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Figure S1. : 4-Benzyl-1-(4-methoxybenzyl)-1,4-dihydropyrrolo[2,3-d][1,2,3]triazole (4).
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Figure S2.: 1,4-Dibenzyl-1,4-dihydropyrrolo[2,3-d][1,2,3]triazole (5).
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Figure S3. 4-Benzyl-1-(4-methylbenzyl)-1,4-dihydropyrrolo[2,3-d][1,2,3]triazole (6).
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Figure S4. 4-Benzyl-1-(3-methylbenzyl)-1,4-dihydropyrrolo[2,3-d][1,2,3]triazole (7).
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Figure S5. 4-Benzyl-1-(2-methylbenzyl)-1,4-dihydropyrrolo[2,3-d][1,2,3]triazole (8).
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Figure S6. 4-Benzyl-1-(4-(trifluoromethyl)benzyl)-1,4-dihydropyrrolo[2,3-d][1,2,3]triazole (9).
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Figure S11. 4-Benzyl-1-isopropyl-1,4-dihydropyrrolo[2,3-d][1,2,3]triazole (15).
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Figure S12. 1-(4-Methoxybenzyl)-4-methyl-1,4-dihydropyrrolo[2,3-d][1,2,3]triazole (16).
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Figure S17. 6-Bromo-1-(4-methoxybenzyl)-4-methyl-1,4-dihydropyrrolo[2,3-d][1,2,3]triazole (21).
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Figure S21. 4-Benzyl-1-(4-methoxybenzyl)-6-(m-tolyl)-1,4-dihydropyrrolo[2,3-d][1,2,3]triazole (25).
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Figure S22. 4-Benzyl-1-(4-methoxybenzyl)-6-(o-tolyl)-1,4-dihydropyrrolo[2,3-d][1,2,3]triazole (26).
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Figure 524. 4-Benzyl1-(4-methoxybenzyl)-4-methyl-5,6-di-p-tolyl-1,4-dihydropyrrolo[2,3-
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Figure S27. 4-Benzyl-6-(p-tolyl)-1-(4-(trifluoromethyl)benzyl)-1,4-dihydropyrrolo[2,3-d][1,2,3]tria-

zole (32).
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Figure S29. 1-(4-Methoxybenzyl)-4-methyl-6-(p-tolyl)-1,4-dihydropyrrolo[2,3-d][1,2,3]triazole (34).
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Figure S32. 4-Benzyl-5-bromo-1-(thiophen-2-ylmethyl)-6-(p-tolyl)-1,4-dihydropyrrolo[2,3-
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Figure S33. 4-Benzyl-5-bromo-1-isopropyl-6-(p-tolyl)-1,4-dihydropyrrolo[2,3-d][1,2,3]triazole (38).

NNRRIR2TRBEL ® gr g
SR AT = o S 60000
Te—_— N [
55000
50000
1-45000
//O,o\ -40000
X
% [
7 135000
/
-30000
25000
20000
15000
10000
. 5000
4oh
to
T Th T ™ T
g S8 8 g9 g
T o o " e g F-5000
T : ‘ ‘ ‘ T ‘ ‘ : ‘ T ‘ ‘
5 90 85 80 75 70 65 60 55 5.0 35 30 25 -1.0

45 40
f1 (ppm)



Catalysts 2022, 12, 828

38 of 54

0 g g RuLuRE B85 &
g g §masame s o
& g R ERAARE =% 0§
| R A

77 .48
76.84
—55.37
—5277
32.41
2145

190 180 170 160 150 140 130 120 110

T
100 90

f1 (ppm)

2200
2100
2000
1900
1800
~1700
1600
1500
1400
1300
~1200
~1100
1000
900
800
~700
600
~500
400
300
200

100

=100

--200
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Figure S44. 4-Benzyl-1-(4-methoxybenzyl)-5-(thiophen-3-yl)-6-(p-tolyl)-1,4-dihydropyrrolo[2,3-
d][1,2,3]triazole (49).
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Figure S46. 4-Benzyl-5,6-di-p-tolyl-1-(4-(trifluoromethyl)benzyl)-1,4-dihydropyrrolo[2,3-
d][1,2,3]triazole (51).
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Figure S47. 4-Benzyl-1-isopropyl-5,6-di-p-tolyl-1,4-dihydropyrrolo[2,3-d][1,2,3]triazole (52).
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Figure S48. 1-(4-Methoxybenzyl)-4-methyl-5,6-di-p-tolyl-1,4-dihydropyrrolo[2,3-d][1,2,3]triazole
(53).

Table S1. Crystal data and structure refinement for 41.

Identification code SG450
Empirical formula CssH3oN4O
Formula weight 498.61
Temperature/K 296.15
Crystal system monoclinic
Space group P2i/c
a/A 17.973(4)
b/A 6.0142(9)
c/A 24.901(5)
af° 90
p/° 96.422(16)
v/° 90
Volume/A? 2674.8(9)
4 4
Qealeg/cm’ 1.238
p/mm-! 0.076
F(000) 1056.0

Crystal size/mm? 0.32x0.12 x 0.12

Radiation MoKa (A =0.71073)
20 range for data collection/° 2.28 to 52.744
Index ranges 22<h<22,-7<k<7,-31<1<31
Reflections collected 64723
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Independent reflections
Data/restraints/parameters
Goodness-of-fit on F2
Final R indexes [I>= 20 (I)]
Final R indexes [all data]

5440 [Rint = 0.0526, Rsigma = 0.0219]

5440/0/357
1.025

R1=0.0463, wR2=0.1163
R:1=0.0642, wR2=0.1280

Largest diff. peak/hole / e A-s 0.17/-0.15
Table S2. Bond Lengths for 41.

Atom Atom Length/A Atom Atom Length/A
01 C1 1.371(2) C28 C29 1.375(2)
01 C7 1.415(3) C5 C6 1.384(2)
N4 C12 1.3906(19) Cl14 C15 1.385(2)
N4 c9 1.3738(19) C10 9 1.366(2)
N4 c27 1.4497(19) C3 C2 1.375(2)
N1 N2 1.3712(19) C20 C25 1.390(2)
N1 C10 1.3665(18) C20 C21 1.378(2)
N1 C8 1.451(2) C15 Cle6 1.383(2)
N3 N2 1.326(2) Cl6 C17 1.388(2)
N3 c9 1.350(2) Cl6 C19 1.504(2)
4 C5 1.383(2) C2 C1 1.382(2)
4 C3 1.382(2) C33 C32 1.389(2)
C4 C8 1.509(2) C1 Co 1.379(2)
C13 C11 1.473(2) C25 C24 1.379(3)
C13 C18 1.397(2) C32 C31 1.357(3)
C13 Cl4 1.392(2) C29 C30 1.380(3)
C11 C12 1.3932(19) C21 Cc22 1.380(3)
C11 C10 1.433(2) C31 C30 1.360(3)
C12 C20 1.484(2) C24 C23 1.387(4)
C18 C17 1.377(2) C24 C206B 1.622(5)
C28 C33 1.376(2) C23 Cc22 1.385(4)
C28 C27 1.510(2) C22  C26A 1.620(7)




