LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU032820\
Data File : VU037438.D

Aca On : 29 Mar 2020 00:46

Operator : JC/MD

Sample > VU0328WBL0O2

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\SOMUTRO32820WMA .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 1.610 77 84 95 rvB 50196 54831 11.33% 1.527%
2 1.929 175 183 194 rBvV 44872 57657 11.92% 1.606%
3 2.591 378 389 403 rVB 84242 137888 28.50% 3.840%
4 4.675 1017 1037 1066 rBv2 95095 235113 48.60% 6.547%
5 5.102 1155 1170 1190 rVB 77530 171446 35.44% 4_.774%
6 5.761 1349 1375 1391 rBv2 152939 398561 82.39% 11.099%
7 6.282 1520 1537 1552 rBV 131709 247624 51.19% 6.896%
8 6.723 1658 1674 1690 rBV 101044 195520 40.42% 5.445%
9 7.594 1932 1945 1957 rBvV2 56785 98158 20.29% 2.733%
10 7.922 2029 2047 2062 rBV 185857 322721 66.71% 8.987%
11 8.205 2120 2135 2150 rBvV2 37901 65909 13.62% 1.835%
12 8.658 2264 2276 2298 rBV 281923 483775 100.00% 13.472%
13 8.932 2349 2361 2384 rBvV2 39560 73598 15.21% 2.049%

14 9.436 2505 2518 2533 rBvV 182887 301585 62.34% 8.398%
15 10.774 2923 2934 2949 rBV2 78760 125603 25.96% 3.498%

16 11.314 3094 3102 3112 rVB5 6209 9664 2.00% 0.269%
17 11.825 3249 3261 3274 rBV 193283 307124 63.48% 8.552%

18 12.208 3368 3380 3396 rBV 184252 298009 61.60% 8.299%
19 13.041 3632 3639 3649 rVB3 3954 6260 1.29% 0.174%

Sum of corrected areas: 3591046
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU032820\
Data File : VU037438.D

Aca On : 29 Mar 2020 00:46

Operator : JC/MD

Sample : VU0328WBLO2

Misc : 25.0mL/MSVOA U/WATER

ALS Vvial :© 1 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR032820WMA .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\VU032820\
Data File : VU037438.D

Aca On : 29 Mar 2020 00:46

Operator : JC/MD

Sample > VU0328WBL0O2

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR032820WMA .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 1.22 ug/L 73598 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 m-Tolvl isothiocvanate 149 C8H7NS 000621-30-7 38
2 Silane. diethoxvdimethvl- 148 C6H1602Si 000078-62-6 32
3 7-Methvithienol3.2-blpvridine 149 C8H7NS 013362-83-9 25
4 2H-Indol-2-one. 1.3-dihvdro-5-hv... 149 C8H7NO2 003416-18-0 25
5 4-Ethylbenzoic acid, 4-methylpen... 234 C15H2202 1000293-49-7 23

Abundance Scan 2360 (8.928 min): VU037438.D (-2349) (-) m/z 132.90 100.00%
133 149
5000
67 ° IR SRR SRS AR
45 59 | | 89 103 115 | | 8.60 8.80 9.00 9.20
'W””P'”P“W'hﬂ””n”“vm'P”h”'WH”PL“'”W”hP'“m”W m/z 149.00 95.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23555: m-Tolyl isothiocyanate
149
5000 a1 NN SR SRS AR
8.60 8.80 9.00 9.20
65 m/z 75.00 18.69%
27 % 51 74g3 104 W ogg
mz-> 10 20 % 40 50 60 70 80 90 100 110 130 130 140 150 "
Abundance
133
860 8.80 9.00 9.20
5000 m/z 66.90 14 .38%
77 89 03
15 27 %9 67 117 147
Wwwmmﬂmwwwwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #23568: 7-Methylthieno[3,2-b]pyridine
149 8.60 8.80 9.00 9.20
m/z 149.90 13.46%
5000
4 52 63 77 96 104 132 134 |
mz-> 10 20 30 40 % 65 70 8 90 100 110 120 130 140 150 860 8.80 9.00 9.20

SOMUTRO32820WMA .M Tue Mar 31 16:22:09 2020 Page: 3



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU032820\
Data File : VU037438.D

Acq On : 29 Mar 2020 00:46

Operator : JC/MD

Sample > VU0328WBL0O2

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR032820WMA .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 1.2 ug/L 73598 2 9.44 301585 5.0
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