LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34351.D

Acqg On : 06 Mar 2023 15:47
Operator : JC/MD

Sample : 01816-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 17 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\82X021723W.M

Title : SW846 8260

Signal : TIC: VX@34351.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.453 56 60 73 rBV 1059481 1304584 1.81% ©0.586%
2 2.154 151 175 178 rBV 14919237 71930786 100.00% 32.298%
3 2.386 208 213 227 rVB 774591 1262488 1.76% 0.567%
4 3,117 322 333 344 rBV 316538 731335 1.02% 0.328%
5 5.550 722 732 750 rVB 268075 765673 1.06% 0.344%
6 6.763 921 931 949 rvVB 427373 1038209 1.44% 0.466%
7 8.647 1234 1240 1246 rBV 935961 1433574 1.99% 0.644%
8 8.720 1246 1252 1257 rVV 2088150 3336555 4.64% 1.498%
9 10.055 1466 1471 1477 rVB 913655 1219745 1.70% 0.548%
10 10.195 1488 1494 1502 rBV 2117229 2840890 3.95% 1.276%
11 10.299 1503 1511 1517 rVV 7597367 10206836 14.19% 4.583%
12 10.640 1562 1567 1573 rVV 5623989 7148685 9.94% 3.210%
13 10.963 1613 1620 1624 rBV 543073 746301 1.04%  0.335%
14 11.079 1634 1639 1650 rBV2 899040 1343566 1.87% 0.603%
15 11.305 1668 1676 1680 rBV 1413345 1780333 2.48% 0.799%
16 11.378 1683 1688 1695 rBV 5323630 8839948 12.29%  3.969%
17 11.451 1695 1700 1703 rBV 2348938 2843595 3.95% 1.277%
18 11.610 1721 1726 1732 rBV 3144587 4074688 5.66% 1.830%
19 11.750 1745 1749 1759 rVB 9575337 12435064 17.29% 5.583%
20 11.890 1765 1772 1777 rBV2 545147 757668 1.05% 0.340%
21 12.018 1789 1793 1799 rVB2 1124655 1669808 2.32% 0.750%
22 12.085 1799 1804 1810 rBV 4421287 5647582 7.85% 2.536%
23 12.244 1826 1830 1833 rBV 4145732 4673068 6.50%  2.098%
24 12.317 1838 1842 1848 rVB3 2142224 3492313 4.86% 1.568%
25 12.421 1848 1859 1863 rBV2 845330 1364841 1.90% 0.613%
26 12.463 1863 1866 1872 rVB 1023118 1233005 1.71% 0.554%
27 12.530 1872 1877 1879 rBV 1343857 1716900 2.39% 0.771%
28 12.555 1879 1881 1885 rVV 1243976 1310960 1.82% 0.589%
29 12.616 1885 1891 1893 rVV 1667494 2096455 2.91% 0.941%
30 12.646 1893 1896 1900 rVB 743896 839075 1.17% 0.377%
31 12.701 1900 1905 1913 rBV2 1781400 3032875 4.22% 1.362%
32 12.847 1926 1929 1933 rVB2 713236 829025 1.15% 0.372%
33 12.920 1933 1941 1944 rBV 1129170 1597097 2.22% 0.717%
34 12.963 1944 1948 1954 rVB 1933726 2510020 3.49% 1.127%
35 13.042 1954 1961 1964 rBV5 420638 844261 1.17% 0.379%

36 13.170 1977 1982 1986 rVB 2698897 3474543  4.83% 1.560%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34351.D

Acqg On : 06 Mar 2023 15:47
Operator : JC/MD

Sample : 01816-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 17 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\82X021723W.M
Title : SW846 8260
37 13.292 1992 2002 2007 rBV3 6002305 9423893 13.10% 4.231%
38 13.420 2019 2023 2032 rVB 5474431 7183831 9.99%  3.226%
39 13.542 2040 2043 2046 rBV 689083 855250 1.19% 0.384%
40 13.585 2046 2050 2054 rVV3 863130 1320985 1.84% 0.593%
41 13.664 2060 2063 2068 rVB2 845612 1166401 1.62% 0.524%
42 13.774 2077 2081 2088 rVB 2535128 3259465 4.53% 1.464%
43 13.853 2088 2094 2099 rVB2 1339107 2011822 2.80% ©.903%
44 13.926 2099 2106 2110 rBV2 1342805 1999935 2.78% ©0.898%
45 14.036 2121 2124 2127 rBV 861590 893957 1.24% 0.401%
46 14.073 2127 2130 2134 rBV 960939 1124848 1.56% 0.505%
47 14.231 2149 2156 2163 rVB 3267059 5123314 7.12% 2.300%
48 14.371 2175 2179 2183 rVV2 895279 1092948 1.52% 0.491%
49 14.481 2192 2197 2206 rBV2 2169701 3137481 4.36% 1.409%
50 14.640 2215 2223 2226 rBV2 2202559 4055912 5.64% 1.821%
51 14.755 2239 2242 2244 rVV 1034804 1203911 1.67% ©0.541%
52 14.780 2244 2246 2250 rVV 1211057 1440303 2.00% 0.647%
53 15.182 2308 2312 2314 rVV 705288 966545 1.34%  0.434%
54 15.207 2314 2316 2320 rVB2 678690 817787 1.14% 0.367%
55 15.487 2356 2362 2367 rBV2 1006861 1743117 2.42% 0.783%
56 15.615 2378 2383 2386 rBV 453008 748142 1.04%  0.336%

57 16.377 2502 2508 2516 rVB 445033 769059 1.07%  ©0.345%

Sum of corrected areas: 222711257
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

17

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\

: VX@34351.D
: 06 Mar 2023 15:47

JC/MD

: 01816-06
: 5.0mL/MSVOA_X/WATER
Sample Multiplier: 1

. SW846 8260

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.M

: C:\Database\NIST20.L

LSCINT.P

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: VX034351.D\data.ms

2.154

1.453

Time-->

2.386 3.117 5.550

VAN N\
L L L L L L L L L L L L L L O D A L BB

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

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: VX034351.D\data.ms

10.299

8.720 451

11.3
06 1048979
A e

0
Time-->

T T
8.00 8.50 9.00 9.50 10.50 11.00
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6000000

4000000

2000000

Time-->

TIC: VX034351.D\data.ms
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sy 154870 o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34351.D

Acqg On : 06 Mar 2023 15:47

Operator : JC/MD

Sample : 01816-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 1 Ethanol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.154 4697.23 ug/l 71930800  Pentafluorobenzene 5.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 83
2 Hydrazine, methyl- 46 CH6N2 000060-34-4 9
3 Formic acid 46 CH202 000064-18-6 5
4 Dimethyl ether 46 C2H60 000115-10-6 5
5 Methane, nitroso- 45 CH3NO 000865-40-7 4
Abundance Scan 175 (2.154 min): VX034351.D\data.ms (-151) (-) m/z 45.10 100.00%
45.1
5000 /L
T
‘ 1.80 2.00 2.20 2.40
59.1 77.0 91.1104.9 128.0 o
O e s e T e e e m/z 46.05 57.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #105: Ethano
31.0
5000 450 L L LI BN B R
1.80 2.00 2.20 2.40
m/z 43.05 30.30%
15.0 H |
OH\’HH‘HH}HH‘H \‘HH‘HH’\H\‘HH‘HH‘HH‘HH’HH’H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #115: Hydrazine, methyl-
46.0
28.0 ‘_‘H‘H‘w“u‘u‘w‘
1.80 2.00 2.20 2.40
5000 m/z 42.05 12.06%
oM,W_HMHWMu_ww,wwwH_ww,w,m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #114: Formic acid A
46.0 1.80 2.00 2.20 2.40
m/z 44.05 3.61%
29.0
5000
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34351.D

Acqg On : 06 Mar 2023 15:47
Operator : JC/MD

Sample : 01816-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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.
11.378 264.70 ug/1 8839950 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, 1,2,3-trimethyl- 120 CO9H12 000526-73-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1688 (11.378 min): VX034351.D\data.ms (-1683) (- m/z 105.05 100.00%
105.1
5000
120.1
— A
391 77‘-0 | 11.00 11.50
0b b BFR L 1891 s 100,05 32.06%
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 — /\A A
120.0 11.00 11.50
m/z 91.05 13.88%
39.0 77.0
O T \‘\ T \“‘\ \“1‘5\?“9\‘\ T \““ T \‘1 T “1‘\ \‘\“‘\ L
miz-> 20 40 60 80 100 120 140
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
11.00 11.50
5000 m/z 77.00 13.27%
120.0
77.0
39.0
o180, T 390 Wl
miz--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 11.00 11.50
m/z 106.10 9.50%
120.0
5000
39.0 77.0 /\/\ A
Y T R T W [ S | i
m/z--> 20 40 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34351.D

Acqg On : 06 Mar 2023 15:47
Operator : JC/MD

Sample : 01816-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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-4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.610 122.01 ug/l 4074690 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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 1726 (11.610 min): VX034351.D\data.ms (-1721) (- m/z 105.05 100.00%

105.1
5000
120.1

390 77.0 11.50 12.00
0 "“H‘“‘uH‘m““]p"‘M,H“}‘,‘J‘H‘w,‘u:‘l‘sz‘g‘ m/z 120.10  30.28%
miz-> 20 40 60 80 100 120 140
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
11.50 12.00

120.0
m/z 77.00 13.13%

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

11.50 12.00
5000 m/z 91.05 12.91%
120.0
79.0
[ T I T L B i B T e B T R A
m/z--> 20 40 60 80 100 120 140
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 11.50 12.00
m/z 78.95 10.29%
120.0
5000
39.0 77.0
Y R - N 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\VX030623\
Data File : VX@34351.D

Acqg On : 06 Mar 2023 15:47
Operator : JC/MD

Sample : 01816-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 1Indane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.244 139.93 ug/1 4673070 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 76
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
4 Benzene, 1,1'-(1-ethenyl-1,3-pro... 222 C17H18 061141-97-7 64
5 Deltacyclene 118 C9H1e 007785-10-6 52
Abundance Scan 1830 (12.244 min): VX034351.D\data.ms (-1826) (- m/z 117.10 100.00%
117.1
[k A
91.0 Lepa et
39.1 630 1341 12.00 12.50
Ol et bl Wl RTASLS 7 118,10 57.44%
miz--> 20 40 60 80 100 120 140 160
Abundance #10179: Indane
117.0
5000 = —
12.00 12.50
390 £gq 91.0 m/z 115.10 34.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #10197: Benzene, cyclopropyl-
117.0
12.00 12.50
m/z 91.05 19.42%
5000 91.0
51.0
) — ‘2‘7‘{9“‘ ‘ “‘1 JMH 74“8 A
m/z--> 20 40 60 80 100 120 140 160
Abundance #10192: Benzene, 2-propenyl-
117.0 12.00 12.50
m/z 119.10 13.59%
5000 91.0
39.0 65.0
o MY N N WU VI I
m/z--> 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\VX030623\
Data File : VX@34351.D

Acqg On : 06 Mar 2023 15:47

Operator JC/MD

Sample : 01816-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 o-Cymene Concentration Rank 10

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

12.317 104.57 ug/1

3492310

1,4-Dichlorobenzene-d4

12.024

000527-84-4 95
000099-87-6 94
000934-74-7 94
000535-77-3 93
000933-98-2 93

m/z 119.05 100.00%

=

12.00 12.50

m/z 134.05 37.96%

=

12.00 12.50

m/z 105.10  37.26%

It

12.00 12.50

m/z 91.00  25.85%

=

12.00 12.50

m/z 77.10  13.25%

3

Hit# of 5 Tentative ID MW MolForm
1 o-Cymene 134 C1oH14
2 p-Cymene 134 CleH14
3 Benzene, 1-ethyl-3,5-dimethyl- 134 C1eH14
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14
Abundance Scan 1842 (12.317 min): VX034351.D\data.ms (-1838) (-
119.1
5000
91.0
39.1 65.0
0 \‘H\\‘\\\WH\W\HM\Jw\ﬂM“\\le%\%?\w‘\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #16997: 0-Cymene
119.0
5000
91.0
41.0 5.0 ‘
0 \‘\\\\‘\‘\ T \“‘\ \‘\ \H“\‘\ T \‘”‘ T ‘W\ \‘iw T T T T
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #16995: p-Cymene
119.0
5000
91.0
41.0 5.0 ‘
0 \‘\\H‘\H\\W\N\WHU\JW\\V\NH\HW\\\H‘H\\‘\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17080: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000
91.0
150 0 e80T
0 e e e
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\VX030623\
Data File : VX@34351.D

Acqg On : 06 Mar 2023 15:47
Operator : JC/MD

Sample : 01816-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.292 282.19 ug/l 9423890 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 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 90
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87
Abundance Scan 2002 (13.292 min): VX034351.D\data.ms (-1992) (- m/z 117.05 100.00%
11y.1
5000
91.1
51.0 ‘ m ‘ 13.00 13.50
O bl i ol L2481 181.2 2068 1 s 135 00 36.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 —— Hong
13.00 13.50
m/z 115.05  29.14%
390 g50 910 ‘ ‘
O\\\‘\‘\\\“\\“”\“U\\\“\\‘\\‘\\\\“\‘U‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
13.00 13.50
5000 m/z 119.10 28.18%
91.0
51.0
270" ‘ ‘
Y o O N T |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 13.00 13.50
m/z 131.00 18.43%
5000
39.0 g5 91.0 ‘
U VN P 1 S—
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\VX030623\
Data File : VX@34351.D

Acqg On : 06 Mar 2023 15:47
Operator : JC/MD

Sample : 01816-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.420 215.11 ug/1 7183830 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 Indan, epoxide 132 C9H80 000768-22-9 62
3 Benzene, cyclobutyl- 132 C1eH12 004392-30-7 59
4 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 50
5 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 47

Abundance Scan 2023 (13.420 min): VX034351.D\data.ms (-2019) (- m/z 104.05 100.00%

104.1
5000 132.1
T

510 780 H 1350
\h

b LG I gl 1862 2073 o135 o5 46.46%

0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 ! !
1320 13.50

m/z 91.10 42.87%

8.0 510 78.0
\\\‘\‘1\\“\\“}‘\““U\\H}H‘\\\\‘M\\M‘\‘M\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16653: Indan, epoxide
104.0

o

1350
5000 m/z 115.05 16.88%
ol 250
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16121: Benzene, cyclobutyl-
104.0 13.50

m/z 117.10 14.74%

5000
500 20 132.0
0 el

m/z--> 20 40 60 80 100 120 140 160 180 200 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34351.D

Acqg On : 06 Mar 2023 15:47
Operator : JC/MD

Sample : 01816-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.231 153.41 ug/1 5123316 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 97
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 78
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 60
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 55

Abundance Scan 2156 (14.231 min): VX034351.D\data.ms (-2149) (- m/z 131.05 100.00%

131.1
5000
105.1

510 7.0 | 14.00 14.50
0 | oA1601 1942 - m/z 118.05  76.97%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 Al -
105.0 14.00 14.50

39.0 m/z 146.05 64.33%

77.0
[0} \“\“\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

14.00 14.50
5000 m/z 117.10 38.00%
39.0 91.0
15.0 63.0
0! _u‘m“m ‘“”1"u“‘wwmwm

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- —L —
131.0 14.00 14.50

m/z 115.10  29.68%

5000 91.0
39.0
65.0
|15.0 |

= ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34351.D

Acqg On : 06 Mar 2023 15:47
Operator : JC/MD

Sample : 01816-06

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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 9
R.T. EstConc Area Relative to ISTD R.T.
14.640 121.45 ug/1 4055910 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 90
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 90
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 87

Abundance Scan 2223 (14.640 min): VX034351.D\data.ms (-2215) (-] | m/z 142.05 100.00%
142.1

-

5000
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—— —
14.50 15.00
39.1 630 890
Ottt b e b 2762 2071 o 141 @5 83.84%
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
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ol 5000 g0 | |
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
A= =
14.50 15.00
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5000 115.0
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l 1, Lo 1, 1 1
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Abundance #22140: Benzocycloheptatriene ‘ —
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5000
115.0

39.0 63.0 89.0
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-
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX030623\
Data File : VX@34351.D

Acqg On : 06 Mar 2023 15:47
Operator : JC/MD

Sample : 01816-06

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X021723W.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|
Ethanol 2.154 4697.2 ug/l 71930800 1 5.550 765673 50.0
Benzene, 1l-ethy... 11.378 264.7 ug/l 8839950 4 12.024 1669810 50.0
Benzene, 1l-ethy... 11.610 122.0 ug/l 4074690 4 12.024 1669810 50.0
Indane 12.244 139.9 ug/l 4673070 4 12.024 1669810 50.0
o-Cymene 12.317 104.6 ug/l 3492310 4 12.024 1669810 50.0
1H-Indene, 2,3-... 13.292 282.2 wug/l 9423890 4 12.024 1669810 50.0
Naphthalene, 1,... 13.420 215.1 ug/l 7183830 4 12.024 1669810 50.0
Naphthalene, 1,... 14.231 153.4 wug/l 5123310 4 12.024 1669810 50.0
Benzocyclohepta... 14.640 121.5 ug/l 4055910 4 12.024 1669810 50.0
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