LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91622\
Data File : VN@74519.D

Acqg On : 16 Sep 2022 18:51
Operator : JC\MD

Sample : N4628-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 23  Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M

Title : SW846 8260

Signal : TIC: VN@74519.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.199 46 53 59 rBV 156611 305983 15.09% 2.517%
2 2.687 131 136 141 rBV2 61748 137403 6.77% 1.130%
3 7.228 900 908 919 rBV2 15266 47810 2.36% ©0.393%
4 7.951 1020 1031 1036 rBV 277819 665361 32.80% 5.473%
5 8.016 1036 1042 1057 rVB 437813 980038 48.32% 8.062%

6 8.369 1093 1102 1112 rBV3 315389 721593 35.58% 5.936%
7 8.904 1185 1193 1203 rBV 715305 1440567 71.02% 11.850%
8 10.380 1434 1444 1457 rBV 1119867 2028363 100.00% 16.685%
9 11.686 1658 1666 1677 rBV 1155119 1956411 96.45% 16.093%
10 12.186 1743 1751 1753 rBV7 9904 21099 1.04% 0.174%

11 12.674 1825 1834 1843 rBV 950659 1536138 75.73% 12.636%
12 13.616 1987 1994 2004 rBV 1124273 1879081 92.64% 15.457%

13 13.774 2015 2021 2027 rVB8 13397 30457 1.50% 0.251%
14 13.945 2044 2050 2055 rBV9 27702 46444 2.29% 0.382%
15 14.480 2139 2141 2148 rVB5 25915 41536 2.05% 0.342%
16 14.610 2159 2163 2166 rBVe6 13342 22024 1.09% 0.181%
17 14.927 2210 2217 2221 rVB8 13396 25786 1.27% 0.212%
18 15.139 2244 2253 2256 rBvV1e 14278 26103 1.29% 0.215%
19 15.204 2258 2264 2266 rBV7 12018 21428 1.06% 0.176%
20 15.404 2293 2298 2303 rBV5 26240 43197 2.13% 0.355%
21 15.492 2308 2313 2319 rVvVv9 21440 54777 2.70% 0.451%
22 15.580 2323 2328 2335 rVB9S 24609 55334 2.73% 0.455%
23 15.815 2362 2368 2374 rVB9 12411 28079 1.38% 0.231%
24 16.739 2518 2525 2530 rBV1e 16238 41659 2.05% 0.343%
Sum of corrected areas: 12156671
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91622\
Data File : VN@74519.D

Acqg On : 16 Sep 2022 18:51

Operator JC\MD

Sample : N4628-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©91622\
Data File : VN@74519.D

Acqg On : 16 Sep 2022 18:51
Operator : JC\MD

Sample : N4628-04

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2,4,6-Triamino-5-pyrimidiny... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
Co.e87  7.e1ugl 137403 Pentafluorobenzene 8.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4,6-Triamino-5-pyrinidinyl hyd... 221 C4H7NSO4S  071552-23-3 64
2 Aminomethanesulfonic acid 111 CH5NO3S 013881-91-9 56

3 Methanethiol, N-(p-methoxyphenet... 304 C11H16N204S2  040283-94-1 56
4 2-Sulfamyl-4,4'-diformamidodiphe... 383 C14H13N306S2 1000256-33-9 56

5 2-Aminoethyl hydrogen sulfate 141 C2H7NO4S 000926-39-6 56
Abundance Scan 136 (2.687 min): VN074519.D\data.ms (-131) (-) m/z 64.00 100.00%
64.0
5000 {\/VV/R
R AR RRE
\ 1649 2502 434.0 e 2.40 2.60 2.80 3.00
Ob My 1007 2502 3337 4340 S421 .., 44.00  60.22%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #100486: 2,4,6-Triamino-5-pyrimidinyl hydrogen sulfate
64.0
5000 L B L B L A LR
2.40 2.60 2.80 3.00
m/z 47.95 38.02%
‘ 141.0
O\\\‘i\%‘i\‘\\‘\\"\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’
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Abundance #6975: Aminomethanesulfonic acid
64.0
R AR RRL
2.40 2.60 2.80 3.00
5000 m/z 49.05 13.23%
ol
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #203635: Methanethiol, N-(p-methoxyphenethyl)amidino-
64.0 2.40 2.60 2.80 3.00
m/z 40.90 10.66%
5000
122.0
192.0 256.0
Oy et v e e S
m/z--> 50 100 150 200 250 300 350 400 450 500 2.40 2.60 2.80 3.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@91622\
Data File : VN@74519.D

Acqg On : 16 Sep 2022 18:51
Operator : JC\MD

Sample : N4628-04

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©91522W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

2,4,6-Triamino-... 2.687 7.0 ug/l 137403 1 8.016 980038 50.0
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