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Figure S1. PXRD patterns for 1, 1-UV, and the decolored sample. The simulated data was

obtained from the single-crystal X-ray diffraction data.
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Figure S2. PXRD patterns for 2, 2-UV, and the decolored sample. The simulated data was

obtained from the single-crystal X-ray diffraction data.
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Figure S3. PXRD patterns of 3—8. The simulated data was obtained from the single-crystal

X-ray diffraction data.
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Figure S4. PXRD patterns for 9, 9-UV, and the decolored sample. 9-UV represents the

photoproduct of 9.
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Figure S5. IR spectra of 1 and 2 before and after irradiation.
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Figure S6. Time-dependent DR spectra of 9 when irradiated by a 300 W Xe lamp in air at

room temperature.

Chart S1. The optimized geometries. The calculations were carried out using the Gaussian 09
suite of programs.'

(1) The first singlet excited state of Bpy.

-0.10018000 2.18361500  -1.03024400
-0.04870100 1.20693900  -1.49431800
0.04731800 -1.16467400  -2.87849700

H
C
C

S5



DTDTD T OO0 ZaoD T T OoOz0a0n

0.00000000
-0.04731800
0.00000000
0.04870100
-0.08742100
0.10018000
0.08742100
0.00000000
0.00000000
0.04870100
-0.04870100
-0.04731800
0.04731800
0.10018000
-0.10018000
-0.08742100
0.08742100

0.00000000
1.16467400
0.00000000
-1.20693900
2.07534900
-2.18361500
-2.07534900
0.00000000
0.00000000
1.20693900
-1.20693900
-1.16467400
1.16467400
2.18361500
-2.18361500
-2.07534900
2.07534900

(2) The first singlet excited state of H(Bpy)".
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(3) The first singlet excited state of Hz(pr)2+.
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(4) The ground state of H,(Pma)*".
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(5) The ground state of H3(Pma) .
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(6) The ground state of Hy(Pma).
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(7) The ground state of H3(Tma).
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(8) The ground state of H,(Opa).
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(10) The ground state of H,(Ppa).
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