LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040220\
Data File : VU037547.D

Aca On : 02 Apr 2020 11:38

Operator : JC/MD

Sample > VU0402wBLO1

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 1.610 77 84 96 rvB 49802 56021 12.26% 1.758%
2 1.932 176 184 199 rVB 39889 53081 11.62% 1.666%
3 2.591 376 389 405 rVB 76473 128288 28.08% 4.025%
4 4.674 1021 1037 1064 rBvV 73398 182870 40.03% 5.738%
5 5.105 1151 1171 1189 rBV 65655 146438 32.06% 4 .595%
6 5.761 1355 1375 1396 rVB2 134256 345424 75.62% 10.839%
7 6.282 1521 1537 1553 rBVY 113912 207962 45.53% 6.525%
8 6.722 1659 1674 1689 rBV 85722 165699 36.27% 5.199%
9 7.594 1933 1945 1958 rVB2 54891 91465 20.02% 2.870%
10 7.925 2032 2048 2062 rBV 170632 296101 64.82% 9.291%
11 8.205 2123 2135 2150 rBvV2 35116 57662 12.62% 1.809%
12 8.658 2263 2276 2299 rBV 270170 456808 100.00% 14.334%
13 8.934 2352 2362 2375 rBvV2 24167 41068 8.99% 1.289%

14 9.439 2502 2519 2533 rBvV 159531 265343 58.09% 8.326%
15 10.774 2923 2934 2947 rVB 67141 107515 23.54% 3.374%

16 11.825 3249 3261 3276 rBv2 176883 276627 60.56% 8.680%
17 12.208 3368 3380 3392 rBV 174333 276923 60.62% 8.689%

18 14.118 3963 3974 3987 rVB 16436 25876 5.66% 0.812%
19 15.265 4322 4331 4343 rVB4 3779 5809 1.27% 0.182%
Sum of corrected areas: 3186980
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040220\
Data File : VU0O37547.D

Aca On : 02 Apr 2020 11:38

Operator : JC/MD

Sample : VU0402WBLO1

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\VU040220\
Data File : VU037547.D

Aca On : 02 Apr 2020 11:38

Operator : JC/MD

Sample > VU0402wBLO1

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 0.77 ug/L 41068 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4-Triazole. 3.5-dithioxo- 133 C2H3N3S2 005650-03-3 30
2 1H-Benzotriazole. 5-methoxvy- 149 C7H7N30 027799-91-3 25
3 4-Ethvlbenzoic acid. 4-methvlpen... 234 C15H2202 1000293-49-7 23
4 4-Ethylbenzoic acid. 2-ethoxveth... 222 C13H1803 1000331-30-9 17
5 Piperonal 150 C8H603 000120-57-0 12

Abundance Scan 2361 (8.931 min): VU037547.D (-2352) (-) m/z 149.00 100.00%
133 149
5000
o OT S50 8k obo 3k
89 115 . . : )
..,....,....,..'.'.,‘E??..,'...|.,....,....-,....,1.0.:?.,....~,....,.|.'..,....!'....,....,. m/z 132.90  96.04%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #14563: 1,2,4-Triazole, 3,5-dithioxo-
133
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45 60 102 m/z 74.90 23.03%
”I'”??”"PJ'W"”l'”'I“"Pg?ﬁ"”l'”'lfT?P'”l'm'l”'ﬁ"”l'”'P
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
149
106 I NARAN SRS R AR
8.60 8.80 9.00 9.20
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m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #89109: 4-Ethyloenzoic acid, 4-methylpenty! ester B B e
133 8.60 8.80 9.00 9.20
84 m/z 150.00 15.00%
5000
105 151
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m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 8.60 8.80 9.00 9.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU040220\
Data File : VU037547.D

Acq On : 02 Apr 2020 11:38

Operator : JC/MD

Sample > VU0402wBLO1

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 0.8 ug/L 41068 2 9.44 265343 5.0
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