N1 over 20 ns
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S6: RMSD of H274Y v and H274Y-1222K g N1 over 20 ns
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S7: Potential energy profile average of WTysni and H274Y ysni over 20 ns



Potental Energy (kcalimal )

Pontal Energy (realimol)

100000

-

Potental Energy (Kcalmal)

110000
O 260  com 7600 10000 12600 16000 17600 20000 © 200 6o0 7600 10000 1400 100 170 2000
Tme(ps) Time (ps)
—— Wildtype
— 222K
-101000 !
-101500 !
-102000
-102500

Potential Energy (kcal/mol)

-103000

-103500 T

T T T T T

T T
0 2500 5000 7500

T T T T |
10000 12500 15000 17500 20000

Time (ps)

Tavg

Potental Energy (hcalmal )

T T T T T T T ]
2600 6000 7600 10000 12600 16000 17600 20000

7600 10000 12600 16000 600 20000
Time (95) Time (93)

T3 T4 T5

S8: Potential energy profile average of WTysn; and 1222Kysn; over 20 ns
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S9: Potential energy profile average of H274Y sy and H274Y-1222Kysn; over 20 ns
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S10: Potential energy profile average of WTyni and H274Y N over 20 ns
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S11: Potential energy profile average of WTyn; and 1222Kyy 1y over 20 ns
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S12: Potential energy profile average of H274Y N1 and H274Y-1222Ky i over 20 ns
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S13: RMSF of WTysn; and 1222Kysn; across 20 ns
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S14: RMSF of H274Yysn; and H274Y-1222K 581 across 20 ns
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S15: RMSF OfWTH1N1 and 1222KH1N1 over 20 ns



RMSF (A)

—— H274Y —— H274Y
. —— H274Y/1222K —— H274Y/1222K

T T T T T T T . T T T T T T T |
0 50 100 150 200 250 300 350 400 50 100 150 200 250 300 350 400

Residue Index Residue Index
T T2
—— Ha7aY
] ——— H274Y/1222K
13 ]
12

11 |

10 /\ i \

9 4

T | , v L n
s/ i\ G sy " /
7_- " \ v \ Ut W

| J I ,

<
w f V
v ‘
= 6 I U
3 i
54
4
34
2
14
T T T T T T T T T T T T T T T 1
0 50 100 150 200 250 300 350 400

Residue Index

Tav
e P ==
—— H274Y/1222K —— H274Y/1222K —— H274Y/1222K

13
12
1 1
10 b
| I ! AR, |
= 9 | ‘ I i
Iz < i ! A
e w8 ! | ~\ i
I} @ Ik { |
= 1§ /|
B AR
STV SR O
\ \ 6 I ) f I
‘l[\ Ju\ 5 ]
\ W] 5 |
TR il 4
v Y 4
T T T T T T T 3 T T T T T T T | 31 T T T T T T T |
0 50 100 150 200 250 300 350 400 0 50 100 150 200 250 300 350 400 o 50 100 15 200 25 300 350 400
Residue Index Residue Index Residue Index

T3 T4 T5

S16: RMSF Of H274YH1N1 and H274Y-1222KH1N1 over 20 ns
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S17: Radius of gyration average of WTysn; and 1222Kysn; over 20 ns
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S18: Radius of gyration average of H274Yysn; and H274Y-1222Kysn; over 20 ns
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S19: Radius of gyration average of WTy;n; and 1222Kyy;n; over 20 ns
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S20: Radius of gyration average of H274 Yy N1 and H274Y-1222Ky;n; over 20 ns
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S21: No. of hydrogen bonds averaged over 20 ns for WTysn; and 1222Kysn
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S22: No. of hydrogen bonds averaged over 20 ns for H274Yysn1 and H274Y-1222Kysn
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S23: No. of hydrogen bonds averaged over 20 ns for WTyn; and H274Y N
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S24: No. of hydrogen bonds averaged over 20 ns for WTyn; and 1222Kyn
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S25: No. of hydrogen bonds averaged over 20 ns for H274Yy N1 and H274Y-1222K N



S27: Porcupine derivatives of eigenvectors of normal modes 1 and 2 of H274Yysni
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S28: PCA of WTH5N1 and 1222KH5N1 over 20 ns
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S29: Porcupine derivatives of eigenvectors of normal modes 1 and 2 of 1222Kysn;
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S32: Porcupine derivatives of eigenvectors of normal modes 1 and 2 of WTyn;
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S33: PCA of H274YH1N1 and H274Y-1222KH1N1 over 20 ns



S35: Porcupine derivatives of eigenvectors of normal modes 1 and 2 of H274Yy 1\
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PCA of WTH1N1 and 1222KH1N1 over 20 ns
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S37: Porcupine derivatives of eigenvectors of mormal modes 1 and 2 of 1222Kyn;
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S38:SASA average of WTysn; and H274Yysn over 20 ns
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S39: SASA average of WTysni and 1222Kysn; over 20 ns
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S40: SASA average of H274YH5N1 and H274Y-1222KH5N1 over 20 ns
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S41: SASA average of WTyni and H274Y N over 20 ns
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S42: SASA average of WTy N1 and 1222Kyy;n; over 20 ns



Tme (ps)
13200
13000
12800

ASA (R)

12200 f"‘l
12000 ”
11800

11600

:::: L m‘u J'ulf'.i.' Y

T T T T T T T ]
° 200 6000 7600 10000 12800 15000 T7E00 20000
Time (ps)

T2

—— H274Y

—— H274Y/1222K

1400 +———F——— 17—
0 2500 5000 7500

10000
Time (ps)

Tavg

T
12500 15000 17500 20000

pu—r
—— mamevmas | 159
13800

)

200 G000 7em 1000 1200 %630 170 20000
Time (p5)

T3

S43: SASA average of H274YH1N1 and H274Y-1222KH1N1 over 20 ns
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