LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029781.D

Acqg On : 24 Jun 2022 17:30
Operator : JC/MD

Sample : N3202-02 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  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\82X061822W.M

Title : SW846 8260

Signal : TIC: VX@29781.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.251 22 27 40 rBV 25942 54580 2.13% 0.296%
2 2.958 298 307 317 rVB2 52919 136024 5.30% 0.738%
3 3.117 324 333 344 rVB 38884 86075 3.36% 0.467%
4 4.300 518 527 538 rBV3 9342 27558 1.07% 0.150%
5 4.574 561 572 585 rBV2 7929 26438 1.03% 0.143%
6 5.391 694 706 716 rBV 131710 384239 14.98% 2.085%
7 5.556 723 733 750 rVB 253552 714714 27.87%  3.878%
8 5.964 790 800 806 rBV 144051 373120 14.55% 2.024%
9 6.043 806 813 828 rVB 187220 501517 19.56% 2.721%
106 6.238 831 845 858 rBv4 48271 158558 6.18% 0.860%
11 6.769 921 932 946 rBV 372187 895623 34.92% 4.859%
12 8.506 1211 1217 1225 rVB2 18077 28436 1.11% 0.154%
13 8.652 1234 1241 1248 rBV 757976 1168186 45.55% 6.338%
14  8.720 1248 1252 1263 rVV 123748 197268 7.69% 1.070%
15 9.457 1367 1373 1386 rVB 37024 60696 2.37% 0.329%

16 10.055 1460 1471 1483 rBV 745416 1009788 39.38%
17 10.195 1489 1494 1501 rBV 903510 1138858 44.41% 6.179%
18 10.305 1506 1512 1527 rVB 1920274 2564503 100.00% 13.913%

Ul
IN
N
0
R

19 10.646 1562 1568 1576 rBV 428240 551052 21.49% 2.990%
20 10.963 1614 1620 1626 rVB 87077 109609 4.27%  0.595%

21 11.085 1634 1640 1649 rBV 588560 739634 28.84%
22 11.304 1668 1676 1682 rBV 124584 157087 6.13%
23 11.402 1683 1692 1696 rBV 272185 419984 16.38%
24 11.451 1696 1700 1706 rVB 322651 393708 15.35%
25 11.615 1721 1727 1735 rBV 396590 477933 18.64%

NN O D
N
N
)
xR

26 11.756 1744 1750 1756 rBV 1294251 1579665 61.60%
27 12.024 1789 1794 1800 rBV 748396 904427 35.27%
28 12.091 1800 1805 1810 rBV 505313 647166 25.24%

O W whoo
Ul
=
[y
R

29 12.243 1825 1830 1838 rBV 454799 581016 22.66% 152%
30 12.323 1838 1843 1851 rVB2 61358 88934  3.47% 482%
31 12.414 1851 1858 1862 rBv2 22805 32910 1.28% 0.179%
32 12.463 1862 1866 1871 rVB 21102 27791 1.08% 0.151%
33 12.530 1872 1877 1880 rBV 48460 73917 2.88% 0.401%
34 12.554 1880 1881 1886 rVB 39918 35358 1.38% ©0.192%
35 12.615 1886 1891 1894 rBV 98555 119020 4.64% ©.646%

36 12.701 1900 1905 1913 rBV2 92694 126719 4.94% 0.687%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029781.D

Acqg On : 24 Jun 2022 17:30
Operator : JC/MD

Sample : N3202-02 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  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\82X061822W.M
Title : SW846 8260
37 12.853 1925 1930 1934 rVB2 30918 41100 1.60% 0.223%
38 12.920 1934 1941 1945 rBV 65579 89326 3.48% 0.485%
39 12.963 1945 1948 1954 rVB 106156 129811 5.06% 0.704%
40 13.170 1978 1982 1988 rVB 67239 77993 3.04% 0.423%
41 13.292 1998 2002 2008 rVB2 190109 247995 9.67% 1.345%
42 13.426 2019 2024 2030 rVB 65571 86168 3.36% 0.467%
43 13.542 2040 2043 2047 rBV 22481 29371 1.15% 0.159%
44 13.585 2047 2050 2057 rvv3 22756 42256 1.65% 0.229%
45 13.664 2057 2063 2069 rVB2 25164 52208 2.04% 0.283%
46 13.780 2076 2082 2090 rBV 396348 515756 20.11% 2.798%
47 13.859 2090 2095 2102 rVB3 19807 38042 1.48% 0.206%
48 13.926 2102 2106 2110 rBV3 22514 29493 1.15% 0.160%
49 14.231 2147 2156 2163 rBV 50044 86143 3.36% 0.467%
50 14.481 2191 2197 2202 rBvV2 34654 46915 1.83% 0.255%
51 14.639 2209 2223 2227 rBV 93799 145325 5.67% 0.788%
52 14.779 2242 2246 2250 rBV 75909 94341 3.68% 0.512%
53 15.188 2306 2313 2320 rBV2 14081 28086 1.10% 0.152%
54 15.481 2355 2361 2365 rBvV2 16868 26651 1.04% 0.145%
55 15.615 2378 2383 2386 rBV 21560 32955 1.29% 0.179%
Sum of corrected areas: 18432046
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029781.D

Acqg On : 24 Jun 2022 17:30
Operator : JC/MD

Sample : N3202-02 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX029781.D\data.ms
1500000
1000000
500000
5.556 3
5.391 .
0 1.251 2.958.117 4.300 4.574 6.23¢
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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 TIC: VX029781.D\data.ms
10.805
1500000
1000000 10.195
8.652 10.055
11.085
500000
6.769 10.646 .
115483
.720 11.30
10.96
0 8.506 9.457 k i A
T — T — — —T A N S e e e R A N A N
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX029781.D\data.ms
1500000
11.756
1000000
12.024
12.0
5000001 - 3243 15,780
13.292
. 048968317013 da6mensgmasps 1423114880770 1o o0 15 amers
T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029781.D

Acqg On : 24 Jun 2022 17:30
Operator : JC/MD

Sample : N3202-02 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 1 Amylene hydrate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.238 8.85 ug/1 158558 1,4-Difluorobenzene 6.769

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Amylene hydrate 88 C5H120 000075-85-4 78

2 3-Hexanol 102 C6H140 000623-37-0 43

3 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 28

4 2-Methyl-5-hexen-3-ol 114 C7H140 032815-70-6 10

5 (Aminomethyl)cyclopropane 71 C4HON 002516-47-4 9

Abundance Scan 845 (6.238 min): VX029781.D\data.ms (-831) (-) m/z 59.10 100.00%

59.1
73.1
5000
43.1

6.00 6.20 6.40 6.60
H\‘\H\‘HH‘H\ii\\H“\‘H‘\i\\\‘\l‘\\u‘HH‘HH‘HH‘ mZ 73.10 59.19%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2360: Amylene hydrate
59.0
73.0

5000 H““H“‘H“‘H“‘H
31.0 43.0 6.00 6.20 6.40 6.60

m/z 55.10  58.30%

‘ ‘ [l
TTT ‘ TTTT ‘ TT \ \ ‘ LI ‘ \ \ TT ‘ \ T \ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ LI ‘ TTTT ‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4968: 3-Hexanol
59.0

310 6.00 6.20 6.40 6.60
5000 ' m/z 43.10 31.29%

43.0 73.0
15.0 ‘
el Al es0 1020,
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #5307: Propanoic acid, 2-hydroxy-2-methyl- I REmEREEE /&

59.0 6.00 6.20 6.40 6.60
m/z 41.05 19.58%

5000 43.0
31.0
o ||| 750 89.0

o I oL o B B e e A R A RASEETE s
m/z--> 10 20 30 40 50 60 70 80 90 100 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029781.D

Acqg On : 24 Jun 2022 17:30
Operator : JC/MD

Sample : N3202-02 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.615 26.42 ug/1 477933  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-4-methyl- 120 C9H12 000622-96-8 94
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 (11.615 min): VX029781.D\data.ms (-1721) (- m/z 105.10 100.00%

105.1
5000
120.1

391 510 65.1 776. 9%1 | 11.50 12.00
rrprrrrrerrdpeee e e e e e m/z 120.10  29.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0

dul

5000 e M
120.0 11.50 12.00

m/z 91.10 11.59%

27.0 39‘.0 51.0 5.0 77‘ .0 9]‘..0
‘ L Ll i I, ‘ .
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0

11.50 12.00
5000 m/z 77.10  10.96%
120.0
79.0 91.0
27.0 390 510 65.0 H o
R ARl RNy I R RRREETE
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 11 50 12 00
m/z 79.10 9.36%
5000
120.0
27.0 330 510 g50 770 910
\ Qoo 1l L l L
AR B e ma e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 1l 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029781.D

Acqg On : 24 Jun 2022 17:30
Operator : JC/MD

Sample : N3202-02 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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, 1l-ethyl-3-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.091 35.78 ug/1l 647166 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 C9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 90

Abundance Scan 1805 (12.091 min): VX029781.D\data.ms (-1800) (- m/z 105.10 100.00%
105.1

5000 120.1 j\ [{ j\
; P
51.0 77.0 91.0 12.00
e 30 e MW mz 120.05  43.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0 /\ ‘ f\ ‘
12.00
770 m/z 77.05 11.42%
51.0 " 91.0
\\‘H\\‘\2\\7\-‘()\\\\“HHi‘{‘\\}“\‘\‘H‘\\\‘H‘\H\“\H\‘\Ml\‘\\‘\‘\“‘\H\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
12.00
m/z 91.05 10.46%
5000 120.0 /
77.0
JECL TR0 o Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 119.20 10.16%
5000 120.0
28.0 77.0 91.0
51.0 .
0 | e L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 12.00

82X061822W.M Sat Jul 02 ©5:12:59 2022 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029781.D

Acqg On : 24 Jun 2022 17:30
Operator : JC/MD

Sample : N3202-02 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.243  32.12 ug/1 581016 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, cyclopropyl- 118 C9H10 000873-49-4 87
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 83
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 80
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 74

Abundance Scan 1830 (12.243 min): VX029781.D\data.ms (-1825) (- m/z 117.05 100.00%

117.1
5000
39.0 63.1 91"0 1341 12.00 12.50
e b SSES 0 myz 118,10 56.65%
m/z--> 20 40 60 80 100 120 140
Abundance #10179: Indane
11y7.0
5000 e —
12.00 12.50
39.0 580 910 m/z 115.05 32.52%
m/z--> 20 40 60 100 20 140
Abundance #10198:Benzene,cydopropyh
117.0
12.00 12.50
5000 91.0 m/z 91.85 16.37%
39.0 65.0
S O O OO |
m/z--> 20 40 60 80 100 120 140
Abundance #10192: Benzene, 2-propenyl-
117.0 12.00 12.50
m/z 119.10 8.29%
5000 91.0
39.0 65.0
S ' VS RN S |
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029781.D

Acqg On : 24 Jun 2022 17:30
Operator : JC/MD

Sample : N3202-02 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 5 o-Cymene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.615 6.58 ug/1 119020 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 p-Cymene 134 CleH14 000099-87-6 94
5 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 92
Abundance Scan 1891 (12.615 min): VX029781.D\data.ms (-1886) (- m/z 119.10 100.00%
119.1
5000
91.0
39.0 65.0 | ‘ | | 1351 12.50 13.00
\‘\\\\‘\\\\"‘\\‘\\“\“\\\”‘\\\\’H‘\\‘\“\\\‘\‘\ m/Z 134.20 28.56%
m/z--> 0 20 40 60 80 100 120 140
Abundance #16997: o-Cymene
119.0 /‘J\
5000 Aj\‘ T /\‘ T \/\ \A\ T T
12.50 13.00
91.0 m/z 91.00 16.50%
qo s || mo
L [ TR n mn m Ll \.
\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 0 20 40 60 80 100 120 140
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
12.50 13.00
5000 m/z 120.10 9.81%
91.0
ST R S A I
miz--> 0 20 40 60 80 100 120 140 LA m Af\
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- e A -
119.0 12.50 13.00
m/z 105.10 9.53%
5000
91.0 ‘
41.0 65.0
150 410 680 | | 1350 AL A

m/z--> 0 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029781.D

Acqg On : 24 Jun 2022 17:30
Operator : JC/MD

Sample : N3202-02 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 6 Benzene, (2-methyl-1-propen... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.701 7.01 ug/l 126719 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-4-ethyl- 132 C10H12 003454-07-7 87
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 87
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87

Abundance Scan 1905 (12.701 min): VX029781.D\data.ms (-1900) (-  m/z 117.05 100.00%

117.1
5000
132.0 A
‘ ‘ ——
511 -, 91‘-0 ‘ 12.50 13.00
H‘HH‘H\\‘\\\\“HH‘\H‘\“\‘\“\\‘H.\;\L‘HH“HH‘HH‘HH’\H‘“"\‘\H‘H m/z 115.05 34.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16143: Benzene, (2-methyl-1-propenyl)-
117.0
132.0
5000
12.50 13.00
m/z 132.00 27.94%
39.0 65.0
H‘HH‘H\\‘\\\\“H\\i‘\‘\\‘\‘\\‘\\‘\\\u‘\\\\‘\\\\‘\w\\‘HH’\H“’\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
e o
12.50 13.00
5000 132.0 ITI z 91.05 13.48%
91.0
51.0
H_Hw%zeuﬁH‘JHHNMZﬂﬁwuwhuuwuwﬁhumwhwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 12.50 13.00
m/z 118.20 9.67%
5000 132.0
91.0
51.0
270 | \‘ ni 74p ‘ 1L H

T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1250 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029781.D

Acqg On : 24 Jun 2022 17:30
Operator : JC/MD

Sample : N3202-02 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 7 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.963 7.18 ug/1 129811 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 96
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 91

Abundance Scan 1948 (12.963 min): VX029781.D\data.ms (-1945) (-  m/z 119.10 100.00%

119.1
5000 134.2
91.1

20 80 L el o
s ! i t "\”\ T \‘“‘ il T m/z 134.15 44.49%

m/z--> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
134.0
5000
13.00
m/z 91.10 17.15%
41.0 950
\]_\5\.()‘ T ‘\ T \“"\ \‘\‘ T ‘6?\()\ \“" L ’W\ \‘\“l T \“\ ‘ T
m/z--> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0
\ T ‘ T
134.0 13.00
5000 ' ITI/Z 120.10 10.99%
91.0
| e 63.0 Ly ‘ | | |
1l L | Iy i
L I e B A T AL A o BRSO
miz--> 20 80 100 120 140 f\ A/\
Abundance #17061: Benzene, 1,2,4,5-tetramethyl- AWAVALY 7
119.0 13.00
m/z 77.10 9.30%
134.0
5000
91.0
39.0 65.0 ﬁ
\¥59\H \JH\\W\‘WM\\M\ \\\,W\\WW\\\M\‘\\ \ : FK\ =
m/z--> 20 40 60 80 100 120 140 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029781.D

Acqg On : 24 Jun 2022 17:30

Operator JC/MD

Sample : N3202-02 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 8 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.292 13.71 ug/1 247995 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 90
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 89
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 87
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 87

Abundance Scan 2002 (13.292 min): VX029781.D\data.ms (-1998) (-
117.1

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->

91.1
1 S ]
N mn Ll iy

1%4.2

20

#16149: Benzene, 2-ethenyl-1,4-d

80 100 120

11v.0

140

imethyl-

m/z 117.10 100.00%

|

13.50
m/z 119.10  37.30%

oYy ‘ P
13.00

91.0 13.00 13.50
510 m/z 132.05 36.71%
27.0 | ‘ 133.0
\\\‘\\\\’\\‘H‘ ‘H‘\\H\‘\\‘}\“H‘\\\“\‘U\‘\‘\\\\
20 40 80 100 120 140
#16151: 1H—Indene, 2,3-dihydro-5-methyl-
117.0 J\
e o A
13.00 13. 50
m/z 115.10 8.90%
39.0 1.
e | 143-0
S PO PR VPP | o
20 40 80 100 120 140
#16107: 1-Phenyl-1-butene AN,
117.0 13.00 13,50
m/z 91.10 17.19%
91.0
51.0 ‘
133.0
L O YA NP M PV
20 40 6 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029781.D

Acqg On : 24 Jun 2022 17:30
Operator : JC/MD

Sample : N3202-02 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 Naphthalene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.639 8.03 ug/1 145325 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 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 64

Abundance Scan 2223 (14.639 min): vx029781[ndmarns(2209)( m/z 142.20 100.00%

142.2
5000 115.1
T

T
15.00

|
|

14.50
39.1 631 89.1
ot b ik ML 169.0 2070 g 940 50 85.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 ! ! [
115.0 14.50 15.00
m/z 115.10 38.42%
‘\\\\‘\59\\“‘7%\?‘\9\}2\\‘\\\\‘\\\\“‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
HE Al
Al e
14.50 15.00
5000 ITI/Z 139.05 11.37%

115.0

39.0 630 89.0

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

Abundance #22140: Benzocycloheptatriene T
141.0 14.50

m/z 143.05

5000
115.0 K

A
15.00
10.95%

39.0 63.0 89.0

L \‘\H\ L MHHMH“HH‘HH fj/\“/\f\‘/\ A

‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ Tt 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\VX062422\
Data File : VX029781.D

Acqg On : 24 Jun 2022 17:30
Operator : JC/MD

Sample : N3202-02 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.780 5.22 ug/1 94341  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 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 83

Abundance Scan 2246 (14.779 min): VX029781.D\data.ms (-2242) (- m/z 142.05 100.00%
142.1

5000 115.1

— —
14.50 15.00
39,1 63.0 89.1
MRS ‘,‘“wa_mz“??ul‘ m/z 141.05  89.64%

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

Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 — —
115.0 14.50 15.00
m/z 115.10 41.22%
0, 999 890 I
L 1L {1 R T " ik n
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
$AVAH\ Py L
14.50 15.00
m/z 139.20 13.10%
5000 115.0

30.0 930 890 I
| ) Ay il mi |

| N
R R R T e R
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 143.05 11.20%

5000 115.0

39.0 630 ggp ‘
NS | R Y S

m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062422\
Data File : VX029781.D

Acqg On : 24 Jun 2022 17:30
Operator : JC/MD

Sample : N3202-02 20X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.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|
Amylene hydrate 6.238 8.8 ug/l 158558 2 6.769 895623 150.0
Benzene, 1l-ethy... 11.615 26.4 ug/l 477933 4 12.024 904427 50.0
Benzene, 1l-ethy... 12.091 35.8 wug/l 647166 4 12.024 904427 50.0
Indane 12.243 32.1 ug/l 581016 4 12.024 904427 50.0
o-Cymene 12.615 6.6 ug/l 119020 4 12.024 904427 50.0
Benzene, (2-met... 12.701 7.0 ug/l 126719 4 12.024 904427 50.0
Benzene, 1,2,3,... 12.963 7.2 ug/l 129811 4 12.024 904427 50.0
Benzene, 2-ethe... 13.292 13.7 ug/l 247995 4 12.024 904427 50.0
Naphthalene, 1-... 14.639 8.0 ug/l 145325 4 12.024 904427 50.0
1,4-Methanonaph... 14.780 5.2 ug/l 94341 4 12.024 904427 50.0
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