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Figure 1. Molecular structures of porphyrin and
porphyrin-fullerene dyes.
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Figure 2. (a) Photocurrent-voltage characteristics and
(b) photocurrent action spectra of p-DSSCs with
ZnPC2 (blue) and ZnP2 (red).
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Figure 3. Selected Kohn—Sham orbitals for (a) ZnP2 and
(b) ZnPC2 obtained by DFT calculations with the
B3LYP/6-31G(d) level.
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Y1 =1 —e)rY,(1-Y,) +er X, (1 — X,,)
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Figure 1. Mechanochromic behavior of 1 and P1.
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Figure 3. UV—-vis absorption spectra of 1 (red) and P1
(blue) measured in DMF (c = 0.03 mM) (top), and 1 (red)
and 1’ (blue) simulated by the TD-DFT method (0B97X-
D/6-31G* (H, C, N, O)-LANL2DZ (Pt)], nstates = 40,
plotted with peak half-width at half height = 0.2 eV using
GaussView 6 (bottom).
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Figure 4. Shapes of LUMO, HOMO, HOMO-1,
HOMO-2, HOMO-3 and HOMO-4 of 1 obtained by the
DFT calculation [wB97XD/6-31G* (C, H, N, O),
LANL2DZ (Pt)].
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Figure 5. Shapes of LUMO, HOMO, HOMO-1,
HOMO-2, HOMO-3 and HOMO-4 of 1’ obtained by the
DFT calculation [@B97XD/6-31G* (C, H, N, O),
LANL2DZ (Pt)].
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FAABERUTEETHED L U, 100FREISHED L2581, 0HBEMAEZIMEEATEED LTS,
BE. BRe»rofHERBTBARCARFCHAEKRTT5EI. TNThIADRAL T2,

2. ANV—URBRNY 7Ty THEE (BRRTHEEDL/2) 2850,
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— HY—ERFHO-HDEH—E —

1. R—NR—2aVEa—48LRTL -HRRAFME

v A7 A A(Camphor3)  : camphor.kudpe.kyoto-u.ac.jp

v A7 A B (Laurel3) : laurel. kudpc.kyoto-u.ac.jp

v A7 A C (Cinnamon3) : cinnamon. kudpc.kyoto-u.ac.jp

v A7 A G (Gardenia) : gardenia.kudpc.kyoto-u.ac.jp

T r—3 3 % —sN app.kudpe.kyoto-u.ac.jp

7 7 A JVRE S — X : hpefs.kudpe.kyoto-u.ac.jp

¥ R A PO L SSH(Secure SHell) $EFEFED Fx, /XA T — REBAEIT AR A]

2. BULEhtEi & VUK
o [FHMBREEDR — L R—
http://[www.iimc.kyoto-u.ac.jp/

® CEINEHMAT 4 Ty X =D — A=Y
http://www.media.kyoto-u.ac.jp/

® FIMHFER BT ARWE bR
[FHRREXEE 7 —]
E-mail : zenkoku-kyo@media.kyoto-u.ac.jp / Tel : 075-753-7424
URL: http://[www.iimc.kyoto-u.ac.jp/ja/services/comp/

® X7 AOFM L EHIH WA R
[ZR—rR—ar P a—F 4 7]
E-mail : consult@kudpc.kyoto-u.ac.jp

URL: http://www.iimc.kyoto-u.ac.jp/ja/services/comp/contact.html
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