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1. General Comments:
All reactions were carried out under atmospheric pressure using reaction tubes. Column

chromatography was performed using Rankem Silica gel (100-200 mesh) and the solvent
system used unless otherwise specified, was ethyl acetate-hexane with various percentage of
polarity depending on the nature of the substrate. All chemicals and acids were purchased from
either AVRA chemicals or Spectrochem and used as received. a-Amino carbonyl derivatives

2 were synthesized employing the literature procedure.!

NMR data were recorded on a Bruker (400 MHz and 500 MHz) spectrometer. 'H and '3C NMR
spectra were referenced to signals of deutero solvents and residual protiated solvents,
respectively. Infrared spectra were recorded on a Thermo Nicolet iS10 FT and Jasco ATR-IR
spectrometer. HRMS were recorded by electrospray ionization (ESI) method on a Q-TOF
Micro with lock spray source. The crystal data was collected and integrated using a BrukerAxs

kappa apex2 CCD diffractometer, with graphite monochromated Mo-Ka radiation.



3. Synthesis of a-hydroxy dimethoxy acetal:

Approach 1:
e} MeO OMe
l,, KOH )Q(R-
R' e
HJ\/ MeOH, rt, 3 h H 1§

A solution of KOH (2.0 g, 35.82 mmol, 2.4 equiv) in 15 mL of MeOH was cooled to 0-5 °C.
Then, the corresponding ketone (14.92 mmol, 1 equiv) was added dropwise. The reaction
mixture was stirred for 10 minutes, then > (4.1 g, 16.41 mmol, 1.1 equiv) in MeOH (10 mL)
was slowly added to the reaction mixture and stirred for 3 h at the same temperature. After
completion of the reaction, it was quenched with saturated solution of Na»S>0O3 and extracted
with EtOAc. The combined organic layer was dried over anhydrous Na;SO4 and the solvent
was evaporated under reduced pressure. The crude product was suitable for further use or can
be purified by column chromatography. Below derivatives were synthesized using this
approach in one step from aliphatic aldehydes. a-Hydroxy dimethoxy acetal derivatives 1 were

also synthesized from the corresponding phenyl acetaldehydes in one step. 3

___________________________________________

___________________________________________

Approach 2:%°

Few of the a-hydroxy dimethoxy acetal derivatives were synthesized by following this

alternative approach from acetophenone derivatives.

Q Q o HC(OMe);, PTSA oH o
Dioxane/H,0 (10:1) CH,Cly, 2 h ©
Se0,, 100 °C, 12 h H NaBH, EOH OMe

1h
rt, 1

In an oven-dried 50 mL round bottom flask equipped with a reflux condenser, SeO» (2 g, 18.33
mmol, 1.1 equiv) was added followed by 10 mL of Dioxane/H20 (10:1) was introduced. After
refluxing the reaction mixture for 15 min at 100 °C, the reaction mixture was cooled down to
50 °C then the corresponding acetophenone derivative (16.66 mmol, 1 equiv) was added
dropwise. Subsequently, the temperature was increased to 100 °C and the stirring was

continued at the same temperature for 12 h. Then the reaction mixture was cooled down to



room temperature and filtered through a silica-gel bed. The filtrate was dried over Na>xSO4 and
concentrated under reduced pressure. The crude product was used for subsequent step without

any further purification.

The resultant aryl glyoxal monohydrate (16.64 mmol, 1 equiv) was taken in a 100 mL round
bottom flask and dissolved in 30 mL of DCM followed by PTSA (950 mg, 4.99 mmol, 0.3
equiv) and trimethylorthoformate (5.3 g, 49.92 mmol, 3 equiv) were added to the solution
dropwise at room temperature. The stirring was continued at the same temperature for 2 h.
After the reaction was complete, as indicated by TLC, stirring was stopped and was washed
with water. The organic layer was then concentrated under reduced pressure to give a,a-
dimethoxy methyl aryl ketone. The crude product was then subjected to the next step without

further purification.

o,a-dimethoxymethyl aryl ketone (16.50 mmol, 1 equiv) was taken in a 100 mL round bottom
flask and 30 mL of EtOH was added. The solution was cooled to 0 °C and NaBH4 (1.25 g, 33
mmol, 2 equiv) was added portion wise. The reaction was then allowed to warm to room
temperature and stirring was continued for 1 h. After the completion of reaction, as indicated
by TLC (KMnO4 was used for product confirmation), it was quenched with the addition of
saturated solution of NH4Cl. The reaction mixture was extracted with DCM and then the
organic layer was collected and dried over NaxSO4. The solvent was removed under reduced
pressure and the crude residue was then further purified by column chromatography over silica-

gel to afford the expected products in good over three steps.

3.1: Properties of synthesized compounds 1:
2,2-Dimethoxy-1-phenylethan-1-ol (1a)

Yield: 64% (1.94 g); viscous liquid; R;=0.3 in 20% EtOAc; IR (Vmax, cm™'): 3445, 2899, 2831,
OH o | 1452 1194, 1061, 972,755, 699, 'H NMR (400 MHz, CDCls, 24 °C): 6
©)\( 7.40 (d, J = 8.0 Hz, 2H), 7.34 (t, J = 7.6 Hz, 2H), 7.29 (d, J = 7.2 Hz,
° 1H), 4.60 (d, J= 6.4 Hz, 1H), 4.28 (d, J= 6.4 Hz, 1H), 3.45 (s, 3H), 3.40

(s, 1H), 3.24 (s, 3H).3C{'H} NMR (100 MHz, CDCls, 24 °C): 6 139.5, 128.2, 127.9, 127.1,

107.6, 74.0, 55.9, 54.9.; HRMS (ESI/Q-TOF) m/z: [M + Na] * Caled for CioH14O3+Na:
205.0841; found: 205.0831.




2,2-Dimethoxy-1-(4-methoxyphenyl)ethan-1-ol (1b)
Yield: 66% (2.33 g); viscous liquid; R/= 0.2 in 20% EtOAc; IR (Vmax, cm): 3461, 2943, 2832,
OH 1609, 1510, 1245, 1028, 830, 755. 'H NMR (400 MHz, CDCl3, 24
/@A(OMG °C): 0 7.32 (d, J= 8.6 Hz, 2H), 6.88 (d, J = 8.6 Hz, 2H), 4.55 (d,
MeO oMe J=6.4 Hz, 1H), 4.26 (d, J = 6.6 Hz, 1H), 3.79 (s, 3H), 3.46 (s,
3H), 3.25 (s, 3H), 2.74 (s, 1H). *C{'H} NMR (100 MHz, CDCl3, 24 °C): 6 159.3, 131.6, 128.3,

113.7, 107.8, 73.6, 55.9, 55.2, 54.9.; HRMS (ESI/Q-TOF) m/z: [M + Na] * Calcd for
C11H1604+Na: 235.0946; found: 235.0938.

2,2-Dimethoxy-1-(4-nitrophenyl)ethan-1-ol (1¢)
Yield: 50% (1.89 g); Solid; m.p. 65- 67 °C; R;=0.2 in 20% EtOAc;
OH IR (Vinax, cm!): 3422, 2943, 1602, 1518, 1343, 1073, 856, 754, 711.
/@2\( M NMR (400 MHz, CDCls, 24 °C): 6 8.21 (d, J = 8.0 Hz, 2H),
O2N oMe 7.61 (d, J = 8.0 Hz, 2H), 4.73 (d, J = 6.3 Hz, 1H), 4.25 (d, J= 6.3
Hz, 1H), 3.49 (s, 3H), 3.32 (s, 3H), 2.84 (s, 1H). *C{'H} NMR (100 MHz, CDCls, 24 °C): ¢

147.7,146.8,128.0, 123.4, 107.2, 73.2, 56.5, 55.1.; HRMS (ES/Q-TOF) m/z: [M + Na] * Calcd
for C1oHi3NOs+Na: 250.0691; found: 239.0684.

2,2-Dimethoxy-1-(2-methoxyphenyl)ethan-1-ol (1d)

Yield: 75% (2.64 g); viscous liquid; R;=0.2 in 20% EtOAc; IR (Vmax, cm!): 3475, 2941, 1240,

OMe OH 1057, 974, 754. 'H NMR (400 MHz, CDCls, 24 °C): § 7.39 (d, J = 7.4

OMe | 11, 1H),7.28-7.24 (m, 1H), 6.97 (t, J= 7.4 Hz, 1H), 6.88 (d, J= 8.2 Hz,

OMe 1H), 5.00 (s, 1H), 4.52 (d, J= 5.2 Hz, 1H), 3.84 (s, 3H), 3.40 (s, 3H), 3.32

(s, 3H), 2.94 (s, 1H). 3C{!H} NMR (100 MHz, CDCl3, 24 °C): 6 156.9, 128.9, 128.3, 127.9,

120.8, 110.6, 105.9, 70.0, 55.5, 55.2, 55.0.; HRMS (ESI/Q-TOF) m/z: [M + Na] * Caled for
C11H1604+Na: 235.0946; found: 235.0947.

1-(Furan-2-yl)-2,2-dimethoxyethan-1-ol (1e):
Yield: 62% (1.77 g); viscous liquid; Ry=0.3 in 20% EtOAc; IR (Vinax, cm’
OH 1): 3441, 2940, 2833, 1126, 1064, 970, 745. '"H NMR (500 MHz, CDCls,
24 °C): 0 7.39 (d, J = 0.9 Hz, 1H), 6.35-6.34 (m, 2H), 4.65 (d, J = 6.3
Hz, 1H), 4.56 (dd, J = 6.3, 1.5 Hz, 1H), 3.47 (d, J = 1.8 Hz, 3H), 3.33
(d, J = 1.8 Hz, 3H), 2.74 (d, J = 1.2 Hz, 1H). BC{'H} NMR (125 MHz, CDCls, 24 °C): ¢

0]
\ I OMe




152.5,142.4,110.4,108.3, 105.2, 68.0, 55.5, 55.1.; HRMS (ESI/Q-TOF) m/z: [M + Na] * Calcd
for CsHi204+Na: 195.0633; found: 195.0629.

1-(4-Fluorophenyl)-2,2-dimethoxyethan-1-o0l(1f):
Yield: 52% (1.73 g); viscous liquid; Rr=0.3 in 20% EtOAc; IR (Vmax,

o OMe cm): 3453, 2941, 1509, 1221, 1065, 973, 835, 754. 'H NMR (400

mﬂe MHz, CDCl3, 24 °C): 0 7.39- 7.35 (m, 2H), 7.02 (t, J = 8.7 Hz, 2H),

F 4.57 (d,J=6.3 Hz, 1H), 4.22 (d, J = 6.5 Hz, 1H), 3.45 (s, 3H), 3.25

(s, 3H), 2.86 (s, 1H). BC{!H} NMR (100 MHz, CDCl3, 24 °C): § 163.7, 161.3, 135.3, 135.2,

128.8,128.7,115.2,115.0,107.7,73.4, 56.1, 55.0.; HRMS (ESI/Q-TOF) m/z: [M + Na] * Calcd
for CioHi3FO3+Na: 223.0746; found: 223.0739.

2,2-Dimethoxy-1-(4-(trifluoromethyl)phenyl)ethan-1-ol (1g):
Yield: 65% (2.70 g); viscous liquid; Rs=0.3 in 20% EtOAc; IR (Viax,
oH OMe cm!): 3452, 2944, 1322, 1117, 1059, 974, 839, 756. 'H NMR (400
mﬂe MHz, CDCl;, 24 °C): 6 7.60 (d, J= 8.2 Hz, 2H), 7.54 (d, /= 8.0 Hz,
FsC 2H), 4.67 (d, J= 6.2 Hz, 1H), 4.25 (d, J= 6.3 Hz, 1H), 3.47 (s, 3H),
3.29 (s, 3H), 2.91 (s, 1H). BC{'H} NMR (100 MHz, CDCl;3, 24 °C): ¢ 143.5, 127.5, 125.22,

125.18, 125.14, 125.11, 107.4, 73.4, 56.3, 55.0.; HRMS (ESI/Q-TOF) m/z: [M + Na] * Calcd
for C11Hi13F303+Na: 273.0714; found: 273.0704.

4: Properties of synthesized compounds 2:

1-(2-Aminophenyl)-2-methylpropan-1-one (2b):
Yield: 85% (0.35 g); viscous liquid; Ry= 0.5 in 5% EtOAc; IR (Vmax, cm™'): 3463, 3341, 2971,
0 1640, 1578, 1217, 1153, 970, 748. 'H NMR (400 MHz, CDCl;3, 24 °C): §
7.76 (d, J = 8.1 Hz, 1H), 7.26-7.23 (m, 1H), 6.66- 6.63 (m, 2H), 6.27 (s,1.6
NH, H), 3.59 (m, 1H), 1.20 (d,J= 6.7 Hz, 6H). 1*C{'H} NMR (100 MHz, CDCls,
24 °C): 6 207.1, 151.0, 134.1, 131.1, 117.6, 117.0, 115.8, 35.3, 19.7.; HRMS (ESI/Q-TOF)
m/z: [M + Na] * Calcd for CioHi3NO+Na: 186.0895; found: 186.0884.



(2-Aminophenyl)(cyclopentyl)methanone(2d):

Yield: 14% (68 mg); viscous liquid; Ry= 0.5 in 5% EtOAc; IR (Vmax, cm'): 3465, 3341, 2949,
1639, 1571, 1213, 1156, 748. '"H NMR (400 MHz, CDCls, 24 °C): § 7.77
(d, J= 8.1 Hz, 1H), 7.23 (t, J = 7.5Hz, 1H), 6.65- 6.62 (m, 2H), 6.27 (s,
2H), 3.74-3.66 (m, 1H), 1.92- 1.87 (m, 4H), 1.75- 1.60 (m, 4H). BC{'H}
NMR (100 MHz, CDCl3, 24 °C): 6 205.5, 150.7, 133.9,131.4,117.8, 117 .4,
115.7, 46.7, 30.4, 26.3.; HRMS (ESI/Q-TOF) m/z: [M + Na]* Calcd for Ci2HisNO+Na:

0O

: :NH2

212.1051; found: 212.1045.

Optimization: Synthesis of 3a from 1a and 2a

OH

“ O

©)\(OMG O\)LME 1N HCI, solvent N\

OMe * NH, heat, time - O NGRS
1a 2a H
Entry | Acids (equiv) | Temp (°C) Solvent Yield (%)

1 - rt EtOH -
2 AcOH (1) rt EtOH -
3 PTSA (1) rt EtOH -
4 IN HCI1 (2) rt EtOH 34
5 IN HCI (2) 60 EtOH 50
6 IN HCI (2) 80 EtOH 83
7 IN HCI (2) 90 EtOH 84
8 IN HCI1 (2) 90 Dioxane 90
9 IN HCI(2) 90 CH3CN 87
10 1IN HCI (2) 100 Dioxane 94
11 IN HCI1 (2) 120 Dioxane 93
12 Conc. HCI (2) 120 Toluene 65
132 Conc. HCI (2) 120 Toluene 76
14° Conc. HCI (2) 120 Toluene 79
15¢ Conc. HCI (2) 120 Toluene 74
16 Conc. HCI (2) 90 Toluene 29




17 | Conc. HCI(2) 130 DMF 57
18 H2S04 (2) 80 EtOH 35
19 PTSA (1) 80 EtOH 60
20 | Conc. HCI(2) 70 MeOH 36
21 IN HCI (2) 90 H,0 66

Reaction conditions: 1a (0.23 mmol, 1 equiv), 2a (0.23 mmol, 1 equiv), acid (equiv), solvent
(3 mL for 0.23 mmol), temp, 18 h. Additive: * BF3.Et;O (0.5 equiv), ® FeCls (0.5 equiv), ¢ ZnCl,
(0.5 equiv).

5. General procedure for synthesis of 2-acyl indole derivatives 3

o ()
OMe N\
. R4y 1N HCI, Solvent‘
OMe heat, time H 0]
1 2

3

In an oven dried 20 mL reaction tube, compound 1 (0.23 mmol, 1 equiv), and a-aminocarbonyl
derivative 2 (0.23 mmol, 1 equiv) were taken in dioxane solvent (3 mL) and 0.5 mL of 1N HCI
(2 equiv) was added. The reaction tube was sealed and kept in a pre-heated oil bath at 100 °C
and stirred at the same temperature for 18 h. After consumption of starting material as indicated
by TLC, reaction mixture was cooled down to room temperature and extracted with DCM. The
organic layer was dried over Na;SO4 and evaporated in rotary evaporator. The crude product
was then further purified by column chromatography using ethyl acetate: hexane (1:9) as an

eluting solvent to afford the 2-acylindole 3 in good to excellent yields.

5.1. Synthesis of compound 3¢

OH NH, O Q
OMe
. H 1N HCI, CH,CN O A
OMe 90 °C, 24 h S
H

1a 2c

3c



In an oven dried reaction tube, compound 2¢ (50 mg, 0.41 mmol, 1 equiv) was taken in 3 mL
of acetonitrile and 1a (76 mg, 0.41 mmol, 1 equiv) was added. To the reaction mixture, 0.5 mL
of IN HCI (2 equiv) was added and the reaction tube was sealed and kept in a pre-heated oil
bath at 90 °C and was stirred for 24 h at the same temperature. After the reaction was completed,
as indicated by TLC, it was cooled down to room temperature and extracted with DCM. The
organic layer was then dried over NaxSO4 and evaporated under reduced pressure. The crude
residue was then purified by column chromatography to afford the product 3¢ in 72% (65 mg)
yield.
5.2. Properties of synthesized 2-acyl indoles:
(3-Methyl-1H-indol-2-yl)(phenyl)methanone (3a):
Yield: 87% (47 mg); White solid; m.p. 105-107 °C; Ry=0.5 in 15% EtOAc; IR (Vmax, cml):
Ve Q 3311, 3054, 1607, 1435, 1266, 945, 742, 690. 'H NMR (400 MHz,

{ CDCls, 24 °C): 6 8.84 (s, 1H), 7.77 (d, J= 7.1 Hz, 2H), 7.68 (d, J =
O N b 8.2 Hz, 1H), 7.59 (t, J = 7.1 Hz, 1H), 7.51 (t, J = 7.6 Hz, 2H), 7.41-

7.35 (m, 2H), 7.16 (t,J=7.2 Hz, 1H), 2.27 (s, 3H).1*C{'H} NMR (100
MHz, CDCls, 24 °C): 6 189.5, 139.5, 136.7, 132.0, 131.7, 129.0, 128.9, 128.5, 126.6, 121.3,
120.6, 120.2, 112.0, 11.3.; HRMS (ESI/Q-TOF) m/z: [M + Na] " Calcd for CisH13NO+Na:
258.0895; found: 258.0877.

(3-Isopropyl-1H-indol-2-yl)(phenyl)methanone (3b):

Yield: 84% (51 mg); Solid; m.p. 75-77 °C; Ry= 0.5 in 15% EtOAc; IR (Vmax, cm™): 3335, 2969,
Me Me 1618, 1524, 1322, 1256, 734, 702. '"H NMR (400 MHz, CDCls, 24 °C): 6

Ph| 891 (s, 1H), 7.92 (d, J= 8.8 Hz, 1H), 7.81 (d, J= 7.1 Hz, 2H), 7.60 (t, J

=7.1 Hz, 1H), 7.51 (t,J=7.2 Hz, 2H), 7.41 (d, /= 8.2 Hz, 1H), 7.33 (t,J
=7.7Hz, 1H), 7.13 (t, /= 8.0 Hz, 1H), 3.27 (m, 1H), 1.41 (d, J="7.1 Hz,
6H).3C{'H} NMR (100 MHz, CDCls, 24 °C): § 189.9, 139.7, 137.3, 132.3, 131.0, 130.3,
128.9, 128.4, 126.5, 125.8, 123.5, 119.8, 112.4, 26.3, 23.0.; HRMS (ESI/Q-TOF) m/z: [M +

Na]* Calcd for CisHi7NO+Na: 286.1208; found: 286.1193

N 6]
H




(1H-Indol-2-yl)(phenyl)methanone (3¢):

Yield: 72% (65 mg); White Solid; m.p. 130-132 °C; Rr=0.5 in 15% EtOAc; IR (Vmax, cml):

3313, 2920, 1619, 1516, 1261, 735, 684. '"H NMR (400 MHz, CDCls,

O \ O 24 °C): 6 947 (s, 1H), 8.00 (d, J = 7.8 Hz, 2H), 7.72 (d, J = 8.0 Hz,

1H), 7.63 (t, J = 7.5 Hz, 1H), 7.56- 7.48 (m, 3H), 7.38 (t, J = 7.8 Hz,

1H), 7.19-7.15 (m, 2H). *C{'H} NMR (100 MHz, CDCls, 24 °C): §

187.3, 138.1, 137.6, 134.4, 132.4, 129.3, 128.6, 127.8, 126.6, 123.3, 121.1, 112.9, 112.3,;
HRMS (ESI/Q-TOF) m/z: [M + Na] * Calcd for C1sH1i1NO+Na: 244.0738; found: 244.0725.

N @)
H

(3-Cyclopentyl-1H-indol-2-yl)(phenyl)methanone (3d):

Yield: 86% (57 mg); Solid; Melting point; 105-107 °C; Ry= 0.5 in 15% EtOAc; IR (Vmax, cm
1): 3330, 2950, 2868, 1613, 1523, 1324, 1252, 733, 695. 'H NMR (400
MHz, CDCl3, 24 °C): 6 8.72 (s, 1H), 7.80 (d, J= 7.8 Hz, 3H), 7.59 (t, J
— 7.2 Hz, 1H), 7.50 (t, J = 7.7 Hz, 2H), 7.41 (d, J = 8.1 Hz, 1 H), 7.33
(t,J = 8.1 Hz, 1H), 7.10 (t, J = 7.9 Hz, 1H), 3.24-3.15 (m, 1 H), 2.08-
1.99 (m, 2H), 1.91- 1.89 (m, 4H), 1.56-1.54 (m, 2H). '*C{'H} NMR (100 MHz, CDCls, 24 °C):
0189.9,139.7,137.3,132.3,131.4,129.1, 128.8, 128.4,126 .4, 125.9, 123.0, 119.8, 112.4, 37.5,
33.7, 26.8.; HRMS (ESI/Q-TOF) m/z: [M + Na] * Calcd for C20Hi9NO+Na: 312.1364; found:
312.1352.

(E)-Phenyl(3-styryl-1H-indol-2-yl)methanone (3e):

Yield: 71% (52 mg); Solid; m.p. 150-152 °C; R;=0.45 in 15% EtOAc; IR (Vmax, cm™'): 3313,
Ph ) 3056, 1611, 1501, 1330, 1252, 736, 695. 'H NMR (400 MHz, CDCl,
\ Q 24°C): §9.22 (s, 1H), 8.11 (d, J= 8.3 Hz, 1H), 7.83 (d, J= 7.0 Hz, 2H),
A\
N
H

7.60 (t, J = 7.5 Hz, 1H), 7.51- 7.38 (m, 4H), 7.28-7.24 (m, 3H), 7.22-
o 7.08 (m, 5H). 3C{'H} NMR (100 MHz, CDCl;, 24 °C): 5 188.9, 139.3,

’ 137.7, 137.2, 132.3, 132.0, 131.2, 129.5, 128.7, 128.6, 127.6, 126.8,
126.2, 123.0, 121.9, 121.5, 112.4.; HRMS (ESI/Q-TOF) m/z: [M + Na] * Calcd for
Ca3H17NO+Na: 346.1208; found: 346.1188.
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Phenyl(3-phenyl-1H-indol-2-yl)methanone (3f):

Yield: 96% (65 mg); Solid; m.p. 170-172 °C; Ry=0.5 in 15% EtOAc; IR (Vmax, cm!): 3312,
3057, 1610, 1333, 1262, 743, 685. '"H NMR (400 MHz, CDCl3, 24 °C):
0933 (s, 1H), 7.65 (d, J = 8.3 Hz, 1H), 7.46 — 7.42 (m, 3H), 7.33 (t, J
= 7.7 Hz, 1H), 7.20-7.16 (m, 1H), 7.12- 7.09 (m, 3H), 7.05- 7.04 (m,
3H), 6.99 (t, J="7.5 Hz, 2H). *C {'H} NMR (100 MHz, CDCls, 24 °C):
0 189.6, 137.5, 136.4, 133.7, 131.7, 130.8, 129.5, 127.9, 127.6, 127.5,
126.8, 126.6, 125.3, 122.1, 121.1, 112.0.; HRMS (ESI/Q-TOF) m/z: [M + Na] * Calcd for
C21H1sNO+Na: 320.1051; found: 320.1032

(3-(4-Bromophenyl)-1H-indol-2-yl)(phenyl)methanone (3g):

Yield: 96% (83 mg); Solid; m.p. 150-152 °C; Ry=0.5 in 15% EtOAc; IR (Vmax, cm!): 3335,

( N

Br 2927, 1630, 805, 729, 696. "H NMR (400 MHz, CDCls, 24 °C): 5 9.39
O (s, 1H), 7.68 (d, J = 8.0 Hz, 1H), 7.52 (d, J = 6.8 Hz, 3H), 7.43 (t, J =
O 7.2 Hz, 1H), 7.35 (t, J = 7.6 Hz, 1H), 7.27 (d, J = 2.9 Hz, 1H), 7.21 (t,

O \ J =172 Hz, 1H), 7.13 (t, J = 7.8 Hz, 2H). 7.06 (d, J = 8.2 Hz, 2H).
\ N O | C{'H} NMR (100 MHz, CDCls, 24 °C): 6 189.4, 137.5, 136.4, 132.8,

132.4, 132.0, 131.2, 131.0, 129.5, 127.8, 127.5, 126.8, 123.9, 121.8, 121.5, 121.1, 112.2;
HRMS (ESI/Q-TOF) m/z: [M + H] * Calcd for C21H14BrNO+H:376.0337; found: 376.0309

Phenyl(3-(thiophen-2-yl)-1H-indol-2-yl)methanone (3h):

Yield: 81% (57 mg); Solid; m.p. 135- 137 °C; Ry= 0.5 in 15% EtOAc; IR (Vmax, cm™!): 3293,
) 3054, 1617, 1323, 1250, 1000, 730, 655. 'H NMR (500 MHz, CDCls,
24 °C): 09.57 (s, 1H), 7.93 (d, /= 8.0 Hz, 1H), 7.73-7.71 (m, 2H), 7.57
(dd, /= 8.3, 0.8 Hz, 1H), 7.48 (td, J = 8.2, 0.9 Hz, 1H), 7.44-7.40 (m,
1H), 7.32-7.24 (m, 4H), 6.87-6.85 (m, 1H), 6.83 (dd, /= 3.4, 1.1 Hz,
1H). BC{'H} NMR (125 MHz, CDCls, 24 °C): J 189.4, 137.7, 136.3, 134.6, 132.0, 131.6,
129.3, 128.9, 128.0, 127.8, 127.1, 126.8, 126.5, 122.3, 121.5, 117.2, 112.1; HRMS (ESI/Q-
TOF) m/z: [M + Na] " Calcd for C19H13NOS+Na: 326.0616; found: 326.0598.
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(6-Methyl-3-phenyl-1H-indol-2-yl)(phenyl)methanone (3i):

Yield: 84% (60 mg); Solid; m.p. 160-162 °C; R;=0.5 in 15% EtOAc; IR (Vimax, cm): 3308,
( 2923, 1607, 1258, 734, 688. 'H NMR (500 MHz, CDCl, 24 °C):
69.37 (s, 1H), 7.60 (d, J = 8.2 Hz, 1H), 7.52 (dd, J= 8.1, 1.1 Hz,
2H), 7.28 (s, 1H), 7.26-7.23 (m, 1H), 7.19-7.17 (m, 2H), 7.13-7.11
(m, 3H), 7.06 (t, J = 8.0 Hz, 2H), 7.02 (d, J = 8.0 Hz, 1H), 2.51 (s,
3H). BC{'H} NMR (125 MHz, CDCls, 24 °C): J 189.5, 137.8,
137.1,137.0, 134.0, 131.6, 130.9, 130.6, 129.5, 127.9, 127.6, 126.8, 125.8, 125.7, 123.4, 121.9,
111.6, 22.1.; HRMS (ESI/Q-TOF) m/z: [M + H] * Calcd for CooHsNO-+H: 312.1388; found
312.1374.

(5-Chloro-3-phenyl-1H-indol-2-yl)(phenyl)methanone (3j):

Yield: 93% (71 mg); Solid; m.p. 150-152 °C; Ry=0.5 in 15% EtOAc; IR (Vmax, cm™): 3305,
( 2922, 1625, 1255, 798, 732, 692. 'H NMR (400 MHz, CDCl3, 24
°C): 0 9.47 (s, IH), 7.68 (s, 1H), 7.51 (d, J= 7.6 Hz, 2H), 7.44 (d,
J=28.8 Hz, 1H), 7.35 (dd, /= 8.8, 1.9 Hz, 1H), 7.27(d, J= 7.7 Hz,
1H), 7.16-7.12 (m, 5H), 7.07 (t, J = 7.5 Hz, 2H). *C{'H} NMR
(100 MHz, CDCl3, 24 °C):  189.5, 137.2, 134.7, 133.2, 132.0,
131.9, 130.8, 129.6, 128.7, 128.2, 127.7, 127.2, 127.1, 127.0, 124.7, 121.4, 113.3.; HRMS
(ESI/Q-TOF) m/z: [M + H] " Calcd for C21H14CINO+H: 332.0842; found 332.0822.

Cl

(3,5-Diphenyl-1H-indol-2-yl)(phenyl)methanone (3k):

Yield: 85% (73 mg); Solid; m.p. 180-182 °C; R;=0.5 in 15% EtOAc; IR (Vmax, cm™"): 3308,
( 3017, 1709, 1357, 1223, 743, 695. 'H NMR (400 MHz, CDCls,
24 °C): 6 9.56 (s, 1H), 7.91 (s, 1H), 7.68 (d, J = 8.6 Hz, 1H),
7.62-7.54 (m, SH), 7.43 (t, J = 7.4 Hz, 2H), 7.34- 7.27 (m, 2H),
\ N O ] 7.26-7.22(m, 2H), 7.15- 7.14 (m, 3H), 7.08 (1, /= 7.4 Hz, 2H).
13C{'H} NMR (100 MHz, CDCls, 24 °C):  189.6, 141.9, 137.6, 136.0, 134.9, 133.7, 131.8,
131.6, 131.0, 129.6, 128.8, 128.2, 128.1, 127.6, 127.4, 127.0, 126.8, 126.7, 125.7, 120.3,
112.4.; HRMS (ESI/Q-TOF) m/z: [M + H] * Caled for CosHioNO+H: 374.1545; found
374.1525.
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Phenyl(3-phenyl-5-(pyren-1-yl)-1H-indol-2-yl)methanone (31):

Yield: 96% (110 mg); Solid; m.p. 235- 237 °C; Rs=0.5 in 15% EtOAc; IR (Vmax, cm™): 3318,

“l on Q 3046, 1617, 1265, 753, 697. 'H NMR (400 MHz,
OO O S CDCls, 24 °C): 6 9.46 (s, 1H), 8.19- 8.14 (m, 4H), 8.08
N (s, 2H), 8.01 (d, J= 8.1 Hz, 3H), 7.96 (s, 1H), 7.69 (s,

2 2H),7.57 (d,J=7.2 Hz, 2H), 7.29- 7.23 (m, 3H), 7.10-
7.07 (m, SH). 3C{'H} NMR (100 MHz, CDCL, 24 °C): § 189.6, 138.3, 137.5, 135.8, 134.5,
133.6,131.9,131.6, 131.1, 131.0, 130.5, 129.8, 129.6, 128.8, 128.1, 127.7, 127.5, 127.4, 127.0,

126.1,125.6,125.5,125.2,125.1, 125.0, 124.8, 124.6, 123.7, 111.8.; HRMS (ESI/Q-TOF) m/z:
[M + Na] * Calcd for C37H23NO+Na:520.1677; found 520.1643.

Phenyl(3-phenyl-5-(pyridin-3-yl)-1H-indol-2-yl)methanone (3m):

Yield: 80% (69 mg); Solid; m.p. 210- 212 °C; R;=0.2 in 15% EtOAc; IR (Vmax, cm’'): 3056,
2926, 1700, 1628, 1267, 744, 701. 'H NMR (400 MHz, CDCl;,
24 °C): 6 9.69 (s, 1H), 8.87 (s, 1H), 8.56 (s, 1H), 7.89 (d, J =
7.7 Hz, 2H), 7.63 (s, 2H), 7.54 (d, J= 7.7 Hz, 2H), 7.35 (d, J =
\ | 3.8 Hz, 1H),7.25-7.21 (m, 3H), 7.15 (s, 3H), 7.08 (t, /= 6.5 Hz,
2H). BC{'H} NMR (100 MHz, CDCL, 24 °C): § 189.6, 148.4, 147.9, 137.4, 136.2, 134.6,
133.5,131.9, 131.8, 131.2, 130.9, 129.6, 128.4, 128.3, 128.2, 127.7, 127.1, 126.2, 125.5, 123.6,
120.7, 112.9.; HRMS (ESI/Q-TOF) m/z: [M + H]* Calcd for Ca6H1sN20+H:375.1497; found
375.1491.

(1-Methyl-3-phenyl-1H-indol-2-yl)(phenyl)methanone(3n):

Yield: 87% (63 mg); viscous liquid; R;=0.7 in 15% EtOAc; IR (Vmax, cm™'): 3056, 2941, 1634,
( )
O 1251, 950, 730, 694. 'H NMR (400 MHz, CDCls, 24 °C): § 7.78 (d, J

= 8.1 Hz, 1H), 7.70-7.67 (m, 2H), 7.50-7.42 (m, 2H), 7.31-7.20 (m,

4H), 7.14 (t,J = 7.3 Hz, 4H), 7.08-7.05 (m, 1H), 3.97 (s, 3H). '3C{'H}
\ NMR (100 MHz, CDCls, 24 °C): 6 190.7, 138.7, 138.2, 134.0, 133.0,
132.6, 130.5, 130.2, 128.1, 127.9, 126.6, 125.9, 125.3, 123.6, 121.5,
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121.0, 110.3, 31.7; HRMS (ESI/Q-TOF) m/z: [M + H]* Caled for CoaHi7NO+H: 312.1388;
found 312.1371.

(1-Allyl-3-phenyl-1H-indol-2-yl)(phenyl)methanone (30):

Yield: 51% (40 mg); viscous liquid; R;=0.7 in 15% EtOAc; IR (Vmax, cm™'): 3058, 2924, 1635,

1 1259, 934, 730, 699. TH NMR (400 MHz, CDCls, 24 °C): 6 7.78 (d, J

= 8.1 Hz, 1H), 7.65 (d, J= 7.3 Hz, 2H), 7.48 (d, J = 8.4 Hz, 1H), 7.41

(t, J = 7.0 Hz, 1H), 7.29-7.20 (m, 4H), 7.14-7.09 (m, 4H), 7.05 (t, J =

O 7.2 Hz, 1H). 6.06-5.97 (m, 1H), 5.12-5.02 (m, 4H). 3C{!'H} NMR

< (100 MHz, CDCls, 24 °C): 6 190.8, 138.2, 138.1, 134.0, 133.9, 132.6,

h ' 130.5, 130.2, 128.1, 127.8, 126.6, 126.1, 125.4, 124.2, 121.6, 121.2,

116.8, 110.7, 46.9; HRMS (ESI/Q-TOF) m/z: [M + H] * Caled for Co4H1oNO+H:338.1545;
found 338.1522.

(4-Methoxyphenyl)(3-phenyl-1H-indol-2-yl)methanone (3p):

Yield: 97% (73 mg); Solid; m.p. 130-132 °C; Ry=0.3 in 15% EtOAc; IR (Vmax, cm!): 3308,
( N\

oMe | 3056, 1596, 1250, 1161, 734, 703. 'H NMR (400 MHz, CDCls, 24

Ph Q °C): §9.40 (s, 1H), 7.75 (d, J= 8.1 H z, 1H), 7.56 (d, J = 8.8 Hz,

O \ 2H), 7.51 (d, J= 8.6 Hz, 1H), 7.39 (t, J= 7.9 Hz, 1 H), 7.24 (d, J
\ N0 | =79,2H),7.20-7.14 (m, 4 H), 6,57 (4, /= 8.7 Hz 2 H), 3.73 G,

3H). BC{'H} NMR (100 MHz, CDCls, 24 °C): J 188.3, 162.7,
136.3,134.1,132.1,131.2,131.0, 130.1, 128.1, 127.7, 126.8, 126.2, 124.4, 122.0, 121.1, 113.0,
112.0, 55.4.; HRMS (ESI/Q-TOF) m/z: [M + H] * Caled for C22H;7NO,+H:328.1338; found
328.1324.

(2-Methoxyphenyl)(3-phenyl-1H-indol-2-yl)methanone (3q):
Yield: 88% (66 mg); Solid; m.p. 125-127 °C; Ry=0.3 in 15% EtOAc; IR (Vmax, cm™!): 3319,

Ph O 3058, 1610, 1250, 1025, 744, 701. '"H NMR (400 MHz, CDCls, 24

O \ e | °C):99:30 (s 1H), 759 (d. J = 8.2 Hz, 1H), 747 (d, J = 82 Hz,
e

N 0O 1H), 7.38 (t, J = 7.7 Hz, 1H), 7.21 (d, J = 7.8 Hz, 1H), 7.14-7.07

(m, 7H), 6.73 (t,J= 7.5 Hz, 1H), 6.43 (d, J= 8.5 Hz, 1H), 3.51 (s,
3H). BC{'H} NMR (100 MHz, CDCl3, 24 °C): § 188.4, 156.9, 136.3, 133.2, 131.9, 131.8,
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130.5, 129.6, 128.9, 128.3, 127.3, 126.8, 126.7, 126.0, 122.4, 120.9, 120.0, 112.0, 110.3, 55.2.;
HRMS (ESI/Q-TOF) m/z: [M + H]* Caled for CooHi7NO2+H:328.1338 found 328.1324.

(4-Fluorophenyl)(3-phenyl-1H-indol-2-yl)methanone (3r):
Yield: 96% (70 mg); Solid; m.p. 140-142 °C; R;=0.5 in 15% EtOAc; IR (Vmax, cm!): 3320,

( A
F | 2925, 1598, 1230, 1152, 841, 741, 704. '"H NMR (400 MHz,
Ph Q CDCls, 24 °C): §9.75 (s, 1H), 7.74 (d, J = 8.1 Hz, 1H), 7.58- 7.52
O \ (m, 3H), 7.42 (t, J = 7.8 Hz, 1H), 7.21-7.18 (m, 6H), 6.75 (t, J =
N0 8.4 Hz, 2H). BC{'H} NMR (100 MHz, CDCls, 24 °C): & 188.3,
(. J

166.1, 163.6, 136.6, 133.8, 133.7, 132.2, 132.1, 131.0, 130.8,
128.1,127.6, 127.1,126.7, 125.5, 122.2, 121.3, 114.8, 114.6, 112.2.; HRMS (ESI/Q-TOF) m/z:
[M + H]* Caled for Co1H14FNO+H: 316.1138 found 316.1121.

(3-Phenyl-1H-indol-2-yl)(4-(trifluoromethyl)phenyl)methanone (3s):
Yield: 84% (71 mg); Solid; m.p. 190-192 °C; Ry=0.5 in 15% EtOAc; IR (Vmax, cm!): 3323,

( A
CFs | 1737, 1614, 1324, 1119, 1066, 751. 'H NMR (400 MHz, CDCl,
Ph Q 24°C): §9.41 (s, 1H), 7.66 (d,J= 8.2 Hz, 1H), 7.51- 7.46 (m, 3H),
O \ 7.39 (t, J = 8.2 Hz, 1H), 7.25 (d, J = 7.9 Hz, 2H), 7.15 (t, J = 7.4
N0 Hz, 1H), 7.07 (s, SH). *C{'H} NMR (100 MHz, CDCls, 24 °C): 6
(. J

188.4, 1409, 136.7, 133.3, 130.9, 130.6, 129.5, 128.1, 127.7,
127.3, 126.6, 124.6, 124.59, 124.56, 124.52, 122.4, 121.5, 112.2; HRMS (ESI/Q-TOF) m/z:
[M + H] " Caled for C22H14F3NO+H: 366.1106 found 366.1086.

(4-Nitrophenyl)(3-phenyl-1H-indol-2-yl)methanone (3t):
Yield: 84% (66 mg); Solid; m.p. 195-197 °C; Ry=0.4 in 15% EtOAc; IR (Vmax, cm!): 3332,

( NO, | 1719, 1519, 1345, 1222, 783, 732. 'H NMR (400 MHz, CDCl3, 24
Ph Q °C): § 9.34 (s, 1H), 7.88 (d, J = 8.7 Hz, 2H), 7.70 (d, J = 8.2 Hz,

O \ 1H), 7.59 (d, J = 8.9 Hz, 2H), 7.52 (d, J = 8.2 Hz, 1H), 7.45 (t, J =
\ N0 | 8.2Hz, 1H), 7.20 (t,/= 8.0 Hz, 1H), 7.16- 7.09 (m, SH). "C{'H;

NMR (100 MHz, CDCls, 24 °C): § 187.5, 149.0, 143.2, 136.9,
133.1, 131.0, 130.4, 130.2, 128.2, 127.7, 127.66, 127.62, 126.9, 122.7, 122.5, 121.6, 112.2.;
HRMS (ESI/Q-TOF) m/z: [M + Na] * Caled for C2iH14N,05+Na: 365.0902 found 365.0882.
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Furan-2-yl(3-phenyl-1H-indol-2-yl)methanone (3u):
Yield: 85% (56 mg); Solid; m.p. 160-162 °C; Ry=0.5 in 15% EtOAc; IR (Vmax, cm™!): 3315,
Ph \\ 2924, 1590, 1454, 1267, 754, 693. 'H NMR (400 MHz, CDCl3, 24 °C):
N\ 09.33 (s, 1H), 7.64 (d, J= 8.1 Hz, 1H), 7.40 (d, /= 8.2 Hz, 1H), 7.35-
” O 7.33 (m, 2H), 7.31-7.25 (m, 3H), 7.23-7.16 (m, 2H), 7.09 (t, J = 7.6
Hz, 1H), 6.74 (d, J = 3.5 Hz, 1H), 6.21 (dd, J = 3.5, 1.3 Hz, 1H).
BC{'H} NMR (100 MHz, CDCl3, 24 °C):  174.7, 151.9, 146.2, 136.4, 134.5, 130.5, 130.3,
128.4,127.7,127.2,126.5,124.8,122.1,121.3,119.9, 112.1, 112.0.; HRMS (ESI/Q-TOF) m/z:
[M + H] " Calcd for C1oH13NO>+H: 288.1025 found 288.1013.

2-Phenyl-1-(3-phenyl-1H-indol-2-yl)ethan-1-one (3v):

Yield: 88% (63 mg); Solid; m.p. 155-160 °C; Ry=0.5 in 15% EtOAc; IR (Vimax, cm!): 3443,

( Y 3056, 1647, 1265, 740, 462. "H NMR (500 MHz, CDCl, 24 °C):
O 8 9.38 (s, 1H), 7.53-7.43 (m, 6H), 7.37-7.32 (m, 2H), 7.22-7.15

O § O (m, 3H), 7.11-7.08 (m, 1H), 6.96-6.95 (m, 2H), 3.84 (s, 2H).
VRS 13C{'H} NMR (125 MHz, CDCL;, 24 °C): § 191.6, 135.9, 134.4,

L i ) 1342, 131.5, 130.8, 129.3, 128.9, 128.6, 128.3, 128.0, 126.7,

126.6, 124.6, 122.1, 120.9, 111.8, 46.1.; HRMS (ESI/Q-TOF) m/z: [M + H] * Calcd for
C2oH17NO+H: 312.1388 found 312.1387.

1-(3-Phenyl-1H-indol-2-yl)hexan-1-one (3w):

Yield: 89% (56 mg); Solid; m.p. 60-65 °C; R;=0.6 in 15% EtOAc; IR (Vmax, cm!): 3439, 2929,

r Y\ 1643, 1487, 1265. 'H NMR (400 MHz, CDCls, 24 °C): 5 9.44 (s,
O 1H), 7.49-7.42 (m, 7H), 7.35 (t, J = 8.4 Hz, 1H), 7.10 (t, J= 7.2 Hz,

O N 1H), 2.46 (t,J = 7.3 Hz, 2H), 1.57-1.50 (m, 2H), 1.17- 1.03 (m, 4H),

N b 0.79 (t, J = 7.2 Hz, 3H). 3C{'H} NMR (100 MHz, CDCls, 24 °C):

- " /5 194.8, 135.6, 134.4, 131.8, 130.5, 128.9, 128.4, 127.9, 126.4,

124.1, 122.1, 120.7, 111.8, 40.0, 31.3, 24.5, 22.3, 13.9.; HRMS (ESI/Q-TOF) m/z: [M + H]*
Calcd for CooH21NO+H: 292.1701 found 292.1710.
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6. Optimization: Synthesis of 3-Acylindole 6a

i
J &

0]

-0

+ dH HCI, solvent
NH, heat, time

O \
N
H

4a 2c 6a
Entry Acid (equiv) Temp (°C) Solvent Yield (%)
1 PTSA (0.5) 100 Dioxane 36
2 MSA (0.5) 100 Dioxane 22
3 TFA (0.5) 100 Dioxane 29
4 H>S04(0.5) 100 CH;CN 15
5 Conc.HCI (2) 100 CH;CN 40
6 Conc.HCI (2) 80 THF 44
7 IN HCI1 (2) 100 Dioxane 32
8 IN HCI (2) 100 EtOH 20
9 Conc.HCI (2) 100 Dioxane 55
10 Conc.HCI (2) 120 Dioxane 65
11 Conc.HCI (2) 100 EtOH 20

Reaction conditions: 4a (0.23 mmol, 1 equiv), 2¢ (0.23 mmol, 1 equiv), Conc. HCI (11.5 M,

0.5 mmol, 2 equiv), Dioxane (3 mL for 0.23 mmol), 120 °C, 24 h.

General procedure for synthesis of 3-acyl indoles 6:

In a 20 mL reaction tube, benzoin 4a (0.23 mmol, 1 equiv) and 2-aminobenzaldehyde 2¢ (28
mg, 0.23 mmol, 1 equiv) was taken in 3 mL of dioxane. Conc. HCI (11.5 M, 20 mg, 0.5 mmol,
2 equiv) was added to the reaction mixture and the tube was sealed and kept in a pre-heated oil
bath at 120 °C and was then stirred for 24 h. After the completion of reaction, as indicated by
TLC, it was cooled down to room temperature and extracted with DCM. The organic layer was
then dried over Na;SO4 and evaporated under reduced pressure. The crude product was then
further purified by silica gel chromatography using ethyl acetate:hexane as an eluent to afford

3-acylindole 6 in good yield.
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2-((2-Acetylphenyl)amino)-1,2-diphenylethan-1-one (5):

Yield: 87% (168 mg); Solid; m.p. 105-110 °C; R;=0.6 in 15% EtOAc; IR (Vmax, cm™!): 3456,

[ Q e 1 3288, 1683, 1639, 1570, 1510, 1452, 1246, 1169, 964, 753, 698. 'H
NMR (400 MHz, CDCls, 24 °C): 6 10.21 (d, J= 6.0 Hz, 1H), 8.01 (d, J

N = Hz, 2H), 7.75 (d, J= 7.7 Hz, 1H), 7.49 - 7.47 (m, 3H), 7.40 (t, J =

L Pho O ] 75Hgz 2H), 7.28-7.19 (m, 4H), 6.63-6.57 (m, 2H), 6.10 (d, /= 6.2 Hz,

1 H), 2.58 (s, 3H). 3C{'H} NMR (100 MHz, CDCls, 24 °C): & 200.7, 195.7, 148.8, 137.1,
135.0, 134.8, 133.4, 132.8, 129.1, 128.9, 128.6, 128.2, 128.1, 118.6, 115.0, 112.5, 62.4, 28.0.;
HRMS (ESI/Q-TOF) m/z: [M + H]* Caled for C2oH1oNO2: 330.1494 found 330.1507.

4-bromo-2-((2-oxo-1,2-diphenylethyl)amino)benzaldehyde (5°):

Yield: 39% (36 mg); Yellow solid; m.p. 160-165 °C; Ry = 0.6 in 15% EtOAc; IR (Vmax, cm™!):

( 0 1 1671, 1592, 1208, 870, 754. 'H NMR (400 MHz, CDCls, 24 °C):
/@\)LH §9.85-9.80 (m, 2H), 8.02 (d, J = 8.2 Hz, 2H), 7.53 (1, J= 7.5 Hz,

Br NH O 1H), 7.48-7.41 (m, 4H), 7.33-7.29 (m, 3H), 7.25-7.21 (m, 1H),
O 6.83-6.81 (m, 2H), 6.06 (d, 6.2 Hz, 1H). 3C{'H} NMR (100

L © ) MHz, CDCls, 24 °C): 5 194.7, 193.0, 148.8, 137.9, 136.2, 134.4,

133.7, 131.1, 129.3, 128.9, 128.7, 128.5, 128.1, 119.1, 118.3, 114.6, 61.9.; HRMS (ESI/Q-
TOF) m/z: [M + H] " Caled for C21H16BrNO>+H: 394.0443 found 394.0452.

Benazil:

Yield: 20% (20 mg); Liquid; Ry = 0.8 in 15% EtOAc; IR (Vinax, cm™): 3063, 2924, 1672, 1589,
1210, 874, 715.; '"H NMR (400 MHz, CDCls, 24 °C): 6 7.97 (d, J =
7.9 Hz, 2H), 7.65 (t,J= 7.5 Hz, 1H), 7.5 (t,J= 7.7 Hz, 2H). BC{'H}
NMR (100 MHz, CDCl3, 24 °C): 6 194.6, 134.9, 133.0, 129.9, 129.0.;
HRMS (ESI/Q-TOF) m/z: [M + H] " Caled for C14H00>+H: 211.0759

found 211.0758.
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6.1. Properties of synthesized 3-acyl indoles:
Phenyl(2-phenyl-1H-indol-3-yl)methanone (6a):

Yield: 65% (45 mg); Solid; m.p. 190-192 °C; R;= 0.5 in 20% EtOAc; IR (Vmax, cm™'): 3289,

0 O ) 2992, 1765, 1245, 1067, 978, 752, 696. 'H NMR (400 MHz, CDCl;,

24 °C): 0 8.68 (s, 1H), 7.94 (d, J = 7.8 Hz, 1H), 7.64 (d, J= 7.5 Hz,

O N\ O 2H), 7.45-7.15 (m, 11H) *C{'H} NMR (100 MHz, CDCl;, 24 °C): &

H J 193.3, 143.7, 139.7, 135.5, 131.8, 131.6, 129.7, 129.3, 128.9, 128.7,

128.5, 127.8, 123.7, 122.3, 121.8, 113.9, 111.1.; HRMS (ESI/Q-TOF) m/z: [M + H] * Caled
for C21H1sNO+H: 298.1232 found 298.1251.

(5-Methoxy-2-phenyl-1H-indol-3-yl)(phenyl)methanone (6b):
Yield: 51% (39 mg); Solid; m.p. 160-165 °C; R;=0.4 in 20 % EtOAc; IR (Vmax, cm™'): 3435,

( )

5 1624, 1457, 1421, 1269, 1211, 696. "H NMR (400 MHz, CDCl;, 24
Moo PRl o0y 58.57 (s, 1H), 7.59 (d, J= 7.8 Hz, 2H), 7.55 (s, 1H), 7.34-7.25
; Ph | (m, 4H), 7.18-7.11 (m, 5H), 6.94 (d, J= 9.1 Hz, 1H), 3.83 (s, 3H).
H 13C{TH} NMR (100 MHz, CDCls, 24 °C): § 193.3, 156.0, 144.3,

- J

139.7,131.8, 131.3, 130.4, 129.6, 129.5, 129.2, 128.6, 128.3, 127.6, 114.3,113.6, 111.8, 102.9,
55.7.; HRMS (ESI/Q-TOF) m/z: [M + H] * Calcd for C22H17NO,+H: 328.1338 found 328.1337.

(5-Chloro-2-phenyl-1H-indol-3-yl)(phenyl)methanone (6¢):
Yield: 42% (32 mg); Solid; m.p. 250-255 °C; R;=0.6 in 20 % EtOAc; IR (Vmax, cm™'): 3338,
( o O | 2946, 2832, 1662, 1452, 1024, 651. 'H NMR (400 MHz, DMSO-
ol ds, 24 °C): 0 12.42 (s, 1H), 7.78 (s, 1H), 7.54-7.48 (m, 3H), 7.37-
O N\ O 733 (m, 3H), 7.28-7.17 (m, 6H). BC{IH} NMR (100 MHz,
H DMSO-ds, 24 °C): 0 192.3, 146.1, 139.9, 134.8, 131.9, 131.5,
) ’ 130.0, 129.7, 129.4, 129.2, 128.5, 128.2, 126.5, 123.4, 120.1,
113.9, 112.1.; HRMS (ESI/Q-TOF) m/z: [M + H] * Calcd for C21H14CINO+H: 332.0842 found

332.0853.
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(5-Bromo-2-phenyl-1H-indol-3-yl)(phenyl)methanone (6d):
Yield: 35% (31 mg); Solid; m.p. 255-260 °C; R;=0.5 in 20 % EtOAc; IR (Vmax, cm™'): 3358,
o O ) 2944, 2832, 1661, 1451, 1113, 1025, 646. 'H NMR (400 MHz,
DMSO-ds, 24 °C): 6 12.37 (s, 1H), 7.69-7.67 (m, 2H), 7.51 (d, J
O N O = 7.7 Hz, 2H), 7.38-7.35 (m, 3H), 7.32-7.18 (m, 6H). 3C{'H}
Br H NMR (100 MHz, DMSO-ds, 24 °C): 0 192.4, 145.2, 139.8, 137.1,
132.0, 131.5, 129.9, 129.5, 129.2, 128.5, 128.3, 127.6, 124.8,
122.7, 115.7, 114.8, 112.5.; HRMS (ESI/Q-TOF) m/z: [M + H] * Calcd for C21H14BrNO+H:

376.0337 found 376.0346.

Methyl 3-benzoyl-2-phenyl-1H-indole-6-carboxylate (6e):
Yield: 48% (40 mg); Solid; m.p. 165-170 °C; R;=0.6 in 20 % EtOAc; IR (Vmax, cm™): 3430,
( o O 3 2075, 1633, 1016, 766, 502. 'H NMR (400 MHz, DMSO-
ds, 24 °C): 6 12.57 (s, 1H), 8.14 (s, 1H), 7.84-7.76 (m, 2H),
O A\ O 7.53 (d, J = 7.6 Hz, 2H), 7.42-7.36 (m, 3H), 7.28-7.19 (m,
MeO,C N 5H). *C{'H} NMR (100 MHz, DMSO-ds, 24 °C): 6 192.4,
) ’ 167.2, 147.3, 139.7, 135.6, 132.2, 132.1, 131.4, 130.0,
129.5, 129.4, 128.6, 128.3, 124.2, 122.4, 120.8, 114.0, 112.8, 52.4.; HRMS (ESI/Q-TOF) m/z:
[M + H] " Caled for C23sH17NOs+H: 356.1287 found 356.1288.

(6-Nitro-2-phenyl-1H-indol-3-yl)(phenyl)methanone (6f):
Yield: 46% (37 mg); Solid; m.p. 245-250 °C; R;=0.4 in 20 % EtOAc; IR (Vmax, cm'): 3446,

( )

o O 1631, 1510, 1334, 725, 693. '"H NMR (400 MHz, DMSO-ds, 24

°C): 6 8.37 (s, 1H), 8.05 (d, J=9.0 Hz, 1H), 7.87 (d, J= 8.9 Hz,
O N\ O 1H), 7.55 (d, J = 7.9 Hz, 2H), 7.44-7.38 (m, 3H), 7.33-7.21 (m,
\OzN N ] sH). BC{'H} NMR (100 MHz, DMSO-ds, 24 °C): § 192.2,
149.2,143.3,139.3, 134.9, 133.4, 132.4, 130.9, 130.0, 129.8, 129.6, 128.7, 128.4,121.2,116.9,
113.1, 108.7.; HRMS (ESI/Q-TOF) m/z: [M + H] " Calcd for C21H14N>O3+H: 343.1083 found

343.1096.
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p-Tolyl(2-(p-tolyl)-1H-indol-3-yl)methanone (6g)
Yield: 56% (42 mg); Solid; m.p. 185-187 °C; Ry=0.5 in 20% EtOAc; IR (Vmax, cm!): 3342,
0 O Me | 2989, 1763, 1376, 1241, 1053. '"H NMR (500 MHz, CDCl;, 24
°C): 0 8.78 (s, 1H), 7.72 (d, J = 8.3 Hz, 1H), 7.55 (d, J = 8.0 Hz,
O N\ O Me | 2H), 7.33 (d, J = 8.0 Hz,1H), 7.21-7.17 (m, 3H), 7.12 (t, J = 7.2
H Hz, 1H), 6.98- 6.93 (m, 4H), 2.26 (s, 3H), 2.22 (s, 3H). BC{'H}
NMR (125 MHz, CDCl;, 24 °C): 6 193.2, 143.4, 142.3, 138.8, 137.2, 135.5, 130.0, 129.2,
129.1,129.0, 128.8, 128.6, 123.3, 121.9, 121.6, 113.7, 111.1, 21.6, 21.3.; HRMS (ESI/Q-TOF)

m/z: [M + H]* Calcd for C23Hi19NO+H: 326.1545 found 326.1558.

(3-bromophenyl)(2-(3-bromophenyl)-1H-indol-3-yl)methanone (6h):
Yield: 70% (73 mg); Solid; m.p. 190-195 °C; Ry=0.6 in 20 % EtOAc; IR (Viax, cm!): 3363,
( Br ) 2945, 2832, 1661, 1448, 1029, 702. '"H NMR (400 MHz, DMSO-
0 O ds, 24 °C): 6 12.41 (s, 1H), 7.92 (d, J= 7.7 Hz, 1H), 7.55-7.52 (m,
4H), 7.46 (d,J="7.4 Hz, 2H), 7.35-7.27 (m, 2H), 7.24-7.15 (m, 3H).
O N O BC{'H} NMR (100 MHz, DMSO-ds, 24 °C): 6 190.6, 143.8, 142.3,
H Br 136.3, 134.1, 134.0, 132.6, 132.0, 131.8, 130.4, 129.2, 128.2, 128.1,
123.9, 122.4, 121.7, 121.6, 121.3, 112.7, 112.5.; HRMS (ESI/Q-

TOF) m/z: [M + H]" Calcd for C21Hi3BraNO+H: 453.9442 found 453.9450.

1-(2-Methyl-1H-indol-3-yl)ethan-1-one (6i)
Yield: 50% (20 mg); Solid; m.p.185- 187 °C; R;=0.5 in 20% EtOAc; IR (Vmax, cm!): 3630,

iy
O\_ypo | 29881764, 1712, 1374, 1237, 1044. 'H NMR (500 MHz, CDCls, 24 °C):
e
58.50 (s, 1H), 8.01 (d, J= 8.0 Hz, 1H), 7.33 (d,J = 7.8 Hz, 1H), 7.26-7.19
\
V€| (m, 2H), 2.76 (s, 3H), 2.66 (s, 3H). PC{'H} NMR (125 MHz, CDCl;, 24
H

) °C): §194.7, 143.6, 134.6, 127.1, 122.5, 122.2, 121.0, 114.9, 110.9, 31.3,
15.5.; HRMS (ESI/Q-TOF) m/z: [M + H] * Calcd for C11H;1NO+H: 174.0919 found 174.0923.

1-(2-Phenyl-1H-indol-3-yl)ethan-1-one (6}))
Yield: 62% (35 mg); Solid; m.p. 210-202 °C; Ry=0.5 in 20% EtOAc; IR (Vimax, cm!): 2989,
O Me 1762, 1375, 1240, 1050. '"H NMR (500 MHz, CDCl3, 24 °C): 6 8.67

§ (s, 1H), 8.48-8.46 (m, 1H), 7.67- 7.65 (m, 2H), 7.61- 7.59 (m, 3H),
O O 7.49-7.47 (m, 1H), 7.42- 7.37 (m, 2H), 2.28 (s, 3H). 3C{'H} NMR

N
H
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(125 MHz, CDCls, 24 °C): 6 195.4, 144.3, 135.2, 132.9, 129.9, 129.8, 128.8, 127.5, 123.8,
122.8,122.7, 115.9, 110.8, 30.4.; HRMS (ESI/Q-TOF) m/z: [M + H] * Caled for C16HsNO+H:
236.1075 found 236.1085.

(2-Methyl-1H-indol-3-yl)(phenyl)methanone (6j’)
Yield: 25% (14 mg); Solid; m.p. 175 -178 °C; Rr=0.3 in 20% EtOAc; IR (Vmax, cm™): 2990,
o O ) 1763, 1377, 1242, 1058. 'H NMR (400 MHz, CDCl;3, 24 °C): § 9.04
(s, 1H), 7.75 (d, J = 7.1 Hz, 2H), 7.54 (t, J = 7.4 Hz, 1H), 7.47-7.39
O H—Me (m, 3H), 7.29 (d,J=7.8 Hz, 1H), 7.14 (t, J= 8.2 Hz, 1H), 7.06 (t, J =
L ) 7.8 Hz, 1H), 2.50 (s, 3H). 3C{'H} NMR (100 MHz, CDCl3, 24 °C): ¢
193.5,143.9, 141.4, 134.8, 131.6, 128.9, 128.4, 127.7, 122.5, 121.6, 121.0, 114.0, 110.8, 14.6;
HRMS (ESI/Q-TOF) m/z: [M + H]" Caled for Ci1sH3NO+H: 236.1075 found 236.1166.

7. Synthetic application:

7.1. Gram scale synthesis

In an oven dried reaction tube compound, 1a (0.92 g, 5.07 mmol, 1 equiv) and 2-amino
benzophenone (1 g, 5.07 mmol, 1 equiv) was taken in 10 mL of dioxane. 5 mL of 1 N HCI was
added to the reaction mixture and the reaction mixture was sealed and kept in a pre-heated oil
bath at 100 °C and stirred for 18 h at the same temperature. After completion of reaction, as
indicated by TLC, it was cooled down to room temperature and the reaction mixture was
extracted with DCM. The solvent was dried over NaxSO4 and evaporated under reduced

pressure. The crude was further purified by column chromatography to afford the product 3f in

94% yield (1.54 g).

7.5. Synthesis of 1-Phenyl-3H-pyrrolo[1,2-a]indole-2-carbaldehyde (7)°

A TiCl,, t-BuNH, A\ Ph
Toluene, RT, 12 h |
N @]
/ 7 CHO
V4

In an oven dried Schlenk tube, a solution of N-alkylated product (95 mg, 0.37 mmol, 1 equiv)

=z

was taken in 3 mL of dry toluene under nitrogen atmosphere and +~-BuNH> (1.4 mL, 3.30 mmol,
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9 equiv) was added. When the starting materials were completely dissolved, TiCl4 (0.1 mL,0.55
mmol, 1.5 equiv) was dissolved in 2 mL of dry toluene and was added dropwise to the reaction
mixture. The reaction mixture was stirred at room temperature until starting material was
completely consumed, as indicated by TLC. The reaction mixture was then quenched with
saturated solution of NaHCOs3 and extracted with EtOAc. The organic layer was then dried
over NaxSO4 and the solvent was evaporated at reduced pressure. The crude product was then
purified by column chromatography using ethyl acetate:hexane as an eluent to afford the
product 10 in 66 % (62 mg) yield as yellow solid. m.p. 150-152 °C Ry=0.5 in 20% EtOAc; IR
(Vmax, cm™): 2989, 1762, 1375, 1239, 1048. 'H NMR (400 MHz, CDCls, 24 °C): 6 9.95 (s, 1H),
7.73 (s, 2H), 7.67 (d, J = 7.97, 1H), 7.57 (s, 3H), 7.40 (d, J= 7.97, 1H), 7.30- 7.25 (m, 1H),
7.13 (t, J=17.5 Hz, 1H), 6.73 (s, 1H), 4.97 (s, 2H). *C{'H} NMR (100 MHz, CDCl3, 24 °C):
0 187.1, 150.1, 145.5, 137.3, 134.9, 132.4, 130.6, 129.5, 129. 2, 123.9, 122.7, 120.4, 109.9,
98.6, 48.5.; HRMS (ESI/Q-TOF) m/z: [M + H] * Calcd for CisHi3NO+H:260.1075 found
260.1066.

7.6. Synthesis of anti-tumor agent: 10

Ph

Ph
OH Ph
0 Br 0
OMe ) o a N\ b
OMe NH, Me N Ph Me Ph

0,
Me 78 % 74 %
1a 2p 3x 8

A\
N
H
62% l

Reaction conditions
a) 1N HCI, Dioxane, 100 °C, 18 h HO,C da Me0L
b) NBS ( 1.1 equiv) , AcOH, 20 °C, 2 h <—
c) Pd(OAc), (10 mol%), Xantphos (20 mol %),
EtsN (3 equiv), CO (3 bar), MeOH, 100 °C, 12 h

d) Ag. KOH, THF/ MeOH (1:1), rt, 4 h 62 % 62%
Step-b: 3x was synthesized employing the general procedure mentioned earlier. 3x (50 mg,
0.15 mmol, 1 equiv) was taken in 3 mL of glacial acetic acid and the reaction mixture was kept
at 20 °C. N-Bromosuccinimide (29 mg, 0.16 mmol, 1.1 equiv) was added portion wise and the
reaction mixture was stirred for 2 h. After the completion of reaction, as indicated by TLC, the
reaction mixture was extracted with DCM and the organic layer was dried with Na;SO4 and
was evaporated under reduced pressure. The crude was then purified by silica gel

chromatography to afford the corresponding brominated product 8 in 74% (45 mg) yield.
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Step-c: The brominated product 8 (0.21 mmol, 1 equiv) was taken in dry MeOH (3 mL). Pd
(OAc)2 (10 mol %), Xantphos (20 mol%), and 3 equiv of EtsN were added and pressurized 3
bar with CO. The reaction was continued for 12 h at 100 °C. After the completion of reaction,
as indicated by TLC, the reaction was cooled down to room temperature and extracted with
DCM. The organic layer was then dried with Na;SO4 and was evaporated under reduced
pressure. The crude reaction mixture was then purified by column chromatography to afford

the corresponding ester 9 in 62% yield.

Step-d: The ester 9 (75 mg, 0.19 mmol, 1 equiv) was dissolved in 2 mL of THF/MeOH (1:1).
2 mL of saturated aq. KOH was added and stirred at room temperature for 4 h. After the
completion of reaction, the reaction mixture was extracted with DCM and the water layer was
collected separately. The water layer was then acidified with IN HCI and extracted with
EtOAc. The organic layer was dried over Na,SO4. Evaporation of solvent followed by
purification of crude product using column chromatography gave the desired product 10 as a

white solid in 62% (45 mg) yield.

(6-Methyl-3-phenethyl-1H-indol-2-yl)(phenyl)methanone (3x):

Yield: 56% (43 mg); Yellow Solid; m.p. 120-125 °C; R;=0.6 in 15% EtOAc; IR (Vmax, cm!):

( o) 3447, 3055, 1624, 1265, 744. 'H NMR (400 MHz, CDCL, 24
°C): 6 8.69 (s, 1H), 7.70 (d, J= 7.5 Hz, 2H), 7.60 (d, J= 7.5 Hz,

O \_/# 2H), 7.50 (t, J= 7.5 Hz, 2H), 7.19-7.14 (m, 4 H), 7.00 (d, J= 7.9

Me N Hz, 1 H), 6.89 (d,J= 7.1 Hz, 2H), 3.30 (t, J= 8.8 Hz, 2H), 2.78
L Q | (t, J = 7.6 Hz, 2H), 2.49 (s, 3H). *C{'H} NMR (100 MHz,

CDCls, 24 °C): 0 189.1, 141.6, 139.6, 137.1, 136.9, 131.7, 130.9, 128.5, 128.4, 128.3, 128.2,
126.0, 125.9, 124.9, 122.6, 120.9, 111.6, 37.5, 27.6, 22.1; HRMS (ESI/Q-TOF) m/z: [M + H]
* Calcd for Co4H21NO+H: 340.1701 found 340.1708.
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Methyl 2-benzoyl-6-methyl-3-phenethyl-1H-indole-5-carboxylate (9):

Yield: 62% (25 mg); White Solid; 105-110 °C; m.p. Rr=0.5 in 15% EtOAc; IR (Vmax, cml):

~

MeOZC
g \
Me H

-

(O

)

~

J

3434, 1716, 1627, 1264, 1062, 741, 702. 'H NMR (400
MHz, CDCL, 24 °C): 6 9.01 (s, 1H), 8.37 (s, 1H), 7.69 (d,
J=17.5Hz, 2H), 7.61 (t, J= 7.2 Hz, 1H), 7.50 (d, J= 7.4
Hz, 2H), 7.22 (s, 1H), 7.19-7.12 (m, 3 H), 6.87 (d, J= 7.1
Hz, 2H), 3.93 (s, 3H), 3.06 (t, J=7.2 Hz, 2H), 2.79 (1, J =
7.4 Hz, 2H), 2.72 (s, 3H). BC{'H} NMR (100 MHz,

CDCl3, 24 °C): 0 189.1, 168.3, 141.2, 139.1, 138.5, 138.3, 132.2, 132.1, 128.6, 128.5, 128.3,
128.2, 126.0, 125.9, 125.7, 125.6, 122.8, 113.9, 51.8, 37.5, 27.3, 22.9.; HRMS (ESI/Q-TOF)
m/z: [M + H] " Calcd for C26H23NO3+H: 398.1756 found 398.1763.

2-Benzoyl-6-methyl-3-phenethyl-1H-indole-5-carboxylic acid (10):

Yield: 63% (45 mg); White Solid; m.p. 210-215 °C; R;=0.2 in 20 % EtOAc; IR (Viax, cml):

r

HOOC
CI A\
Me ”

.

&

)

~

3438, 3212, 1695, 1627, 1571, 1441, 1211, 789, 748, 693.
'H NMR (400 MHz, DMSO-ds, 24 °C): 6 11.6 (s, 1H), 8.33
(s, 1H), 7.70-7.65 (m, 3H), 7.56 (t, J= 7.2 Hz, 2H),

" (s, 1H), 7.17 (t, J = 6.8 Hz, 1H), 7.10 (t, J =

6.6 Hz, 1H), 6.94 (d, J= 7.2 Hz, 2H), 3.01 (t, J = 8.0 Hz,
2H), 2.75 (t, J = 8.0 Hz, 2H), 2.64 (s, 3H). *C{'H} NMR

(100 MHz, DMSO-de, 24 °C): & 189.0, 169.5, 141.6, 139.5, 139.0, 132.7, 132.6, 129.0, 128.6,
128.5, 126.3, 125.4, 124.5, 114.7, 37.4, 27.2, 23.0.; HRMS (ESI/Q-TOF) m/z: [M + H]* Calcd
for C2sHaNOs+H: 384.1600 found 398.384.1607.
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9. Spectral data
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2,2-dimethoxy-1-(4-methoxyphenyl)ethan-1-ol: 1b
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PLW12 0.29166999 W
PLW13 0.14670999 W
F2 - Processing parameters
SI 32768

SF 100.6127627 MHz
WDW EM

SSB 0

LB 1.00 Hz
GB 0

PC 1.40

BC{'H} NMR (100 MHz, CDCls, 24 °C) of the compound 1b

28



2,2-dimethoxy-1-(4-nitrophenyl)ethan-1-ol: 1¢

oo OO — O ™M~ mn O (o)) n
NO NO W < N O o (N e ™
NN OO o~ NN ™M 0
@ O [~~~ SIS MmN —

OH
OMe

OMe

T
10 9 8 7 6 5 4 3 2 1 0 ppm

"H NMR (400 MHz, CDCl3, 24 °C) of the compound
Vool Y,
OH
OMe
OMe
O,N
250 12‘30 1‘60 14‘10 12‘0 1(‘30 8‘0 6‘0 4‘0 2‘0 (‘] ppm

Current Data Parameter

NAME 92
EXPNO 24
PROCNO
F2 - Acquisition Param
Date 2021081
Time 2.4
INSTRUM spec
PROBHD 7129392 0001
PULPROG zg3
TD 6553
SOLVENT CDC1
NS 1
DS
SWH 8012.82
FIDRES 0.24453
AQ 4.089446
RG 200.3
DW 62.40
DE 6.5
TE 296.
D1 0.5000000
TDO
SFO1 400.132000
NUC1 1
P1 15.0
PLW1 10.5000000
F2 - Processing parame
SI 6553
SF 400.130006
WDW E
SSB
LB 0.3
GB
PC 1.0
1c
Current Data Parameters
NAME 925
EXPNO 249
PROCNO 1
F2 - Acquisition Paramet:
Date_ 20210811
Time 3.39 1
INSTRUM spect
PROBHD 72129392 0001 (
PULPROG zgpg30
TD 16540
SOLVENT CDC13
NS 256
DS 4
SWH 24038.461
FIDRES 2.906706 !
AQ 0.3440320 .
RG 200.34
DW 20.800
DE 6.50 -
TE 296.5 !
D1 1.00000000 .
D11 0.03000000 .
TDO 1
SFO1 100.6228289 1
NUC1 13C
Pl 10.00 -
PLW1 47.00000000 1
SFO2 400.1316005 1
NUC2 1H
CPDPRG([2 waltzlé
PCPD2 90.00 -
PLW2 10.50000000 1
PLW12 0.29166999 1
PLW13 0.14670999 1

F2 - Processing paramete

T Anmra

BC{'H} NMR (100 MHz, CDCl3, 24 °C) of the compound 1¢
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2,2-dimethoxy-1-(2-methoxyphenyl)ethan-1-ol: 1d

Oor-~-~Cooownrr-wWMmMm — < N [ee] o =
SEEeIaL L 2oy 239%
FferN~N~oowoe n s Mmoo
— &= YA VAN
OMe OH
OMe
OMe
L
T T T T T T T T T
10 9 8 7 6 5 4 3 ppm

1.00
1.00::
1.03
1.02
0.96

9

0| o~ | ][
AN| |[OO]|o
M| [M|N[[o

Current Data Parameters

NAME 929
EXPNO 326
PROCNO 1

F2 - Acquisition Parameters
Date 20210814
Time 0.58 h
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 124.58

DW 62.400 usec
DE 6.50 usec
TE 297.9 K
D1 0.50000000 sec
TDO 1
SFO1 400.1320007 MHz
NUC1 1H

Pl 15.00 usec
PLW1 10.50000000 W
F2 - Processing parameters
ST 65536

SF 400.1300097 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

'"H NMR (400 MHz, CDCl3, 24 °C) of the compound 1d

N [N eI e <
o) o) < O © O o — ~ — o
. o . . (&) n N O
O oo o mn . .
e} NN NN — O o n mn w0
— o — ~ n 0N w0
| N %
OMe OH
OMe
OMe
T T T T T T T T T
200 180 160 140 120 100 80 60 ppm

Current Data Parameters

NAME 929
EXPNO 327
PROCNO 1
F2 - Acquisition Paramete:
Date_ 20210814
Time 1.05 h
INSTRUM spect
PROBHD 72129392 0001 (
PULPROG zgpg30
TD 16540
SOLVENT CDC13
NS 256
DS 4
SWH 24038.461 H:
FIDRES 2.906706 H:
AQ 0.3440320 se
RG 200.34
DW 20.800 us
DE 6.50 us
TE 297.7 K
D1 1.00000000 se
D11 0.03000000 se
TDO 1
SFO1 100.6228289 Mt
NUC1 13C
Pl 10.00 us
PLW1 47.00000000 W
SFO2 400.1316005 Mt
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 wus
PLW2 10.50000000 W
PLW12 0.29166999 W
PLW13 0.14670999 W
F2 - Processing parameters
SI 32768
SF 100.6127600 Mt
WDW EM

BC{'H} NMR (100 MHz, CDCls, 24 °C) of the compound 1d
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1-(furan-2-yl)-2,2-dimethoxyethan-1-ol:1e

Current Data Parameters

< N O — 00 O OWOWWWOWM S~M> < INN
o o © o< < ODITOOOW S~ MO S NAME M529
mey  on6 Qe seaan s EXPNO 10

F2 - Acquisition Paramete

Date 20221109
Time 19.24
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
OH D 32768
SOLVENT CDC13
NS 32
O OMe DS 2
l SWH 10000.000 H
N\ FIDRES 0.305176 H
OMe )-Xo) 1.6384000 s
RG 64
DW 50.000 u
DE 6.50 u
TE 300.6 K
D1 0.50000000 s
TDO 1
======== CHANNEL f]1 =====
SFO1 500.1525008 M
NUC1 1H
Pl 11.75 u
PLW1 15.30000019 w
F2 - Processing parameter
W N o~ ST 65536
SF 500.1500119 M
T T T T T T T T T T Vsﬂs)‘g E%
9 8 7 6 5 4 3 2 1 m
PP 18 0.30 B
A ' - GB 0
- -
(e}
'"H NMR (400 MHz, CDCl3, 24 °C) of the compound 1e
™~ o N — Current Data Parameters
0 = S oA S 29 NAME M529
[N o~ O ® . . EXPNO 11
mn — O O [ee) [fomTel
— 3 — © 0 0 PROCNO *
‘ ‘ \ / / ‘ \/ F2 - Acquisition Parameters
Date 20221109
Time 19.37
OH INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
OM TD 20480
(@) e SOLVENT cpc13
NS 512
I DS 4
\ SWH 29761.904 Hz
OMe FIDRES 1.453218 Hz
AQ 0.3440640 sec
RG 202.34
DW 16.800 usec
DE 6.50 usec
TE 301.2 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 125.7753932 MHz
NUCL 13C
Pl 10.20 usec
PLW1 103.00000000 W
======== CHANNEL f2 ========
SFO2 500.1520006 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 80.00 usec
PLW2 15.30000019 W
PLW12 0.39658999 W
PLW13 0.19948000 W
F2 - Processing parameters
SI 32768
SF 125.7628069 MHz
L WDW EM
D s o ) ; 4 “l S iy Yo R SSB 0
LB 1.00 Hz
GB 0
PC 1.40

T T T T T T T T T T T T T
160 150 140 130 120 110 100 90 80 70 60 50 ppm

BC{'H} NMR (100 MHz, CDCl3, 24 °C) of the compound 1e
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1-(4-fluorophenyl)-2,2-dimethoxyethan-1-ol: 1f

Current Data Parameters

—H OO WOoOWS N O o wo o~ o

O~ OO W AN O Q- M nwn O

MmMMHOMHMmOMNMHNO OO nmn NN < N 00

CRE R R eSS cece o0 o

OH
OMe
OMe
F

M Lo

T T T T T T T
10 9 8 7 6 5 3 0 ppm

| |™M ol | o) (o | (WO

[ e] ol | o) [OY | [OY

Slle Slel Nlaille

NAME M559
EXPNO 350
PROCNO 1

F2 - Acquisition Parameters
Date 20221126
Time 15.02 h
INSTRUM spect
PROBHD 72129392 0001 (
PULPROG 2930

TD 65536
SOLVENT CDC13

NS 16

Ds 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 88.51

DW 62.400 usec
DE 6.50 usec
TE 297.7 K
D1 0.50000000 sec
TDO 1
SFO1 400.1320007 MHz
NUC1 1H

Pl 15.00 usec
PLW1 10.50000000 w
F2 - Processing parameters
SI 65536

SF 400.1300095 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

'"H NMR (400 MHz, CDCl3, 24 °C) of the compound 1f

wn — AN OO T MW

~m N NOOwWwW NOT I~ — o WO

™ — nWw oo 0w . .

0 O MO NN 4O ™ O n

vooNY VT (Y

OH

OMe
OMe
" T

T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm

Current Data Parameters

NAME M559
EXPNO 351
PROCNO 1
F2 - Acquisition Paramete
Date 20221126
Time 15.09 t
INSTRUM spect
PROBHD 72129392_0001 (
PULPROG zgpg30
TD 16540
SOLVENT CDC13
NS 256
DS 4
SWH 24038.461 E
FIDRES 2.906706 E
AQ 0.3440320 =
RG 200.34
DW 20.800 v
DE 6.50 v
TE 298.2 kK
D1 1.00000000 =
D11 0.03000000 =
TDO 1
SFO1 100.6228289 N
NUC1 13C
Pl 10.00 u
PLW1 47.00000000 ©
SFO2 400.1316005 V
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00
PLW2 10.50000000 w
PLW12 0.29166999 W
PLW13 0.14670999 W
F2 - Processing parameter

oT

BC{'H} NMR (100 MHz, CDCl3, 24 °C) of the compound 1f
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2,2-dimethoxy-1-

-~

N VvV
OH
OMe
OMe
FsC
6 6 s J 3 > 1 opn

4-(trifluoromethyl)phenyl)ethan-1-ol: 1g

Current Data Parameters

NAME M657
EXPNO 313
PROCNO 1

F2 - Acquisition Parameters
Date_ 20230113
Time 2.36 h
INSTRUM spect
PROBHD 72129392 0001 (
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 95.73

DW 62.400 usec
DE 6.50 usec
TE 297.6 K
D1 0.50000000 sec
TDO 1
SFO1 400.1320007 MHz
NUC1 1H

Pl 15.00 usec
PLW1 10.50000000 W
F2 - Processing parameters
SI 65536

SF 400.1300069 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

H NMR (400 MHz, CDCI3, 24 °C) of the compound 1g
fel NN OO @
R p» a9 Current Data Parameters
¢ 544499 ¢ R NAE Mo
- A A A A ~ o w0 EXPNO 314
‘ W ‘ ‘ \/ PROCNO 1
F2 - Acquisition Parameters
Date_ 20230113
Time 2.42 h
INSTRUM spect
PROBHD 2129392_0001 (
OH PULPROG zgpg30
TD 16540
SOLVENT CDC13
OMe NS 256
DS 4
SWH 24038.461 Hz
FIDRES 2.906706 Hz
OMe AQ 0.3440320 sec
F C RG 200.34
3 DW 20.800 usec
DE 6.50 usec
TE 297.9 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6228289 MHz
NUC1 13C
Pl 10.00 usec
PLW1 47.00000000 w
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 10.50000000 w
PLW12 0.29166999 W
‘ PLI13 0.14670999 W
LbL . . . | . .
W2 - Processing parameters
SI 32768
SF 100.6127581 MH=z
T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

BC{'H} NMR (100 MHz, CDCl3, 24 °C) of the compound 1g
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1-(2-aminophenyl)-2-methylpropan-1-one: 2b

0 W O M O O) — I O ~om Nele))

SN WMWY MO0 o o~ o NAME

NN OOWONN Neltonte] N

.. P .. . . EXPNO
VNN N4 vV

N
e
N

Current Data Parameters

947
654
1

F2 - Acquisition Parameters

Date 20210827
Time 22.10 h
INSTRUM spect
PROBHD 72129392_0001 (
PULPROG zg30
TD 65536
O SOLVENT cDCl13
NS 16
DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 138.85
DW 62.400 usec
NH DE 6.50 usec
2 TE 300.9 K
D1 0.50000000 sec
TDO 1
SFO1 400.1320007 MHz
NUC1 1H
Pl 15.00 usec
PLW1 10.50000000 W
F2 - Processing parameters
SI 65536
SF 400.1300082 MHz
WDW EM
JL SSB 0
A LB 0.30 Hz
GB 0
T T T T T T T T T T T EC 1.00
10 9 8 7 6 5 4 3 2 1 ppm
2} — o wn o o
IS B Y R Y -
"H NMR (400 MHz, CDCl3, 24 °C) of the compound 2b
= g OH\: $g£ % flg Current Data Parameters
=~ - < =~ . NAME 947
S 5 22 ood 52 EXENO 655
VAN . e '
F2 - Acquisition Paramete
Date 20210827
Time™ 22.16 h
INSTRUM spect
PROBHD 2129392 0001 (
O PULPROG “T2gpg30
TD 16540
SOLVENT CDC13
NS 256
DS 4
SWH 24038.461 H
FIDRES 2.906706 H
AQ 0.3440320 s
NH RG 200.34
2 oW 20.800 u
DE 6.50 u
TE 300.8 K
D1 1.00000000 s
D11 0.03000000 s
TDO 1
SFO1 100.6228289 M
NUC1 13cC
Pl 10.00 u
PLW1 47.00000000 W
SF02 400.1316005 M
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 u
PLW2 10.50000000 w
PLW12 0.29166999 W
PLW13 0.14670999 W
WMW F2 - Processing parameter
ST 32768
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

BC{'H} NMR (100 MHz, CDCls, 24 °C) of the compound 2b
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(2-aminophenyl)(cyclopentyl)methanone: 2d

O W H NS WOWN OO HLWW0nwmwmooN WO
WO ML MN TN O ON O N
SN NN OO0 ON D000 oo
[ e e e e S BN e o] RN ST e s SR I R

-

1. 744
1.740
1.728
1.717
1.712
1.697
1.690
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1.657
1.647
1.639
1.630

)
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Current Data Parameters

NAME 982
EXPNO 397
PROCNO 1

F2 - Acquisition Parameters

Date 20210926

Time 2.36 h
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG ~ zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 67.99

DW 62.400 usec
DE 6.50 usec
TE 297.6 K

D1 0.50000000 sec
TDO 1

SFO1 400.1320007 MHz
NUC1 1H

P1 15.00 usec
PLW1 10.50000000 w

F2 - Processing parameters
SI 65536

SF 400.1300130 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

Current Data Parameters

NAME 982
EXPNO 398
PROCNO 1
F2 - Acquisition Paramete
Date_ 20210926
Time 2.43 h
INSTRUM spect
PROBHD 72129392 0001 (
PULPROG zgpg30
TD 16540
SOLVENT CDC13
NS 256
DS 4
SWH 24038.461 H
FIDRES 2.906706 H
AQ 0.3440320 s
RG 200.34
DW 20.800 u
DE 6.50 u
TE 298.3 K
D1 1.00000000 s
D11 0.03000000 s
TDO 1
SFO1 100.6228289 M
NUC1 13C
Pl 10.00 u
PLW1 47.00000000 W
SFO2 400.1316005 M
NUC2 1H
CPDPRG[2 waltzlé6
PCPD2 90.00 u
PLW2 10.50000000 W
PLW12 0.29166999 W
PLW13 0.14670999 W

F2 - Processing parameter
SI 32768

10 2 1 ppm
IS Sj 3| & S 2@
'"H NMR (400 MHz, CDCl3, 24 °C) of the compound 2d

o~ o oo O

0 oS aSn & 52

3 o Mo aaa < ow

| (YR T
O
NH,

T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

BC{'H} NMR (100 MHz, CDCls, 24 °C) of the compound 2d
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(3-methyl-1H-indol-2-yl)(phenyl)methanone: 3a

O FONNOO M OWONNM I~ 0 Current Data Parameters
FOOAADNOMHO O~ 0O ~
. A . . . . EXPNO 108
[ e e L St el el el o e e e N L o~
e\ —— PROCNO 1
F2 - Acquisition Parameters
Date 20210108
Me Time 14.33
INSTRUM spect
Ph PROBHD 5 mm PABBO BB-
\ PULPROG zg30
TD 65536
N O SOLVENT CDC%%
NS
L R L A L) LA MR LSRR A H DS 2
7.8 7.7 7.6 7.5 7.4 7.3 7.2 ppm SWH 8012.820 Hz
FIDRES 0.122266 Hz
o VAWAT - - AQ 4.0894465 sec
— o — © © © RG 200.34
o el o o 0 DW 62.400 usec
— = — s =} DE 6.50 usec
TE 297.0 K
D1 0.50000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 400.1320007 MHz
NUC1 1H
Pl 15.70 usec
PLW1 7.75000000 W
F2 - Processing parameters
T T T T T T T T T T T ST 65536
10 9 8 7 6 4 2 1 0 ppm  SF 400.1300097 MHz
WDW EM
~ WO/N wﬁﬂ o SSB 0
o o [o|o (oo oy ) TR N 2N "o
[ Py i By By 1S ~
"H NMR (400 MHz, CDCl3, 24 °C) of the compound 3a
— MO NOWr-oOLWw o <
0 wE A A0 Omoao 9 Current Data Parameters
o AONHONO®OOAOON . NAME 771 (3)
3 RARERURUI IR IS B R R 3 EXPNO 687
“\\"‘\'\'\///// PROCNO 1
F2 - Acquisition Paramet
Date 20210201
Time 1.16
INSTRUM spect
PROBHD 5 mm PABBO BB-
Me PULPROG 2gpg30
TD 16540
Ph SOLVENT cDC13
\ NS 2000
DS 4
SWH 24038.461
N (@) FIDRES 1.453353
H AQ 0.3440320
RG 200.34
DW 20.800
DE 6.50
TE 297.6
D1 1.00000000
D11 0.03000000
TDO 1
======== CHANNEL f1l ====
SFO1 100.6228289
NUC1 13C
Pl 9.25
PLW1 47.00000000
======== CHANNEL f2 ====
SFO2 400.1316005
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00
! PLW2 7.75000000
PLW12 0.23583999
PLW13 0.11863000
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm F2 - Processing paramete

BC{'H} NMR (100 MHz, CDCl3, 24 °C) of the compound 3a
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(3-isopropyl-1H-indol-2-yl)(phenyl)methanone: 3b

WO —HAMMETAOANMUOOANANND WSO M ™M W o O ML wn ~
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[ee] N HNLW OO0 O A
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Current Data Parameters

NAME 949
EXPNO 101
PROCNO 1

F2 - Acquisition Parameters
Date_ 20210909
Time 2.12 h
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 95.73

DW 62.400 usec
DE 6.50 usec
TE 297.5 K
D1 0.50000000 sec
TDO 1
SFO1 400.1320007 MHz
NUC1 1H

Pl 15.00 usec
PLW1 10.50000000 w
F2 - Processing parameters
SI 65536

SF 400.1300096 MHz
WDW EM
SSB 0

LB 0.30 Hz
GB 0

PC 1.00

Current Data Parameters

NAME 949
EXPNO 102
PROCNO 1

F2 - Acquisition Parameter:

Date 20210909
Time 2.34 h
INSTRUM spect
PROBHD 72129392 0001 ¢
PULPROG zgpg30
Me TD 16540
Me SOLVENT CDC13
NS 256
Ph DS 4
\ SWH 24038.461 Hz
FIDRES 2.906706 Hz
AQ 0.3440320 se
N 0] RG 200.34
H DW 20.800 usc
DE 6.50 us¢
TE 297.9 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6228289 MH:
NUC1 13C
Pl 10.00 use
PLW1 47.00000000 W
SFO2 400.1316005 MH:
NUC2 1H
CPDPRG[2 waltz1l6
PCPD2 90.00 us¢
PLW2 10.50000000 w
PLW12 0.29166999 W
PLW13 0.14670999 W
f " . F2 - Processing parameters
ST 32768
SF 100.6127624 MH:
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

BC{'H} NMR (100 MHz, CDCls, 24 °C) of the compound 3b
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(1H-indol-2-yl)(phenyl)methanone: 3¢

Current Data Parameters

— — —
Zomhhmmwmmgggg%m.—«:,—« NAME 833 (B)
Lo S S S S S A A EXPNO 254
K\i:fés§§§§§§§§§%éﬁéégéégéggggz,A PROCNO 1
F2 - Acquisition Parameters
Date_ 20210316
Time 1.35
INSTRUM spect
PROBHD 5 mm PABBO BB-
Ph PULPROG 2930
\ TD 65536
SOLVENT CDC13
NS 16
N (@) DS 2
T T : : : SWH 8012.820 Hz
FIDRES 0.122266 Hz
8.0 7.8 7.6 7.4 7.2 ppm 20 4.0894465 sec
RG 200.34
~ o © ~ o — DW 62.400 usec
3 3SR g 3 = DE 6.50 usec
: : : : TE 298.9 K
- -l e - - D1 0.50000000 sec
TDO 1
======== CHANNEL fl e
SFO1 400.1320007 MHz
NUC1 1H
Pl 15.00 usec
4A‘ PLW1 10.50000000 w
L .
F2 - Processing parameters
T T \ \ T T T T T T T SI 65536
10 9 6 5 4 3 2 1 0 ppm SF 400.1300095 MHz
WDW EM
o ®|S[ oS [ LB 0.30 Hz
IS Y B 1 1 i GB 0
1 o
H NMR (400 MHz, CDCl3, 24 °C) of the compound 3¢
© OO OWOOS~M Current Data Parameters
“ aeEmEaLetnTen NAME 833 (B)
o~ O T NN~ OM NN EXPNO 669
3 RHRAR AR B B B I I R PROCNO 1

F2 - Acquisition Paramete

Date_ 20210131

Time 22.11

INSTRUM spect

PROBHD 5 mm PABBO BB-

PULPROG zgpg30

Ph TD 16540

\\ SOLVENT cDpel3
NS 256

DS 4

N (@) SWH 24038.461
H FIDRES 1.453353
AQ 0.3440320

RG 200.34

DW 20.800

DE 6.50

TE 297.5

D1 1.00000000

D11 0.03000000

TDO 1
===== CHANNEL fl ====

SFO1 100.6228289

NUC1 13C

Pl 9.25

PLW1 47.00000000
======== CHANNEL f2 ====

SFO2 400.1316005

NUC2 1H

CPDPRG[2 waltzl6

PCPD2 90.00

WWWWWMW PLI2 7.75000000

PLW12 0.23583999

PTW13 0.11863000

T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

BC{H} NMR (100 MHz, CDCl3, 24 °C) of the compound 3¢
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(3-cyclopentyl-1H-indol-2-yl)(phenyl)methanone: 3d

Current Data Parameters

MO N WOANMTLTMMOMLW LW WO AN ONI 00N ™~ 0O
NHODNO AN~ NOONONHM—HNO® SNO-OLOASNTL HOO O O NAME 983
e A A A A aNAAOeeeeeeaNNNn EXPNO 457
K\i:fff§§§§§§§§%4%;%%2222;22;L2 K\Qéig%/ K\tgigﬁéﬁggéiiEEZ/) F2 - Acquisition Parameters
Date 20211001
Time 5.59 h
INSTRUM spect
PROBHD 2129392 0001 (
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
\\ Ds 2
SWH 8012.820 Hz
T T T T T FIDRES 0.244532 Hz
7.8 7.6 7.4 7.2 ppm N @) AQ 4.0894465 sec
H RG 200.34
DW 62.400 usec
a & o N 3 DE 6.50 usec
< A I A B e B < TE 297.9 K
N — N — = — D1 0.50000000 sec
TDO 1
SFO1 400.1320007 MHz
NUC1 1H
Pl 15.00 usec
PLW1 10.50000000 W
F2 - Processing parameters
SI 65536
SF 400.1300098 MHz
WDW EM
4A; ‘ﬂ SSB 0
> LB 0.30 Hz
GB 0
T T T T T T T T T PC 1.00
9 8 7 6 5 4 3 2 1
— |0y M |0 |O o — [ | |00
oy o) o] (e} (e} (e} (o] o ||
= fﬁdﬂéé ; N -
'"H NMR (400 MHz, CDCl3, 24 °C) of the compound 3d
wn OO HOMNHNM
% IR A A N nl % Current Data Parameters
2 SRR R S NAME 983
— A A A A A A RN EXPNO 441
=\ 7] 1
F2 - Acquisition Parameters
Date 20210930
Time 0.49 h
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG zgpg30
TD 16540
SOLVENT CDC13
NS 256
DS 4
AN SWH 24038.461 Hz
FIDRES 2.906706 Hz
AQ 0.3440320 sec
N @] RG 200.34
H DW 20.800 usec
DE 6.50 usec
TE 297.8 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6228289 MHz
NUC1 13C
Pl 10.00 usec
PLW1 47.00000000 W
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 10.50000000 W
PLW12 0.29166999 W
PLW13 0.14670999 W
F2 - Processing parameters
SI 32768
SF 100.6127592 MHz
T T T T T T T T T T T s —-
200 180 160 140 120 100 80 60 40 20 0

BC{'H} NMR (100 MHz, CDCls, 24 °C) of the compound 3d
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(E)-phenyl(3-styryl-1H-indol-2-yl)methanone: 3e

CNOO M IO ®DO WO ™0 OO~ O
OTANOO AN FNOO®OWOITN—HOO ™ N ©
HOOOVWOUNIFIFIFIFTNOANNNNNNNA A AOD
e e e e Sl el ol e el e o e el e R L e e

%
|

Current Data Parameters

NAME
EXPNO
PROCNO

984
431
1

F2 - Acquisition Parameters

Date 20210929
F)h Time 2.42 h
INSTRUM spect
PROBHD 2129392 0001 (
\ PULPROG 2930
TD 65536
SOLVENT CDC13
NS 16
DS 2
\ SWH 8012.820 Hz
FIDRES 0.244532 Hz
T T T T T T N O AQ 4.0894465 sec
8.0 7.8 7.6 7.4 7.2 ppm H RG 169.77
DW 62.400 usec
DE 6.50 usec
3 2 a 3 a5 18 TE 297.7 K
o © o S oL e D1 0.50000000 sec
o — — < [STR SR IRE TDO 1
SFO1 400.1320007 MHz
NUC1 1H
Pl 15.00 usec
PLW1 10.50000000 w
F2 - Processing parameters
SI 65536
SF 400.1300160 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00
T T T T T T T T T T
9 8 7 6 5 4 3 2 1 ppm

0.89
0.95
1.88
1.06
4.01
2.91
3.91/
1.00/

'"H NMR (400 MHz, CDCl3, 24 °C) of the compound 3e

O MO A~ OLW LW~ WOO W
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N
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Current Data Parameters

1 1 1 1 1 1 1 1 1 1 1
200 180 160 140 120 100 80 60 40 20

40

NAME 984
EXPNO 432
PROCNO 1

F2 - Acquisition Parameter:
Date 20210929
Time 2.52 h
INSTRUM spect
PROBHD 72129392 0001 ¢
PULPROG zgpg30

TD 16540
SOLVENT CDC13

NS 256

DS 4
SWH 24038.461 Hz
FIDRES 2.906706 Hz
AQ 0.3440320 sec
RG 200.34

DW 20.800 use
DE 6.50 use
TE 298.2 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6228289 MH:
NUC1 13C

Pl 10.00 use
PLW1 47.00000000 W
SFO2 400.1316005 MH:
NUC2 1H
CPDPRG|[2 waltzl6
PCPD2 90.00 use
PLW2 10.50000000 W
PLW12 0.29166999 W
PLW13 0.14670999 W
F2 - Processing parameters
SI 32768

SF 100.6127589 MH:
WDW M

ppm

BC{H} NMR (100 MHz, CDCl3, 24 °C) of the compound 3e



phenyl(3-phenyl-1H-indol-2-yl)methanone: 3f

Current Data Parameters

NAME
EXPNO
PROCNO

769
50
1

F2 - Acquisition Parameters

Date 20210105
Time 18.58
INSTRUM spect
PROBHD 5 mm PABBO BB-
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8012.820 Hz
AN FIDRES 0.122266 Hz
AQ 4.0894465 sec
RG 200.34
N () DW 62.400 usec
H T T T T T T T T DE 6.50 usec
7.7 7.6 7.5 7.4 7.3 7.2 7.1 ppm TE 296.3 K
D1 0.50000000 sec
TDO 1
fee} — o N — ~ wn
> & 3 ol | |8 S ===—==—— CHANNEL fl ========
S < 5 HENENEN SFO1 400.1320007 MHz
NUC1 1H
Pl 15.70 usec
PLW1 7.75000000 W
F2 - Processing parameters
SI 65536
SF 400.1300402 MHz
J\ . | WDW EM
SSB 0
LB 0.30 Hz
T T T T T T T T T GB 0
9 8 7 6 5 4 3 2 1 ppm PC 1.00
el Fﬁ) (N[
fee] o) [0 |O|O|0) | |[O
o Sleife el oo
'"H NMR (400 MHz, CDCl3, 24 °C) of the compound 3f
g S ;2 ﬁ S g E Q [(3 B g g % : 2 g Current Data Parameters
X R B N NAME 1642
© MMM OOANNNNNNN NN A EXPNO 219
= ﬁ%%;/y PROCNO ]
F2 - Acquisition Parameters
Date 20230316
Time 5.39 h
INSTRUM spect
PROBHD 72129392 0001 (
PULPROG zgpg30
TD 16540
SOLVENT CDC13
NS 741
DS 4
SWH 24038.461 Hz
\ FIDRES 2.906706 Hz
AQ 0.3440320 sec
N O RG 200.34
H DW 20.800 use
DE 6.50 use
TE 295.0 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6228289 MHz
NUC1 13C
P1 10.00 use
PLW1 47.00000000 W
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 use
PLW2 10.50000000 W
PLW12 0.29166999 W
PLW13 0.14670999 W
WWMWWMWW F2 - Processing parameters
SI 32768
am 1AM c1nTcan AT
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

BC{'H} NMR (100 MHz, CDCl3, 24 °C) of the compound 3f



(3-(4-bromophenyl)-1H-indol-2-yl)(phenyl)methanone: 3g

Current Data Parameters

OO AT NHDOANNMDONONONINNOOMM
A MHADMO A= MOSONO WO N W0 NAME 958
e e A Br EXPNO 177
L e e L S e e e e e e L i St Sl el ol o PROCNO 1
\<:j:é35§§§§§§§§§%ﬁ%%éé%gé%é%éﬁééﬁL; F2 - Acquisition Parameters
Date 20210912
Time 1.52 h
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG ~ zg30
AN ™D 65536
SOLVENT CDC13
N O NS 16
DS 2
H SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
T T T T T T T RG 200.34
7.7 7.6 7.5 7.4 7.3 7.2 7.1 ppm Dw 62.400 usec
DE 6.50 usec
TE 297.6 K
S N 2 N = S 9 N D1 0.50000000 sec
o o o — 0 — — o TDO 1
— ~ — — — — ~ — SFO1 400.1320007 MHz
NUC1 1H
Pl 15.00 usec
PLW1 10.50000000 W
F2 - Processing parameters
SI 65536
SF 400.1300046 MHz
WDW EM
jL ) ssB 0
* LB 0.30 Hz
GB 0
T T T T T T T T T T T PC 1.00
10 9 8 7 6 5 4 3 2 1 ppm
< Fﬁm,—«wah
(e} OO | [ [ [+ | |OY
= Y PN Pyl S
'"H NMR (400 MHz, CDCl3, 24 °C) of the compound 3g
jr ﬁﬁggga‘g.}‘%%&?%??\?ﬂﬁ ©wnm Current Data Parameters
N Y B I P NAME 958
3 QOO0 ooRNYNNNSNAS pRpe EXPNO 178
g¢:§;§§§§§$§%\%%%222%%%53:,2 \\k/ PROCNO 1
F2 - Acquisition Parameter
Br Date 20210912
Time 22.05 h
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG zgpg30
TD 16540
SOLVENT CDC13
NS 500
AN DS 4
SWH 24038.461 Hz
N () FIDRES 2.906706 Hz
H AQ 0.3440320 se
RG 200.34
DW 20.800 us
DE 6.50 us
TE 298.0 K
D1 1.00000000 se
D11 0.03000000 se
TDO 1
SFO1 100.6228289 MH
NUC1 13C
Pl 10.00 us
PLW1 47.00000000 w
SFO2 400.1316005 MH
NUC2 1H
CPDPRG([2 waltzl6
PCPD2 90.00 us
PLW2 10.50000000 W
PLW12 0.29166999 W
PLW13 0.14670999 W
I I I I I I I I I I
200 180 160 140 120 100 80 60 40 20 ppm

BC{'H} NMR (100 MHz, CDCl3, 24 °C) of the compound 3g
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phenyl(3-(thiophen-2-yl)-1H-indol-2-yl)methanone: 3h

OOV VOWITAANT OO T LT OO N AN A OFTMNOOOTNOMME>OM~ O
LoOoOONWOWWWOUITFrMMOANdTONOOE~TWVWNHWOWO - VOTFTMOM
OO OONONNNNNN NN W 0
[ R R e o o e e e S RN R R RV
S
~ O
N O \ \ \ \
H 8.0 7.8 7.6 7.4 7. ppm
o ™ [ee) Sl (se] [ee) — <
o ~N [s0] wn| " fee) [eolqN}
o (o)) o ol o — [eN[e))
— — — || < oo
T T T T T T T T
10 9 8 7 6 5 3 ppm

04

()] o [N L0 (1O [OY|0O |
o)) oo o|o|H|o|oy
o A [ |H [ | [O]o

Current Data Parameters

NAME 971
EXPNO 69
PROCNO 1
F2 - Acquisition Parameters
Date 20210923
Time 0.54
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
TD 32768
SOLVENT CDC13
NS 32
DS 2
SWH 10000.000 Hz
FIDRES 0.305176 Hz
AQ 1.6384000 sec
RG 114.76
DW 50.000 usec
DE 6.50 usec
TE 298.4 K
D1 0.50000000 sec
TDO 1
== CHANNEL fl1 ========
500.1525008 MHz
1H
11.75 usec
15.30000019 W
F2 - Processing parameters
SI 65536
SF 500.1499805 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
PC 1.00

"H NMR (400 MHz, CDCl3, 24 °C) of the compound 3h

< A NOODOMII~I1ONOMAN N
< CMNWOWAHOMOOOH WML AN
(o)} SO NHOOOOS™WOWOWNASN
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Current Data Parameters

T
200

T T T T T
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T
80
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NAME 971
EXPNO 70
PROCNO 1
F2 - Acquisition Parameters
Date_ 20210923
Time 1.42
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 20480
SOLVENT CDC13
NS 2000
DS 4
SWH 29761.904 Hz
FIDRES 1.453218 Hz
AQ 0.3440640 sec
RG 202.34
DW 16.800 usec
DE 6.50 usec
TE 299.2 K
D1 1.00000000 sec
D11l 0.03000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 125.7753932 MHz
NUC1 13C
Pl 10.20 usec
PLW1 103.00000000 W
======== CHANNEL f2 ========
SFO2 500.1520006 MHz
NUC2 1H
CPDPRG[2 waltzle
PCPD2 80.00 usec
PLW2 15.30000019 W
PLW12 0.39658999 W
PLW13 0.19948000 W
F2 - Processing parameters
SI 32768
" SF 125.7628053 MHz
WDW EM
SSB 0
T LB 1.00 Hz
GB 0
ppm - pc 1.40

BC{'H} NMR (100 MHz, CDCls, 24 °C) of the compound 3h

43



(6-methyl-3-phenyl-1H-indol-2-yl)(phenyl)methanone: 3i

MOTMHMAANOVOC-ON=TEHNONMONOWNLWDO T O N ~N
HOMMA—TFT0OWWOLMHONHNOEE=MNNH—OWL N —
LCOHLLOLOLANANNNNAAAAAAAA A O O O OO [f9]
L O e e e e o o e e e L e S St ol ol el o~

T T T T T

7.6 7.5 7.4 7.3 7.2 7.1 ppm

o O o N < @ — NeJ

o Ig} < ~ n ~N ~ e

o O o — o o o o

— — o — — N N o

L . J |
T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 ppm

~ OO~ |||~ |~ -

(o2} O |00 [0 [H|OY[O)|O [ o

o | [O|H|H|N|N[O (e8]

Current Data Parameters

NAME 972
EXPNO 38
PROCNO 1

F2 - Acquisition Parameters
Date 20210921

Time 14.23
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 32768
SOLVENT CDC13

NS 32

DS 2

SWH 10000.000 Hz
FIDRES 0.305176 Hz
AQ 1.6384000 sec
RG 89.12

DW 50.000 usec
DE 6.50 usec
TE 298.7 K

D1 0.50000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 500.1525008 MHz
NUC1 1H

Pl 11.75 usec
PLW1 15.30000019 W

F2 - Processing parameters
SI 65536

SF 500.1500121 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

'"H NMR (400 MHz, CDCl3, 24 °C) of the compound 3i

~ TO~-ON> 0N A40VNHOMHO
fe} WO OWOo W OWOWOoWIrS oI~
o)) S OO0~ ONWM A
@ MO MMMNOOMOOMONNNNNNNN A
— E i R i R i M e e T B e A e A R

Me

Irz

22.17

T T T T T T
200 180 160 140 120 100

T
80

60 40

T
20

Current Data Parameters

NAME
EXPNO
PROCNO

972
39
1

F2 - Acquisition Parameter

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

CPDPRG[2
PCPD2
PLW2
PLW12

T
ppm  PLWL3

BC{'H} NMR (100 MHz, CDCls, 24 °C) of the compound 3i
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20210921
14.28
spect
5 mm PABBO BB/
zgpg30
20480
CDC13
128
4
29761.904 Hz
1.453218 Hz
0.3440640 se
202.34
16.800 us
6.50 us
299.2 K
1.00000000 se
0.03000000 se

1
CHANNEL f1 ======
125.7753932 ME

13C
10.20 us
103.00000000 W
CHANNEL f2 ======
500.1520006 ME

1H

waltzl6
80.00 us

15.30000019 w
0.39658999 W
0.19948000 W



(5-chloro-3-phenyl-1H-indol-2-yl)(phenyl)methanone: 3j

9.470
7.684
7.528
7.510
7.507
7.455
7.433
7.364
7.359
7.342
7.337
7.287
7.268
7.160
7.143
7.140
7.121
7.094
7.074
7.055

\\Nﬂ%’

Current Data Parameters

NAME
EXPNO
PROCNO

957
175
1

F2 - Acquisition Parameters

Date 20210912

Time 1.47 h
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 200.34

DW 62.400 usec
DE 6.50 usec
TE 297.5 K

D1 0.50000000 sec
TDO 1

SFO1 400.1320007 MHz
NUC1 1H

Pl 15.00 usec
PLW1 10.50000000 W

F2 - Processing parameters
SI 65536

SE 400.1300107 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

Current Data Parameters

NAME 957
EXPNO 176
PROCNO 1
F2 - Acquisition Paramet
Date_ 20210912
Time 21.50
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG zgpg30
TD 16540
SOLVENT CDC13
NS 500
DS 4
SWH 24038.461
FIDRES 2.906706
AQ 0.3440320
RG 200.34
DW 20.800
DE 6.50
TE 297.6
D1 1.00000000
D11 0.03000000
TDO 1
SFO1 100.6228289
NUC1 13C
Pl 10.00
PLW1 47.00000000
SFO2 400.1316005
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00
PLW2 10.50000000
PLW12 0.29166999
PLW13 0.14670999

F2 - Processing paramete

CI ‘1!!;’
A\
N O
H \ \ \ \ T T
7.7 7.6 7.5 .4 .3 2. ppm
(=] ~N o (oo} (=] ~ [Te]
(=] — o — ~ (32} N
(=] — — o~ (o2} N —
- ~ — — =) " N
L l N 1
T T \ \ \ T T T T
10 9 5 4 1 0 ppm
~N OHON%M
o O [ [N |OY [N |~
|—; — | H'Lﬂ(\l
'"H NMR (400 MHz, CDCl3, 24 °C) of the compound 3j
el DO HOWOW A>T WO AAMMM
n N~ NOOOO TN NAHO>ST M O N
> R T B S A i
[e0) MMM MOMOMONNNNNNNNN A o~~~
— R B B e O O TR e e O O O B B B e B B B | ~r~-
cl { O
N
H
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

BC{'H} NMR (100 MHz, CDCls, 24 °C) of the compound 3j
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(3,5-diphenyl-1H-indol-2-yl)(phenyl)methanone: 3k

NSO OS ANTNLDNFOTONAD0O A
DLOVLVLOVOLLLIIINNONANNNNNAAAODO
O EXPNO
[ e i et Sl ol o el ol o o o o ol S o e S

PROCNO

Current Data Parameters

M641
95
1

F2 - Acquisition Parameters

Date 20230104
Time 20.53 h
INSTRUM spect
PROBHD 2129392 0001 (
PULPROG zg30
TD 65536
SOLVENT CDC13
\\ NS 64
DS 2
‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ SWH 8012.820 Hz
N O 7.9 7.8 7.7 7.6 7.5 7.4 7.3 7.2 PP FIDRES 0.244532 Hz
H 20 4.0894465 sec
o o~ (&) ~ — | | © RG 169.77
= © - s o b I P I DW 62.400 usec
. . . . . . DE 6.50 usec
D1 0.50000000 sec
TDO 1
SFO1 400.1320007 MHz
NUC1 1H
Pl 15.00 usec
PLW1 10.50000000 w
F2 - Processing parameters
SI 65536
SF 400.1300097 MHz
WDW EM
SSB 0
LB 0.30 Hz
GB 0
- . b—pc 1.00
T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 ppm
N owmmmﬁﬁm
o OO | |O |00 [+ |O [
- P NN B O
1 o
H NMR (400 MHz, CDClI3, 24 °C) of the compound 3k
o MNMOITMINWOANNNMOTONONWOONWO™ Current Data Parameters
©ooareanevewenTdeTeennTy NAME 94
2 FHEROARALSRRRNRESRRY EXPNO 73

TTTeSSs—

F2 - Acquisition Parameters

Date 20230104
Time 5.56 h
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG " zgpg30
TD 16540
SOLVENT CDC13
NS 2000
DS 4
AN SWH 24038.461 Hz
FIDRES 2.906706 Hz
N 0 AQ 0.3440320 sec
H RG 200.34
DW 20.800 usec
DE 6.50 usec
TE 297.7 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6228289 MHz
NUC1 13C
Pl 10.00 usec
PLW1 47.00000000 W
SFO02 400.1316005 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 usec
PLW2 10.50000000 W
PLW12 0.29166999 W
PLW13 0.14670999 W
F2 - Processing parameters
WA PO S T 32768
SF 100.6127596 MHz
T T T T T T T T T T T wow EM
200 180 160 140 120 100 80 60 40 20 ppm

BC{'H} NMR (100 MHz, CDCl3, 24 °C) of the compound 3k
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phenyl(3-phenyl-5-(pyren-1-yl)-1H-indol-2-yl)methanone: 31

DNV ONMONNTANT-DNONNTI~ OO M
OO WOTONOWOWWOORNMLMO®© ™~ Current Data Parameters
ST egavun NN Hoo NAME JAN 2023 (604-7
©) G0 00 O 0 O [~ [~~~ 0~~~ EXPNO 768
s\ \ =" PROCNO 1
F2 - Acquisition Paramet:
Date 20230130
Time 17.17
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG zg30
Ph D 65536
SOLVENT CDC13
\ NS 16
DS 2
SWH 8012.820 !
N O FIDRES 0.244532 1|
H AQ 4.0894465
RG 200.34
DW 62.400 1
DE 6.50 1
TE 294 .4
D1 0.50000000
TDO 1
SFO1 400.1320007
NUC1 1H
Pl 15.00 ¢
PLW1 10.50000000
F2 - Processing paramete
SI 65536
SF 400.1300114 1
A WDW EM
SSB 0
T T T T T T T T T T LB 0.30 !
10 9 8 7 6 5 4 3 2 1 ppm GB 0
PC 1.00
—A[M[O|N|H|O ||~
o Ol | [ ]|O|O |1 |O
I <[ [ e fes o
'"H NMR (400 MHz, CDCl3, 24 °C) of the compound 31
PR RARS SRR S B N SR AN -GN By A SIS Current Data Parameters
B NAME - JAN 2023 (604-
OOEOMMMMMMMOMOANNNNNNNNNNNNNNNN N A EXPNO 780
A A A A A A A A A A A A A A A A A A A A A A A A A A A A
PROCNO 1
F2 - Acquisition Paramet
Date_ 20230131
Time 2.03
INSTRUM spect
PROBHD Z129392_0001 (
PULPROG zgpg30
Ph TD 16540
SOLVENT CDC13
\\ NS 2000
DS 4
SWH 24038.461
N @) FIDRES 2.906706
H 20 0.3440320
RG 200.34
DW 20.800
DE 6.50
TE 295.2
D1 1.00000000
D11 0.03000000
TDO 1
SFO1 100.6228289
NUC1 13C
Pl 10.00
PLW1 47.00000000
SFO2 400.1316005
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00
PLW2 10.50000000
PLW12 0.29166999
PLW13 0.14670999
SI 32768
SF 100.6127577
I " I " I " I " I " I " I " I " I " I " I Wow FM
200 180 160 140 120 100 80 60 40 20 ppm

BC{'H} NMR (100 MHz, CDCls, 24 °C) of the compound 31
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phenyl(3-phenyl-5-(pyridin-3-yl)-1H-indol-2-yl)methanone : 3m

S g =y g g 5 g 2: % 2 N g £ 2 Current Data Parameters
~ OOWAOOOONNANN OO NAME M690 (R)
L S S S S R EXPNO 285
‘ \\‘\‘\\\/4/// PROCNO 1
F2 - Acquisition Paramet
Date 20230206
Time 18.29
INSTRUM spect
PROBHD 212939270001 (
PULPROG zg30
TD 65536
~z SOLVENT CDC13
L O : :
A DS 2
\\ SWH 8012.820
FIDRES 0.244532
N O AQ 4.0894465
H 1 1 1 1 1 RG 200.34
8.5 8.0 7.5 7.0 ppm DW 62.400
DE 6.50
TE 295.0
S P 1o O g NSl e e D1 0.50000000
A e Al e e e SFO1 400.1320007
NUC1 1H
Pl 15.00
PLW1 10.50000000
F2 - Processing paramete
SI 65536
SF 400.1300091
k JL_»\JLJ\—‘WDW EM
SSB 0
| e LB 0.30
GB 0
T T T T T T T T T T T PC 1.00
11 10 9 8 7 6 5 4 3 2 1  ppm
o O\j O[O [O |||~
o [eli{e] DN |O|O|x |0 [N
"H NMR (400 MHz, CDCl3, 24 °C) of the compound 3m

Current Data Parameters

Tu? NAME M690 (R)
3 EXPNO 349
o PROCNO 1
F2 - Acquisition Paramete
Date 20230208
Time 3.21 h
INSTRUM spect
PROBHD 72129392 0001 (
PULPROG zgpg30
TD 16540
SOLVENT CDC13
NS 1500
DS 4
SWH 24038.461 H
FIDRES 2.906706 H
AQ 0.3440320 s
RG 200.34
DW 20.800 u
DE 6.50 u
TE 296.1 K
D1 1.00000000 s
D11 0.03000000 s
TDO 1
SFO1 100.6228289 M
NUC1 13C
Pl 10.00 u
PLW1 47.00000000 W
SFO2 400.1316005 M
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 u
PLW2 10.50000000 W
PLW12 0.29166999 W
PLW13 0.14670999 W
WMMMWWWW F2 - Processing parameter
SI 32768
SF 100.6127585 M
WDW EM

200 190

T T T
180

T
170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10 0 ppm

BC{'H} NMR (100 MHz, CDCls, 24 °C) of the compound 3m
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(1-methyl-3-phenyl-1H-indol-2-yl)(phenyl)methanone: 3n

Current Data Parameters

NO A1 OMACTNHOUTFOATMONHNONOEOXVAHNMSO M A O
OO OOOLFFTNNNOWDWOWOI TN OO N©WOWOW NAME 9717
AR R R R R el ie ettt EXPNO 392
[ O i el el e e ol e o ol o e A R i i o) PROCNO 1
/ F2 - Acquisition Parameters
Date 20210924
Time 23.55 h
INSTRUM spect
PROBHD 72129392 0001 (
PULPROG ~ zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
\ SWH 8012.820 Hz
FIDRES 0.244532 Hz
T T T T T T T T AQ 4.0894465 sec
.8 7.7 7.6 7.5 7.4 7.3 7.2 ppm N RG 138.85
\ DW 62.400 usec
Me DE 6.50 usec
0 3 2 3 1R 23 S TE 297.6 K
o © o o| |o © o D1 0.50000000 sec
= - N O TDO 1
SFO1 400.1320007 MHz
NUC1 1H
Pl 15.00 usec
PLW1 10.50000000 W
F2 - Processing parameters
SI 65536
SF 400.1300100 MHz
WDW EM
LM)\__L SSB 0
LB 0.30 Hz
GB 0
T T T T T T T T PC 1.00
8 7 6 5 4 3 2 ppm
o0 [O|O | ||O [e)}
L N N ~
"H NMR (400 MHz, CDCl3, 24 °C) of the compound 3n
~ I~ DO 1000 M e O W IO N Current Data Parameters
~ CNOOWVWINANHNOAMOINOM 0 NAME 977
o BRTNNS O D™ G D O = EXPNO 393
2 COOn0noIN NI NN YN = PROCNO 1
\\\“r\\//r//n// F2 - Acquisition Paramete
Date 20210925
Time 0.011
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG zgpg30
TD 16540
SOLVENT CDC13
NS 184
DS 4
SWH 24038.461 1
\ FIDRES 2.906706 1
AQ 0.3440320 «
RG 200.34
N DI 20.800 1
\ DE 6.50 1
M TE 298.2 1
D1 1.00000000 ¢
D11 0.03000000 ¢
TDO 1
SFO1 100.6228289 1
NUC1 13C
Pl 10.00 1
PLW1 47.00000000 ¥
SFO2 400.1316005 1
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 1
PLW2 10.50000000 ¥
PLW12 0.29166999 1
PLW13 0.14670999 1
F2 - Processing paramete:
ST 32768
SF 100.6127591 1
T T T T T T T T T T WDW EM
200 180 160 140 120 100 80 60 40 ppm T 7T -

BC{'H} NMR (100 MHz, CDCls, 24 °C) of the compound 3n
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(1-allyl-3-phenyl-1H-indol-2-yl)(phenyl)methanone: 30

Current Data Parameters

O ANLTOO~TOOONNNMETONOETTONOT AT 0N LW A~ O
TOEMNHOOENOMANOIT N AN S IO AO®S N O A
P S S O S s e STt R RN P TR AT Tt E;gggo 36%
N'%%/ F2 - Acquisition Parameters
Date_ 20210919
Time 1.53 h
INSTRUM spect
PROBHD 72129392 _0001 (
PULPROG zg30
U TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8012.820 Hz
\ FIDRES 0.244532 Hz
AQ 4.0894465 sec
N o e ‘ < S e
7.8 7.7 7.6 7.5 7.4 7. 7.1 pp DE 6.50 usec
TE 297.6 K
D1 0.50000000 sec
o~ ~ o — @ < ~
\ © 70\ o ) — o~ o TDO 1
= 2 ol | e e = SFO1 400.1320007 MHz
— — — — < < — NUC1 1H
Pl 15.00 usec
PLW1 10.50000000 w
Jm F2 - Processing parameters
SI 65536
SF 400.1300096 MHz
M ﬂ‘ WDW EM
SSB 0
LB 0.30 Hz
T T T T T T T T T GB 0
10 9 8 7 6 5 4 3 ppm PC 1.00
FFE&O NN | o
olo|H|[H|OO|O o —
YN )y ) ) ) o
"H NMR (400 MHz, CDCl3, 24 °C) of the compound 30
0 O~ OOV O™ WL O LN
@ NAONOANH®DOATNONO ™ N Current Data Parameters
o WOITMNOOMMS OO OO . NAME 968
3 AU R PRI g R i < EXPNO 364
‘\‘\\‘\\H“\“\//n//// PROCNO 1
F2 - Acquisition Parameters
Date 20210919
Time 2.41 h
INSTRUM spect
PROBHD 2129392_0001 (
PULPROG zgpg30
TD 16540
SOLVENT CDC13
NS 2000
DS 4
SWH 24038.461 Hz
\ FIDRES 2.906706 Hz
AQ 0.3440320 sec
N O RG 200.34
DW 20.800 use
DE 6.50 use
TE 297.8 K
\ D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6228289 MHz
NUC1 13C
Pl 10.00 use
PLW1 47.00000000 W
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG[2 waltzlé
PCPD2 90.00 use
PLW2 10.50000000 w
PLW12 0.29166999 W
l PLW13 0.14670999 W
‘ F2 - Processing parameters
ST 32768
SF 100.6127578 MHz
T T T T T T T T WDW EM
200 180 160 140 120 100 80 60 20 ppmSSR n

BC{'H} NMR (100 MHz, CDCl3, 24 °C) of the compound 30

50



(4-methoxyphenyl)(3-phenyl-1H-indol-2-yl)methanone: 3p

Current Data Parameters

HOONAN~TOOCTOOONONITMT NN M ()}
OWVWILTINNOHON™WOWMO WY © WO ™ NAME 922 (B)
AR A A SRR S A S A it B "~ EXPNO 173
F2 - Acquisition Parameters
Date 20210807
Time 18.08 h
INSTRUM spect
PROBHD 7129392 0001 (
OMe PULPROG ~ zg30
D 65536
SOLVENT CDC13
O L
DS 2
\\ SWH 8012.820 Hz
T T T T T T T FIDRES 406233222 Hz
AQ . sec
.7 7.6 7.5 7.4 7.3 7.2 ppm N 0] RG 500.34
H DW 62.400 usec
o ™ ~ I ™ ™ DE 6.50 usec
S SR ‘J b % TE 297.0 K
= Y I e i i - D1 0.50000000 sec
TDO 1
SFO1 400.1320007 MHz
NUC1 1H
Pl 15.00 usec
PLW1 10.50000000 w
F2 - Processing parameters
SI 65536
SF 400.1300096 MHz
WDW EM
SSB 0
A ) L LB 0.30 Hz
GB 0
T T T T T T T T T T 7 PC 1.00
10 9 8 7 5 4 3 2 1 ppm
e FﬁmNu—{[\ (o)} el
(o)} O |O) [0V | |00 |00 [[co =
o e o i o ~
'"H NMR (400 MHz, CDCl3, 24 °C) of the compound 3p
O CONOWOAMONWOWOHLLWLI~
bt} mEMNHANO A AN T O A0 O ;0 Current Data Parameters
© NOTNHAOOMESOOTNAMN . NAME 922 (B)
3 R RU RN PE B R R R r EXPNO 174
\ “¢?$s§§§§§¥\44%2;;$ji;2ﬁL) PROCNO 1
F2 - Acquisition Paramet:
Date 20210807
Time 18.15 !
INSTRUM spect
PROBHD 7129392 0001 (
OMe rpurproc “zgpg30
TD 16540
SOLVENT CDC13
Ph NS 256
DS 4
SWH 24038.461 !
AN FIDRES 2.906706 |
AQ 0.3440320 .
RG 200.34
H O DW 20.800 -
DE 6.50 -
TE 297.4 !
D1 1.00000000 .
D11 0.03000000 .
TDO 1
SFO1 100.6228289 1
NUC1 13C
Pl 10.00 -
PLW1 47.00000000 1
SFO2 400.1316005 1
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 ¢
PLW2 10.50000000 1
PLW12 0.29166999 1
PLW13 0.14670999 1|
F2 - Processing paramete
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

BC{'H} NMR (100 MHz, CDCls, 24 °C) of the compound 3p
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(2-methoxyphenyl)(3-phenyl-1H-indol-2-yl)methanone: 3q

—3.511

\ T T T T T T T
7.6 7.4 7.2 7.0 6.8 6.6 m
OMe e
N O =} 00 wn e} foe] ~ N
H o |0l |~ o 0 N ™
(=} 2} — (o)) el o (o))
— o — O. el o o
A AKMJ It L L
T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 ppm
N O[O mo|o|lmim <
o O |O) [ O[O [OY |OY (2}
o lolbl-lelsls ~

Current Data Parameters

NAME 935
EXPNO 354
PROCNO 1

F2 - Acquisition Parameters
Date 20210816
Time 2.51 h
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG ~ zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 200.34

DW 62.400 usec
DE 6.50 usec
TE 296.7 K
D1 0.50000000 sec
TDO 1
SFO1 400.1320007 MHz
NUC1 1H

Pl 15.00 usec
PLW1 10.50000000 W
F2 - Processing parameters
SI 65536

SF 400.1300099 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

"H NMR (400 MHz, CDCl3, 24 °C) of the compound 3q

133.23
131.93
131.89
130.51
129.65
128.96
128.31
127.39
126.79
126.75
126.04
122.42
120.99
120.08
112.05
110.33
55.23

Current Data Parameters

el o) <
< o ™M

b o . NAME 935

— — = EXPNO 355

‘ e\ fe—" PROCNO 1

F2 - Acquisition Paramet

Date_ 20210816

Time 4.05

INSTRUM spect

PROBHD 2129392_0001 (

Ph PULPROG 2gpg30

D 16540

\\ SOLVENT CDC13

OMe NS 3000

DS 4

N @] SWH 24038.461

H FIDRES 2.906706

AQ 0.3440320

RG 200.34

DW 20.800

DE 6.50

TE 297.1

D1 1.00000000

D11 0.03000000

TDO 1

SFO1 100.6228289

NUC1 13C

Pl 10.00

PLW1 47.00000000

SFO2 400.1316005

NUC2 1H

CPDPRG[2 waltzlo

PCPD2 90.00

PLW2 10.50000000

PLW12 0.29166999

PLW13 0.14670999

F2 - Processing paramete

ST 32768

T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 0 ppm

BC{'H} NMR (100 MHz, CDCls, 24 °C) of the compound 3q
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(4-fluorophenyl)(3-phenyl-1H-indol-2-yl)methanone: 3r

Current Data Parameters

—9.758

|
i

OO OWNMANTOW AT M

DMOMSOTNTNO S L0M NAME M649
mhonnnaEESaadnen EXPNO 143
NS 00O PROCNO 1

F2 - Acquisition Parameters

Date 20230105
Time 22.19 h
INSTRUM spect
PROBHD 7129392 0001 (
F PULPROG T 2930
D 65536
SOLVENT CDC13
NS 16
Ph DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
\ \ \ \ \ \ \ AQ 4.0894465 sec
7.8 7.6 7.4 7.2 7.0 6.8 ppm RG 138.85
DW 62.400 usec
N O ° o ° - - DE 6.50 usec
H o < < o o TE 297.1 K
i ) i b b D1 0.50000000 sec
— o~ — [t} — TDO 1
SFO1 400.1320007 MHz
NUCL 1H
Pl 15.00 usec
PLW1 10.50000000 W
F2 - Processing parameters
SI 65536
SF 400.1300094 MHz
WDW EM
SSB 0
AN M LB 0.30 Hz
GB 0
T T T T T T T T T T T BC 1.00
10 9 8 7 6 5 4 3 2 1 0 ppm
(oo} O | [ O] |©
o oo |Ooo] (O
= N N
'"H NMR (400 MHz, CDCl3, 24 °C) of the compound 3r
™ TNV NONNOMOO N O ™M
“ TR aTdeedYdnan oy Current Data Parameters
2 8883399H885588822Y NAME M649
— A A A A A A A A A A A A A A EXPNO 144
‘ \\\\X\//// PROCNO 1
F2 - Acquisition Paramete
F Date 20230105
Time 22.26 h
INSTRUM spect
PROBHD Z12939270001 (
F)h PULPROG zgpg30
TD 16540
SOLVENT CDC13
\ NS 256
DS 4
SWH 24038.461 H
PJ () FIDRES 2.906706 H
AQ 0.3440320 s
H RG 200.34
DW 20.800 u
DE 6.50 u
TE 297.3 K
D1 1.00000000 s
D11 0.03000000 s
TDO 1
SFO1 100.6228289 M
NUC1 13C
Pl 10.00 u
PLW1 47.00000000 W
SFO2 400.1316005 M
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 u
PLW2 10.50000000 W
PLW12 0.29166999 W
PLW13 0.14670999 W
MWMWWWWW F2 - Processing parameter
ST 276K
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

BC{'H} NMR (100 MHz, CDCl3, 24 °C) of the compound 3r
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(3-phenyl-1H-indol-2-yl)(4-(trifluoromethyl)phenyl)methanone: 3s

Current Data Parameters

NAME M664
EXPNO 339
PROCNO 1

F2 - Acquisition Parameters
Date_ 20230114
Time 0.11 h
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 200.34

DW 62.400 usec
DE 6.50 usec
TE 297.4 K
D1 0.50000000 sec
TDO 1
SFO1 400.1320007 MHz
NUC1 1H

Pl 15.00 usec
PLW1 10.50000000 W
F2 - Processing parameters
SI 65536

SF 400.1300274 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

Current Data Parameters

h

Hz
Hz
se

us
us

se

MH

us

MH

us

W
W

NAME M664
EXPNO 348
PROCNO 1
F2 - Acquisition Parameter
Date 20230114
Time 1.36
INSTRUM spect
PROBHD 72129392 0001 (
PULPROG zgpg30
TD 16540
SOLVENT CDC13
NS 2000
DS 4
SWH 24038.461
FIDRES 2.906706
AQ 0.3440320
RG 200.34
DW 20.800
DE 6.50
TE 297.9
D1 1.00000000
D11 0.03000000
TDO 1
SFO1 100.6228289
NUC1 13C
P1 10.00
PLW1 47.00000000
SFO2 400.1316005
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00
PLW2 10.50000000
PLW12 0.29166999
PLW13 0.14670999

W WVWWOWOHOAOAOHNOWOWWWL —ANM
A A0 A0 AN M
T 0O ITOMNONNNAAAOD
R s
==\ =
CF3
Ph
T T T
\\ 7.6 7.5 7.4 .3 7.1 ppm
N O e (o)) o — o e
H 5 = g B R
S | - |
T T T T T T T
10 9 8 7 6 5 3 ppm
oy Pmo@ﬁﬂ
[e0) o) |0 |O |O) (O |co
S 5 A O O
"H NMR (400 MHz, CDCl3, 24 °C) of the compound 3s
wn HOMMEWOWOMEOTHMOWNO IO
< DO MOOHOWOWNHOMWWWLL LW TN
o O P PO E R S D
[oo] OO OMOMONNNNNNNNNNN A
— R s B B T e B B R B T B I B B B B B |
CF;
Ph
N @]
F{
T T T T T T T T T T
180 160 140 120 100 80 60 40 20 ppm

BC{'H} NMR (100 MHz, CDCl3, 24 °C) of the compound 3s
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(4-nitrophenyl)(3-phenyl-1H-indol-2-yl)methanone:

3t

LRI ESTERY Current Data Parameters
O ITTNNNAA A A O NAME 930 (B)
Lo e e el el e e EXPNO 334

ST\ —— PROCNO 1

F2 - Acquisition Parameters
Date 20210814
Time 1.36 h
INSTRUM spect
PROBHD 7129392 0001 ¢
NO2 PULPROG T 2930
TD 65536
SOLVENT CDC13
NS 16
Ph DS 2
SWH 8012.820 Hz
\ T T T T T T T T T FIDRES 0.244532 Hz
7.9 7.8 7.7 7.6 7.5 7.4 7.3 7.2 ppm  AQ 4.0894465 sec
RG 200.34
N (@) DW 62.400 usec
H 2 = SR8 2 I DE 6.50 usec
0 o ol o |o o |o TE 297.4 K
— — — o — — < D1 0.50000000 sec
TDO 1
SFO1 400.1320007 MHz
NUC1 1H
Pl 15.00 usec
PLW1 10.50000000 w
F2 - Processing parameters
SI 65536
SF 400.1300097 MHz
A 1 WDW EM
SSB 0
\ \ \ \ \ \ \ \ \ \ \ ég 0-38 Hz
10 9 8 7 6 5 4 3 2 1 ppm e 1.00
oY (co] [}e)} (][] (] Ne]
=) i M ) g iy B
"H NMR (400 MHz, CDCl3, 24 °C) of the compound 3t
oo} OO AT H OO LONO T OO~
re) ONO O T ANNWWOWOONSIOON 0 nm Current Data Parameters
= MO OO B n ~N S ONN N .. NAME 930 (B)
2 SIO0O00SNNNNNANT £ EXENO 336
| = e '
F2 - Acquisition Paramet
Date 20210814
Time 1.59
NO INSTRUM spect
2 PROBHD 2129392 0001 (
PULPROG zgpg30
TD 16540
Ph SOLVENT CDC13
NS 256
DS 4
AN SWH 24038.461
FIDRES 2.906706
N o) AQ 0.3440320
RG 200.34
H oW 20.800
DE 6.50
TE 298.0
D1 1.00000000
D11 0.03000000
TDO 1
SFO1 100.6228289
NUC1 13C
Pl 10.00
PLW1 47.00000000
SFO2 400.1316005
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00
PLW2 10.50000000
O L2 0.29166999
PLW13 0.14670999
T T T T T T T T T T T F2 - Processing paramete
200 180 160 140 120 100 80 60 40 20 0 ppm SI 32768

BC{'H} NMR (100 MHz, CDCls, 24 °C) of the compound 3t
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furan-2-yl(3-phenyl-1H-indol-2-yl)methanone: 3u

Current Data Parameters

NAME
EXPNO
PROCNO

M154
78
1

F2 - Acquisition Parameters

Date 20220206
Time 23.29 h
AN INSTRUM spect
Ph \ PROBHD 2129392 0001 (
() PULPROG zg30
D 65536
AN SOLVENT CDC13
NS 16
Pd C) DS 2
SWH 8012.820 Hz
H FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 200.34
DW 62.400 usec
T T T T DE 6.50 usec
7. 7.2 7.0 ppm TE 297.3 K
D1 0.50000000 sec
TDO 1
o SISHA 8§ P SFO1 400.1320007 MHz
- Al ] ] = o Pl 15.00 usec
PLW1 10.50000000 W
F2 - Processing parameters
ST 65536
SF 400.1300457 MHz
WDW EM
SSB 0
1B 0.30 Hz
GB 0
T T T T T T T T T T T PC 1.00
10 9 8 7 6 5 4 3 2 1 ppm
[oe] ﬁﬁﬁmu—((\lo\ o
o O |O (M| |Mm O |0y o
o Y B P ] ] P 1S
"H NMR (400 MHz, CDCl3, 24 °C) of the compound 3u
[oe] N0 HOOTOO0WnS N WO o
~ ONTOOMHTONDOAMOD A Current Data Parameters
T HOOTOO®MN O TN O NN NAME M154
SR R R e R EXPNO 79
‘ gg:isfi§§§§§$§4?%;;2552254/4 PROCNO 1
F2 - Acquisition Paramete
Date 20220206
Time 23.36 h
INSTRUM spect
AN PROBHD 72129392 0001 (
Ph \ PULPROG zgpg30
C) TD 16540
SOLVENT CDC13
AN NS 256
DS 4
SWH 24038.461 H
N O FIDRES 2.906706 H
H 20 0.3440320 s
RG 200.34
DW 20.800 u
DE 6.50 u
TE 297.5 K
D1 1.00000000 s
D11 0.03000000 s
TDO 1
SFO1 100.6228289 M
NUC1 13C
Pl 10.00 u
PLW1 47.00000000 W
SFO2 400.1316005 M
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 u
PLW2 10.50000000 W
PLW12 0.29166999 W
PLW13 0.14670999 W
F2 - Processing parameter
SI 32768
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

BC{'H} NMR (100 MHz, CDCls, 24 °C) of the compound 3u

56



2-phenyl-1-(3-phenyl-1H-indol-2-yl)ethan-1-one:3v

NAME
EXPNO
PROCNO

o~
< <
< S
o~ o~

o
0~
—
o~
IR

L 7.112
1 7.103
1 7.099
1 7.096
L 7.086
17.083
l6.968
L6.965
L6.951
L3.844

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

SI
SF
WDW

SSB

T T T T T T T T T T LB

pmGB
g FT%
o AN |
- Ol

08

7 6
PC
ﬁm
—|o
Y ~

"H NMR (500 MHz, CDCls, 24 °C) of the compound 3v

3.00

o N AN O A~ NWMOWOH N O
© AT ANDOTNOMOM™™ OO — Current
. e e e e T — NAME
— O T+ OO OOWOWWWTNOA .
o MOMMONNNNNNNNNN A © EXPNO
— R i B B B B B B R B B B B B <
PROCNO

Ny

Current Data Parameters

M808
7
1

F2 - Acquisition Paramete

20230602
12.07
spect
5 mm PABBO BB/
zg30
32768
CDC13
32
2
10000.000 F
0.305176
1.6384000 ¢
202.34
50.000
6.50 1
304.1 F
0.50000000 ¢
1

CHANNEL fl =====
500.1525008 »

1H
11.75 v

15.30000019 v

F2 - Processing parameter

65536
500.1500197 b
EM
0
0.30 F
0
1.00

Data Parameters
M808

8

1

F2 - Acquisition Parameters
Date 20230602
Time 12.21
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30
TD 20480
SOLVENT CDC13
NS 512
DS 4
SWH 29761.904 Hz
\\ FIDRES 1.453218 Hz
AQ 0.3440640 sec
RG 202.34
N (@) DW 16.800 usec
H DE 6.50 usec
TE 305.2 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 125.7753932 MHz
NUC1 13C
Pl 10.20 usec
PLW1 103.00000000 W
======== CHANNEL f2 ========
SFO2 500.1520006 MHz
NUC2 1H
CPDPRG([2 waltzle
PCPD2 80.00 usec
%PLWZ 15.30000019 W
PLW12 0.39658999 W
PLW13 0.19948000 W
T T T T T T T T T T 1
220 180 160 140 120 100 80 60 40 20 ppmF2 - Processing parameters
SI 32768

BC{!H} NMR (125 MHz, CDCl3, 24 °C) of the compound 3v
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1-(3-phenyl-1H-indol-2-yl)hexan-1-one: 3w

—9.440
7.497
7.481
7.465
7.444
7.424
7.375
7.357
7.337
7.119
7.101
7.083

Me

O

z
%
ﬁ
§

i
o
©
e}
4
o
&
IS
w 4
N
=

N Mo o~ of ||~
[e)] W |O|O o — | |OY
o O [ [ N N <N

Current Data Parameters

NAME M812
EXPNO 47
PROCNO 1

F2 - Acquisition Parameters
Date 20230605

Time 10.41 h
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG ~ zg30

TD 65536
SOLVENT CDC13

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 138.85

DW 62.400 usec
DE 16.92 usec
TE 294.8 K

D1 1.00000000 sec
TDO 1

SFO1 400.1324708 MHz
NUC1 1H

PO 5.00 usec
Pl 15.00 usec
PLW1 10.50000000 W

F2 - Processing parameters
SI 65536

SF 400.1300141 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

[Te) O AN T O A0 N O
@ TN ana TN S 358 R
< <L 41OV~ OTNO A . . . . .
o) N MOMOANNNANNNN o — TN M
— B B e e R e I I IO B B B R | < M NN
=\ RYE
! Me
\ 3
N 0]
P{
T I T I T I T I T I T I T I T I T I T I T I
200 180 160 140 120 100 80 60 40 20 0 ppm

Current Data Parameters

NAME M812
EXPNO 48
PROCNO 1
F2 - Acquisition Paramet
Date 20230605
Time 10.46
INSTRUM spect
PROBHD 2129392 0001 (
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 79
DS 4
SWH 24038.461
FIDRES 0.733596
AQ 1.3631488
RG 200.34
DW 20.800
DE 6.50
TE 295.2
D1 2.00000000
D11 0.03000000
TDO 1
SFO1 100.6228298
NUC1 13C
PO 3.33
Pl 10.00
PLW1 47.00000000
SFO2 400.1316005
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00
PLW2 10.50000000
PLW12 0.29166999
PLW13 0.14670999
F2 - Processina paramete

BC{H} NMR (100 MHz, CDCl3, 24 °C) of the compound 3w
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2-((2-acetylphenyl)amino)-1,2-diphenylethan-1-one: 5

Current D
NAME
EXPNO
PROCNO

M944 (A)

ata Parameters
AND
364

1

(B)

F2 - Acquisition Parameters

Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

TE

D1

TDO
SFO1
NUC1

PO

Pl

PLW1

F2 -
ST
SF
WDW
SSB
LB
GB
PC

W(\l)gmwﬁﬁoomxoo\o.—coooooo‘»oaoooml\o.—u\lwm o
NANNOWOWTAAANANTHOONOEMANONMH O[O (o))
. OOI\I\Q‘Q‘Q‘WWMMNNNNNNﬂ\o\o\omm-—(o mn
PP P VT ~
O
Me
NH
Ph
Ph
O
T T T T T T T T T T T
12 11 10 9 8 7 6 5 4 2 1 ppm
(=] — (N[O [0 ~N SN @
(=] oo |Oo| o (=] o
a alelalals] e o
"H NMR (400 MHz, CDCl3, 24 °C) of the compound 5
o~ NDHOMWOWWOWWOWLOMWO <
© ~ W OO WOWANHWOLW el —
S S o @ o @ e < <
o o OO MONNNNN A A A N [ee}
N L e B B B B B IO T e B B B B | el N
O
Me
NH
Ph
Ph
0]
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

20230721
22.49
spect

72129392 0001 (
~ zg30
65536
CDC13

10

2

8012.820
0.244532
4.0894465
88.51
62.400
16.92
406.0
1.00000000
1

400.1324708
1H

5.00

15.00

h

Hz
Hz
sec

usec
usec
K
sec

MHz

usec
usec

10.50000000 w

Processing parameters

65536

400.1300177 MHz

EM

0
0.30 Hz

0

1.00

Current Data Parameters
NAME M944 (A) AND (B)
EXPNO 365
PROCNO 1
F2 - Acquisition Parameter
Date 20230721
Time 22.52 h
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 48
DS 4
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 se
RG 200.34
DW 20.800 us
DE 6.50 us
TE 395.1 K
D1 2.00000000 se
D11 0.03000000 se
TDO 1
SFO1 100.6228298 MH
NUC1 13C
PO 3.33 us
Pl 10.00 us
PLW1 47.00000000 W
SFO2 400.1316005 MH
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 u
PLW2 10.50000000 W
PLW12 0.29166999 W
PLW13 0.14670999 W
F2 - Processing parameters
SI 32768

"H NMR (400 MHz, CDCl3, 24 °C) of the compound 5
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4-bromo-2-((2-oxo-1,2-diphenylethyl)amino)benzaldehyde:

59
Current Data Parameters
MM101 (2)
19
1

MO0 AT TN O AT O ITOWO® S o NAME
VOV OONWWOILILIIITITNOMNNNNODODOOO

. . . . . . . . PROCNO
o e e I o e el e o o o e Y R CR R}

13C{'H} NMR (100 MHz, CDCls, 24 °C) of 5’

60

F2 - Acquisition Parameters

Date 20231002
Time 20.45 h
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG zg30
D 65536
SOLVENT CDC13
O NS 16
DS 2
SWH 8012.820 Hz
H FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 200.34
DW 62.400 usec
Br NH DE 16.92 usec
TE 300.5 K
D1 1.00000000 sec
TDO 1
SFO1 400.1324708 MHz
O NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 10.50000000 W
F2 - Processing parameters
ST 65536
SF 400.1300113 MHz
WDW EM
i ] SSB 0
LB 0.30 Hz
GB 0
T T T T T T T T T T T PC 1.00
11 10 9 8 7 6 5 4 3 2 1 ppm
— W[ (||~ Cﬁ
(=} O | |O O |™M |OY o
~ SlalstlolS S S
"H NMR (400 MHz, CDCl3, 24 °C) of 5°
23 R YETsenaR © Current Data Parameters
.. o NAME MM101 (2)
S e mmmAlRIRIZY - EXPNO 525
\/ ‘\\\‘\\\\%/// F2 - Acquisition Parameters
Date_ 20231001
Time 2.34 h
INSTRUM spect
0 PROBHD 72129392 0001 (
PULPROG zgpg30
TD 65536
SOLVENT CDC13
H NS 256
DS 4
SWH 24038.461 Hz
Br NH FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 200.34
DW 20.800 usec
DE 6.50 usec
o) TE 298.8 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6228298 MHz
NUC1 13C
PO 3.33 usec
Pl 10.00 usec
PLW1 47.00000000 W
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 10.50000000 W
PLW12 0.29166999 W
PLW13 0.14670999 W
F2 - Processing parameters
SI 32768
‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ —SF 100.6127685 MHz
200 180 160 140 120 100 80 60 40 20 pprt W EM



Benzil

194.62

134.92
133.01
129.92
129.05
77.38
77.06

76.74

N
v
N

'H NMR (400 MHz, CDCls, 24 °C) of Benzil

Current Data Parameters

P S Current Data Parameters
OOV © WYV NAME MM100 (1)
D~ EXPNO 18
\\\/% PROCNO 1
F2 - Acquisition Parameters
Date 20231002
Time 20.40 h
INSTRUM spect
PROBHD 7129392 0001 (¢
PULPROG zg30
O TD 65536
SOLVENT CDC13
NS 5
DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
T T \ \ (@) AQ 4.0894465 sec
RG 153.13
DW 62.400 usec
DE 16.92 usec
- = 3 TE 300.6 K
© o o D1 1.00000000 sec
— — — TDO 1
SFO1 400.1324708 MHz
NUC1 1H
PO 5.00 usec
P1 15.00 usec
PLW1 10.50000000 W
F2 - Processing parameters
SI 65536
SF 400.1300110 MHz
WDW EM
0
T T THE 0.30 Hz
8 4 3 pBR 0
PC 1.00
N
(ce]
-

NAME MM100 (1)
EXPNO 519
PROCNO 1
F2 - Acquisition Paramete:
Date 20230930
Time 13.59 h
INSTRUM spect
PROBHD 72129392 0001 (
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 256
DS 4
SWH 24038.461 H:
FIDRES 0.733596 H:
AQ 1.3631488 s¢
RG 200.34
DW 20.800 us
DE 6.50 uc
TE 299.0 K
D1 2.00000000 s¢
D11 0.03000000 s¢
TDO 1
SFO1 100.6228298 Mt
NUC1 13C
PO 3.33 u
Pl 10.00 us
PLW1 47.00000000 W
SFO2 400.1316005 Mt
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 wus
PLW2 10.50000000 w
PLW12 0.29166999 W
PLW13 0.14670999 W
F2 - Processing parameter:
QT RVTEQ

160

1
60

61

13C{'"H} NMR (100 MHz, CDCL;, 24 °C) of Benzil



phenyl(2-phenyl-1H-indol-3-yl)methanone: 6a

O ANFONMN AOAMNOS MO A Current Data Parameters
OUWMWM MWL N MO0 NAME 1017
O OVOFFNMMNNNN A

QO [~ [~~~ [~~~ EXPNO 460

\\\\\\\ onnnes BROCNO 1

F2 - Acquisition Parameters

Date_ 20211020
Time 3.02 h
INSTRUM spect
O PROBHD 7129392 0001 (
PULPROG zg30
D 65536
SOLVENT CDC13
T T T T T NS 16
\ 8.0 7.8 7.6 7.4 ppm DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
N o ~ ~ AQ 4.0894465 sec
S A o RG 200.34
H = o o DW 62.400 usec
— DE 6.50 usec
TE 297.6 K
D1 0.50000000 sec
TDO 1
SFO1 400.1320007 MHz
NUC1 1H
P1 15.00 usec
PLW1 10.50000000 W
F2 - Processing parameters
SI 65536
SF 400.1300100 MHz
T T T T T T T T T T T Whw EM
10 9 8 7 6 5 4 3 2 1 ppm SSB 0
LB 0.30 Hz
GB 0
ol|lo]]n PC 1.00
oo} ollof (v
= |||
—
"H NMR (400 MHz, CDCl3, 24 °C) of the compound 6a
[Te} O ONMOOWULNO HWS<TFON
™ CCO@EC MO ®S MO0 Current Data Parameters
™ OV LD i OV Ov 00 D 00~ 0 N NAME 1017
2 TMNOPNNNNN YN NN EXPNO 463
| T\ s '
F2 - Acquisition Parameters
Date 20211020
Time 4.21 h
INSTRUM spect
O PROBHD ~ 2129392_0001 (
PULPROG zgpg30
TD 16540
SOLVENT CDC13
NS 3000
\ DS 4
SWH 24038.461 Hz
FIDRES 2.906706 Hz
N AQ 0.3440320 sec
H RG 200.34
DW 20.800 usec
DE 6.50 usec
TE 298.3 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6228289 MHz
NUC1 13C
Pl 10.00 usec
PLW1 47.00000000 W
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 usec
PLW2 10.50000000 W
PLW12 0.29166999 W
I ' TLW13 0.14670999 W
F2 - Processing parameters
SI 32768

SF 100.6127566 MHz

1 1 1 1 1 1 1 1 1 1 1
200 180 160 140 120 100 80 60 40 20 ppm

BC{'H} NMR (100 MHz, CDCl3, 24 °C) of the compound 6a
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(5-methoxy-2-phenyl-1H-indol-3-yl)(phenyl)methanone: 6b

Current Data Parameters

MAOAOAAITANNOWOAMHMS [~ 0O o
LSRN INgaERehn Ny 3 NAME M765
. EXPNO 300
F2 - Acquisition Parameters
Date_ 20230617
Time 0.15 h
o INSTRUM spect
PROBHD 7129392 0001 (
Ph PULPROG T 2930
TD 65536
MeO SOLVENT cpel3
NS 16
N—Ph 5 2
T T ] N PIDRES 0243532 2
. z
7.6 7.4 7.2 7.0 ppm H 20 4.0894465 sec
RG 200.34
oo o) — 1=} DW 62.400 usec
NS By BN S DE 16.92 usec
Sle o - = TE 295.1 K
D1 1.00000000 sec
TDO 1
SFO1 400.1324708 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 10.50000000 W
A R F2 - Processing parameters
SI 65536
T T T T T T T SF 400.1300091 MHz
11 10 9 8 7 6 5 3 2 1 WDW EM
SSB 0
N o foo | |ov]|o © LB 0.30 Hz
[ oo |ov|ov|o o GB 0
= [P S I PC 1.00
"H NMR (400 MHz, CDCl3, 24 °C) of the compound 6b
Sv? gsﬁgggsﬂgﬁ(@,@%@;? <« Current Data Parameters
N NAME M765
2 IR Re222885300Y - EXENO 309
— B R B R R B A R B B B R B I [Te] PROCNO 1
\<:t§§2§3§$§$%gééﬁz;ééfij/) F2 - Acquisition Parameters
Date 20230617
Time 3.10 h
INSTRUM spect
PROBHD 72129392 0001 (
() PULPROG zgpg30
TD 65536
Ph SOLVENT cpCl3
NS 512
MeO DS 4
A\ Ph SWH 24038.461 Hz
FIDRES 0.733596 Hz
N AQ 1.3631488 sec
RG 200.34
H DW 20.800 usec
DE 6.50 usec
TE 295.6 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6228298 MHz
NUC1 13C
PO 3.33 usec
Pl 10.00 usec
PLW1 47.00000000 W
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 10.50000000 W
PLW12 0.29166999 W
PLW13 0.14670999 W
F2 - Processing parameters
SI 32768
SF 100.6127685 MHz
T T T T T T T T T T T WDW EM
200 180 160 140 120 100 80 60 40 20 ppm  SSB 0

BC{'H} NMR (100 MHz, CDCls, 24 °C) of the compound 6b
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(5-chloro-2-phenyl-1H-indol-3-yl)(phenyl)methanone: 6¢

g M S O N D O 00 Y N e 0 - ~ Current Data Parameters
< O NOMSLIMDOOINM O ™~ o o NAME M887
~ TS aaaaaaaaa - “ 9 EXPNO 649
\NZM ‘ ‘ F2 - Acquisition Parameters
Date 20230701
Time 0.54 h
INSTRUM spect
PROBHD 2129392 0001 (
PULPROG zg30
TD 65536
SOLVENT DMSO
O NS 16
DS 2
SWH 8012.820 Hz
Cl FIDRES 0.244532 Hz
\ AQ 4.0894465 sec
RG 153.13
T T T T DW 62.400 usec
7.8 7.6 7.4 ppm N DE 16.92 usec
H TE 423.8 K
D1 1.00000000 sec
2 SRS TDO 1
o o| o o SFO1 400.1324708 MHz
IS o] o] o NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 10.50000000 W
F2 - Processing parameters
SI 65536
SF 400.1300000 MHz
WDW EM
L SSB 0
LB 0.30 Hz
\ \ \ \ \ \ \ \ \ \ \ T GB 0
13 12 11 10 9 8 7 6 5 4 3 2 ppm FC 1.00
— O [ |
(ee} oo |0
Slmlm)o
"H NMR (400 MHz, DMSO-ds, 24 °C) of the compound 6¢
0 WANM A0 WWMLE MO O Current Data Parameters
“ aagonenTanans o NAME M887
N 23R AR238838380Y EXPNO 655
— A A A A A A A A A A o PROCNO 1
\\\\\///// F2 - Acquisition Parameters
Date_ 20230701
Time 4.18 h
INSTRUM spect
PROBHD 7129392 0001 (
O PULPROG zgpg30
TD 65536
SOLVENT DMSO
Cl NS 1024
\ DS 4
SWH 24038.461 Hz
FIDRES 0.733596 Hz
N a0 1.3631488 sec
H RG 200.34
DW 20.800 usec
DE 6.50 usec
TE 452.2 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6228298 MHz
NUC1 13C
PO 3.33 usec
Pl 10.00 usec
PLW1 47.00000000 W
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG([2 waltz65
PCPD2 90.00 usec
PLW2 10.50000000 W
PLW12 0.29166999 W
PLW13 0.14670999 W
F2 - Processing parameters
SI 32768
SF 100.6127685 MHz
T T T T T T T T T T WDW EM
200 180 160 140 120 100 80 60 40 20 ppm r~en n

BC{H} NMR (100 MHz, DMSO-ds, 24 °C) of the compound 6¢
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(5-bromo-2-phenyl-1H-indol-3-yl)(phenyl)methanone: 6d

Current Data Parameters

NAME M886
EXPNO 656
PROCNO 1

F2 - Acquisition Parameters

Date_ 20230701

Time 4.22 h
INSTRUM spect
PROBHD 72129392 0001 (
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 169.77

DW 62.400 usec
DE 16.92 usec
TE 443.9 K

D1 1.00000000 sec
TDO 1

SFO1 400.1324708 MHz
NUC1 1H

PO 5.00 usec
Pl 15.00 usec
PLW1 10.50000000 W

F2 - Processing parameters
SI 65536

SF 400.1300000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

Current Data Parameters

NAME M886
EXPNO 653
PROCNO 1

F2 - Acquisition Parameters
Date 20230701

Time 5.21 h
INSTRUM spect
PROBHD 2129392 0001 ¢
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 1024

DS 4

SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 200.34

DW 20.800 usec
DE 6.50 usec
TE 479.1 K

D1 2.00000000 sec
D11 0.03000000 sec
TDO 1

SFO1 100.6228298 MHz
NUC1 13C

PO 3.33 usec
Pl 10.00 usec
PLW1 47.00000000 W
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 10.50000000 W
PLW12 0.29166999 W
PLW13 0.14670999 W

F2 - Processing parameters
SI 32768

SF 100.6127685 MHz

;‘ AWML WO N A M~ 0 o~ [ee]
o™ DA NOWWWOWINNOWSTNO W (o)) o
. LOUWOULMHMMMNMNNNNN A o wn
\W\/L @)
T T T
7.6 7.4 ppm \\
g BB f Br N
IS T S
! m
T T T T T T T T T
13 12 10 9 8 7 6 5 3 ppm
< ONQTW
[ee] oo o|N
C; (\‘(\I(";\D
"H NMR (400 MHz, DMSO-ds, 24 °C) of the compound 6d
N NSO —0OO0 ™MW
< NO OO NLMWOWIrI~ LW
o i P B
(o)) OO MONNNNNNNNAAA
— R e R B T e e T B I IO IO B e B B B |
0]
Br ”
T T T T T T T T T
180 160 140 120 100 80 60 40 20 ppm

WDW EM

BC{'H} NMR (100 MHz, DMSO-ds, 24 °C) of the compound 6d
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methyl 3-benzoyl-2-phenyl-1H-indole-6-carboxylate: 6e

12.579
8.144
7.844
7.823
7.790
7.769
7.546
7.528
7.421
7.403
7.380
7.361
7.289
7.272
7.236
7.217
7.199

|
§

—3.394

—2.508

Current Data Parameters

NAME M889
EXPNO 13
PROCNO 1

F2 - Acquisition Parameters
Date 20230702

Time 3.18 h
INSTRUM spect
PROBHD 72129392 0001 (
PULPROG zg30

TD 65536
SOLVENT DMSO

NS 16

DS 2

SWH 8012.820 Hz
FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 138.85

DW 62.400 usec
DE 16.92 usec
TE 489.0 K

D1 1.00000000 sec
TDO 1

SFO1 400.1324708 MHz
NUC1 1H

PO 5.00 usec
Pl 15.00 usec
PLW1 10.50000000 w

F2 - Processing parameters
SI 65536

SF 400.1300000 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

Current Data Parameters

NAME
EXPNO
PROCNO

8.0 7.5 ppm
o < | [CO —
o [ee) o~ ™M ]
o o | [N [sa]
TS N R 1 e
T T T T T T T T T T T T T T
14 13 12 11 10 9 8 7 6 5 4 3 2 1 ppm
e O ||~ | |\ <
()] oo [N M N
s R I -
"H NMR (400 MHz, DMSO-ds, 24 °C) of the compound 6e
o MO OO NMONMSI~WLTOOS IO
< NN~ LONATFONTOMAN T OO O [e))
o O B B B -
[} OTrMMNMMMOMONNNNNNN A A N
— L e B B B B B B B B B B e B B B B B | wn

NTesse=—

N
MeO,C N

WA

1 1 1 1 1
200 180 160 140 120 100

1
80

1
60

40 20 ppm

M889
14
1

F2 - Acquisition Parameters

Date_
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

TE

D1

D11

TDO
SFO1
NUC1

PO

Pl

PLW1
SFO2
NUC2
CPDPRG [2
PCPD2
PLW2
PLW12
PLW13

20230702
4.21

spect
7129392 0001 (
zgpg30
65536

DMSO

512

4
24038.461
0.733596
1.3631488
200.34
20.800
6.50

464.7
2.00000000
0.03000000

1
100.6228298
13C

3.33

10.00
47.00000000

400.1316005
1H

waltz65
90.00
10.50000000
0.29166999
0.14670999

h

Hz
Hz
sec

usec
usec

sec
sec

MHz

usec
usec

MHz

usec
W
W
W

F2 - Processing parameters

ST
SF

T

32768
100.6127685

™

BC{H} NMR (100 MHz, DMSO-ds, 24 °C) of the compound 6e
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(6-nitro-2-phenyl-1H-indol-3-yl)(phenyl)methanone: 6f

Current Data Parameters

N82G8 ISRSomIaRIns S 3 NAME M892
NeeRRNYITIONNaNIY T 9 EXPNO 24
\\“\\'ﬂ% ‘ ‘ F2 - Acquisition Parameters
Date 20230703
Time 1.06 h
INSTRUM spect
PROBHD 2129392 0001 (
PULPROG zg30
O TD 65536
SOLVENT DMSO
NS 16
DS 2
\ SWH 8012.820 Hz
FIDRES 0.244532 Hz
N AQ 4.0894465 sec
T T T RG 153.13
0 7.5 ppm 02N H DW 62.400 usec
DE 16.92 usec
TE 465.3 K
3 3g Tl2llg D1 1.00000000 sec
o ol o =] | TDO 1
o ol 4 ailles | o SFO1 400.1324708 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 10.50000000 W
F2 - Processing parameters
ST 65536
SF 400.1300000 MHz
WDW EM
3 SSB 0
LB 0.30 Hz
GB 0
T T T T T T T T T T T T T T PC 1.00
14 13 12 11 10 9 8 7 6 5 4 3 2 1 ppm
FFOMWN
O | O O | | [N
Slo |- oo o
"H NMR (400 MHz, DMSO-ds, 24 °C) of the compound 6f
o NWVWOVOMNTNDADNNMTLW O O
N NOOaTTaeeYnTaaan Current Data Parameters
5 258350353388:508 NAME 1892
— B e EXPNO 25
| s\ PROCNO :
F2 - Acquisition Parameters
Date_ 20230703
Time 4.12 h
o INSTRUM spect
PROBHD 7129392 0001 (
PULPROG zgpg30
TD 65536
SOLVENT DMSO
A\ NS 1024
DS 4
N SWH 24038.461 Hz
O,N FIDRES 0.733596 Hz
H AQ 1.3631488 sec
RG 200.34
DW 20.800 use
DE 6.50 use
TE 408.1 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6228298 MHz
NUC1 13C
PO 3.33 use
Pl 10.00 use
PLW1 47.00000000 W
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 use
PLW2 10.50000000 W
PLW12 0.29166999 W
IR T3 014670999
F2 - Processing parameters
ST 32768
T T T T T T T T T T T - B e
200 180 160 140 120 100 80 60 40 20 0 ppm

BC{'H} NMR (100 MHz, DMSO-ds, 24 °C) of the compound 6f
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p-tolyl(2-(p-tolyl)-1H-indol-3-yl)methanone: 6g

O
<

nnTRes

__2.269
~2.222

Me
T T f1
7.5 ppm
o o~ | [MO o
o fee} AN [~ [N fee}
o o | [N [ o
B N I
.
B I I I I I I I I I
10 9 8 7 6 5 4 3 0 ppm

15

N
o

feel O[O [N~ | [0
o O[O [ | [ [O)
o = =] [ [ faell[sa]

Current
NAME
EXPNO
PROCNO

F2 - Acq
Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

F2 - Pro
ST

SF

WDW

"H NMR (500 MHz, CDCl3, 24 °C) of the compound 6g

— TOLTNOOWONDOWTOON LN
o~ TN ONDONOOMOMO O~
™ MNO=N OO OOM M
o OO NNNNNNNN A A
— AA A A A A A A A A A A A A A A

TTsssN\——

__-21.63
~21.32

o) O Me
N
H
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

Current D
NAME
EXPNO
PROCNO

F2 - Acqu
Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

CPDPRG[2
PCPD2
PLW2
PLW12
PTWI R

Data Parameters
M732

170

1

uisition Parameter
20230328
11.36
spect
5 mm PABBO BB/
zg30
32768
CDC13
32
2
10000.000 Hz
0.305176 Hz
1.6384000 se
124.08
50.000 us
6.50 us
302.9 K
0.50000000 se

CHANNEL f1 ======
500.1525008 MH

1H
11.75 us
15.30000019 w

cessing parameters
65536
500.1500336 MH
EM
0
0.30 Hz
0

1.00

ata Parameters
M732

171

1

isition Parameters
20230328
11.49
spect
5 mm PABBO BB/
zgpg30
20480
CDC13
512
4
29761.904 Hz
1.453218 Hz
0.3440640 sec
202.34
16.800 usec
6.50 usec
303.7 K
1.00000000 sec
0.03000000 sec

CHANNEL fl ========
125.7753932 MHz
13C
10.20 usec
103.00000000 W

CHANNEL f2 ========
500.1520006 MHz
1H
waltzl6
80.00 usec
15.30000019 W
0.39658999 W
N 19048000 W

BC{!H} NMR (125 MHz, CDCls, 24 °C) of the compound 6g
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(3-bromophenyl)(2-(3-bromophenyl)-1H-indol-3-yl)methanone: 6h

12.418
7.931

7.194
7.173
7.154

—3.423

—2.508

Current Data Parameters

NAME
EXPNO
PROCNO

M865
502
1

F2 - Acquisition Parameters

Date 20230624
Time 23.27 h
Br INSTRUM spect
PROBHD 721293920001 (
PULPROG zg30
c) TD 65536
SOLVENT DMSO
NS 16
DS 2
SWH 8012.820 Hz
FIDRES 0.244532 Hz
\\ AQ 4.0894465 sec
RG 124.58
‘ ‘ ‘ ‘ PJ DW 62.400 usec
8.0 7.5 7.0 ppm H o 35:92 usee
Br D1 1.00000000 sec
o v |w]|m TDO 1
SIS g S SFO1 400.1324708 MHz
AR NUC1 1H
—isriiaie PO 5.00 usec
Pl 15.00 usec
PLW1 10.50000000 W
F2 - Processing parameters
SI 65536
SF 400.1300000 MHz
WDW EM
A SSB 0
B 0.30 Hz
GB 0
T T T T T T T T T T T T T e 1.00
14 13 12 11 10 9 8 7 6 5 4 2 1 ppm
(o)) FWMH —
oe] o|looH O
"H NMR (400 MHz, DMSO-ds, 24 °C) of the compound 6h
3 eSS SRAISIEITIER Current Data Parameters
s NMACTTAN OB DM N N NAME M865
1= TLOOOOOONONNNNNNNN A A EXPNO 503
F2 - Acquisition Parameters
Date 20230624
Time 23.42 h
INSTRUM spect
PROBHD 7129392 0001 (
Br PULPROG “zgpg30
TD 65536
SOLVENT DMSO
() NS 256
DS 4
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 200.34
\\ DW 20.800 usec
DE 6.50 usec
Pd TE 296.1 K
D1 2.00000000 sec
H D11 0.03000000 sec
Br TDO 1
SFO1 100.6228298 MHz
NUC1 13C
PO 3.33 usec
Pl 10.00 usec
PLW1 47.00000000 W
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 10.50000000 W
PLW12 0.29166999 W
PLW13 0.14670999 W
m F2 - Processing parameters
ST 32768
‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ ‘ SF 100.6127685 MHz
200 180 160 140 120 100 80 60 40 20 ppm WOW EM

BC{'H} NMR (100 MHz, DMSO-ds, 24 °C) of the compound 6h
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1-(2-methyl-1H-indol-3-yl)ethan-1-one: 6i

NDONMMESOWOWAA I 00 WMO WO WO N <
ON 4T NLLOUOLWLWOHWLMMMNANN D NelNe]
HOOMMANNNNNNNNNNNN A A ~ o
© 00 O M~ [~ [~ [~~~ [~~~ 0~~~ (S

T T T T

8.5 8.0 7.5 ppm

[} o o

o o |~

[} o o

o — — |

—J\_JLJ}k A_JL‘ o
T T T T T T T T T T T
10 9 8 7 6 5 4 3 2 1 ppm
— | o™
o o [e) Ne} oo
o — | o

Current Data Parameters

NAME M735
EXPNO 35
PROCNO 1

F2 - Acquisition Parameters
Date 20230405

Time 22.33
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30

TD 32768
SOLVENT CDC13

NS 32

Ds 2

SWH 10000.000 Hz
FIDRES 0.305176 Hz
AQ 1.6384000 sec
RG 202.34

DW 50.000 usec
DE 6.50 usec
TE 305.3 K

D1 0.50000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 500.1525008 MHz
NUC1 1H

P1 11.75 usec
PLW1 15.30000019 w

F2 - Processing parameters
SI 65536

SF 500.1500115 MHz
WDW EM

SSB 0

LB 0.30 Hz
GB 0

PC 1.00

"H NMR (500 MHz, CDCl3, 24 °C) of the compound 6i

[ee) — O T~ AN M
o~ O O HNO N OO O o foo}
A e e = ®
< M T ANN A O .
(o)) < OO NN NN A A — [Te)
— R e B B B B B B | ™ —
(0]
Me
N Me
N
H
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

Current Data Parameters

NAME M735
EXPNO 36
PROCNO 1

F2 - Acquisition Parameters
Date 20230405

Time 23.22
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zgpg30

TD 20480
SOLVENT CDC13

NS 2000

DS 4

SWH 29761.904 Hz
FIDRES 1.453218 Hz
AQ 0.3440640 sec
RG 202.34

DW 16.800 usec
DE 6.50 usec
TE 306.3 K

D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
======== CHANNEL fl ========
SFO1 125.7753932 MHz
NUC1 13C

Pl 10.20 usec
PLW1 103.00000000 W
======== CHANNEL f2 ========
SFO2 500.1520006 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 80.00 usec
PLW2 15.30000019 w
PLW12 0.39658999 W
PLW13 0.19948000 W

F2 - Processing parameters
QT VTAR

BC{'H} NMR (125 MHz, CDCls, 24 °C) of the compound 6i
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1-(2-phenyl-1H-indol-3-yl)ethan-1-one: 6

Current Data Parameters

C

0@

& NAME M736
N EXPNO 193
N PROCNO 1
‘ F2 - Acquisition Parameters
() Date_ 20230331
Me Time 9.41
INSTRUM spect
PROBHD 5 mm PABBO BB/
PULPROG zg30
A\ TD 32768
SOLVENT CDC13
N NS 32
H DS 2
SWH 10000.000 Hz
FIDRES 0.305176 Hz
AQ 1.6384000 sec
T T T RG 202.34
8.5 8.0 7.5 ppm DW 50.000 use
DE 6.50 use
TE 303.2 K
ol 18 B R AL D1 0.50000000 sec
o o ol|lolo|lo TDO 1
ol |- NN
======== CHANNEL fl =======
SFO1 500.1525008 MHz
NUC1 1H
Pl 11.75 use
PLW1 15.30000019 W
/\J F2 - Processing parameters
SI 65536
T T T T T T T T T T T SF 500.1499619 MHz
10 9 8 7 6 5 4 3 2 1 0 ppm WDW EM
SSB 0
o EYA NS o LB 0.30 Hz
ool |ololo|o — GB 0
o ~om | e PC 1.00
'"H NMR (500 MHz, CDCl3, 24 °C) of the compound 6j
wn NN MO N> O
= NNABRRNEOT AR S Current Data Parameters
2 oA SRTNNYS K NAME 1736
— e B B B B B B B B B B [se} EXPNO 194
\\\\\///// PROCNO 1
F2 - Acquisition Paramete
Date_ 20230331
Time 9.55
INSTRUM spect
PROBHD 5 mm PABBO BB/
O PULPROG zgpg30
Me ™ 20480
SOLVENT CDC13
NS 512
AN DS 4
SWH 29761.904
N FIDRES 1.453218
H AQ 0.3440640
RG 202.34
DW 16.800
DE 6.50
TE 304.2
D1 1.00000000
D11 0.03000000
TDO 1
======== CHANNEL fl ====
SFO1 125.7753932
NUC1 13C
P1 10.20
PLW1 103.00000000
======== CHANNEL f2 ====
SFO2 500.1520006
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 80.00
PLW2 15.30000019
PLW12 0.39658999
PTW1 3 N 19948000
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

BC{'H} NMR (125 MHz, CDCls, 24 °C) of the compound 6j
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(2-methyl-1H-indol-3-yl)(phenyl)methanone: 6;’

2.507

Current Data Parameters

NAME
EXPNO
PROCNO

1084 (C)
248
1

F2 - Acquisition Parameters

Date 20211213
Time 23.20 h
INSTRUM spect
PROBHD 7129392 0001 (
O PULPROG 2930
D 65536
SOLVENT CDC13
\ NS 16
DS 2
Me SWH 8012.820 Hz
N FIDRES 0.244532 Hz
T T T T T T T T H AQ 4.0894465 sec
7 7.6 7.5 7 7.3 7.2 7.1 ppm RG 200.34
DW 62.400 usec
DE 6.50 usec
& bt B A jiﬁr RIS TE 297.8 K
o o N — ! i D1 0.50000000 sec
o~ — ISIRE — — — TDO 1
SFO1 400.1320007 MHz
NUC1 1H
Pl 15.00 usec
PLW1 10.50000000 W
F2 - Processing parameters
ST 65536
A . | SF 400.1300099 MHz
WDW EM
T T T T T T T T T T T i;B 0 38 Hz
10 9 8 7 6 5 4 3 2 1 0 ppm cB 0
ﬁﬁ ﬁ PC 1.00
~ o) [N O[S | Lo |0 o
(o)) O NN [ | | [ o
o PN N i e By ™
"H NMR (400 MHz, CDCl3, 24 °C) of the compound 6j’
o DHONMOMONMLWO T ML
0 AT oW T IN0OO® o Current Data Parameters
2 CEIREeRNERTS : NELE 1084 (C)
— R e : EXPNO 249
\\\\\\/W PROCNO 1
F2 - Acquisition Parameters
Date 20211213
Time 23.26 h
INSTRUM spect
PROBHD 72129392 0001 (
PULPROG zgpg30
(0] TD 16540
SOLVENT CDC13
NS 256
DS 4
\ Me SWH 24038.461 Hz
FIDRES 2.906706 Hz
N a0 0.3440320 sec
H RG 200.34
DW 20.800 use
DE 6.50 use«
TE 298.4 K
D1 1.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6228289 MHz
NUC1 13C
Pl 10.00 use«
PLW1 47.00000000 W
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG[2 waltzl6
PCPD2 90.00 use
PLW2 10.50000000 W
PLW12 0.29166999 W
LW13 0.14670999 W
F2 - Processing parameters
SI 32768
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

BC{'H} NMR (100 MHz, CDCls, 24 °C) of the compound 6j
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1-phenyl-3H-pyrrolo[1,2-a]indole-2-carbaldehyde 7

Current Data Parameters

N ;ggﬁggggggg:g flj ® NAME JAN 2023 (519-603)
o NOOLSTOONN A A~ o I EXPNO 521
o P S A A < - PROCNO 1
‘ \\N\//n// ‘ F2 - Acquisition Parameters
Date 20230121
Time 21.05 h
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG zg30
TD 65536
\ Ph SOLVENT CDC13
NS 16
DS 2
N | SWH 8012.820 Hz
FIDRES 0.244532 Hz
CHO AQ 4.0894465 sec
RG 200.34
DW 62.400 usec
DE 6.50 usec
TE 295.5 K
D1 0.50000000 sec
TDO 1
SFO1 400.1320007 MHz
NUC1 1H
Pl 15.00 usec
PLW1 10.50000000 W
F2 - Processing parameters
SI 65536
SF 400.1300110 MHz
WDW EM
SSB 0
g LB 0.30 Hz
GB 0
PC 1.00
T T T T T T T T T
10 9 8 7 6 5 4 3 1 0 ppm
o olo|lolo|H oo —
- el | = = = ~
"H NMR (400 MHz, CDCl3, 24 °C) of the compound 7
: Sﬂ;?g@%ﬁgi;‘gm w0 Current Data Parameters
N e b NAME JAN 2023 (519-
2 LIOnooNNNNS o] e EXENO st
F2 - Acquisition Parame
Date_ 2023012:
Time 3.1¢
INSTRUM spect
PROBHD 7129392 0001 1
Ph PULPROG zgpg3(
TD 1654C
SOLVENT CDC1:Z
NS 150¢
DS A
CHO SWH 24038.461
FIDRES 2.90670¢
AQ 0.344032¢C
RG 200.3¢
DW 20.80C
DE 6.5C
TE 295.¢
D1 1.0000000C
D11 0.0300000¢C
TDO 1
SFO1 100.622828¢
NUC1 13¢
Pl 10.0¢
PLW1 47.0000000C
SFO2 400.131600¢%
NUC2 1k
CPDPRG[2 waltzle
PCPD2 90.0¢
PLW2 10.5000000C
L T 0.291669¢
PLW13 0.1467099¢
T T T T T T T T T T T F?2 - Processina varamet
200 180 160 140 120 100 80 60 40 20 0 ppm

BC{'H} NMR (100 MHz, CDCls, 24 °C) of the compound 7
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(6-methyl-3-phenethyl-1H-indol-2-yl)(phenyl)methanone: 3x

Current Data Parameters

WO AWM~ AN ONNMC>OOWS WO DO MmN MM o
N HOAOHONOOO DT OO O M N OO WO o o NAME M864
LU NAAAADO O [N e NNl o
A A . EXPNO 495
F2 - Acquisition Parameters
Date 20230624
Time 21.05 h
INSTRUM spect
PROBHD 7129392 _0001 (
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
‘ ‘ (e SWH 8012.820 Hz
7. - FIDRES 0.244532 Hz
> P N 20 4.0894165 sec
RG 200.34
izl SRl Me H DW 62.400 usec
of— || ISIRETE DE 16.92 usec
NN <| |l TE 295.6 K
D1 1.00000000 sec
TDO 1
SFO1 400.1324708 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
J PLW1 10.50000000 W
A PN F2 - Processing parameters
ST 65536
T T T T T T T T T SF 400.1300114 MH=z
10 9 8 7 6 5 4 3 2 1 ppm  WDW EM
SSB 0
™~ [o|o o |n)o — |||~ LB 0.30 Hz
NN B NS PC 1.00
"H NMR (400 MHz, CDCls, 24 °C) of the compound 3x
[ee] NHOOWANWL WO LW I~
-t LCOHNE NN SO N OO0 009 A Current Data Parameters
o — OV~ 0+ O 00WOmWLITNO A . L NAME M864
a3 AR BU R IAREA BA B R B B NN EXPNO 496
N [T e :
F2 - Acquisition Parameters
Date 20230624
Time 21.20 h
INSTRUM spect
PROBHD 72129392 0001 (
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 256
C) DS 4
\ SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
Me N RG 200.34
H DW 20.800 usec
DE 6.50 usec
TE 296.1 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6228298 MHz
NUC1 13C
PO 3.33 usec
Pl 10.00 usec
PLW1 47.00000000 W
SFO2 400.1316005 MHz
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 usec
PLW2 10.50000000 W
PLW12 0.29166999 W
PLW13 0.14670999 W
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm F2 - Processing parameters

SI

32768

BC{'H} NMR (100 MHz, CDCl3, 24 °C) of the compound 3x
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methyl 2-benzoyl-6-methyl-3-phenethyl-1H-indole-5-carboxylate: 9

Current Data Parameters

N MNP NN DS T NS © S 2eeaTq NAME M910 (1)
B S A A A S U TR R R NENENEN PROCNO 1
‘\\&”\%' M‘%/ ‘ ‘\\ \%/ F2 - Acquisition Parameters
Date_ 20230711
Time 2.32 h
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG zg30
TD 65536
SOLVENT CDC13
NS 16
DS 2
SWH 8012.820 Hz
MeO2C N\ O FIDRES 0.244532 Hz
AQ 4.0894465 sec
RG 138.85
Me N oW 62.400 usec
H DE 16.92 usec
TE 407.5 K
D1 1.00000000 sec
TDO 1
SFO1 400.1324708 MHz
NUC1 1H
PO 5.00 usec
Pl 15.00 usec
PLW1 10.50000000 W
J { F2 - Processing parameters
N a SI 65536
SF 400.1300097 MHz
\ \ \ \ \ \ WDW EM
9 8 7 6 5 4 3 2 ppm SSB 0
LB 0.30 Hz
o o| |lolololololo o o|—|o PC 1.00
o I I N N NN @ e
"H NMR (400 MHz, CDCl3, 24 °C) of the compound 9
o~ OO MO WL ANLOWOWHLOLWM A
— MAN—TAOMAAONOMNNOO WO — — -~ ™M
. s N Mo Current Data Parameters
2 BLa3aANRSRRSLLLNT R NAME MOT0 (1)
— L B e B B B B B B e B B B B B B B [fe) ™ NN EXPNO 140
I T 1
F2 - Acquisition Paramet:
Date 20230711
Time 2.45 1
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG zgpg30
TD 65536
SOLVENT CDC13
NS 225
DS 4
MGOZC 0 SWH 24038.461 |
\ FIDRES 0.733596
AQ 1.3631488 |
RG 200.34
Me N DW 20.800 -
DE 6.50 ¢
TE 428.6 !
D1 2.00000000 .
D11 0.03000000 .
TDO 1
SFO1 100.6228298 1
NUC1 13C
PO 3.33
Pl 10.00 -
PLW1 47.00000000 1
SFO2 400.1316005 1
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 -
PLW2 10.50000000 1
PLW12 0.29166999 |
PLW13 0.14670999 1
T T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

BC{'H} NMR (100 MHz, CDCl3, 24 °C) of the compound 9
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2-benzoyl-6-methyl-3-phenethyl-1H-indole-5-carboxylic acid: 10

11.630

HOOC

Me

Iz _

10 9 8 7

o | [ [ [ [N 0] o [0 |
o o oo o |o|ov|oy — [ [o)
— of|m—Ho|N|o|— [SVIQVA[QN)

=

o 4
(&
S
w
N

1 ppm

[Te) ™ AT M- NEMS WO A
o n OINHNOWVWWOWOWIL M LW~ N o
. 3 9z
o (o)) —HOO ANNO W WLW < < .
[ee] e O M ANNNNNN A - -~ m
— — R B A B e B B B B B B B B | ™ NN
HO,C A\ (o)
Me N
@
T T T T T T T T T T
200 180 160 140 120 100 80 60 40 20 ppm

Current Data Parameters

NAME
EXPNO
PROCNO

14
498
1

F2 - Acquisition Parameters

Date
Time
INSTRUM
PROBHD
PULPROG
TD
SOLVENT
NS

DS

SWH
FIDRES
AQ

RG

DW

DE

TE

D1

TDO
SFO1
NUC1

PO

Pl

PLW1

F2 -
ST
SF
WDW
SSB
LB
GB
PC

NMR (400 MHz, DMSO-ds, 24 °C) of the compound 10

20230731
11.55
spect

7129392 0001 (
~ zg30
65536

DMSO

16

2

8012.820
0.244532
4.0894465
79.8

62.400
16.92

297.7
1.00000000
1
400.1324708
1H

5.00

15.00

h

Hz
Hz
sec

usec
usec

sec

MHz

usec
usec

10.50000000 w

Processing parameters

65536
400.1300000 MHz
EM
0
0.30 Hz
0

1.00

Current Data Parameters

NAME M933
EXPNO 463
PROCNO 1

F2 - Acquisition Parameter:
Date_ 20230728
Time 3.26 h
INSTRUM spect
PROBHD 7129392 0001 (
PULPROG zgpg30

TD 65536
SOLVENT DMSO

NS 2500

DS 4
SWH 24038.461 Hz
FIDRES 0.733596 Hz
AQ 1.3631488 sec
RG 200.34

DW 20.800 use
DE 6.50 use
TE 297.2 K
D1 2.00000000 sec
D11 0.03000000 sec
TDO 1
SFO1 100.6228298 MH:
NUC1 13C

PO 3.33 use
Pl 10.00 use
PLW1 47.00000000 W
SFO2 400.1316005 MH:
NUC2 1H
CPDPRG[2 waltz65
PCPD2 90.00 use
PLW2 10.50000000 w
PLW12 0.29166999 W
PLW13 0.14670999 W
F2 - Processing parameters
SI 32768

ow 1NN £127£QK MU~

BC{'H} NMR (100 MHz, DMSO-ds, 24 °C) of the compound 10
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10. XRD data of 3g, 6i, and 6j
a. Single crystal XRD data of 3g:

DATA

3g

Molecular Structure (ORTEP Structure)

/

o
’ Q/ ‘l; & d

h

Formula

C21H14BI'NO

Formula weight

376.24

Color Brownish white
Temperature/K 296(2)
Radiation Mo Ka
Wavelength/A 0.71073
Crystal system Triclinic
Space group P-1
a(A) 8.6408(5)
b (A) 9.9341(5)
c(A) 10.3685(5)
a(°) 98.203(2)
L) 101.166(2)
7 (®) 103.107(2)
Volume (A%) 834.05(8)
Z 2
Density (g/mL) 1.498
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A (1/mm) 2.470
F (000) 380
Amin, max) 2.49 t0 26.21
No. of unique reflns 12302
No. of parameters 222

R _obs, wR> obs

0.0302, 0.0727

APrmin, Apmax (A7)

0.0390, 0.0769

GooF

1.040
b. Single crystal XRD data of 6i:
DATA 6i
‘ @
O . 'A/ \:A al
Me {Pf/"\ b R
&« U
Molecular Structure (ORTEP Structure) A\ Q VN
Me A @
N Q& '\ P s
H e ¢
Formula CuHiNO
Formula weight 173.21
Color Yellowish white
Temperature/K 296(2)
Radiation Mo Ko
Wavelength/A 1.54178
Crystal system monoclinic
Space group C2/c
a(A) 13.5293(7)
b (A) 7.3263(3)
c(A) 19.0986(9)
a(°) 90

78




B(°) 99.741(3)
7(®) 90
1865.75(15)

Volume (A%)

Z 8
Density (g/mL) 1.233
4 (1/mm) 0.632
F (000) 736
Amin, max) 4.70 to 71.47
No. of unique reflns 13865
124

No. of parameters

R _obs, wR> obs

0.0568, 0.1576

APrin, Apmax (€A) 0.0693, 0.1763
GooF 1.065
c. Single crystal XRD data of 6j:
DATA 6j
Me <«
e
Molecular Structure (ORTEP Structure) N\ O g e
N & @ ‘;/ﬁ} %
H TRy
Formula CisHisNO
Formula weight 23527
Color Yellowish white
Temperature/K 296(2)
Radiation Mo Ko
Wavelength/A 0.71073
triclinic

Crystal system




Space group P-1
a(A) 7.4062(4)
b (A) 7.8098(5)
¢ (A) 10.9025(6)
a(®) 101.137(2)
B©) 93.235(2)
() 96.394(2)
Volume (A% 612.92(6)
Z 2
Density (g/mL) 1.275
4 (1/mm) 0.080
F (000) 248

A'min, max)

3.242 t0 33.143

No. of unique reflns

39332

No. of parameters

166

R _obs, wR> obs

0.0575, 0.1773

APrmin, Apmax (A7)

0.0832, 0.2091

GooF

1.013
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