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Derivation of the force applied to nuclear « contributed from the electron dynamics part
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4) The force F*"*"from the dynamic part can be written as:
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Figure 1S Charge distribution for the polymers at the initial time which is highlighted by

the red color
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Figure 2S Convergence test for diffusion distance in DPP_CBZ copolymer with 50, 100

and 200 trajectories
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Figure 3S the density of states from 32 orbitals, HOMO and Gaussian fit for HOMO distribution
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Figure 4S time evolution for the bandwidth with contribution from 32 molecular orbitals

504 n -

EoN
S
1

1

o
(=)
1

DPP DPP .
|
DPP ¢DT"™

[\
(=)
1

1

DPP BDT

mobility (cm’/Vs)

—_
(=)
1

1

" DPP CBZ

0 L/ R A RN B RN A RN AN RN AN RN RN AN B
200 250 300 350 400 450 500 550 600 650
bandwidth (meV)

Figure 5S the carrier mobilities versus bandwidth for the conjugated polymers



