LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040220\
Data File : VUO37551.D

Aca On : 02 Apr 2020 13:23

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 1.610 76 84 97 rvVB 52379 58238 13.46% 1.879%
2 1.928 176 183 201 rVB 39698 53331 12.33% 1.721%
3 2.591 376 389 404 rBV 79317 128851 29.78% 4_.157%
4 4.668 1020 1035 1056 rBvV 73344 170621 39.44% 5.505%
5 5.102 1154 1170 1189 rBV 66237 142911 33.03% 4.611%
6 5.761 1353 1375 1392 rBv2 135057 344485 79.62% 11.114%
7 6.282 1519 1537 1554 rBV 108115 198960 45.99% 6.419%
8 6.723 1659 1674 1691 rVB 85167 164104 37.93% 5.295%
9 7.594 1929 1945 1959 rBvV2 52313 91351 21.11% 2.947%
10 7.922 2034 2047 2063 rBvV 175433 302732 69.97% 9.767%
11 8.202 2121 2134 2145 rBvV2 34355 56238 13.00% 1.814%
12 8.658 2263 2276 2300 rBV 251482 432640 100.00% 13.959%
13 8.938 2348 2363 2377 rBV3 21831 39150 9.05% 1.263%

14 9.436 2506 2518 2533 rBV 152548 248250 57.38% 8.009%
15 10.774 2921 2934 2948 rBV2 64281 104494 24 .15% 3.371%

16 10.906 2965 2975 2983 rBv4 5144 8769 2.03% 0.283%
17 11.825 3248 3261 3274 rVB 161666 250635 57.93% 8.086%
18 12.208 3368 3380 3392 rVB 171372 275628 63.71% 8.893%

19 12.796 3555 3563 3572 rVB 3197 4714 1.09% 0.152%

20 14.114 3962 3973 3986 rVB 12195 18819 4 .35% 0.607%

21 15.266 4319 4331 4338 rBV4 2622 4532 1.05% 0.146%
Sum of corrected areas: 3099453
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VYU040220\
Data File : VU037551.D

Aca On : 02 Apr 2020 13:23

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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU040220\
Data File : VUO37551.D

Aca On : 02 Apr 2020 13:23

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 2

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

8.94 0.79 ug/L 39150 Chlorobenzene-d5 9.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Ethvlbenzoic acid. cvclobutvl ... 204 C13H1602 1000292-19-6 17
2 4-Ethvlbenzoic acid. 2-ethoxveth... 222 C13H1803 1000331-30-9 17
3 Benzene. 1.3-dimethvl-5-(1l-methv... 148 C11H16 004706-90-5 17
4 Benzothiazole. 2-methvl- 149 C8H7NS 000120-75-2 16
5 5-Aminoindazole 133 C7H7N3 019335-11-6 16

Abundance Scan 2364 (8.941 min): VU037551.D (-2348) (-) m/z 132.90 100.00%
133 149
5000 /\\
75 L L R R AL
45 ell | 89 103115 860 8.80 9.00 9.20
R T I o e m/z 149.00 98.92%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #64106: 4-Ethylbenzoic acid, cyclobutyl ester
133
5000 AR SRR SR R
8.60 8.80 9.00 9.20
m/z 74.90 18.93%
36 51 63 77 91 1?5 119 |, 1?7 176 204
m/z--> 25 45 eb 85 160 150 150 1éo 180 260
Abundance
133
860 8.80 9.00 9.20
5000 72 m/z 67.00 17.37%
105
31 44 59 89 118 150 163 178
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Abundance #22824: Benzene, 1,3-dimethyl-5-(1-methylethyl)- T T
133 8.60 8.80 9.00 9.20
m/z 150.00 15.96%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU040220\
Data File : VUO037551.D

Acq On : 02 Apr 2020 13:23

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 8.94 0.8 ug/L 39150 2 9.44 248250 5.0
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