Molbank 2016, 2016, M898; d0i:10.3390/M898

S1 of S5

Supplementary Materials: 5-(5-Bromo-2-hydroxy-3-
methoxyphenyl)-7-methyl-4,5,6,7-
tetrahydrol[1,2,4ltriazolo[1,5-a]lpyrimidin-7-ol

Michael Kondratiuk, Nikolay Yu. Gorobets, Yuriy V. Sedash, Mustafa K. Giimiis

and Sergey M. Desenko
MaxPeak: 99.28% SH1494 ”
Ret Time: 0.997 min ||
DAD1 A, Sig=215,16 Ref=off (D:\DATE\08_27\08_26_44\SAMPL000009.D)
mAU 0.997
750
500
250
e = Ll
0.5 1 1.5 min|
DAD1 B, Sig=254,16 Ref=off (D:\DATE\08_27\08_26_44\SAMPL000009.D)
mAU
0
-20
-40
Mol Wt 0 60
e — ‘
Exact Mass i : 1 1.5 i miry
. ° MSD1 TIC, MS File (D:\DATE\08_27\08_26_44\SAMPL000009.D) ES-API, Scan, Frag: 100, "POS"
# Time Area%
1.015
----------------- 15000000
1 0.997 99.28
2 1.124 0.72 10000000
5000000 s
3 :
. 1 1.5 min|
MSD2 TIC, MS File (D:\DATE\08_27\08_26_44\SAMPL000009.D) ES-API, Scan, Frag: 100, "NEG"
1.015
4000000
3000000
2000000
1000000 | 144
s e e e —— ‘
K 1 1.5 min|
ADC1 A, ADC1 (D:\DATE\08_27\08_26_44\SAMPL000009.D)
mV
60
40
20
- ‘
0.5 1 . min|
"MSD1 SPC, time=1.014 of D:\DATE\08_27\08_26_44\SAMPLO00009.D ES-API, Scan, Frag: 100, "POS"
E 355.2
50
RT 1.015 E
i 157.2 382
o e
100 200 300 400 500 m/2
*MSD1 SPC, time=1.139 of D:\DATE\08_27\08_26_44\SAMPL000009.D ES-API, Scan, Frag: 100, "POS"
157.2
RT 1.143
. 11982 . ),372:2
R S e —
100 200 300 400 500 m/z
*MSD2 SPC, time=1.018 of D:\DATE\08_27\08_26_44\SAMPL000009.D ES-API, Scan, Frag: 100, "NEG"
E 353.2
50
RT 1.015 E
04 . i ,295.0 \\356 0 2892 A67.0
—— e e e
100 200 300 400 500 m/z
"MSD2 SPC, time=1.143 of D:\DATE\08_27\08_26_44\SAMPLO00009.D ES-API, Scan, Frag: 100, 'NEG"
E 369.2
E 113.2
RT 1.144 50
ol L8980 1628 L3350 3910 4348 L504.0
g S S SS9t P o RS NS ] o S
100 200 300 400 500 m/4
Inj.Date 8/26/2015 L P2-A-08  '4' Acg. Method C:\CHEM32\-> -»

Figure S1. LC-MS Analysis data for 5d.
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Figure S2. Spectrum IR (KBr) of 5d.
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Figure S3. '"H-NMR and *C NMR spectra (DMSO-ds) of 5d.
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Figure S4. NOE Experiment (irradiation at 1.66 ppm) compared with 'TH-NMR (DMSO-ds) for 5d.
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Figure S5. NOE Experiment (irradiation at 3.83 ppm) compared with "TH-NMR (DMSO-ds) for 5d.
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Figure S6. NOE Experiment (irradiation at 5.05 ppm) compared with '"H-NMR (DMSO-ds) for 5d.
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Figure S7. Comparison of 'H-NMR spectra (DMSO-ds) of compound 5a (below) and 5d (above).



