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Figure S6. Absorption spectra recorded in Ar- and O,-saturated acetonitrile solutions
containing 0.1 mM  3-(2,5-dimethoxystyryl)quinoxalin-2(1H)-one  (2,5-
(OCH;3),8Q).
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Figure S7. Absorption spectra recorded in Ar-saturated 2-propanol solutions containing 0.1
mM 3-(4-methylystyryl)quinoxalin-2(1H)-one, (4-CH3SQ) and absorption time
profiles at selected wavelengths.
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Figure S8. Absorption spectra recorded in Ar-saturated 2-propanol solutions containing 0.1
mM 3-(4-methoxystyryl)quinoxalin-2(1H)-one, (4-OCH3SQ) and absorption time
profiles at selected wavelengths.
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Figure S9. Absorption spectra recorded in Ar-saturated 2-propanol solutions containing 0.1
mM  3-(4-N,N-dimethylstyryl)quinoxalin-2(1H)-one,  (4-N(CH3),SQ) and
absorption time profiles at selected wavelengths.

P.S12

Figure S10.Absorption spectra recorded in Ar-saturated 2-propanol solutions containing 0.1
mM  3-(4-trifluoromethoxystyryl)quinoxalin-2(1H)-one,  (4-OCF;SQ)  and
absorption time profiles at selected wavelengths.
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Figure S11.Absorption spectra recorded in Ar-saturated 2-propanol solutions containing 0.1
mM  3-(3,4-dimethoxystyryl)quinoxalin-2(1H)-one,  (3,4-(OCH),SQ)  and
absorption time profiles at selected wavelengths.
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Figure S12. Absorption spectra recorded in Ar-saturated 2-propanol solutions containing 0.1
mM  3-(2,5-dimethoxystyryl)quinoxalin-2(1H)-one,  (2,5-(OCH),SQ)  and
absorption time profiles at selected wavelengths.
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Figure S14. Absorption spectra recorded in O,-saturated acetonitrile solutions containing 0.1
mM 3-methylquinoxalin-2(1H)-one, (3-MeQ) and absorption time profiles at
selected wavelengths.
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Figure S1. Absorption spectra recorded in Ar-saturated (A and B) acetonitrile solutions
containing 0.1 mM 3-(4-methylystyryl)quinoxalin-2(1H)-one (4-CH3SQ). Spectra taken after
the following time delays: (A) 240 ns (m), 800 ns (©), 2 us (A), 4 us (V), 8 us (©) and insert:
short time profiles representing growth and/or decays at A = 450 (0), 475 (©) and 520 nm (e);
(B) 10us (m), 24 ps (©), 40 ps (A), 100 ps (V), 500 ps () and insert: long-time profiles
representing decays at A = 450 (m), and 475 (o). Absorption spectra recorded in O,-saturated
(C and D) acetonitrile solutions containing 0.1 mM 3-(4-methylystyryl)quinoxalin-2(1H)-one,
(4-CH3SQ). Spectra taken after the following time delays: (C) 240 ns (m), 800 ns (0), 2 ps
(A), 4 us (V), 8 us (©) and insert: short time profile representing growth at A = 460 nm (0);
(D) 10us (m), 24 us (0), 40 us (A), 100 ps (V), 500 ps (©) and insert: long-time profile
representing decay at A =460 nm (m).
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Figure S2. Absorption spectra recorded in Ar-saturated (A and B) acetonitrile solutions
containing 0.1 mM 3-(4-methoxystyryl)quinoxalin-2(1H)-one (4-OCH3SQ). Spectra taken
after the following time delays: (A) 240 ns (m), 800 ns (©), 2 us (A), 4 us (V), 8 us () and
insert: short time profiles representing growth and/or decays at A = 470 (0), 485 (©) and 510
nm (e); (B) 10us (m), 24 ps (), 40 ps (A), 100 ps (V), 500 ps (©) and insert: long-time
profiles representing decays at A = 470 (m), and 485 (0). Absorption spectra recorded in O,-
saturated (C and D) acetonitrile solutions containing 0.1 mM 3-(4-methoxystyryl)quinoxalin-
2(1H)-one, (4-OCH;3SQ). Spectra taken after the following time delays: (C) 240 ns (m), 800 ns
(©), 2 us (A), 4 us (V), 8 us (©) and insert: short time profile representing growth at A = 485
nm (0); (D) 10us (m), 24 ps (0), 40 ps (A), 100 ps (V), 500 us (©) and insert: long-time
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Figure S3. Absorption spectra recorded in Ar-saturated (A and B) acetonitrile solutions
containing 0.1 mM 3-(4-N,N-dimethylstyryl)quinoxalin-2(1H)-one (4-Me;NSQ). Spectra
taken after the following time delays: (A) 240 ns (m), 800 ns (), 2 us (A), 4 ps (V) and
insert: short time profiles representing growth and/or decays at A = 500 (o) and 630 (0); (B)
10us (m), 24 ps (0), 40 ps (A), 100 ps (V), 500 ps () and insert: long-time profiles
representing decays at A = 500 (m) and 630 (0). Absorption spectra recorded in O,-saturated
(C and D) acetonitrile solutions containing 0.1 mM 3-(4-N,N-dimethylstyryl)quinoxalin-2
(1H)-one, (4-Me;NSQ). Spectra taken after the following time delays: (C) 240 ns (m), 800 ns
(0), 2 us (A), 4 us (V) and insert: short time profile representing growth at A = 630 nm (0)
and 540 nm (©); (D) 10us (m), 24 us (©), 40 us (A), 100 ps (V), 500 ps (©) and insert: long-
time profile representing decay at A = 630 nm (0) and 540 nm (o).
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Figure S4. Absorption spectra recorded in Ar-saturated (A and B) acetonitrile solutions
containing 0.1 mM 3-(4-trifluoromethoxystyryl)quinoxalin-2(1H)-one (4-OCF3SQ). Spectra
taken after the following time delays: (A) 240 ns (m), 800 ns (©), 2 us (A), 4 us (V), 8 us (©)
and insert: short time profiles representing growth and/or decays at A = 450 (0), 475 (o) and
530 nm (); (B) 10us (m), 24 us (©), 40 pus (A), 100 us (V), 500 us () and insert: long-time
profiles representing decays at A = 450 (m), and 475 (). Absorption spectra recorded in O-
saturated (C and D) acetonitrile solutions containing 0.1 mM  3-(4-
trifluoromethoxystyryl)quinoxalin-2(1H)-one, (4-OCF5SQ). Spectra taken after the following
time delays: (C) 240 ns (m), 800 ns (0), 2 us (A), 4 us (V), 8 us (©) and insert: short time
profile representing growth at A = 450 nm (0); (D) 10us (m), 24 ps (0), 40 ps (A), 100 ps
(V), 500 ps (©) and insert: long-time profile representing decay at A =450 nm (m).
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Figure S5. Absorption spectra recorded in Ar-saturated (A and B) acetonitrile solutions
containing 0.1 mM 3-(3,4-dimethoxystyryl)quinoxalin-2(1H)-one, (3,4-(OCH),SQ). Spectra
taken after the following time delays: (A) 240 ns (m), 800 ns (©), 2 us (A), 4 us (V), 8 us (©)
and insert: short time profiles representing growth and/or decays at A = 470 (o0) and 510 nm
(0); (B) 10us (m), 24 us (©), 40 us (A), 100 ps (V), 500 us () and insert: long-time profiles
representing decays at A = 470 (m), and 510 (o). Absorption spectra recorded in O,-saturated
(C and D) acetonitrile solutions containing 0.1 mM 3-(3,4-dimethoxystyryl)quinoxalin-2
(1H)-one, (3,4-(OCH),SQ). Spectra taken after the following time delays: (C) 240 ns (m), 800
ns (0), 2 us (A), 4 us (V), 8 us () and insert: short time profile representing growth at A =
520 nm (0); (D) 10us (m), 24 ps (©), 40 us (A), 100 us (V), 500 ps (©) and insert: long-time
profile representing decay at A = 510 nm (m).
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Figure S6 Absorption spectra recorded in Ar-saturated (A and B) acetonitrile solutions
containing 0.1 mM 3-(2,5-dimethoxystyryl)quinoxalin-2(1H)-one (2,5-(OCH),SQ). Spectra
taken after the following time delays: (A) 240 ns (m), 800 ns (©), 2 us (A), 4 pus (V), 8 us (©)
and insert: short time profiles representing growth and/or decays at A = 470 (0) and 520 nm
(©); (B) 10us (m), 24 us (©), 40 ps (A), 100 us (V), 500 us (©) and insert: long-time profiles
representing decays at A = 470 (m), and 520 (o). Absorption spectra recorded in O,-saturated
(C and D) acetonitrile solutions containing 0.1 mM 3-(2,5-dimethoxystyryl)quinoxalin-2
(1H)-one, (2,5-(OCH),SQ). Spectra taken after the following time delays: (C) 240 ns (m), 800
ns (0), 2 us (A), 4 ps (V), 8 us () and insert: short time profile representing growth at A =
510 nm (o); (D) 10us (m), 24 us (©), 40 ps (A), 100 us (V), 500 ps () and insert: long-time
profile representing decay at A = 510 nm (m).
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Figure S7. Absorption spectra recorded in Ar-saturated 2-propanol solutions containing 0.1
mM 3-(4-methylystyryl)quinoxalin-2(1H)-one, (4-CH3SQ). Spectra taken after the following
time delays: 240 ns (m), 480 ns (©), 1 us (A), 10 us (V), 100 ps (©) (A); short time profiles
representing decays at A = 460 (m), and 520 nm (©) (B); short time profiles representing
decays at A =450 (m), 480 (©), and 520 nm (A) (C); a long-time profile representing decay at
A =480 nm (m) (D).
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Figure S8. Absorption spectra recorded in Ar-saturated 2-propanol solutions containing 0.1
mM  3-(4-methoxystyryl)quinoxalin-2(1H)-one, (4-OCH3SQ). Spectra taken after the
following time delays: 240 ns (m), 480 ns (©), 1 us (A), 10 pus (V), 100 ps (©) (A); short
time profiles representing decays at A = 470 (m), 540 (o) and 600 nm (A) (B); short time
profiles representing decays at A =450 (m), 480 (©), and 540 nm (A) (C); a long-time profile
representing decay at A =480 nm (m) (D).
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Figure S9. Absorption spectra recorded in Ar-saturated 2-propanol solutions containing 0.1
mM 3-(4-N,N-dimethylstyryl)quinoxalin-2(1H)-one, (4-N(CH3),SQ). Spectra taken after the
following time delays: 240 ns (m), 1 ps (), 10 us (A), 40 us (V) and 100 us (©) (A); short
time profiles representing decays at A = 540 (m), 630 (©) and 700 nm (A) (B); short time
profiles representing decays at A = 540 (m) and 630 nm (0); (C); a long-time profile
representing growth and decay at A = 540 (m) and 630 nm (©).

S12



_10p
3
X 8r
T T T T T 75 6r
6 1 &9
L2t
o ) £
0.0 5.0x107 1.0x10° 1.5x10°
4 - ;
- time [s]
o T
—
2 g %
o 1 =
§
- 0 s
"’E ey w0
(U] A Za
0 (75
o i . : ‘
';' 0.0 5.0x10° 1.0x10° 1.5x10°
x 2 7 time [s]
O 12 . ‘
twD %
-4 |- . % 0.8
. - L ; L . 1 - 1 ? 0.4+
(5]
400 450 500 550 600 5
3 % h
o 0.0
wavelength [nm] ) ]
© 04
-3.0x10* 0.0 3.0x10*  6.0x10*  9.0x10*
time [s]

Figure S10. Absorption spectra recorded in Ar-saturated 2-propanol solutions containing 0.1
mM 3-(4-trifluoromethoxystyryl)quinoxalin-2(1H)-one (4-OCF3SQ). Spectra taken after the
following time delays: 240 ns (m), 480 ns (©), 1 ps (A), 10 pus (V), 100 ps (©) (A); short
time profiles representing decays at A = 470 (m), 520 (o) and 600 nm (A) (B); short time
profiles representing decays at A = 430 (m), 490 (©), and 520 nm (A) (C); a long-time profile
representing decay at A =490 nm (m) (D).
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profiles representing decays at A =450 (m), 480 (©), and 530 nm (A) (C); a long-time profile
representing decay at A =480 nm (m) (D).
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Figure S13. Absorption spectra recorded in Ar-saturated acetonitrile solutions containing 0.1
mM 3-methyl—1H-quinoxalin-2(1H)-one, (3-MeQ). Spectra taken after the following time
delays: 600 ns (<), 6 ps (0), 25 ps (A), 50 us (0): inset: short-time profiles representing
formation at A = 375 nm (e)and formation and decay at A = 425 nm ().
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Figure S14. Absorption spectra recorded in O,-saturated acetonitrile solutions containing 0.1
mM 3-methyl—1H-quinoxalin-2(1H)-one, (3-MeQ). Spectra taken after the following time
delays: 600 ns (<), 6 us (0), 25 ps (A), 50 ps (0): inset: long-time profiles representing
decays at A = 375 nm (e) and A = 425 nm (#).
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Table S1: Formation enthalpies (AHy) for the 3-SQH" hydrogenated radicals.

Compound Ground State | Rad SQNH® | Rad SQOH" | Rad CH11SQ" | Rad CH12SQ*
AH;
kcal mol™
3-SQ 44.890 31.997 42.604 38.352 37.640
4-CH3SQ 35.198 22.397 32.743 28.038 28.519
4-OCH;SQ 6.393 -6.326 4.112 -0.207 -1.840
4-N(CH3):SQ 40.825 27.924 38.360 35.407 35.038
4-OCF;SQ -158.558 -171.629 -160.940 -165.305 -166.551
3,4-(0OCH3;),SQ -28.017 -41.283 -30.740 -34.863 -33.808
2,5-(OCH3):8Q -27.650 -41.260 -31.340 -35.448 -35.599

@ for all compounds the most stable radicals are those hydrogenated over N4.
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Table S2.

MO06-2x/def2-TZVP calculated vertical excitation energies treating acetonitrile implicitly.

MO06-2x/def2-TZVP COSMO

SQ”

4-CH;SQ™"

4-OCF;SQ™

4-OCH;SQ™"

A/
nm

f*

w/ %

A/
nm

f*

w/ %

A/
nm

f*

w/ %

A/
nm

f*

W/ %

S1

980

0.159

HB_)LB (94)

925

0.257

HB_)LB (94)

969

0.208

HB_)LB (94)

801

0.354

HB_)LB (87)

S2

655

0.207

H-1 B_)LB (86)

651

0.162

H-1 B_)LB (87)

663

0.210

H-1 B_)LB (87)

589

0.053

H-1 B_)LB (75)

S3

630

0.000°

H—3B—>LB (92)

598

0.004

H-25—Lg (35)

619

0.000°

H—3B—>L B (91)

528

0.000°

H-25—L; (83)

S4

596

0.003

H-25—Lg (91)

597

0.000°

H-35—>L 5 (83)

518

0.003

H-25—Lg (91)

527

0.002

H-35—>L (90)

S5

452

0.867

Ho—L, (85)

457

0.934

H,—L, (84)

457

0.93

Ho—L, (85)

450

0.865

Ho—L, (73)

S6

404

0.025

H-43—1L3 (60)

422

0.025

H-4p—L3 (64)

413

0.022

H-43—L3 (63)

431

0.08

H-43—L3 (61)

S7

383

0.000

H-53—>LB (68)

372

0.114

H-1,—L, (37)

378

0.000

H'SB_)LB (68)

363

0.203

H-1,—L, (38)

S8

372

0.066

H-1,—L, (39)

371

0.002

H'SB_)LB (62)

374

0.08

H-1,—L, (38)

344

0.000

H'SB_)LB (46)

<S§2>)

0.785(4.7%)

0.787(4.9%)

0.785(4.7%)

0.792(5.6%)

2 oscillator strengths for each transition; ® main molecular orbital contribution for each transition; ° all transitions with oscillator
strengths smaller than 0.001 were assigned as 0
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Table S3. M06-2x/def2-TZVP calculated vertical excitation energies treating acetonitrile implicitly.

MO06-2x/def2-TZVP COSMO

2,5(0CH;),SQ™" 3,4(0OCH;),SQ™" 4N(CH;),SQ™"
A/ nm * w /%> A/ nm ¢ w /% A/nm| f* w /%>
S1 876 | 0.086 | Hp—Lg (60) 972 | 0.173 | Hp—Lg (54) 679 | 0.339 Hp—Lg (65)
S2 499 | 0.002 | Hp—L+15(19) | 598 | 0.128 | H-23—Ls(37) | 484 |0.001 H-45—L; (65)
H,—L, (19) Hp—L; (30)
S3 461 | 0.073 | He—L, (27) 489 | 0.005 | H-13—Lg(53) | 481 | 0.002 H-1p—Lg (35)
H—IB—>LB (25) H—4B—>LB (29)
S4 | 408 | 0.140 | H-4p—Ls(51) | 444 | 0458 | H,—L, (52) 440 | 0.67 H,—L, (56)
S5 388 |0.000°| H-2—Ls(68) | 431 |0.000° | H-33—Ls(76) | 422 [0.000 H-23—L; (70)
S6 377 | 0.081 | H-3;—Ls(29) | 384 | 0.07 | H-45—Ls(38) | 393 | 0.31 H-33—Lg (37)
H-43—L; (26) H-23—Lg (21) H-13—Lg (21)
S7 361 | 0.117 | H-1,—~L, 33) | 356 | 0.216 | H-1,—L, (38) | 350 | 0.24 H-1,—L, (35)
H-1p—Lg (14) Hp—L+1g (11) Hp—L+1g (15)
S8 340 | 0.596 | Hg—L+15(41) | 335 | 0.004 | H-7,—Ls(60) | 318 [0.000° H-3,—Lq (59)
H,—L, (34)
<S> 0.766(2.1%) 0.778(3.7%) 0.799(6.5%)

2 oscillator strengths for each transition; ® main molecular orbital contribution for each transition; © all transitions with
oscillator strengths smaller than 0.001 were assigned as 0
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Table S4. CAM-B3LYP/def2-TZVP calculated vertical excitation energies in vacuum.

CAM-B3LYP/def2-TZVP
2,5(0CH;),SQ™" 3,4(0CH;),SQ™" 4N(CH3),8Q"™"
A/nm| f* w/ % A/nm| f* w/ % A/nm f* w/ %>
S1 1339 (0.149| Hz—Lg (69) | 889 [0.314| Hz—Lg (84) | 796 |0.361 Hp—Lg (72)
S2 686 [0.023 |H-15—Lg (49)]| 675 [0.002| H-15—Lg (59) | 586 |0.002 H-1;—L; (53)
S3 604 [0.063| H,—L, (37)]| 616 [0.000°| H-25—L; (82) | 556 [0.000°¢ H-25—1L; (76)
H-3B—>LB (10)
S4 584 [0.000°|H-25—Lg (84)] 589 [0.002| H-35—Lg (54) | 513 [0.548 H,—L, (43)
S5 494 10.294 |H-35—Lg (43)] 502 [0.787| Hy—L, (55) | 472 |0.003 H-45—L; (88)
S6 422 10.027 [H-65—Lg (31)| 439 |0.097 | H-45—1Lg (44) | 440 |0.296 H-33—L; (40)
H-4,—L, (16)
S7 404 0.000°H-3,—~L, (26)] 401 |0.000°| H-55—1Lg (34) | 385 |0.144 H-1,—L, (36)
H-45—Lg (23) H-3,—L, (22) Hp—L+15 (11)
S8 397 0.044 |H-1,—L, (25)] 396 [0.099 |H-1,—L, (35)] 381 |0.000° H-3,—L, (29)
H-6B—>LB (15) HB—>L+IB(14)
<§*> 0.809(7.9%) 0.818(9.1%) 0.831(10.8%)

2 oscillator strengths for each transition; ® main molecular orbital contribution for each transition; ¢ all transitions with

oscillator strengths smaller than 0.001 were assigned as 0
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(E)-3-styrylquinoxalin-2(1H)-one, (1a).

'H NMR (400 MHz, DMSO-d) & 12.50 (s, 1H), 8.07 (d, J = 16.2 Hz, 1H), 7.78 (d, J = 8.2
Hz, 1H), 7.73 (d, /= 7.4 Hz, 2H), 7.63 (d, J = 16.2 Hz, 1H), 7.45 (m, 4H), 7.31 (d, J = 6.5 Hz,
2H).

BC NMR (101 MHz, DMSO-ds) 8 155.33, 153.45, 137.52, 136.45, 132.81, 132.15, 130.29,
129.84, 129.46, 128.81, 128.13, 123.97, 122.43, 115.73.

HRMS-ESI (+ mode) [M+H]: Calc = 249.1028; [M+H]: Exp 249.1023

(E)-3-styrylquinoxalin-2(1H)-one, (1a).

DDiaz-SQD EERRANBTAILILIANT 18000

nnnnnnnnnnnnnnnnn

12.50

F17000
16000
15000
14000
13000
F 12000
11000
10000
9000
8000
) 7000
6000
y 5000

| 4000

3000
! [ 2000
l 1000
J A Lo
3
T T

52T % F-1000

S95999

ﬁﬁﬁﬁﬁﬁ

S24



D.Diaz-SQD RY ReNRZLIOGW F 19000
BR H8ORAIZXIXNA
Vo TsSsSSSNE F 18000
17000
16000
15000
14000
13000
12000
11000
10000
9000
8000
7000
6000
5000
I
4000
3000
T 2000
I
[
ro
r-1000
T T T T T T T T T T T T T T T T T T T T T T T
210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10
f1 (ppm)
HSQ#5 RT: 004 AV: 1 NL: 4.09E9
T: FTMS + p ESI Full ms [148.00-348.00]
100 249.1023
90
80
o]
g 3
S 604
2 g
s 3
£ 50
2 9
T 409
& ]
304
201 2152916 250.10%
E| 2190904 2377816 2401010 24 pe
104 214.4919 : g 245,7755 252.4963
3 203.9080  208.1324 2106333 B |y 2199188 2227317 231.0285 “ ‘ /  243.8288 248.1044
O trrerrprrerrrer e b i e M e L s s s i
200 205 210 215 220 225 230 235 240 245 250

m/z

S25



(E)-3-(4-methylstyryl)quinoxalin-2(1H)-one, (1b).

'H NMR (400 MHz, DMSO-dg) 8 12.47 (s, 1H), 8.02 (d, J = 16.2 Hz, 1H), 7.76 (d, J = 8.2
Hz, 1H), 7.58 (dd, J=16.9, 12.1 Hz, 3H), 7.47 (t, J = 7.6 Hz, 1H), 7.32 — 7.26 (m, 2H), 7.23
(d, J=7.7 Hz, 2H), 3.33 (s, 3H).

C NMR (50 MHz, DMSO-de) & 154.74, 153.05, 139.14, 137.00, 133.21, 132.33, 131.56,
129.57, 128.22, 127.59, 123.42, 120.84, 115.18, 20.93.

HRMS-ESI (+ mode) [M+H]: Calc = 263.1184; [M+H]: Exp = 263.1179

(E)-3-(4-methylstyryl)quinoxalin-2(1H)-one, (1b).
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(E)-3-(4-methoxystyryl)quinoxalin-2(1H)-one, (1¢).

'H NMR (400 MHz, DMSO-ds) 8 12.42 (d, ] = 14.0 Hz, 1H), 8.02 (d, ] = 16.2 Hz, 1H), 7.75
(d, J=8.2 Hz, 1H), 7.68 (d, J = 8.2 Hz, 2H), 7.47 (dd, J = 16.0, 8.8 Hz, 2H), 7.31 — 7.26 (m,
2H), 6.99 (d, J = 8.2 Hz, 2H), 3.80 (s, 3H).

C NMR (101 MHz, DMSO-ds) & 160.72, 160.38, 154.81, 153.22, 136.88, 132.42, 131.51,
129.43, 129.31, 128.66, 128.14, 123.44, 119.45, 115.20, 114.49, 55.27.

HRMS-ESI (+ mode) [M+H]: Calc =279.1134; [M+H]: Exp 279.1129

(E)-3-(4-methoxystyryl)quinoxalin-2(1H)-one, (1¢).
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(E)-3-(4-(dimethylamino)styryl)quinoxalin-2(1H)-one, (1d).

'H NMR (400 MHz, DMSO-ds) & 12.36 (s, 1H), 7.98 (d, J = 16.0 Hz, 1H), 7.72 (d, J = 8.0
Hz, 1H), 7.56 (d, J = 8.3 Hz, 2H), 7.41 (dd, J = 22.1, 12.0 Hz, 2H), 7.28 (t, J = 6.4 Hz, 2H),
6.75 (d, J= 8.3 Hz, 2H), 2.99 (s, 6H).

C NMR (101 MHz, DMSO-ds) 8 155.36, 153.96, 151.61, 138.27, 133.08, 131.72, 129.70,
129.29, 128.30, 124.04, 123.85, 116.62, 115.56, 112.56, 40.22.

HRMS-ESI (+ mode) [M+H]: Calc = 292.1450; [M+H]: Exp 292.1431

(E)-3-(4-(dimethylamino)styryl)quinoxalin-2(1H)-one, (1d).
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3-{(E)-2-[4-(trifluoromethoxy)phenyl]vinyl } quinoxalin-2(1 H)-one, (1e).

'H NMR (400 MHz, DMSO-ds) & 12.52 (s, 1H), 8.07 (d, J = 16.2 Hz, 1H), 7.86 (d, ] = 7.9
Hz, 2H), 7.77 (d, J = 8.1 Hz, 1H), 7.62 (d, J = 16.2 Hz, 1H), 7.49 (t, ] = 7.6 Hz, 1H), 7.39 (d, J
= 8.1 Hz, 2H), 7.30 (d, J = 7.4 Hz, 2H).

C NMR (101 MHz, DMSO-ds) 8 154.76, 152.77, 148.69, 135.32, 132.30, 131.74, 130.01,
129.50, 128.41, 123.53, 123.23, 121.36, 118.78, 115.29.

HRMS-ESI (+ mode) [M+H]: Calc =333.0851; [M+H]: Exp 333.0841

(E)-3-(4-(trifluoromethoxy)styryl)quinoxalin-2(1 H)-one, (1e)
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(E)-3-(3,4-dimethoxystyryl)quinoxalin-2(1H)-one, (1f).

'H NMR (400 MHz, DMSO-dg) & 12.47 (s, 1H), 8.04 (d, J = 16.2 Hz, 1H), 7.75 (d, J = 8.0
Hz, 1H), 7.49 (dd, J=18.3, 11.9 Hz, 2H), 7.37 — 7.23 (m, 4H), 7.02 (d, /= 8.3 Hz, 1H), 3.86
(s, 3H), 3.81 (s, 3H).

C NMR (101 MHz, DMSO-ds) 8 155.29, 153.70, 150.72, 149.54, 137.91, 132.92, 131.95,
129.91, 129.37, 128.58, 123.94, 122.32, 120.17, 115.66, 112.27, 110.36, 56.03, 56.01.

HRMS-ESI (+ mode) [M+H]: Calc = 309.1239; [M+H]: Exp 309.1230

(E)-3-(3,4-dimethoxystyryl)quinoxalin-2(1H)-one, (1f).
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(E)-3-(2,5-dimethoxystyryl)quinoxalin-2(1H)-one, (1g).

'H NMR (400 MHz, DMSO-dg) & 12.47 (s, 1H), 8.32 (d, J = 16.4 Hz, 1H), 7.79 (dd, J = 8.3,
1.1 Hz, 1H), 7.64 (d, J = 16.4 Hz, 1H), 7.54 — 7.45 (m, 1H), 7.35 — 7.29 (m, 2H), 7.27 (d, J =
3.0 Hz, 1H), 7.04 (d, J = 9.0 Hz, 1H), 6.96 (dd, J = 9.0, 3.0 Hz, 1H), 3.86 (s, 3H), 3.79 (s,
3H).

C NMR (101 MHz, DMSO-ds) & 155.30, 153.78, 152.53, 132.86, 132.21, 132.12, 130.15,
128.79, 125.50, 123.95, 117.12, 115.71, 113.45, 112.01, 56.54, 55.98.

HRMS-ESI (+ mode) [M+H]: Calc = 309.1239; [M+H]: Exp 309.1229

(E)-3-(2,5-dimethoxystyryl)quinoxalin-2(1H)-one, (1g)
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