LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040220\
Data File : VUO37555.D

Aca On : 02 Apr 2020 15:27

Operator : JC/MD

Sample : VIBLK

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 93 rBv 54706 57669 13.26% 1.818%
2 1.928 174 183 199 rvVB 41356 55207 12.70% 1.741%
3 2.591 378 389 404 rVB 80604 128493 29.55% 4.052%
4 4.668 1020 1035 1055 rBvV 72690 171982 39.55% 5.423%
5 5.105 1153 1171 1189 rBvV2 64798 145889 33.55% 4 .600%
6 5.761 1352 1375 1392 rBv2 138743 350358 80.57% 11.048%
7 6.282 1522 1537 1552 rBV 105666 197309 45.38% 6.222%
8 6.722 1660 1674 1689 rBvV2 87154 166841 38.37% 5.261%
9 7.590 1931 1944 1960 rBvV2 53430 92585 21.29% 2.919%
10 7.922 2033 2047 2065 rBV 177458 306750 70.54% 9.673%
11 8.201 2124 2134 2145 rBV 34689 56494 12.99% 1.781%
12 8.658 2263 2276 2302 rBV 253496 434839 100.00% 13.712%
13 8.934 2352 2362 2375 rBvV 20808 35762 8.22% 1.128%

14 9.436 2506 2518 2533 rBV 148746 244564 56.24% 7.712%
15 10.774 2922 2934 2948 rVB 65501 105677 24.30% 3.332%

16 11.825 3250 3261 3275 rVB 156827 247394 56.89% 7.801%
17 12.208 3364 3380 3393 rBV 171327 272516 62.67% 8.593%

18 13.040 3632 3639 3651 rvB6 3214 4963 1.14% 0.156%

19 14.114 3958 3973 3987 rBvV2 30273 49968 11.49% 1.576%

20 15.262 4320 4330 4341 rBV2 8472 13171 3.03% 0.415%

21 15.452 4382 4389 4398 rVB4 3125 4373 1.01% 0.138%

22 17.156 4911 4919 4928 rBV7 5667 9828 2.26% 0.310%

23 17.478 5012 5019 5030 rVB3 10793 18683 4 _.30% 0.589%
Sum of corrected areas: 3171315
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU040220\
Data File : VUO0O37555.D

Aca On : 02 Apr 2020 15:27

Operator : JC/MD

Sample - VIBLK

Misc - 25.0mL/MSVOA U/WATER

ALS Vvial :© 1 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR040120WMA .M
TRACE VOA SOM01.0

Quant Method
Quant Title

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

Abundance TIC: VU037555.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040220\
Data File : VUO0O37555.D

Aca On : 02 Apr 2020 15:27

Operator : JC/MD

Sample : VIBLK

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 3

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

8.93 0.73 ug/L 35762 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Ethvlbenzoic acid. 2.2-dimethv... 220 C14H2002 1000293-49-5 32

4-(Methvlthio)benzonitrile 149 C8H7NS 021382-98-9 17
3 4-Ethvlbenzoic acid. 2-ethoxveth... 222 C13H1803 1000331-30-9 17
4 4-gthvlbenzoic acid. 4-methvlpen... 234 C15H2202 1000293-49-7 17
5 Benzene, l-isocyanato-2-methyl- 133 C8H7NO 000614-68-6 16
Abundance Scan 2361 (8.931 min): VU037555.D (-2352) (-) m/z 149.00 100.00%
33 149
5000
75 e
45 61 89 103115 8.60 8.80 9.00 9.20
A o m/z 132.90 91.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77388: 4-Ethylbenzoic acid, 2,2-dimethylpropy! ester
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Abundance
149
860 8.80 9.00 9.20
5000 116 134 m/z 150.00 15.57%
45 g3 75 90 104
15 27
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79009: 4-Ethylbenzoic acid, 2-ethoxyethyl ester e
133 8.60 8.80 9.00 9.20
m/z 66.90 13.71%
5000 7?2
105
314 59 | 89 | 1s | 163 78
m/z--> 20 40 6|O 8|0 100 120 140 160 180 200 220 8.60 8.80 9.00 920
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU040220\
Data File : VUO037555.D

Acq On : 02 Apr 2020 15:27

Operator : JC/MD

Sample > VIBLK

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 35762 2 9.44 244564 5.0
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