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1. General Methods:

Materials: All glassware was oven-dried (90 °C). Unless mentioned, chemicals & solvents
were purchased in high purity grade from commercial suppliers and used without further
purification.  1,2-alkynyldiketones were prepared according known procedures
previouslyreported.

Chromatography: Thin layer chromatography (TLC) carried out on Merck silica plates (60F-
254) and components were visualized by observation under UV light or by treating the plates
with p-anisaldehyde followed by heating. Silica gel chromatography was performed using
silica gel (60-120 or 100-200 mesh).

Characterization: NMR spectra for characterization of compounds were recorded on Bruker
Avance DPX FT-NMR 400 MHz instrument (*H) at 400 MHz and (33C) at 100 MHz
respectively. 19F NMR were recorded at 376 MHz Chemical shifts (§) are reported in
ppm, using the residual solvent peak in CDCl3 (8H = 7.26 and 6C 77.16 ppm) and DMSO-ds
(6H =2.50 and 8C = 39.52 ppm) as internal reference and coupling constants (J) are given in

hertz (Hz). The following abbreviations were used to explain the multiplicities: s = singlet, d =
doublet, t = triplet, g = quartet, m = multiplet. High- Resolution Mass Spectra (HRMS) were
recorded using Waters XEVO-G2-XS-Q-TOF mass spectrometer.

Experimental details. Unless mentioned, reactions were performed at refluxing temperature
in 5 mL glass vial. Ynedione used in this study were synthesizedfollowing the previously
known literature procedures. Solvent used for the reaction purpose are of commercial grade
and used without further purification. N-protection of indolewas done following the previously
reported methods.

2. Synthesis of Starting Materials:
Ynedione used in this study were synthesized following the previously known literature

procedure. [11 N-substituted indoles (1.0 equiv.) in dry THF (25 mL) were placed under argon
atmosphere in a two-neck round-bottom flask, degassed with argon and cooled to 0 °C
(water/ice) for 15 min. Then, oxalyl chloride (1.0 equiv.) was added dropwise to the reaction
mixture maintining the temperature 0 °C. The mixture was allowed to come to room
temperature (water bath) and was stirred for 4 h. Then,



5 mol% Cul, 2.0 equiv. of terminal alkyne and dry triethylamine (4 equiv.) were successively
added to the mixture and stirring at room temperature was continued for 12h. After complete
conversion (product monitored by TLC) water was added, the phases were separated and the
aqueous phase was extracted with dichloromethane. The combined organic. layers were dried
with anhydrous sodium sulfate, concentrated and the residue was subjected to silica gel
column chromatography by using petroleum ether/ethyl acetate to provide the desired
ynedione.

3. General Experimental Procedure:

General procedure for the one-pot synthesis of indolyl-diketone (GP1):

(i)

Qe o Ar NH, EtOH, rt, 2 h
$ \ // then evaporalion
— ’ + /
N o S | (ii}
d ({ 12 (1.2 equiv.)
Cs,C04 (3 equiv.) d
1 1,4-dioxane, reflux, 6 h 2

Aniline was added to the solution of indole-tethered ynedione 1 (1.0 equiv.) in ethanol, and the
resulting mixture was stirred at room temperature for 2 h. After completion, ethanol was
evaporated. The resulting mixture was redissolved in 1,4-dioxane followed by addition of 1.2
equiv. of iodine and 3 equiv. of Cs,COs. The resulting mixture was stirred at a refluxing
temperature for 6 hrs. Upon completion, the reaction mixture was concentrated under reduced
pressure and directly subjected to silica gel column purification using ethyl acetate and
petroleum ether as eluent.

4. Characterization Data of Synthesized Compounds:

1-(4,6-dimethoxy-2-phenyl-1H-indol-3-yl)-2-(1-methyl-1H-indol-3-yl)ethane-1,2-

dione (2a): The title compound was isolated as a pale
yellow solid (119 mg, 78% yield); R¢: 0.50 (30% ethyl
acetate-petroleum ether); 1H NMR (400 MHz, DMSO- dg)
MeO 512,09 (s, 1H), 8.22-8.16 (m, 2H), 7.73-7.66 (m, 2H),

/
Me
7.48-7.28 (m, 6H), 6.55 (d, J = 1.62 Hz, 1H), 6.16 (d, J = 1.66 Hz, 1H), 3.92 (s, 3H), 3.77 (s,



3H), 3.08 (s, 3H), ppm; BC{tH} NMR (100 MHz, DMSO-ds) & 192.2, 187.1, 158.5, 153.7,
142.7, 138.8, 137.4, 136.9, 131.5, 129.1, 129.0, 128.7, 128.5, 127.3, 123.5, 122.8, 112.5, 112.1,
111.2, 109.7, 94.0, 87.2, 55.7, 54.7, 33.7 ppm; HRMS (ESI): calcd. for CarHasN2Oo[M+H]
+:439.1658, found 439.1655.

1-(5,7-dimethyl-2-phenyl-1H-indol-3-yl)-2-(1-methyl-1H-indol-3-yl)ethane-1,2-dione
Ph , (2b): The title compound was isolated as a pale yellow solid (104

Me  mg, 74% vyield); R¢: 0.50 (30% ethyl acetate-petroleum ether); 1H

NMR (400 MHz, DMSO-ds) & 12.06 (s, 1H), 8.07 (s, 1H), 7.84-
", Me  7.74 (m, 2H), 7.56-7.50 (m, 1H), 7.46-7.40 (m, 2H),
7.30-7.12 (m, 5H) 7.06-7.00 (m, 1H), 3.84 (s, 3H), 2.44 (s, 3H), 2.33 (s, 3H) ppm; 13C{1H}
NMR (100 MHz, DMSO-ds) 6 190.8, 189.0, 147.9, 139.8, 137.5, 136.2, 131.4, 131.0 130.2,
129.1, 127.7,125.8, 125.5, 125.1, 123.4, 122.6, 121.3, 119.9, 118.1, 112.3, 110.9, 110.2, 33.4,
19.3, 13.45 ppm; HRMS (ESI): calcd. for C27H23N202[M+H]*: 407.1760, found 407.1757.

1-(6,7-dimethyl-2-phenyl-1H-indol-3-yl)-2-(1-methyl-1H-indol-3-yl) ethane-1,2-dione

(2c): The title compound was isolated as a pale yellow solid
(99 mg, 70% vyield); Rs: 0.52 (30% ethyl acetate- petroleum
ether); *H NMR (400 MHz, DMSO-ds) & 12.08 (s, 1H), 8.08
(s, 1H), 7.87-7.77 (m, 2H), 7.56-7.50 (m, 1H),

/
Me
7.48-7.41 (m, 2H) 7.31-7.13 (m, 5H), 7.08-7.01 (m, 1H), 3.84 (s, 3H), 2.45 (s, 3H), 2.34 (s,

3H) ppm; BC{*H} NMR (100 MHz, DMSO-dg) o 190.9, 189.0, 147.9, 139.8, 137.5, 136.2,
131.4,131.0, 130.2, 129.1, 127.7, 125.8, 125.5, 125.2, 123.4, 122.6, 121.4, 119.9, 118.1, 112.4,
110.9, 110.3, 33.4, 19.3, 13.4 ppm; HRMS (ESI):calcd. for C27H23N202[M+H] +: 407.1760,
found 407.1757.

1-(5-methoxy-2-phenyl-1H-indol-3-yl)-2-(1-methyl-1H-indol-3-yl) ethane-1,2-dione

(2d): The title compound was isolated as a yellow solid (98 mg,

69% vyield); Rf: 0.50 (30% ethyl acetate-petroleum ether); 1H

NMR (400 MHz, DMSO-dg) & 12.36 (s, 1H), 8.14 (s, 1H),
e 7-87-7.83 (m, 1H), 7.59-7.59 (m, 1H), 7.57-7.52 (m,

1H), 7.49-7.44 (m, 2H), 7.41-7.38 (m, 1H) 7.31-7.13 (m, 5H), 6.91 (dd, J = 8.75, 2.42 Hz,




1H), 3.86 (s, 3H) 3.71 (s, 3H) ppm; 3C{H} NMR (100 MHz, CDCls) & 190.9, 188.9, 156.6,
148.3, 139.2, 137.5, 131.2, 130.9, 129.2, 129.0, 128.9, 128.2, 126.5, 123.7, 122.9, 122.5, 113.9,
1135, 113.1, 110.4, 109.7, 103.3, 55.8, 33.7 ppm; HRMS (ESI): calcd. for CaosH21N2O3
[M+H]*: 409.1552, found 409.1553.

1-(1-methyl-1H-indol-3-yl)-2-(6-phenyl-5H-[1,3]dioxolo[4,5-f]indol-7-yl)ethane-1,2-
Ph v dione (2e): The title compound as off dark yellow solid (119
mg, 81% vyield); Rs: 0.56 (30% ethyl acetate-petroleum ether);
o HNMR (400 MHz, DMSO-dg) & 12.31 (s, 1H), 8.13-
me O"J 8.12 (m, 1H), 7.86-7.84 (m, 1H), 7.58-7.51 (m, 1H), 7.45-7.44
(m, 3H), 7.31-7.12 (m, 5H), 7.00-6.99 (m,1H), 6.02 (s, 2H), 3.86 (s, 3H) ppm; 13C{1H} NMR
(100 MHz, DMSO-ds) © 190.5, 188.6, 146.0, 145.2, 144.6, 140.0, 137.5, 131.4, 130.9, 129.6,
128.9,127.8,125.7,123.4,122.6,121.5,121.2,112.2,110.9, 109.9, 101.0, 99.8, 92.9, 33.4 ppm;
HRMS (ESI): calcd. for C26H19N204[M+H]*: 423.1345, found 423.1346.

1-(6,7-dimethyl-2-phenyl-1H-indol-3-yl)-2-(1-isopropyl-1H-indol-3-yl)ethane-1,2-
dione (2f): The title compound was isolated as a pale yellow
solid (91 mg, 66% vyield); Rs : 0.56 (30% ethyl acetate -
Me petroleum ether); IH NMR (400 MHz, DMSO- dg) 0 12.04
me— (s, 1H), 8.07 (s, 1H), 7.83-7.77 (m, 2H), 7.66-
7.61 (m',wa), 7.44-7.37 (m, 2H), 7.29-7.23 (m, 1H), 7.18-7.13 (m, 2H), 7.10-7.03 (m, 3H),
4.85-4.79 (m, 1H) 2.44 (s, 3H), 2.34 (s, 3H), 2.49 (d, J = 6.55 Hz, 6H) ppm; 13C{*H} NMR(100
MHz, CDCls)  191.3, 188.0, 146.8, 136.5, 135.6, 134.0, 131.8, 131.6,129.5, 129.3, 128.2,
126.8, 125.8,125.6, 123.4, 122.9, 122.8, 119.3, 118.3, 113.8, 111.8, 109.9, 48.2, 22.6, 19.4, 13.2
ppm; HRMS (ESI): calcd. For C29H27N202 [M+H]*: 435.2073, found 435.2057.

1-(4,7-dimethyl-2-phenyl-1H-indol-3-yl)-2-(1-isopropyl-1H-indol-3-yl)ethane-1,2-
Ph

dione (2g): The title compound was isolated as a yellow solid
(96 mg, 70% vyield); R¢: 0.56 (30% ethyl acetate - petroleum
\ ether); tH NMR (400 MHz, DMSO-ds) 0 11.99 (s, 1H), 8.24-
me—{ Me 8.23(m, 1H), 7.82-7.79 (m, 1H), 7.63-7.60 (m,

1H), 7467 39 (m, 2H), 7.26-7.21(m, 1H), 7.15-7.10 (m, 1H), 7.00-6.88 (m, 5H), 4.87-4.80



(m, 1H), 3.35 (s, 3H), 2.55 (s, 3H), 1.55-1.52 (m, 6H) ppm; 13C{*H} NMR (100 MHz, CDCl5)
0192.4,187.1,145.3,136.2,135.5,134.1, 131.1, 129.8, 129.7, 128.9, 127.9, 127.1, 126.0, 124.5,
124.4,123.2,122.8,122.7,117.8, 114.7,113.7, 109.8, 48.1, 22.6, 22.2, 16.4 ppm; HRMS (ESI):
calcd. For Ca9H27N202[M+H]*: 435.2073 found 435.2067.

1-(1-isopropyl-1H-indol-3-yl)-2-(6-phenyl-5H-[1,3]dioxolo[4,5-f]indol-7-yl)ethane-

Ph v 1,2-dione (2h): The title compound was isolated as a yellow
; solid (111 mg, 78% yield); R¢ : 0.58 (30% ethyl acetate-
o petroleum ether); *H NMR (400 MHz, DMSO-dg) 6
me— o 1227 (m, 1H), 8.13 (s, 1H), 7.87-7.77 (m, 1H), 7.68-7.61 (m,
1H), 756746 (m, 1H), 7.45-7.36 (m, 2H), 7.30-7.24 (m, 1H), 7.18-6.99 (m, 5H), 6.03 (s, 2H),
4.85-4.82 (m, 1H), 1.49 (d, J = 5.98 Hz, 6H) ppm; BBC{tH} NMR (100 MHz, DMSO-dg) &
190.6, 188.6, 145.9, 145.1, 144.5, 136.1, 135.1, 131.2, 130.8, 129.6, 128.8, 127.6, 125.8,

123.2, 122.4, 121.4, 121.3, 112.7, 111.0, 110.2, 100.9, 99.7, 92.8, 47.9, 22.0 ppm; HRMS
(ESI): calcd. For C2sH23N204 [M+H]*: 451.1658, found 451.1650.

1-(4,6-dimethoxy-2-phenyl-1H-indol-3-yl)-2-(1-isopropyl-1H-indol-3-yl)ethane-1,2-
Ph dione (2i): The title compound was isolated as a yellow solid

(93 mg, 63% vyield); R : 0.54 (30% ethyl acetate- petroleum

N OMe  ether); 'H NMR (400 MHz, DMSO-dg) 0 12.08 (s, 1H), 8.22-
me— Me© 8.15 (m, 1H), 7.71-7.68 (m, 3H), 7.48-7.39 (m,
3H), 7135723 (m, 3H), 6.55 (d, J = 1.75, 1H), 6.15 (d, J = 1.80 Hz, 1H), 4.94-4.86 (m, 1H),
3.77 (s, 3H), 3.05 (s, 3H), 1.52 (d, J = 6.63 Hz, 6H) ppm; 13C{*H} NMR (100 MHz, CDCls)
0 192.5,187.2,158.5,153.7,142.5, 136.9, 136.3, 134.2, 131.5, 129.0, 128.6, 127.6, 123.2, 123.0,
122.7,112.9, 112.1, 111.4, 110.0, 93.9, 87.1, 55.7, 54.6, 48.1, 22.7 ppm; HRMS (ESI): calcd.
for C29H27N204 [M+H]*: 467.1971, found 467.1968.

1-(1-allyl-1H-indol-3-yl)-2-(6,7-dimethyl-2-phenyl-1H-indol-3-yl) ethane-1,2-dione
(2j): The title compound was isolated as a yellow solid (81
mg, 59% vyield); Rf: 0.57 (30% ethyl acetate - petroleum

Me ether); tH NMR (400 MHz, DMSO-ds) 6 12.07 (s, 1H), 8.07
(s, 1H), 7.86-7.76 (m, 2H), 7.54-7.48 (m, 1H),




7.44-7.37 (m, 2H), 7.29-7.16 (m, 3H), 7.14-7.03 (m, 3H), 6.06-5.96 (m, 1H) 5.20 (d, J = 10.33
Hz, 1H) 5.03(d, J = 17.04 Hz, 1H), 4.92-4.91 (m, 2H), 2.44 (s, 3H), 2.34 (s, 3H) ppm; 13C{1H}
NMR (100 MHz, CDClz3) ¢ 191.2, 188.6, 146.8, 137.7, 136.9, 135.6, 131.9, 131.7, 129.5, 129.4,
128.3, 126.7, 125.9, 125.6, 123.6, 122.9, 122.8, 119.4, 118.8, 118.2, 113.9, 110.8, 49.6, 29.8,
19.4, 13.3 ppm; HRMS (ESI): calcd. For C29H27N202[M+H]*: 433.1916, found 433.1894.

1-(1-allyl-1H-indol-3-yl)-2-(4,7-dimethyl-2-phenyl-1H-indol-3-yl) ethane-1,2-dione
(2k): The title compound was isolated as a greenish yellow solid
(106 mg, 77% yield); R¢: 0.57 (30% ethyl acetate - petroleum
ether); tH NMR (400 MHz, DMSO-dg) ¢ 12.01 (s, 1H), 8.24
(s, 1H), 7.81-7.77 (m, 1H), 7.52-7.47 (m, 1H),

7.38-7.35 (m, 2H), 7.24-7.21 (m, 1H), 7.14-7.11 (m, 1H), 7.07-7.00 (m, 3H) 6.98-6.94 (m, 1H)
6.91-6.86 (m, 1H), 6.11-6.01 (m, 1H), 5.25 (dd, J = 10.36, 1.28 Hz, 1H), 5.08 (dd, J = 17.05,
1.42 Hz, 1H), 4.49 (d, J = 5.22 Hz, 2H), 3.33 (s, 3H), 2.54 (s, 3H) ppm; 13C{*H} NMR (100
MHz, CDClz) ¢ 192.1, 187.1, 145.5, 138.0, 136.6, 135.5, 133.5, 131.9, 129.9, 129.7, 129.1,
129.0, 128.1, 127.6,127.0, 124.6, 124.5, 123.5, 122.8, 118.7, 117.8, 114.5,113.7, 110.0, 49.5,
22.3,16.4 ppm; HRMS (ESI): calcd. For C29H2sN202[M+H] *: 433.1916, found 433.1909.

1-(1-allyl-1H-indol-3-yl)-2-(4,6-dimethoxy-2-phenyl-1H-indol-3-yl) ethane-1,2-dione

(21): The title compound was isolated as a yellow solid
(80 mg, 54% vyield); R : 0.52 (30% ethyl acetate -
petroleum ether); tH NMR (400 MHz, DMSO-ds) O
12.11 (s, 1H), 8.23-8.19 (m, 2H), 7.74-7.67 (m, 2H),
7.62-7.56 (m, 1H), 7.48-7.43 (m, 3H), 7.32-7.25 (m, 2H), 6.56 (d, J = 1.68 Hz, 1H), 6.16 (d, J
=1.70 Hz, 1H) 6.10-6.00 (m, 1H), 5.20 (d, J = 10.36 Hz, 1H), 5.06 (dd, J = 17.09, 1.16 Hz,
1H), 4.95 (d, J = 5.07 Hz, 2H), 3.77 (s, 3H), 3.08 (s, 3H) ppm; 3C{H} NMR (100 MHz,
CDClIs) 6 192.3, 187.4, 158.6, 153.7, 142.8, 138.0, 137.0, 136.8, 132.1, 131.6, 129.2, 129.1,

128.6, 127.6, 123.6, 123.0, 122.9, 118.8, 113.0, 112.2, 111.3, 110.3, 94.0, 87.3, 55.8, 54.8, 49.7
ppm; HRMS (ESI): calcd. for CagHasN204 [M+H]*: 465.1814, found 465.1807.




1-(1-allyl-1H-indol-3-yl)-2-(6-phenyl-5H-[1,3]dioxolo[4,5-f]indol-7-yl)ethane-1,2-

dione (2m): The title compound was isolated as a yellow solid
(106 mg, 74% yield); R¢: 0.53 (30% ethyl acetate - petroleum
ether); tH NMR (400 MHz, DMSO-de) 6 12.31 (s, 1H), 8.12
(s,1H), 7.82(d, J =7.74 Hz, 1H), 7.53-7.49 (m,

2H), 7.44-7.36 (m, 2H), 7.28-7.08 (m, 5H), 6.99 (s, 1H), 6.07-5.99 (m, 3H), 5.20 (dd, J = 10.20,
1.03 Hz, 1H) 5.03 (dd, J = 17.10, 1.22 Hz, 1H), 4.93 (d, J = 5.72 Hz, 2H) ppm; B3C{*H} NMR
(100 MHz, DMSO-dg) 6 190.6 189.0, 146.3, 145.3, 144.7, 139.1, 136.7, 133.6, 131.3, 131.0,
129.7, 129.0, 127.9, 125.9, 123.6, 122.7, 121.4, 117.6, 112.7, 111.4, 110.1, 101.1, 99.9, 93.0,
48.8, ppm; HRMS (ESI): calcd. for C2sH21N204 [M+H]*: 449.1501, found 449.1497.

1-(5-chloro-1-ethyl-1H-indol-3-yl)-2-(5,7-dimethyl-2-phenyl-1H-indol-3-yl)ethane-
Cl Ph 1,2dione (2n): The title compound was isolated as a Yyellow
solid (96 mg, 71% yield); R¢: 0.51 (30% ethyl acetate
-petroleum ether); *H NMR (400 MHz, CDCls) 6 12.06 (s, 1H),
8.31 (s, 1H), 7.70 (d, J = 1.88 Hz, 1H), 7.66-7.59 (m,
1H), 7.40-7.32 (m, 2H), 7.26 (dd, J = 8.69, 1.93 Hz, 1H), 7.06-6.89 (m, 5H) 4.31(q, J = 7.17
Hz, 2H), 2.57(s, 3H), 2.48 (s, 3H), 1.40 (t, J = 7.19 Hz, 3H) ppm; 13C{*H} NMR (100 MHz,
CDCl3) ¢ 191.8, 186.6, 145.6, 137.7, 135.5, 134.6, 131.6, 129.9, 129.7, 129.1, 128.7, 128.2,
128.1,126.0, 124.7, 124.6, 123.8, 122.3, 117.8, 114.5, 113.2, 110.6, 42.1, 22.3, 16.4, 15.2 ppm;
HRMS (ESI): calcd. for C2gH2aN20.CI[M+H]*: 455.1526, found 455.1526.

1-(5-chloro-1-ethyl-1H-indol-3-yl)-2-(4,6-dimethoxy-2-phenyl-1H-indol-3-yl)ethane-
1,2-dione (20): The title compound was isolated as a
yellow solid (93 mg, 64% vyield); Rs: 0.59 (30% ethyl
acetate -petroleum ether); 1H NMR (400 MHz, DMSO- de)
0 12.14 (s, 1H), 8.34 (s, 1H), 8.13 (s, 1H), 7.72-7.69

(m, %}—I) 7.48-7.42 (m, 3H), 7.36-7.32 (m, 1H), 6.56 (s, 1H ), 6.18 (s, 1H), 4.36 (9, J = 7.19
Hz, 2H), 3.77 (s, 3H), 3.09 (s, 3H), 1.39 (t, J = 7.26 Hz, 3H) ppm; 13C{*H} NMR (100 MHz,
DMSO-ds) 0 191.2, 186.8, 157.6, 152.9, 142.4, 138.9, 137.0, 134.6, 131.4, 124.2, 128.7, 128.1,
127.7,127.0, 123.0, 120.4, 112.7,111.3, 111.2, 109.8, 93.3, 87.4, 55.4, 54.3, 41.4, 15.2 ppm;
HRMS (ESI): calcd. for C2sH2aN204Cl [M+H]*: 487.1425, found 487.1418.




1-(5-chloro-1-ethyl-1H-indol-3-yl)-2-(6-phenyl-5H-[1,3]dioxolo[4,5-f]indol-7-

yl)ethane-1,2-dione  (2p): The title compound  was
isolated as a greenish yellow solid (94 mg, 67% vyield); Rs
Q : 0.51 (30% ethyl acetate-petroleum ether); *H NMR (400 MHz,
, _JO DMSO-ds) & 12.32 (s, 1H), 8.21 (s, 1H), 7.71 (s, 1H),
7%67-7.61 (m, 1H), 7.54(%3, 1H), 7.36-7.28 (m, 3H), 7.20-7.14 (m, 1H), 7.11-7.04 (m, 2H), 6.99
(s, 1H), 6.04 (s, 2H), 4.29 (q, J = 7.16 Hz, 2H) 1.36 (t, J = 7.14 Hz, 3H) ppm; 3C{tH} NMR
(100 MHz, DMSO-ds) 0 190.3, 188.4, 146.3, 145.2, 144.6, 139.5 134.8, 131.2, 130.8, 129.6,
128.7,127.6,127.1, 126.9, 123.2,121.4,120.4, 112.6, 112.0, 110.1, 100.9, 99.8, 92.8, 41.5, 15.2

ppm; HRMS (ESI): calcd. for C27H20N204CI[M+H]*: 471.1112, found 471.1103.

1-(5-bromo-1-ethyl-1H-indol-3-yl)-2-(5,7-dimethyl-2-phenyl-1H-indol-3-yl)ethane-

Br Ph - 1,2-dione (2q): The title compound was isolated as a yellow
Me  solid (92 mg, 70% vield); Re: 0.51 (30% ethyl acetate- petroleum

ether); tH NMR (400 MHz, DMSO-ds) & 12.07 (s, 1H), 8.31 (s,

/ Me 1H), 7.87 (d, J = 1.81 Hz, 1H), 7.62-7.59 (m,

1H), 7.04-7.35 (m, 3H), 7.06-6.91 (m, 5H), 4.32 (g, J = 7.20 Hz, 2H), 2.59 (s, 3H), 2.51(s, 3H),
1.41(t, J = 7.14 Hz, 3H) ppm; 3C{*H} NMR (100 MHz, DMSO-ds) & 191.1, 187.4, 146.7,
139.6, 135.8, 134.7, 131.2, 130.4, 128.6, 128.1, 127.9, 127.3, 125.6, 125.5, 124.0, 123.4, 119.0,
115.0, 113.2, 112.9, 111.9, 415, 21.9, 16.7, 153 ppm; HRMS (ESI): calcd. for
C2sH24N202Br[M+H]*: 499.1021, found 499.1020.

1-(5-bromo-1-ethyl-1H-indol-3-yl)-2-(4,6-dimethoxy-2-phenyl-1H-indol-3-yl)ethane-
Br Ph 1,2-dione (2r): The title compound was isolated as a
yellow solid (103 mg, 74% vyield); Rs: 0.55 (30% ethyl
OMe acetate-petroleum ether); 'H NMR (400 MHz,
N MeO DMSO-dg) 0 12.14 (s, 1H), 8.32-8.29 (m, 2H), 7.71-7.65
(m, 3E| 7.48-7.42 (m, 4H), 6.57 (s, 1H), 6.19 (s, 1H), 4.37 (q, J = 6.98 Hz, 2H), 3.77 (s, 3H),
3.09 (s, 3H), 1.38 (t, J = 7.12 Hz, 3H) ppm; 13C{*H} NMR (100M Hz, CDCl3) $ 191.9, 187.0,
158.5, 153.5, 142.9, 137.6, 136.9, 153.1, 131.3, 129.0, 128.5, 126.4, 126.0, 125.4, 116.4, 112.2,
112.0,111.3, 110.9, 94.0, 87.2, 55.7, 54.7, 42.1, 15.1 ppm; HRMS (ESI): calcd. for C2gH24N204
Br [M+H]*: 531.0919, found 531.0916.




1-(5-chloro-1-ethyl-1H-indol-3-yl)-2-(6-phenyl-5H-[1,3]dioxolo[4,5-f]indol-7-
yl)ethane-1,2-dione (2s): The title compound was isolated
as a yellow solid (100 mg, 74% vyield); R¢: 0.51 (30% ethyl
acetate-petroleum ether); 1H NMR (400 MHz, DMSO-ds) &
N O JO 12.32 (s, 1H), 8.21 (s, 1H), 7.87 (s,
1H), #66-7.51 (m, 2H), 7.49—7.30 (m, 3H), 7.22-6.96 (m, 4H) 6.04 (s, 2H), 4.29 (q, J = 7.14
Hz, 2H) 1.36 (t, J = 7.14 Hz, 3H) ppm; 13C{H} NMR (100 MHz, DMSO-ds) o 190.3, 188.4,
146.3, 145.2,144.6, 139.5 134.8, 131.2, 130.8, 129.6, 128.7, 127.6, 127.1, 126.9, 123.2, 121.4,
120.4, 112.6, 112.0, 110.1, 100.9, 99.8, 92.8, 41.5, 15.2 ppm; HRMS (ESI): calcd. for
Ca7H20N2047°Br[M+H]*: 513.0450, found 513.0445.

1-(1-ethyl-1H-indol-3-yl)-2-(2-(2-fluorophenyl)-4,7-dimethyl-1H-indol-3-yl)ethane-
1,2-dione (2t):The title compound was isolated as a yellow solid
(85 mg, 62% vyield); Rs: 0.51 (30% ethyl acetate -petroleum ether);
IH NMR (400 MHz, DMSO-ds) & 12.08 (s, 1H), 8.30 (s, 1H), 7.82
(d, J = 7.60 Hz, 1H), 7.65-7.51 (m, 1H), 7.27-6.83 (m,

8H), 4.31 (q, J = 7.09 Hz, 2H), 2.57 (s, 3H), 2.49 (s, 3H), 1.41 (t,J
= 6.82 Hz, 3H) ppm; 3C{*H} NMR (100 MHz, DMSO-ds) 5 191.4, 187.3, 162.1 (d, J = 247.27
Hz), 144.4, 138.8, 135.9, 133.3 (d, J = 8.32 Hz), 133.4, 129.8, 129.78, 129.74, 127.0, 125.9,
125.3 (d, J=2.82 Hz), 124.68 (d, J = 5.59 Hz), 123.5, 122.8, 122.7 (d, J = 10.85 Hz), 116.9 (d,

J = 22.70 Hz), 115.8 (d, J = 21.04 Hz), 114.9, 113.4, 110.0, 41.2, 21.8, 16.6, 15.1 ppm; 19F
NMR (376 MHz, DMSO-dgs) & -133.2 ppm; HRMS (ESI): calcd. for C2sH24N202F [M+H]*:
439.1822, found 439.1813.

1-(1-ethyl-1H-indol-3-yl)-2-(6-(2-fluorophenyl)-5H-[1,3]dioxolo[4,5-f]indol-7-
O/\O yl)ethane-1,2-dione (2u): The title compound was isolated as a
yellow solid (96 mg, 68% yield); R¢: 0.51 (30% ethyl acetate
-petroleum ether); *H NMR (400 MHz, DMSO-ds) 0 12.39 (s,
1H), 8.16 (s, 1H), 7.90-7.85 (m, 1H), 7.63-7.57 (m, 1H), 7.48 (s,
1H), 7.30-7.12 (m, 5H), 7.01-6.97 (m, 2H) 6.03 (s, 2H), 4.29 (q,
@/. €, J=7.20 Hz, 3H) ppm; 133C{*H} NMR (100 MHz, DMSO-ds) 4 190.7,




188.8, 161.3 (d, J = 244.15 Hz), 145.2 (d, J = 70.15 Hz), 144.3 (d, J = 1.91 Hz), 138.7, 136.5,
133.4 (d, J = 8.44 Hz), 131.0, 129.9 (d, J = 8.52 Hz), 125.8 (t, J = 2.61 Hz), 123.6, 122.7, 121.5,
121.4,116.7 (d, J = 22.77 Hz), 115.9, 115.8, 112.5, 111.0, 110.5, 101.1, 99.9, 93.0, 41.5, 15.3
ppm; 1°F NMR (376 MHz, DMSO-ds) § -113.7 ppm; HRMS (ESI): calcd. for C27H20N204F
[M+H]*: 455.1407, found 455.1400.

1-(5-methoxythiophen-2-yl)-2-(6-phenyl-5H-[1,3]dioxolo[4,5-f]indol-7-yl)ethane-1,2-

Ph dione (2v): The title compound was isolated as a dark yellow
2 i solid (93 mg, 62% yield): Rr: 0.54 (30% ethyl acetate -
MeO \S X petroleum ether); TH NMR (400 MHz, DMSO- dg) & 12.38

Oj) (s, 1H), 7.54-7.50 (m, 2H), 7.37-7.27 (m, 5H),

7.01-7.00 (m, 1H), 6.49-6.47 (m, 1H), 6.04 (s, 2H), 3.96 (s, 3H) ppm; BC{H} NMR (100
MHz, DMSO-ds) 0 188.6, 185.4, 175.4, 146.6, 145.3, 144.7, 137.4, 130.9, 130.8, 129.7, 129.3,
127.9, 126.7, 1212, 110.1, 107.2, 101.0, 99.7, 92.9, 61.0 ppm; HRMS (ESI): calcd. for
C22H16NOsS [M+H] *: 406.0749, found 406.0733.

1-(4,6-dimethoxy-2-phenyl-1H-indol-3-yl)-2-(5-methoxythiophen-2-yl)ethane-1,2-

dione (2w): The title compound was isolated as a dark
yellow solid (107 mg, 69% yield); R : 0.54 (30% ethyl
acetate -petroleum ether); *H NMR (400 MHz,
DMSO-ds) & 12.20 (s, 1H), 7.66-7.60 (m, 3H), 7.49-7.44
(m, 3H), 6.56-6.55 (m, 2H), 6.24 (s, 1H), 4.01 (s, 3H), 3.78 (s, 3H), 3.38 (s, 3H) ppm; B3C{*H}
NMR (100 MHz, CDCIs) ¢ 190.0, 184.0, 175.3, 158.6, 153.6 143.0, 136.8, 136.4, 131.2, 129.2,
129.1, 128.5, 111.9, 110.8, 106.7, 94.0, 87.2, 60.6, 55.8, 54.8 ppm; HRMS (ESI): calcd. for

C23H20NOsS [M+H] *: 422.1062, found 422.1050.

1-(4,7-dimethyl-2-phenyl-1H-indol-3-yl)-2-(1-methyl-1H-pyrrol-2-yl)ethane-1,2-dione  (2x):
The title compound was isolated as a dark yellow solid (96 mg,
64% vyield); R¢: 0.54 (30% ethyl acetate-petroleum ether); 1H NMR
(400 MHz, DMSO-ds) 0 12.09 (s, 1H), 7.34 (t, J

e =7.03 Hz, 1H), 7.24-7.17 (m, 5H), 7.08 (s, 1H), 6.98-6.90 (m, 2H),
6.81-6.80 (m, 1H), 6.10-6.08 (m, 1H), 3.30 (s, 3H), 2.64 (s, 3H), 2.45 (s, 3H) ppm; B3C{'H}

Ma




NMR (100 MHz, DMSO- ds) 0 189.8, 183.1, 147.6, 135.8, 132.6, 131.0, 130.5, 128.9,128.4,
128.2, 126.9, 125.2, 124.2, 124.1, 122.5, 118.8, 113.2, 108.7, 36.3, 22.2, 16.5 ppm; HRMS
(ESI): calcd. for C23H19N202 [M-H]-: 355.1447, found 355.1439.

1-(4,6-dimethoxy-2-phenyl-1H-indol-3-yl)-2-(1-methyl-1H-pyrrol-2-yl)ethane-1,2-
dione (2y): The title compound was isolated as a yellow solid
(111 mg, 68% yield); Rs: 0.54 (30% ethyl acetate - petroleum
OMe ether); 1H NMR (400 MHz, DMSO-ds) & 12.10 (s,
1H), 7.63 (drlf{joé 5.82 Hz, 2H), 7.45-7.44 (m, 2H), 7.25 (s, 2H), 6.87(s, 1H) 6.54 (s, 1H), 6.21-
6.19 (m, 2H), 3.90 (s, 3H), 3.77 (s, 3H), 3.30 (s, 3H) ppm; 3C{*H} NMR (100 MHz, DMSO-
ds) 0 190.1, 182.6, 157.6, 153.0, 142.8, 137.0, 132.2, 131.4, 129.3, 128.7, 128.1, 127.8, 121.8,
111.0,109.8, 108.6, 93.3, 87.4, 55.4, 54.5, 36.8 ppm; HRMS (ESI): calcd. for C23H19N204 [M-
H]-: 387.1335, found 387.1345.

5. References:

[1] E. Merkul, J. Dohe, C. Gers, F. Rominger, T. J. J. Muller, Angew. Chem. Int. Ed. 2011,
50, 2966-2969.
[2] D. Bag, S. D. Sawant, Org. Lett. 2022, 24, 27, 4930-4934.
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min =-1.5, max =50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
24 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-27 H:0-100 N:0-2 0O:0-4

NVD-41 QMI DIVISION, CSIR-1IIM JAMMU 13-Apr-2023
Xevo G2-XS QTOF YFC2015 12:47:58
130423_09 6 (0.138) 1: TOF MS ES+
8.57e+006
o 461.1476
i 439.1655
%-
i 462.1508
: 158.0604 Y 899.3053
: - 338.3420 536.1655 587.0439 8773232  |-900.3085
{ 130:0658 - 280.0043 | 330.3452 507.271 684.2027 7984808 902.3173
c "'l"1"'1]'I']"I'l""l"l'l]"'l"l'I‘l"ll'l"l'l[|"l'|"l'r"""'l""I' "I""l""l' m/z

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Minimum: -1.5
Maximum: 2.0 100.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

439.1655 439.1658 -0.3 -0.7 175 91.9.:9 n/a n/a C27 H23 N2 04
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Elemental Composition Report

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

18 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-27 H:0-100 N:0-2 0:0-2

NVD-43 QMI DIVISION, CSIR-IIIM JAMMU

Xevo G2-XS QTOF YFC2015
240423 036 (0.138)

Page 1

24-Apr-2023
12:14:11

1: TOF MS ES+
1.59e+007

813.3424

758.2202

Fai, 429.1577
] 158.0608 4071757
%o
. 430.1606
] 150063 2481076 C4GAR5E
1110.0215.130.0660 | 2401108 3760107 | 4311650 5361640 I ’
G ""l'l"l""""""'ll""l"l'l""]'l"lf"'l""""ll""l'll"‘ll'l "Il""l""l"'l" m/z

100 150 200 250 300 350 400 450 500 550 600

Minimum: =1 .5

Maximum: 2.0 100.0 50.0

Mass Calc. Mass mbDa PPM DBE i-FIT Norm Conf (%) Formula
407.1757 407.1760 -0.3 -0.7 PTEED 1016.5 n/a n/a C27 H23 N2 02

800

S19
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons
18 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-27 H:0-100 N:0-2 0O:0-2

NVD 52 QMI DIVISION, CSIR-IIIM JAMMU 17-May-2023
Xevo G2-XS QTOF YFC2015 11:52:01
170523 _06 6 (0.138) 1: TOF MS ES+
1.63e+007
100 429.1589
%—- 835.3259
i 158.0603 407.1757 §3Q1609 610.1843 836.3292
] 536.1656 611.1852
1 1300655 [R217.1046248.1073  301.1404 \ 508.2960 38.1639 ssaogss ol BASIN e
C \ \ L ( L [ PR | \L 4 Y " i Z : I
|lllllIllIllIIIIlllIIllI'llllIIlllIllI'llllllllIl'li'lllIllllllIIIIlIIIIII!l"llIIlIll'lllllmz
100 200 300 400 500 600 700 800 900 1000
Minimum: -1.5
Maximum: 2.0 100.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

407.1757 407.1760 =0.:3 -0.7 T35 982.5 n/a n/a C27 H23 N2 02
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
21 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-26 H:0-100 N:0-2 0:0-3

NVD 51 QMI DIVISION, CSIR-IIIM JAMMU 17-May-2023
Xevo G2-XS QTOF YFC2015 11:41:45
170523_02 5 (0.121) 1: TOF MS ES+
1.43e+007
100— 431.1383
: 158.0608 409.1553 839.2852
J 817.3030
4 840.2883
O/o_.
J 432.1405
g 250.0867 3 841.2916
1 1300656 |199-0635  |281.1289 377.9991| [436.1153 610.1849  658.2700 763.2535 017.2234
l " 3 L 4 e L g oyoog Ly o e uy & 8851.3259/ ‘ /973'24 9
cllllIlllllll'lllll’llllllIll'lllllIlIIIIlllllil'll’ll|lll|llll|lll||l|ll|l Illll'lllll'llllmz
100 200 300 400 500 600 700 800 900 1000
Minimum: -1.5
Maximum: 2.0 100.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

409.1553 409.1552 0.1 0.2 175 1021.9 n/a n/a C26 H21 N2 O3



ggg't

.

G109
L66'9
6L1°L
LEV'L
951°L
¢8lL
00¢'L
Lig'L
08¢’ L
B66¢ 'L
LIEL
Ocv'L
ki L
GEG'L
968G L
¥e8'L
eve' L
LIL'8

==

Ogccl—

THNMR, rﬂﬂ' MHz, DMSO-d,

I

[
ppm

12 11 10

13

|



LOP €6 —

6.6 26

1966
V0 101
296601
FEEOLL
pee el
p6e 121
0es 121
889221
|8+ Ee |
8862k~
968'/2 | —
696'921 7
569'62
88601
seb IEl
eSS LT
2000 |
189 b1
692'Sh |
6091

T

S

98888} —_
0LS°06}—

3C{'H}NMR, 100 MHz, DMSO-d

40 30 20 10 ppm

50

190 180 170 160 150 140 130 120 110 100 S0 80 70

200



Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min = -1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

25 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-26 H:0-100 N:0-2 0:04

NVD 46 QMI DIVISION, CSIR-IIM JAMMU 17-May-2023
Xevo G2-XS QTOF YFC2015 11:49:28
170523_05 5 (0.121) 1: TOF MS ES+
1.09e+007
it 445.1169
i 423.1346

867.2436

158.0605
0]

446.1198 845.2615
1 450.0939 661.1569 828.1205

130.0657 542.1713 610.1846

0 m/z
100 200 300 400 500 600 700 800 900 1000
Minimum: =-1.5
Maximum: 2.0 100.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
423.134¢6 423.1345 0.1 0.2 18.5 933.2 n/a n/a C26 H19 N2 04

S28



608+
S8V W.
L¥ev

0689
8069
¢96'9
0869
cl0L
OLLL
6Ch'L
IvlL
cle’s
c€d'L
0Sc'L
80t L
LivL
c65'L
clo’L
leg’L
0rg'L
A

S

900¢€l —

s

,7

THNMR, 400 MHz, DMSO-d,

L

[
ppm

=]
(=]
w0

|

iﬂ
ui
o

Ff
-
ol

-W

=]
=
-

|

Lo
Lo
LD

jﬂ'r

==1l=
.qﬂ
St

|

[=1]
=]
=]

|



g € —

0LV 6l —
6.9¢c—

e 8r—

66601
e bl
c08¢El}
GEEBILL
PLEGILL
Gogccl
gebccl
Ogr'ect
¥99 Sct
898'GC |
L1892 —~
ore'gct .\\.
¥or'6ct \
EES Bct
689 IE}
geg Ict
eLovEl
SP9'SEl

855°9¢€1
8/8'9%1|

o0g's8l —
GSE L6l —

Me

NH

&
o~

M

2f

O Me

Me

3C{'H}NMR, 100 MHz, CDCl,

i N T

il

90 80 70 60 50 40 30 20 10 ppm

110 100

180 170 160 150 140 130 120

190

200



Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 50.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

18 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-29 H:0-100 N:0-2 0:0-2

NVD-100 QMI DIVISION, CSIR-IIIM JAMMU 03-May-2024
Xevo G2-XS QTOF YFC2015 14:04:06
030524_125 (0.121) 1: TOF MS ES+
9.60e+006
435.2057
Ly 457.1876
j 186.0895
- 891.3906
%o 869.4084
] 458.1908 e,
j 144.0429 248.1051 / ——
11186 0483 249.1082 419.3142 459.1937 546.2059 671. 278\3\705 3109 800. 4218 051. 3161
i
Cll|||llllIIlllIlllllll'lIlllllllllllllll' lllllI|Illllllllll|lllllllllllllllllll'|l'lll(ll'1l|ll
100 200 300 400 500 600 700 800 900 1 OOO
Minimum: -1.5
Maximum: 2.0 50.0 50.0
Mass Calc. Mass mbDa PPM DBE i=-FIT Norm Conf (%) Formula
435.2057 435.2073 -1.6 -3.7 17.5 1029.8 n/a n/a C29 H27 N2 02

S31
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

18 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-29 H:0-100 N:0-2 O0:0-2

NVD-92 QMI DIVISION, CSIR-IIIM JAMMU 06-Oct-2023
Xevo G2-XS QTOF YFC2015 13:59:10
061023_13 5 (0.121) 1: TOF MS ES+
2.54e+006
100- 457.1891
OA)_ 2
E 458.1923
' 186.0913 33041 450067 —
7 610.1851
] 110229 144.0455 [ 227.1249  301.1407 | 339.3448 1 5202963 | \ 684.2041 7953422 794.5247 g75 4977
llllll‘ll'lIIl'llll'llllIlll||llllllllllllllllllllllllIlllllllllIllll'lll|IllllllllllllllllllllIlllllllIIII|l'll|IIllIl'I|llIllllllllllllll'lllllllllIlllllllllllllIIIII
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850
Minimum: -1.5
Maximum: 2.0 100.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

435.2067 435.2073 -0.6 -1.4 15 776.1 n/a n/a C29 H27 N2 02
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Elemental Composition Report

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

25 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-28 H:0-100 N:0-2 O:04

NVD-91 QMI DIVISION, CSIR-IIIM JAMMU
Xevo G2-XS QTOF YFC2015
061023_104 (0.104)
100 227.1247
] 125.9877 182 9852 338.3409 473.1471
OA.’_ B
] 301.1404 451.1650
0_
100 150 200 250 300 350 400 450 500
Minimum: -1.5
Maximum: 2.0 100.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

451.1650 451.1658 -0.8 -1.8 18.5 560.1 n/a n/a

5515048 610.1875

C28 H23 N2 04

Page 1

06-Oct-2023
13:51:19

1: TOF MS ES+
1.75e+005

758.2306

750
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Elemental Composition Report

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

24 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-29 H:0-100 N:0-2 O:0-4

NVD-67 QMI DIVISION, CSIR-IlIM JAMMU
Xevo G2-XS QTOF YFC2015
040324 _12 8 (0.172) Cm (8)
100~ 467.1968.489.1755
. 125.9854
1 124.0853| 167.0138
O/ s
e | 182.9857 s e 490.1760
] 113.9635 227.1176 302.1608354 7572 610.1855  684.2624

441.208 551.3407 613.2072

100 150 200 250 300 350 400 450 500 550 600 650 700

Minimum: -1.5
Maximum: 2.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

467.1968 467.1971 -0.3 -0.6 175 30559 n/a n/a C29 H27 N2 04

Page 1

04-Mar-2024
13:41:47

1: TOF MS ES+
9.05e+005

767.3631 g3 3336851.8075
i - i m/z
750 800 850
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Elemental Composition Report

Single Mass Analysis

Tolerance = 50.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
19 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-29 H:0-100 N:0-2 0:0-2

Page 1

NVD-99 QMI DIVISION, CSIR-IIIM JAMMU 03-May-2024
Xevo G2-XS QTOF YFC2015 14:07:23
030524 135 (0.121) 1: TOF MS ES+
6.72e+006
184.0736
100+ 455.1714
] 433.1894._
%
y : 302.1423 536.1641 684.2027 - 9.3654
q 211‘102(’[ R 1 >~ 832.2422 9822777
C l"I'T"'["I"Ill""'l'l’" 'lll"‘l""l’l"ll"" "I'l'lll'lll‘l']'l’"l'l'll l'] TI"'I'I'I""‘ m/z

100 150 200 250 300 350 400 450 500 550 600 650 700

750 800 850 900 950

Minimum: -1.5

Maximum: 2.0 50.0 50.0

Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
433.1894 433.1916 -2.2 -5.1 18.5 1064.0 n/a n/a C29 H25 N2 02

S43



THNMR, 400 MHz, DMSO-d,

A

ppm

=<E0'E

f

10

1m



eSr ol —
LlEge —

96G 6 —

LES'9.L

GSLLL

86t L.

cl¥'lL
cS00kL
ISLEL
E6S VL
€88 LLL
rOLBLI
iv8'ccl
IB6SEC |
LISvel
cB89vCl
Ge0'Let
€89°LC )
Lr1'8cl
L0062}
FLI'6Cl
B6ELBCI
61662}
886 LEI
8IS eECt
IBG'GE L
G09'SEl
cS0'8El
€SS SPL

[

B

Srl /81—
€91¢c6l —

BC{"H}NMR, 100 MHz, CDCl,

. JINII‘MUJ N » ‘ ,._‘,

—

PPM

20

40

200 180 160 140 120 100

220



Elemental Composition Report

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

19 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-29 H:0-100 N:0-2 0O:0-2

NVD-89 QMI DIVISION, CSIR-IIIM JAMMU
Xevo G2-XS QTOF YFC2015
061023_12 5 (0.121)
100- 455.1731
} 184.0756
%~
g 241.0942 456.1763
i 433.1909 4
] 125.9878 156.0809 301.1397 338.['5411 377.0221 457.1793536.1653
G Ullllllllllllllllllllllll L llllllllllll'l‘llIIAI:‘ll';lllllllllllllIllll||l|l|lllll lllulllllllllllLIl
100 150 200 250 300 350 400 450 500 550
Minimum: -1.5
Maximum: 2.0 100.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%)

433.1909 433.1916 -0.7 -1.6 18.5 T3 n/a n/a

7333251 830.1864 865.3750 _

C29 H25 N2 02

Page 1

06-Oct-2023
13:56:35

1: TOF MS ES+
5.58e+006

/z
800 850
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Elemental Composition Report Page 1
Single Mass Analysis
Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off
Number of isotope peaks used for i-FIT = 3
Monoisotopic Mass, Even Electron lons
25 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:
C:0-29 H:0-100 N:0-2 0O:04
NVD-65 QMI DIVISION, CSIR-IIIM JAMMU 04-Mar-2024
Xevo G2-XS QTOF YFC2015 13:28:40
040324_07 6 (0.138) 1: TOF MS ES+
1.52e+007
100 487.1631
. 465.1807
0/0""
4 488.1660
i 184.0746 951.3405
] 489.1687 953.3470
] 125.9853 u85.0774 3011309 3983404 91567 6101847 6ga2040  765.3160820.4905 23
c L llll III'lIlI'Il'll‘YlllI!IllIlIl]llIl'lIlllfl lll 1 IIIIIIITIIT‘IIITIIII'III I|l lll"f|'lll LI |1l'I]ll‘]ITTII[]llI[l'ITIITIIIIII'I‘IVI'IIVTIIIIll'llIII’III]’]'F'IIIIIII‘I'I'I]II llllllllf‘lll“l"]ll m/z
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900
Minimum: =1.5
Maximum: 2.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
465.1807 465.1814 -0.7 -1.5 18.5 941.4 n/a n/a C29 H25 N2 04
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

25 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-28 H:0-100 N:0-2 O:0-4

NVD-88 QMI DIVISION, CSIR-IIIM JAMMU 06-Oct-2023
Xevo G2-XS QTOF YFC2015 14:04:17
061023_15 6 (0.138) 1: TOF MS ES+
4.92e+006
o 471.1319
%~
449.1497
] 338.3413
487.1057 610.1845
’ 125.9877 26410650\2185'})?{5 L339-3445 5 684.2039 749.2848 808.4677 897.2933
c I'll]lllIl'llllIVlllll‘lTTI[l!'lI'1IIITII‘II"‘II’II'III‘IIIIIIIUIlllllll"T[llIlll'!llTl"ll lIl]lIllll'll"llll1ill(l‘l'l[llfll]lI||llll'll’l]?lllIIIIIITI‘IIII[IlIT'T[II]lIIIllII"I[I mZ

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900

Minimum: -1.5
Maximum: 2.0 100.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

449.1497 449.1501 -0.4 -0.9 1955 785.8 n/a n/a C28 H21 N2 04
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

27 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-28 H:0-100 N:0-2 0O:0-2 CI:0-1

NVD-96 QMI DIVISION, CSIR-IIIM JAMMU 11-Oct-2023
Xevo G2-XS QTOF YFC2015 13:17:40
111023_02 5 (0.121) 1: TOF MS ES+
1.19e+006
ioa 4771344
- 206.0366
0/0_
] 479.1326
455.1526 :
] 208.0338 BOR-0R11
1 125.9881 182.9855 338.3416 4371945 480.1349 605.0297
; _ |288.0785_ | o< 684.2038 7552870  832.2423 895.444
c lllllllllllll|'llll'llIIIIIlllIllllllllIlIllIllllllllIIIllllllllllllllllllllllllllll' I'IIIllIllllI'lIll'l|ll'lllIIlllllll||Illll'lllll'lllllllllllllllllllllllllllllllll'mZ

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900

Minimum: -1.5
Maximum: 2.0 100.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

455.1526 455.1526 0.0 0.0 175 636.7 n/a n/a C28 H24 N2 02 C1
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

39 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-28 H:0-100 N:0-2 0O:0-4 CI:0-1

NVD-68 QMI DIVISION, CSIR-IIIM JAMMU 04-Mar-2024
Xevo G2-XS QTOF YFC2015 13:26:06
040324 06 6 (0.138) 1: TOF MS ES+
6.92e+006
487.1418
il 509.1238
%_
] 206.0356 511.1220
v
| 208.0329
- 301.1400 512.1245
d 125.9854 338.3402 450, 1459 622.2099 7481052 787 9773 g51 2552 950.2883
0_ llllllll'lll‘lll'llll"llll‘ll'l'll l 1 'lllllllll'lIllllllllllllllllllllllll"llllllllllll‘l’llllllll'lll’lll‘l'lllllllllll'l"llll mz

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900 950

Minimum: -1.5
Maximum: 2.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

487.1418 487.1425 -0.7 -1.4 15 967.4 n/a n/a C28 H24 N2 04 C1
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 50.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
49 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-28 H:0-100 N:0-2 0O:0-4 CIl:0-1

NVD-95 QMI DIVISION, CSIR-1IIM JAMMU 11-Oct-2023
Xevo G2-XS QTOF YFC2015 13:20:22
111023 _03 6 (0.138) 1: TOF MS ES+
7.66e+005
100 493.0925
i 495.0971
0y 471.1103 ’

7 301.1404
227.1247
206.0364 338.3409

110.0227 141.9598

606.1418
621.0046

437.1932

685.4358 806.1817

771.2462

907'26%?2

0_
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900
Minimum: -1.5
Maximum: 2.0 50.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

471.1103 471.1112 -0.9 =179 18.5 606.1 n/a n/a C27 H20 N2 04 C1
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 100.0 PPM / DBE: min =-1.5, max =50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

27 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-28 H:0-100 N:0-2 0O:0-2 Br:0-1

NVD-94 QMI DIVISION, CSIR-IIIM JAMMU 06-Oct-2023
Xevo G2-XS QTOF YFC2015 14:01:43
061023_14 4 (0.104) 1: TOF MS ES+
1.12e+005
o 5210833 523.0820
%
] 499.1020 501 0998 524.0849
502.1032
‘l 04?OI‘J8Iil8§I4I9I1 ‘182'0'0|Jl49l5;4l4|29I L] L] L} ll T L] L IAKI 1 L] T L] I 1 L] 1 L] I5l08l.8l3l1? 1] l5l12l-?ol1l8 L] ?1l4:3l6?3l ‘ §1I9.l.1|40l7l L] 1] l| I l.‘l I(I '/IS?SI.OIQISBI L] T ?zlg:slzslo m/z
490.0 495.0 500.0 505.0 510.0 515.0 520.0 525.0 530.0
Minimum: -1.5
Maximum: 2.0 100.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

499.1020 499.1021 -0.1 -0.2 f 7 s 517.0 n/a n/a C28 H24 N2 02 Br
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

39 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-28 H:0-100 N:0-2 O:0-4 Br:0-1

NVD-66 QMI DIVISION, CSIR-IIIM JAMMU 04-Mar-2024
Xevo G2-XS QTOF YFC2015 13:31:14
040324_08 6 (0.138) 1: TOF MS ES+
5.08e+006

100 533.0900

' L 1 A

% 249.9853

610.1846

125.9853 167.0119 301.1397 327.0456

N 437.1927 & » 684'8039 758.2228 833.2299 924.2708 999.2919 i
IllIlllll'l]lllIlllIIlIIIIlllllllllllllllllllllll'
100 200 300 400 500 600 700 800 900 1000
Minimum: -1.5
Maximum: 2.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

531.0916 531.0919 =03 -0.6 23 873.6 n/a n/a C28 H24 N2 04 Br
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 20.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

40 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-27 H:0-100 N:0-2 O:0-4 Br:0-1

NVD-93 QMI DIVISION, CSIR-IIIM JAMMU 28-Mar-2024
Xevo G2-XS QTOF YFC2015 15:27:49
280324 03 6 (0.138) 1: TOF MS ES-
3.88e+006
100 515.0428
OA)_
y 516.0455
4 /
] 248.9589 316.9464 ., .., 962 656.8839
o-: 126.9040 52. 588.896 792.8579 860.8462 1029.0967 1159 1678 1219'13771309.1812 1441.19;'?2
100 200 300 400 500 600 700 800 900 1000 1100 1200 1300 1400 1500
Minimum: =155
Maximum: 2.0 20.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

513.0445 513.0450 =5 -1.0 9.5 952.6 n/a n/a C27 H18 N2 04 Br
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 50.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons
28 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-28 H:0-100 N:0-2 0O:0-2 F:0-1

NVD-98 QMI DIVISION, CSIR-IIIM JAMMU 11-Oct-2023
Xevo G2-XS QTOF YFC2015 13:23:05
111023_04 7 (0.155) 1: TOF MS ES+
4.45e+006
100 461.1635
%—
i 172.0760 462.1668
: 439.1813
173.0792 477.1379
o] 111.0234 141.9598 280.0934301.1405  437.1940 ( 523.1343610.1846 665.2007 739.3153 800.3671 8773576
llllllllIll'lll]l‘llllll'llll'lll’lIII'UIUlIlIllll]Illlllll'llil"llllllll’lllll'l ll'lli'l'llllllll]lllll'lllllllIIIIIlllllll"llll'll'lillllllilllll llI'IllIlIlllllIll
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850
Minimum: -1.5
Maximum: 2.0 50.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

439.1813 439.1822 -0.9 =230 LT85 632.7 n/a n/a C28 H24 N2 02 F
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 50.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

43 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-27 H:0-100 N:0-2 0O:0-4 F:0-1

NVD-97 QMI DIVISION, CSIR-IIIM JAMMU 11-Oct-2023
Xevo G2-XS QTOF YFC2015 13:25:49
111023_05 6 (0.138) 1: TOF MS ES+
7.76e+006
100 394.3463
1 477.1220
0/0_,
- 395.3496
1 a 478.1252
1 172.0759 301.1404 338.3409 |396.3531
o] 111.0235 144 9597 2271246 = | / ‘ l 479.1279532.2614 672.4918  755.2734 8484776
llllllllllllll'IllllllllllllllllllIlllllllllllllllllllllllllllllllllIllllllllllllllllllllllll'llllllllIIIIlI'IlllIllllIllllIlllllllllIllll'llllllllllllllllllllllllllll
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850
Minimum: -1.5
Maximum: 2.0 50.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

455.1400 455.1407 =07 =125 18.5 741.1 n/a n/a C27 H20 N2 04 F
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Elemental Composition Report

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

28 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-22 H:0-100 N:0-1 0O:0-5 S:0-1

Page 1

NVD-116 QMI DIVISION, CSIR-IIIM JAMMU 04-Mar-2024
Xevo G2-XS QTOF YFC2015 13:39:05
040324 115 (0.121) 1: TOF MS ES+
4.51e+006
s 428.0553
] 406.0733
%% 264.0642
] 146.0559 o3 0616 429.0583
1 124.5437 265.0674 430.0558 833.1247
] L K a78.0785] | 5740782 6209972 900057  811.1418_ | 835.1272
c'lllll]ll'l'lll'll]l llll'lllll1l|lllllllllllllll']l]ll"'ll]l]llllllllF'll"'lll'llIll'llll!'I'Tll"lll'll‘l]lllllllll'lllllllIlIl‘lIlllillll'llllll'llfllllll' m/z
100 15 0 250 300 350 400 450 500 550 600 650 700 750 800 850
Minimum: -1.5
Maximum: 2.0 10.0 50.0
Mass Calc. Mass mDa PPM DBRE i-FIT Norm Conf (%) Formula

406.0733 406.0749 -1:% =359 1:5:5 1036.7 n/a n/a

C22 H16 N OS5 S
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Elemental Composition Report Page 1

Single Mass Analysis

Tolerance = 10.0 PPM / DBE: min =-1.5, max = 50.0
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

28 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-23 H:0-100 N:0-1 O:0-5 S:0-1

NVD-117 QMI DIVISION, CSIR-IIIM JAMMU 04-Mar-2024
Xevo G2-XS QTOF YFC2015 13:33:57
040324 096 (0.138) 1: TOF MS ES+
2.89e+006
100— 444.0871
1 422.1050
o 301.1400
. 445.0908 610.1845
1 p
z 125.9853 167.0116 227.1241 536.1657
4 338.3407 1400002 538.1641 758.2234 832 2440 865.1882
m/z

100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850

Minimum: -1.5
Maximum: 2.0 10.0 50.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula

422.1050 422.1062 =32 -2.8 14.5 1092.4 n/a n/a C23 H20 N OS5 S
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Elemental Composition Report

Single Mass Analysis

Tolerance =20.0 PPM / DBE: min =-1.5, max =500
Element prediction: Off

Number of isotope peaks used for i-FIT =3

Monoisotopic Mass, Even Electron lons

13 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)

Elements Used:

C:0-23 H:0-100 N:0-2 0:0-2

NVD/B-16 QMI DIVISION, CSIR-IIIM JAMMU
Xevo G2-XS QTOF YFC2015

150724_13 5 (0.121)

3111678 355 1439

100-
{ 297.2419
- 239 0581 265.1463
0 :
i 223.0266 ;56.1469
0_
100 150 200 250 300 350 400 450 500 550 600 650 700
Minimum: —%.5
Maximum: 2.0 20.0 S0.0
Mass Calc. Mass mDa PPM DBE i-FIT Norm Conf (%) Formula
355.143¢ 355.1447 -0.8 -2.3 15755 1160.€ n/a n/a C23 H19 N2 02

Page 1

15-Jul-2024
14:51:53

1: TOF MS ES-
7.46e+005

7931682  ggg 1853 894.2059

miz
800 850 900



80€'¢

LLILE—_
S06'€E—

bl el —

)
=
O

TH NMR, 400 MHz, DMS0O-d,

1

[
ppm

:
i
4]

g |

|

Il

(=]
-
-

i

|

ru
=
ol




198'9€ —

8PS S ~_
£EP' GG —

9tk L8 —
Geee6—

669801
S16°60} V
280 LLL—
peg’ 1)

ere LTl
cz1gz! /.
015821
2re 62l
06% L€ \
be22C} \
ATL]
o162k |

LEQES| —
LIS LS —

¢c9cBl —
G61 061 —

BC{'H} NMR, 100 MHz, DMS0-d,

9 80 V0 60 50 40 30 20 10 ppm

100

190 180 170 160 150 140 130 120 110

210 200



Elemental Composition Report

Single Mass Analysis

Tolerance =200 PPM / DBE: min=-1.5, max=50.0
Element prediction: Off

Number of isotope peaks used for i-FIT = 3

Monoisotopic Mass, Even Electron lons

19 formula(e) evaluated with 1 results within limits (up to 3 closest results for each mass)
Elements Used:

C:0-23 H:0-100 N:0-2 0O:04

Page 1

NVD/B-15 QMI DIVISION, CSIR-IIIM JAMMU 15-Jul-2024
Xevo G2-XS QTOF YFC2015 14:54:37
150724_14 6 (0.138) 1: TOF MS ES-
9.9%e+006
100- 387.1335
%_
] 388.1366
| 311.1670
i 1129841 165.0302 2?9?579 “ ) 389.1390 4793545 ?130302 6451287 719. 1475\ 7931(’383§20 1855  894.2048
G |'l|l|l|'|'l'llllllIllllllll'I'l'lll'l'll'll'l"llllllll'llllllll'l llllllllll"l'l'lllllll"l'llll"l'llllllllll"lll'lll'lllllllllllllllllll'lIlllIllllllll"Illllll"" mz
100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 850 900
Minimum: ot
Maximum: 2.0 20.0 50.0
Mass Calc. Mass mDa DEM DBE i-FIT Norm Conf (%) Formula
387.1335 387.1345 -1.0 -2.6 15.5 11€6.9 n/a n/a C23 H19 N2 04

S90



