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Table S1. HOMO-LUMO energy gap values and absorption maxima in gaseous and solvent phase

obtained through DFT studies

HOMO (au) | LUMO (au) | Gap gap Aabs (NM, gas | Agps (N,
(au) (Kcal/mol) | phase) water)

1 -0.20592 -0.09274 0.11318 | 71.02079 442 461.5

2 -0.21451 -0.10728 0.10723 | 67.28715 483 509

3 -0.22082 -0.11389 0.10693 | 67.09889 485,480 507

4 -0.20983 -0.09823 0.1116 | 70.02933 447 -

5 -0.2208 -0.11454 0.10626 | 66.67847 487 -

6 -0.22884 -0.12207 0.10677 | 66.99849 487,482 -

(The HOMO-LUMO energy gaps were duplicated in the main manuscript for a comparative data with those
obtained from Cyclic Voltammetry measurements)

S2



¢ (Mol cm™)

2.0x10% 5

1.5x10* 4

1.0x10* 4

5.0x10°

0.0

™

3.0x10°% =
1.4 Dioxane
b 2.5x10% 4
= DMSO =
e DMF
=== CH,CN —~ 2.0x10°4
MeOH £
FO
—H,0 5 1.5x10°
£
w
1.0x10*
5.0x10° 4

0.0

4)

e 4 Dioxane
s THF

e DMS O

w DMF

e CH,CN
MeOH

——H,0

400 500 600
Wavelength (nm)

T

T
300 400 500 600

Wavelength (nm)

Fig S1. Absorption Spectra of (1) and (4) in solvents of different polarity
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Fig S2. Emission Spectra of 1 and 4 in solvents of different polarity
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Fig S5. Drop-cast SEM images of molecules 1-3. The concentrations used are 10uM in water.
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Fig S13. Molecular Orbitals (HOMO-1, HOMO-2, LUMO+1, LUMO+2) of individual
molecules
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Table S1. Coordinates for the optimized structures
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.55709852
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.10987650
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.94259199
.07774772
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.08305541
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.17886748
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.03998590
.81769571
.73920938
.80469189
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.36428719
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.73505209
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.67040104
.28533931
.97732001
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.46744998
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.52240447
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.19505391
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.36572174
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.52555094
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.46960319
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.30042547
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.46955467
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.48559890
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.50036184
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.42411939
.28452136
.29378264
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.05777949
.27516984
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.19822397
.85283649
.20412000
.48282782
.29117894
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.11470512
.84875288
.25741674
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.40841955
.74289539
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.40127883
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.16965213
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.04386641
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.27446110
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.82686806
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.36382737
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.65808893
.15273615
.20986571
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.30498345
.28673186
.78941424
.43947341
.91111040
.20293132
.57022713
.67776520
.17586419
.32733959
.92167548
.54283481
.92177702
.58987404
.99098940
.8045154¢6
.57570541
.06191544
.38276317
.28280480
.79662521
.08006725
.31286131
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.84624870
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.21574288
.39902453
.34178916
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.68823149
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.21908585
.29578618
.68282320
.46567054
.99485471
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.51017110
.56033491
.30279219
.21988339
.69165958
.19295795
.98200311
.54132062
.10287280
.71650701
.65489352
.94054391
.44244579
.70594912
.91486741
.31235691
.18146459
.09683908
.55385347
.32323226
.83219816
.78133968
.87981802
.70630682
.98073695
.04520999
.95732600
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.04838066
.03890970
.09301998
.22456609
.00032565
.61982371
.11083390
.72996100
.72707848
.08060855
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.56244715
.19308368
.02368500
.99778124
.65958386
.94902742
.34838624
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.30972309
.27204125
.80149321
.87059940
.18501620
.88386510
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.19568512
.43867218
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.98898184
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.20853827
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.25748461
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.84147547
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.46564506
.22030504
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.17201064
.05059496
.52285208
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.78373922
.07467978
.29432592
.40975161
.30549630
.04556098
.96239890
.90132776
.06879023
.41718007
.94199244
.94354328
.74831404
.92263103
.51145333
.00215559
.68491456
.07508785
.50132644
.41610782
.69291805
.89331424
.02243296
.39863075
.86734302
.52292034
.65452149
.73448043
. 74609794
.54976212
.36686451
.92574372
.39196590
.63460416
.59580210
.77019086
.59908032
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.40574695
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.59031510
.87845448
.11807086
.41661650
.15459415
.32039459
.44612192
.85020209
.45736709
.91104896
.12472026
.86297068
.23781228
.18655855
.97878956
.05621324
.20468621
.89366816
.52646930
.61478282
.77998521
.90635919
.44027174
.07299008
.96449000
.17529375
.70598093
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.48348261
.72454730
.45443385
.93977083
.16059957
.94142669
.03992759
.02884084
.17122848
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.58041135
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.10706047
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.04665349
.75718768
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.70344573
.55776563
.70169050
.91264266
.52728447
.94206538
.83354435
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.79948430
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.24148774
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.55719256
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.24609499
.55969992
.07706926
.21961505
.08524745
.93061697
.34829803
.24065874
.96190230
.19456332
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.99195396
.83596610
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.99988987
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.19668702
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.44976774
.71450506
.38870413
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.87552355
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.92669439
.09303141
.13055601
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.49208218
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.21119839
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.31033054
.91430593

D

~J 0 W W W O WO WOWOo WOy ~ITOoOYoY oYW W i U

16238566
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.69919255
.05855489
.13409817
.39867688
.28935028
.34325128
.42201834
.67862755
.89771153
.08593158
.229460064
.96769296
.49199489
.64357553
.23020119
.08779252
.60686803
.91506112
.59937073
.19685553
.53920556
.96487978
.60950963
.73977699
.03409085
.75440804
.35330493
.45916405
.50155809
.61627303
.64880765
.67018529
.73202966
.95847514
.93737971
.24942663
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.13722291
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.42361081
.33010722
.82067302
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.13945950
.57690972
.87043603
.08779147
.49995763
.25401123
.51687126
.33518847
.02032415
.86442879
.52608318
.78936941
.70393210
.28118314
.06788620
.34819534
.65158489
.59707422
.55729075
.77820726
. 73552782
.56354547
.36749359
.359343¢61
.44970214
.01566437
.12014757
.53293983
.75469568
.71396726
.17099931
.41896873
.29102539
.04366015
.28699900
.78666434
.47274693
.44483971
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.95326977
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.36894967
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.59138546
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.21964693
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.07241036
.95891703
.23697803
.33531566
.88715883
.32577755
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.82632994
.51217676
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.04437108
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.14944791
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.35426406
.88939748
.34717335
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.40825117
.37132210
.32169362
.00926794
.81695972
.32262179
.30691848
.75702981
.55095891
.47442277
.94999098
.20758858
.69124917
.14889774
.86210744
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.56577494
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.47546057
.00127918
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.95098982
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.53370484
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.45583838
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.02048495
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.28917887
.89122372
.02267212
.67193582
.62847376
.97645741
.80815994
.03344077
.27147785
.99167291
.90685646
.76759123
.66728521
.11467969
.94803812
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