LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061419\
Data File : VU032749.D

Aca On : 15 Jun 2019 03:07

Operator : JC/SP

Sample - K3381-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMUTRO60419WMA .M
Title - TRACE VOA SOMO1.0

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.180 23 28 35 rBv3 9636 10220 2.49% 0.339%
2 1.396 89 95 103 rBvV 47546 47748 11.64% 1.582%
3 1.560 136 146 154 rVvVB4 16394 30735 7.49% 1.018%
4 1.675 175 182 198 rVB 35693 46364 11.31% 1.536%
5 2.267 357 366 378 rVB 74104 109346 26.66% 3.623%

6 4.183 946 962 989 rBV 63112 176007 42.92% 5.831%
7 4.640 1086 1104 1124 rBV 61467 143349 34.95% 4._.749%
8 5.331 1297 1319 1337 rBV2 119452 332068 80.97% 11.001%
9 5.878 1476 1489 1511 rBV 118923 232160 56.61% 7.691%
10 6.180 1572 1583 1593 rBV6 4305 7658 1.87% 0.254%
11 6.325 1614 1628 1648 rBV 81485 159943 39.00% 5.299%
12 7.222 1893 1907 1929 rBV 41249 72767 17.74% 2.411%
13 7.559 1996 2012 2029 rBvV 148517 257653 62.82% 8.536%
14 7.845 2087 2101 2121 rBV 25277 45025 10.98% 1.492%

15 8.308 2232 2245 2274 rBV 233295 410116 100.00% 13.587%

16 9.083 2474 2486 2517 rBV 176433 290536 70.84% 9.625%
17 10.427 2891 2904 2919 rBV 69512 110723 27.00% 3.668%
18 10.604 2951 2959 2967 rBV3 5563 8582 2.09% 0.284%
19 11.479 3219 3231 3251 rBV 172598 278137 67.82% 9.214%
20 11.855 3336 3348 3372 rBV 150929 249382 60.81% 8.262%

Sum of corrected areas: 3018519
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061419\
VU032749.D

15 Jun 2019 03:07

JC/SP

K3381-03

25_0mL/MSVOA U/WATER

31 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA .M
TRACE VOA SOM01.0

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU061419\
Data File : VU032749.D

Aca On : 15 Jun 2019 03:07

Operator : JC/SP

Sample - K3381-03

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _M
TRACE VOA SOM01.0

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown-01 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

1.56 0.66 ug/L 30735 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (4-Carbamovl-2-nitrophenvDaceti... 224 C9H8N205 1000304-35-6 12
2 1-METHOXY-3.4-DINITROBENZENE 198 C7H6N205 1000362-88-2 9
3 Propanenitrile. 3-chloro- 89 C3H4CIN 000542-76-7 9
4 dl-Allo-cvstathionine 222 C7H14N204S 1000130-49-6 9
5 Pterin-6-carboxylic acid 207 C7H5N503 000948-60-7 7

Abundance Scan 146 (1.560 min): VU032749.D (-136) (-) m/z 44.00 100.00%
5000 63
78 91 AR R U A
207 1.20 1.40 1.60 1.80
0 m/z 35.10 64 .01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #81505: (4-Carbamoyl-2-nitrophenyl)acetic acid
44
63
5000 L AL I I I
1.20 1.40 1.60 1.80
29 78 1m}35 181 m/z 48.95 52.88%
ol bl 19162 106211 237 2%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
63
i
198 L AL I I I I
79 1.20 1.40 1.60 1.80
5000 m/z 35.95 51.68%
106
o 50 93 124 168 182
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #2146: Propanenitrile, 3-chloro- B e
49 1.20 1.40 1.60 1.80
m/z 63.00 50.33%
5000
26
89
0 1\\2 \‘ nm ‘ 62 75 |
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 120 140 1.60 1.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU061419\
Data File : VU032749.D

Acq On : 15 Jun 2019 03:07

Operator : JC/SP

Sample - K3381-03

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 31 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO60419WMA _M
TRACE VOA SOMO01.0

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

unknown-01 1.56 0.7 ug/L 30735 1 5.88 232160 5.0
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