LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52423\
Data File : VN@77858.D

Acqg On : 24 May 2023 17:31
Operator : JC\MD

Sample : 02901-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 5 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©51523W.M

Title : SW846 8260

Signal : TIC: VN@77858.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.824 141 148 154 rVB3 28276 60983 2.74% 0.322%
2 4.442 416 423 434 rBV 22552 66933 3.01% 0.354%
3 7.500 931 943 954 rBV2 78895 213523 9.60% 1.128%
4 8.177 1046 1058 1062 rBV 311700 727817 32.73%  3.845%
5 8.236 1062 1068 1079 rVB 549059 1225805 55.12% 6.477%

6 8.588 1119 1128 1139 rBV 314566 716764 32.23%  3.787%
7 9.112 1207 1217 1229 rBV 786421 1625179 73.08%  8.587%
8 9.359 1250 1259 1269 rBV 649425 1332109 59.90% 7.038%
9 10.577 1457 1466 1480 rBV 1172361 2223985 100.00% 11.750%
10 11.871 1678 1686 1698 rBV 1004559 1838153 82.65% 9.712%
11 12.859 1845 1854 1862 rBV 785219 1362129 61.25% 7.197%
12 13.800 2006 2014 2024 rBV 777891 1366734 61.45% 7.221%
13 14.029 2049 2053 2062 rVB2 29613 56996 2.56% 0.301%
14 14.188 2074 2080 2086 rBV2 13939 24026 1.08% ©.127%
15 14.335 2101 2105 2111 rVB 37195 59119 2.66% ©.312%
16 14.447 2119 2124 2130 rVB4 33221 56854  2.56% ©0.300%
17 14.582 2141 2147 2152 rVB2 27031 40555 1.82% ©0.214%
18 14.659 2152 2160 2163 rBV2 37776 70448 3.17% ©.372%
19 14.700 2163 2167 2171 rVWV 51357 80616 3.62% 0.426%
20 14.741 2171 2174 2178 rVB2 27589 36370 1.64% 0.192%
21 14.882 2191 2198 2202 rBV5 25360 48953 2.20% ©.259%
22 14.935 2202 2207 2210 rVV4 40821 73665 3.31% 0.389%
23 14.970 2211 2213 2219 rVB3 36591 52052 2.34% 0.275%
24 15.059 2219 2228 2234 rBV6 159550 433434 19.49%  2.290%
25 15.123 2234 2239 2246 rVV5 36315 87856 3.95% ©.464%

26 15.217 2248 2255 2262 rBV 106845 196569  8.84%
27 15.288 2262 2267 2268 rVV2 26193 32426 1.46%
28 15.329 2268 2274 2278 rVV2 131349 297612 13.38%
29 15.364 2278 2280 2286 rVV2 78941 146276  6.58%
30 15.447 2286 2294 2302 rVB5 146353 376862 16.95%

PO R OR
U
~
N
R

31 15.606 2314 2321 2324 rBV7 26656 58731 2.64%
32 15.706 2330 2338 2343 rBV2 119493 238846 10.74%
33 15.759 2343 2347 2348 rVWW2 75046 110974  4.99%
34 15.794 2349 2353 2371 rVB5 117445 408840 18.38%
35 15.953 2372 2380 2387 rBV2 124836 280045 12.59%

PNORO®
Ui
00
o))
B

36 16.141 2399 2412 2413 rVv4 143023 351132 15.79%  1.855%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52423\
Data File : VN@77858.D

Acqg On : 24 May 2023 17:31

Operator : JC\MD

Sample : 02901-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 5 Sample Multiplier: 1
Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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©51523W.M

Title : SW846 8260

37 16.176 2413 2418 2428 rVV 291872 687106 30.90% 3.630%
38 16.264 2428 2433 2439 rVW4 60355 138770  6.24% 0.733%
39 16.353 2439 2448 2463 rVB3 131337 465699 20.94% 2.461%
40 16.511 2463 2475 2484 rBV2 292767 752828 33.85% 3.978%
41 16.717 2498 2510 2517 rBV3 187257 502988 22.62% 2.658%

Sum of corrected areas:
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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\VN@52423\
: VNO77858.D
: 24 May 2023 17:31
JC\MD
: 02901-01
: 5.0mL/MSVOA_N/WATER
: 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.M
Quant Title : SW846 8260

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

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52423\
Data File : VN@77858.D

Acqg On : 24 May 2023 17:31
Operator : JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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, 2-ethenyl-1,4-dime... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.059 15.86 ug/l 433434  1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
4 Benzene, 1-methyl-2-(2-propenyl)- 132 C1OH12 001587-04-8 76
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 76
Abundance Scan 2228 (15.059 min): VN077858.D\data.ms (-2219) (- | m/z 117.00 100.00%
117.0
5000
631 10 15.00
39.0 :
148.0
] S R m“u_w‘w:‘” 293 mjz 132,00 37.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 : n/\‘ ol M‘
91.0 15.00
510 m/z 115.00  35.53%
270 ‘ ‘
O\\\‘\\\\‘\\‘U\“‘H\‘\\h\‘\\\\“‘}\\‘\‘U\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
A T
15.00
5000 m/z 131.00 22.53%
39.0 @50 91.0 ‘
0 ‘H"\HM‘NMWW"M““_“U_¢w“u“‘u““u““u
m/z--> 20 40 60 80 100 120 140 160 180 200 /\m
Abundance #16106: 3-Phenylbut-1-ene DA g
117.0 15.00
m/z 119.20  20.75%
5000
91.0
390 g5 ‘ ”
Y O N S A VT Y AR
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\VN©52423\
Data File : VN@77858.D

Acqg On : 24 May 2023 17:31
Operator : JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 unknownl5.329 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.329 10.89 ug/l 297612  1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5H-Cyclopentapyrazine, 6,7-dihyd... 148 C9H12N2 038917-61-2 38
2 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 38
3 Benzene, 1,3-dimethyl-5-(1-methy... 148 C1l1H16 004706-90-5 35
4 1,5,6,7-Tetramethylbicyclo[3.2.0... 148 C11H16 134329-46-7 35
5 Ethanone, 1-(4-ethylphenyl)- 148 C10H120 000937-30-4 30
Abundance Scan 2274 (15.329 min): VN077858.D\data.ms (-2268) (- | m/z 133.05 100.00%
133.1
w W\A/M/\/m
91.0 ‘ T T ‘ T
39.0 ‘ 15.00 15.50
0 w‘w‘ o 20T0 28l h/7 131.05  63.00%
miz--> 0 50 100 150 200 250
Abundance #26884: 5H-Cyclopentapyrazine, 6,7-dihydro-2,5-dimethy
133.0
5000 \/\‘”‘ T
15.00 15.50
390 m/z 129.00  38.03%
79.0
0 T \h‘\ ‘U‘ i‘m‘\”hwuh r “\ 0 \“‘\“‘ L s B B B
miz--> 0 50 100 150 200 250
Abundance #26397: Benzene, 1-ethyl-4-(1-methylethyl)-
133.0 M/\
ANJVNY Y i
15.00 15.50
5000 m/z 148.05 37.45%
91.0
41.0 ‘ ‘
0 T \H\ H‘ i“‘ \M\M\ i ‘M‘Mw \“\ “ L I B B By B
miz--> 0 50 100 150 200 250 /\ /\
Abundance #26414: Benzene, 1,3-dimethyl-5-(1-methylethyl)- | ‘/\/M e
133.0 15.00 15.50
m/z 119.00 35.99%
5000
39.0 91.0
Y e — al Y
m/z--> 0 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\VN©52423\
Data File : VN@77858.D

Acqg On : 24 May 2023 17:31
Operator : JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 3 Benzene, (2-methyl-1-butenyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.447  13.79 ug/1 376862 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 91
2 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
3 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 87
4 Benzene, 1l-methyl-2-(1-methyl-2-... 146 C11H14 097664-19-2 81
5 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 81

Abundance Scan 2294 (15.447 min): VN0O77858.D\data.ms (-2286) (- | m/z 131.00 100.00%

5000 N J\/\A JM

51.1 15.50

“ 1622 207.0

0"H“UHMNNWHNWHW‘N"Mwﬂﬂwwu‘wwﬂu“‘u“d‘ m/z 133.05 25.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
5000 91.0 A

15.50
m/z 146.00  22.58%

mo oo, ||y
| il I il
\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25027: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
3 g

o

15.50
5000 m/z 114.95 21.25%
91.0
39.0 ‘640 ‘
o‘_H“,w‘mlm‘,uH_H‘U_‘U“W‘uwHHWH_M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25018: 2,2-Dimethylindene, 2,3-dihydro- —F
131.0 15.50
m/z 91.00 14.77%
5000
91.0
51.0 ‘
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©52423\
Data File : VN@77858.D

Acqg On : 24 May 2023 17:31
Operator : JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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.
15.794  14.96 ug/1 408840 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 91
2 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 59
4 1H-Benzimidazole, 1-ethyl- 146 CO9H1ON2 007035-68-9 59
5 Ethyl-2-benzofuran 146 C10H1e0 003131-63-3 53
Abundance Scan 2353 (15.794 min): VN077858.D\data.ms (-2349) (- | m/z 131.00 100.00%
131.0
5000
91.1
64.3 15.50 16.00
3%0 Lo A N Jlsgg 207.0 9
Ol pre ol et el M IR ST m/z 146.05 23.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25052: Naphthalene, 1,2,3,4-tetrahydro-1-methyl-
131.0
5000 M/\ ‘ A/\J\ ‘
15.50 16.00
91.0 m/z 91.10 23.38%
150 390 63.0 ‘ H
0\\\‘\‘\‘\\\“\\“w\“‘U\\H\h’\\w\““\‘\\‘\“\‘“‘!\’\H\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25011: Benzene, (3-methyl-2-butenyl)-
131.0
—Th —
91.0 15.50 16.00
5000 m/z 117.00 13.92%
41.0 65.0
0! L ———
m/iz--> 20 40 60 80 100 120 140 160 180 200 w/\</“
Abundance #25013: Benzene, (2-methyl-1-butenyl)- et s
131.0 15.50 16.00
m/z 118.10 13.34%
5000 91.0
mo 650 | |
Ot byl e P o
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52423\
Data File : VN@77858.D

Acqg On : 24 May 2023 17:31
Operator : JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.953  10.24 ug/l 280045 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 95
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 94
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 94
4 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 93
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
Abundance Scan 2380 (15.953 min): VN077858.D\data.ms (-2372) (- | m/z 131.05 100.00%
131.1
5000
91.0
50.9 Jm 161.9 ) 16.00
Y | ,M“M w‘u so 2000 28L. nyz 146.05  31.77%
miz--> 50 100 150 200 250
Abundance #25031: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000 \ T ]\/\f\ T
16.00
m/z 115.10 17.31%
39.0 91.0
0 \L\ ‘\‘ i“‘ \M\H\ \‘ "‘\“‘\M\““ L s B B
miz--> 50 100 150 200 250
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
P
16.00
5000 m/z 128.00 17.31%
39.0 91.0
L ‘ “ J i gl ‘ il ‘\h \H\ ‘\
o b e
miz--> 50 100 150 200 250 \ M
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- ———r
131.0 16.00
m/z 129.00 17.18%
5000 91.0
39.0 N\
0b—— ‘1‘ ;L‘ J“‘m“u 4 ,‘M\‘M‘\u  —— e N ST
m/z--> 50 100 150 200 250 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52423\
Data File : VN@77858.D

Acqg On : 24 May 2023 17:31
Operator : JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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-1,2-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.141  12.85 ug/1 351132  1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 94
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
4 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 91
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
Abundance Scan 2412 (16.141 min): VNO77858.D\data.ms (-2399) (- | m/z 131.05 100.00%
131.1
5000
1.0
16.00 16.50
51.0
oL o “‘M‘”M | A 47602071 280%h; 146.05  38.11%
miz--> 50 100 150 200 250
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131.0
5000 j\/\]\ i T
16.00 16.50
91.0 m/z 115.00 17.41%
39.0 ‘
0 \‘”\ ‘\‘ "L‘ ‘\‘m\“‘\ 28 ““\‘H\ “‘\“ r“h‘ L B Bt B B
m/z--> 50 100 150 200 250
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0
—— P
16.00 16.50
5000 m/z 129.05 16.22%
39.0 91.0
I o PR M W Y A
m/iz--> 50 100 150 200 250
Abundance #25010: Benzene, (3-methyl-2-butenyl)- B e
131.0 16.00 16.50
m/z 128.00  15.19%
91.0
5000
39.0
0! A M A
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\VN©52423\
Data File : VN@77858.D

Acqg On : 24 May 2023 17:31
Operator : JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.176  25.14 ug/l 687106 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1(2H)-Naphthalenone, 3,4-dihydro- 146 C1@H100 000529-34-0 47
2 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 45
3 2-Fluorobenzoic acid, 3-phenylpr... 258 C16H15F02 1000278-98-4 38
4 Cyclopropanecarboxylic acid, 3-p... 204 C13H1602 1000245-59-5 38
5 2-Phenylpropyl butyrate 206 C13H1802 080866-83-7 27
Abundance Scan 2418 (16.176 min): VN0O77858.D\data.ms (-2413) (- | m/z 118.05 100.00%
118.1
5000 146.1
91.1 et e
65.0 16.00 16.50
39.0 206.9
o il Y m/z 117,10 54.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24952: 1(2H)-Naphthalenone, 3,4-dihydro-
118.0
90.0 146.0
5000 e, S

16.00 16.50
m/z 146.05  49.40%

39.0 63.0
\\\‘\‘H\“1\“\\““UH‘\“HMH‘\Hm‘\‘lu‘u‘r”\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25001: Benzene, (1-ethyl-1-propenyl)-
117.0 ﬂVW\J\
e :

o

16.00 16.50
5000 91.0 146.0 m/z 105.00 37.23%
39.0 65.0 ‘
0 }E?A‘WJ‘MWMMNH m‘”w‘ﬂ_ﬁkw“u‘u“_“w“w
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #145958: 2-Fluorobenzoic acid, 3-phenylpropyl ester i o
118.0 16.00 16.50
m/z 131.05 27.22%
5000
91.0
0 2705101400 A= -l
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52423\
Data File : VN@77858.D

Acqg On : 24 May 2023 17:31
Operator : JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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-4,6-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.353 17.04 ug/l 465699 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,6-dimet... 146 C11H14 001685-82-1 90
2 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 90
3 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 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 83
Abundance Scan 2448 (16.353 min): VN077858.D\data.ms (-2439) (- | m/z 131.00 100.00%
131.0 M
5000
16.0016.2016.4016.60
39.0 63.1 ‘ 159.0
] Rl u et “\w Il 2000 m/z 146.00  30.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25030: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131.0
5000
16.0016.2016.4016.60
m/z 145.00 22.04%
9.0
190 \‘ 1530 91 ° bl |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘i\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25028: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131.0 \
SO T
16.0016.2016.4016.60
5000 m/z 115.00 18.51%
39.0 640 91.0
o N VW VR | N RN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25029: 1H-Indene, 2,3-dihydro-5,6-dimethyl- R A ERRELEaEERT S
131.0 16.0016.2016.4016.60
m/z 132.00 15.65%
5000 M
9.0 1
63 0
m/z--> 20 40 60 80 100 120 140 160 180 200 16.0016.2016.4016.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52423\
Data File : VN@77858.D

Acqg On : 24 May 2023 17:31
Operator : JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 1
R.T. EstConc Area Relative to ISTD R.T.
16.511  27.54 ug/1 752828 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 90
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 81
3 2-Propyn-1-o0l, 3-(4-methylphenyl)- 146 C1@H100 016017-24-6 76
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 64
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
Abundance Scan 2475 (16.511 min): VNO77858.D\data.ms (-2463) (- | m/z 131.05 100.00%
131.1
5000
105.0
e R Ammn e
77.0
| 51‘_0 | ‘ ‘ | 160.2 16.20 16.40 16.60
O el Al m/z 118.00  63.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000
16.20 16.40 16.60
m/z 146.05 54.01%
0- \‘“!\“\M\H‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
BRVVA W weas
16.20 16.40 16.60
5000 m/z 117.10 34.33%
39.0 91.0
15.0 63.0
0! _u‘m“m _‘“Mu‘m_”w
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24956: 2-Propyn-1-ol, 3-(4-methylphenyl)- N BRI m e
146.0 16.20 16.40 16.60
m/z 114.95 31.63%
5000 115.0
85.0
63.0
0 S — S MRS
m/z--> 20 40 60 80 100 120 140 160 180 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52423\
Data File : VN@77858.D

Acqg On : 24 May 2023 17:31
Operator : JC\MD

Sample : 02901-01

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.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 3
R.T. EstConc Area Relative to ISTD R.T.
16.717 18.40 ug/l 502988 1,4-Dichlorobenzene-d4 13.800
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 93
2 4-(1H-Imidazol-2-yl)pyridine 145 C8H7N3 021202-42-6 64
3 1H-Indene, 2,3-dihydro-1,1,3-tri... 160 C12H16 002613-76-5 55
4 Benzene, 1-(1-methylethenyl)-2-(... 160 C12H16 005557-93-7 53
5 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 53
Abundance Scan 2510 (16.717 min): VNO77858.D\data.ms (-2498) (- | m/z 145.00 100.00%
118.1 145.0
5000
91.1 e o
39.0 65.0 16.40 16.60
o M 2082 o 91816 84.78%
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 LA L B R B
16.40 16.60
91.0 m/z 160.10  72.87%
28.0 51.0
0' \\“‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24842: 4(1HInndazoI2prynmne
s AA AL
N e e
16.40 16.60
5000 ITI/Z 116.95 47 .43%
118.0
o 0T e |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36254: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl- S
145.0 16.40 16.60
m/z 115.10 32.45%
5000
910
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\VN@52423\
Data File : VN@77858.D

Acqg On : 24 May 2023 17:31
Operator : JC\MD

Sample : 02901-01

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51523W.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, 2-ethe... 15.059 15.9 ug/l 433434 4 13.800 1366730 50.0
unknown15.329 15.329 10.9 ug/l 297612 4 13.800 1366730 50.0
Benzene, (2-met... 15.447 13.8 wug/l 376862 4 13.800 1366730 50.0
Naphthalene, 1,... 15.794 15.0 ug/l 408840 4 13.800 1366730 50.0
1H-Indene, 2,3-... 15.953 10.2 ug/l 280045 4 13.800 1366730 50.0
1H-Indene, 2,3-... 16.141 12.9 ug/l 351132 4 13.800 1366730 50.0
1(2H)-Naphthale... 16.176  25.1 ug/l 687106 4 13.800 1366730 50.0
1H-Indene, 2,3-... 16.353 17.0 ug/l 465699 4 13.800 1366730 50.0
Naphthalene, 1,... 16.511 27.5 ug/l 752828 4 13.800 1366730 50.0

4 4 0

Naphthalene, 1,... 16.717 18. ug/1 502988 13.800 1366730 50.
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