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Figure S2. The optimized structure of 3a by DFT calculation.
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Figure S3.Absorption spectra of the 1,2-SQ 3a in various solvents (A). Absorption spectra

change of 3a in acetone upon addition of different ratio of trifluoroacetic acid (TFA) (B).
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Figure S4. Absorption spectra of the 1,2-SQ 3b in various solvents (A). Absorption spectra

change of 3a in acetone upon addition of different ratio of trifluoroacetic acid (TFA) (B).
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Figure S8. Energy profile for the formation from PRb to 3b and important
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Figure S9. Energy profile for the formation from PRb to 2b and

important stationary state structures.
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Table S1. Crystal data and structure refinement for 3a

Empirical formula CsgHsg N4 O,

Formula weight 702.82

Temperature 296(2) K

Wavelength 0.71073 A

Crystal system, space group Monoclinic, C 2/c

Unit cell dimensions a=25.957(6) A alpha =90 deg.

b=11.9953) A  beta = 94.994(3) deg.
c=23.968(5) A gamma =90 deg.

Volume 7434(3) A?

Z, Calculated density 1.256 Mg/m®

Absorption coefficient 0.077 mm™

F(000) 2960

Crystal size 0.36X0.30X0.28 mm

Theta range for data collection 2.22 to 28.35 deg.

Limiting indices -14<=h<=33, -15<=k<=13, -31<=I<=27
Reflections collected / unique 12146 / 7754 [R(int) = 0.0788]
Completeness to theta = 28.35 83.7 %

Absorption correction Semi-empirical from equivalents
Max. and min. transmission 0.979 and 0.973

Refinement method Full-matrix least-squares on F2
Data / restraints / parameters 7754101487

Goodness-of-fit on F2 1.080

Final R indices [1>2sigma(1)] R1=0.1005, wR2 =0.1617

R indices (all data) R1 =0.2049, wR2 = 0.2009
Largest diff. peak and hole 0.219 and -0.236 e. A
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