LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75855.D

Acqg On : 16 Dec 2022 18:14
Operator : JC\MD

Sample : N6096-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 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\82N121422W.M
Title : SW846 8260
Signal : TIC: VN@75855.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 4.442 393 406 428 rBV 458511 1399442 29.60% 6.069%
2 8.177 1030 1041 1045 rBV 247560 595005 12.59% 2.580%
3 8.230 1045 1050 1063 rVB 489420 1095766 23.18% 4.752%
4 8.588 1101 1111 1123 rVV2 252385 631071 13.35% 2.737%
5 9.106 1188 1199 1208 rBV 647150 1324627 28.02% 5.744%
6 10.571 1438 1448 1453 rBV 960677 1782372 37.70% 7.730%
7 10.635 1453 1459 1474 rVB 2591346 4727434 100.00% 20.501%
8 11.871 1660 1669 1680 rBV 865229 1517983 32.11% 6.583%
9 11.965 1680 1685 1693 rVv2 33836 60602 1.28% 0.263%
10 12.077 1697 1704 1713 rVB2 32432 61624 1.30% 0.267%

11 12.400 1749 1759 1767 rBV 350565 601777 12.73%
12 12.853 1828 1836 1845 rBV 658449 1110542 23.49%
13 13.106 1873 1879 1880 rBV2 29729 48448 1.02%
14 13.135 1880 1884 1887 rVWV 81104 137686 2.91%

[OILGCRIGREC N
N
=
(]
B

15 13.176 1887 1891 1898 rVB 118536 185168 3.92% 803%
16 13.265 1898 1906 1913 rBV 367739 570498 12.07% 2.474%
17 13.341 1913 1919 1926 rVB 128160 212355 4.49% 0.921%
18 13.506 1938 1947 1959 rBV2 85399 177851 3.76% ©0.771%
19 13.794 1989 1996 2007 rBV2 811007 1712478 36.22% 7.426%
20 13.994 2025 2030 2046 rVB3 153085 453225 9.59%  1.965%
21 14.182 2056 2062 2068 rBV 36385 58988 1.25% ©0.256%
22 14.335 2082 2088 2094 rVB 93389 143311 3.03% 0.621%
23 14.447 2102 2107 2112 rVB2 86231 145274  3.07%  0.630%
24 14.576 2124 2129 2135 rVB2 45290 72305 1.53% 0.314%
25 14.659 2135 2143 2146 rBV 76959 131909 2.79% ©.572%
26 14.694 2146 2149 2154 rVV 113215 168576 3.57% 0.731%
27 14.882 2172 2181 2184 rBv4 24809 49274 1.04% 0.214%
28 14.929 2184 2189 2194 rBV2 91016 160778 3.40% ©0.697%
29 15.059 2201 2211 2217 rBV2 263681 645080 13.65% 2.797%
30 15.123 2217 2222 2228 rVB5 32496 73691 1.56% ©.320%
31 15.212 2230 2237 2245 rBV 200474 353650 7.48% 1.534%
32 15.323 2245 2256 2260 rBV4 94563 229678 4.86%  0.996%
33 15.447 2269 2277 2285 rVB4 99433 250925 5.31% 1.088%
34 15.641 2305 2310 2315 rW 50057 97164 2.06%  0.421%
35 15.706 2315 2321 2325 rW2 68804 134526 2.85% ©.583%
36 15.753 2325 2329 2330 rVV2 45583 61955 1.31% 0.269%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75855.D

Acqg On : 16 Dec 2022 18:14
Operator : JC\MD

Sample : N6096-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 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\82N121422W.M
Title : SW846 8260
37 15.788 2331 2335 2352 rVB5 69814 236809 5.01% 1.027%
38 15.953 2355 2363 2372 rBV 74552 165509 3.50% ©0.718%
39 16.135 2382 2394 2395 rBV2 67958 151595 3.21% ©.657%
40 16.170 2395 2400 2410 rVV2 196119 427753 9.05% 1.855%
41 16.264 2410 2416 2421 rVV4 29824 62441 1.32% 0.271%
42 16.347 2421 2430 2443 rVB4 64369 222414 4.70% 0.965%
43 16.512 2446 2458 2470 rBV2 155048 385248 8.15% 1.671%
44 16.717 2482 2493 2499 rBV3 83764 224534  4.75% 0.974%
Sum of corrected areas: 23059341
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75855.D

Acqg On : 16 Dec 2022 18:14
Operator : JC\MD

Sample : N6096-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : SW846 8260

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

Abundance TIC: VNO75855.D\data.ms
2500000

2000000

1500000

1000000

500000 4.442

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\

Time--> 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
Abundance TIC: VNO75855.D\data.ms
2500000 10.635

2000000

1500000

10.571
1000000 118

9.106

500000 8.230

8.1 8.588 k
. N

— — — —
Time->  7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

Abundance TIC: VNO75855.D\data.ms
2500000

—T —T
11.00 11.50

2000000

1500000

1000000
13.794

12.853

500000 12.400 13.265

15.038 51 16.17
3 13.994 _ 46 : _ 170 1557 )
28977 I 41]3)586 14.18%-385%/13 43395 124532334 {5 AEMBES 9586, Y34/ 21‘5/-@
0 ‘*/\\‘v—f [ B R \‘r“\ T T T | A 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_N\Data\VN121622\
Data File : VN@75855.D

Acqg On : 16 Dec 2022 18:14
Operator : JC\MD

Sample : N6096-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 4-Heptanone, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.265 16.66 ug/l 570498 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 91
2 5-Nonanone 142 C9H180 000502-56-7 59
3 3-Buten-2-o0l, 2,3-dimethyl- 100 C6H120 010473-13-9 53
4 4-Octanone, 2-methyl- 142 C9H180 007492-38-8 50
5 4-Methoxy-3-buten-2-one 100 C5H802 004652-27-1 47

Abundance Scan 1906 (13.265 min): VN075855.D\data.ms (-1898) (- | m/z 85.10 100.00%

57.1 85.1
5000
41.1

142.2
I ‘ 13.00 13.50
ol b 10891283 L m/z 57.18 90.98%
miz—-> 20 40 60 80 100 120 140
Abundance #23067: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 P
41.0 13.00 13.50

m/z 41.10  34.24%

m/z--> 20 40 60 80 100 120 140
Abundance #22967: 5-Nonanone
57.0 85.0
‘ ‘ —

\
13.00 13.50
5000 m/z 58.10 24.44%
41.0
142.0
AL I S Y e o N
miz--> 20 40 60 80 100 120 140
Abundance #4413: 3-Buten-2-ol, 2,3-dimethyl- e
59.0 85.0 13 00 13.50
43.0 m/z 43.10 17.44%
5000 A
27
0 ‘m“‘J?H}“HN“““H“1““1‘”‘“”“‘” S
m/z--> 20 40 60 80 100 120 140 13 OO 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75855.D

Acqg On : 16 Dec 2022 18:14
Operator : JC\MD

Sample : N6096-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.994  13.23 ug/l 453225  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 68
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 68
4 Deltacyclene 118 C9H1e 007785-10-6 64
5 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 64
Abundance Scan 2030 (13.994 min): VN075855.D\data.ms (-2025) (- | m/z 117.10 100.00%
11y.1
5000
91.0 L
oH‘HwH_m_m_HwmWWHwwamw m/z 118.10  56.37%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
117.0
5000 T
14.00
910 m/z 115.10 36.36%
390 630 L. I
0\\‘HH‘\\H‘H\\“HH“\H\‘}UH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance  #10215: Bicyclo[4.2.0]octa-1,3,5-triene, 7-methyl-
117.0
I
14.00
5000 m/z 105.10 16.97%
39.0 63.0
o"""w""‘H‘“""w‘mm‘1“”"‘“1‘H"H:"wHHW!JWWHW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 )w\
Abundance #10195: Benzene, cyclopropyl- - ﬁJXM
117.0 14.00
m/z 91.05 16.69%
5000
91.0
b Z0 L 20 L TAD
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75855.D

Acqg On : 16 Dec 2022 18:14
Operator : JC\MD

Sample : N6096-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 1-Phenyl-1-butene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.059 18.83 ug/l 645080 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 91
2 Benzene, 2-butenyl- 132 C10H12 001560-06-1 91
3 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 91
4 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 91
5 Benzene, (2-methyl-1-propenyl)- 132 Cl1eH12 000768-49-0 91
Abundance Scan 2211 (15.059 min): VN075855.D\data.ms (-2201) (- | m/z 117.10 100.00%
117.1
5000
91.1
39.0 65.0 L‘“ 15.00
B R R _‘1““““1““8:?, 270z 132,05 38.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene
11v.0
5000 : j\ : :
910 15.00
L m/z 115.10  26.19%
51.0 ‘
0 ‘2\7‘\‘.(\)\“‘\ \“1”\ “‘1‘\ \”1“‘ il ‘HU‘\ T U‘ \‘”‘\‘\ LB (R L e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16120: Benzene, 2-butenyl-
117.0 /\/\N\
i
15.00
m/z 131.05 16.28%
5000 91.0
39.0 65.0 ‘
0 ‘“m“uM‘ww‘:‘m”“mw‘wu‘U‘uw‘h_m,mwm_m
m/z--> 20 40 60 80 100 120 140 160 180 200 /J\J\A
Abundance #16161: 1H-Indene, 2,3-dihydro-2-methyl- e ‘
117.0 15.00
m/z 91.10 13.61%
5000
91.0
39.0 65.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00

82N121422W.M Mon Dec 19 14:27:08 2022 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75855.D

Acqg On : 16 Dec 2022 18:14
Operator : JC\MD

Sample : N6096-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.212  10.33 ug/l 353650 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 96
2 Indan, epoxide 132 C9H80 000768-22-9 64
3 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 58
4 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 47
5 Phensuximide 189 C11H11NO2 000086-34-0 38
Abundance Scan 2237 (15.212 min): VN075855.D\data.ms (-2230) (- | m/z 104.10 100.00%
104.1
5000 132.1 /
— —
78.0 ‘ 15.00 15.50
o] S u“Um”‘ b A 2069 o 135,65 47.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16157: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 A/\ ! T
132.0 15.00 15.50
78. m/z 91.05 40.69%
28.0 510 ‘ ‘
O\\\‘\‘1\\“\\“}‘\“‘m\\”}“\\‘f‘\‘\\1“\‘1“\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16653: Indan, epoxide
104.0
—— —
15.00 15.50
5000 m/z 115.10 18.04%
ol 252
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16678: 2H-Inden-2-one, 1,3-dihydro- —y— e f
104.0 15.00 15.50
m/z 78.00 13.18%
5000 132.0
78.0
51.0 ‘ A
B2 O N N SN i PN 4 W DAY NO
m/z--> 20 40 60 80 100 120 140 160 180 200 1500 1550
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75855.D

Acqg On : 16 Dec 2022 18:14
Operator : JC\MD

Sample : N6096-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Benzene, (3-methyl-2-butenyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.323 6.71 ug/1 229678 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 50
2 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 50
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 46
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 46
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 42

Abundance Scan 2256 (15.323 min): VN075855.D\data.ms (-2245) (- | m/z 131.00 100.00%
131.0
W\M
148.2
91.1 ﬂ/\‘ AWAVERL I
90 647 ‘ £ \“ﬁ ‘ 15.00 15.50
O bl ol IR MLl sz 133005 89.70%
miz--> 20 40 60 80 100 120 140
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
5000 i B
15.00 15.50
39.0 65.0 1150 m/z 148.15  33.49%
oo L | e
0+ \‘\ T \‘“‘\ \‘i‘\ \H‘\ “H 1 ‘\”1“‘ T \‘1 T “‘U‘\ T “‘ A “1 ‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0 /\
ANOENNIA
15.00 15.50
5000 91.0 m/z 119.00 32.02%
115.0
39.0
‘ 65.0 ‘ ‘ 1?7.0
o120 L A p‘l“‘m‘“‘ S A o
m/iz--> 20 40 60 80 100 120 140
Abundance #25003: Benzene, (1-methyl-1-butenyl)- — ‘~4\w ‘
131.0 15.00 15.50
m/z 115.10 28.65%
91.0
5000
70 51.0 115.0
b Lz oy Lo | WA
m/z--> 20 40 60 80 100 120 140 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75855.D

Acqg On : 16 Dec 2022 18:14

Operator JC\MD

Sample : N6096-07

Misc 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.447 7.33 ug/1 250925 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 93
2 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 81
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 81
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 81

Abundance Scan 2277 (15.447 min): VN075855.D\data.ms (-2269) (- | m/z 131.05 100.00%
131.1
M\/\ A
- W VL
wo we T eSS
O sttt ST m/z 146,05 22.78%
miz--> 20 60 80 100 120 140 160
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 \ '\J\\ T T P\/\“ T
15.50
m/z 133.05 21.74%
390 g4 910
Ot T \‘\ T \“‘\ \“\‘\ ’w.\‘\ \“ T \‘\ T “\'1\1\31.(‘)\‘“‘! T ‘11 \g\.(\)‘ T
miz--> 20 60 80 100 120 140 160
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
15.50
5000 m/z 91.10 15.22%
39.0 91.0
63.0
0‘““JiuhH‘W‘,WNmH“L‘y}%%q‘ml‘ﬁ‘%q“‘
m/z--> 20 60 80 100 120 140 160
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- i
131.0 15.50
m/z 115.05 14.21%
5000
91.0
39.0 630 ‘
N e N R . 1) AW AW}
m/z--> 20 60 80 100 120 140 160 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75855.D

Acqg On : 16 Dec 2022 18:14
Operator : JC\MD

Sample : N6096-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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-methyl-3-(1-meth... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.788 6.91 ug/1 236809 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 74
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 74
3 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 68
4 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 64
5 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 64
Abundance Scan 2335 (15.788 min): VN075855.D\data.ms (-2331) (- | m/z 131.05 100.00%
131.1
5000
91.1
e
390 048 ‘ 115[1 | 147.0 15.50 16.00
O ke M““‘ TR RN “1“ A ol m/z 91.18 27.63%
m/z--> 20 40 60 80 100 120 140 160
Abundance #25058: Benzene, 1-methyl-3-(1-methyl-2-propenyl)-
131.0
5000 —r L
91.0 15.50 16.00
m/z 146.10 20.59%
39.0 65.0 11ﬁ 0
147.0
O\‘\‘\\\“‘\\“\‘\‘M\\\’\\‘\\“‘\‘\\“\‘\‘!\‘\‘\\\‘\\
miz--> 20 60 80 100 120 140 160
Abundance #25042. Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0 4\/\/\ M /\
ey
15.50 16.00
5000 m/z 118.10 17.63%
115.0
39.0 650 ‘ | 1470
U O VM OIS M MO 1 i A
m/z--> 20 40 60 80 100 120 140 160
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl- e R
131.0 15.50 1600
m/z 129.05 %
5000
91.0
115.0
0, 80 b 1‘47-0 M M
0“‘M“p‘wﬂ“w“$,‘u“wuw‘ﬁ‘hu“;u““‘
m/z--> 20 60 80 100 120 140 160 15. 50 16 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75855.D

Acqg On : 16 Dec 2022 18:14
Operator : JC\MD

Sample : N6096-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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.
16.170  12.49 ug/1 427753  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 92
2 Benzene, (1-methylenebutyl)- 146 C11H14 005676-32-4 90
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 87
4 Benzene, (1-ethyl-2-propenyl)- 146 Cl1H14 019947-22-9 74
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 55

Abundance Scan 2400 (16.170 min): VN075855.D\data.ms (-2395) (- | m/z 118.10 100.00%
1

118
5000 A
T o

39.0 77.0‘ ‘ 1417 2 ‘ 16.00 16.50
N N R S | | 2082 28Li n/; 93110 55.41%
miz--> 50 100 150 200 250
Abundance  #25055: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 = Lt
16.00 16.50
91.0 m/z 146.20  55.07%

o

51.0 ‘ ‘ ‘
1\5.\0“\ ‘\‘ i“‘ ‘\‘H 1” ‘h\ 1 |“H\ H\ M \”“ L e s s s s s B B B
miz--> 50 100 150 200 250
Abundance #24993: Benzene, (1-methylenebutyl)-
118.0 M /\
N ?

.
T

16.00 16.50
5000 m/z 117.05 46.81%
77.0
Wil

ol ‘\‘ it l‘u ‘\H\‘H“w‘ it ‘H\‘ H‘ i ‘\‘\‘ —— —

m/z--> 50 100 150 200 250
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- e P
131.0 16.00 16.50

m/z 105.10  34.27%

5000

91.0

39.0 M
o A

miz--> 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\VN121622\
Data File : VN@75855.D

Acqg On : 16 Dec 2022 18:14
Operator : JC\MD

Sample : N6096-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 5

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

16.512  11.25 ug/1 385248 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t 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 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 87
4 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H100 016017-24-6 64
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 60
Abundance Scan 2458 (16.512 min): VN075855.D\data.ms (-2446) (- | m/z 131.05 100.00%

131.1
5000
105.
T

39.0 77.0 ‘160.2 207.0 16.20 16.40 16.60

0! el m/z 146.20  75.52%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl- ]\
131.0

5000 e Ty A
16.20 16.40 16.60

m/z 118.10  75.42%

O' ‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
16.20 16.40 16.60
5000 ITI/Z 117.10 39.79%
105.0
39.0 77.0 ‘ ‘
0 m_mm w‘;“p‘l“‘:u“‘_Mw“:m NMHWm_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25518: 1H-1,3,2-Benzodiazaborole, 2-ethyl-2,3-dihydro- R
146.0 16.20 16.40 16.60
m/z 115.05 37.34%
5000 118.0
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75855.D

Acqg On : 16 Dec 2022 18:14
Operator : JC\MD

Sample : N6096-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.717 6.56 ug/1l 224534  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 97
2 Benzene, 1-(2-butenyl)-2,3-dimet... 160 C12H16 054340-85-1 78
3 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 70
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 70
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 68
Abundance Scan 2493 (16.717 min): VN075855.D\data.ms (-2482) (- | m/z 145.05 100.00%
118.1 145.1
5000
i oo dos0 |
39.1 65.0 : -
207.1
0 bbb \“w‘m“m m/z 118.10  90.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 L B B B B
16.40 16.60
91.0 m/z 160.20  59.35%
28.0 510
O' \\"‘\‘\\\"\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36236: Benzene, 1-(2-butenyl)-2,3-dimethyl-
145.0 N\W
I R A
16.40 16.60
5000 m/z 117.15 36.85%
105.0
390 77.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl- M“‘M e
145.0 16.40 16.60
m/z 115.10 28.11%
5000
NI 11 S B S WAV
m/z--> 20 40 60 80 100 120 140 160 180 200 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN121622\
Data File : VN@75855.D

Acqg On : 16 Dec 2022 18:14
Operator : JC\MD

Sample : N6096-07

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.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|
4-Heptanone, 2,... 13.265 16.7 ug/l 570498 4 13.794 1712480 50.0
Indane 13.994 13.2 ug/1 453225 4 13.794 1712480 50.0
1-Phenyl-1-butene  15.059 18.8 wug/l 645080 4 13.794 1712480 50.0
Naphthalene, 1,... 15.212 10.3 ug/l 353650 4 13.794 1712480 50.0
Benzene, (3-met... 15.323 6.7 ug/l 229678 4 13.794 1712480 50.0
1H-Indene, 2,3-... 15.447 7.3 ug/l 250925 4 13.794 1712480 50.0
Benzene, 1-meth... 15.788 6.9 ug/l 236809 4 13.794 1712480 50.0
Naphthalene, 1,... 16.170 12.5 ug/l 427753 4 13.794 1712480 50.0
Naphthalene, 1,... 16.512 11.3 ug/l 385248 4 13.794 1712480 50.0
Naphthalene, 1,... 16.717 6.6 ug/l 224534 4 13.794 1712480 50.0
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