LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025461.D

Acqg On : 03 Dec 2021 04:50
Operator : JC/MD

Sample : M4918-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 49 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X111721W.M

Title : SW846 8260

Signal : TIC: VX@25461.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.246 22 26 41 rBV 257599 564722 1.54% 0.365%
2 1.746 103 108 123 rVB 343208 491826 1.34% 0.318%
3 4.306 518 528 540 rVB 183336 520613 1.42% 0.336%
4 6.044 804 813 826 rVB 1852987 4851427 13.26% 3.135%
5 6.763 923 931 939 rBV 172818 434005 1.19% 0.280%

6 8.653 1235 1241 1246 rBV 361060 560498 1.53% 0.362%
7 8.726 1246 1253 1264 rVB 10074939 16038900 43.83% 10.366%
8 10.055 1460 1471 1476 rBV 375892 534662 1.46% ©.346%
9 10.201 1489 1495 1506 rVB 10752747 14076977 38.47% 9.098%
10 10.317 1506 1514 1519 rBV 22167752 36594939 100.00% 23.651%

11 10.653 1562 1569 1574 rBV 16151116 23246192 63.52% 15.024%
12 10.964 1613 1620 1626 rBV 502852 620996 1.70% 0.401%

13 11.085 1634 1640 1645 rBV 318355 413146  1.13% 0.267%
14 11.305 1671 1676 1683 rBV 1368831 1680104 4.59%  1.086%
15 11.384 1683 1689 1696 rVV 4908982 8948644 24.45% 5.783%
16 11.457 1696 1701 1706 rVB 2454473 3005675 8.21%  1.943%
17 11.e616 1721 1727 1737 rBV 3053879 3717332 10.16% 2.402%
18 11.756 1745 1750 1755 rBV 9824610 12769037 34.89%  8.252%
19 12.024 1789 1794 1798 rBV2 468249 590363 1.61% 0.382%
20 12.091 1798 1805 1810 rBV 3493390 4141969 11.32% 2.677%
21 12.244 1825 1830 1838 rBV2 3012569 4067004 11.11% 2.628%
22 12.317 1838 1842 1850 rVB3 543229 800596 2.19% 0.517%
23 12.414 1852 1858 1862 rBV 418428 522947 1.43% 0.338%
24 12.530 1872 1877 1879 rBV 386916 472173 1.29% ©.305%
25 12.555 1879 1881 1886 rVB 335781 376174 1.03% 0.243%
26 12.616 1886 1891 1894 rBV 623671 742183 2.03% 0.480%
27 12.701 1900 1905 1913 rBV2 483714 689261 1.88%  0.445%
28 12.920 1934 1941 1945 rBV 384410 506389 1.38% ©0.327%
29 12.963 1945 1948 1954 rVB 586223 682126 1.86% 0.441%
30 13.170 1978 1982 1987 rVB 446659 515209 1.41% 0.333%
31 13.292 1997 2002 2007 rVB2 1132760 1476457 4.03%  0.954%
32 13.426 2019 2024 2032 rVB 367355 464478  1.27%  0.300%
33 13.780 2074 2082 2090 rBV 3886161 4832758 13.21% 3.123%
34 14.640 2210 2223 2228 rBV 1701376 2127956 5.81% 1.375%
35 14.780 2241 2246 2255 rBV 1231194 1560757 4.26%  1.009%

36 15.481 2354 2361 2374 rBV 291381 484938 1.33% 0.313%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX@25461.D

Acqg On : 03 Dec 2021 04:50
Operator : JC/MD

Sample : M4918-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 49 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Title : SW846 8260
37 15.615 2374 2383 2387 rVV 364492 607278 1.66% 0.392%

Sum of corrected areas: 154730711
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025461.D

Acqg On : 03 Dec 2021 04:50
Operator : JC/MD

Sample : M4918-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VX025461.D\data.ms
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Abundance TIC: VX025461.D\data.ms

o

10.817
2e+07

10.653
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX@25461.D

Acqg On : 03 Dec 2021 04:50

Operator JC/MD

Sample : M4918-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Benzene, 1l-ethyl-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.384 757.89 ug/l 8948640 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 1689 (11.384 min): VX025461.D\data.ms (-1683) (-
105.1

5000
77.0 J
39.1
B 1/ T N Y - B -3
m/z--> 20 40 60 80 100 120 140 160
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000

m/z 105.05 100.00%

o)

I
11.00 11.50

m/z 120.10  32.83%

11.00 1150
l m/z 91.10 13.70%
\]-\5\0‘\\\3\9’0\\\S\Q‘q\\\H‘\\‘\\““\\J\.‘“z\.(\)\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
11.00 11.50
5000 m/z 77.05  12.84%
180 390 500 M |
e B
miz--> 20 40 60 80 100 120 140 160 A
Abundance #10705: Benzene, 1,2,4-trimethyl- — A
105.0 11.00 11.50
m/z 106.10 9.48%
5000
280 g, 770 /\/\A
WM,m_wwH\wum%m_”w WL
m/z--> 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025461.D

Acqg On : 03 Dec 2021 04:50
Operator : JC/MD

Sample : M4918-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzene, 1l-ethyl-4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.616 314.83 ug/l 3717330  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91

Abundance Scan 1727 (11.616 min): VX025461.D\data.ms (-1721) (- m/z 105.05 100.00%

106.1 ‘
5000
120.1
A SR

39.1 630 ot 910 11.50 12.00
Oherrrreerrreprtoredbeior et e ke myz 120010 31.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 M A
120.0 11.50 12.00

m/z 91.05 12.46%

77.0 91.0
\\‘]\.\5\\0‘\\\\‘\\3\?‘\0\\\“\\\\6‘:\3‘\‘9\‘\\\‘\“\\\\“\\\\‘\‘}1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0

11.50 12.00
5000 m/z 77.10  12.37%

105.0 11. 50 12 00
m/z 79.10 9.21%

5000
120.0

120.0
79.0
0 w0 | ||
N R S RESAES
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 f\/\ A A
Abundance #10723: Benzene, 1-ethyl-3-methyl-

39.0 . .
0 es 100 /\

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 130 11 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025461.D

Acqg On : 03 Dec 2021 04:50
Operator : JC/MD

Sample : M4918-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Benzene, 1,2,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.091 350.80 ug/l 4141970 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 1805 (12.091 min): VX025461.D\data.ms (-1798) (-~ m/z 105.10 100.00%
105.1
5000 120.1 A /\
‘ — ‘
391 630 77‘-1 911 12.00
ettt el w2 120,10 43.69%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 1200 /\ S LN j\ :
12.00
470 m/z 77.10 12.90%
51.0 7 91.0
\\‘H\\‘\2\\7\.‘0\\\\“\\\\i‘{‘\\}“\‘\‘H‘H\‘H‘\\\\“H\\‘\Ml\‘\\‘\‘\“‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 A j\
‘ —
120.0 12.00
5000 m/z 91.10 10.60%
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 119.10 9.74%
120.0
5000
77.0 91.0
S+ Ui NEVRRN VRS M) W

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025461.D

Acqg On : 03 Dec 2021 04:50
Operator : JC/MD

Sample : M4918-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 1Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.244 344.45 ug/1 4067000 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 81
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 74
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 74
5 Deltacyclene 118 C9H1e 007785-10-6 64
Abundance Scan 1830 (12.244 min): VX025461.D\data.ms (-1825) (- m/z 117.10 100.00%
117.1
5000
39.1 63.0 911 ) ‘12‘00‘ 1250NJ\
134.1 : i
0 b L J“ ST 3 - m/z 118.10  56.86%
miz--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
5000 = —
12.00 12.50
39.0 580 910 m/z 115.05 33.57%
miz--> 20 40 60 100 120 140
Abundance #10205:Benzene,l%ﬂhenyh24neﬂwk
117.0
12.00 12.50
5000 m/z 91.10 17.27%
91.0
300 580 ‘
“““u“h“W‘Mﬁﬂ7%P“J1‘ph“l““‘,‘
mfz--> 20 40 60 80 100 120 140
Abundance #10192: Benzene, 2-propenyl-
117.0 12.00 12.50
m/z 119.10 9.67%
5000 91.0
39.0 65.0
\\MHH
m/z--> 20 40 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025461.D

Acqg On : 03 Dec 2021 04:50
Operator : JC/MD

Sample : M4918-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Benzene, 1l-ethyl-3,5-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.317 67.81 ug/l1 800596 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
3 o-Cymene 134 C10H14 000527-84-4 94
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94

Abundance Scan 1842 (12.317 min): VX025461.D\data.ms (-1838) (- m/z 119.10 100.00%

119.1
5000
91.0
391 65.0 12.00 12.50
et bt e L 18901703 65 10 47.82%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000 A A
12.00 12.50
91.0 m/z 134.05 39.48%
39.0 650 :
\‘\\].\5‘\.(‘]\‘\\\“‘\\‘i‘\‘w“\\\‘”‘\\‘\\‘w“\\m‘“\\\H\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0 AA
eNiivinive
12.00 12.50
5000 m/z 91.05  23.12%
91.0
39.0 650 ‘
miz--> 0 20 40 60 80 100 120 140 160
Abundance #16998: 0-Cymene
119.0 12.00 12.50
m/z 77.00 12.58%
5000
91.0
41.0 65.0‘ Il
. L 1 T} L i I | L
T T B B L B B B
m/z--> 0 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX@25461.D

Acqg On : 03 Dec 2021 04:50

Operator JC/MD

Sample : M4918-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.616 62.86 ug/l 742183 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 o-Cymene 134 C10H14 000527-84-4 97
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 96
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95

5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95

Abundance Scan 1891 (12.616 min): VX025461.D\data.ms (-1886) (-~ m/z 119.10 100.00%
119.1

5000 ?
201 651 91"0 i 1250 13.00
et e Ll UL 18614850y 134 05 29.69%
miz--> 20 40 60 80 100 120 140 160
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000
12.50 13.00
J m/z 91.05 15.81%
91.0
\]-\5\-(‘)\‘\ \:3\9""0\\‘\ \‘6?'9\ \‘H‘ T \‘\ T “1‘\ \‘\‘l T \‘\" LU ‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #16998: o-Cymene
119.0
12.50 13.00
5000 ITI/Z 120.05 10.07%
91.0
41.0 65.0
250 e b ] 1360
miz--> 20 40 60 80 100 120 140 160 Jk
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- LA A f\‘ —
119.0 12.50 13.00
m/z 105.10 8.55%
5000
91.0
39.0 65.0 ‘
‘;gg‘u"W"W“W““H‘wi‘yw“ul“w“““‘
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX@25461.D

Acqg On : 03 Dec 2021 04:50

Operator JC/MD

Sample : M4918-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Benzene, (2-methyl-1-propen... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.701 58.38 ug/l 689261 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 90
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 87
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 87

Abundance Scan 1905 (12.701 min): VX025461.D\data.ms (-1900) (-

m/z 117.05 100.00%

117.1
5000
LN |
91.0
3900 63.0 ‘ i 1250 13.00
Ob el 1880 1562 gy 195,10 31.71%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
5000
91.0 12.50 13.00
m/z 132.00  29.29%
39.0 65.0
\\\‘\\\\“\\“\‘\“h‘\\\H‘\\‘}\““\\ ‘\U\‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
—— ey
12.50 13.00
0 91.0
51.
oo s Lol
miz--> 20 60 80 100 120 140 160
Abundance #16104: Indan, 1-methyl-
117.0 12.50 13.00
m/z 118.05 9.90%
5000
39.0 65.0 910 !ﬂ
m/z--> 20 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX@25461.D

Acqg On : 03 Dec 2021 04:50

Operator JC/MD

Sample : M4918-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.292 125.05 ug/l 1476460  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 91
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91

4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12

5 3-Phenylbut-1-ene

132 C1eH12

000768-00-3 86
000934-10-1 70

m/z 117.10 100.00%

Abundance Scan 2002 (13.292 min): VX025461.D\data.ms (-1997) (-
1

1r.1
5000
91.0
39.1 65.0 51 13.00 13.50
S N ) S o 1680 n/z 119.10  51.32%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 ALVSN —s
91.0 13.00 13.50
51.0 m/z 132.05 35.82%
27.0 ' ‘
\\\‘\‘\\\““\\\LJ\‘ “H\?g\“p‘\\‘}\“w\\ ‘\‘U\‘\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 j\
— e
13.00 13.50
5000 m/z 115.05 30.08%
390 g5 910
e e
miz--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 13.00 13.50
m/z 134.05 22.28%
5000
39.0 65.0 91.0
o B T se
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025461.D

Acqg On : 03 Dec 2021 04:50
Operator : JC/MD

Sample : M4918-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 1,4-Methanonaphthalene, 1,4... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.640 180.22 ug/l 2127960 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64

Abundance Scan 2223 (14.640 min): VX025461.D\data.ms (-2210) (- m/z 142.05 100.00%
14b.1

5000
1151

14.50

15.00
85.87%

39.0 630 890
Ottt e

A 2839 2072 1/7 141,00

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #22142: Naphthalene, 1-methyl- Jk

142.0

5000 —— —
115.0 14.50 15.00

m/z 115.10  32.52%

39.0 930 89.0 I
Il i1 I T 1 1,

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #22143: Naphthalene, 2-methyl-
142.0

—— ——
14.50 15.00
5000 m/z 143.05 11.57%
115.0

390, 230, 890 I

L wlf n
R T R T R e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- ‘ ——
141.0 14.50 15.00

m/z 139.05 11.08%

5000 115.0

39.0 630 ggp ‘

\“HH‘“H\w”“w‘““w‘“‘yw“ww“\‘w‘\“wr““ T

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025461.D

Acqg On : 03 Dec 2021 04:50
Operator : JC/MD

Sample : M4918-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Benzocycloheptatriene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.780 132.19 ug/l 1560760 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 72
Abundance Scan 2246 (14.780 min): VX025461.D\data.ms (-2241) (- m/z 142.05 100.00%
142.1
5000
115.1
—— —
390 630 89.1 ‘ ‘ 1591 14.50 15.00
T S TV Y LS = L m/z 141.05  90.23%
miz--> 20 40 60 80 100 120 140 160
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 — ——
115.0 14.50 15.00
m/z 115.10  34.89%
‘ T \3\9‘"(\)\”\ \‘6‘:3\.‘0\“\”\ ‘\8%.\()\ ‘ T \‘} ‘ T \‘i ‘\ T ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #22143: Naphthalene, 2-methyl-
142.0
—— —
14.50 15.00
5000 m/z 143.05 11.81%
115.0
390 930 890 |
I il I N 1 mi mil I
A At e
miz--> 20 40 60 80 100 120 140 160
Abundance #22140: Benzocycloheptatriene — T
141.0 14.50 15.00
m/z 139.05 11.68%
5000
115.0
39.0 63.0 89.0
SR NG P PR SRR | S L S—
m/z--> 20 40 60 80 100 120 140 160 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120221\
Data File : VX025461.D

Acqg On : 03 Dec 2021 04:50
Operator : JC/MD

Sample : M4918-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1l-ethy... 11.384 757.9 ug/l 8948640 4 12.024 590363 50.0
Benzene, 1l-ethy... 11.616 314.8 ug/l 3717330 4 12.024 590363 50.0
Benzene, 1,2,4-... 12.091 350.8 ug/l 4141970 4 12.024 590363 50.0
Indane 12.244 344.4 ug/l 4067000 4 12.024 590363 50.0
Benzene, 1l-ethy... 12.317 67.8 ug/l 800596 4 12.024 590363 50.0
Benzene, 1l-ethy... 12.616 62.9 ug/l 742183 4 12.024 590363 50.0
Benzene, (2-met... 12.701 58.4 ug/l 689261 4 12.024 590363 50.0
Benzene, 2-ethe... 13.292 125.1 ug/l 1476460 4 12.024 590363 50.0
1,4-Methanonaph... 14.640 180.2 ug/l 2127960 4 12.024 590363 50.0
Benzocyclohepta... 14.780 132.2 ug/l 1560760 4 12.024 590363 50.0
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