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Figure S1: RMSDs of the backbone Ca-atoms of (A) factor VIla (FVIIa) and (B) tissue factor
(TF,319) obtained from 70 ns unbiased MD simulation trajectory of sTF-FVIIa (-LIPID) and

fITF-FVIIa (+LIPID) system.
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Figure S2: Comparison of computed atomic B-factors obtained over the course of last 20 ns
simulation trajectory from simulations of sSTF-FVIIa and fITF-FVIIa to experimental data (crystal
structure) for FVIIa and TF. Experimental (PDBID:1DAN) and calculated B-factors of (A)
FVIla-light chain residue (domainwise: GLA, EGF1 and EGF2), (B) FVIla-heavy chain residue
(SP domain), obtained from last 20 ns simulation of sTF-FVIla (-LIPID) and fITF-FVIla
(+LIPID). (C) Experimental (PDBID:1BOY) and calculated B-factors of TF residue obtained

from last 20 ns simulation trajectory.

S3



84 148
STF-FVila (-LIPID) —— sTF-FVlla (-LIPID)
82 ——fITF-FVlla (+LIPID) T 1444 ——fATF-FVila (+LIPID)
©
E B0 g 140
= g 784 o %
£ 55 o <
T D 74 S8 132
85 S5
£ g 29 =2 128
S 3 2
¥ = 70 g 124
8 = 68 &
66 g -, . Y —
01 2 3 4 5 6 7 8 9 10 E 01 2 3 45 6 7 8 910
Simulation time (ns) Simulation time (ns)

Figure S3: (A) Distance plot between Ca-atom of residues Thr86 and Ser162 of TF. (B) Angle
formed among Ca-atom of residues Thr86, Phel9 and Ser162. Last 10 ns of 110 ns simulation
trajectory is shown in the plots.
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Figure S4: Individual PMF profiles three each for (A) sTF-FVIIa and (B) fITF-FVIIa) for the
estimation of free energy binding between FVIIa (light chain) and TF, obtained from 2.5 ns
simulation for each set using ABF method.
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