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Molecular design of conjugated polymers

Conjugation length Nature of blocks Side chains

[-4
o
DONOR &
S E.CPT[eV]
A D A tor LUMO ! = o
onor-Acceptor n
L | A Donor-Acceptor HOMO B3LYP / 6-31 ]G(d)
B Thiophene LUMO
I - u B Thiophene HOMO ] .36 ] .39
" . 5
2- " 2 nmog £ RiR; s, S,
= DONOR 3 NN NN
2 “ A M < s () ava O
% A s s n s s n
o n
é -4 PCPDTBT R4 = 2-ethylhexyl PCPDTBT-H
m ®m B BN
5 « "1 A -
. 3

-6 - ™ 2 005 2 007
DONOR °
Rz R
0 5 10 15 20 25 30 35 40 45 2 2 N\/S:,N N:S;N
Conjugation Length (nm) n 7T TN m
STONTTS n S “s n

N

ACCEPTOR

Figure S1. Energy level of the LUMO and HOMO plotted as a function of conjugation length
for 3-methyl thiophene oligomers and oligomers of compound 17.
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This work
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Conjugation length
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Conjugation length Natfure of blocks Side chains
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Conjugation length: same frend of E,- and EgOPT

@@® Nature of blocks: mixing blocks tunes properties

@ Side chains: negligable effect in isolated chain

It is important to consider other interactions!

Noncovalent interactions analysis using Multiwfn/VMD

Trends of exciton binding energy oe
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