LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029128.D

Acqg On : 01 Jun 2022 19:04
Operator : JC/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 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\82X053122W.M

Title : SW846 8260

Signal : TIC: VX@29128.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.258 24 28 51 rBV 298669 800595 1.30% 0.308%
2 5.391 692 706 716 rBV 213792 618872 1.00% 0.238%
3 5.556 717 733 743 rBV 342086 1080733 1.75% 0.416%
4 6.763 920 931 952 rBV 537205 1266494 2.05% 0.487%
5 8.653 1235 1241 1248 rVB 1133938 1724073 2.79% 0.663%

6 10.055 1466 1471 1477 rBV 1210408 1587257 2.57%
7 10.195 1489 1494 1504 rVB 489322 633000 1.03%
8 10.963 1614 1620 1634 rBV 2804025 3442975 5.58%
9 11.085 1634 1640 1645 rBV 1020187 1320339 2.14%
10 11.305 1671 1676 1682 rVB 2596681 3073057 4.98%

PO RrR OO
w
N
PN
R

11 11.402 1684 1692 1696 rVV 1471980 1829437 2.96% ©.703%
12 11.451 1696 1700 1707 rVB 905302 1107916 1.79% 0.426%
13 11.616 1719 1727 1737 rBV 5618102 6784457 10.99%  2.609%
14 11.756 1738 1750 1755 rBV 17720638 22571326 36.55% 8.679%
15 11.811 1755 1759 1764 rVB 669479 784211 1.27% ©.302%

16 11.975 1780 1786 1789 rBV 493114 676784 1.10%  0.260%
17 12.024 1789 1794 1799 rVB2 1905008 2766294  4.48%  1.064%
18 12.091 1799 1805 1809 rBV 6684082 8128844 13.16% 3.126%
19 12.250 1824 1831 1838 rBV 14385507 19899600 32.22% 7.652%
20 12.317 1838 1842 1848 rVV2 2071040 2933690 4.75% 1.128%

21 12.463 1861 1866 1873 rVB 472816 634009 1.03% 0.244%
22 12.536 1873 1878 1879 rBV 1222755 1522254  2.46%  0.585%
23 12.554 1879 1881 1886 rVV 1533982 1770040 2.87% 0.681%
24 12.615 1886 1891 1894 rVV 3284364 4046421 6.55% 1.556%
25 12.701 1900 1905 1911 rBV 6562540 8914108 14.43%  3.428%
26 12.847 1925 1929 1934 rVB 708759 906295 1.47% 0.348%
27 12.926 1934 1942 1945 rBV 1117962 1528273 2.47%  ©.588%
28 12.963 1945 1948 1953 rVV 2383123 3123908 5.06% 1.201%
29 13.067 1960 1965 1968 rVV2 709090 1129176 1.83% 0.434%
30 13.170 1977 1982 1987 rVB 4556914 5401882 8.75% 2.077%

31 13.292 1997 2002 2006 rBV2 4717037 6031910 9.77%  2.319%
32 13.347 2006 2011 2018 rVB 3770671 4816527 7.80% 1.852%
33 13.426 2018 2024 2030 rVB 13444721 17667135 28.61% 6.793%
34 13.505 2030 2037 2041 rBV 2189859 2710070  4.39% 1.042%
35 13.548 2041 2044 2048 rVB 814752 960470 1.56% ©.369%

36 13.676 2058 2065 2070 rVB2 681752 1079640 1.75% 0.415%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029128.D

Acqg On : 01 Jun 2022 19:04

Operator : JC/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1
Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

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

Peak separation: 5

Method
Title : SW846 8260

37 13.792 2074 2084 2089 rBV2 35777990
38 14.225 2150 2155 2158 rBV2 1152117
39 14.322 2165 2171 2177 rVB 1480097
40 14.524 2200 2204 2212 rVB 731062

41 14.639 2218 2223 2233 rVB 13791724
42 14.786 2241 2247 2252 rBV 15032791
43 15.206 2308 2316 2321 rBV = 924292
44 15.377 2332 2344 2347 rBV 1003073
45 15.481 2354 2361 2366 rBV 864997

46 15.615 2376 2383 2387 rBV 1559030
47 15.651 2387 2389 2395 rVB 604779
48 15.840 2410 2420 2431 rVB 412109
49 16.328 2492 2500 2510 rBV 1248648

Sum of corrected areas:

82X053122W.M Thu Jun 02 14:48:54 2022

¢ Z:\voasrv\HPCHEM1\MSVOA_ X\Method\82X053122W.M

61755411 100.00% 23.745%

1816036  2.94%  0.698%
2636921 4.27% 1.014%
1108540 1.80% 0.426%
17271976 27.97% 6.641%
19465321 31.52%  7.485%
1254268 2.03%  0.482%
1537441  2.49% 0.591%
1327218 2.15% ©.510%
2430790  3.94%  0.935%
746329  1.21% 0.287%
1168777 1.89% 0.449%
2281214 3.69% 0.877%
260072314
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029128.D

Acqg On : 01 Jun 2022 19:04
Operator : JC/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.M
Quant Title : SW846 8260

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

Abundance TIC: VX029128.D\data.ms
3.5e+07

3e+07
2.5e+07
2e+07
1.5e+07
1le+07

5000000

1.258 5.395.556

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: VX029128.D\data.ms
3.5e+07

o

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

10 10.963 11ﬁfi%g
8.653 . 1.085 1
6.763 ORP195 | | [E‘ 8

0— T \
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX029128.D\data.ms
3.5e+07 13.792

3e+07
2.5e+07

2e+07
11.756

.
1.5e+07 12.250 13.426 14655/

1le+07

12.091 12.701

616 i
soooooo 126 L oo
317 505
1 811 J( Zﬂ?ﬁf 12164 A ?\ANJ | 14P%s 15206 55700815800 16.328
T T T T T ‘ T T T T ‘ T

O

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\VX060122\
Data File : VX029128.D

Acqg On : 01 Jun 2022 19:04
Operator : JC/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.616 122.63 ug/l 6784460 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 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91

Abundance Scan 1727 (11.616 min): VX029128.D\data.ms (-1719) (- m/z 105.05 100.00%

105.1
5000
120.1
o L

51.0 77.0 11.50 12.00
Ol 389 S0 I 1861 47 100,05 33.30%
miz--> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl- A
105.0
5000 ‘/\ CT
120.0 11.50 12.00

m/z 91.10 11.79%

39.0 77.0
oL— ‘ “‘ , “‘ . “‘5‘9‘9\‘ , “\\‘ . “} , ‘\;“ — \’w‘ e
miz--> 20 40 60 80 100 120 140
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0

11.50 12. 00
120.0
79.0
0H"H‘“"H‘HH‘Hw‘mm‘,u”w”
m/z--> 20 40 60 80 100 120 140
Abundance #10694: Mesitylene
105.0 11.50 12.00

m/z 106.10 9.55%

120.0
5000
77.0
39.0
0 15.0 Li \\S?Ou ‘\\ ‘ Al il ‘J‘\j\‘ ‘/\‘

T
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029128.D

Acqg On : 01 Jun 2022 19:04
Operator : JC/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.091 146.93 ug/l 8128840 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 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): VX029128.D\data.ms (-1799) (- m/z 105.05 100.00%
105.1
5000 A /\
L LV
510 0 12.00
Obrrerreidini AUl 4268 2070 17 170.10  46.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0

Ll

5000 At —
12.00

m/z 77.00 11.81%

77.0
51.0
\\\‘2\7\'\0\“\\‘M‘\H“\‘\\\‘H‘\\‘\\‘M\\‘\“"\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0

o

12.00
5000 m/z 119.05 10.81%
39.0 77.0
0 %‘5‘?‘\"“‘\"\‘;“\‘\H‘M"“‘““H\‘w"\"H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 12.00

91.00 10.09%

5000
77.0

m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029128.D

Acqg On : 01 Jun 2022 19:04
Operator : JC/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.250 359.68 ug/l 19899600 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 76
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 68
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 45
Abundance Scan 1831 (12.250 min): VX029128.D\data.ms (-1824) (- m/z 117.10 100.00%
117.1
5000
91.0 e —
390 57.9 - ‘ ‘ 134.0 12.00 12.50
O L TAR m!‘mh_ m/z 118.10  62.18%
miz-> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
5000 S A
12.00 12.50
m/z 115.0 37.03%
39.0 sgq 9L.0 ‘ /
O\\l:\;\()‘\‘\\\“\\\\“‘\‘\\\‘\\\\\\\“‘\\\\‘\
miz--> 20 40 60 100 120 140
Abundance #10192:Benzene,24nopenyh
117.0
12. 00 12.50
m/z 19.23%
5000 91.0
39.0 65.0
o\\\wwu
mfz--> 20 40 80 100 120 140
Abundance #10195.Benzene,cydopropyh
117.0 12.00 12.50
m/z 119.0 17.59%
5000
91.0
51.0 ‘ ‘
ob 20wy TAR
m/z--> 20 40 60 80 100 120 140 12.00 12.50

82X053122W.M Thu Jun 02 14:48:57 2022 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029128.D

Acqg On : 01 Jun 2022 19:04
Operator : JC/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 Indan, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.701 161.12 ug/l 8914110 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 87
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 87
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 87
Abundance Scan 1905 (12.701 min): VX029128.D\data.ms (-1900) (-  m/z 117.10 100.00%
117.1
5000 /JAAAA A
910 —=f —pte
12.50 13.00
39.0 65.0 133.0
0 b i e e el SEE149.2 s 115,05 31.65%
m/z--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
5000
12.50 13.00
m/z 132.05 30.48%
39.0 65.0 910
Ly | ‘M 138.0
0\\\’\‘\\\‘\\‘\‘\“H\\\“\\‘\\‘\\\\‘\V\‘\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
12.50 13.00
5000 m/z 91.00 13.68%
91.0
270 °° y7ap | ) 130
ot e e e
miz--> 20 40 60 80 100 120 140
Abundance #16137: 1-Methyl-2-phenylcyclopropane
117.0 12.50 13.00
m/z 118.05 10.76%
5000
91.0
ol 200, 210 yrap | LB S
m/z--> 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\VX060122\
Data File : VX029128.D

Acqg On : 01 Jun 2022 19:04
Operator : JC/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.170  97.64 ug/1 5401880 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 95
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 90
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 87
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 83
Abundance Scan 1982 (13.170 min): VX029128.D\data.ms (-1977) (- m/z 117.10 100.00%
117.1
—
91.0 13.00 13.50
39.0 650 ‘ ‘
Ol el b gl 1481 207.1 132.00  39.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000
13.00 13.50

115.10 25.86%
\H‘\

390 @50 910
‘\A‘AM”MWWHJ\H“N”WM‘“H\*H*!H“w“w“H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0

o

13.00 13.50
5000 ITI z 131.05 21.58%
Y T PO ) S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene = L
117.0 13.00 13.50
m/z 91.00 12.79%
5000
91.0
390 g5 ‘ M
0“ﬂ‘wwHMWJ‘ﬂH‘H‘NV‘M“H“H‘,H“M“W“H At A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029128.D

Acqg On : 01 Jun 2022 19:04
Operator : JC/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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, 1-methyl-3-(1-meth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.292 109.03 ug/l 6031910 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 64
2 Benzene, 1,2,3,4-tetramethyl- 134 C1oH14 000488-23-3 64
3 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 64
4 o-Cymene 134 C10H14 000527-84-4 64
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 58

Abundance Scan 2002 (13.292 min): VX029128.D\data.ms (-1997) (- m/z 119.10 100.00%

119.1 ‘
5000
91.0 e —
391 650 13.00 13. 50
b e e e 71 1621 n/z 117.05  55.19%
m/z--> 20 40 60 80 100 120 140 160
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
13 00 13 50
91.0 m/z 134.05 %
O \].\5\0‘\ T \?}9\ \ \‘6?-\0\ \“ T \‘\ T ‘ \ T \‘\‘l T lJG.O LI ’ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0
13.00 13. 50
5000 ITI z 91.00 %
0 91.0
o180, WL 080 Loyl 1m0
miz--> 20 40 60 80 100 120 140 160
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0 13 00 13 50
m/z 115.00 9.74%
5000
390 91.0
: 65 0
o250 0 080 | weo
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\VX060122\
Data File : VX029128.D

Acqg On : 01 Jun 2022 19:04
Operator : JC/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 2-Methylindene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.426 319.33 ug/l 17667100 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylindene 130 C1oH1e 002177-47-1 95
2 Benzene, (1-methyl-2-cyclopropen... 130 C10H10 065051-83-4 95
3 1,4-Dihydronaphthalene 130 C10H10 000612-17-9 95
4 Benzene,1-methyl-1,2-propadienyl- 130 C10H10 022433-39-2 94
5 1H-Indene, 1-methyl- 130 C1oH1e 000767-59-9 94
Abundance Scan 2024 (13.426 min): VX029128.D\data.ms (-2018) (- m/z 130.05 100.00%
130.1
5000
64.0 104.1 13.50
39.0 87 :
Ol 870 U | 7y m/z 115.05 93.52%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15022: 2-Methylindene
130.0
5000 U
13.50
m/z 129.00  79.31%
51.0 77.0
Ot ‘2\%.‘\3\“ T \“\ T “H‘\ \H}“.‘ T \‘\]:c‘)“z\.(\)\ | T LA
m/z--> 20 40 60 80 100 120 140 160
Abundance  #15058: Benzene, (1-methyl-2-cyclopropen-1-yl)-
130.0
.
13.50
5000 m/z 128.00 40.47%
51.0
270 | | 100 1020
e
miz--> 20 40 60 80 100 120 140 160
Abundance #15036: 1,4-Dihydronaphthalene A o
130.0 13.50
m/z 127.05 19.51%
5000
51.0 104.0
77.0
SRR CC S N S R | — v
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029128.D

Acqg On : 01 Jun 2022 19:04
Operator : JC/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 8 4-Phenylbut-3-ene-1-yne Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.792 1116.21 ug/1 61755400 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Phenylbut-3-ene-1-yne 128 C10H8 1000222-12-0 90
2 Naphthalene 128 C10H8 000091-20-3 86
3 Azulene 128 C10HS8 000275-51-4 76
4 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 52
5 [4.2.2]Propella-2,4,7,9-tetraene 128 C10H8 088090-34-0 47
Abundance Scan 2084 (13.792 min): VX029128.D\data.ms (-2074) (- m/z 128.05 100.00%
128.1
5000
‘ H H + 1350 1400
oHH_m‘H“uMMmmw et 2130 2521 ;m/z 127.85  39.05%
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #13687: 4-Phenylbut-3-ene-1-yne
128.0
5000
51.0 1350 1400
m/z 129.05 5.36%
‘ 78.0 ‘
OH\\‘\\H‘\\1\“h\\NH‘\\\\“\\H‘\M\\‘H\\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140160 180 200 220 240
Abundance #13686: Naphthalene
128.0
1350 1400
5000 m/z 102.05 0.49%
51.0
Obrregrrrrbr et el e preee e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13681: Azulene
128.0 1350 1400
m/z 126.10 4.08%
5000
51.0
0250, LAT8O L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1350 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029128.D

Acqg On : 01 Jun 2022 19:04
Operator : JC/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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 Bicyclo[4.4.1]undeca-1,3,5,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.639 312.19 ug/l 17272000 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 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
5 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
Abundance Scan 2223 (14.639 min): VX029128.D\data.ms (-2218) (- m/z 142.05 100.00%
142.1
5000
1450 1500
70.9 : :
39.0 113.0 .
0 ,‘HWw‘uu_u‘wu:w“i“wl‘?‘h‘l‘w‘WW‘_%%1‘:- m/z 141.00  86.45%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000 ‘ ‘ ‘
14.50 15.00
m/z 115.00 37.14%
02’\\\\‘\\Hf?i‘g‘\\ﬁ\)”\‘\\\\‘\\\\‘(\)\\\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22142: Naphthalene, 1-methyl-
142.0
14 50 15 00
5000 143.05 13.63%
02,7-06,30,11l°
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #22155: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene
141.0 14.50 15.00
m/z 139.00 12.49%
5000
63.0
027 0“ L. \‘M\Hu m 0 | ‘\‘

m/z--> 20 40 60 80 100120140160180200220240260280 14 50 15 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029128.D

Acqg On : 01 Jun 2022 19:04

Operator JC/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.M
. 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 10 1,4-Methanonaphthalene, 1,4... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.786 351.83 ug/l 19465368 1,4-Dichlorobenzene-ds  12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 c1me 060091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96

3 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C1l1H10
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10
5 Benzocycloheptatriene 142 C11H1e

002443-46-1 91
004453-90-1 90
000264-09-5 90

Abundance Scan 2247 (14.786 min): VX029128.D\data.ms (-2241) (- m/z 142.05 100.00%

142.1
5000 115.0
- ‘
39.0 H 14.50 1500
0 ‘mwHumm“uu‘9?‘_HwW,HH‘W?‘-?W%Q?? m/z 141.65  89.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 T
115.0 14.50 1500
m/z 115.00 8.46%
0 ‘\\\\‘\5(\)\\“‘\7\]‘1\0‘\9\’2\\‘\\\\‘\\\\"‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
1450 1500
m/z 143.05 %
5000 115.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #22155: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene
141.0 14.50 1500
115.0 m/z 139.05 .21%
5000
39.0 830 ggp
0! S
m/z--> 20 40 60 80 100 120 140 160 180 200 1450 1500
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060122\
Data File : VX029128.D

Acqg On : 01 Jun 2022 19:04
Operator : JC/MD

Sample : N3087-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X053122W.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... 11.616 122.6 ug/l 6784460 4 12.024 2766290 50.0
Benzene, 1,2,3-... 12.091 146.9 ug/l 8128840 4 12.024 2766290 50.0
Indane 12.250 359.7 ug/1l 19899600 4 12.024 2766290 50.0
Indan, 1-methyl- 12.701 161.1 ug/l 8914110 4 12.024 2766290 50.0
1H-Indene, 2,3-... 13.170 97.6 wug/l 5401880 4 12.024 2766290 50.0
Benzene, 1-meth... 13.292 109.0 ug/l 6031910 4 12.024 2766290 50.0
2-Methylindene 13.426  319.3 wug/l 17667100 4 12.024 2766290 50.0
4-Phenylbut-3-e... 13.792 1116.2 ug/l 61755400 4 12.024 2766290 50.0
Bicyclo[4.4.1]u... 14.639 312.2 ug/l 17272000 4 12.024 2766290 50.0
1,4-Methanonaph... 14.786 351.8 ug/l 19465300 4 12.024 2766290 50.0
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