Supporting Information
for
IBD-mediated oxidative cyclization of
pyrimidinylhydrazones and concurrent Dimroth
rearrangement: Synthesis of

[1,2,4]triazolo[1,5-c]pyrimidine derivatives

Caifei Tang, Zhiming Li and Quanrui Wang
Address: Department of Chemistry, Fudan University, 220 Handan Road,
200433 Shanghai, P. R. China
Email: Quanrui Wang* - grwang@fudan.edu.cn

*Corresponding author

NMR spectral data for unknown compounds

Spectra of (6-chloro-4-pyrimidinyhydrazones 4.............coooiiiiiiiiiiiiiiiiiiiian, S2
Spectra of 7-chloro-5-methyl-3-phenyl[1,2,4]triazolo[4,3-c]pyrimidine (5f)............ S15

Spectra of 7-chloro-[1,2,4]triazolo[1,5-c]pyrimidines 6............ ...cociiiiiiann.. S16



Spectra of (6-chloro-4-pyrimidinyl)hydrazones 4
Benzaldehyde (6-chloro-4-pyrimidinyl)hydrazone (4a)
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Furfural (6-chloro-4-pyrimidinyl)hydrazone (4c)
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Furfural (6-chloro-4-pyrimidinyl)hydrazone (4c)
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4-Methoxybenzaldehyde (6-chloro-4-pyrimidinyl)hydrazone (4d)
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Propanaldehyde (6-chloro-4-pyrimidinyl)hydrazone (4e)
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Benzaldehyde (6-chloro-2-methyl-4-pyrimidinyl)hydrazone (4f)
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2-Chlorobenzaldehyde (6-chloro-2-methyl-4-pyrimidinyl)hydrazone (4g)
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2-Chlorobenzaldehyde (6-chloro-2-methyl-4-pyrimidinyl)hydrazone (4g)
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Furfural (6-chloro-2-methyl-4-pyrimidinyl)hydrazone (4h)
Furfural (6-chloro-2-methyl-4-pyrimidinyl)hydrazone (4h)
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4-Methoxybenzaldehyde (6-chloro-2-methyl-4-pyrimidinyl)hydrazone (4i)
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Propanaldehyde (6-chloro-2-methyl-4-pyrimidinyl)hydrazone (4j)
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Benzaldehyde (6-chloro-2-phenyl-4-pyrimidinyl)hydrazone (4k)
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Benzaldehyde (6-chloro-2-phenyl-4-pyrimidinyl)hydrazone (4K)
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2-Chlorobenzaldehyde (6-chloro-2-phenyl-4-pyrimidinyl)hydrazone (41)
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2-Chlorobenzaldehyde (6-chloro-2-phenyl-4-pyrimidinyl)hydrazone (41)
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Furfural (6-chloro-2-phenyl-4-pyrimidinyl)hydrazone (4m)
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4-Methoxybenzaldehyde (6-chloro-2-phenyl-4-pyrimidinyl)hydrazone (4n)

= -5
|
OMe 4
-3
|
v
-2
1
1 L
|_. 'r\i T ‘:h':'\ll:w_ll:\I T 1 T T |F: T I T T T
g 8 7 G a 4 3 2 1 0
f1 (ppm)

— a4 fon o I o el o 3 oy

(=== ] |- =0 o O R P o B (-] (=) [ra I == e -

e .. LT T . . = — o -

D O D el e e s e ] — o b= b= O L

—— o w— — —— — — — — — (Fal

N bbb b )4 LA =0
OMe

T T T T T 1 T T T T 1T T 1T 71 T T T T T T 7 T
170 150 130 110 o0 B0 70 60 50 40 30 20 10 0
£f1 (ppm)

(3]

S13



Propanaldehyde (6-chloro-2-phenyl-4-pyrimidinyl)hydrazone (40)
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Spectra of 7-chloro-5-methyl-3-phenyl-[1,2,4]triazolo[4,3-c]pyrimidine (5f)
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Spectra of 7-chloro-[1,2,4]triazolo[1,5-c]pyrimidines 6

7-Chloro-2-phenyl-[1,2,4]triazolo[1,5-c]pyrimidine (6a)
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7-Chloro-2-(2-chlorophenyl)-[1,2,4]triazolo[1,5-c]pyrimidine (6b)
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7-Chloro-2-(2-chlorophenyl)-[1,2,4]triazolo[1,5-c]pyrimidine (6b)
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7-Chloro-2-(2-furanyl)-[1,2,4]triazolo[1,5-c]pyrimidine (6c)
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7-Chloro-2-(4-methoxyphenyl)-[1,2,4]triazolo[1,5-c]pyrimidine (6d)
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7-Chloro-2-ethyl-[1,2,4]triazolo[1,5-c]pyrimidine (6e)
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7-Chloro-2-ethyl-[1,2,4]triazolo[1,5-c]pyrimidine (6€)
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7-Chloro-5-methyl-2-phenyl-[1,2,4]triazolo[1,5-c]pyrimidine (6f)
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7-Chloro-2-(2-chlorophenyl)-5-methyl-[1,2,4]triazolo[1,5-C]pyrimidine (69)

e b e B B B e e B B e be b B e B IT -7
G
|I /L I:l -
ey
| U\k\ B
|/ o1~ e N
=3
[
-2
|
[ -1
i ~ -0
T T _Fcl_ T T T T T T T T T |F: T T T T T
g T g 3] 4 3 2 1 a
fl (ppm)
7-Chloro-2-(2-chlorophenyl)-5-methyl-[1,2,4]triazolo[1,5-c]pyrimidine (6g)
S =2RBYResS38 8 wos 2 Fl-4
I A == ~ -1. 2
/L Cl -1. 0
U\\ °°
™ T
=0, 6
I
I -0, 4
| I
|
-0, 2
I I
-0, 0
-t - r-r 1 - r-r 1 - r-~1r 1 rr-r°-r1T " 7T Tt T "7 °7T1°
170 150 130 110 90 B0 70 60 50 40 30 20 10 O
fl (ppm)

S22



7-Chloro-2-(2-furanyl)-5-methyl-[1,2,4]triazolo[1,5-c]pyrimidine (6h)
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7-Chloro-2-(4-methoxyphenyl)-5-methyl-[1,2,4]triazolo[1,5-c]pyrimidine (6i)
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7-Chloro-2-ethyl-5-methyl-[1,2,4]triazolo[1,5-c]pyrimidine (6j)
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7-Chloro-2,5-diphenyl-[1,2,4]triazolo[1,5-c]pyrimidine (6k)
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7-Chloro-2-(2-chlorophenyl)-5-phenyl-[1,2,4]triazolo[1,5-c]pyrimidine (61)
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7-Chloro-2-(2-furanyl)-5-phenyl-[1,2,4]triazolo[1,5-c]pyrimidine (6m)
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7-Chloro-2-(2-furanyl)-5-phenyl-[1,2,4]triazolo[1,5-c]pyrimidine (6m)
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7-Chloro-2-(4-methoxyphenyl)-5-phenyl-[1,2,4]triazolo[1,5-c]pyrimidine (6n)
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7-Chloro-2-ethyl-5-phenyl-[1,2,4]triazolo[1,5-c]pyrimidine (60)
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7-Chloro-2-ethyl-5-phenyl-[1,2,4]triazolo[1,5-c]pyrimidine (60)
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