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Fig. S1. QM Computed Mulliken Charge of Neutral and Cationic States of Eight Molecules in Scheme

1.
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Table S1. Computation details of cation internal reorganization energy A. E (neutral in neutral

geometry), E*(neutral in cation geometry), E(cation in cation geometry) and E.* (cation in neutral

geometry) are in Hartree, and the IP(ionization potential) and A are in eV.

TETR DCT RUBR TCT PENT BMP TPP TCP
(haé;ee) -693.32294]-1612.55922]-1617.69733|-1062.34506 |-846.98952]-1722.05239| -1771.40103 | -1216.03824
(héiﬁw)-69332083-161255654-461769449 -1062.34365 | -846.98775|-1722.05006 | -1771.39892 | -1216.03691
I3
(haréée) -693.08380]-1612.31177|-1617.47588|-1062.05731 |-846.76436|-1721.82566| -1771.19019 | -1215.76728
(h:i;ee) -693.08164)-1612.30905 |-1617.47309|-1062.05586 | -846.76255|-1721.82368| -1771.18805 | -1215.76593
65662 | 68075 6.1019 78696 | 61762 | 6.1697 5.7955 7.4100
IP (eV
T 6970 6.41a 6.63 7.148b
0.1160 | 0.1468 0.1531 00778 | 0.0976 | 0.1172 0.1243 0.0730
A eV
T 01130 | 014100 | 0.15904 0.0970¢ 0.0690%
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Fig. S2. HOMO and LUMO of the molecules in Scheme 1.
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