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Figure S1. Time dependence of mass density during production runs at different temperatures. Red curves are moving

average.

10

Time (ns)

Lo 1
20 30

40 50

L | L | L | L 1 N
P00 "30 e 90 120
Time (ns)

420K
1140————— —

1]35

U b 1K
1130 ‘||“w‘l
1125
1120

1115

s 1 L | L L
1 I()“ 10 20 30 40
Time (ns)

1050 “

|
i
10000

0 20 40 60
Time (ns)

1 | L | 1 |
a lj() 20 40 o0
Time (ns)



a) | 420K b) 420 K c) 420 K

A A -

425 K 425 K

A A /-

525K 525 K '

Frequency
Frequency
RDF

425K

Frequency
Frequency
RDF

T
525K

Frequency
Frequency
RDF

0 90 180 90 180
Dihedral (degree) Dihedral (degree) 0 3 10 13 2025
Distance (A)

o

Figure S2. Histograms for dihedral angles of (a) alkyl chain and (b) tolyl group. (c) Radial distribution function for center
of mass for BTBT core.



