LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039594.D

Acq On 21 Jul 2020 13:40

Operator : SY/MD

Sample - L3347-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\SOMUTRO72120WMA .M
Title = TRACE VOA SOM01.0
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 1.392 9 16 31 rvB 55930 55852 5.18% 0.575%
2 1.607 74 83 98 rBvV2 87093 107288 9.94% 1.104%
3 1.945 172 188 205 rBV2 175555 287590 26.65% 2.960%
4 2.591 371 389 400 rBV5 290181 590842 54.76% 6.082%
5 2.662 400 411 463 rvB2 112828 392958 36.42%  4.045%
6 2.970 492 507 526 rBv2 28056 63124 5.85% 0.650%
7 3.060 526 535 549 rVvB3 6505 12688 1.18% 0.131%
8 3.205 564 580 593 rBvV2 5467 13926 1.29% 0.143%
9 3.369 614 631 650 rBV 55263 109174 10.12% 1.124%
10 3.890 776 793 809 rBv2 28228 67973 6.30% 0.700%

11 4.681 1013 1039 1071 rBV3 107229 391388 36.27% 4.029%
12 4.993 1120 1136 1150 rBV3 71194 154676 14.33% 1.592%
13 5.102 1150 1170 1195 rVvB4 175500 504950 46.80% 5.198%
14 5.333 1227 1242 1261 rVB 40440 90805 8.42% 0.935%
15 5.539 1291 1306 1322 rBV2 57234 125220 11.60% 1.289%

16 5.742 1347 1369 1382 rBV2 154256 404494 37.49% 4.164%
17 5.809 1382 1390 1404 rVB 27299 54530 5.05% 0.561%
18 6.263 1517 1531 1551 rBV 158765 298394 27.65% 3.071%
19 6.555 1605 1622 1645 rVB 63265 122797 11.38% 1.264%
20 6.703 1653 1668 1685 rBvV2 97585 190605 17.66% 1.962%

21 7.575 1925 1939 1944 rBV 53135 88954 8.24% 0.916%
22 7.616 1944 1952 1967 rVB 123532 213670 19.80% 2.199%
23 7.803 1993 2010 2029 rBV 599067 1079057 100.00% 11.107%
24 7.906 2030 2042 2060 rVB 191517 334939 31.04% 3.448%

25 8.189 2118 2130 2133 rBV 36325 56134 5.20% 0.578%
26 8.218 2133 2139 2157 rVB2 57396 96927 8.98% 0.998%
27 8.407 2187 2198 2210 rVB2 46885 78692 7.29% 0.810%

28 8.558 2233 2245 2258 rVB 100299 168181 15.59% 1.731%
29 8.642 2258 2271 2306 rBvV 279393 518747 48.07% 5.340%
30 8.928 2345 2360 2374 rBvV 56551 99738 9.24% 1.027%

31 9.423 2500 2514 2517 rBV 234252 365969 33.92% 3.767%
32 10.291 2774 2784 2797 rBV2 31277 51422 4.77% 0.529%
33 10.758 2917 2929 2950 rVB3 85330 183169 16.97% 1.885%
34 11.465 3136 3149 3164 rVB 270429 421823 39.09% 4.342%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039594.D

Acq On 21 Jul 2020 13:40

Operator : SY/MD

Sample : L3347-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.1 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .M
TRACE VOA SOMO1.0

35 11.742 3224 3235 3246 rBV 144329 229681 21.29%% 2.364%

36 11.809 3246 3256 3277 rVB2 235619 524168 48.58% 5.395%
37 12.189 3362 3374 3389 rVB2 203356 327816 30.38% 3.374%
38 13.211 3678 3692 3705 rBV 238827 373878 34.65% 3.848%
39 13.832 3873 3885 3900 rBV 187901 296396 27.47% 3.051%
40 14.320 4022 4037 4053 rBV2 102682 166570 15.44% 1.715%

Sum of corrected areas: 9715205
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO072120\
VU039594.D

21 Jul 2020 13:40

SY/MD

L3347-20

25.0mL/MSVOA_U/WATER

1 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .M
TRACE VOA SOM01.0

C:\DATABASENNIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039594.D

Acq On = 21 Jul 2020 13:40

Operator : SY/MD

Sample : L3347-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 1 Benzene, 1,2,4-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.47 4.02 ug/L 421823 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 93
Abundance Scan 3151 (11.472 min): VU039594.D (-3136) d)(-) m/z 105.00 100.00%
105
5000 120
B s e [ % 1150 11140 11160 1160
Y Y R P A O N N1 1 O | R m/z 120.10 44.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9402: Mesitylene
105
120
5000 U SRR ML L S
11.20 11.40 11.60 11.80
m/z 77.00 13.10%
27 3 Slgges 1 9 |
R RRARA RARSS AR Ran s A ns MAna s REa ROSSs SRS RaRSs AR SN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
120 1120 11,40 11.60 11.80
5000 m/z 119.00 11.47%
ol 15 27 9 slgges T O
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9419: Benzene, 1,2,4-trimethyl- L e E  E

11.20 11.40 11.60 11.80
m/z 91.00 11.39%

5000

T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039594.D

Acq On = 21 Jul 2020 13:40

Operator : SY/MD

Sample : L3347-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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 Benzene, 1,3,5-trichloro- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.21 3.57 ug/L 373878 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene, 1,2,3-trichloro- 180 C6H3CI3 000087-61-6 96
2 Benzene, 1,3,5-trichloro- 180 C6H3CI3 000108-70-3 96
3 Benzene, 1,3,5-trichloro- 180 C6H3CI3 000108-70-3 96
4 Benzene, 1,2,4-trichloro- 180 C6H3CI3 000120-82-1 96
5 Benzene, 1,2,3-trichloro- 180 C6H3CI3 000087-61-6 96
Abundance Scan 3692 (13.211 min): VU039594.D (-3678) (-) . m/z 179.90 100.00%
180
5000 74
109 145
37 50 o 84 12:80 13.00 13.20 13.40 13.60
ol 120 a3 .l Tm/z 181.90  98.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45935: Benzene, 1,2,3-trichloro-
180
5000 SRR DR
145 12. 80 13.00 13.20 13.40 13 60
109 m/z 74.00 39.98%
84
26 37 49 61 ‘M ‘H m 97 \‘\‘ 119 131 il \154 1I1M
m/z--> ﬁo 45 eb éo 160 150 140 1éo 180
Abundance
180
12:80 13.00 13.20 13.40 13.60
5000 m/z 183.90 32.57%
145
74
109
oo ¥ Ve 8 e Tuewm |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45936: Benzene, 1,3,5-trichloro- e
1€ 12.80 13.00 13.20 13.40 13.60
m/z 144 .90 31.18%
5000
145
109
0||2|5||3|7|||50||6|1|| ||||11|9||1|33||||||||||||||| e
m/z--> 20 40 60 o 100 120 140 160 180 12. 80 13.00 13.20 13.40 13 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO72120\
Data File : VU039594.D

Acq On = 21 Jul 2020 13:40

Operator : SY/MD

Sample : L3347-20

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTRO72120WMA .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]
Benzene, 1,2,4-tr... 11.47 4.0 ug/L 421823 3 11.81 524168 5.0
Benzene, 1,3,5-tr... 13.21 3.6 ug/L 373878 3 11.81 524168 5.0
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