LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU111020\
Data File : VU041191.D

Aca On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 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\SOMUTR102620WMA .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

1.494 42 48 58 rvB 21650 21355 1.31% 0.398%
1.607 73 83 94 rBV2 146488 158470 9.69% 2.953%
181 192 rBV 23782 31905 1.95% 0.594%
2.006 196 207 221 rVB 202151 276089 16.88% 5.144%
2.218 262 273 287 rVB3 53177 106640 6.52% 1.987%

abrwNPE
=
O
N
N
=
\l
=

6 2.330 297 308 323 rBV 43768 64549 3.95% 1.203%
7 2.427 323 338 345 rvVv 24276 36985 2.26% 0.689%
8 2.478 345 354 373 rVB 74580 117786 7.20% 2.195%
9 2.578 373 385 405 rBv2 43721 76153 4._.65% 1.419%
10 3.054 513 533 541 rBvV7 24863 69931 4.27% 1.303%
11 3.153 555 564 588 rVvB3 31147 69656 4._.26% 1.298%
12 3.378 619 634 650 rBv2 17278 37327 2.28% 0.696%
13 3.999 816 827 844 rVB3 7630 17259 1.05% 0.322%
14 4_.552 983 999 1014 rBV3 36806 88853 5.43% 1.656%

15 4.655 1014 1031 1069 rVvVv 56281 188625 11.53% 3.515%

16 5.083 1149 1164 1181 rBV 50760 109913 6.72% 2.048%
17 5.404 1249 1264 1277 rBV3 31509 69283 4.24% 1.291%
18 5.478 1277 1287 1300 rVB6 9747 22201 1.36% 0.414%
19 5.742 1349 1369 1372 rBV3 94040 210559 12.87% 3.923%
20 5.790 1373 1384 1400 rVB 807228 1635954 100.00% 30.482%

21 5.909 1414 1421 1436 rVB5 13102 32849 2.01% 0.612%
22 6.263 1516 1531 1555 rBV 90202 173797 10.62% 3.238%
23 6.703 1652 1668 1681 rBV2 64169 124690 7.62% 2.323%
24 7.391 1870 1882 1900 rBV6 10313 22544 1.38% 0.420%
25 7.574 1926 1939 1951 rBV2 29180 49949 3.05% 0.931%

26 7.906 2028 2042 2054 rBV 99440 168931 10.33% 3.148%
27 8.185 2118 2129 2148 rBV2 18531 30923 1.89% 0.576%
28 8.639 2258 2270 2315 rBvV 205180 364489 22.28% 6.791%
29 9.420 2501 2513 2530 rBV 107807 176434 10.78% 3.287%

30 9.571 2550 2560 2573 rVB 11889 18573 1.14% 0.346%
31 9.697 2586 2599 2617 rBV 123419 203225 12.42% 3.787%
32 10.754 2917 2928 2940 rBV 47627 75556 4.62% 1.408%
33 10.902 2962 2974 2985 rBV 13359 20160 1.23% 0.376%
34 10.996 2990 3003 3021 rBV 19653 43128 2.64% 0.804%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU111020\
Data File : VU041191.D

Aca On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 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 - 0 Peak Location: TOP

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

Method > Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .M
Title - TRACE VOA SOMO1.0

35 11.288 3084 3094 3105 rBV2 23527 34601 2.12% 0.645%
36 11.806 3243 3255 3270 rVB 109167 173663 10.62% 3.236%
37 11.889 3270 3281 3291 rBV2 15295 22651 1.38% 0.422%
38 12.089 3333 3343 3359 rBV2 31088 48670 2.98% 0.907%

39 12.185 3361 3373 3389 rVB 106654 172598 10.55% 3.216%

Sum of corrected areas: 5366924
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA U\Data\VU111020\
VU041191.D

10 Nov 2020 20:43

SY/MD

L4646-14DL 100X

25.0mL/MSVOA U/WATER

27 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .M
TRACE VOA SOM01.0

= 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\VU111020\
Data File : VU041191.D

Aca On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 17

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

1.49 0.61 ug/L 21355 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutane 58 C4H10 000075-28-5 72
2 Isobutane 58 C4H10 000075-28-5 64
3 Isobutane 58 C4H10 000075-28-5 50
4 Propane. 1l-chloro-2-methyl- 92 C4H9cCl 000513-36-0 4
5 Propene 42 C3H6 000115-07-1 4

Abundance Scan 47 (1.491 min): VU041191.D (-42) (-) m/z 43.10 100.00%
48
5000
39
| 46 53 57 1.40 1.50 1.60 1.70 1.80 1.90
R i o o o B B R R RA AR m/z 41.10 55.21%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #236: Isobutane
43
5000
o7 1.40 1.50 1.60 1.70 1.80 1.90
39 m/z 42.10 37.67%
127010 a0 se |||l sieaST
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance
43
1.40 1.50 1.60 1.70 1.80 1.90
5000 m/z 39.00 22.90%
27
39
121° 19 30 36 5053 57
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65
Abundance #237: Isobutane
43 1.40 1.50 1.60 1.70 1.80 1.90
m/z 45.00 5.41%
5000
27 39
15
2 12 | A, , 5053 57
m/z--> c') 5'3 1'0 1'5 2'0 2'5 3'0 3'5 4'0 45 5'0 5'5 6|0 6|5 1.40 1.50 1.60 1.70 1.80 1.90
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU111020\
Data File : VU041191.D

Aca On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 1

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

2.01 7.94 ug/L 276089 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methvl- 72 C5H12 000078-78-4 94
2 Butane. 2-methvl- 72 C5H12 000078-78-4 91
3 Butane. 2-methvl- 72 C5H12 000078-78-4 86
4 3-Buten-1-ol 72 C4H80 000627-27-0 47
5 Pentane 72 C5H12 000109-66-0 42

Abundance Scan 208 (2.009 min): VU041191.D (-196) (-) m/z 43.10 100.00%
57
5000
39
36‘ 5053 || 6o 72 1.60 1.80 2.00 2.20 2.40
N INMESSSNMS_———- T .-,....;:.:.ll.:.,....,....,:.'..,....,... m/z 41.10 92.63%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #714: Butane, 2-methyl-
43
57
5000
1.60 1.80 2.00 2.20 2.40
29 3 m/z 42.10 89.88%
5 | |l s g g 72
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
43
57 1.60 1.80 2.00 2.20 2.40
5000 29 m/z 57.10 66.01%
39
1 1P 26 33 5053 616467 '
Wrmmwmwwrmrwrwmqwﬁmm
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #712: Butane, 2—methy|— 1\1 L L B |{\| LI I
43 1.60 1.80 2.00 2.20 2.40
m/z 39.05 34 .13%
57
5000 27
39
15
2 12“ 1] 0 | | 5053\‘ . 7\2
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 1.60 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU111020\
Data File : VU041191.D

Aca On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .M
TRACE VOA SOM01.0

Quant Method
Quant Title

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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 3

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

2.22 3.07 ug/L 106640 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane 72 C5H12 000109-66-0 53
2 Cvclopropane. ethvl- 70 C5H10 001191-96-4 47
3 Cvclopropane. ethvl- 70 C5H10 001191-96-4 46
4 Pentane 72 C5H12 000109-66-0 45
5 1-Pentene 70 C5H10 000109-67-1 43

Abundance Scan 274 (2.221 min): VU041191.D (-262) (-) m/z 43.05 100.00%
43
55
5000 39
70 I B G A U
51 o7 1.80 2.00 2.20 2.40 2.60
.......,....,....,....,....,....,....,....?.‘?.-.:...,....i:..'.,.'!..,....,....,.!..,....,.. m/z 42.10 77.52%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #707: Pentane
43
5000
27 1.80 2.00 2.20 2.40 2.60
m/z 41.10 75.28%
E 39 57 72
“'“'w'“'v'“l}g}f'“l“'w‘“'R'“l“'h"‘ “-w-ﬁgv!-w-“-v-ﬁ?-“-v-“|“
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
42
55 1.80 2.00 2.20 2.40 2.60
5000 39 m/z 55.10 72 .39%
27 70
15 51 62 67
WWWFWWWFWFWWWWFWWWWWW
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #573: Cyclopropane, ethyl-
4 1.80 2.00 2.20 2.40 2.60
m/z 39.05 46.16%
55
5000 39
27 70
12‘ 24,131 36,||, 481 | 606367
m/z--> 0 5 10 15 20 25 30 35 Jo 45 50 55 60 65 70 75 80 1.80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU111020\
Data File : VU041191.D

Aca On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 4 (DEL) Alkane: Cyclic2.33 Concentration Rank 6

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

2.33 1.86 ug/L 64549 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane., 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 91
2 2-Butene. 2-methvl- 70 C5H10 000513-35-9 91
3 2-Pentene. (2)- 70 C5H10 000627-20-3 90
4 2-Pentene. (E)- 70 C5H10 000646-04-8 90
5 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H10 002402-06-4 87

Abundance Scan 308 (2.330 min): VU041191.D (-297) (-) m/z 55.10 100.00%
55
5000 3942 70
51 62 67 2.00 2.20 2.40 2.60
e bt || M7z 70.10  41.01%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55
5000 70 ,'\'I""I""I""I""I
M 2.00 2.20 2.40 2.60
29 m/z 39.10 35.17%
2|32 34 | 51)| 62 67,
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55

2.00 220 2.40 2.60
5000 m/z 42.10 35.14%

41 70
27
1 1215 3033 38 44 485l 6063 67
TFWWWFFFWFFFWFWWFFFWWWW
m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #559: 2-Pentene, (2)-
55

2.00 2.20 2.40 2.60
m/z 41.10 29.26%

5000 42
29 39 70
1215 2‘4‘ 32 36, “ 51 | 6063 67
s A R aa

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU111020\
Data File : VU041191.D

Aca On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 5 (DEL) Alkane: Straight-Chai... Concentration Rank 11

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

2.43 1.06 ug/L 36985 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. (2)- 70 C5H10 000627-20-3 91
2 2-Pentene. (E)- 70 C5H10 000646-04-8 91
3 2-Methvl-1-butene 70 C5H10 000563-46-2 91
4 2-Butene. 2-methvl- 70 C5H10 000513-35-9 90
5 2-Pentene, (E)- 70 C5H10 000646-04-8 86

Abundance Scan 339 (2.430 min): VU041191.D (-323) (-) m/z 55.10 100.00%
55
5000 1042 70
51 67 2.00 220 2.40 2.60 2.80
........,....,....,....,....,....,....,....,3.‘?!.;!.:.,....i.-..l: o b || m/z 70.10  39.47%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #559: 2-Pentene, (2)-
5000 42 T T
39 70 2.00 220 2.40 2.60 2.80
29 m/z 42.10 35.86%
1215 2§,|32 36, 51, | 6063 67
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55
2.00 220 2.40 2.60 2.80
5000 3042 70 m/z 39.10 31.25%
29
15 26 32 36 48°1 62 67
Trwwmwwmmwwﬁmwﬁqrmw
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #564: 2-Methyl-1-butene
55 2.00 220 2.40 2.60 2.80
m/z 41.10 23.88%
5000
o9 3942 70
1 1219 24‘ 3236,,/| 4851 | 6063 67
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.00 220 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU111020\
Data File : VU041191.D

Aca On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 6 (DEL) Alkane: Cyclic2.48 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
2.48 3.39 ug/L 117786 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclopropane. 1.2-dimethvl-. trans- 70 C5H10 002402-06-4 91

2 2-Butene. 2-methvl- 70 C5H10 000513-35-9 91
3 Cvclopropane. 1.2-dimethvl-. cis- 70 C5H10 000930-18-7 90
4 1-Butene. 3-methvl- 70 C5H10 000563-45-1 86
5 2-Butene, 2-methyl- 70 C5H10 000513-35-9 86
Abundance Scan 355 (2.481 min): VU041191.D (-345) (-) m/z 55.10 100.00%
55
5000 70
39,
| 51 62 67 220 2.40 2.60 2.80
SE— < O 111 PSSy 1 PR S ) N m/z 70.15  40.02%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #585: Cyclopropane, 1,2-dimethyl-, trans-
55
5000 70 L B e I
41 220 240 2.60 2.80
29 m/z 39.05 31.72%
26 | 33 3“ 51| 6367
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
55
220 240 2.60 2.80
5000 m/z 41.10 30.13%
41 70
27
1 1215 3033 38 44 485l 6063 67
TFWWWFFFWFFFWFWWFFFWWW
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #582: Cyclopropane, 1,2-dimethyl-, cis-
55 220 240 2.60 2.80
m/z 42.05 23 .55%
5000 70
41
29
26 | 32 3$‘ Sl |, 62 67
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 220 240 2.60 2.80

SOMUTR102620WMA .M Fri Nov
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU111020\
Data File : VU041191.D

Aca On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 7 (DEL) Alkane: Cyclic3.15 Concentration Rank 5

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

3.15 2.00 ug/L 69656 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropane. ethvl- 70 C5H10 001191-96-4 64
2 Cvclopropane. ethvl- 70 C5H10 001191-96-4 64
3 1-Pentene 70 C5H10 000109-67-1 59
4 Cvyclobutane. methvl- 70 C5H10 000598-61-8 59
5 Cyclopentane 70 C5H10 000287-92-3 59

Abundance Scan 563 (3.150 min): VU041191.D (-555) (-) m/z 42.10 100.00%

ap
5000 55
70

3 51 65 84 280 300 320 3.40
s B s |||||||||||| m/z 41.10 42 .35%

m/z--> 0O 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #573: Cyclopropane, ethyl-
42
55

5000  ERARRIRERE ....,.... :
2.80 3.00 3.20 3.40

0 m/z 55.10 39.72%

15

,,,I,,'M? bl ,‘?1',,63,!,,,,
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance

42
B T e B
2.80 3.00 3.20 3.40
5000 55 m/z 39.05 27.19%
27
70
15
2 a1 B 51 63
WWWWFWWWWWFWWWWWFWWWWWWWWWW
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #553: 1-Pentene e ....,....,.
42 2.80 3.00 3.20 3.40

m/z 70.10 27 .16%

55
5000
27 70
15 “‘31 34’ 5. 63

m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.80 3.00 3.20 3.40

SOMUTR102620WMA .M Fri Nov 13 07:49:10 2020 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU111020\
Data File : VU041191.D

Aca On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 10

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

3.38 1.07 ug/L 37327 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 3-methvl- 86 C6H14 000096-14-0 72
2 Hexane. 2.2.3-trimethvl- 128 C9H20 016747-25-4 64
3 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 59
4 Pentane. 3-methvl- 86 C6H14 000096-14-0 56
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 56

Abundance Scan 634 (3.378 min): VU041191.D (-619) (-) m/z 57.10 100.00%
g7
41
5000
| | 7w 300 3.20 3.40 3.60 3.80
SNBSS OO 1 IS S, . m/z 56.10 86.43Y%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1826: Pentane, 3-methyl-
57
29 41
5000
3.00 3.20 3.40 3.60 3.80
m/z 41.10 69.10%
1 B |.‘ 50, 1], 64 "L 79 86
AR I I SR I UL UL I IV UL SULILE SRS B W
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
3.00 3.20 3.40 3.60 3.80
5000 41 m/z 43.10 31.42%
29 71
14 50 85 113
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1505: Propane, 2-cyclopropyl-
56 3.00 3.20 3.40 3.60 3.80
41 m/z 39.00 21.17%
5000
"w'“'wﬁil“jﬁ'“*Hk“‘“Mw'“ww'“lﬁf'w'“l”'w'“'w
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 3.00 3.20 3.40 3.60 3.80

SOMUTR102620WMA .M Fri Nov 13 07:49:12 2020

Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU111020\
Data File : VU041191.D

Aca On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 9 (DEL) Alkane: Cyclic4.55 Concentration Rank 4

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

4_.55 2.56 ug/L 88853 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 81
2 Cvclopentane. methvl- 84 C6H12 000096-37-7 72
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 52
4 Cvclopentane. methvl- 84 C6H12 000096-37-7 45
5 Cyclobutane, ethyl- 84 C6H12 004806-61-5 43

Abundance Scan 998 (4.549 min): VU041191.D (-983) (-) m/z 56.10 100.00%
56
41
5000 69
. 50“| o | 798 420 440 4.60 480
rrrererpresrre g ey or P e e el ptiepegeen m/z 41.10 60.24%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1494: Cyclopentane, methyl-
56
41
5000 69
420 4.40 4.60 4.80
o8 m/z 69.10 42.83%
84
15 s 37L|| 5}“|. 65,
miz--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 420 4.40 4.60 4.80
5000 m/z 39.10 29.70%
69
27 84
1 15 3337 51 6165 77
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1329: 1H-Tetrazole, 5-methyl-
56 420 4.40 4.60 4.80
27 m/z 55.10 27 .24%
5000
42
84
'm“W“W“W“W“W”W“W“W“MLM“W“W*W“W“W“W“W“L“W”W
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 420 4.40 4.60 4.80

SOMUTR102620WMA .M Fri Nov 13 07:49:13 2020 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU111020\
Data File : VU041191.D

Aca On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 16

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

5.48 0.64 ug/L 22201 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 64
2 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 56
3 Pentane. 2.3-dimethvl- 100 C7H16 000565-59-3 50
4 Oxirane. (l-methvlbutvl)- 114 C7H140 053229-39-3 40
5 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 40

Abundance Scan 1288 (5.481 min): VU041191.D (-1277) (-) m/z 56.10 100.00%
56
43
5000 71
| | | 81 520 5.40 5.60 5.80
S || S St | o m/z 43.10 78.50%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3985: Pentane, 2,3-dimethyl-
43 56
5000
29 1 5.20 540 5.60 5.80
m/z 41.05 78.37%
37||, 501 63 || 77 % 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
43 56
520 5.40 5.60 5.80
5000 m/z 57.10 71.53%
29 71
15 37, 50 65 | 77 85 100
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #3987: Pentane, 2,3-dimethyl-
43 56 520 5.40 5.60 5.80
m/z 71.20 44 .10%
5000 29
71
2 1 a7 soll s 77 8 100
miz--> 0 10 20 30 40 50 60 70 8 90 100 520 540 560 580

SOMUTR102620WMA .M Fri Nov 13 07:49:14 2020 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU111020\
Data File : VU041191.D

Aca On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 13

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

5.91 0.95 ug/L 32849 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 22
2 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 22
3 Butane. 2-azido-2.3.3-trimethvl- 141 C7H15N3 051677-41-9 16
4 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 12
5 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 10

Abundance Scan 1421 (5.909 min): VU041191.D (-1414) (-) m/z 57.10 100.00%
57
5000 41 67
| 50” 82 99 5.60 5.80 6.00 6.20
et e S Tm/z 67.10  37.30%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7649: Hexane, 2,2-dimethyl-
57
\
5000 RS S L R
5.60 5.80 6.00 6.20
20 4 ‘ m/z 41.05 36.50%
235 ] e ), 69 77ee 9w
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
5.60 5.80 6.00 6.20
5000 m/z 56.10 30.83%
41
29
15 50 69 83 R 114
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #18994: Butane, 2-azido-2,3,3-trimethyl-
57 5.60 5.80 6.00 6.20
m/z 54.10 23.53%
5000 41
"'|'"'|""|""|""“1L"|"'l|""|""lg?"l"'??""}}?" T \ R U S L R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 5.60 5.80 6.00 6.20

SOMUTR102620WMA .M Fri Nov 13 07:49:16 2020 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU111020\
Data File : VU041191.D

Aca On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 15

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

7.39 0.65 ug/L 22544 1,4-Difluorobenzene 6.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene. 4.5-dimethvl- 112 C8H16 016106-59-5 43
2 1l-Hexene. 4.5-dimethvl- 112 C8H16 016106-59-5 38
3 Heptane. 4-methvl- 114 C8H18 000589-53-7 37
4 Pentane. 3-ethvl-2-methvl- 114 C8H18 000609-26-7 25
5 1-Heptene, 4-methyl- 112 C8H16 013151-05-8 23

Abundance Scan 1882 (7.391 min): VU041191.D (-1870) (-) m/z 43.10 100.00%
43
71
5000 57
| | g] ‘ 7.00 7.20 7.40 7.60 7.80
.”,”..“.”,”.w!.”,L:w.”h,”.h.”.“..w.”.“.”,” m/z 71.10 53.22%
m/z--> 10 20 30 40 50 60 90 100 110 120
Abundance #6708: 1-Hexene, 4,5 dlmethyl—
43 71
5000 55 IS UL I L
7.00 7.20 7.40 7.60 7.80
27 m/z 70.10 48.77%
5 L Wl gl ] 778 o
miz--> 5 % % 4 B & 7o % 9 10 110 130
Abundance
43
n 7.00 7.20 7.40 7.60 7.80
5000 m/z 41.10 42 .25%
27 55
15 37 49 65 77 84 91 97 112
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7631: Heptane, 4-methyl-
43 7.00 7.20 7.40 7.60 7.80
- m/z 57.10 37.58%
5000
15 (|l sil] es || 77 8 99 124
m/z--> 10 20 30 ' 50 60 70 8 90 100 11'0 120 7.00 7.20 7.40 7.60 7.80

SOMUTR102620WMA .M Fri Nov 13 07:49:17 2020
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU111020\
Data File : VU041191.D

Aca On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 14 Benzene, propyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.90 0.58 ug/L 20160 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. propvl- 120 C9H12 000103-65-1 87
2 Benzene. proovl- 120 C9H12 000103-65-1 87
3 Benzene. proovl- 120 C9H12 000103-65-1 72
4 Ethanol. 2-T'(phenvimethvDaminol- 151 C9H13NO 000104-63-2 64
5 1-Benzylamino-2-benzyloxyethane 241 C16H19NO 038336-06-0 64
Abundance Scan 2973 (10.899 min): VU041191.D (-2962) (-) m/z 91.10 100.00%
o
5000
- 120
39 105 261 10.60 10.80 11.00 11.20
S T B ,,l,, g || M/z 120.20  21. 10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9408: Benzene, propyl-
o
5000
10.60 10.80 11.00 11.20
120 m/z 65.10 12.18%
39 8 |05 |
mz> 20 4o 80 80 100 130 140 160 150 200 230 240 240 250
Abundance
91
10.60 10.80 11.00 11.20
5000 m/z 92.10 10.50%
65 120
15 39 105
WTWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9406: Benzene, propyl- B B L R
o 10.60 10.80 11.00 11.20
m/z 78.10 8.14%
5000
120
15 39 6 105
miz> % 40 80 80 100 130 140 180 180 250 230 240 240 280 10.60 10,80 11.00 11.20

SOMUTR102620WMA .M Fri Nov 13 07:49:19 2020 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU111020\
Data File : VU041191.D

Aca On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 15 Benzene, l-ethyl-3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.00 1.24 ug/L 43128 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
2 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
3 Benzene. l1l-ethvl-3-methvl- 120 C9H12 000620-14-4 90
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 87
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 86
Abundance Scan 3004 (10.999 min):VUO41191.D(—2990)d)(—) m/z 105.20 100.00%
105
5000
120
39 51 _ 65 7|7 9|1 10.60 10.80 11.00 11.20 11.40
S S N N AR [ S 1 m/z 120.20 28.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105
5000
120 10.60 10.80 11.00 11.20 11.40
o1 m/z 91.10 16.31%
18 27 % Slsg 65 L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
10.60 10.80 11.00 11.20 11.40
5000 m/z 77.10 16.04%
120
77 91
15 27 39 51 5 65
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105 10.60 10.80 11.00 11.20 11.40

m/z 103.10 9.49%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.60 10.80 11.00 11.20 11.40

SOMUTR102620WMA .M Fri Nov 13 07:49:20 2020 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU111020\
Data File : VU041191.D

Aca On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 16 Benzene, 1,2,4-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.29 1.00 ug/L 34601 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Benzene. 1-ethvl-2-methvl- 120 C9H12 000611-14-3 91
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3095 (11.291 min): VU041191.D (-3084) d)(-) m/z 105.20 100.00%
105
5000
120
" 91
39 51 o5 65 li | 11.00 11.20 11.40 11.60
Y OSSO DS S SN | NS0 M m/z 120.20 32.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9410: Benzene, 1,2,4-trimethyl-
105
5000 120
11.00 11.20 11.40 11.60
0
28 39 o o 7 o1 m/z 77.10 16.62%
ST WD S 1 -~ S -7 N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105
11.00 11.20 11.40 11.60
5000 120 m/z 91.10 15.07%
2z ¥ = L |
70 84 98 113
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #9422: Benzene, 1-ethyl-2-methyl- R e A
105 11.00 11.20 11.40 11.60
m/z 79.10 11.67%
5000
120
5 2z B Sieges S
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 11,00 11.20 1140 11.60

SOMUTR102620WMA .M Fri Nov 13 07:49:21 2020 Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU111020\
Data File : VU041191.D

Aca On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 17 Benzene, 1,2,3-trimethyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.89 0.65 ug/L 22651 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 3281 (11.889 min): VU041191.D (-3270) d)(-) m/z 105.20 100.00%
105
5000
120
39 51 ., 65 77 91 11.60 11.80 12.00 12.20
.1 N NN NN NN | N m/z 120.20  33.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105
120
5000 L SULRLE SR IS IR
11.60 11.80 12.00 12.20
-7 m/z 77.00 12.91%
15 27 B Sleges e ||
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
105
11.60 11.80 12.00 12.20
5000 120 m/z 91.10 10.97%
77
15 27 3 5165 g o8 13
mz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #9399: Mesitylene

11.60 11.80 12.00 12.20
m/z 119.10 9.39%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.60 11.80 12.00 12.20

SOMUTR102620WMA .M Fri Nov 13 07:49:23 2020 Page: 19



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA U\Data\VU111020\
Data File : VU041191.D

Aca On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .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 18 Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.09 1.40 ug/L 48670 1,4-Dichlorobenzene-d4 11.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Indane 118 C9H10 000496-11-7 76
3 Indane 118 C9H10 000496-11-7 76
4 Indane 118 C9H10 000496-11-7 68
5 trans-Cinnamyl bromide 196 C9H9Br 026146-77-0 59
Abundance Scan 3343 (12.089 min): VU041191.D (-3333) (-) m/z 117.20 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU111020\
Data File : VU041191.D

Acq On : 10 Nov 2020 20:43

Operator : SY/MD

Sample : L4646-14DL 100X

Misc : 25.0mL/MSVOA_U/WATER

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMUTR102620WMA .M
TRACE VOA SOMO1.0

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
(DEL) Alkane: Str... 1.49 0.6 ug/L 21355 1 6.26 173797 5.0
(DEL) Alkane: Str... 2.01 7.9 ug/L 276089 1 6.26 173797 5.0
(DEL) Alkane: Str... 2.22 3.1 ug/L 106640 1 6.26 173797 5.0
(DEL) Alkane: Cyc... 2.33 1.9 ug/L 64549 1 6.26 173797 5.0
(DEL) Alkane: Str... 2.43 1.1 ug/L 36985 1 6.26 173797 5.0
(DEL) Alkane: Cyc... 2.48 3.4 ug/L 117786 1 6.26 173797 5.0
(DEL) Alkane: Cyc... 3.15 2.0 ug/L 69656 1 6.26 173797 5.0
(DEL) Alkane: Str... 3.38 1.1 ug/L 37327 1 6.26 173797 5.0
(DEL) Alkane: Cyc... 4.55 2.6 ug/L 88853 1 6.26 173797 5.0
(DEL) Alkane: Str... 5.48 0.6 ug/L 22201 1 6.26 173797 5.0
(DEL) Alkane: Str... 5.91 0.9 ug/L 32849 1 6.26 173797 5.0
(DEL) Alkane: Str... 7.39 0.7 ug/L 22544 1 6.26 173797 5.0
Benzene, propyl- 10.90 0.6 ug/L 20160 3 11.81 173663 5.0
Benzene, l-ethyl-_.. 11.00 1.2 ug/L 43128 3 11.81 173663 5.0
Benzene, 1,2,4-tr... 11.29 1.0 ug/L 34601 3 11.81 173663 5.0
Benzene, 1,2,3-tr... 11.89 0.7 ug/L 22651 3 11.81 173663 5.0
Indane 12.09 1.4 ug/L 48670 3 11.81 173663 5.0
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