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Rational Design of Diketopyrrolopyrrole-based Oligomers with Deep HOMO
Level and Tunable Liquid Crystal Behavior by Modulating the Sequence and
Strength of Donor Moiety

Jin-Liang Wang,* Zheng-Feng Chang, Xiao-Xin Song, Kai-Kai Liu, Ling-Min
Jing

1. Experimental Details

Figure S1: DFT-optimized geometries and the side, top views of DTFB2T (A and C)
and D2TFBT (B and D) based on density functional theory (DFT) calculation.
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Figure S2. XRD patterns of D2TFBT from 1°-30° (26) (a) at 220 °C, (b) at 180 °C, (c)
at 100 °C. The peak at about 7 ° denotes reflection from the peak of background.
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Figure S3. XRD patterns of DTFB2T (a) at 220 °C, (b) at 180 °C, (c) at 100 °C. The
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peak at about 7 ° denotes reflection from the peak of background.
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