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Table S1: Optimization of reaction conditions*:
O,N

O,N
N N
/A Catalyst (5 mol%) /a
@H ’ H/Z;)\ Cl Oxidant (2 equiv) \: N)\ cl

AgF, solvent, air. ©

4 3a 5a
entry catalyst AgF temp (°C)  solvent yield” (%)
1 Pd(OAc), 1 120 DMF 33
2 Pd(OAc), 2 120 DMF 46
3¢ Pd(OAc), 2 120 DMF 37

@Reaction Conditions: 3a (0.179 mmol), 4 (0.215 mmol), Pd(OAc), (5 mol%), Cu(OAc),.H,O
(0.358 mmol), AgF in 1.5 mL solvent, 16 h, air. Isolated yields of 5a. “When reaction was carried
out for 40 h.

Table S2: Optimization of reaction conditions®:
—. OH

O2N N le —B/\ O,N N
]\ ~72 OH /R .
M)\ Cl_catalyst 2 mol%) _ N/K
s | —————————r\ {

base (3 equiv)

air,120 °C, solvent ©

5a 6a
entry catalyst base temp (°C)  solvent yield” (%)
1 NiCl,(PPh3), K;PO, 120 dioxane 43
2¢ NiCl,(PPh;), K;PO4 120 dioxane 47
34 NlClz(PPh3)2 K3PO4 120 dioxane 31

“Reaction conditions: 5a (0.131 mmol), 2 (0.157 mmol), catalyst (2 mol%), K;PO,4 (0.393 mmol) in
ImL dioxane at 120 °C for 18 h, air. *Isolated yields of 6a. “When 4 mol% of catalyst was used.
?When reaction was carried out for 30 h.



2-Chloro-4-nitro-1-phenyl-1H-imidazole (3a):
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2-Chloro-1-(4-methoxyphenyl)-4-nitro-1H-imidazole (3b):
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2-Chloro-4-nitro-1-(4-(trifluoromethoxy)phenyl)-1H-imidazole (3c¢) :
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dazol-1-yl)phenyl)ethan-1-one (3d):
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dazole (3e):
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2-Chloro-1-(4-chlorophenyl)-4-nitro-1H-imidazole (3f) :
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2-Chloro-1-(3-methoxyphenyl)-4-nitro-1H-imidazole (3g):
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2-Chloro-4-nitro-1-(3-nitrophenyl)-1H-imidazole (3h):
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2-Chloro-4-nitro-1-(o-tolyl)-1H-imidazole (3i):
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D):

idazole (3
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2-Chloro-1-(3,5-dimethoxyphenyl)-4-nitro-1H-imidazole (3k):
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2-Chloro-1-(3,5-dibromophenyl)-4-nitro-1H-imidazole (31):
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dazole (3m) :
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2-Chloro-4-nitro-1-(thiophen-3-yl)-1H-imidazole (3n):
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dazole (30):
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1-Ethyl-1H-indole (4f)
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1-Methyl-1H-pyrrole-2-carbaldehyde (4g) :
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dazole (5a):
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dazole (5b):
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dazole (5¢):
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2-Chloro-5-(5-methylthiophen-2-yl)-4-nitro-1-phenyl-1H-imidazole (5d):
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3-(2-Chloro-4-nitro-1-phenyl-1H-imidazol-5-yl)-1-methyl-1H-pyrrolo[2,3-b]pyridine (5e¢)
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3-(2-Chloro-4-nitro-1-phenyl-1H-imidazol-5-yl)-1-ethyl-1H-indole (5f):
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5-(2-Chloro-4-nitro-1-phenyl-1H-imidazol-5-yl)-1-methyl-1H-pyrrole-2-carbaldehyde (5g):
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5-(2-Chloro-4-nitro-1-phenyl-1H-imidazol-5-yl)furan-2-carbaldehyde (5h)
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5-(2-Chloro-1-(3-methoxyphenyl)-4-nitro-1H-imidazol-5-yl)furan-2-carbaldehyde (5i):
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2-Chloro-1-(4-methoxyphenyl)-5-(5-methylthiophen-2-yl)-4-nitro-1H-imidazole (5k):
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2-Chloro-5-(5-methylthiophen-2-yl)-4-nitro-1-(o-tolyl)-1 H-imidazole (51):
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2-Chloro-1-(3,5-dimethoxyphenyl)-4-nitro-5-(thiophen-3-yl)-1H-imidazole (5n):
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dazole (6a):
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dazol-5-yl)furan-2-carbaldehyde (6¢)
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dazole (6e):
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dazole (6f):
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dazol-5-yl)furan-2-carbaldehyde (6g)
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dazole (6h):
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dazole (7a):
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2-(4-Methoxyphenyl)-4-nitro-1-phenyl-1H-imidazole (7b):

©
&
@
~

—3.782

M [ O,N
N
f’ /’} | J T\
- N
OCH;
7b
I
10.0 9.5 9.0 8.5 6.0 5. 5.0 4.5 4.0 3.5 3.0 2.5 2.0 1.5 1.0 0.5 0.0
f1 (ppm)
T R IRV
O,N
N
I8
N
OCHs
7b
.
| - .
T T T T T T T T T T T T T T T T T T T
200 190 180 170 160 150 140 130 120 110 100 90 80 70 60 50 40 30 20 10
f1 (ppm)

50



dazole (7¢)
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4-Nitro-1-phenyl-2-(p-tolyl)-1H-imidazole (7d)
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4-Nitro-1-phenyl-2-(4-(trifluoromethoxy)phenyl)-1 H-imidazole (7¢) :
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dazole (71):

imi

tro-1-phenyl-1H-

-1

2-(Naphthalen-2-yl)-4

[0
DMM.L
614'C
2L
obbL |
bbb L
£LV°L
S8b°L
06t'2 —
$0S°L
215°2 )
9152
625
269°L
1122
e
8L
508' 4
166' 4
sz0'gd

T i

0.0

3.0 2.5 2.0 1.5 1.0 0.5

3.5

7f

O,N

4.5 4.0

5.0
f1 (ppm)

55

Lreet

[x414)
st
98's21

e 8921
0s°221 /
6o ti-t
1871 -7

2 ssazr /f
9v'621
98°6ZT
T0eT

n

~ 89°CET
TS°€ET
08'9€T

0T°9%T —

80 70 60 50 40 30 20 10

90
56

160 150 140 130 120 110 100
1 (ppm)

170



dazole (7g):
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dazole (7h):
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2-chloro-4-nitro-1H-imidazole 1 :
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