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1. 2D Fingerprint Plot of 1
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Figure S-1 2D fingerprint plots of 1 showing the contributions of different intermolecular contacts.
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2. DFT and TD-DFT Optimized Geometries of 1

Cartesian coordinates of 1 in the ground state optimized at the B3LYP/6-311+G(2d.p) level
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Cartesian coordinates of 1 in the first excited state optimized at the TD-B3LYP/6-311+G(2d.p)
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3. TD-DFT Calculated Results for 1

Table S-1 Summary of TD-DFT calculated results of 1 at CAM-B3LYP/6-311+G(2d,p) level

A(mm) f MO Contributions

413.8 0.5364 H-1-L (51%), H—L (44%)

310.0 0.2116 H-4—L (10%), H-1—L (24%), H—L (29%), H—>L+1 (26%)
292.7 0.1663 H-3—L (34%), H-1-L+1 (14%), H—L (12%), H—>L+1 (11%)
290.6 0.1216 H-3—L (18%), H-1-L+2 (16%), H—>L+2 (49%)

289.7 0.1432 H-3—L (28%), H-1-L+1 (11%), H—>L+1 (20%), H—>L+2 (14%)
276.2 0.2567 H-7—-L (53%), H—>L+1 (10%)

273.6 0.0156 H-7-L (17%), H-4—L (45%)

270.9 0.0001 H-2—L (95%)

265.8 0.0428 H-2—L+2 (23%), H-L+3 (51%)

264.2 0.0051 H-12—-L (35%), H-10—L (32%)
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Figure S-2 TD-DFT calculated UV-Vis absorption spectrum of 1. Simulation done with the
GaussSum 3.0 software package.
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