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Spectrum of 5-(3,4-dimethylphenyl)-3-phenyl-1,2,4-triazine (6e).
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Figure S1. 'H NMR (400 MHz, DMSO-ds) spectra of 6e

Spectrum of 3-phenyl-5-(thiophen-2-yl)-1,2,4-triazine (6h).
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Figure S2. 'H NMR (400 MHz, DMSO-d;) spectra of 6h
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Figure S3. 'H NMR (400 MHz, DMSO-ds) spectra of 7e
Spectrum of 5-(4-methoxyphenyl)-3-(p-tolyl)-1,2,4-triazine (7f).
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Figure S4. *H NMR (400 MHz, DMSO-ds) spectra of 7f
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Figure S5. *H NMR (400 MHz, DMSO-ds) spectra of 8h
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Spectrum of 1-ethyl-3,5-diphenyl-1,2,4-triazin-1-ium tetrafluoroborate (10a).
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Figure S6. 'H NMR (400 MHz, DMSO-ds) spectra of 10a
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Spectrum of 1-ethyl-3-phenyl-5-(p-tolyl)-1,2,4-triazin-1-ium tetrafluoroborate (10d).
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Figure S7. *H NMR (400 MHz, DMSO-ds) spectra of 10d
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Figure S8. 'H NMR (400 MHz, DMSO-ds) spectra of 10e

Spectrum of 5-(3,4-dimethylphenyl)-1-ethyl-3-phenyl-1,2,4-triazin-1-ium tetrafluoroborate (10e).
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Spectrum of 1-ethyl-5-(4-methoxyphenyl)-3-phenyl-1,2,4-triazin-1-ium tetrafluoroborate (10f).
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Figure S9. 'H NMR (400 MHz, DMSO-d) spectra of 10f

S6



Spectrum of 1-ethyl-5-(naphthalen-2-yl)-3-phenyl-1,2,4-triazin-1-ium tetrafluoroborate (10g).
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Figure $10. *H NMR (400 MHz, DMSO-ds) spectra of 10g
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Spectrum of 1-ethyl-3-phenyl-5-(thiophen-2-yl)-1,2,4-triazin-1-ium tetrafluoroborate (10h).
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Figure S11. *H NMR (400 MHz, DMSO-ds) spectra of 10h
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Spectrum of 1-Ethyl-5-phenyl-3-(p-tolyl)-1,2,4-triazin-1-ium tetrafluoroborate (11a).
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Figure S12. 'H NMR (400 MHz, DMSO-ds) spectra of 11a.

Spectrum of 5-(4-bromophenyl)-1-ethyl-3-(p-tolyl)-1,2,4-triazin-1-ium tetrafluoroborate (11b).
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Figure $13. 'H NMR (400 MHz, DMSO-d¢) spectra of 11b
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Spectrum of 5-(3,4-dimethylphenyl)-1-ethyl-3-(p-tolyl)-1,2,4-triazin-1-ium tetrafluoroborate (11e).
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Figure S14. 'H NMR (400 MHz, DMSO-d¢) spectra of 11e

Spectrum of 1-ethyl-5-(4-methoxyphenyl)-3-(p-tolyl)-1,2,4-triazin-1-ium tetrafluoroborate (11f).
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Figure $15. *H NMR (400 MHz, DMSO-d¢) spectra of 11f
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Spectrum of 1-ethyl-5-(naphthalen-2-yl)-3-(p-tolyl)-1,2,4-triazin-1-ium tetrafluoroborate (11g).
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Figure $16. 'H NMR (400 MHz, DMSO-ds) spectra of 11g

Spectrum of 1-ethyl-5-phenyl-3-(thiophen-2-yl)-1,2,4-triazin-1-ium tetrafluoroborate (12a).
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Figure S17. 'H NMR (400 MHz, DMSO-ds) spectra of 12a
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Spectrum of 1-ethyl-5-(4-methoxyphenyl)-3-(thiophen-2-yl)-1,2,4-triazin-1-ium tetrafluoroborate (12f).
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Figure $18. 'H NMR (400 MHz, DMSO-ds) spectra of 12f
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Spectrum of 1-ethyl-5-(naphthalen-2-yl)-3-(thiophen-2-yl)-1,2,4-triazin-1-ium tetrafluoroborate (12g).
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Figure $19. 'H NMR (400 MHz, DMSO-d¢) spectra of 12g
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Spectrum of 1-ethyl-3,5-di(thiophen-2-yl)-1,2,4-triazin-1-ium tetrafluoroborate (12h).
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Figure S20. 'H NMR (400 MHz, DMSO-de) spectra of 12h

Spectrum of 3-(4-chlorophenyl)-1-ethyl-5-phenyl-1,2,4-triazin-1-ium tetrafluoroborate (13a).
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Figure S21. 'H NMR (400 MHz, DMSO-de) spectra of 13a
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Spectra of compounds
Dimethyl 7-methyl-2,4-diphenylpyrrolo[2,1-f][1,2,4]triazine-5,6-dicarboxylate (14a)
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Figure $22. 'H NMR (600 MHz, DMSO-d¢) and **C NMR (101 MHz, DMSO-d, t= 50 °C) spectra of 14a
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Spectra of compounds
Dimethyl 4-(4-bromophenyl)-7-methyl-2-phenylpyrrolo[2,1-f][1,2,4]triazine-5,6-dicarboxylate (14b)
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Figure $23. 'H NMR (400 MHz, DMSO-ds) and *C NMR (101 MHz, DMSO-de) spectra of 14b
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Spectra of compounds

Dimethyl 7-methyl-2-phenyl-4-(p-tolyl)pyrrolo[2,1-f][1,2,4]triazine-5,6-dicarboxylate (14d)
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Figure $24. 'H NMR (400 MHz, DMSO-d¢) and **C NMR (101 MHz, DMSO-d, t= 50 °C) spectra of 14d
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Spectra of compounds
Dimethyl 4-(3,4-dimethylphenyl)-7-methyl-2-phenylpyrrolo[2,1-f][1,2,4]triazine-5,6-dicarboxylate (14e)
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Figure $25. 'H NMR (400 MHz, DMSO-d¢) and **C NMR (101 MHz, DMSO-d, t= 50 °C) spectra of 14d
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Spectra of compounds
Dimethyl 4-(4-methoxyphenyl)-7-methyl-2-phenylpyrrolo[2,1-f][1,2,4]triazine-5,6-dicarboxylate (14f)
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Figure $26. 'H NMR (400 MHz, DMSO-d¢) and **C NMR (101 MHz, DMSO-d¢) spectra of 14f
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Spectra of compounds
Dimethyl 7-methyl-4-(naphthalen-2-yl)-2-phenylpyrrolo[2,1-f][1,2,4]triazine-5,6-dicarboxylate (14g)
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Figure $27. 'H NMR (400 MHz, DMSO-d¢) and **C NMR (101 MHz, DMSO-ds) spectra of 14g
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Spectra of compounds
Dimethyl 7-methyl-2-phenyl-4-(thiophen-2-yl)pyrrolo[2,1-f][1,2,4]triazine-5,6-dicarboxylate (14h)
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Spectra of compounds
Dimethyl 7-methyl-4-phenyl-2-p-tolylpyrrolo[2,1-f][1,2,4]triazine-5,6-dicarboxylate (15a)
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Figure S29. 'H NMR (600 MHz, DMSO-dg, t= 60 °C) and *3C NMR (151 MHz, DMSO-ds, t= 60 °C) spectra of 15a
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Spectra of compounds
Dimethyl 4-(4-bromophenyl)-7-methyl-2-p-tolylpyrrolo[2,1-f][1,2,4]triazine-5,6-dicarboxylate (15b)
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Figure S30. *H NMR (400 MHz, DMSO-dg) and *3C NMR (101 MHz, DMSO-ds) spectra of 15b
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Spectra of compounds

Dimethyl 4-(4-chlorophenyl)-7-methyl-2-p-tolylpyrrolo[2,1-f][1,2,4]triazine-5,6-dicarboxylate (15c)
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Figure S31. 'H NMR (400 MHz, DMSO-de) and 3C NMR (101 MHz, DMSO-ds, t= 50 °C) spectra of 15¢
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Spectra of compounds
Dimethyl 4-(3,4-dimethylphenyl)-7-methyl-2-p-tolyl-
pyrrolo[2,1-f][1,2,4]triazine-5,6-dicarboxylate (15e)
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Figure $32. 'H NMR (400 MHz, DMSO-dg) and 3C NMR (101 MHz, DMSO-ds, t= 50 °C) spectra of 15e
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Spectra of compounds
Dimethyl 4-(4-methoxyphenyl)-7-methyl-2-p-tolylpyrrolo[2,1-f][1,2,4]triazine-5,6-dicarboxylate (15f)

&
1
H,c ~ COCHs

— +2E+08
NN —CO:CHy

o~ H1E+08
/ / / / 1E+08
1E+08

+1E+08

84

3.53
2.82
—2.51

2
1

829
~-8.27
775
~7.72
737
\.7.35
PRAL]
N-7.13

+2E+08

~3.

+1E+08
+9E+07
+8E+07
L7E+07
+6E+07
+5E+07
4E+07
+3E+07

+2E+07

N

-1E+07

1.00-J
102-J
103
1.00-J
3 18{
1541
1.50-]

1.531

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
2.0 8.5 8.0 7.5 7.0 6.5 6.0 55 5.0 4.5 4.0 3.5 3.0 2.5
f1 (mn)

52.78
52.56
61
40
19
39:98—
77
56
35
21.51

+5E+07

165.04
163.97
—162.32

\.161.65

—_154.46
—141.40
_117.66
11598
~114.38
~\112.59
_-55.99

1057

<
|

A

+4E+07

+4E+07

H,c COCH3

N__P—CO,CHy

‘ -
N |3E+07
O/

+2E+07

+4E+07

+2E+07

+2E+07

+1E+07

I ik | |- 5E+06

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

Figure $33. 'H NMR (400 MHz, DMSO-dg) and 3C NMR (101 MHz, DMSO-ds) spectra of 15f
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Spectra of compounds
Dimethyl 7-methyl-4-(naphthalen-2-yl)-2-p-tolylpyrrolo[2,1-f][1,2,4]triazine-5,6-dicarboxylate (15g)
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Figure S34. *H NMR (400 MHz, DMSO-ds) and *3C NMR (101 MHz, DMSO-ds) spectra of 15g
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Spectra of compounds
Dimethyl 7-methyl-4-phenyl-2-(thiophen-2-yl)pyrrolo[2,1-f][1,2,4]triazine-5,6-dicarboxylate (16a)
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Figure $35. 'H NMR (400 MHz, DMSO-d¢) and 3C NMR (101 MHz, DMSO-ds) spectra of 16a
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Spectra of compounds

Dimethyl 4-(4-methoxyphenyl)-7-methyl-2-(thiophen-2-yl)-

pyrrolo[2,1-f][1,2,4]triazine-5,6-dicarboxylate (16f)
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Figure $36. 'H NMR (400 MHz, DMSO-dg) and 3C NMR (101 MHz, DMSO-ds) spectra of 16f
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Spectra of compounds
Dimethyl 7-methyl-4-(naphthalen-2-yl)-2-(thiophen-2-yl)-
pyrrolo[2,1-f][1,2,4]triazine-5,6-dicarboxylate (16g)
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Figure S37. 'H NMR (400 MHz, DMSO-ds) and 3C NMR (101 MHz, DMSO-ds) spectra of 16g
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Spectra of compounds
Dimethyl 7-methyl-2,4-di(thiophen-2-yl)pyrrolo[2,1-f][1,2,4]triazine-5,6-dicarboxylate (16h)
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Figure $S38. 'H NMR (600 MHz, DMSO-ds) and 3C NMR (101 MHz, DMSO-ds) spectra of 16h
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Spectra of compounds

Dimethyl 2-(4-chlorophenyl)-7-methyl-4-phenylpyrrolo[2,1-f][1,2,4]triazine-5,6-dicarboxylate (17a)
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Figure $39. 'H NMR (400 MHz, DMSO-ds) and *C NMR (101 MHz, DMSO-ds, t= 50 °C) spectra of 17a
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