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1.1. H NMR and 3C NMR spectra
1-(4-Fluorophenyl)-2-methyl-5-(4-(methylsulfonyl)phenyl)-1H-pyrrole-3-carboni-
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2-Methyl-5-(4-(methylsulfonyl)phenyl)-1-phenethyl-1H-pyrrole-3-carbonitrile 9
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1-Benzyl-5-(4-(methylsulfonyl)phenyl)-2-phenyl-1H-pyrrole-3-carbonitrile 10

80°E—

0¢a—

29'9,
£9'9
¢@@A
19/

8T’ L~
gz’

16°L
€62’

._”mNM

CN

[\

MeO,S O

=00'€

— F00'¢

00°¢
MQQ.H

FEOEl

Sk

=00'¢

90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 10 05 00
f1 (ppm)

95

10.0

b
Steb—

0494
Noxhw
ge /L

80°v6—

85°ETT~.
05°9TT—
89'G7T—
At
6L (2T
648211
00'621Y
50'621 ]
85'6211
04621
18'621
0b'bET
G8'9€T
LO'LET
T0°0bT
9T bbT

190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

200



8rHb—
Skeb—

6S°€TT—

89'5ZT
S/ 77T
6/'L21
08'821
10'621
65621
0,621
18'621

170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

180



1,5-Bis(4-chlorophenyl)-2-methyl-1H-pyrrole-3-carbonitrile 15
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1-(4-Fluorophenyl)-2-methyl-5-(p-tolyl)-1H-pyrrole-3-carbonitrile 16
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1-(4-Fluorophenyl)-5-(4-methoxyphenyl)-2-methyl-1H-pyrrole-3-carbonitrile 17
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1,5-Bis(4-chlorophenyl)-2-methyl-1H-pyrrole-3-carbaldehyde 18
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1-((1,5-Bis(4-chlorophenyl)-2-methyl-1H-pyrrol-3-yl)methyl)-4-methylpiperazine 2a
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2. Single-crystal XRD of BM212 (product 2a)

Figure S1. X-ray single crystal structure of BM212 2a (CCDC 2191163) (displacement ellipsoids are

drawn at the 50% probability level).
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Table S1. Crystal data and structure refinement for product 2a (CCDC 2191163).

Empirical formula Cy3H5CILN3
Formula weight 414.36
Temperature 1002) K
Crystal system Triclinic
Space group P-1

Unit cell dimensions

a=9.1454(10) A a= 100.119(4)°.

b=11.1138(12) A b= 100.255(4)°.
c=11.2090(12) A g =106.088(4)°.

Volume 1046.2(5) A3
V4 2
Density (calculated) 1.315 Mg/m3
F(000) 436
Reflections collected 26513
Independent reflections 8999 [R(int) = 0.0570]
Max. and min. transmission 0.9150 and 0.9030
Goodness-of-fit on F2 1.025

Final R indices [I>2sigma(I)]

R1=0.0533, wR2 =0.1200

R indices (all data)

R1=0.0892, wR2 =0.1380




