Electronic supplementary information

Efficient Synthesis of Novel Triazolo[5,1-b]purines by
PIDA-Mediated Oxidative Cyclization of Schiff Bases

Artyom O. Neymash*, Victor V. Fedotov, Evgeny N. Ulomsky*, Daniil N. Lyapustin, Semen V.
Aminov and Vladimir L. Rusinov

Chemical Engineering Institute, Ural Federal University, 19 Mira St., Yekaterinburg 620002, Russia
*Correspondence: artyom.neymash@gmail.com; ulomsky@yandex.ru

ELECTRONIC SUPPLEMENTARY INFORMATION
(EST)

S1



Electronic supplementary information

Spectra of compounds

R33REILRNR &R 3
| BWMKMEMRRNRRRERE ©8 o
N SSEEEESIA OV
I
\
NH |~ : |
N | i

_!LJL_JJ UK_J__.“ JHU._’l_Jl\_

L )
{144 Fa b T T
[=0=1 o Yo (=] (=] -
Qo o 9 Q Q
e Mmoo H b
T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T
.0 135 130 125 120 11.5 11.0 105 100 95 90 85 80 75 70 65 60 55 50 45 40 35 30 25 20 15 1.0 05 00 -05 -10
ppm
NANM O 9 ENHOM T [y} (=]
@omn nm  RMmO@mTA N A
g < MO@REY o -
n W n < < MM ANNN - L
Py s I SN
|
N.
NH2 |
<y
4 =
NJ\N/
P! 1 ! {,l‘ ! I \
0 8 O e A 1 v -
T T T T T T T T T T T T T T T T T T 1
0 170 160 150 140 130 120 110 100 S0 80 70 60 50 40 30 20 10 o -1

ppm

Figure S1. 'H and '*C NMR spectra of ((4-(dimethylamino)benzylidene)amino)-2-(thiophen-2-
yl)-[1,2,4]triazolo[1,5-a]pyrimidin-7-amine (3a)
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Figure S3. 'H and '*C NMR spectra of ((4-methoxybenzylidene)amino)-2-(thiophen-2-yl)-
[1,2,4]triazolo[1,5-a]pyrimidin-7-amine (3b)
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Figure S4. IR spectra of ((4-methoxybenzylidene)amino)-2-(thiophen-2-yl)-[1,2,4]triazolo[1,5-
a]pyrimidin-7-amine (3b)
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Figure S5. Key interactions in the '"H-'3C HMBC of the compound ((4-
methoxybenzylidene)amino)-2-(thiophen-2-yl)-[1,2,4]triazolo[ 1,5-a]pyrimidin-7-amine (3b)
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Figure S6. 'H and *C NMR spectra of ((anthracen-9-ylmethylene)amino)-2-(thiophen-2-yl)-
[1,2,4]triazolo[1,5-a]pyrimidin-7-amine (3¢)
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Figure S7. IR spectra of ((anthracen-9-ylmethylene)amino)-2-(thiophen-2-yl)-
[1,2,4]triazolo[ 1,5-a]pyrimidin-7-amine (3c¢)
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Figure S8. 'H and '*C NMR spectra of (thiophen-2-yl)-6-((thiophen-3-ylmethylene)amino)-
[1,2,4]triazolo[1,5-a]pyrimidin-7-amine (3d)
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Figure S9. IR spectra of (thiophen-2-yl)-6-((thiophen-3-ylmethylene)amino)-[1,2,4]triazolo[1,5-

alpyrimidin-7-amine (3d)
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Figure S10. 'H and '*C NMR spectra of 6-((4-bromobenzylidene)amino)-2-(thiophen-2-yl)-
[1,2,4]triazolo[ 1,5-a]pyrimidin-7-amine (3e)
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Figure S11. IR spectra of 6-((4-bromobenzylidene)amino)-2-(thiophen-2-yl)-[1,2,4]triazolo[ 1,5-
a]pyrimidin-7-amine (3e)
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Figure S12. 'H and '*C NMR spectra of 6-((pyridin-2-ylmethylene)amino)-2-(thiophen-2-yl)-

[1,2,4]triazolo[1,5-a]pyrimidin-7-amine (3f)
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Figure S13. IR spectra of 6-((pyridin-2-ylmethylene)amino)-2-(thiophen-2-yl)-
[1,2,4]triazolo[1,5-a]pyrimidin-7-amine (3f)
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Figure S14. 'H and '*C NMR spectra of ((4-(diphenylamino)benzylidene)amino)-2-(thiophen-2-
yl)-[1,2,4]triazolo[1,5-a]pyrimidin-7-amine (3e)
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Figure S15. IR spectra of ((4-(diphenylamino)benzylidene)amino)-2-(thiophen-2-yl)-
[1,2,4]triazolo[1,5-a]pyrimidin-7-amine (3e)
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Figure S16. 'H and '*C NMR spectra of N, N-dimethyl-4-(2-(thiophen-2-yl)-6H-
[1,2,4]triazolo[5,1-b]purin-7-yl)aniline (4a)
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Figure S17. IR spectra of N,N-dimethyl-4-(2-(thiophen-2-yl)-6H-[1,2,4]triazolo[5,1-b]purin-7-

yl)aniline (4a)
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Figure S19. IR spectra of 7-(4-methoxyphenyl)-2-(thiophen-2-yl)-6 H-[1,2,4]triazolo[5,1-
b]purine (4b)
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Figure S20. 'H and !*C NMR spectra of 7-(anthracen-9-yl)-2-(thiophen-2-yl)-6H-
[1,2,4]triazolo[5,1-b]purine (4¢)
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Figure S21. IR spectra of 7-(anthracen-9-yl)-2-(thiophen-2-yl)-6 H-[1,2,4]triazolo[5,1-b]purine
(4¢)
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Figure S22. 'H and '3C NMR spectra of 2,7-di(thiophen-2-yl)-6H-[1,2,4]triazolo[5,1-b]purine

(4¢)
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Figure S23. IR spectra of 2,7-di(thiophen-2-yl)-6H-[1,2,4]triazolo[5,1-b]purine (4¢c)
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Figure S24. 'H and '*C NMR spectra of 7-(4-bromophenyl)-2-(thiophen-2-yl)-6H-
[1,2,4]triazolo[5,1-b]purine (3e)
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Figure S25. IR spectra of 7-(4-bromophenyl)-2-(thiophen-2-yl)-6 H-[1,2,4]triazolo[5,1-b]purine
(4e)
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Figure S26. 'H and '*C NMR spectra of 7-(pyridin-2-yl)-2-(thiophen-2-yl)-6H-

[1,2,4]triazolo[5,1-b]purine (4f)
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Figure S28. 'H and '3C NMR spectra of N, N-diphenyl-4-(2-(thiophen-2-yl)-6H-
[1,2,4]triazolo[5,1-b]purin-7-yl)aniline (4g)
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Figure S29. IR spectra of N, N-diphenyl-4-(2-(thiophen-2-yl)-6H-[1,2,4]triazolo[5,1-b]purin-7-
yl)aniline (4g)
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Figure S30. 'H and '*C NMR spectra of 7-(thiophen-2-yl)-3H-[1,2,3]triazolo[4,5-
e][1,2,4]triazolo[1,5-a]pyrimidine (5)
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Figure S31. IR spectra of 7-(thiophen-2-yl)-3H-[1,2,3]triazolo[4,5-¢][1,2,4]triazolo[ 1,5-

a]pyrimidine (5)
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Figure S32. 'H and '*C NMR spectra of 7-methyl-2-(thiophen-2-yl)-6H-[1,2,4]triazolo[5,1-
b]purine (6)
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Figure S33. IR spectra of 7-methyl-2-(thiophen-2-yl)-6H-[1,2,4]triazolo[5,1-b]purine (6)
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