LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019054.D

Aca On : 23 Oct 2020 02:27

Operator : JC/SP

Sample : L4417-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Intearation Parameters: RTEINT.P

Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK
# min scan scan scan TY
1 1.776 108 113 130 rVvB
2 1.983 142 147 159 rVvB
3 2.380 200 212 235 rVB
4 2.825 278 285 289 rBvV
5 2.873 289 293 303 rvv
6 3.154 327 339 357 rVB
7 3.794 436 444 453 rVB
8 4.282 515 524 531 rVV
9 4.379 531 540 551 rVvB
10 5.245 659 682 701 rVB7
11 5.562 724 734 743 rBV5
12 5.696 750 756 778 rVB3
13 5.903 778 790 802 rBV2
14 6.232 828 844 851 rBV3
15 6.324 851 859 869 rvv2
16 6.434 869 877 889 rVvB
17 6.830 934 942 948 rBVY
18 6.915 948 956 967 rVB3
19 7.232 1001 1008 1016 rBV
20 7.440 1025 1042 1053 rBv4
21 7.933 1112 1123 1132 rBV3
22 8.037 1132 1140 1151 rVB
23 8.159 1151 1160 1163 rBV
24 8.189 1163 1165 1170 rVB
25 8.549 1217 1224 1234 rVB2
26 8.695 1242 1248 1255 rVB2
27 10.098 1474 1478 1482 rVB
28 10.238 1496 1501 1507 rBvV
29 10.354 1512 1520 1525 rBvVY
30 10.683 1569 1574 1584 rVB
31 11.006 1619 1627 1632 rBvV
32 11.122 1641 1646 1651 rBvVY
33 11.347 1667 1683 1690 rBvV
34 11.445 1690 1699 1703 rBvV
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peak
heiaht
3759045
1349302
1525944
1942993
2811852

1972188
398876
314877

1858123
166635

660246
629320
700480
328449
956142

371318
468170
480448
452665
956333

239999
572721
1026666
658347
523375

1268014
976908
18912543
33717306

1100541

18051409
975180
17894339
21261119

2020

corr.

area
5004216
1938872
3041593
4269967
5848142

4458291
963432
965104

5284513

1049569

2703639
2252234
2066773
1244151
2943092

1039252
1193377
1546929

971716
2635970

880945
1198790
2076769

958474

982430

2159583
1255063
24776996
46755930
1392349

22599225
1191533

22459358
27250223

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W.M

corr.
% max.
5.86%
2.27%
3.56%
5.00%
6.85%

5.22%
1.13%
1.13%
6.19%
1.23%

3.17%
2.64%
2.42%
1.46%
3.45%

1.22%
1.40%
1.81%
1.14%
3.09%

1.03%
1.40%
2.43%
1.12%
1.15%

2.53%
1.47%
29.01%
54 _.75%
1.63%

26.46%
1.40%
26 .30%
31.91%

0.674%
0.946%
1.296%

0.988%
0.213%
0.214%
1.171%
0.233%

0.599%
0.499%
0.458%
0.276%
0.652%

0.230%
0.264%
0.343%
0.215%
0.584%

0.195%
0.266%
0.460%
0.212%
0.218%

0.478%
0.278%
5.489%
10.358%
0.308%

5.006%
0.264%

4_.975%

6.037%



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019054.D

Aca On : 23 Oct 2020 02:27

Operator : JC/SP

Sample : L4417-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W.M
SW846 8260

35 11.494 1703 1707 1712 rVB 23488388 29792592 34.89%% 6.600%

36 11.658 1728 1734 1744 rVB 17502392 22825401 26.73% 5.056%
37 11.805 1751 1758 1763 rBV2 51800676 85395096 100.00% 18.917%
38 11.933 1776 1779 1785 rVB 719232 871585 1.02% 0.193%
39 12.061 1795 1800 1806 rVB2 1387298 1892363 2.22% 0.419%
40 12.128 1806 1811 1816 rBVY 16882381 21222641 24.85% 4.701%

41 12.286 1831 1837 1844 rBV 13647878 17244973 20.19% 3.820%
42 12.359 1844 1849 1856 rVV2 5487812 8262603 9.68% 1.830%
43 12.500 1868 1872 1878 rVB 1566451 1871224 2.19% 0.415%
44 12.573 1878 1884 1886 rBV 3211635 4405574 5.16% 0.976%
45 12.597 1886 1888 1892 rVB 2698339 2717784 3.18% 0.602%

46 12.652 1892 1897 1901 rBV 5334698 6207548 7.27% 1.375%
47 12.737 1907 1911 1920 rBV2 1862039 2762906 3.24% 0.612%
48 12.890 1931 1936 1941 rVB 1068018 1319175 1.54% 0.292%
49 12.963 1941 1948 1951 rBV 3256691 3953244 4.63% 0.876%
50 13.000 1951 1954 1960 rVB 4519341 5495119 6.43% 1.217%

51 13.207 1984 1988 1993 rVB 2334057 2709488 3.17% 0.600%
52 13.329 2004 2008 2014 rVB2 4702725 6516133 7.63% 1.443%
53 13.463 2025 2030 2038 rVB 776521 952517 1.12% 0.211%
54 13.816 2082 2088 2093 rBV 9048148 10921422 12.79% 2.419%
55 14.676 2217 2229 2240 rBV 3529913 4291238 5.03% 0.951%

56 14.816 2247 2252 2258 rBV 1891875 2427178 2.84% 0.538%

Sum of corrected areas: 451416304
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
VX019054.D

23 Oct 2020 02:27

JC/SP

L4417-17

5.0mL/MSVOA X/WATER

45

Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

= C:\DATABASE\NIST11.L
LSCINT.P

Abundance
5e+07

4e+07

3e+07

2e+07

1e+07

04
Time-->

TIC: VX019054.D

5.24

5.56.70 5.90

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

Abundance
5e+07

4e+07

3e+07

2e+07

1e+07

6.43

TIC: VX019054.D

7.23 7.44 7g30&ﬂ£9

70
6.8892 8.555;

10.35

10.24

10.68
—A—

11.4¢
11.44

11.01 113

11.12
IAI T

(O
Time-->

T
6.50

T
9.00

T T ™
7.00 7.50 8. OO 8.50

T
10.50

1
11.00

Abundance
5e+07

4e+07

3e+07

2e+07

11.66

1e+07

10

TIC: VX019054.D
80

12.13
12.29

13.82
2.36 12.65

s

i

14.6;

A

4.82
/\ T

Time-->

L
12.00 12.50 13 OO 13 50 14.00

L
14.50

T
15.00

15.50

—T—
16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019054.D

Aca On : 23 Oct 2020 02:27

Operator : JC/SP

Sample : L4417-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W.M
Quant Title : SW846 8260

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 Pentane, 2-methyl- Concentration Rank 8

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

2.87 129.83 ug/l 5848140 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentane. 2-methvl- 86 C6H14 000107-83-5 72
2 Pentane. 3.3-dimethvl- 100 C7H16 000562-49-2 47
3 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 47
4 Sulfurous acid. hexvl 2-pentvl e... 236 C11H2403S 1000309-15-6 42
5 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 38

Abundance Scan 292 (2.867 min): VX019054.D (-289) (-) m/z 43.10 100.00%
43
71
5000
57
86 2.60 2.80 3.00 3.20
0 ...,....,....,....,.??.|i.:.?ﬂ~.'!|.,?ﬁ‘..!.-..??..!.,....,....,....,.. m/z 71.10 62.27%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #1825: Pentane, 2-methyl-
43
5000 R AR AR AR R
27 7 2.60 2.80 3.00 3.20
m/z 41.10 41.13%
s L el e
0 “'E'“l“tw'ﬁﬂw'“i”'?ﬁ”ml“'W'“'w'“l“'w'“'v'“l“
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43
71
2.60 2.80 3.00 3.20
5000 m/z 42.10 39.98%
29 55 8
15 62
U L R RS RN RAARS RARAS RAARS RN AR RALRS SuRRS AR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7643: Hexane, 2,3—dimethy|— LIS L N L I
43 2.60 2.80 3.00 3.20
m/z 57.10 23.59%
70
5000
27 55
o2 15 “ \‘  llee | 778 99 114
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019054.D

Aca On : 23 Oct 2020 02:27

Operator : JC/SP

Sample : L4417-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

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 Cyclopentane, methyl- Concentration Rank 10

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

4.38 117.32 ug/Il 5284510 Pentafluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 91
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
3 1H-Tetrazole. 5-methvl- 84 C2H4N4 004076-36-2 64
4 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 52
5 1-Octene, 7-methyl- 126 C9H18 013151-06-9 43

Abundance Scan 540 (4.379 min): VX019054.D (-531) (-) m/z 56.10 100.00%
56
5000 41 69
s 51 || stes | 7a 70 ™ 00 450 a0 4B 4B
Olrrrrrrrrrrreprrrprrrr eI T e e m/z  69.10 48.40%
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
4.00 420 4.40 4.60 4.80
28 a1 m/z 41.10 43.71%
15 I 37 “ 55“\\‘ ! 65\\ . " ‘
S A Ly LA AR AN LA AL AR AR AL IRl AR SRS RALAL kol AL SR Al kel
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 4.00 420 4.40 4.60 4.80
5000 m/z 55.10 25.88%
27
69
o 1 15 37 51 65 84
SLALLALAR) LR LAL) RN LA LN LAY RALA) LARA) RALE) LAALS LARAY AL KA AL LARAY KAL) ML) LARAI KL N
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 4.00 420 4.40 4.60 4.80
21 m/z 39.05 20.48%
5000
42
84
0““mwmwmwmwmwmwmwmw“wmwmwﬁw“wmwmwmwmwmhmwmw
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019054.D

Aca On : 23 Oct 2020 02:27

Operator : JC/SP

Sample : L4417-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

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 Heptane, 2,2,3,5-tetramethyl- Concentration Rank 9

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

6.32 123.31 ug/l 2943090 1,4-Difluorobenzene 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.2.3.5-tetramethvl- 156 C11H24 061868-42-6 78
2 Pentane. 3-ethvl-2.2-dimethvl- 128 C9H20 016747-32-3 64
3 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 59
4 Pentane. 2.2.3.4-tetramethvl- 128 C9H20 001186-53-4 56
5 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 53

Abundance Scan 858 (6.318 min): VX019054.D (-851) (-) m/z 57.10 100.00%
g7
5000
| ‘ 70 83 99 ., 6.00 6.20 6.40 6.60
0 .,....,....','....',.."..,-....',....,....,...., m/z 56.10 41.37%
m/z--> 0 20 60 80 100 120 140 160
Abundance #28452. Heptane, 2,2,3,5-tetramethyl-
57
5000 BENAERE SR AR N
6.00 6.20 6.40 6.60
98 m/z 41.10 27 .53%
71 85
0 \\ M R Y M 141 156
'|'"'|""|'"'|""|""|""|""|""|'
m/z--> 0 20 60 80 100 120 140 160
Abundance
57
6.00 6.20 6.40 6.60
5000 m/z 55.10 11.11%
41
29
71
o 15 83 99 113 128
miz--> 0O 20 40 60 80 100 120 140 160
Abundance #7663: Pentane, 2,2,4-trimethyl-
57 6.00 6.20 6.40 6.60
m/z 43.10 10.03%
5000
ol 2 15 \\ “ L 71 83 99 114
m/z--> 0 20 ' 60 80 100 120 140 160 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019054.D

Aca On : 23 Oct 2020 02:27

Operator : JC/SP

Sample : L4417-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

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 Benzene, l-ethyl-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.66 603.09 ug/Il 22825400 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 94
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 93
3 Mesitvlene 120 C9H12 000108-67-8 91
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 1734 (11.658 min): VX019054.D (-1728) (-) m/z 105.10 100.00%
105
5000 120
77 91 AR ARSI
39 51 65 11.40 11.60 11.80 12.00
Ot b M 338 207 | h757950.10 | 37.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105
5000
120 11.40 11.60 11.80 12.00
m/z 91.10 13.73%
27 39 51 65 77 91
0 "'I"""I""""‘I"""MI"‘;'I‘;""'I"'"I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
11.40 11.60 11.80 12.00
5000 120 m/z 77.10 13.22%
15 27 39 51 g5 7 91
O o e R A I B2 e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9402: Mesitylene
105 11.40 11.60 11.80 12.00
m/z 106.05 10.43%
120
5000
238 es TSt
mz-> 20 40 60 80 100 120 140 160 180 200 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019054.D

Aca On : 23 Oct 2020 02:27

Operator : JC/SP

Sample : L4417-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

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 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.13 560.74 ug/Il 21222600 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 94
2 Mesitvlene 120 C9H12 000108-67-8 94
3 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 94
4 Benzene. 1l-ethvl-4-methvl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1811 (3)2.128 min): VX019054.D (-1806) (-) m/z 105.10 100.00%
105
5000 120
47 51 717 91 11.80 12.00 12.20 12.40
Ol ettt et bl e e e e lSh | m/z 120.10  47.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #941(D8. Benzene, 1,2,3-trimethyl-
105

120 A

5000 LA L L L L L L L L BB |
11.80 12.00 12.20 12.40
77 m/z 77.05 13.78%
39 91
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105
120 11.80 12.00 12.20 12.40
5000 m/z 91.10 11.80%
39 g3 /791

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9423: Benzene, 1-ethyl-3-methyl-

11.80 12.00 12.20 12.40
m/z 119.10 11.16%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019054.D

Aca On : 23 Oct 2020 02:27

Operator : JC/SP

Sample : L4417-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.29 455.65 ug/Il 17245000 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Benzene. cvclopropvl- 118 C9H10 000873-49-4 76
3 Benzene. 2-propenvl- 118 C9H10 000300-57-2 68
4 Deltacvclene 118 C9H10 007785-10-6 58
5 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 49
Abundance Scan 1838 (12.292 min): VX019054.D (-1831) (-) m/z 117.10 100.00%
117
5000
91 105
39 51 63 77 134 007 12.00 12.20 12.40 12.60
0! i m/z 118.05 56.36%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #8951: Indane
117
A
5000 SRR SRR BN B
12.00 12.20 12.40 12.60
o1 m/z 115.10 34.57%
0 15 27 3\9 ?1 \?ﬁ 77 \‘ 193 1
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance
117
12.00 12.20 12.40 12.60
5000 o1 m/z 119.05 17.57%
39 51 63
15 27 7 103
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #8961: Benzene, 2-propenyl-
117 12.00 12.20 12.40 12.60
m/z 91.05 17.09%
5000 o1
39 51 65 28 103
0...,.”.h.ﬂmh“.uh.ﬂw.H”.lu.”.,..”,....“...,”..
m/z--> 200 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019054.D

Aca On : 23 Oct 2020 02:27

Operator : JC/SP

Sample : L4417-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

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 Benzene, l-methyl-3-(1-meth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.36 218.31 ug/Il 8262600 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 95
2 o-Cvmene 134 C10H14 000527-84-4 95
3 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 94
4 Benzene., 1l-ethvl- 3 5 dimethvl- 134 C10H14 000934-74-7 93
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 90
Abundance Scan 1849 (12.359 min): VX019054.D (-1844) (-) m/z 119.10 100.00%
119
5000 134
g 105
77 | 12.00 12.20 12.40 12.60
51
o...,..5?7,..-..,~.'...'-,..|:.,':..'. S ——2 m/z 134.10 37.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14906: Benzene, 1-methyl-3-(1-methylethyl)-
9

5000
12.00 12.20 12.40 12.60

m/z 105.10 27 .20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
119
12.00 12.20 12.40 12.60
5000 m/z 91.10 21.07%
134
91

2741 6377 | 105

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14876: Benzene, 2-ethyl-1,4-dimethyl-

12.00 12.20 12.40 12.60
m/z 120.10 9.93%

5000

A A
LI L L O B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019054.D

Aca On : 23 Oct 2020 02:27

Operator : JC/SP

Sample : L4417-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

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 Benzene, l-ethyl-2,4-dimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.65 164.02 ug/Il 6207550 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 97
2 Benzene. 2-ethvl-1.4-dimethvl- 134 C10H14 001758-88-9 96
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 95
4 Benzene. 2-ethvl-1.3-dimethvl- 134 C10H14 002870-04-4 95
5 Benzene, l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 95

Abundance Scan 1897 (12.652 min): VX019054.D (-1892) (-) m/z 119.10 100.00%
119
5000
134
91
39 65 | 12.40 12.60 12.80 13.00

o] P A | — .2 m/z 134.10 30.82%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14877: Benzene, 1-ethyl-2,4-dimethyl-

5000
12.40 12.60 12.80 13.00

m/z 91.10 16.12%

04
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
119
12.40 12.60 12.80 13.00
5000 m/z 120.10 10.40%
91 134

77
27 51

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14875: Benzene, 4-ethyl-1,2-dimethyl-

12.40 12.60 12.80 13.00
m/z 105.10 9.15%

5000

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019054.D

Aca On : 23 Oct 2020 02:27

Operator : JC/SP

Sample : L4417-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Library Search Compound Report

SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M

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 Benzene, 1,2,4,5-tetramethyl-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.00 145.19 ug/Il 5495120 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 97
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 95
5 o-Cymene 134 C10H14 000527-84-4 95

Abundance Scan 1954 (13.000 min): VX019054.D (-1951) (-) m/z 119.10 100.00%
119
5000 134
91
39 51 65 77 103 007 12.60 12.80 13.00 13.20 13.40
o] NSRS ViSRG SERIS PSR W RN 1SS | MMM m/z 134.10 46.48%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
12.60 12.80 13.00 13.20 13.40
91 m/z 91.10 15.83%
15 27 % 51 65 7T 103 |
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
119
12.60 12.80 13.00 13.20 13.40
5000 134 m/z 120.10 10.56%
91
15 27 4151 65 77 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14870: Benzene, 1,2,3,5-tetramethyl-
119 12.60 12.80 13.00 13.20 13.40
m/z 117.10 8.46%
5000 134
27 39 51 65 77 gﬁ 105
0 |||||‘|||‘|‘||“i‘||‘|“|||“‘||||||‘|‘||‘i‘l|||“|||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20 13.40

82X102120W.M Fri Oct 23 17:23:13 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX102220\
Data File : VX019054.D

Aca On : 23 Oct 2020 02:27

Operator : JC/SP

Sample : L4417-17

Misc : 5.0mL/MSVOA X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_.M
SW846 8260

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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.33 172.17 ug/Il 6516130 1,4-Dichlorobenzene-d4 12.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 1-Phenvl-1-butene 132 C10H12 000824-90-8 70
3 Benzene. 2-butenvl- 132 C10H12 001560-06-1 70
4 Benzene. l-methvl-4-(2-propenvl)- 132 C10H12 003333-13-9 70
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 64

Abundance Scan 2008 (13.329 min): VX019054.D (-2004) (-) m/z 117.10 100.00%
117
5000 13
. 91 R R e e
39 51 65 13.00 13.20 13.40 13.60
0 el 162 207 | "m/z 119.10 51.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117
132 A
5000 SR SR SR SRR B
o1 13.00 13.20 13.40 13.60
0
,, 39 51 65 77 Lo m/z 132.10 36.37%
15 e M i
0 |||||‘||||||H‘|‘|‘|||“i“|||‘=||Mi‘|||||‘|||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117
13.00 13.20 13.40 13.60
5000 132 m/z 115.10 29.21%
91
. 27 39 51 65 77 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14048: Benzene, 2-butenyl-
117 13.00 13.20 13.40 13.60
m/z 134.10 21.89%
132
5000 o1
39 51 65
27 78
0...,”..,”..,”..,”..?ﬁ..,”..,”..,”..,.”.,.”. IV/LN GRR | GH————
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60

82X102120W.M Fri Oct 23 17:23:14 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX102220\
Data File : VX019054.D

Acq On : 23 Oct 2020 02:27

Operator : JC/SP

Sample - L4417-17

Misc : 5.0mL/MSVOA_X/WATER

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X102120W_M
SW846 8260

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Pentane, 2-methyl- 2.87 129.8 ug/l 5848140 1 5.64 2252230 50.0
Cyclopentane, met... 4.38 117.3 ug/l 5284510 1 5.64 2252230 50.0
Heptane, 2,2,3,5-... 6.32 123.3 ug/l 2943090 2 6.83 1193380 50.0
Benzene, l-ethyl-_... 11.66 603.1 ug/l 22825400 4 12.06 1892360 50.0
Benzene, 1,2,3-tr... 12.13 560.7 ug/l 21222600 4 12.06 1892360 50.0
Indane 12.29 455.6 ug/l1 17245000 4 12.06 1892360 50.0
Benzene, l-methyl... 12.36 218.3 ug/l 8262600 4 12.06 1892360 50.0
Benzene, l-ethyl-_.. 12.65 164.0 ug/l 6207550 4 12.06 1892360 50.0
Benzene, 1,2,4,5-... 13.00 145.2 ug/l 5495120 4 12.06 1892360 50.0
Benzene, 2-etheny... 13.33 172.2 ug/l 6516130 4 12.06 1892360 50.0
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