LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40122\
Data File : VN@71754.D

Acqg On : 01 Apr 2022 15:43
Operator : JC\MD

Sample : N2090-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 13  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©33022W.M

Title : SW846 8260

Signal : TIC: VN@71754.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.240 37 43 45 rBV3 29803 51481 1.48% 0.169%
2 3.828 303 313 327 rBV3 22208 56585 1.63% 0.186%
3 5.192 532 545 559 rVB3 22181 83041 2.39% 0.273%
4 5.357 562 573 593 rW 61549 223638 6.43% 0.736%
5 5.610 605 616 637 rVB2 102006 371975 10.69% 1.224%
6 6.492 752 766 779 rBV3 40680 140960 4.05% 0.464%
7 7.145 862 877 885 rBv4 41022 133624 3.84% 0.440%
8 7.216 885 889 898 rVB4 17052 42561 1.22% ©.140%
9 7.845 986 996 1004 rVB2 30314 74449 2.14% 0.245%
10 8.022 1015 1026 1031 rBV 410401 1010113 29.03%  3.323%
11 8.080 1031 1036 1048 rVB 796877 1848792 53.14% 6.082%
12 8.433 1086 1096 1106 rBV 433236 992939 28.54% 3.267%
13 8.592 1116 1123 1128 rBV3 22088 54361 1.56% 0.179%
14 8.698 1136 1141 1150 rVB5 15505 45962 1.32% ©0.151%
15 8.963 1176 1186 1201 rBV 1169183 2477405 71.21%  8.150%
16 9.245 1229 1234 1241 rVB3 19723 38410 1.10% 0.126%
17 9.451 1265 1269 1278 rVB5 28913 65372 1.88% 0.215%
18 9.969 1350 1357 1362 rBV2 54905 104522 3.00% 0.344%
19 10.198 1389 1396 1410 rBV3 19054 48695 1.40% 0.160%
20 10.321 1410 1417 1422 rBV2 32911 62820 1.81% 0.207%

21 10.439 1429 1437 1457 rBV 1909337 3479252 100.00% 11.446%
22 10.639 1459 1471 1477 rBV 243477 429577 12.35% 1.413%
23 10.710 1477 1483 1490 rVB 255320 448086 12.88% 1.474%
24 10.857 1502 1508 1518 rVB2 23610 48497 1.39% ©.160%
25 11.739 1651 1658 1671 rBV 1785936 3163206 90.92% 10.407%

26 11.951 1687 1694 1703 rBV2 24775 53686 1.54%
27 12.574 1793 1800 1807 rBV 361302 597173 17.16%
28 12.727 1819 1826 1837 rBV 1349114 2326320 66.86%
29 12.915 1851 1858 1867 rVB 397157 642785 18.47%
30 13.215 1903 1909 1917 rVB 81653 137826 3.96%

ONNEFEO
(o))
(9]
w
R

31 13.498 1948 1957 1963 rBV2 63559 139487 4.01%
32 13.668 1979 1986 1997 rBV 1419029 2438088 70.08%
33 13.768 1997 2003 2008 rVB 30937 48113 1.38%
34 13.833 2008 2014 2016 rBV 168763 264544  7.60%
35 13.874 2016 2021 2037 rVB 1698839 2883976 82.89%

OLEOO®e
=
Ul
o]
B

36 13.998 2037 2042 2048 rVB 80096 130030 3.74% 0.428%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40122\
Data File : VN@71754.D

Acqg On : 01 Apr 2022 15:43
Operator : JC\MD

Sample : N2090-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 13  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©33022W.M
Title : SW846 8260
37 14.145 2059 2067 2072 rBV3 29812 56540 1.63% 0.186%
38 14.209 2072 2078 2084 rBV 348882 562674 16.17% 1.851%
39 14.274 2084 2089 2092 rVvV 110993 173617 4.99% 0.571%
40 14.327 2092 2098 2105 rVV 574956 969074 27.85% 3.188%
41 14.462 2115 2121 2125 rBV 32372 48668 1.40% 0.160%
42 14.533 2125 2133 2143 rVB 396712 639692 18.39% 2.105%
43 14.756 2164 2171 2175 rBV4 31303 63856 1.84% 0.210%
44 14.804 2175 2179 2185 rVW2 98977 166008 4.77%  0.546%
45 14.927 2191 2200 2207 rBV3 633784 1312240 37.72% 4.317%
46 14.998 2207 2212 2217 rVB5 41409 77742 2.23% 0.256%
47 15.186 2237 2244 2249 rVV3 82899 179531 5.16% 0.591%
48 15.233 2249 2252 2256 rVV3 37989 66487 1.91% 0.219%
49 15.304 2256 2264 2272 rVB4 90861 237336 6.82% 0.781%
50 15.556 2302 2307 2312 rBV 47669 89369 2.57% 0.294%
51 15.639 2312 2321 2338 rVB4 66377 229193 6.59% 0.754%
52 15.798 2342 2348 2356 rBv2 38349 72747 2.09% 0.239%
53 15.980 2368 2379 2391 rBV3 30942 96556 2.78% ©.318%
54 16.103 2395 2400 2408 rBV 17818 40285 1.16% ©0.133%
55 16.186 2408 2414 2421 rVB5 21052 48296 1.39% ©0.159%

56 16.339 2432 2440 2449 rBV3 49482 107741 3.10% 0.354%

Sum of corrected areas: 30396003
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©40122\
Data File : VN@71754.D

Acqg On : 01 Apr 2022 15:43
Operator : JC\MD

Sample : N2090-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VNO71754.D\data.ms
1500000
1000000
500000
2.240 3.828 5105357 210 6.492
O‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\
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: VNO71754.D\data.ms
10.439 11.739
1500000
8.963
1000000
8.080
500000 8.0 8.433
10163610
0 7 ¥26 7.845 8.58%98 9.2459.451 9.9691 16832 10.857
S e P ——
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VNO71754.D\data.ms
13.874
1500000 13.668
12.727
1000000
14.327 et ol
500000
12,574 12.915 14.20 14.533
13833 o 14.274 14,80 4
1.951 18215 13.498 |13 76813 998 1451 [14.462 14.78614.9981 1518588 7985930 386-339 J
T ‘ T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©40122\
Data File : VN@71754.D

Acqg On : 01 Apr 2022 15:43
Operator : JC\MD

Sample : N2090-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Di-sec-Butyl ether Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.639 6.79 ug/1 429577  Chlorobenzene-d5 11.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 83
2 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 64
3 Acetaldehyde, di-sec-butyl acetal 174 C1OH2202 005314-41-0 64
4 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 53
5 3-Hexanol, 3-ethyl- 130 C8H180 000597-76-2 50

Abundance Scan 1471 (10.639 min): VNO71754.D\data.ms (-1459) (- m/z 57.10 100.00%
57.1

101.1
5000
—— ——
‘ b 10.50 11.00
Ol T8O b 2988 sz 45.10 93.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15680: Di-sec-Butyl ether
43.0
5000 —— S
101.0 10.50 11.00
m/z 101.10 56.58%
0 15.0 \7\?'\0“\ TTT “\ T ‘]-\3\0\.\0‘ TTTT ‘ TTTT ‘ TTTT ‘ L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15780: 3-Pentanol, 3-ethyl-2-methyl-
45.0
i —r
87.0 10.50 11.00
5000 m/z 41.10  42.91%
NS Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48862: Acetaldehyde, di-sec-butyl acetal Do S e
45.0 101.0 10.50 11.00
m/z 59.10 42.65%
5000 M
159.0
o150 Il 730 N
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00

82NO33022W.M Tue Apr 05 12:18:00 2022 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©40122\
Data File : VN@71754.D

Acqg On : 01 Apr 2022 15:43
Operator : JC\MD

Sample : N2090-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Sulfurous acid, isobutyl 2-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.710 7.08 ug/l 448086 Chlorobenzene-d5 11.739
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 91
2 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 59
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 53
4 DL-Lactamide, butyl ether 145 C7H15N02 1000452-56-5 50
5 2-t-Butyl-5-methyl[1,3]dioxolan-... 158 C8H1403 130930-47-1 39

Abundance Scan 1483 (10.710 min): VNO71754.D\data.ms (-1477) (- m/z 57.10 100.00%
57.1

101.1
5000
e o
39T W‘ 83.0 10.50 11.00
Obpreeb 41800 n/; as.es 92.72%
miz--> 20 40 60 80 100 120 140 160
Abundance #15681: Di-sec-Butyl ether
43.0
5000 —— e
101.0 10.50 11.00
2r0 m/z 101.10  55.34%
83.0
miz--> 20 40 60 80 100 120 140 160
Abundance #120147: Sulfurous acid, isobutyl 2-methyl-4-methoxybut
45.0 69.0
e e
101.0 10.50 11.00
5000 ITI/Z 41.10 38.17%
ob 20 L M d 1250 1650
miz--> 20 40 60 80 100 120 140 160
Abundance #15775: Butane, 1-(1-methylpropoxy)- Sy — T
57.0 10.50 11.00
m/z 59.10 32.91%
5000
29.0 101.0
o L Lm0 | 300 N
e e e e e
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©40122\
Data File : VN@71754.D

Acqg On : 01 Apr 2022 15:43
Operator : JC\MD

Sample : N2090-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.M
Quant Title : SW846 8260

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

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

Peak Number 3 Benzene, 1,4-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.833 5.43 ug/1 264544  1,4-Dichlorobenzene-d4 13.674
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-3,5-dimethyl- 134 C10H14 000934-74-7 90
5 2,6-Dimethyl-1,3,5,7-octatetraen... 134 C10H14 000460-01-5 87

Abundance Scan 2014 (13.833 min): VN071754.D\data.ms (-2008) (-  m/z 105.10 100.00%
105.1

5000 134.1 JL
77.0

51.0 ‘ 13.50 14.00
0 \\‘H\\‘wwH‘Hww‘,wwu“‘w‘u‘w’w‘w‘ww‘wu‘“‘uww’wwu‘w‘Hw’ww‘w‘w“uu‘\w‘u‘u m/Z 119.05 98.10%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0

5000 134.0 L
91.0 13.50 14.00
m/z 134.05 46.44%
41.0 65.0
AN | L | |
O \\‘H\\‘??\‘HH’\\H‘\H\’\\\\‘\H‘\“H\\’\\H‘\‘H\’H‘\‘\l\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl- AM
119.0
FAVSEE.VAVAVAV
13.50 14.00
5000 134.0 m/z 91.05  25.02%
91.0
65.0
ST il T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17034: Benzene, 1,3-diethyl-
119.0 13.50 14.00
m/z 77.05 16.05%
5000 134.0
91.0
390 650 | ‘
Obreprerrredirere ety el bbbt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 13. 50 14 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©40122\
Data File : VN@71754.D

Acqg On : 01 Apr 2022 15:43
Operator : JC\MD

Sample : N2090-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 1Indane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.874 59.14 ug/1 2883980 1,4-Dichlorobenzene-d4 13.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 72
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Deltacyclene 118 C9H1e 007785-10-6 64
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 64

Abundance Scan 2021 (13.874 min): VN0O71754.D\data.ms (-2016) (- m/z 117.10 100.00%
117.1

5000
91.1
39.1 63.1 770 104.0 13.50 14.00
0 e e e e el m/z 118.10 55.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10181: Indane
117.0
5000 - —
13.50 14.00

m/z 115.10  33.25%

91.0
39.0 63.0
H‘H\\‘\2\6\‘-\(‘)\\H“H\\i‘\HM}‘\‘\\‘\7\7{(‘)\\\\“\\\\].‘9\4.\.\0‘\\!\“\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10190: Benzene, 2-propenyl-
117.0 M/\
— —rL

o

13.50 14.00
5000 ITI/Z 91.10 13.90%
390 58.0 910
: 77.0 ‘
0H_““‘29‘9”H“m‘}‘mw‘:““wH‘MHH‘i:u‘l‘%fﬂu“_m
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10195: Benzene, cyclopropyl-
117.0 13.50 14.00
m/z 116.05 8.03%
5000
91.0
51.0 65.0 78.0 ‘ ‘ N\/\
P £ OV ol oL OO D G "
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©40122\
Data File : VN@71754.D

Acqg On : 01 Apr 2022 15:43
Operator : JC\MD

Sample : N2090-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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, 1-methyl-3-(1-meth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.210 11.54 ug/1 562674 1,4-Dichlorobenzene-d4 13.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 94
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 94
Abundance Scan 2078 (14.209 min): VNO71754.D\data.ms (-2072) (- m/z 119.10 100.00%
119.1
5000
134.1
950 14.00 14.50
39.0 651 ‘ Ll - -
L Y R L | 11t m/z 134.85  29.60%
miz-> 20 40 60 80 100 120 140
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000
14.00 14.50
010 134.0 m/z 91.05 16.97%
0 \1\5\.0‘\\\\4‘:"?.\0\‘\\‘6?-\0\ \“ T “}‘\ \‘\w ——rh T
miz-> 20 40 60 80 100 120 140
Abundance #16998: o-Cymene
119.0
14.00 14.50
5000 m/z 120.10 9.98%
134.0
91.0
olaso B0 e
miz--> 20 40 60 80 100 120 140 /\M
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl- . /‘\ ‘ —
119.0 14.00 14.50
m/z 117.05 9.59%
5000
134.0
91.0
RPN Y ) N
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©40122\
Data File : VN@71754.D

Acqg On : 01 Apr 2022 15:43
Operator : JC\MD

Sample : N2090-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Indan, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.327 19.87 ug/1 969074  1,4-Dichlorobenzene-d4 13.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 90
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 80
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 78
4 Benzene, (2-methyl-2-propenyl)- 132 C1OH12 003290-53-7 78
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 72
Abundance Scan 2098 (14.327 min): VN0O71754.D\data.ms (-2092) (-  m/z 117.10 100.00%
117.1
5000
91.1
390 65.0 ‘ ! 2070 14.00 14.50
O bt el e e S m/z 1150100 32.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16104: Indan, 1-methyl-
11y7.0
5000 — AJL
14.00 14.50
910 m/z 132.05 27.68%
39.0 650 | ‘
0\\\‘\‘\\\“\\“\‘\“u‘\\\“\\“\\‘\\\H‘\M\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0 J\
— e
14.00 14.50
5000 m/z 91.10 12.90%
91.0
390 650 ‘
0\\\‘\‘H\“\\“1‘\“1‘”1““\M\‘“1‘”H‘\1“\‘\‘mwm‘mwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 14.00 14.50
m/z 118.05 9.40%
5000
91.0
51.0
2 i o RN S Y S —
m/z--> 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©40122\
Data File : VN@71754.D

Acqg On : 01 Apr 2022 15:43
Operator : JC\MD

Sample : N2090-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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, 1,2,4,5-tetramethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.533  13.12 ug/1 639692 1,4-Dichlorobenzene-d4 13.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94
5 o-Cymene 134 C1oH14 000527-84-4 94
Abundance Scan 2133 (14.533 min): VN071754.D\data.ms (-2125) (- 119.10 100.00%
119.1
5000
91.1
39.1  65.1 ‘ | 13 14.50

Ot b I m/z 134.05  50.56%
miz-> 20 40 60 80 100 120 140
Abundance #17061: Benzene, 1,2,4,5-tetramethyl-

119.0
5000 s :
14.50

m/z 91.10 16.74%

91.0
39.0 65.0 135.0
O \1\5\9\\\\“‘\\‘\\“\‘\\\“‘\\‘\\“\‘\\‘\‘l\\\‘\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #17064: Benzene, 1,2,3,4-tetramethyl-
119.0

14 50
5000 m/z 120.10 10.47%
91.0 135.0
0‘1‘5‘9‘\‘“‘1:"“0‘\‘\‘(‘5?‘0"\“HH‘\‘\H\‘\l‘”\‘.‘”” N
miz--> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- |
119.0 14 50

m/z 133.05 9.20%

5000
91.0
41.0 63.0 ‘ 135.0
0 | [ 1 Ly I M |

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©40122\
Data File : VN@71754.D

Acqg On : 01 Apr 2022 15:43
Operator : JC\MD

Sample : N2090-03

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.927  26.91 ug/1 13122460 1,4-Dichlorobenzene-d4 13.674
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 C1eH12 000874-35-1 91
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87

Abundance Scan 2200 (14.927 min): VN071754.D\data.ms (-2191) (- m/z 117.10 100.00%

117.1
5000
T

51.0 91.0 m 15.00
0 m‘H‘wh“‘!MH‘_“WM 480 2071 m/z 132.05  37.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl- j\
117.0
91.0 15.00

m/z 115.05  28.66%

51.0
270" ‘
\\\‘\\\\‘\\‘U\““U\\h\‘\\u\[‘H\\\’\\\‘\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0

5000
\H‘

o

15.00
5000 m/z 131.05 18.75%
91.0
b 20t i b
miz--> 20 40 60 80 100 120 140 160 180 200 IL N\
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl- TJM e
117.0 15.00

m/z 119.10 16.10%

s ]
A | gl | W

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00

5000

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@40122\
Data File : VN@71754.D

Acqg On : 01 Apr 2022 15:43
Operator : JC\MD

Sample : N2090-03

Misc : 5.0mL/MSVOA_N/WATER

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©33022W.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|
Di-sec-Butyl ether 10.639 6.8 ug/l 429577 3 11.739 3163210 50.0
Sulfurous acid,... 10.710 7.1 ug/l 448086 3 11.739 3163210 50.0
Benzene, 1,4-di... 13.833 5.4 ug/l 264544 4 13.674 2438090 50.0
Indane 13.874 59.1 wug/l 2883980 4 13.674 2438090 50.0
Benzene, 1-meth... 14.210 11.5 ug/l 562674 4 13.674 2438090 50.0
Indan, 1-methyl- 14.327 19.9 ug/l 969074 4 13.674 2438090 50.0
Benzene, 1,2,4,... 14.533 13.1 ug/l 639692 4 13.674 2438090 50.0
Benzene, 2-ethe... 14.927 26.9 ug/l 1312240 4 13.674 2438090 50.0
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