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Figure S1. The number of TNT molecules contained in the largest aggregate with the

simulation time for (a) TNT-10 system, and (b) TNT-40 system.

Table S1. The area per lipid and thickness of membrane in different systems.
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System Thickness [nm] Area per lipid [A2]
Pure POPC membrane 3.89 (+0.06) 64.7 (£1.2)
TNT-10 system 3.88 (+0.07) 65.9 (+1.5)
TNT-40 system 3.84 (+0.06) 65.6 (+1.3)
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Figure S2. Interaction energy decomposition [electrostatic interaction (ES) and van
der Waals interactions (VDW)] of the incoming TNT with the remaining TNT
molecules in (a) TNT-10 system, and (b) TNT-40 system, as a function of the distance

z (r%m)

from the bilayer center.
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Figure S3. Interaction energy of the incoming TNT with solvent molecules in different
systems, as a function of the distance from the bilayer center.

0.30 [ T v T v T 1 0.25 N T T T T T T T T ul
(a) 7 mol%-sn (b) 7 mol%-sn2
r ——0-50 ns
0.25 1 ——50-100 ns
B2 100-150 ns
0.20 - Jd ——150-200 ns
s 2
& & 0I5
"orst ——0-50ns i !
——50-100 ns
ezol 100-150 ns | B
——150-200 ns
0.05 1 L L I 1 1 1 - 0'0571 T S D A SR L S G- (A |
2 4 6 8 10 12 14 16 2 4 6 8 19 12 14 16 18
0.30 C T T T T T T T T i 0 25 C T T T T T T T T T
(¢) 14 mol%-sn1 71 (d) 14 mol%-sn2 —0-50ns
0.25 4 ——50-100 ns
0.20 + 100-150 ns
i ——150-200 ns
(E Sl T U% ———200-250 ns
- — 0-50ms UNELS ——250-300 ns
0.151 ——50-100 ns 1
100-150 ns
a1l ——150-200 ns | it
——200-250 ns
——250-300 ns
0.051 I I I I | | I T 0.05 L L N | ! L ! L L
2 4 6 8 1 12 14 16 2 4 6 § 10 12 14 16 18

Figure S4. Deuterium order parameters (-Scp) of POPC lipids with various TNT

Carbon number

concentrations as a function of simulation time.
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