LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@13124\
Data File : VN©80840.D

Acqg On : 31 Jan 2024 15:08
Operator : JC\MD

Sample : P1279-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 12 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\82N©12924W.M

Title : SW846 8260

Signal : TIC: VNO80840.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.789 305 312 320 rBV3 7344 20087 2.54% 0.266%
2 4.712 459 469 470 rBv4 7652 16032 2.02% 0.212%
3 7.424 920 930 938 rBV2 13036 35632 4.50% 0.471%
4 7.783 983 991 998 rBV2 12383 28403 3.58% 0.375%
5 8.165 1045 1056 1061 rBV 79965 192399 24.28% 2.544%

6 8.224 1061 1066 1076 rVB2 132023 300129 37.88% 3.968%
7 8.577 1115 1126 1137 rBV2 93766 213069 26.89% 2.817%
8 9.100 1207 1215 1224 rBV 261424 523290 66.05% 6.918%
9 10.565 1456 1464 1471 rBV 349156 645576 81.48%  8.535%
10 10.630 1471 1475 1484 rVB 68529 128177 16.18%  1.695%
11 11.865 1678 1685 1697 rBV 416892 747251 94.32%  9.879%
12 12.071 1713 1720 1729 rBV2 45671 87207 11.01% 1.153%
13 12.400 1766 1776 1783 rBV 59389 96669 12.20% 1.278%
14 12.847 1845 1852 1860 rVB 259531 455939 57.55% 6.028%
15 13.100 1888 1895 1899 rwV 51034 95662 12.07%  1.265%
16 13.135 1899 1901 1904 rVV2 26126 28186 3.56% ©.373%
17 13.176 1904 1908 1913 rVB2 31829 49356 6.23% 0.652%
18 13.335 1928 1935 1944 rVB2 45775 78243 9.88% 1.034%
19 13.482 1954 1960 1966 rBV 65363 103047 13.01% 1.362%
20 13.670 1988 1992 1996 rVV5 10239 16463 2.08% 0.218%

21 13.794 2006 2013 2023 rVV2 384129 792286 100.00% 10.474%

22 13.876 2023 2027 2036 rVV2 61006 106823 13.48% 1.412%
23 13.953 2036 2040 2041 rVV4 13075 16675 2.10% 0.220%
24 13.994 2041 2047 2064 rVB4 69328 210198 26.53% 2.779%
25 14.123 2064 2069 2073 rBV5 6356 10990 1.39% ©.145%
26 14.182 2073 2079 2085 rVB2 21879 35240 4.45% 0.466%
27 14.247 2085 2090 2093 rBV3 40127 64012 8.08%  0.846%
28 14.276 2093 2095 2099 rVB2 27508 31533 3.98% 0.417%
29 14.329 2099 2104 2111 rVB2 44782 65816 8.31% 0.870%
30 14.400 2111 2116 2118 rBV3 15354 20918 2.64% 0.277%
31 14.447 2118 2124 2129 rVB2 58628 97587 12.32%  1.290%
32 14.576 2138 2146 2153 rVB4 24934 45094 5.69% 0.596%
33 14.653 2153 2159 2163 rBV2 35870 65424  8.26%  0.865%
34 14.694 2163 2166 2171 rVWV2 52309 83706 10.57% 1.107%
35 14.735 2171 2173 2177 rVB4 10726 13330 1.68% ©.176%
36 14.882 2193 2198 2201 rBV5 7585 10278 1.30% ©.136%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@13124\
Data File : VN©80840.D

Acqg On : 31 Jan 2024 15:08
Operator : JC\MD

Sample : P1279-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 12 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\82N©12924W.M
Title : SW846 8260
37 14.923 2201 2205 2211 rBV2 75195 130921 16.52% 1.731%
38 15.053 2218 2227 2234 rBV2 164579 363866 45.93% 4.810%
39 15.112 2234 2237 2243 rVB7 8810 16476 2.08% 0.218%
40 15.212 2247 2254 2261 rW 161371 290920 36.72% 3.846%
41 15.317 2261 2272 2277 rVV6 37527 104629 13.21% 1.383%
42 15.364 2277 2280 2286 rVV5 29107 57653 7.28% 0.762%
43 15.441 2286 2293 2302 rVB4 42666 108423 13.68% 1.433%
44 15.641 2321 2327 2333 rVWV 60958 126005 15.90% 1.666%
45 15.700 2333 2337 2342 rVV2 33076 64098 8.09% 0.847%
46 15.747 2342 2345 2346 rVV3 21692 24969 3.15% 0.330%
47 15.788 2349 2352 2367 rVB7 34929 95013 11.99% 1.256%
48 15.947 2372 2379 2388 rBV3 32096 63595 8.03% 0.841%
49 16.035 2388 2394 2398 rBV5S 4057 8182 1.03% 0.108%
50 16.164 2401 2416 2426 rBV3 91414 258862 32.67% 3.422%
51 16.259 2428 2432 2435 rBvV4 7330 12423 1.57% 0.164%
52 16.341 2439 2446 2447 rBVS 20140 32112 4.05% 0.425%
53 16.506 2464 2474 2484 rBVS 67810 154484 19.50% 2.042%
54 16.711 2507 2509 2515 rVB3 17729 23909 3.02% 0.316%
55 16.782 2515 2521 2522 rBV3 63020 96973 12.24% 1.282%
Sum of corrected areas: 7564240
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©13124\
Data File : VN©80840.D

Acqg On : 31 Jan 2024 15:08
Operator : JC\MD

Sample : P1279-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12924W.M
Quant Title : SW846 8260

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

Abundance TIC: VN080840.D\data.ms
400000

350000
300000
250000
200000
150000
100000
50000
3.789 4.712

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

Time--> 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
Abundance TIC: VN080840.D\data.ms
400000

350000 10.565

300000
9.100
250000
200000

150000 8.224

100000 8.577
8.1 630

50000
7.424 7.783

I e ‘ — — —— el
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VN080840.D\data.ms

400000 P65 13.794

— 7
11.00 11.50

350000

300000

12.847
250000

200000
15.038 212
150000

100000 16.164

12.400 3.482 16.506 16.7

13.
13.67

0 T T T I T T T T T

1 T ‘ T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 15.50 16.00 16.50

T ‘ T T ‘ T
14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©13124\
Data File : VN©80840.D

Acqg On : 31 Jan 2024 15:08
Operator : JC\MD

Sample : P1279-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12924W.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 1-Hexanol, 2-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.876 6.74 ug/1 106823  1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 72
2 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 64
3 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 59
4 2-Propyl-1-pentanol, chlorodiflu... 242 C1@H17C1F202 1000447-27-3 53
5 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 45
Abundance Scan 2027 (13.876 min): VN080840.D\data.ms (-2023) (- | m/z 57.00 100.00%
57.0
5000 JL_\
‘ 830 13.50 14.00
112.2
o‘m_‘?’?‘; ‘H\‘H\,"‘l\m“‘\\\‘\,\1\3\4\"1””‘”H m/z 41.1e 38.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15691: 1-Hexanol, 2-ethyl-
57.0
5000 ‘
26.0 13. 50 14. 00
83.0 m/z 55.10 26.49%
R
0\\\\‘\ H ‘\\\\’\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 60 100 120 140 160
Abundance #15785. 1—Pentan0l, 2-ethyl-4-methyl-
57.0
13.50 14.00
5000 m/z 56.00 25.56%
29.0 ‘ 83.0
ol e
m/z--> 20 40 60 80 100 120 140 160
Abundance #92373: Heptane, 1,1'-oxybis-
57.0 13. 50 14 00
m/z 70.10 23.11%
5000
‘ 97.0
O 0 g 1170 1710
m/z--> 20 40 60 80 100 120 140 160 13. 50 14 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©13124\
Data File : VN©80840.D

Acqg On : 31 Jan 2024 15:08
Operator : JC\MD

Sample : P1279-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12924W.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-ethenyl-4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.994  13.27 ug/1 210198 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-4-methyl- 118 C9H1e 000622-97-9 81
2 Indane 118 C9H10 000496-11-7 81
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 76
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 055337-80-9 60
5 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 55
Abundance Scan 2047 (13.994 min): VN080840.D\data.ms (-2041) (- | m/z 117.10 100.00%
11y.1
5000
91.0 el A 2
39.0 630 ‘ ‘ 1341 14.00
S J‘:u““‘:‘u bl ol ST 1558 o 118,10 57.12%
miz--> 20 40 60 80 100 120 140 160
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0
WA rv/\AMA/\/\
5000 T T T T T T T T
91.0 14.00
39.0 63.0 m/z 115.00  36.74%
0 \1\5\‘?\“\\\“’H\\“}‘\“““}‘\\H}h’\\H\“‘\\\ [T T T T T T
miz--> 20 40 60 80 100 120 140 160
Abundance #10181: Indane
117.0
A
14.00
5000 m/z 91.05 20.00%
91.0
39.0 63.0
ol LL
m/iz--> 20 40 60 80 100 120 140 160 \ M
Abundance #10203: Benzene, 1-ethenyl-2-methyl- ﬁa‘ ‘ M ‘ m ‘
117.0 14.00
m/z 105.10  17.87%
5000
91.0
LU
0‘¥??‘W"w“m‘bm“ﬂu‘ﬂw‘ph“ RSN : BIRANYALN NS
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©13124\
Data File : VN©80840.D

Acqg On : 31 Jan 2024 15:08
Operator : JC\MD

Sample : P1279-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12924W.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 (E)-1-Phenyl-1-butene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.447 6.16 ug/1 97587 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 90
2 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 81
3 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 74
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 74

Abundance Scan 2124 (14.447 min): VN080840.D\data.ms (-2118) (- m/z 117.05 100.00%
117.1

5000 /\j\

50.9

| o e Lo
] S ,u M‘h Lo ap Al ST m/z 115.00  36.64%
m/z--> 20 40 80 100 120 140
Abundance #16123.(E}l-PhenyLl-mnene
117.0
5000
91.0 14.50

_ 51.0 o m/z 119.00 24.27%
O\H‘\‘l‘u‘,u‘}‘\,” *p‘M“H}HM‘“}\‘\"“H‘
miz--> 20 40 60 80 100 120 140
Abundance #16144: Benzene, (2-methyl-1-propenyl)- \j\
117.0

1450
5000 91.0 ITI z 90.95 20.23%
39.0 650
133.0
0 ‘¥§9“:“M"wwwﬁm“w”"J:“w“‘ﬂ“wﬁ“““‘
m/z--> 20 40 60 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0 1450
m/z 132.00 19.53%
5000
39.0 65.0 910 133.0 /\j\
) B WA NSO M SO Y VORNNINNY L2 OUY Y
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\VN©13124\
Data File : VN©80840.D

Acqg On : 31 Jan 2024 15:08
Operator : JC\MD

Sample : P1279-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12924W.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 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.923 8.26 ug/1 130921 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
2 1-Phenyl-1-butene 132 C10H12 000824-90-8 91
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 91
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 91
5 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 90
Abundance Scan 2205 (14.923 min): VN080840.D\data.ms (-2201) (- | m/z 117.10 100.00%
117.1
5000 132.0 /\ ﬂ
64.9 91.0 L A‘
39.0 H ‘ ‘ 148.1 15.00
0 “““w‘\“upk“uﬂ ‘w;‘ﬁw“jh“mﬂ“‘c]‘ m/z 132.00  40.99%
m/z--> 20 40 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 132.0 /\ J\ '
15.00
m/z 115.10 32.16%
390 g50 ‘ ‘
0 \2‘4\..9\ \““\ \“U\ “‘H\ T \“ =TT ‘\‘\ T H‘ \‘“‘\‘\ T
miz--> 20 40 60 80 100 120 140
Abundance #16107: 1-Phenyl-1-butene
117.0
TAIEAWIRSA!
15.00
5000 132.0 m/z 91.05 17.03%
91.0
51.0
200 | ], 780 ‘ \
Ottt et MLl
m/iz--> 20 40 60 80 100 120 140
Abundance #16171: Benzene, (1-methyl-1-propenyl)-, (2)- PN S
117.0 15.00
m/z 64.90 16.57%
132.0
5000 91.0
51.0
O ‘ ; w‘ s m w?‘ H— p‘:“ w!“ u:“h P
m/z--> 20 40 60 80 100 120 140 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@13124\
Data File : VN@80840.D

Acqg On : 31 Jan 2024 15:08

Operator JC\MD

Sample : P1279-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@12924W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 3-Phenylbut-1-ene Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.053  22.96 ug/l 363866 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 94
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 94
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 93
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 90
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 87

Abundance Scan 2227 (15.053 min): VN080840.D\data.ms (-2218) (- | m/z 117.10 100.00%
117.1
5000 MAL
132.1
SVAUAND (W
39.0 64.9 ‘ 15.00
ol w“ el m“ : i HM Sl 1481 /7 132,05 36.45%
miz--> 20 40 60 100 120 140
Abundance #16106:3-Phenwbub1-ene f\
117.0
5000 A ﬂ ‘
15.00
91.0 132.0 m/z 115.10  29.83%
390 450 ‘ M
S N O O PR YISO 1A Y |
miz--> 20 4 60 8 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- Aﬂk /\/NMA\
117.0
Mot B T
15.00
5000 132.0 ITI/Z 91.05 19.24%
39.0 65.0 ‘
oh240 Ll “w " “lh T
miz--> 20 40 60 80 100 120 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- i 4%Wﬂ‘
117.0 15.00
m/z 131.05 18.78%
5000 132.0
390  gsp 910 ‘ j\/\
0"““‘“““‘\‘U‘“\U"H‘\\"“‘H‘H“H‘!“‘m\w‘H‘ EAWTTINIIA ; AV L\
m/z--> 20 40 60 80 100 120 140 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©13124\
Data File : VN©80840.D

Acqg On : 31 Jan 2024 15:08
Operator : JC\MD

Sample : P1279-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12924W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.212  18.36 ug/l 290920 1,4-Dichlorobenzene-d4 13.794
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 58
3 Butanedioic acid, phenyl- 194 C1eH1e04 000635-51-8 38
4 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C16H16 020071-09-4 38
5 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C16H16 007694-30-6 38
Abundance Scan 2254 (15.212 min): VN080840.D\data.ms (-2247) (- | m/z 104.10 100.00%
104.1
5000 132.1 f
390 78‘-0 ‘ 15.00 1550
0b “‘ : Jﬁ‘ﬁ“ - ‘M : 1“ e m/z 91.e5  41.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 A AwAL L
15.00 15.50
m/z 132.05 40.23%
270 %00 M0 L
O \\\‘\\\\‘\\‘\‘\“H\\\‘\\\\“ \\1‘\‘\‘\‘\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16653: Indan, epoxide
104.0
= T ‘ T \A‘ T
15.00 15.50
5000 m/z 115.10 17.76%
27.0 | M I
om_ww m_mww”‘ N R
miz--> 20 40 100 120 140 160 180
Abundance #68398: Butaned|0|c acid, phenyl- Ay ey /‘
104.0 15.00 15.50
m/z 78.00 13.77%
5000
78.0
e [ 1760
“‘_“““H“““H“‘ A e
m/z--> 20 40 60 100 120 140 160 180 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©13124\
Data File : VN©80840.D

Acqg On : 31 Jan 2024 15:08
Operator : JC\MD

Sample : P1279-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12924W.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 7 Benzene, (1-methyl-1-butenyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.317 6.60 ug/l 104629 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 60
2 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 60
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 60
4 Benzene, (1,1-dimethyl-2-propenyl)- 146 C11H14 018321-36-3 60
5 Benzene, 1-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 60

Abundance Scan 2272 (15.317 min): VN080840.D\data.ms (-2261) (-~ | m/z 131.05 100.00%
131.1
Inny
39.0 N oy [
| 64.7 ‘ ‘ 206,68 15.00 15.50
Ob i “‘M‘“wu“w H ‘HJ‘w\“_mwww_m m/z 133.05  44.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1rnethy|1 butenyl)-
1 ﬂ%f\
91.0 j&
5000 \ ‘N (\*M
15.00 15.50
m/z 115.10 26.78%
27.0 ‘ h
O\\\‘\\\\“‘\\‘\\“m‘\\”}‘\\‘\\‘\\\\“\‘!H\‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0 /\//M
- e
15.00 15.50
5000 91.0 m/z 146.05  25.54%
s Ly
0 H‘_“W‘H“‘wu H“H‘W‘ AR R ARRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- W‘ - ; ‘M\M
131.0 15.00 15.50
m/z 148.05 23.30%
5000
1.0
Ao | Pl A 4 A
o\\\wuww AT TATAR LY
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50

82N012924W.M Thu Feb 01 11:08:55 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©13124\
Data File : VN©80840.D

Acqg On : 31 Jan 2024 15:08
Operator : JC\MD

Sample : P1279-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12924W.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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.441 6.84 ug/1l 108423 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 68
2 1H-Indene, 2,3-dihydro-1,1-dimet... 146 C11H14 004912-92-9 64
3 Naphthalene, 1,2,3,4-tetrahydro-... 146 Cl11H14 001559-81-5 64
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 59
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 C11H14 027087-54-3 58
Abundance Scan 2293 (15.441 min): VN080840.D\data.ms (-2286) (- | m/z 131.00 100.00%
131.0
o1 91.0 ‘ A oy ‘
39.0 . 15.50
207.0
0! e m/z 146.e0  28.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
5000 )l \” T T ‘/\N/\\" T T d
15.50
m/z 132.95 19.97%
39.0 640 91.0
O\\\\‘\\\\“\\‘\‘\‘W\\\‘\\‘\\‘\\\H‘\‘U‘L\‘i“\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25032: 1H-Indene, 2,3-dihydro-1,1-dimethyl-
131.0
15.50
5000 m/z 91.00 19.06%
91.0
o 2 it b L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl- M M <
131.0 15. 50
m/z 132.00 18.57%
5000
91.0
39.0 63.0 ‘
NI SN 1 SN U WA VO SN
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\VN©13124\
Data File : VN©80840.D

Acqg On : 31 Jan 2024 15:08
Operator : JC\MD

Sample : P1279-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12924W.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 3
R.T. EstConc Area Relative to ISTD R.T.
16.164 16.34 ug/1l 258862 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 94
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 Cl11H14 1010189-31-0 76
4 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 64
5 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H100 016017-24-6 53

Abundance Scan 2416 (16.164 min): VN080840.D\data.ms (-2401) (' | m/z 131.05 100.00%
131.1

1l

38 9
F ‘ ‘ 16.00 16.50
ok w ‘ 3”‘ ‘M bl 1631 m/z 118.10  79.96%
miz--> 20 100 120 140 160
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 ~L - AN
39.0 91.0 16.00 16.50
15.0 63.0 L m/z 146.20  58.91%
0’ T ‘\‘ - “‘\ \1\ \““ ! T ‘l\ \8\0\ T
miz--> 20 40 60 80 100 120 140 160

Abundance  #25041: Naphthalene, 1,2,3,4- tetrahydro 5-methyl-

31.0 /\W\mm A

[t
16.00 16.50
5000 m/z 117.10 47 .63%
30.0 91.0
15.0 ‘ 63.0
0 ‘ ot M m‘h uM - ‘ H le‘l‘f?"o‘ —
miz--> 20 40 60 100 120 140 160
Abundance #25065: 2,3,4,5,6,7—Hexahydro—lH—cyclopenta[a]pentaler ‘”WM P et
146.0 16.00 16.50
m/z 105.10 46.96%
118.0
5000
39.0 65.0 |
0 ‘H_uH“umu‘wwH‘Wmmm S
m/z--> 20 40 60 100 120 140 160 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©13124\
Data File : VN©80840.D

Acqg On : 31 Jan 2024 15:08
Operator : JC\MD

Sample : P1279-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12924W.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 5
R.T. EstConc Area Relative to ISTD R.T.
16.506 9.75 ug/l 154484  1,4-Dichlorobenzene-d4 13.794
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 93
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 76
4 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70
5 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H100 016017-24-6 70

Abundance Scan 2474 (16.506 min): VN080840.D\data.ms (-2464) (- | m/z 131.05 100.00%

131.1
5000
91.1 M

LN B L L L
‘ \‘M H\722 \‘ . 1601 16.20 16.40 16.60

— ‘MHW“V“WM‘ Ll 2222 mjz 118,10 64.37%
miz--> 20 40 80 100 120 140 160

Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-

L

o

5000 IR T IO LTS
380 91.0 16.20 16.40 16.60
50 | 630 L m/z 146.20  56.52%
0 T ‘ \“” T \‘M T \w M‘H‘H‘ T ‘\‘ } T “‘1 TT ’ T ‘“ ! T ‘ T ‘\8\0\ ‘ T
miz--> 20 40 60 80 100 120 140 160

Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-

131.0
AL o

16.20 16.40 16.60

5000 ITI/Z 117.10 37.39%
39.0 91.0
15.0 63.0 L
o om0 | e
m/z--> 20 40 60 80 100 120 140 160
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0 16.20 16.40 16.60

5000 91.0

m/z 115.00 29.07%
39.0
‘ 65.0

m/z--> 20 40 60 80 100 120 140 160 16.20 16.40 16.60

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@13124\
Data File : VNO©80840.D

Acqg On : 31 Jan 2024 15:08
Operator : JC\MD

Sample : P1279-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©12924W.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|
1-Hexanol, 2-et... 13.876 6.7 ug/l 106823 4 13.794 792286 50.0
Benzene, 1-ethe... 13.994 13.3 ug/l 210198 4 13.794 792286 50.0
(E)-1-Phenyl-1-... 14.447 6.2 ug/l 97587 4 13.794 792286 50.0
1H-Indene, 2,3-... 14.923 8.3 ug/l 130921 4 13.794 792286 50.0
3-Phenylbut-1-ene 15.053 23.0 ug/l 363866 4 13.794 792286 50.0
Naphthalene, 1,... 15.212 18.4 ug/l 290920 4 13.794 792286 50.0
Benzene, (1-met... 15.317 6.6 ug/l 104629 4 13.794 792286 50.0
1H-Indene, 2,3-... 15.441 6.8 ug/l 108423 4 13.794 792286 50.0
Naphthalene, 1,... 16.164 16.3 ug/l 258862 4 13.794 792286 50.0
Naphthalene, 1,... 16.506 9.8 ug/l 154484 4 13.794 792286 50.0
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