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Fig. S2. 2-D RMSDs during the 100ns MD simulation



Fig. S3

400
350
300
250
200
150
100

50 i

Residue Number

50 100 150 200 250 300 350 400
Residue Number

400
350
300
250
200
150
100
50

Residue Number

50 100 150 200 250 300 350 400
Residue Number

Residue Number

50 100 150 200 250 300 350 400
Residue Number

b6 bbbbEHHOO00000000

LELLLLLLL50000000000

1
0
0.
0.
0
0:
- 0.
0.
0
0.

0
0.
0.
0.
-0.40(
0.
0.
0
0
0.
-1

gagesgase

ggggestts €

45 ssssstange

gas

P
28

S
88

&

22

gesgeRee

8g8andaets

Residue Number

Residue Number

Residue Number

-
g o
o o

Residue Number

50 100 150 200 250 300 350 400
Residue Number

50 100 150 200 250 300 350 400
Residue Number

T

g

getastes

)

0
2.
2.
0.
0.
0.
0
0

Ty
8

000

9000
8000
7000
6000
5000
4000
3000
2000
1000
1000
2000
.3000
) 4000
5000
6000
7000
.8000
9000
000

1
0
0
0
0
0
0.
0
0.
0
0
-0.
-0.
0.
-0.
0.
0.
0.
9.
0
A



O-100ns 0-60ns 60-100 ns

" i ]
| - - I
= - 1 = s
g fw i £ tm &
o i w2 i
0O ™ g8 iy s 200 i
150 150
2 3 £l
<
\ , O 0. K . -t
50 100 150 200 250 300 350 400 50 100 150 200 250 300 350 400
Residue Number Residue Number Residue Number

- ;
= .
: z 1

5 s -

: g

e §

R

N T S

Yo B0 -
50 100 150 200 250 300 350 400

50 100 150 200 250 300 350 400
Residue Number Residue Number Residue Number

50 100 150 200 250 300 350 400

Fig. S4. Motion correlation among the Fab sub-domains in the time frame of 0-100ns, 20-60 ns and 60-100 ns
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Fig. S5. Network analysis and flow properties from Met442
of peptide and Asp156 of light chain (the bound form
without inter-SS bond) in the time frame of 0-100ns, 20-60
ns and 60-100 ns



