LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122722\
Data File : VN@75981.D

Acqg On : 27 Dec 2022 12:23
Operator : JC\MD

Sample : N6206-01 10X

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\82N121422W.M

Title : SW846 8260

Signal : TIC: VN@75981.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.848 124 135 146 rVB7 13426 58712 3.96% 0.463%
2 7.441 905 916 923 rBV2 10142 25432 1.72% 0.200%
3 8.171 1029 1040 1045 rBvV 202342 510194 34.43% 4.021%
4 8.230 1045 1050 1062 rVB 416322 913100 61.61% 7.196%
5 8.582 1101 1110 1122 rBV 204356 466982 31.51% 3.680%

6 9.106 1190 1199 1210 rBV 539302 1101038 74.29% 8.677%
7 9.606 1272 1284 1291 rBv4 13983 30388 2.05% ©0.239%
8 10.571 1439 1448 1463 rBV 797861 1482007 100.00% 11.680%
9 11.870 1658 1669 1680 rBV 701546 1270729 85.74% 10.015%

10 11.965 1680 1685 1691 rVB 25567 41345 2.79% 0.326%
11 12.700 1805 1810 1815 rBV 36749 58106 3.92% ©.458%
12 12.853 1828 1836 1845 rBV 567110 955645 64.48%  7.531%
13 13.041 1861 1868 1875 rVB 64646 105599 7.13% 0.832%
14 13.129 1879 1883 1887 rVv2 11539 16915 1.14% ©0.133%
15 13.341 1910 1919 1924 rBV 22340 37450  2.53% 0.295%
16 13.617 1956 1966 1971 rBV2 28068 51543  3.48% 0.406%
17 13.729 1981 1985 1989 rBvV2 12218 18554 1.25% ©.146%
18 13.794 1989 1996 2008 rVB2 729885 1370705 92.49% 10.803%
19 13.953 2017 2023 2026 rBV 42707 69691 4.70%  ©.549%

20 14.000 2026 2031 2036 rBV 204618 324918 21.92%  2.561%

21 14.123 2046 2052 2059 rBV5 24972 42547 2.87% ©.335%
22 14.247 2066 2073 2081 rVB3 17474 32030 2.16% 0.252%
23 14.335 2081 2088 2094 rBV 128477 207467 14.00%  1.635%
24 14.400 2094 2099 2102 rBV 44552 72002 4.86% 0.567%
25 14.447 2102 2107 2114 rVB2 161052 282308 19.05% 2.225%
26 14.517 2114 2119 2124 rBVS 9582 15725 1.06% 0.124%
27 14.582 2124 2130 2134 rBV3 27937 48266 3.26% ©.380%
28 14.659 2134 2143 2147 rBV 94992 159263 10.75% 1.255%
29 14.694 2147 2149 2153 rVB 19373 24502 1.65% ©0.193%
30 14.735 2153 2156 2160 rVB2 12381 15103 1.02% 0.119%
31 14.811 2160 2169 2172 rVB5 7060 16134 1.09% 127%
32 14.882 2172 2181 2184 rBv4 13419 29743 2.01% 234%

33 14.929 2184 2189 2195 rBV 135040 230509 15.55%
34 15.053 2201 2210 2217 rBV3 312984 754845 50.93%
35 15.117 2217 2221 2227 rVWW4 26152 55028 3.71%
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36 15.211 2231 2237 2245 rVV2 105293 197909 13.35%  1.560%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122722\
Data File : VN@75981.D

Acqg On : 27 Dec 2022 12:23
Operator : JC\MD

Sample : N6206-01 10X

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\82N121422W.M
Title : SW846 8260
37 15.323 2245 2256 2260 rVV3 80803 223617 15.09% 1.762%
38 15.364 2260 2263 2269 rVV2 43880 97550 6.58% 0.769%
39 15.441 2269 2276 2284 rVB2 88747 215792 14.56% 1.701%
40 15.588 2297 2301 2305 rBv4 14571 29849 2.01% 0.235%
41 15.647 2305 2311 2316 rVB 83246 147989 9.99% 1.166%
42 15.706 2316 2321 2325 rBV 32578 49023 3.31% 0.386%
43 15.753 2325 2329 2332 rBvV3 24491 43131 2.91% 0.340%
44 15.947 2353 2362 2369 rBv2 53273 116209 7.84% 0.916%
45 16.029 2371 2376 2381 rVWW7 8915 20738 1.40% 0.163%
46 16.129 2384 2393 2395 rvwv4 45920 100242 6.76% 0.790%
47 16.170 2396 2400 2409 rVVv2 82713 181215 12.23% 1.428%
48 16.258 2409 2415 2422 rVWW3 21461 48917 3.30% 0.386%
49 16.347 2422 2430 2437 rVB3 33610 91209 6.15% ©.719%
50 16.505 2448 2457 2470 rBV3 60652 160621 10.84% 1.266%
51 16.717 2482 2493 2497 rBV5 28871 70219 4.74% ©.553%
Sum of corrected areas: 12688755
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122722\
Data File : VN@75981.D

Acqg On : 27 Dec 2022 12:23
Operator : JC\MD

Sample : N6206-01 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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: VN075981.D\data.ms

700000
600000
500000
400000
300000
200000

100000
2.848

0\\\‘\H\‘\H\‘HH‘HH‘HH‘\\H‘HH‘\Hr‘\\r\‘wwH[r‘\w\]HH‘HH‘HH‘\\H’\H\’HH‘H\\‘HH‘HH‘HH‘HH’HH‘HH

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: VNO075981.D\data.ms

10.671

700000 118

600000
9.106
500000
400000

300000

200000 8.1

100000

9.606

AN

0b— — | ‘
Time--> 7.00 7.50 8.00 8.50 9.00 9.50
Abundance TIC: VN075981.D\data.ms

13.794

— — —T 1
10.00 10.50 11.00 11.50

700000
600000 12.853
500000

400000

15.053

300000

200000

100000

13.041
.965 12.700 3.341 13.6%7
O E/\‘ T T T ‘ T A T T ‘A3\.12\g- T T ‘ I %\'7 T T ‘ T T ‘ T T ‘ T

Time->  12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122722\
Data File : VN@75981.D

Acqg On : 27 Dec 2022 12:23
Operator : JC\MD

Sample : N6206-01 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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 1Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.000 11.85 ug/l 324918 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, 1-propenyl- 118 CSH1e 000637-50-3 64
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 64
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 59
5 Deltacyclene 118 C9H1e 007785-10-6 50
Abundance Scan 2031 (14.000 min): VN075981.D\data.ms (-2026) (- | m/z 117.10 100.00%
117.1
5000 j\
e
Ol el S m/z 118,10 57.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 1
14.00
m/z 115.10  34.20%
390 630 %0
O-\1\5\.(‘)\‘\\\“.\\H\\““\‘.H\“‘H“H“‘\H [T T T [T T[T T T T[T I T [TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10193: Benzene, 1-propenyl-
117.0 j\
Al
14.00
5000 m/z 91.10 13.31%
91.0
51.0
270 | Ly . ‘ | Lw
Ol ettty e M e
m/z--> 20 40 60 80 100 120 140 160 180 200 /\ }\A
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene cef L
117.0 14.00
m/z 116.10 7.88%
5000 91.0
370 65.0
B A Y b A
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method :

Quant Title

TIC Library

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122722\

VN@75981.D

: 27 Dec 2022 12:23

JC\MD

: N6206-01 10X

5.0mL/MSVOA_N/WATER

: 7 Sample Multiplier: 1

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N121422W.M

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
Concentration Rank 7

Peak Number

2 o-Cymene

R.T. EstConc Area Relative to ISTD R.T.
14.335 7.57 ug/1 207467 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 o-Cymene 134 CleH14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 97
3 Benzene, 2-ethyl-1,4-dimethyl- 134 CleH14 001758-88-9 96
4 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 95
5 p-Cymene 134 CleH14 000099-87-6 95

Abundance Scan 2088 (14.335 min): VN075981.D\data.ms (-2081) (- | m/z 119.10 100.00%
119.1
/\JJ\M
91.1 M- LN
30.0 65.1 | H 135.1 14.00 14.50
O b ey bl M TS m/z 134,05 30.01%
miz--> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0
5000 /\/\A YNAvIW}
14.00 14.50
91.0 m/z 91.10 16.60%
41.0 65.0
0 \1\5\.0‘\‘\ T \“‘\ s \”“\‘\ T \‘”’ T ‘W\ \‘\w T \1:\3?\)?\ T
miz--> 20 40 60 80 100 120 140
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
WA AT
14.00 14.50
5000 m/z 120.10 11.17%
91.0
0 15.0 4‘1"0 65\'0 | Ll 130
L L 0 6 N e s
m/iz--> 20 40 60 80 100 120 140 A»\
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl- VAV /\‘A“
119.0 14.00 14.50
m/z 117.10 9.70%
5000
91.0
65.0
0 ‘¥5C?““%%j? " ‘JW 130 — P Cy
miz--> 20 40 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122722\
Data File : VN@75981.D

Acqg On : 27 Dec 2022 12:23
Operator : JC\MD

Sample : N6206-01 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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 Benzene, 1-methyl-2-(2-prop... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.447 10.30 ug/l 282308 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 64
2 Benzene, (2-methyl-2-propenyl)- 132 C1eH12 003290-53-7 64
3 Indan, 1-methyl- 132 C10H12 000767-58-8 64
4 Benzene, l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 59
5 Benzene, (1l-ethyl-2-propenyl)- 146 C11H14 019947-22-9 53
Abundance Scan 2107 (14.447 min): VNO75981.D\data.ms (-2102) (- m/z 117.10 100.00%
11y.1
5000
91.0
390 650 | H‘ 1#4.1 14.50
0 e Al T T m/z 115,100 34.37%
miz--> 20 40 60 80 100 120 140
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
11v.0
5000 1
14.50
91.0 m/z 132.15 24.97%
390 650 ‘ ‘ 133.0
O \\\‘\‘\ T \“ T \‘M‘\ “H\ T \‘H‘ T \‘} T ‘w‘\ T “‘ \‘U\‘\ ‘ UL
miz-> 20 40 60 80 100 120 140
Abundance #16139: Benzene, (2-methyl-2-propenyl)-
117.0
—r
14.50
5000 m/z 119.10 22.25%
91.0
39.0
65.0 ‘
133.0
o250 0 b il e MR
miz--> 20 40 60 80 100 120 140 /\
Abundance #16104: Indan, 1-methyl- \““‘ P
117.0 14.50
m/z 91.05 14.65%
5000
91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122722\
Data File : VN@75981.D

Acqg On : 27 Dec 2022 12:23
Operator : JC\MD

Sample : N6206-01 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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 3-Phenylbut-1-ene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.929 8.41 ug/1 230509 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 94
2 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 90
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 87
5 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 87
Abundance Scan 2189 (14.929 min): VN075981.D\data.ms (-2184) (- m/z 117.85 100.00%
11y.1
5000
91.1
15.00
390 63.1
o Sl N N i sl 1481 20700135 00 42.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
11v.0
5000 /\ T T Y j\/\/\/
15.00
91.0 m/z 115.05 32.75%
390 650 ‘ ”
O\‘\‘\\\“\\“”\‘H‘\\ih“\\”\“m\\H‘\i‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
—
15.00
5000 m/z 131.00 24.17%
ol bbb il
m/z--> 20 40 60 80 100 120 140 160 180 200 /\A/\
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- IPEFAV AR WA®
117.0 15.00
m/z 91.10 14.57%
5000
390 g50 910 ‘ ‘
) S VRN PO ) AV
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122722\
Data File : VN@75981.D

Acqg On : 27 Dec 2022 12:23
Operator : JC\MD

Sample : N6206-01 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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 5 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.053  27.53 ug/1 754845 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@OH12 000768-00-3 87
3 1-Phenyl-1-butene 132 C1eH12 000824-90-8 83
4 Benzene, 2-butenyl- 132 C1eH12 001560-06-1 83
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 81
Abundance Scan 2210 (15.053 min): VN075981.D\data.ms (-2201) (- | m/z 117.10 100.00%
11y.1
5000
91.1
51.1 ‘ m 148.0 206.9 15.00
Obrrrrreebsbe b 1480 2089 ;132,05 36.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 - j\/w :
15.00
o 910 m/z 115.10  29.72%
O\\\‘2\7‘\.(\)\“\\“\.\‘w\\\“‘\f“\\“H‘\\H‘\\M\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
1 T
15.00
5000 m/z 119.05 22.37%
91.0
270 °1° ‘ I ‘
O bt el el
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16107: 1-Phenyl-1-butene e
117.0 15.00
m/z 131.05 18.01%
5000
91.0 j\m
1) i
ol 2 bt b A A UL
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122722\
Data File : VN@75981.D

Acqg On : 27 Dec 2022 12:23
Operator : JC\MD

Sample : N6206-01 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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 6 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.211 7.22 ug/l 197909 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 95
2 Indan, epoxide 132 C9H80 000768-22-9 55
3 Benzene, cyclobutyl- 132 C1eH12 004392-30-7 47
4 2-Methylbenzyl cyanide 131 CO9HON 022364-68-7 45
5 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 43

Abundance Scan 2237 (15.211 min): VN075981.D\data.ms (-2231) (- | m/z 104.05 100.00%
104.1
5000 132.1 f
Al ——
511 780 15.00 15.50
obrerddestt e UM 206835 05 40,624
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16160: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0 J\,«a
5000
15.00 15.50
m/z 91.05 41.18%
39.0 650 I
O‘\\\\“\\w\““\\\‘\\‘}\“\\1‘\‘!“\‘\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16653: Indan, epoxide
104.0 /
—— —pe
15.00 15.50
5000 m/z 115.05 28.88%
51.0 78.0 132.0
270 |, |
0 “H“““_“w“u“ R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16121: Benzene, cyclobutyl- !
104.0 15 OO 15 50

m/z 129.20  20.05%

5000
50.0 770 13f0
‘ \‘ Ll ‘ ‘\

o

m/z-->

20 40 60 80 100 120 140 160 180 200

15 OO 15 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122722\
Data File : VN@75981.D

Acqg On : 27 Dec 2022 12:23
Operator : JC\MD

Sample : N6206-01 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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
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Peak Number 7 1H-Indene, 2,3-dihydro-1,2-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.323 8.16 ug/1 223617 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 93
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 83
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 83
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 78
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 64
Abundance Scan 2256 (15.323 min): VN075981.D\data.ms (-2245) (- | m/z 131.05 100.00%
131.1
- AKMNA
91.1 A F e A
51.1 ‘ ‘ H 1500 15.50
S N P o' M: 2071 28Le u7133.15  58.45%
miz--> 50 100 150 200 250
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 AR B AR
15.00 15.50
91.0 m/z 115.10  25.24%
39.0 ‘
0 \‘”\ ‘\‘ "“‘ ‘\‘m\“‘\ 8 "“\‘H\ “M r“h‘ L s Bt B B B
miz--> 50 100 150 200 250
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
I [\ e M2
15.00 15.50
5000 m/z 146.05 23.30%
91.0
51.0 ‘ |
miz--> 50 100 150 200 250 ]\
Abundance #25010: Benzene, (3-methyl-2-butenyl)- /\‘ A L
131.0 15.00 15.50
m/z 91.10 22.09%
91.0
5000
39.0
0! A L ‘M
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\VN122722\
Data File : VN@75981.D

Acqg On : 27 Dec 2022 12:23
Operator : JC\MD

Sample : N6206-01 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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
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Peak Number 8 2,2-Dimethylindene, 2,3-dih... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.441 7.87 ug/l 215792  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 87
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 87
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 87
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 87
Abundance Scan 2276 (15.441 min): VN075981.D\data.ms (-2269) (- | m/z 131.05 100.00%
131.1
- \NM
91.0 i5‘50
51.1 ‘ ,
o‘_m_mWJHwH‘H‘H‘h‘_u‘“‘_‘1”6‘2”9‘,HH,HH,w,w,‘%‘?,lrc m/z 146.00  23.08%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro-
131.0
5000 S I
15.50
91.0 m/z 133.20 20.28%
10 L
0\‘\\\\‘\\‘\‘\‘m\H‘\H\“”\H“\‘J‘\‘\HH\‘\\\\’\\\\’HH’HH’HH’HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
e
15.50
5000 m/z 115.10 17.06%
39.0 91.0
o SN RN O | 0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- ANSUNAW;
131.0 15.50
m/z 116.00 11.53%
5000
390 91.0 K
o""‘“‘uw‘m‘UM"""‘W‘J‘m‘““_“”w"‘,"",W,W,W,W,H /\M AW
m/z--> 20 40 60 80 100120140160180200220240260280 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122722\
Data File : VN@75981.D

Acqg On : 27 Dec 2022 12:23
Operator : JC\MD

Sample : N6206-01 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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
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Peak Number 9 2,3,4,5,6,7-Hexahydro-1H-cy... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.170 6.61 ug/l 181215 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
12,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 64
2 1H-Pyrazole, 4,5-dihydro-3-phenyl- 146 C9H1@N2 000936-48-1 59
3 1(2H)-Naphthalenone, 3,4-dihydro- 146 C1eH1e0 000529-34-0 52
4 Naphth[1,2-b]oxirene, 1a,2,3,7b-... 146 C10OH100 002461-34-9 49
5 Cyclopropanecarboxylic acid, 3-p... 204 C13H1602 1000245-59-5 43
Abundance Scan 2400 (16.170 min): VN075981.D\data.ms (-2396) (- | m/z 118.05 100.00%
118.1
146.1
5000
911 ”/\~600 ~
39.0 64.0 16. 16.5
0 “M‘wﬂk‘¢“‘w“‘ﬁ979 m/z 146.05  55.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentaler
146.0
118.0 M/\
5000 e 4 [
16.00 16.50
91.0 m/z 117.05 45.21%
39.0 65.0
0 ‘\‘\\\“‘\ \‘\‘\ ‘W\‘\ \WH‘}\‘H‘H \‘”1‘\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25714: 1H-Pyrazole, 4,5-dihydro-3-phenyl-
146.0 /\«
\/\‘ T T ‘ T
16.00 16.50
5000 77.0 m/z 105.10 38.21%
118.0
51.0
G
0 Mm‘“‘h“m“:w“u“H“;“‘UH‘MHHH‘W,‘m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200 M A ,/(\
Abundance #24948: 1(2H)-Naphthalenone, 3,4-dihydro- i fﬂw i
118.0 16.00 16.50

m/z 131.10  28.41%

90.0 146.0
5000
39.0 63.0 /fAk J\
‘ I \\‘H ‘\H ‘ 1l B — [ —

|
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122722\
Data File : VN@75981.D

Acqg On : 27 Dec 2022 12:23
Operator : JC\MD

Sample : N6206-01 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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 Benzene, 2-ethenyl-1,3,5-tr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.506 5.86 ug/l 160621 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 86
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 76
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 76
4 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H100 016017-24-6 76
5 1-Naphthalenol, 5,8-dihydro- 146 Cl1eH1e0 027673-48-9 60
Abundance Scan 2457 (16.505 min): VN075981.D\data.ms (-2448) (- | m/z 131.00 100.00%
131.0
5000 JUJ\
' A L
16.20 16.40 16.60
(o} m/z 146.20 66.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0 ]\
5000 91.0 "A‘“H‘HH‘HH‘HH
16.20 16.40 16.60
39.0 m/z 118.10 63.70%
65.0
0 15.0 |
T \’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25048: Naphthalene, 1,2,3, 4 -tetrahydro-5-methyl- A
P A
e R mma e S
16.20 16.40 16.60
5000 m/z 145.05 44.72%
105.0
0 I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25049: Naphthalene, 1,2, 34 -tetrahydro-6-methyl- N A Bmm
31.0 16.20 16.40 16.60
m/z 115.10 43.32%
5000
105.0
39.0 77.0 ‘
om_m“lw‘;h‘m“:“”_M‘p‘:m H“,“ J\‘/JH“
m/z--> 20 40 60 80 100 120 140 160 180 200 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN122722\
Data File : VN@75981.D

Acqg On : 27 Dec 2022 12:23
Operator : JC\MD

Sample : N6206-01 10X

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 7 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|
Indane 14.000 11.9 ug/l 324918 4 13.794 1370710 50.0
o-Cymene 14.335 7.6 ug/l 207467 4 13.794 1370710 50.0
Benzene, 1-meth... 14.447 10.3 wug/l 282308 4 13.794 1370710 50.0
3-Phenylbut-1-ene 14.929 8.4 ug/l 230509 4 13.794 1370710 50.0
Benzene, 1l-ethe... 15.053 27.5 ug/l 754845 4 13.794 1370710 50.0
Naphthalene, 1,... 15.211 7.2 ug/l 197909 4 13.794 1370710 50.0
1H-Indene, 2,3-... 15.323 8.2 wug/l 223617 4 13.794 1370710 50.0
2,2-Dimethylind... 15.441 7.9 ug/l 215792 4 13.794 1370710 50.0
2,3,4,5,6,7-Hex... 16.170 6.6 ug/l 181215 4 13.794 1370710 50.0
Benzene, 2-ethe... 16.506 5.9 wug/l 160621 4 13.794 1370710 50.0
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