LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040120\
Data File : VU037529.D

Aca On : 01 Apr 2020 18:46

Operator : JC/MD

Sample > VU0401wBLO1

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 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\SOMUTR040120WMA .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 1.613 77 85 96 rvB 53528 58180 13.98% 1.903%
2 1.928 175 183 198 rVB 39632 52934 12.72% 1.731%
3 2.591 375 389 403 rVB 78829 126931 30.51% 4_.151%
4 3.224 573 586 597 rBV5 1935 4863 1.17% 0.159%
5 4.668 1021 1035 1057 rBv2 68997 167738 40.32% 5.486%
6 5.105 1156 1171 1190 rVB 60671 137649 33.08% 4 .502%
7 5.761 1354 1375 1394 rBvV2 134163 335948 80.74% 10.987%
8 6.282 1521 1537 1552 rBV 112592 206904 49.73% 6.767%
9 6.722 1660 1674 1690 rBvV2 83611 160647 38.61% 5.254%
10 7.594 1931 1945 1957 rBV 53007 90200 21.68% 2.950%
11 7.816 2006 2014 2025 rBV3 2684 4462 1.07% 0.146%
12 7.925 2032 2048 2061 rBvY 174466 297943 71.61% 9.744%
13 8.205 2124 2135 2147 rBV3 32458 53523 12.86% 1.750%
14 8.658 2260 2276 2303 rBVY 240042 416067 100.00% 13.608%
15 8.934 2353 2362 2373 rBv4 22890 38917 9.35% 1.273%

16 9.439 2506 2519 2532 rBV 159254 261807 62.92% 8.562%
17 10.774 2923 2934 2947 rVB 62894 99536 23.92% 3.255%
18 11.828 3250 3262 3275 rBV 171259 270023 64.90% 8.831%
19 12.208 3367 3380 3393 rBvV 168702 267821 64.37% 8.759%
20 13.040 3631 3639 3649 rVB2 4161 5525 1.33% 0.181%

Sum of corrected areas: 3057618
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU040120\
Data File : VU037529.D

Aca On : 01 Apr 2020 18:46

Operator : JC/MD

Sample : VU0401WBLO1

Misc - 25.0mL/MSVOA U/WATER

ALS Vvial :© 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR040120WMA .M

TRACE VOA SOM01.0

TIC Library 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\VU040120\
Data File : VU037529.D

Aca On : 01 Apr 2020 18:46

Operator : JC/MD

Sample > VU0401wBLO1

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O40120WMA .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 2 unknown-01 Concentration Rank 2

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

8.93 0.74 ug/L 38917 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole. 5-methoxv- 149 C7H7N30 027799-91-3 25
2 1.2.4-Triazole. 3.5-dithioxo- 133 C2H3N3S2 005650-03-3 25
3 m-Tolvl isothiocvanate 149 C8H7NS 000621-30-7 25
4 4-Methvlthienol2.3-blpvridine 149 C8H7NS 013362-81-7 17
5 4-Ethylbenzoic acid, 2,2-dimethy... 220 C14H2002 1000293-49-5 17

Abundance Scan 2361 (8.931 min): VU037529.D (-2353) (-) m/z 149.00 100.00%
133 149
5000
67 15 I NARAN SR R AR
45 59 | | 89 103 115 | 8.60 8.80 9.00 9.20
Obr e bttt b et e e m/z 132.90 93.66%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23496: 1H-Benzotriazole, 5-methoxy-
149
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5000 I NARAR SRS VRS AR
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133
‘860 8.80 9.00 920
5000 74 m/z 66.85 17 .53%
45 0 102
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23555: m-Tolyl isothiocyanate o ey
149 8.60 8.80 9.00 9.20
m/z 150.00 16.17%
5000 a1
39 65
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU040120\
Data File : VU037529.D

Acq On > 01 Apr 2020 18:46

Operator : JC/MD

Sample > VU0401wBLO1

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR0O40120WMA .M
TRACE VOA SOMO01.0

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 8.93 0.7 ug/L 38917 2 9.44 261807 5.0

SOMUTRO40120WMA_M Thu Apr 02 13:40:13 2020 Page: 4



