LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11723\
Data File : VNO©76285.D

Acqg On : 17 Jan 2023 19:07
Operator : JC\MD

Sample : 01190-14

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 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\82N011623W.M

Title : SW846 8260

Signal : TIC: VN@76285.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 8.171 1030 1040 1045 rBV 234306 575313 3.94% 0.421%
2 8.230 1045 1050 1065 rVB 469756 1101990 7.54% 0.807%
3 8.594 1102 1112 1124 rBV4 304172 1048612 7.18% 0.768%
4 9.106 1190 1199 1208 rBV 620913 1267288 8.68% 0.928%
5 9.600 1269 1283 1290 rBV2 69324 167942 1.15% 0.123%

6 10.571 1440 1448 1453 rBV 966598 1784289 12.22% 1
7 10.635 1453 1459 1471 rVB 2139251 3972945 27.20% 2
8 11.871 1661 1669 1677 rBV 812875 1485166 10.17% 1.087%
9 11.965 1677 1685 1695 rBV 2047667 3430303 23.49% 2
10 12.071 1695 1703 1714 rBV 7387858 13583141 93.00% 9

11 12.400 1749 1759 1769 rBV 4591486 7860025 53.81%
12 12.700 1804 1810 1815 rBV 358266 600115 4.11%
13 12.853 1830 1836 1845 rVB 670521 1196637 8.19%
14 13.035 1860 1867 1872 rBV 940164 1549282 10.61%

Uik, OO WV
00
N
o))
B

15 13.100 1872 1878 1882 rVV 4410660 7578008 51.88% 547%
16 13.129 1882 1883 1887 rVV 1664616 2074227 14.20% 1.518%
17 13.176 1887 1891 1897 rVB 2098335 3411449 23.36% 2.497%
18 13.335 1910 1918 1925 rBV 2132667 3588375 24.57% 2.627%

19 13.488 1936 1944 1957 rBV 8824652 14606046 100.00% 10.692%
20 13.617 1960 1966 1971 rVB2 228497 400645 2.74%

[\
N
\o]
w
R

21 13.676 1971 1976 1981 rBV 469047 743514  5.09%
22 13.729 1981 1985 1990 rVB 185581 290345 1.99%
23 13.823 1990 2001 2010 rBV2 3540478 7167802 49.07%
24 13.953 2017 2023 2025 rBV 503201 794766 5.44%
25 13.994 2025 2030 2045 rVB3 3423497 9137842 62.56%

[ RCRGR R
N
i
N
3R

26 14.112 2045 2050 2056 rBV2 449861 784860 5.37%
27 14.188 2057 2063 2067 rBV 590634 900022  6.16%
28 14.247 2067 2073 2076 rBV 979773 1731220 11.85%
29 14.276 2076 2078 2083 rVB 915233 1115839  7.64%
30 14.335 2083 2088 2093 rVB 1373792 2076989 14.22%

PORrROO®
N
o)
~N
R

31 14.400 2093 2099 2102 rBV 466192 764586 5.23%
32 14.447 2102 2107 2116 rVB2 1575174 2688647 18.41%
33 14.576 2124 2129 2134 rBV2 578501 941003 6.44%
34 14.659 2134 2143 2146 rBV 830039 1555593 10.65%
35 14.694 2146 2149 2154 rVB 1188156 1632859 11.18%

PRORO
o))
00
G
3R

36 14.735 2154 2156 2160 rVB 280435 327141 2.24% 0.239%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11723\
Data File : VNO©76285.D

Acqg On : 17 Jan 2023 19:07
Operator : JC\MD

Sample : 01190-14

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 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\82N011623W.M
Title : SW846 8260
37 14.776 2160 2163 2171 rVB2 179025 350754  2.40% 0.257%
38 14.882 2172 2181 2184 rBV3 270033 539350 3.69% 0.395%
39 14.929 2184 2189 2193 rBvV 1527410 2665583 18.25% 1.951%
40 15.053 2201 2210 2217 rBV2 2950372 6902308 47.26% 5.052%
41 15.211 2230 2237 2244 rBV 2857756 5108418 34.97% 3.739%
42 15.323 2244 2256 2260 rBV3 644312 1718669 11.77% 1.258%
43 15.364 2260 2263 2268 rVV 345734 589558 4.04% 0.432%
44 15.447 2268 2277 2285 rVB3 661277 1742554 11.93% 1.276%
45 15.517 2285 2289 2296 rVB7 67202 165261 1.13% 0.121%
46 15.594 2297 2302 2305 rBV5 173840 335192 2.29% 0.245%
47 15.641 2305 2310 2316 rVV 959212 1681422 11.51% 1.231%
48 15.700 2316 2320 2325 rVV 527040 838556 5.74% 0.614%
49 15.782 2331 2334 2340 rVB2 249074 381362 2.61% 0.279%
50 15.947 2354 2362 2370 rBV 509286 1143833 7.83% 0.837%
51 16.170 2395 2400 2410 rVB 1630390 3368112 23.06% 2.465%
52 16.258 2410 2415 2421 rBV3 119796 241838 1.66% 0.177%
53 16.347 2422 2430 2446 rVB3 342675 1118813 7.66% 0.819%
54 16.506 2446 2457 2470 rBV2 1022000 2541607 17.40% 1.860%
55 16.717 2482 2493 2498 rBV2 489341 1244513 8.52% 0.911%

Sum of corrected areas: 136612529
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 01190-14
: 5.0mL/MSVOA_N/WATER
: 17  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe11723\

: VNO@76285.D
¢ 17 Jan 2023 19:07

JC\MD

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@11623W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: VNO76285.D\data.ms

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

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: VN076285.D\data.ms

10.635

10.5711

0

Time—> 7.

8220 8504 9706
8l7r” 85 JAN 9.600

7
00 7.50 8.00 8.50 9.00

— —
9.50 10.00

—T—
11.00

Abundance

8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: VNO76285.D\data.ms

12.071

12.400 13.100

13.82% 994

1.96 .1168.335
13/19

3.0

14.92

14.§6§ 47 14,694

.85

15.038 211

Time-->

‘ T ‘ T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00

T ‘ T
15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11723\
Data File : VN@76285.D

Acqg On : 17 Jan 2023 19:07
Operator : JC\MD

Sample : 01190-14

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11623W.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, 1l-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.100 52.86 ug/l 7578010 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1878 (13.100 min): VN076285.D\data.ms (-1872) (- | m/z 105.10 100.00%
105.1
5000 /\A
39.0 77.1 l 13.00 13.50
Obrrrrrosbrtt ol b 42911520 177.0 | 2092 /5 126 16 31.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
00 J\d\ A
13 00 13 50
m/z 77.10 11.61%
77.0
O\]-\5\‘0\\:?’\9‘(\)\‘\\“\‘\\\H‘\\\\‘H\\‘\H“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
—A5 —
13.00 13.50
5000 m/z 91.10 11.42%
77.0
39.0
A HEOPSTR S A S——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10717: Benzene, 1,2,4-trimethyl- —— —
105.0 13.00 13.50
m/z 106.10 8.58%
5000
270 510 770 ‘
) R RN S W Y R ——
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11723\
Data File : VN@76285.D

Acqg On : 17 Jan 2023 19:07

Operator JC\MD

Sample : 01190-14

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@11623W.M
: 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, 1,2,4-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.335 25.03 ug/l 3588380 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 1918 (13.335 min): VN076285.D\data.ms (-1910) (- | m/z 105.05 100.00%
105.1
5000 j\ ﬂ ]\
— A ;
5109 /70 13.00 13.50
Ob ool b 141880 1560177.1 2051 /5 126 10 30.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 J\J\ j\‘ - f
13.00 13.50
m/z 91.10 11.87%
39.0 77.0
O\‘\‘\\\“\\“V\”“\‘H\““\\‘M‘H‘\\‘\“‘H\\‘HH’HH’HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0
13.00 13.50
5000 m/z 77.05 11.27%
77.0
51.0
0“2‘7"9“‘ ‘ H‘;u”““m‘”““H‘H‘ \‘\““H\\‘\H\’\H\’\\H‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 13.00 13.50
m/z 106.10 9.01%
5000
270 510 770 ‘
) I Y Y N —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11723\
Data File : VN@76285.D

Acqg On : 17 Jan 2023 19:07
Operator : JC\MD

Sample : 01190-14

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11623W.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 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.994 63.74 ug/l 9137840 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 81
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 76
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 74
4 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 53
5 Deltacyclene 118 C9H1e 007785-10-6 50

Abundance Scan 2030 (13.994 min): VN076285.D\data.ms (-2025) (- | m/z 117.10 100.00%

11y.1
- wj\
gll k\ \‘\\\\
39.0 63.0 ‘ ‘ 14.00
Ol bl 140.2 165.3188.2 /7 118,16 56.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10179: Indane
117.0
5000
14.00
39.0 91.0 m/z 115.10  33.25%
|
O\%3\\0‘\‘\\\“\\\\“‘\‘\\\‘\\‘\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10197: Benzene, cyclopropyl-
117.0
14.00
m/z 105.10 17.85%
5000 91.0
51.0
o““‘2‘7‘{9&_“‘1J““:‘ww”_uwwum‘_m_m_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl- ‘/AAﬁ~A
117.0 14.00
m/z 91.10 16.57%
5000 91.0
39.0 65.0
0 \‘\” G

m/z--> 20 40 60 80 100 120 140 160 180 200 1400

82N011623W.M Wed Jan 18 14:20:19 2023 Page: 6



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11723\
Data File : VN@76285.D

Acqg On : 17 Jan 2023 19:07
Operator : JC\MD

Sample : 01190-14

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11623W.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 4 Benzene, 1l-ethyl-2,3-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.335 14.49 ug/l 2076990 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1leH14 002870-04-4 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 2088 (14.335 min): VN076285.D\data.ms (-2083) (- | m/z 119.10 100.00%
119.1
5000 [\
39.0 65.0 91‘"1 14.00 14.50
Ol ettt bl M JA48L 1792 2062 /7 134,20 29.01%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
5000
14.00 14.50
91.0 m/z 91.16 15.69%
39.0 65.0 ‘ ‘
0 \‘\:\L\S\.?\‘\\\“‘\\“1‘\“‘1‘\\\‘““\\‘1‘\“H“H‘M\H‘\‘HH‘HH‘\H\‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
— —F
14.00 14.50
5000 m/z 120.10 9.34%
91.0
39.0 65.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0 14.00 14.50
m/z 105.10 9.03%
5000
91.0
oL B e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11723\
Data File : VN@76285.D

Acqg On : 17 Jan 2023 19:07
Operator : JC\MD

Sample : 01190-14

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11623W.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-3-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.447  18.75 ug/1l 2688650 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 87
2 Indan, 1-methyl- 132 C10H12 000767-58-8 81
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 81
4 1-Methyl-2-phenylcyclopropane 132 C10H12 003145-76-4 74
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 72
Abundance Scan 2107 (14.447 min): VN076285.D\data.ms (-2102) (- | m/z 117.10 100.00%
11y.1
A
911 e AL e ey
39.0 63.0 u ‘1482 14.50
o‘H‘H‘wmhmmm‘wm i TR T2 2079 /7 115,10 33.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
14.50
91.0 m/z 132.05  24.88%
51.0
O\\\‘2\7\\0\“\\“\\“‘\‘\\\“\\“f\‘HIH\\U‘\M\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
117.0
—r=
14.50
5000 m/z 119.10 24.42%
1.
39.0 65.0 9‘0 ‘
0 b ety e e el e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16143: Benzene, (aneﬂwllgwopenyb
117. 14.50
m/z 91.10 16.47%
5000
91.0
39.0 65.0 ‘
o180 kbt b e ol e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11723\
Data File : VN@76285.D

Acqg On : 17 Jan 2023 19:07
Operator : JC\MD

Sample : 01190-14

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11623W.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, 1l-ethenyl-4-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.929  18.59 ug/l 2665580 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 93
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 91
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 90
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C1@H12 001587-04-8 87

Abundance Scan 2189 (14.929 min): VN076285.D\data.ms (-2184) (- m/z 117.10 100.00%
1

117.
5000
91.1

51.0 ‘ i “

0 H"H‘m_ubww‘Jq‘H‘H“M‘Mhﬁfﬁg‘u‘4§5§%9§? m/z 132.05  38.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 /\ T

m/z 115.10  27.90%

91.0
51.0
\\\‘2\7‘\.(\)\“\\“\\‘w\\\“‘\\“\\“w\\H‘\W\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0

o

15.00
5000 m/z 131.05 20.36%
91.0
51.0
2707 ‘
N S TR 1 R —
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene —
117.0 15.00

m/z 91.10 14.38%

5000
91.0
390 g0 ‘ ”
Y N S Y 1 I |

T
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@11723\
Data File : VN@76285.D

Acqg On : 17 Jan 2023 19:07
Operator : JC\MD

Sample : 01190-14

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11623W.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, 2-ethenyl-1,4-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.053  48.15 ug/1 6902310 1,4-Dichlorobenzene-d4 13.794
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 96
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
4 Benzene, (2-methyl-1-propenyl)- 132 C1OH12 000768-49-0 90
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
Abundance Scan 2210 (15.053 min): VN076285.D\data.ms (-2201) (- | m/z 117.05 100.00%
117.1
5000
91.1
39.0 65.0 \ m ‘148117131932 15.00
O bl M 202 2000932 m/z 132.00  36.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 Py :
91.0 15.00
51.0 m/z 115.10  29.34%
270 ‘ ‘
O\\\‘\\\\‘\\‘U\““U\\h\‘\\\\“‘}\\ ‘\‘U\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
R T
15.00
5000 m/z 131.05 18.06%
91.0
51.0
2 Frioe BN P N S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 15.00
m/z 119.10 17.50%
5000
39.0 g50 910 ‘
B P PO " AUV
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@11723\
Data File : VN@76285.D

Acqg On : 17 Jan 2023 19:07
Operator : JC\MD

Sample : 01190-14

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11623W.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.
15.211  35.63 ug/1 5108420 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 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 58
3 Benzene, 1,1'-(1,2-cyclobutanedi... 208 C1l6H16 020071-09-4 38
4 Dichloroacetic acid, 2-phenyleth... 232 C10H10C1202 209982-02-5 35
5 Styrene 104 C8H8 000100-42-5 35

Abundance Scan 2237 (15.211 min): VN076285.D\data.ms (-2230) (- | m/z 104.10 100.00%

104.1
5000 132.1

510 780 H 1500 1550
etk b L 16621913 2202 T35 os ag.a7%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16160: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0

5000 \
1500 1550

m/z 91.10 41.42%

39.0 650 | 4
\‘\\\\“\\w\““\\\’\\\\“\\1’\‘!“1‘\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #16681: 2H-Inden-2-one, 1,3-dihydro-
104.0

o

o

1500 1550
5000 132.0 m/z 115.10  17.16%
510 /80
0“H‘J_‘mwk‘wk“u"H‘,‘m“H“_“w“‘w“u,‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85434: Benzene, 1,1'-(1,2-cyclobutanediyl)bis-, trans- ‘ [
104.0 1500 1550
m/z 117.10 14.60%
5000
0 27.0 51.0 7?'0‘ | 128.0152.0 178.0 208.0
A R e e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11723\
Data File : VN@76285.D

Acqg On : 17 Jan 2023 19:07
Operator : JC\MD

Sample : 01190-14

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11623W.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 6
R.T. EstConc Area Relative to ISTD R.T.
16.170  23.49 ug/1l 3368110 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 91
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 89
3 Benzene, (1-methylenebutyl)- 146 C1l1H14 005676-32-4 87
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 83
5 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 46
Abundance Scan 2400 (16.170 min): VN076285.D\data.ms (-2395) (- | m/z 118.10 100.00%
118.1
5000 A‘
— —4
39.0 77-1‘ mlﬂy,g , 16.00 16.50
ol el WMD" 1932 2818 0 931 05 68.43%
miz-> 50 100 150 200 250
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000
16.00 16.50
91.0 m/z 146.20 67.74%
39.0
O' \““\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance  #25051: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
16.00 16.50
5000 m/z 117.10 49, 64%
91.0
39.0 ‘ ‘
= ‘\‘ “\ i“‘ “H\ ‘H“H‘ 1 ‘\‘w‘ H‘ M ‘MM‘ . — —
miz--> 50 100 150 200 250
Abundance #24993: Benzene, (1-methylenebutyl)- o =
118.0 16.00 16.50
m/z 105.10 36.15%
5000
77.0
Wit
oL “\‘ it }‘H ‘\H\‘H\‘\‘ lh ‘H\‘ H‘ \H}\ ‘\“‘ . — — = =
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@11723\
Data File : VN@76285.D

Acqg On : 17 Jan 2023 19:07
Operator : JC\MD

Sample : 01190-14

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11623W.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 9
R.T. EstConc Area Relative to ISTD R.T.
16.506 17.73 ug/1 2541610 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 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
3 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 76
4 1H-1,3,2-Benzodiazaborole, 2-eth... 146 C8H11BN2 074663-81-3 76
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 74
Abundance Scan 2457 (16.506 min): VN076285.D\data.ms (-2446) (- | m/z 131.05 100.00%
131.1
5000
91.1
‘ MW ‘ 50.2 ‘ 16.20 16.40 16.60
0 Mw“w‘;n bt LA FOD22911 2333 2811, 918 19 68.78%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 LN B B L L BB B
16.20 16.40 16.60
390 910 m/z 146.15  62.12%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
16.20 16.40 16.60
5000 m/z 117.10 39.10%
39.0 91.0
0 , “‘H“_‘”H‘Wm_m,w_WH_HW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #25065: 2,3,4,5,6,7-Hexahydro-1H-cyclopentala]pentaler T T T T T ]
146.0 16.20 16.40 16.60
m/z 115.10 31.71%
117.0
5000
20 ol bl
0 ‘wm“u“m,w“m“‘,‘u‘H“lm“u“lWm"m‘w,‘m‘w_m‘m‘u A e SR
m/z--> 20 40 60 80 100120140160180200220240260280 16.20 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11723\
Data File : VN0©76285.D

Acqg On : 17 Jan 2023 19:07
Operator : JC\MD

Sample : 01190-14

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N011623W.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, 1l-ethy... 13.100 52.9 ug/l 7578010 4 13.794 7167800 50.0
Benzene, 1,2,4-... 13.335 25.0 ug/l 3588380 4 13.794 7167800 50.0
Indane 13.994 63.7 ug/l 9137840 4 13.794 7167800 50.0
Benzene, 1-ethy... 14.335 14.5 ug/l 2076990 4 13.794 7167800 50.0
Benzene, 1l-ethe... 14.447 18.8 ug/l 2688650 4 13.794 7167800 50.0
Benzene, 1-ethe... 14.929 18.6 ug/l 2665580 4 13.794 7167800 50.0
Benzene, 2-ethe... 15.053 48.1 ug/l 6902310 4 13.794 7167800 50.0
Naphthalene, 1,... 15.211 35.6 ug/l 5108420 4 13.794 7167800 50.0
Naphthalene, 1,... 16.170 23.5 ug/l 3368110 4 13.794 7167800 50.0
Naphthalene, 1,... 16.506 17.7 ug/l 2541610 4 13.794 7167800 50.0
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