LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73737.D

Acqg On : 04 Aug 2022 15:30
Operator : JC\MD

Sample : N3887-03

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\82N072822W.M

Title : SW846 8260

Signal : TIC: VN@73737.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.081 195 203 216 rVB 260513 611720 3.99% 0.534%
2 4,993 515 528 535 rBv3 45833 173972 1.14% 0.152%
3 5.098 535 546 568 rVB5 83039 437737 2.86% ©.382%
4 5.534 607 620 634 rBV4 51088 181104 1.18% ©0.158%
5 7.069 869 881 889 rBV 276751 808848 5.28% 0.706%
6 7.769 991 1000 1012 rVB2 125907 319152 2.08% 0.278%
7 7.951 1020 1031 1036 rBV 274673 673514  4.40% 0.588%
8 8.022 1036 1043 1052 rVV2 772724 1921263 12.54% 1.676%
9 8.375 1094 1103 1114 rBV2 286037 705220 4.60% 0.615%
10 8.516 1116 1127 1133 rBV4 111571 340099 2.22% 0.297%
11  8.904 1183 1193 1205 rBV 731943 1620100 10.57% 1.413%
12 9.392 1260 1276 1286 rBV2 324507 896862 5.85% 0.782%
13 9.739 1328 1335 1337 rBV2 83733 154084 1.01% 0.134%
14 9.910 1357 1364 1369 rBV 264481 532391 3.47% 0.464%
15 9.951 1369 1371 1384 rVB2 94522 179240 1.17% 0.156%

16 10.263 1416 1424 1431 rBV 267494 510065 3.33%
17 10.380 1436 1444 1451 rBV 1052643 1911082 12.47%
18 10.798 1507 1515 1525 rVB3 119843 265868  1.74%

Oror-e
N
w
N
R

19 11.686 1658 1666 1673 rBV 1015940 1794994 11.71% 566%
20 11.780 1678 1682 1692 rVB5 61743 155956 1.02% 136%
21 12.521 1802 1808 1815 rVB 289106 456126 2.98% ©.398%
22 12.674 1826 1834 1841 rBV 870495 1462155 9.54%  1.276%
23 12.863 1859 1866 1875 rVB 575700 918597 6.00% ©0.801%
24 13.163 1909 1917 1925 rBV 503438 823157 5.37% ©.718%
25 13.439 1955 1964 1970 rBvV2 135963 323343 2.11% ©.282%

26 13.616 1986 1994 2005 rBV2 1118309 2114001 13.80%
27 13.710 2006 2010 2015 rVB 110151 171449 1.12%
28 13.780 2015 2022 2024 rBV 1643302 2719602 17.75%
29 13.816 2024 2028 2034 rVV 9526865 15322559 100.00% 13.
30 13.857 2034 2035 2044 rVV2 478294 692031  4.52%

OWNO R
w
~
w
R

31 13.945 2044 2050 2056 rVV 460806 726627  4.74%
32 14.068 2066 2071 2079 rBV 123445 220875 1.44%
33 14.157 2079 2086 2091 rBV 2959275 4463779 29.13%
34 14.216 2091 2096 2100 rVV 869259 1471777  9.61%
35 14.268 2100 2105 2112 rVV2 4034422 6535594 42.65%

VR woeoe
0
O
S
3R

36 14.404 2122 2128 2132 rBV 144831 229921 1.50% 0.201%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73737.D

Acqg On : 04 Aug 2022 15:30
Operator : JC\MD

Sample : N3887-03

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\82N072822W.M

Title : SW846 8260

37 14.480 2132 2141 2150 rVB 3314734 5125505 33.45% 4.472%
38 14.563 2150 2155 2158 rBV 163677 253547 1.65% 0.221%
39 14.698 2170 2178 2181 rBV2 184132 346917 2.26% 0.303%
40 14.745 2181 2186 2192 rVV 2698316 4484645 29.27% 3.913%
41 14.792 2192 2194 2198 rVV 155105 193864 1.27% 0.169%

42 14.868 2198 2207 2213 rVV2 6116704 12212757 79.70% 10.655%

43 14.927 2213 2217 2223 rVV3 357044 726820 4.74%  0.634%
44 15.021 2226 2233 2240 rVV 1098616 1967802 12.84% 1.717%
45 15.127 2240 2251 2255 rVV2 1182606 2767031 18.06% 2.414%
46 15.168 2255 2258 2264 rVV 543009 1001373 6.54% 0.874%
47 15.245 2264 2271 2281 rVB3 1171524 2703921 17.65%  2.359%
48 15.433 2291 2303 2310 rBV 4312115 7913006 51.64% 6.904%
49 15.492 2310 2313 2317 rVV 188843 304733 1.99% 0.266%
50 15.545 2317 2322 2326 rVV3 322244 716883 4.68% 0.625%
51 15.598 2328 2331 2346 rVB 374318 763161 4.98% 0.666%
52 15.733 2346 2354 2361 rBV 601124 1192271 7.78% 1.040%
53 15.904 2373 2383 2399 rBV4 483468 1667793 10.88% 1.455%
54 16.033 2399 2405 2411 rBV2 253350 539087 3.52% 0.470%
55 16.109 2411 2418 2424 rVB3 334282 778886 5.08% 0.680%
56 16.262 2435 2444 2461 rBV3 360140 986207 6.44% ©0.860%
57 16.462 2468 2478 2482 rBV3 288612 667460 4.36%  ©0.582%
58 16.527 2482 2489 2505 rVB 2798241 6310043 41.18% 5.505%
59 16.733 2515 2524 2533 rBV 3513926 8151098 53.20% 7.111%

Sum of corrected areas: 114619674
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: N3887-03
: 5.0mL/MSVOA_N/WATER
12

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe80422\

: VNO@73737.D
: 04 Aug 2022 15:30

JC\MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@72822W.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

0

TIC: VNO73737.D\data.ms

3.081 4.98398

5.534

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

Abundance

8000000

6000000

4000000

2000000

TIC: VNO73737.D\data.ms

10.380

8.022 8.904
7.069

11.686

10.798 7€

0
Time-->

77697951 8378516 /|

= — ‘ ‘
8.00 8.50 9.00 9.50

9392 o 739936 1026

10.00

T —
7.00 7.50

T — ——
10.50 11.00 11.50

Abundance

8000000

6000000

4000000

2000000

TIC: VNO73737.D\data.ms

13.816

14.868

13.616
12'67f2.863 13.163
12-521/\ I . 13.439 437

16.73
16.527

Time-->

13.00

L
12.00 12.50 13.50

T ‘ T T ‘ T
16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73737.D

Acqg On : 04 Aug 2022 15:30
Operator : JC\MD

Sample : N3887-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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, 1,4-diethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.780 64.32 ug/l 2719600 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 97
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 90
Abundance Scan 2022 (13.780 min): VN073737.D\data.ms (-2015) (- | m/z 105.00 100.00%
105.0
5000 134.1
77.0
51.0 ‘ ‘ ‘ ‘ 13.50 14.00
Obrrrrrr bl e 2070 s 119,10 98, 35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000
91.0 13.50 14.00
m/z 134.05  49.34%
41.0 650‘
O \\\‘\‘\‘\\“‘\\‘\\“\‘\\\“‘\\‘}‘\““\\‘\"‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
119.0
13.50 14.00
5000 m/z 90.95 25.16%
91.0
39.0
51150 65.0
L B o o R e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17034: Benzene, 1,3-diethyl- S -
119.0 13.50 14.00
m/z 76.95 17.08%
5000
91.0
390 65,0 L
0 H\‘AM\MHMWNM\NMﬂ;WNMW”\\NW\\H‘\\H‘\H\‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73737.D

Acqg On : 04 Aug 2022 15:30
Operator : JC\MD

Sample : N3887-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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, 1,1'-(1,5-hexadien... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.816 362.41 ug/l 15322600 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,5-hexadiene-1,6... 234 C18H18 004439-45-6 59
2 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 53
3 Indole 117 C8H7N 000120-72-9 46
4 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 45
5 trans-Cinnamyl bromide 196 COH9Br 026146-77-0 42
Abundance Scan 2028 (13.816 min): VN073737.D\data.ms (-2024) (- | m/z 117.00 100.00%
117.0
5000
63.0 ‘ 13.50 14.00
bt b o A 28L00 /7 118,00 55.74%
miz-> 50 100 150 200 250
Abundance #116417: Benzene, 1,1'-(1,5-hexadiene-1,6-diyl)bis-
117.0
5000 e —
13.50 14.00
m/z 115.00  33.29%
0 390 770 L\ 152.0 189.0 234.0
T T T T ‘ T T T T T T T T T T T T ‘ T T \ T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
117.0
13.50 14.00
5000 m/z 91.00 13.93%
o 65.0 152.0 238.0
‘ — e m e
miz--> 50 100 150 200 250
Abundance #9735: Indole — o
117.0 13.50 14.00
m/z 63.00 7.26%
5000 J\
0 H‘u‘um e — — : Aﬁ/\
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73737.D

Acqg On : 04 Aug 2022 15:30
Operator : JC\MD

Sample : N3887-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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, 1l-ethyl-2,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.157 105.58 ug/1 4463780 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 97
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 95
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 95
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 95
5 o-Cymene 134 C1oH14 000527-84-4 95

Abundance Scan 2086 (14.157 min): VNO73737.D\data.ms (-2079) (- m/z 119.05 100.00%
1

19.1
5000

7. 14.00 14.50
g L L L 2080 2810 8850 nsu 134,00 30.08%

m/z--> 0 50 100 150 200 250 300 350
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000

14.00 14.50
m/z 91.00  15.29%

0 ‘\2\7‘\.% “ \‘7\7“\.\‘”‘\” \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350
Abundance
119.0

o

14.00 14.50
5000 m/z 120.10 9.81%
39.0 78.0
ot
m/z--> 0 50 100 150 200 250 300 350
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl-
119.0 14.00 14.50

m/z 104.95 8.89%

5000
\‘”?%3”ﬁ%qwkw”“\““\““\““\““\‘

m/z--> 0 50 100 150 200 250 300 350 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73737.D

Acqg On : 04 Aug 2022 15:30
Operator : JC\MD

Sample : N3887-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 Benzene, 1l-ethenyl-3-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.268 154.58 ug/1 6535590 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 83
2 Indan, 1-methyl- 132 C10H12 000767-58-8 76
3 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 74
4 3-Phenylbut-1-ene 132 C10H12 000934-10-1 74
5 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 72
Abundance Scan 2105 (14.268 min): VN073737.D\data.ms (-2100) (- | m/z 117.00 100.00%
11v.0
510 g7lo 14.00 14.50
Ol 870, Il 1831 2069 2810 .7 115.00  33.09%
miz--> 50 100 150 200 250
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
5000
14.00 14.50
m/z 132.05 27.79%
39.0 77.0
0= ‘\ i‘”\mw“\ h ‘“H\H\“\H\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance
117.0
—— —
14.00 14.50
5000 m/z 91.00 14.27%
390 770
0 T
m/iz--> 50 100 150 200 250
Abundance #16150: Benzene, 2-ethenyl-1,3-dimethyl-
117.0 14.00 14.50
m/z 119.00 12.04%
5000
66.0
0 50 b
R Dy DA
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe80422\
Data File : VN@73737.D

Acqg On : 04 Aug 2022 15:30

Operator JC\MD

Sample : N3887-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@72822W.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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, 1,2,4,5-tetramethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.480 121.23 ug/l 5125510 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 93
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 91

Abundance Scan 2141 (14.480 min): VN073737.D\data.ms (-2132) (- m/z 119.05 100.00%
119.1
5000
‘
39.0 7. 0‘ 14.50
ol o Low I 1500 - 2088 2810 /7 134,95  48.68%
miz-> 50 100 150 200 250
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
14.50
m/z 91.00 15.37%
39.0 77.0
(O ‘\‘ i“\h“\“‘\ T ‘M\H! \“\ B B e B I s
miz--> 50 100 150 200 250
Abundance
119.0
s
14.50
5000 m/z 133.05 9.85%
41.0 77.0
oLty b - e e
miz--> 50 100 150 200 250
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
119.0 14.50
m/z 120.05 9.66%
5000
390 77.0
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73737.D

Acqg On : 04 Aug 2022 15:30
Operator : JC\MD

Sample : N3887-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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-5-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.745 106.07 ug/1 4484650 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 92
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 90
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
Abundance Scan 2186 (14.745 min): VN0O73737.D\data.ms (-2181) (- | m/z 117.00 100.00%
117.0
5000 U\
—— —
91.0
39.0 64.0 ‘ ‘ 14.50 15.00
O e il 1480 2092135 65 38.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
5000 o LA s
14.50 15.00
m/z 115.00 27.36%
390 g50 910 ‘ ‘
0 H\‘\‘\H“\\“”\“‘U\H“‘H“H“i‘uU‘\‘M\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
117.0
14.50 15.00
5000 m/z 131.00 19.16%
91.0
51.0
27.0
O el il el Bl e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0 14.50 15.00
m/z 91.00 12.50%
5000
390 g5g 910 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73737.D

Acqg On : 04 Aug 2022 15:30
Operator : JC\MD

Sample : N3887-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 2
R.T. EstConc Area Relative to ISTD R.T.
14.868 288.85 ug/l 12212800 1,4-Dichlorobenzene-d4 13.616
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 91
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 91
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 90
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
Abundance Scan 2207 (14.868 min): VN073737.D\data.ms (-2198) (- | m/z 117.00 100.00%
11y7.0
5000
14‘5(5 EI.S‘O(S
390 77.0 :
ol hwuNuM‘qu‘LMﬂ4?¥ 1980 2805 /7 132.05  38.07%
miz-> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 T T ‘j\—w/\'\w/\w
14.50 15.00
m/z 115.00  28.93%

o

51.0
1\5-\0‘\ “\‘ }L“\“H\hﬁz;p“mw ‘\ ‘H\‘\ B B e B I s
miz--> 50 100 150 200 250
Abundance
117.0

14.50 15.00
5000 ITI/Z 131.00 18.70%
390 770
oLt T e e e
miz--> 50 100 150 200 250
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 14.50 15.00

m/z 119.05 15.22%

5000
00| ‘
0 Lol . Al

o A
miz--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe80422\
Data File : VN@73737.D

Acqg On : 04 Aug 2022 15:30

Operator : JC\MD

Sample : N3887-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@72822W.M
: SW846 8260

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 8 Benzene, (3-methyl-2-butenyl)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.127  65.45 ug/1 2767030 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 91
2 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 91
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 86
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 83
5 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 64

Abundance Scan 2251 (15.127 min): VNO73737.D\data.ms (-2240) (- m/z 131.05 100.00%
131.1
5000
91.0
39.0 h H 15.00 15.50
(
ol b o Ll j1e4l 2080 280« ;13365  64.32%
miz--> 50 100 150 200 250
Abundance #25010: Benzene, (3-methyl-2-butenyl)-
131.0
91.0
5000 T
15.00 15.50
39.0 m/z 146.00  26.28%
0 \““‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance
131.0
15.00 15.50
5000 m/z 115.00 23.09%
91.0
39.0
0 T
m/iz--> 50 100 150 200 250
Abundance #25013: Benzene, (2-methyl-1-butenyl)- = —
131.0 15.00 15.50
m/z 148.05 20.97%
5000 91.0
53.0 ‘
0 ! ‘\ ‘M‘ \\‘ \‘\ I H \\H ‘H‘ . — —
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\VN@80422\
Data File : VN@73737.D

Acqg On : 04 Aug 2022 15:30
Operator : JC\MD

Sample : N3887-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.527 149.24 ug/1 6310040 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 50

Abundance Scan 2489 (16.527 min): VN073737.D\data.ms (-2482) (- | m/z 142.05 100.00%

142.1
5000
e
630 1141 16.20 16.40 16.60
. [4
Ol e L 177.2207.0 2806 y5 141,05 89.42%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 LA L B
16.20 16.40 16.60
m/z 115.00 31.92%
ol 390 MO 1130
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
142.0
R
16.20 16.40 16.60
5000 m/z 143.05 11.37%

27.0 63.0 113.0

.

BN VR Nt S
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22140: Benzocycloheptatriene e
141.0 16.20 16.40 16.60
m/z 138.95 11.26%
5000

—

63.0
027\0“ I \‘m\ M 9&0 b
e R e e e e L B

m/z--> 20 40 60 80 100120140160180200220240260280 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73737.D

Acqg On : 04 Aug 2022 15:30
Operator : JC\MD

Sample : N3887-03

Misc ¢ 5.0mL/MSVOA_N/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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 1,4-Methanonaphthalene, 1,4... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.733 192.79 ug/1 8151100 1,4-Dichlorobenzene-d4 13.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
2 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 59
Abundance Scan 2524 (16.733 min): VN073737.D\data.ms (-2515) (- | m/z 142.05 100.00%
142.1
5000
115.0
T
63.0 g9.0 16.40 16.60
Ol B0 bk fl 1790,209.1 2600 /o141 00 89.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000 L L e B B B |
115.0 16.40 16.60
m/z 114.95  33.99%
63.0
O%\7\.9“\\H\\"“\\“\”\i‘\‘g\‘.\(\)‘HH‘HH““\\H‘HH‘\\H‘HH‘\\H‘HH‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
142.0
—
16.40 16.60
5000 m/z 139.00 11.55%
115.0
0.27:0 63.0 89.0
R A ma i E e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro- T
141.0 16.40 16.60
m/z 143.05 11.47%
5000 115.0
.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@80422\
Data File : VN@73737.D

Acqg On i 04 Aug 2022 15:30
Operator : JC\MD

Sample : N3887-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©72822W.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, 1,4-di... 13.780 64.3 ug/l 2719600 4 13.616 2114000 50.0
Benzene, 1,1'-(... 13.816 362.4 ug/l 15322600 4 13.616 2114000 50.0
Benzene, 1l-ethy... 14.157 105.6 wug/l 4463780 4 13.616 2114000 50.0
Benzene, 1l-ethe... 14.268 154.6 wug/l 6535590 4 13.616 2114000 50.0
Benzene, 1,2,4,... 14.480 121.2 wug/l 5125510 4 13.616 2114000 50.0
1H-Indene, 2,3-... 14.745 106.1 ug/l 4484650 4 13.616 2114000 50.0
Benzene, 2-ethe... 14.868 288.9 wug/l 12212800 4 13.616 2114000 50.0
Benzene, (3-met... 15.127 65.5 ug/l 2767030 4 13.616 2114000 50.0
Naphthalene, 1-... 16.527 149.2 ug/l 6310040 4 13.616 2114000 50.0
1,4-Methanonaph... 16.733 192.8 wug/l 8151100 4 13.616 2114000 50.0
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