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Relevant spectroscopic data (*H, 3C and HRMS Spectra)

(Z)-1-acetyl-6-(trifluoromethyl)-3-(3-(trifluoromethyl)benzylidene)indolin-2-one (4a)
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Figure S1-2. 3C NMR spectrum (150 Hz, CDCls) of compound 4a



M31#23 RT:0.10 AV:1 NL: 8.40E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]

422.05927
CigH11 02N Fg Na = 422.05862
1.53084 ppm

423.06268

Figure S1-3. HRMS of compound 4a



(E)-1-acetyl-6-(trifluoromethyl)-3-(3-(trifluoromethyl)benzylidene)indolin-2-one (4b)
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Figure S2-1. '"H NMR spectrum (600 Hz, CDCls) of compound 4b
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Figure S2-2. 3C NMR spectrum (150 Hz, CDCls) of compound 4b
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Figure S2-3. HRMS of compound 4b
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1-Acetyl-5-chloro-3-(3-(trifluoromethyl)benzylidene)indolin-2-one(4c)
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Figure S3-1. 'H, NMR spectrum (600 Hz, CDCl3) of compound 4c
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Figure S3-2. 13C NMR spectrum (150 Hz, CDCls) of compound 4c



M33#32 RT:0.14 AV:1 NL: 4.86E5
T: FTMS + p ESI Full ms [100.0000-1500.0000]
388.03326
Ci1sH1 02N CI F3 Na = 388.03226
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Figure S3-3. HRMS of compound 4c
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1-Acetyl-3-(3, 5-bis(trifluoromethyl)benzylidene)-6-chloroindolin-2-one (4d)
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Figure S4-2. 3C NMR spectrum (150 Hz, CDCls) of compound 4d



M34#22 RT:0.10 AV:1 NL: 153E6
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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C19H1002 N Cl Fg Na = 456.01965
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Figure S4-3. HRMS of compound 4d
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(E)1-acetyl-5-amino-3-(3-(trifluoromethyl)benzylidene)indolin-2-one (4e)
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Figure S5-2. 'H, 3C NMR spectrum (150 Hz, DMSO) of compound 4e
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M38#22 RT:0.10 AV:1 NL:5.99E7
T: FTMS + p ESI Full ms [100.0000-1500.0000]
369.08273
CigH1302 N2 F3Na = 369.08213
1.62474 ppm
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(Z)-1-acetyl-3-(3,5-bis(trifluoromethyl)benzylidene)-6-chloroindolin-2-one(4f)
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M35#25 RT:0.11 AV:1 NL: 3.18E6
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1-Acetyl-3-benzylideneindolin
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100; -2.6235 ppm

N N
o u

o

A O o0 O
o o o o u,

264.1012
C17H14 02N =264.1019
-2.7999 ppm

B R NN W WD
au O o1 O o1 O U o

o

T IRARNRARS IARANRARE RS IRARS RRAS T
250 260 270 280 290

m/z

Figure S7-3. HRMS of compound 4g

16



1-Acetyl-6-chloro-3-(3-(trifluoromethyl)benzylidene)indolin-2-one(4h)
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Figure S8-1. 'H NMR spectrum (600 Hz, CDCls) of compound 4h
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Figure S8-1. *C NMR spectrum (150 Hz, CDCls) of compound 4h
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1-Acetyl-6-chloro-3-(4-(trifluoromethyl)benzylidene)indolin-2-one(4i)
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Figure §9-2. 13C NMR spectrum (150 MHz, CDCls) of compound 4i
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1-Acetyl-3-(3-(trifluoromethyl)benzylidene)indolin-2-one(4j)
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Figure $10-1. 'H NMR spectrum (600 Hz, CDCls) of compound 4j
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1-Acetyl-6-chloro-3-(2-(trifluoromethyl)benzylidene)indolin-2-one(4k)
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Figure S11-1. 'H NMR spectrum (600 Hz, CDCls) of compound 4k
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Figure S11-2. 3C NMR spectrum (150 Hz, CDCls) of compound 4k
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1-Acetyl-6-chloro-3-(4-chloro-3-(trifluoromethyl)benzylidene)indolin-2-one(41)
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Figure S12-1. 'H, NMR spectrum (600 Hz, CDCls3) of compound 41
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1-Acetyl-6-chloro-3-(4-chloro-3-fluorobenzylidene)indolin-2-one(4m)
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Figure S13-1. 'H NMR spectrum (600 MHz CDCls) of compound 4m
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Figure 513-2. ®*C NMR spectrum (150 MHz CDCls) of compound 4m
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1-Acetyl-6-chloro-3-(2, 3-difluorobenzylidene)indolin-2-one(4n)
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Figure S14-1. 'H NMR spectrum (600 MHz, CDCl3) of compound 4n
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Figure 514-2. ®*C NMR spectrum (150 MHz, CDCls) of compound 4n
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1-Acetyl-5-chloro-3-(3-chloro-2-fluorobenzylidene)indolin-2-one(40)
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Figure §15-2. 3C NMR spectrum (150 MHz, CDCls) of compound 40
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1-Acetyl-3-(3-chloro-2-fluorobenzylidene)-6-(trifluoromethyl)indolin-2-one (4p)
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Figure S16-1. 'H NMR spectrum (600 MHz, CDCl3) of compound 4p
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Figure 516-2. *C NMR spectrum (150 MHz, CDCls) of compound 4p
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1-Acetyl-6-chloro-3-(3-chloro-2-fluorobenzylidene)indolin-2-one(4q)
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1-Acetyl-6-chloro-3-(3-methoxy-5-(trifluoromethyl)benzylidene)indolin-2-one(4r)
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1-Acetyl-6-chloro-3-(3-methoxybenzylidene)indolin-2-one(4s)
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Tert-buty-6-chloro-2-0xo-3-(3-(trifluoromethyl)benzylidene)indoline-1-carboxylate(4t)
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Figure 520-1. 'H NMR spectrum (600 MHz, CDCl3) of compound 4t

|

A
T T T T T T T
130 128 126 124 122 120 118

f1 (ppm)
I
|
|
‘; il
T T T T T T T T T T T T T
150 140 130 120 110 100 90 80 70 60 50 40 30
£1 (ppm)

Figure 520-2. *C NMR spectrum (150 MHz, CDCls3) of compound 4t
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1-Acetyl-6-chloro-3-(3-(trifluoromethoxy)benzylidene)indolin-2-one(4u)

MP. 1. fid

L 14000000
L 13000000

L 12000000

\ L 11000000
| M | | {
@ L 10000000
L 9000000
L 8000000

Cl N L 7000000

L 6000000

L 5000000

TS | —

g
T T T - T L 4000000

8.5 84 83 82 81 80 7.9 7.8 7.7 7.6 7.5 7.4 7.3 7.2 1.

£1 (ppm)

L 3000000

L 2000000

L 1000000

T

BEEEEEE &8 L. ~1000000

WP, 2. fid =2 ANXFTASBLS =% 0% ma
° AnnSgInxonAan 2
S —es S ECTFan =~ %
) Temmaadan AN =~ ©
S I R I R I i S L 6500000
L 6000000
a 2 N o~ % oo a © o —bno—tcom®n
o s Qnn =% =P i) 3 N RO q
= o RN sSg = ¢ foemaaa =
T 2 R R @ @A a & dddadaaaa s
h 2 ZSgogass oss 3 8 83xsH=an L 5500000
L 5000000
FyC,
[¢]
L 4500000
‘ O
| | L 1000000
| | /
I I 1 =
| [ Lo L 3500000
I J dod l] J LA 0
N
T A P oA e e S A N A AT By e e e e Cl | 3000000
143 142 141 140 139 138 137 136 135 134 133 132 131 130 129 128 127 126 125 124 123 122 12§
£1 (ppm) o
L 2500000
L 2000000
L 1500000
L 1000000
“ 1 “ L 500000
'l J‘ (\ L “ Lo
L -500000
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
230 220 210 200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 -10 -20 -30

£1 (ppm)

Figure 521-2. ®C NMR spectrum (150 HMz, CDCls) of compound 4u
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1-Acetyl-6-chloro-3-(pyridin-4-ylmethylene)indolin-2-one(4v)
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Figure 522-2. 3C NMR spectrum (150 MHz, CDCls) of compound 4v
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1-Acetyl-6-chloro-3-((2-(trifluoromethyl) pyridin-4-yl)methylene)indolin-2-one(4w)
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Figure 523-2. °C NMR spectrum (150 MHz, CDCl3) of compound 4w
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Tert-butyl -4-((1-acetyl-6-chloro-2-oxoindolin-3-ylidene)methyl)benzoate(4x)
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Figure 524-2. 3C NMR spectrum (150 MHz, CDCls) of compound 4x
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4-Nitro-N-(2-ox0-3-(3-(trifluoromethyl)benzylidene)indolin-5-yl)benzenesulfonamide
(9d)
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Figure 525-1. 'H NMR spectrum (600 Hz, Acetone ) of compound 9d
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Figure 525-2. ®*C NMR spectrum (150 Hz, Acetone ) of compound 9d
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nitro-N-(2-ox0-3-(3-(trifluoromethyl)benzylidene)indolin-5-yl)benzenesulfonamide(9a)
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Figure §26-2. 3C NMR spectrum (150 Hz, CDsOD) of compound 9a
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2,4-Difluoro-N-(2-0x0-3-(3-(trifluoromethyl)benzylidene)indolin-5-yl)benzenesulfona

mide (9b)
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Figure S§27-2. 3C NMR spectrum (150 Hz, CD3OD) of compound 9b
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N-(2-0x0-3-(3-(trifluoromethyl)benzylidene)indolin-5-yl)ethanesulfonamide (9¢)
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Figure 528-1. 'H NMR spectrum (600 MHz, CDsOCDs3)
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Figure 528-2.°C NMR spectrum (150 MHz, CD30CD3) of compound 9c
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3-1-A#23 RT: 0.10 AV:1 NL:6.18E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]

419.06436
C1sH1s03N2F3NaS=419.06477
-0.97187 ppm
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Figure $28-3. HRMS of compound 9c

m/z

58



N-(2-ox0-3-(3-(trifluoromethyl)benzylidene)indolin-5-yl)-1-phenylmethanesulfonamide
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Figure 529-1. 'H NMR spectrum (600 Hz, CDCls) of compound 9e
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Figure S29-2. 3C NMR spectrum (150 Hz, CDCls) of compound 9e
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4-1-1#22 RT:0.10 AV:1 NL: 1.47E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]

481.08014
CsH1703N2F3Nas=481.08042
-0.58150 ppm

0
\
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TZ

Figure 529-2. HRMS of compound 9e
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(Z)-4-methyl-N-(2-ox0-3-(3-(trifluoromethyl)benzylidene)indolin-5-yl)benzenesulfona
mide (9f)
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Figure S30-2. ®*C NMR spectrum (150 Hz, CD30CDs3) of compound 9f
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45-1#23 RT:0.10 AV:1 NL:3.71E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]

481.08047
C23H1703N2F3Na S =481.08042
0.11629 ppm

O:w\:O
rdes)

T T
400 500 600 700

Figure S30-2. HRMS of compound 9f
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(E)-4-methyl-N-(2-0x0-3-(3-(trifluoromethyl)benzylidene)indolin-5-yl)benz-enesulfona
mide (9g).
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Figure S31-2. 3C NMR spectrum (150 Hz, DMSO) of compound 9g
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45-2#21 RT:0.09 AV:1 NL:2.71E8
T: FTMS + p ESI Full ms [100.0000-1500.0000]
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Figure S31-2. HRMS of compound 9g



5-((3,5-bis(trifluoromethyl)benzylidene)amino)indolin-2-one (9i)
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Figure S32-1. 'H NMR spectrum (600 Hz, CDsOD) of compound 9
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Figure $32-2. ®C NMR spectrum (150 MHz, CD30D) of compound 9h
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MY1#25 RT:0.11 AV:1 NL: 6.51E6
T: FTMS + p ESI Full ms [100.0000-1500.0000]
327.07193
Ci6H11 O N2 F3Na=327.07157
1.10404 ppm
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Figure $32-3. HRMS of compound 9h
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5-((3,5-bis(trifluoromethyl)benzylidene)amino)indolin-2-one (9i)
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Figure S33-1. 'H NMR spectrum (600 Hz, DMSO) of compound 9i

MY2-1212. 2. fid

176.87

L 7000000

36.28

L 6500000

176.87
154.87

5=
Id
)

N

—139.10
2247
—117.95
109.88

L 6000000

L 5500000
FaC

~ N L 5000000
N
H - 1000000

L 3500000

a I b d b

L 3000000

T
175 170 165 160 155 150 145 140 135 130 125 120 115 110 105
£1 (ppm) | 2500000

L 2000000
L 1500000
L 1000000

L 500000

L ~500000

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
£1 (ppm)

Figure S33-2.3C NMR spectrum (150 Hz, DMSO) of compound 9i
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MY2#24 RT:0.10 AV:1 NL: 3.75E5
T: FTMS + p ESI Full ms [100.0000-1500.0000]
395.05930
C17H100 N2 Fg Na = 395.05895
0.86634 ppm
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Figure S33-3. HRMS of compound 9i
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