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1. Supporting figures and tables

Table S1 Optical Properties of 3a-n in CHCls.

Compounds Jabs log e Jem Ave PP T Kr Kd ki/Kd
(nm) (nm)  (cm)2 (ns) ™) ™)
3a 339 445 392 3987 0.22 1.12 2.0x108 6.9x108 0.28
3b 342 451 445 6767 0.02 0.26 7.89x107 3.68x10° 0.02
3c 340 454 392 3902 0.26 1.12 2.35x108 6.57x108 0.36
3d 342 454 397 4050 0.11 0.57 1.83x108 1.56x10° 0.12
3f 342 448 400 4239 0.20 0.76 2.57x108 1.05x10° 0.24
39 340 450 398 4285 0.26 1.27 2.05x108 5.83x108  0.35
3h 339 4.46 393 4053 0.23 1.13 2.04x108 6.84x108  0.30
3i 340 4.42 392 3900 0.19 1.11 1.77x108 7.23x108  0.24
3l 340 425 394 4030 0.29 1.22 2.40x108 5.77x108 0.41
3m 341 449 393 3879 0.07 0.28 2.47x108 3.28x10° 0.07
3n 341 449 393 3879 0.07 0.29 2.35x108 3.12x10° 0.07

3AV = vabs- Vem, Stokes shift. bFluorescence quantum yields (5% error) were determined using quinine sulfate
as the standard (®r = 0.54 in 0.1 M H2SO4).
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Figure S1. Fluorescent decay profiles of 3a-n in CHCl3 (Aex = 340 nm).

Cartesian coordinates of optimized geometry of 3a
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Cartesian coordinates of optimized geometry of 3g
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Cartesian coordinates of optimized geometry of 3b
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Figure S2. Plot showing the correlation of experimental UV/Vis spectrum with oscillator strength of
theoretically generated absorption spectrum of a) 3a, b) 3b and c) 3g.

Table S2 TD-DFT computed representative intense vertical excitations, absorption maximum

(Amax), molecular orbital (MO) contributions and oscillator strengths (f) of 3a, 3g and 3b in
chloroform

Molecules Transitions Amax A0bs MO contribution Oscillator
(%) strength (1)
3a H—-L 334 339 96 0.608
3b H-L 361 342 97 0.377
H—L+1 326 90 0.419
39 H—-L 341 340 97 0.527
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2. 'H and 3C NMR spectra of 1,3-diphenyl-3H-benzofuro[3,2-e]indazol-9-ol

1,3-diphenyl-3H-benzofuro[3,2-e]indazol-9-ol (3a)
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4-(9-hydroxy-3-phenyl-3H-benzofuro[3,2-e]indazol-1-yl)benzaldehyde (3b)
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3-phenyl-1-(4-(trifluoromethyl)phenyl)-3H-benzofuro[3,2-e]indazol-9-ol (3c)
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Methyl 4-(9-hydroxy-3-phenyl-3H-benzofuro[3,2-e]indazol-1-yl)benzoate (3d)

3.855

1
] H:0 cos)co
A Anh
o gt n o N S b
T T T T T T T IC'NMIN'_‘NIF< I'_1 \o T T T T lM T T T T T T T T T
3.0 12.0 11.0 10.0 9.0 8.0 7.0 5.0 40 3.0 2.0 1.0 0.0 -1.0
f1 (ppm)
= ACS8282Z ALhNAERRAERZCR =
] EEREEEF SRAEEmEsgnozs g
VAN N N
Vool N
Nl 1
il
150 140 130 120 110 100
f1 (ppm)
1
(CD3)2C0 (CD3).CO
T T T T T T T T T T T T T T T T T T T T
20 210 200 190 180 170 160 150 140 130 120 110f (100 \ 90 80 70 60 50 40 30 20 10 0 -10
1 (ppm

S14



1-(4-nitrophenyl)-3-phenyl-3H-benzofuro[3,2-e]indazol-9-ol (3e)
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4-(9-hydroxy-3-phenyl-3H-benzofuro[3,2-e]indazol-1-yl)benzonitrile (3f)
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1-(4-methoxyphenyl)-3-phenyl-3H-benzofuro[3,2-e]indazol-9-ol (3g)
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3-phenyl-1-(p-tolyl)-3H-benzofuro[3,2-e]indazol-9-ol (3h)
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1-(4-fluorophenyl)-3-phenyl-3H-benzofuro[3,2-e]indazol-9-ol (3i)
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1-(4-chlorophenyl)-3-phenyl-3H-benzofuro[3,2-e]indazol-9-ol (3j)
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1-(4-bromophenyl)-3-phenyl-3H-benzofuro[3,2-e]indazol-9-ol (3k)
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1-(naphthalen-1-yl)-3-phenyl-3H-benzofuro[3,2-e]indazol-9-ol (3I)
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3-(4-bromophenyl)-1-phenyl-3H-benzofuro[3,2-e]indazol-9-ol (3m)
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3-(4-bromophenyl)-1-(4-fluorophenyl)-3H-benzofuro[3,2-e]indazol-9-ol (3n)
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3-(4-bromophenyl)-1-(4-chlorophenyl)-3H-benzofuro[3,2-e]indazol-9-ol (30)
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1,3-bis(4-bromophenyl)-3H-benzofuro[3,2-e]indazol-9-ol (3p)

[ 4
[ I‘ |I
/ /1 J[ J[ J
Br
3p
i ] |
{ l H:0 (CD3):CO
L e )
L] i i [
z CRE-3- T - T
T T T T T T T T T T T T T T T T T T T T T T T T T T
12.5 115 10.5 9.5 9.0 8.5 8.0 75 7.0 6.5 6.0 5.5 5.0 45 40 3.5 3.0 25 2.0 1.5 1.0 0.5 0.0 0.5 1.0 1.5
f1 (ppm)
OH Br
(o]
N
DR
N
Br
3p
|
(CD3):CO (CD5).CO
T T T T T T T T T T T T T T T T T T T T T T T
20 210 200 190 180 170 160 150 140 130 120 . %w ] w00 90 80 70 a0 50 40 30 20 10 0
1 pPpm

S26



5,8-dimethyl-1,3-diphenyl-3H-benzofuro[3,2-e]indazol-9-ol (3q)
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5,8-dimethyl-3-phenyl-1-(4-(trifluoromethyl)phenyl)-3H-benzofuro[3,2-
elindazol-9-ol (3r)
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1-(4-chlorophenyl)-5,8-dimethyl-3-phenyl-3H-benzofuro[3,2-e]indazol-9-ol
(3s)
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6-chloro-1,3-diphenyl-1H-indazol-5-0l (4b)
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4,6-dimethyl-1,3-diphenyl-1H-indazol-5-0l (4d)
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8-chloro-1,3-diphenyl-3H-benzofuro[3,2-e]indazol-9-ol (3t)
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3. 1°F Spectrum of 3i and 3n

1-(4-fluorophenyl)-3-phenyl-3H-benzofuro[3,2-e]indazol-9-ol (3i)
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4. HRMS Spectrum of the reaction between 1a and 2d
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Chemical Formula: C4gH43BrN,O
[M+H]*: 365.0284
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