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Figure S1: LC-MS spectra of compound 1
RT 0.00- 10.00 =
439 NL: 2.0065 -
] 052 088 139 161 190 o 69 304 387 Total Scan PDA Osc-204-brut-12h
2 1 et S S
K 0]
1l]]; NL: 3.20E7
1 TIC F: {06} + c ESI lcorona sid=20.00
E det=1247.00 Full ms [100.00-1000.00]
. 119 494 518 643 po2 1D 736 [¥S Osc204bn12h
3 119 171 228 282 325 347 402 48 494 516 54062 B 192 o 804 B2
o0 ™ NL: 2.44€7
E TIC F: {0:0) + ¢ ESI lcorona sid=35.00
] det=1247.00 Full ms (100.00-1000.00)
3 731 MS Osc-204-brut-12h
(215 030 0es 114 190 247 310329 389 454 478 516 s 6s0 693 709 T eg gog
e : NL: 6 9066
1 TIC F: {0;1} + c ESI lcorona sid=70.00
3 (- det=1247 .00 Full ms [100.00-1000.00]
0300.47 o 52 509 614 5 66 693 00 W 764 g, MS Osc-204-brut-12h
7“WWFWW"WWT"WWWWWWW
1] 1 2 3 4 5 6 7 8 9 10
Time (min)
Osc-204-brut-12h #1141 RT: 4.42 P: + NL 4.14E5 I
F: {0:6} +c ESl lcorona sid=20.00 det=1247.00 Full ms [100.00-1000.00]
03.18
o F
3]5 o o\\ /©/
E O,N S
E X
80 (o]
3 NC
L 197.40
2 3
g%
E 18117
2 503 A7 | 21328 Exact mass: 348.31
= 3
3od|en (m/z) [M +2Na]* 197.40
30
EIE
mj 11555
U_§ l 16373 | SIT05 S041 609 puupy 087 7E03 63675 086580
il
1 150 200 250 300 350 400 450 200 550 500 650 700 750 800 850 200 950 1000
miz

Figure S2: LC-MS spectra of compound 2
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Figure 53: HRMS spectra of compound 3
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Figure 54: HRMS spectra of compound 4
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Figure S5: HRMS spectra of compound 5



2-Nitro-4-vinylbenzonitrile (1) - GGH¢N,O,

"H NMR (400 MHz, CDCly):  (ppm) 8.32 (s, 1H, CHy,), 7.86 (d, *Ji1.11 = 8.0 Hz, 1H, CHy,), 7.78 (d, *Jir.1s = 8.0 Hz, 1H, CH,,),
6.80 (dd, *Js.1r = 10.9 Hz, *Js.py = 17.6 Hz, 1H, CH), 6.05 (d, *Js1.5s = 17.6 Hz, 1H, H-CHy,), 5.66 (d, *Js1.;; = 10.9 Hz, 1H, H-CH,).
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Figure S6: 'H NMR spectra of compound 1



2-Nitro-4-vinylbenzonitrile (1) - GGH¢N,O,

13C NMR (100 MHz, CDCly): & (ppm) 143.6 (C), 135.9 (CHy,), 133.6 (CHa,), 131.4 (CHa,), 122.9 (CH,,), 121.1 (2C), 115.2 (C), 106.4 (C).
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Figure S7: ?C NMR spectra of compound 1



4-(2-((4-Fluorophenyl)sulfonyl)acetyl)-2-nitrobenzonitrile (2) - C;sHyFN,OsS

"H NMR (400 MHz, CDCl3): d (ppm) 8.88 (s, 1H, CHa,), 8.45 (d, °J;1.1y = 8.1 Hz, 1H, CHy,), 8.12 (d, *Ji.i = 8.1 Hz, 1H, CHy,),
7.92-7,89 (m, 2H, CH,,), 7.34-7.29 (m, 2H, CH,,), 4.79 (s, 2H, CHy).
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Figure S8: 'H NMR spectra of compound 2



4-(2-((4-Fluorophenyl)sulfonyl)acetyl)-2-nitrobenzonitrile (2) - C;sHyFN,OsS

13C NMR (100 MHz, CDCLy): d (ppm) 185.4 (C), 166.7 (d, Jc.r = 258.9 Hz, C), 149.2 (C), 139.4 (C), 136.6 (CH,,), 134.3 (CHa,), 134.0 (C), 131.7 (d,
Jer=9.8 Hz, 2CH,,), 126.0 (CHy,), 117.1 (d, Je.r = 23.0 Hz, 2CH,,), 114.1 (C), 112.6 (C), 64.1 (CHb).
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Figure S9: ?C NMR spectra of compound 2



4-(5-Benzyl-3-((4-fluorophenyl)sulfonyl)-5-methyl-4,5-dihy drofuran-2-yl)-2-nitrobenzonitrile (3) - CsH;9FN,OsS

"H NMR (400 MHz, CDCly): d (ppm) 8.45 (d, *Jyi1 = 1.6 Hz, TH, CHy,), 8.06 (dd, *Jiz= 1.6 Hz, *Ji = 8.1
Hz, 1H, CHy,), 7.94 (d, *Jiua1 = 8.2 Hz, 1H, CHy,), 7.58-7.54 (m, 2H, 2CHa,,), 7.24-7.12 (m, 5H, 5CH,,), 7.05
(d, °Ji11 = 8.2 Hz, 2H, 2CH,,), 3.04 (d, *Ji = 14.7 Hz, 2H, CH,), 2.92-2.82 (m, 2H, CH,), 1.43 (s, 3H, CH;).

HRMS: m/z [M + NH,]" calculated 501.0891; found 501.0891.
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Figure S10: "H NMR spectra of compound 3



4-(5-Benzyl-3-((4-fluorophenyl)sulfonyl)-5-methyl-4,5-dihy drofuran-2-yl)-2-nitrobenzonitrile (3) - CsH;9FN,OsS

13C NMR (100 MHz, CDCl3) d (ppm) 165.6 (d, Jc.r = 255.9 Hz, C), 157.5 (C), 136.7 (d, Jc.r = 3.5 Hz, C), 135.2
(CHa,), 135.1 (CHa,), 135.0 (2C), 134.4 (C), 130.3 (2CHL,), 129.8 (d, Jc.r = 10.1 Hz, 2CHa,), 128.5 (2CHa,),
127.4 (CHa,), 126.4 (CHa,), 116.8 (d, Je.r = 22.5 Hz, 2CHa,,), 114.6 (C), 113.7 (C), 109.5 (C), 89.9 (C), 46.7
(CH,), 41.7 (CHy), 27.7 (CHs).
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Figure S11: "C NMR spectra of compound 3



4-(5-Benzyl-3-((4-fluorophenyl)sulfonyl)-5-methyl-4,5-dihy drofuran-2-yl)-2-nitrobenzamide (4) - G;5H»FN,065

"H NMR (400 MHz, CDCls): d (ppm) 8.17 (d, *Jir1 = 1.6 Hz, TH, CHy,), 7.91 (dd, *Jrir = 1.6 Hz, *Jps = 8.0

Hz, 1H, CHy,), 7.60 (d, *Ji41 = 8.1 Hz, 1H, CH,,), 7.57-7.52 (m, 2H, 2CH,,), 7.24-7.10 (m, 5H, 5CHy,,), 7.05

(d, *J111 = 7.7 Hz, 2H, 2CH,,), 6.09 (br s, 2H, NH,), 3.03 (d, ?Ji111 = 13.9 Hz, 1H, CH,), 3.02 (d, *Ji34; = 14.8 HN
Hz, 1H, CH,), 2.88 (d, *Ji.y = 14.8 Hz, 1H, CH,), 2.83 (d, *Ji1 = 13.9 Hz, 1H, CH,), 1.54 (s, 3H, CHj).

HRMS: m/z [M + NH,]" calculated 514.1443; found 514.1443.
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Figure S12: "H NMR spectra of compound 4



4-(5-Benzyl-3-((4-fluorophenyl)sulfonyl)-5-methyl-4,5-dihydrofuran-2-yl)-2-nitrobenzamide (4) - C,sH»FN206S

13C NMR (100 MHz, CDCly) & (ppm) 167.8 (C), 165.6 (d, Jc.r = 255.5 Hz, C), 159.0 (C), 145.9 (C), 137.1 (C),
135.2 (C), 134.9 (CHa,), 133.8 (C), 131.6 (C), 130.4 (2CH,,), 129.8 (d, Jc.r= 9.6 Hz, 2CH,,), 128.5 (2CH,,), o NgF°
128.3 (CHy,), 127.3 (CHy,), 125.5 (CHyy), 116.7 (d, Je.p = 23.5 Hz, 2CH,,), 112.1 (C), 89.5 (C), 46.7 (CH,), 41.6
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Figure 513: "C NMR spectra of compound 4



4-(5-Benzyl-3-((4-fluorophenyl)sulfonyl)-5-methyl-4,5-dihy drofuran-2-yl)-N"-hy droxy-2-nitrobenzimidamide (5) - G5H»,FN3065

'"H NMR (400 MHz, CDCls): d (ppm) 8.05 (s, 1H, CHa,), 7.89 (d, 3]H_H =8.6 Hz, 1H, CHa,,),
7.66 (d, *Jugs = 8.5 Hz, 1H, CH,,), 7.57-7.52 (m, 2H, CH,,), 7.23-7.03 (m, 7H, 7CH,,), 5.12 (br s, 2H, NH,),
3.03 (d, 2]H_H =14.5 Hz, 2H, CH,), 2.89-2.82 (m, 2H, CH,), 1.53 (s, 3H, CH3). OH not observed.

HRMS: m/z [M + Na]" calculated 534.1106; found 534.1105.
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Figure S14: "H NMR spectra of compound 5



4-(5-Benzyl-3-((4-fluorophenyl)sulfonyl)-5-methyl-4,5-dihy drofuran-2-yl)-N"-hy droxy-2-nitrobenzimidamide (5) - G5H»,FN3065

HO__ O\N*/O

N
3C NMR (100 MHz, CDCls) d (ppm) 165.5 (d, Jc.r = 255.9 Hz, C), 159.1 (C), 150.4 (C), 148.0 (C), 137.1 (Q),
135.3 (C), 134.1 (CHa,), 131.7 (C), 130.9 (CHa,), 130.4 (2CHa,), 129.8 (d, Je.r=9.7 Hz, 2CHa,,), 128.8 (C), 128.5
(2CHa,), 127.3 (CHa,), 125.3 (CHa,), 116.7 (d, Je.r = 22.8 Hz, 2CHa,), 112.2 (C), 89.5 (C), 46.7 (CH,), 41.7
(CH,), 27.6 (CHs).
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Figure S15: "C NMR spectra of compound 5



