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Supplementary file 1

Spectral data of 6-amino-1,3-dimethylpyrimidine-2,4-dione
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Figure S1: FT-IR spectrum of the 6-amino-1,3-dimethylpyrimidine-2,4-dione.
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Figure S2: "H-NMR spectrum of the 6-amino-1,3-dimethylpyrimidine-2,4-dione.
W01 5.860 min from Sample 1 {S1)of Data1.5.14022 wiff {Turbo Spray), Centroided Max. 2.2e6 cps.
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Figure S3: Mass spectrum of the 6-amino-1,3-dimethylpyrimidine-2,4-dione.




Spectral data of 6-Amino-1,3-dimethyl-5-nitroso-uracil
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Figure S4: FT-IR spectrum of the 6-Amino-1,3-dimethyl-5-nitroso-uracil.

Esfand.98.1.1r o
Dr.Chahardovali- code S2(gholami)-

9.09
3.37
3.29

A
326

{-15000000
{-14000000
{-13000000

{.12000000

|.11000000
I v

{.10000000

| 9000000
N
SN )j: | 8000000
o)\N NH, [ 7000000
|

6000000

(5000000
{-4000000
{-3000000

12000000

1-1000000
|
N Lo
=
T
9

T
3 {--1000000
I

e 0.94{ %._4

Figure S5: 'TH-NMR spectrum of the 6-Amino-1,3-dimethyl-5-nitroso-uracil.



100%

95% 4

Rel. Int. (%)
Z
Z

45%
40% 4
35%9
30% 4
25% 4
20%
15% 4
10% 7

5%

0%|

31,04 41.104387

W Q15710 minfrom Sample 1 (S2) of Data1.5.14023.wiff (Turbo Spray), Cenfroided

]

o)\rr NH,

60.08

4511 10

57 70.90 si.ﬂlllsa.ao 97 84 y
T T ™ T T

207.02

0]

185.12

128.01

83.18

12693 156.26 F.95

110.97 142.99 1abgs 2037 20
|. | IJ 173.10 Y | | 223.30

240.30
T

Max. 1.3e6 cps

20

30

40 S0 60

70 80 9 100 110 120 130 140 150 160 170 180 180 200 210 220 230
miz, Da

240

Y
250

Figure S6: MASS spectrum of the 6-Amino-1,3-dimethyl-5-nitroso-uracil.

Spectral data of 5,6-diamino-1,3-dimethyl uracil
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Figure S7: FT-IR spectrum of the 5,6-diamino-1,3-dimethyl uracil.
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Figure S8: '"H-NMR spectrum of the 5,6-diamino-1,3-dimethyl uracil.

[ W +Q7: 4.656 to 5409 min from Sample 1 (53) of Data1.5.14024.wiff (Turbo Spray), subtracted (0.000 to 4.658 min and 5.46 10 14.98 m... Max. 1.1e6 cps.
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Figure S9: Mass spectrum of the 5,6-diamino-1,3-dimethyl uracil.



Spectral data of theophylline
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Figure S10: FT-IR spectrum of the theophylline.
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Figure S11: Mass spectrum of the caffeine.



