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Figure S1: S; (full red diamonds) and S, (empty gray diamonds) dipole moment profiles
along photophysically relevant reaction coordinates for SMA (a.), 6-CN-SMA (b.), and 3-
OH-SMA (c., d.) systems. All values have been calculated on S; structures optimized at
TD-DFT-TDA(B3LYP)/aug-cc-pVDZ level of theory.
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Figure S2: S, (full red diamonds) and .S, (empty gray diamonds) oscillator strength profiles

along photophysically relevant reaction coordinates for SMA (a.), 6-CN-SMA (b.), and 3-

OH-SMA (c., d.) systems. All values have been calculated on S; structures optimized at
TD-DFT-TDA(B3LYP)/aug-cc-pVDZ level of theory.



Figure S3: Conical intersection structures for SMA (a.), 6-CN-SMA (b.), and 3-OH-SMA
(c.), optimized at the CASSCF(6,6)/cc-pVDZ level of theory.



Table S1: Cartesian coordinates of the SMA CI1 and CI2 conical intersection structures

optimized at the CASSCF(6,6)/cc-pVDZ level of theory (A).
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Table S2: Cartesian coordinates of the 6-CN-SMA CI1 and CI2 conical intersection struc-

tures optimized at the CASSCF(6,6)/cc-pVDZ level of theory (A).

CH

ITIITIIIIIIZOOZOO0O000000

X
-0.184404
-1.347739
-1.396405
-0.097178

1.085673
1.071904
-2.426849
-0.131440
-0.282151
-0.616368
2.370214
3.395617
1.999756
-0.161016
-2.298278
-0.445335
-0.875038
-0.658999
0.164593
-1.575948

y
-2.801526

-2.143030
-0.692713
-0.002322
-0.747579
-2.120292
-0.077444
1.429450
2.326402
3.688835
-0.111848
0.345345
-2.668986
-3.863588
-2.632010
1.736442
1.968106
4.294535
4.101447
3.777597

z
0.351862
0.301921
0.039089
-0.222475
-0.141843
0.137033
0.048698
-0.533292
0.519118
0.164292
-0.369810
-0.546778
0.182389
0.555348
0.460548
-1.526423
1.246172
1.068824
-0.475139
-0.360367

Cl2

ITIITIIIIIIZOOOZOO000000O0

X
0.641977
-0.311249
0.052632
1.448912
2.409797
2.009024
-1.599194
-0.889755
-2.222924
-2.696529
1.890830
2.239854
0.314598
3.452927
2.743173
-0.553547
-2.178978
-2.205613
-3.772653
-2.472897

y
-2.195428

-1.218923
0.168606
0.450067
-0.559557
-1.885077
-1.600197
1.218309
1.076259
1.141628
1.819228
2.895973
-3.222200
-0.302091
-2.677206
2.221062
-0.926283
0.385617
0.983413
2.123610

V4
0.186768
0.185801
0.083197
-0.079531
-0.073118
0.071845
0.288471
0.118930
0.326757
1.695819
-0.227464
-0.344425
0.265675
-0.180725
0.078600
-0.130056
-0.044343
2.315348
1.712862
2.124156




Table S3: Cartesian coordinates of the 3-OH-SMA CI1, CI2, and CI3 conical intersection

o

structures optimized at the CASSCF(6,6)/cc-pVDZ level of theory (A).
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