LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120123\
Data File : VN@80317.D

Acqg On : 01 Dec 2023 12:12
Operator : JC\MD

Sample : 05592-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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_N\methods\82N111623W.M

Title : SW846 8260

Signal : TIC: VN@80317.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.083 17 22 29 rvB4 27265 44769  4.36% ©0.347%
2 2.295 51 58 69 rvB2 17748 46075 4.49% 0.357%
3 8.171 1048 1057 1061 rBV 155774 372877 36.31% 2.890%
4 8.230 1061 1067 1079 rVB 225794 527799 51.40% 4.091%
5 8.512 1109 1115 1118 rvV5 6328 12233  1.19% 0.095%
6 8.594 1118 1129 1140 rVB3 188438 651586 63.46% 5.050%
7 8.859 1168 1174 1181 rBV4 9252 19064 1.86% 0.148%
8 9.106 1205 1216 1232 rBV 339505 714772 69.61% 5.540%
9 9.600 1294 1300 1306 rVB5 18142 41493 4.04% 0.322%
10 10.453 1440 1445 1450 rVB3 9858 14890 1.45% 0.115%
11 10.571 1456 1465 1474 rBV 559068 1026828 100.00% 7.959%
12 10.735 1491 1493 1501 rVB5 7174 13069 1.27% 0.101%
13 10.912 1519 1523 1528 rBv4 6550 12408 1.21% 0.096%
14 10.988 1531 1536 1544 rVB6 8495 22488 2.19% 0.174%
15 11.253 1578 1581 1584 rBV3 7476 10853 1.06% ©0.084%
16 11.865 1678 1685 1693 rBV 534380 972309 94.69% 7.536%
17 11.970 1698 1703 1707 rVB4 8186 11762 1.15% 0.091%
18 12.076 1715 1721 1727 rVB3 17685 29187 2.84% 0.226%
19 12.394 1771 1775 1782 rBV7 8946 18749 1.83% 0.145%
20 12.700 1820 1827 1833 rBV 64794 113728 11.08% 0.881%
21 12.853 1845 1853 1862 rBV 460105 810668 78.95% 6.283%
22 13.041 1879 1885 1891 rVB 27587 43779 4.26% 0.339%
23 13.129 1897 1900 1904 rVV3 12517 19822 1.93% 0.154%
24 13.176 1904 1908 1911 rVB5 9434 13904 1.35% 0.108%
25 13.335 1929 1935 1942 rVB2 47971 85559 8.33% 0.663%
26 13.482 1954 1960 1965 rVB3 26807 47665 4.64% 0.369%
27 13.617 1977 1983 1988 rBV4 9486 19720 1.92% 0.153%
28 13.676 1988 1993 1998 rVB3 6568 11603 1.13% 0.090%
29 13.735 1998 2003 2006 rBV3 13203 22614 2.20% 0.175%
30 13.794 2006 2013 2025 rVV 570620 1008060 98.17% 7.813%

31 13.882 2025 2028 2034 rVB3 11793 17940 1.75%
32 13.953 2034 2040 2043 rBV 201229 312999 30.48%
33 13.994 2043 2047 2061 rVvVv2 283350 641170 62.44%

OO0 P~NOG
(o]
[o)]
o
B

34 14.117 2063 2068 2074 rVB5 23424 40054  3.90% 310%
35 14.188 2074 2080 2083 rBv4 20588 33633 3.28% 261%
36 14.247 2085 2090 2098 rBV 37646 61576 6.00% 0.477%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120123\
Data File : VN@80317.D

Acqg On : 01 Dec 2023 12:12
Operator : JC\MD

Sample : 05592-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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_N\methods\82N111623W.M
Title : SW846 8260
37 14.329 2098 2104 2111 rVB 142837 233014 22.69% 1.806%
38 14.447 2111 2124 2135 rBV 495030 912222 88.84% 7.070%
39 14.570 2138 2145 2150 rVB5 18445 40682 3.96% 0.315%
40 14.653 2150 2159 2163 rBV 71457 136118 13.26% 1.055%
41 14.694 2163 2166 2170 rVV 75337 123405 12.02% 0.956%
42 14.735 2170 2173 2178 rVV 64818 97544 9.50% 0.756%
43 14.800 2178 2184 2193 rVB4 37986 82208 8.01% 0.637%
44 14.929 2200 2206 2212 rBV 336782 566539 55.17% 4.391%
45 15.053 2218 2227 2233 rBV3 357523 819729 79.83% 6.353%
46 15.117 2233 2238 2247 rVB4 53496 108461 10.56% 0.841%
47 15.206 2247 2253 2262 rBv4 77696 160212 15.60%  1.242%
48 15.317 2263 2272 2279 rBV 137180 319805 31.14% 2.479%
49 15.441 2286 2293 2301 rVB3 93285 224169 21.83% 1.737%
50 15.582 2307 2317 2321 rBV6 24862 67145 6.54% 0.520%
51 15.641 2321 2327 2334 rVB 76792 148193 14.43% 1.149%
52 15.753 2340 2346 2352 rBvV3 82453 167707 16.33% 1.300%
53 15.947 2372 2379 2382 rBV5 40995 81312 7.92% 0.630%
54 16.153 2401 2414 2419 rBV6 85859 238097 23.19% 1.845%
55 16.200 2419 2422 2427 rVB3 23761 40178 3.91% 0.311%
56 16.282 2427 2436 2443 rBV3 65894 200268 19.50% 1.552%
57 16.411 2453 2458 2464 rVB7 18687 37643  3.67% 0.292%
58 16.494 2467 2472 2473 rBV3 14014 17937 1.75% 0.139%
59 16.576 2480 2486 2495 rVB6 18746 50750 4.94% 0.393%
60 16.717 2501 2510 2515 rBV2 46634 106526 10.37% 0.826%
61 16.782 2515 2521 2522 rBV3 37415 54624 5.32% 0.423%

Sum of corrected areas: 12902193
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120123\
: VNe80317.D
: 01 Dec 2023 12:12
JC\MD
: 05592-01
: 5.0mL/MSVOA_N/WATER
: 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.M
Quant Title : SW846 8260

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

Time-->

500000

400000

300000

200000

100000

Abundance TIC: VN080317.D\data.ms

2.083

0 L L L L L L L L L L L L B

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 6.40 6.60 6.80

Time-->

500000

400000

300000

200000

100000

Abundance TIC: VN080317.D\data.ms

10.571

9.106

8.230

9.600 10.458 |10.7360191988 11.253

o= B - B — —-— = —— — E—
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Time-->

500000 12.853

400000

300000

200000

100000 12.700

Abundance TIC: VN080317.D\data.ms

B65 13.794

14.447

13.994

13.953

11.82076 12304 8821

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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_N\Data\VN120123\
Data File : VN@80317.D

Acqg On : 01 Dec 2023 12:12
Operator : JC\MD

Sample : 05592-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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, 1,2-diethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.953  15.52 ug/1 312999 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 98
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 97
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 87
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 87
Abundance Scan 2040 (13.953 min): VN080317.D\data.ms (-2034) (- | m/z 105.05 100.00%
106.1
5000 134.1
77.0 /\ /\ v A
51.0 ‘ ‘ “ 14.00
0 H‘WHH‘Hm,mH\Mm‘,Mm‘”ww,uuH‘:H‘,Hm}weuhw m/z 119.18  93.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17026: Benzene, 1,2-diethyl-
105.0
5000 134.0 M /\
14.00
77.0 m/z 134.05 46.07%
39.0 ‘
O \\%?\.\O‘\\\‘\“H\i"‘\\H}‘EZ\.RM‘H‘\HH‘HH"U\H‘}‘\1\’H‘}‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
WALAVYINVA
14.00
5000 134.0 m/z 91.10 32.03%
91.0
41.0 65.0
Ol 2890 0 200 e M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17028: Benzene, 1,3-diethyl- T
119.0 14.00
m/z 77.00 20.57%
5000 134.0
91.0
39.0 65.0 MJ\
0 \\‘1”5(\0‘\\Mu\\‘,‘\\ui‘m\,M\‘\H‘H‘u\w,;\u‘M\,u‘\‘\l\m‘u‘u‘u A R \/\'\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120123\
Data File : VN@80317.D

Acqg On : 01 Dec 2023 12:12
Operator : JC\MD

Sample : 05592-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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, (2-bromocyclopropyl)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.994  31.80 ug/l 641170 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 64
2 trans-Cinnamyl bromide 196 CO9H9Br 026146-77-0 59
3 Deltacyclene 118 C9H10 007785-10-6 53
4 Indole 117 C8H7N 000120-72-9 49
5 Indolizine 117 C8H7N 000274-40-8 47

Abundance Scan 2047 (13.994 min): VN080317.D\data.ms (-2043) (- | m/z 117.10 100.00%
117.1
5000
39.0 63.1 91"0 14.00
Ol el M m/z 118.85  58.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72304: Benzene, (2-bromocyclopropyl)-
11v.0
5000 —T1 ‘J\
14.00
91.0 m/z 115.10 36.94%
39.0 63.0
ol bl 152.0173.0196.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘f\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72301: trans-Cinnamyl bromide
117.0
14.00
5000 m/z 91.05 15.30%
91.0
o1s0 %0630 | 168.0 196.0
L B A man
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10182: Deltacyclene M
117.0 14.00
m/z 116.05 9.72%
5000
91.0
39.0
65.0 ‘ /\
) S N S — AUV AW,V
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120123\
Data File : VN@80317.D

Acqg On : 01 Dec 2023 12:12
Operator : JC\MD

Sample : 05592-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 p-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.329 11.56 ug/l 233014 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 p-Cymene 134 C1oH14 000099-87-6 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 91
5 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 91
Abundance Scan 2104 (14.329 min): VN080317.D\data.ms (-2098) (- m/z 119.10 100.00%
119.1
5000 f
ot 14.00 14.50
390 65.1 ‘ : :
o"‘_Hn‘umm‘M‘“"_““eHH“““1‘?‘3‘9“””2‘9‘7‘3‘ m/z 134.00  24.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16995: p-Cymene
119.0
5000 AL /\«‘ LA
14.00 14.50
91.0 m/z 91.10 18.31%
41.0 65.0 ‘ ‘
O\\\‘\‘\\\“‘\\‘\\“\‘\\\“\\\\‘\\\‘\w\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16997: o-Cymene
119.0
— —=
14.00 14.50
5000 m/z 117.10 11.79%
91.0
v
o"wm‘_mw‘J"H‘_"h‘wwwwww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17105: Benzene, 1methy|3(1 methylethyl)- :
119. 1400 1450
m/z 120.10 9.57%
5000
91.0
oliso 410 550 AU
m/z--> 20 40 60 80 100 120 140 160 180 200 1400 1450
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120123\
Data File : VN@80317.D

Acqg On : 01 Dec 2023 12:12
Operator : JC\MD

Sample : 05592-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 1
R.T. EstConc Area Relative to ISTD R.T.
14.447  45.25 ug/1l 912222 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 87
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 86
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 83
Abundance Scan 2124 (14.447 min): VN080317.D\data.ms (-2111) (- m/z 117.10 100.00%
117.1
5000 J\K
‘ 1450
63.1
Ot o 1480 2088 2804 115.16  35.69%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16104: Indan, 1-methyl-
11v.0
5000
14.50
m/z 132.00  26.76%
20,40 |
O\\\‘\H\’\H\"‘}\H‘HH‘HH‘\V\‘\’HH‘HH‘HH‘HH’HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
117.0
=
14.50
5000 91.00 15.38%
30.0 77.0
om"H“,H“w‘,“lm:“\m“:H!“u RN
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0 1450
m/z 118.10 9.86%
5000
90 710 )
O Lereprrretbiphesb e et e o /
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120123\
Data File : VN@80317.D

Acqg On : 01 Dec 2023 12:12

Operator JC\MD

Sample : 05592-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 5 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.929  28.10 ug/l 566539 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 91
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 90
4 Indan, 1-methyl- 132 C10H12 000767-58-8 87
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87

Abundance Scan 2206 (14.929 min): VN080317.D\data.ms (-2200) (- | m/z 117.10 100.00%
11y.1
5000 M
| ML 1500
51.0 .
Okt 870 | 148 2069 280¢ 1. 135 0 33.73%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
11v.0
5000
1500
m/z 115.10 26.68%
390 77.0
O\\\‘\H\‘\\‘\\’\‘\H“‘H‘H‘H\‘\\1‘\M‘\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16106: 3-Phenylbut-1-ene
117.0
15.00
5000 m/z 131.00 18.04%
39.0 770‘
0\\\‘\u\“\\“1‘\,‘1\uh“u‘u‘U\\\‘\M\‘\u\,\\u‘uu‘mwm,\m,\m‘u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16119: Benzene, 2-butenyl- ——
117.0 15.00
m/z 91.10 12.72%
5000
39.0
‘ ‘780
IR U I [ L
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120123\
Data File : VN@80317.D

Acqg On : 01 Dec 2023 12:12
Operator : JC\MD

Sample : 05592-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.053 40.66 ug/l 819729 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
3 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 90
4 1-Phenyl-1-butene 132 C1eH12 000824-90-8 90
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
Abundance Scan 2227 (15.053 min): VN080317.D\data.ms (-2218) (- m/z 117.10 100.00%
117.1
5000
391 77.0 15.00
o) S I N I ‘”;“ﬂ‘"‘?-l‘ 2070 28LL /7 132.05  34.02%
miz-> 50 100 150 200 250
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 g :
15.00
m/z 115.00 30.76%
390 770
O\\‘\‘\ i‘\mw“\‘\ ‘H“\H\“\H\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
1 1
15.00
5000 m/z 131.00 17.21%
51.0 ‘
01‘5"0\‘ ‘L‘ }‘\\\‘\““\\‘ﬁ‘?\;p‘\h\‘“‘ \H“‘ — — —
miz--> 50 100 150 200 250
Abundance #16120: Benzene, 2-butenyl- ——
117.0 15.00
m/z 119.05 15.96%
5000
ol ;‘M“ Ll A S L
m/z--> 50 100 150 200 250 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120123\
Data File : VN@80317.D

Acqg On : 01 Dec 2023 12:12
Operator : JC\MD

Sample : 05592-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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-1,2-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.317 15.86 ug/1 319805 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 90
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 81
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 81
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 81
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 76
Abundance Scan 2272 (15.317 min): VN080317.D\data.ms (-2263) (- | m/z 131.00 100.00%
131.0
5000
— —r
51.0 91“1 ‘ ‘ 15.00 15.50
ol L bl 2070 2810 T as o 30 90y
miz--> 50 100 150 200 250
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
5000 — el
15.00 15.50
91.0 m/z 115.00 24.86%
39.0 ‘
0 \‘”\ ‘\‘ i“‘ ‘\‘m\“‘\ s ““r‘”\ “M \“M‘ L B s s B
m/z--> 50 100 150 200 250
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
— —r5
15.00 15.50
5000 m/z 146.00 21.37%
27.0 91.0
0 H\L L%&‘Jﬂj N‘Mm‘wu‘ e e
m/iz--> 50 100 150 200 250
Abundance #25010: Benzene, (3-methyl-2-butenyl)- "”VN‘”¢M‘ ——
131.0 15.00 15.50
m/z 129.05 20.27%
91.0
5000
39.0 Aﬁ\
0! o = WL
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120123\
Data File : VN@80317.D

Acqg On : 01 Dec 2023 12:12
Operator : JC\MD

Sample : 05592-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 Benzene, (1,2-dimethyl-1-pr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.441 11.12 ug/1 224169 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 76
2 1,3-Cyclopentadiene, 5-(trans-2-... 146 C11H14 079209-36-2 76
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 76
4 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 76
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 68
Abundance Scan 2293 (15.441 min): VN080317.D\data.ms (-2286) ( | m/z 131.85 100.00%
131.1
5000
m =
39.1 64.7 ‘ 207.1
0 ‘H‘H‘J‘mw‘\‘”Mm-m”m!w, U260 PR m/z 133.00  32.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0 /\/\/K
5000 91.0 ‘
1550
39.0 m/z 146.2 28.21%
0\\\‘\\\\‘H\\‘\\‘HM‘\\\‘\\‘}\“‘\‘\\H"\L‘m\’\M\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25068: 1,3-Cyclopentadiene, 5-(trans-2-ethyl-3-methylcy
131.0
91.0 LY} /
1550
5000 m/z 115.00 25.03%
el ]
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)- —
131.0 15.50
m/z 91.05 18.00%
91.0
5000
27.0 ‘ “
o‘H‘H‘““H‘:“p‘:‘mm‘MWHMH‘,“m,w_ww J
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120123\
Data File : VN@80317.D

Acqg On : 01 Dec 2023 12:12
Operator : JC\MD

Sample : 05592-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 1H-Indene, 4,7-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.153 11.81 ug/1 238097 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 4,7-dimethyl- 144 C11H12 006974-97-6 89
2 1H-Indene, 2,3-dimethyl- 144 C11H12 004773-82-4 89
3 1H-Cyclopropa[b]naphthalene, 1a,... 144 C11H12 006571-72-8 76
4 Naphthalene, 1,2-dihydro-3-methyl- 144 C11H12 002717-44-4 76
5 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 76
Abundance Scan 2414 (16.153 min): VN080317.D\data.ms (-2401) (- | m/z 129.00 100.00%
129.0
5000
Pt s
400 770 ‘ h ( 16.00 16.50
ol puiih ol 600 2070 | 2811 144 00 57.80%
miz--> 50 100 150 200 250
Abundance #23554: 1H-Indene, 4,7-dimethyl-
129.0
5000 - M ‘ ”\K
16.00 16.50
m/z 128.00 47.07%
51.0 88.0 ‘ ‘ ‘
Ol ‘\‘”‘\“”\M‘\ “‘\‘ ’H W‘\‘! ‘\H‘ L s B B
miz--> 50 100 150 200 250
Abundance #23556: 1H-Indene, 2,3-dimethyl-
129.0
1 sy
16.00 16.50
5000 m/z 131.00 46.01%
63.0
20 S0 ol Nl
m/iz--> 50 100 150 200 250
Abundance #23578: 1H-Cyclopropa[b]naphthalene, 1a,2,7,7a-tetrah —s ‘/§
129.0 16.00 16.50
m/z 115.00 22.28%
5000
39.0
1.0
m/z--> 50 100 150 200 250 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120123\
Data File : VN@80317.D

Acqg On : 01 Dec 2023 12:12
Operator : JC\MD

Sample : 05592-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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 1H-Indene, 1,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.282 9.93 ug/l 200268 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 4,7-dimethyl- 144 C11H12 006974-97-6 95
2 1H-Indene, 1,3-dimethyl- 144 C11H12 002177-48-2 94
3 Naphthalene, 1,2-dihydro-3-methyl- 144 C11H12 002717-44-4 94
4 Naphthalene, 1,2-dihydro-4-methyl- 144 C11H12 004373-13-1 94
5 1H-Indene, 2,3-dimethyl- 144 C11H12 004773-82-4 94

Abundance Scan 2436 (16.282 min): VN080317.D\data.ms (-2427) (- | m/z 129.00 100.00%

129.0
5000
M

—— e
38.9 63.0 90.9 ‘ ‘ 16.00 16.50

Obrro 2y g i L L 13600 2069 T 00 57.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23554: 1H-Indene, 4,7-dimethyl-
129.0
5000 m ‘ ﬁ/\

16.00 16.50
m/z 128.00  44.41%

39.0 63.0 88.0 ‘ ‘ ‘
OHH‘HH“‘\ \“\‘\“h‘\‘\‘\“‘ \‘1“\\“\ \H\H\“\ \‘MH\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23557: 1H-Indene, 1,3-dimethyl-
129.0

T e
16.00 16.50

5000 ITI/Z 115.05 17.37%
390 630 1020, |
MY S M A St N A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23570: Naphthalene, 1,2-dihydro-3-methyl- —— A
129.0 16.00 16.50
m/z 130.00 13.70%
5000
39.0 63.0
15.0 0 M
0‘H\“‘mu““u“i““UH‘;”;“‘w“‘w“ml“‘u AR AR WW‘ o A | ‘AW‘”
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN120123\
Data File : VN@80317.D

Acqg On : 01 Dec 2023 12:12
Operator : JC\MD

Sample : 05592-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N111623W.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, 1,2-di... 13.953 15.5 ug/l 312999 4 13.794 1008060 50.0
Benzene, (2-bro... 13.994 31.8 ug/l 641170 4 13.794 1008060 50.0
p-Cymene 14.329 11.6 wug/l 233014 4 13.794 1008060 50.0
Indan, 1-methyl- 14.447 45.3 ug/1l 912222 4 13.794 1008060 50.0
Benzene, 1l-ethe... 14.929 28.1 wug/l 566539 4 13.794 1008060 50.0
Benzene, 2-ethe... 15.053 40.7 ug/l 819729 4 13.794 1008060 50.0
1H-Indene, 2,3-... 15.317 15.9 ug/l 319805 4 13.794 1008060 50.0
Benzene, (1,2-d... 15.441 11.1 ug/l 224169 4 13.794 1008060 50.0
1H-Indene, 4,7-... 16.153 11.8 ug/l 238097 4 13.794 1008060 50.0
1H-Indene, 1,3-... 16.282 9.9 ug/l 200268 4 13.794 1008060 50.0
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