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Figure S1. The wt and mutant JEV-ED3/mAb-Fab complexes using Pathdock
and Firedock server. A. The wt JEV-ED3/receptor complex. The global energy
value for this complex is -20.64 energy unit. B. The mutant 2 (Asp41Arg)/
receptor complex, with global energy value -9.49 energy unit. C. Double
mutant/receptor complex with a different ligand binding mode is displayed.
The global energy value for this complex is -8.39 energy unit. These values

may change during the simulation process.

S2



1 RSP R
4 ALR R
7 GLY A
10 TYR A

13 C¥S & .

1lé LYS A
1% PHE A
22 BSW A
25 ASP A
ZB]ISDIL

3-1 GI.UR

37

GDSERH
43 FRO A
46 ILE A
49 VAL A
52 ALA R
55 ASN A
58 THR A
&1 GLY A
o4 VAL A
&7 ASHN A
70 VAL A
73 SER A
76 ASH A
79 VAL A
52 GLU A
55 FRO A
33 GLY A
41 TYR A
94 VAL A
47 GLY A
100 GLN A
103 H5D A
106 HS5D A

111 THR A

struct

" H'm

lilllll|fl"i|'m""I S P S 'W“ R T

4 1 0 O P A M

21 | ||||||||f,"||“m|"| FLETTINL T L

w*ll—lliu_ -—*Hmmmm
HMMWH& = i

I'.I'":r:'l'w'l.':"l""l'l"l.alvI'"' '“"I'1_|T|T .|'_h' -

| "f“-" Rkl "rl"_l:l .".I.|.. .I. :: ":"I-rllqlll;':'|

S3



&

“aéé“

P

ALY L T
I w

1% PHE P |

25 ASP P
s mnﬂmmﬂmmﬂmm

31 VRL P

o

34 GLU P
37 IYR F

40 SER P
43 PRO P
46 TLE B |

I | |

4% VAL P
52 ALA P
55 ASH P

aczl || ST 11
o umr B I |“|“|I|1__J_'_’_“_I| |_|||I|___| ||‘||. i w m.h III'III'I |||||| |||W

&7 ASN P | ‘
70 VAL P

o LTSI AT T e Nwwum..-.” L "m.. 14

79 VAL P
32 GLU P

secx e NI pyihig b o u1"'+1u|u"I|u|-1u'ul|uuuwuﬂ-lﬁlu-lu-u'--JHIIII'IM-I'¥||IH|1HH”I“|N”1HII|'||||||||| AT |'

91 TYR P
94 VAL P
97 GLY P
100 GLN P
103 H5D P

SOSESRE |y | Qg A 110 o

111 THE F

struct

sS4



r hlll A ()
[ 1L

13 CYS P | |

22 2em B O P e T 111 r

izEﬁ?llli“ﬁﬁll IIIIIIIIII|| I I'WW'IH i
- T (T TR AT |llﬂll-l_u

46 ILE P i | 11N |
49 VAL P
52 RIA P
55 BSN P
5& THR P
61 GLY P
64 VAL P LULLU 1 i L u mnre U

67 BSH P |||
70 VAL P
73 SER P
76 RBASN P

| 0 I i o 1 iy 1

=l '%HW"EHMWM

85 FRO P
as czx & 't 11 ol I|'I|Ifo|TIl'lI'1ITIIT Il'l'l'I'I'"i"I‘lIITI1I'I'I'IlII1I'I|HII'|I|||IIII' | '1'|'I'I'I“I"|l1|'|1 Il |'I [ S [T |II|,II'I'I"|"|"I
91 TYR P
94 VAL F

97 GLY P
100 GLN P
103 HS5D P

R mﬁlﬂ”llml'-llﬂﬂ.ﬂ (N 1LY AN L 11 TSR | I NI

struct \

m! -I-qllllfllllllllllllll ||-I

turn

B-sheet
isolated bridges
a-helix

3-10 helix

pi helix

coils

D

Figure S2. Secondary structure changes of wt and mutant ligand proteins with
time. A. Secondary structure changes of wt 1PJW-ED3 ligand in JEV-ED3/
mAb Fab complex (This plot refers to the configuration shown in Fig. 1B of
the main article). B. Secondary structure changes of mutant2 ligand protein in

mutant2/mAb
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Fab complex (This plot refers to the configuration shown in Fig. 2B2 of the main
article). C. Secondary structure changes of double mutant ligand protein in double-
mutant/mAb Fab complex (This plot refers to the configuration shown in Fig. 2C2
of the main article). D. The scheme of the color codes used in this figure is
described. Default color codes are used. The X axis represents the frames
corresponding to the simulation time. On this scale the 20ns correspond to 10000

frames. The Y axis denotes the proteins’ residue numbers.
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