LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120121\
Data File : VX025405.D

Acqg On : 01 Dec 2021 12:02
Operator : JC/MD

Sample : M4866-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 X\Method\82X111721W.M

Title : SW846 8260

Signal : TIC: VX@25405.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.380 203 212 222 rBV 47135 75996  2.58% 0.222%
2 3.117 325 333 346 rVB 14596 34145 1.16% 0.100%
3 5.391 695 706 718 rBV 70162 205772 6.98% 0.602%
4 5.556 723 733 749 rVB 118084 334324 11.34% 0.977%
5 5.958 788 799 805 rBV 73209 190676 6.47% 0.557%

6.044 805 813 832 rVB 169608 450604 15.28%
6.763 922 931 947 rBV 185309 437917 14.85%
8.653 1234 1241 1246 rBV 370232 597088 20.25%
8.720 1246 1252 1274 rVB 1938064 2948232 100.00%
10 10.055 1465 1471 1481 rBV 398455 523629 17.76%

R R R R
N
N
o
R

11 10.195 1488 1494 1504 rBV 541228 698863 23.70%
12 10.299 1505 1511 1519 rBV 1910055 2674459 90.71%
13 10.640 1562 1567 1582 rVB 1193674 1618470 54.90%
14 10.964 1615 1620 1625 rBV 54850 67437 2.29%
15 11.079 1634 1639 1647 rBV 309175 415551 14.09%

PO AN
~N
w
N
R

16 11.305 1668 1676 1683 rBV 184917 225382 7.64%
17 11.378 1683 1688 1696 rVV 834041 1452697 49.27%
18 11.451 1696 1700 1709 rVB 433216 538883 18.28%

oORr R A
(9]
N
9]
R

19 11.616 1721 1727 1734 rVB 479033 589633 20.00% 724%
20 11.756 1744 1750 1755 rBV 1956936 2389821 81.06% 987%
21 11.890 1769 1772 1777 rVB 40574 50427 1.71% 147%
22 11.969 1777 1785 1789 rBV 74700 96550 3.27% 282%

23 12.024 1789 1794 1799 rVB 446811 570277 19.34%
24 12.085 1799 1804 1810 rBV 808245 1025140 34.77%
25 12.244 1823 1830 1833 rBV 832720 1087335 36.88%

WNRPROO®
o))
o))
~N
3R

26 12.317 1838 1842 1851 rVB3 356482 551685 18.
27 12.408 1851 1857 1862 rBV2 53981 77542 2
28 12.463 1862 1866 1872 rVB 140173 167750  5.69%
29 12.530 1872 1877 1879 rBV 233009 288767 9
30 12.555 1879 1881 1886 rVB 229158 256805 8

[SECECRCES
IS
©
IS
R

31 12.616 1886 1891 1894 rBV 357437 437231 14.83%
32 12.646 1894 1896 1900 rVB 118521 124242  4.21%
33 12.701 1900 1905 1914 rBV2 326052 519122 17.61%
34 12.799 1917 1921 1925 rBV2 27868 35131 1.19%
35 12.847 1925 1929 1934 rVB 149185 190118 6.45%

OO Rromr
w1
iy
00
S

36 12.920 1934 1941 1945 rBV 255221 339023 11.50% 0.991%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120121\
Data File : VX025405.D

Acqg On : 01 Dec 2021 12:02
Operator : JC/MD

Sample : M4866-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 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 X\Method\82X111721W.M
Title : SW846 8260
37 12.963 1945 1948 1954 rVB 448198 519953 17.64% 1.520%
38 13.030 1954 1959 1960 rBV 45590 62279 2.11% 0.182%
39 13.170 1973 1982 1986 rBV 554717 717671 24.34% 2.098%
40 13.213 1986 1989 1992 rVB 58001 65423 2.22% 0.191%
41 13.256 1992 1996 1998 rBV2 56796 80242 2.72% ©.235%
42 13.292 1998 2002 2007 rVB2 1160692 1508403 51.16% 4.410%
43 13.372 2012 2015 2018 rVW 40150 48132 1.63% 0.141%
44 13.426 2018 2024 2032 rVB 596213 775750 26.31% 2.268%
45 13.506 2032 2037 2040 rBvV2 78125 105277 3.57% ©0.308%
46 13.548 2040 2044 2047 rW 143804 212242 7.20% 0.621%
47 13.585 2047 2050 2055 rVVv3 178905 310982 10.55% ©.909%
48 13.640 2056 2059 2060 rvv3 86696 106791 3.62% 0.312%
49 13.664 2060 2063 2069 rVB2 194447 279592 9.48% 0.817%
50 13.780 2075 2082 2089 rBV 1443790 1950150 66.15% 5.702%
51 13.853 2090 2094 2099 rVB 190294 241930 8.21% ©.707%
52 13.926 2099 2106 2110 rBv2 221900 308488 10.46% 0.902%
53 13.969 2110 2113 2117 rVB 87546 104092 3.53% 0.304%
54 14.079 2126 2131 2135 rBV 210997 259468 8.80% ©.759%
55 14.231 2148 2156 2162 rBV 519584 846725 28.72% 2.476%
56 14.323 2167 2171 2175 rW 69116 84256 2.86% 0.246%
57 14.371 2175 2179 2184 rVB 172011 217266 7.37% ©.635%
58 14.420 2184 2187 2192 rVB 25925 35093 1.19% 0.103%
59 14.481 2192 2197 2202 rBV2 325266 407107 13.81% 1.190%
60 14.640 2215 2223 2227 rBV 888341 1250902 42.43% 3.657%
61 14.676 2227 2229 2233 rVB 73493 77478 2.63% ©0.227%
62 14.731 2233 2238 2241 rBV 28415 37986 1.29% 0.111%
63 14.780 2241 2246 2250 rVVW 441419 540553 18.33% 1.580%
64 14.816 2250 2252 2255 rVVv2 53632 73772 2.50% 0.216%
65 14.847 2255 2257 2262 rVV2 39639 45111 1.53% 0.132%
66 14.902 2262 2266 2273 rVV2 51043 91947 3.12% 0.269%
67 15.054 2283 2291 2297 rBV2 22223 36622 1.24% 0.107%
68 15.182 2304 2312 2320 rBV2 104841 220366 7.47% 0.644%
69 15.377 2339 2344 2348 rBV2 27097 44002 1.49% 0.129%
70 15.481 2353 2361 2365 rBV 52329 87640 2.97% 0.256%
71 15.524 2365 2368 2373 rVB2 19257 31118 1.06% ©0.091%
72 15.615 2378 2383 2386 rVV 54671 89205 3.03% 0.261%
73 15.652 2386 2389 2397 rVB 26048 43354 1.47% 0.127%
Sum of corrected areas: 34204092
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 01 Dec 2021 12:02

: M4866-03
¢ 5.0mL/MSVOA_X/WATER

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120121\
VX025405.D

JC/MD

: 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

. SW846 8260

: C:\Database\NIST20.L

Abundance TIC: VX025405.D\data.ms
1500000
1000000
500000
6.044
.556
2.380 3117 5.307 5.95
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\/\‘\\\\‘\\\\‘\\\\‘\\,\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\T\\‘\\\\‘\\\\‘\\\
Time--> 1.20 1.40 1.60 1.80 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
Abundance TIC: VX025405.D\data.ms
8.7T20 10.299
1500000
10.640
1000000
11.378
10.195
500000 451
- 10.055
8.653 11079
6.763
1096
o Do —— CoT o Coy - — b
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11 OO
Abundance TIC: VX025405.D\data.ms
11.756
1500000 13.780
13.292
1000000
14.640
12.088.244
13 17 3.426
5000001-616
317 §01
2.920
12 4686 @52 8 15.182
Al 8,004, 1 it
T ‘ T T ‘ T T T
Time--> 1200 12.50 13.00 13.50 14.00 14550 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120121\
Data File : VX025405.D

Acqg On : 01 Dec 2021 12:02
Operator : JC/MD

Sample : M4866-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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.
11.378 127.37 ug/1 1452700  1,4-Dichlorobenzene-d4 12.024
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-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 1688 (11.378 min): VX025405.D\data.ms (-1683) (- m/z 105.05 100.00%
105.1
5000
120.1 j\
— N
77.1 91.1
39.1 63.0 o 11.00 11.50
Ol el el et m/z 120,100 31.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 — /\/\ /\ :
120.0 11.00 11.50
m/z 91.10 12.43%
39.0 77.0 91.0
OH‘\H\‘\2\6\‘.\(‘)\\H"‘\H\i‘{‘u\‘e’%\.‘(\)\‘\u‘}“\\H“MH‘\H1\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
11.00 11.50
5000 m/z 77.10 11.80%
120.0
77.0 91.0
39.0
Oy 8 b e Mo b
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #10727: Benzene, 1-ethyl-4-methyl- — LA
105.0 11.00 11.50
m/z 106.10 8.96%
5000
120.0
79.0 ]\A
39.0 65.0 j\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120121\
Data File : VX025405.D

Acqg On : 01 Dec 2021 12:02
Operator : JC/MD

Sample : M4866-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Quant Title : SW846 8260

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

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

Peak Number 2 Benzene, 1l-ethyl-4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.616 51.70 ug/l 589633 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Mesitylene 120 C9H12 000108-67-8 90
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
Abundance Scan 1727 (11.616 min): VX025405.D\data.ms (-1721) (| m/z 105.10 100.00%
105.1
5000
120.1 A
A
771 911
39.1 63.0 i ‘ | 11.50 12.00
0W‘H"""‘H“_‘H,‘HH‘m‘u""1"m‘HH‘mwummu‘u m/z 120.10  31.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 M /\
120.0 11.50 12.00

m/z 77.10  11.44%

77.0 91.0
\\‘]\_\5\(\)‘\\\\‘\\3\?‘(\)\\\"\\\\6‘%\‘\0\‘\\\‘\“\\\\“\\\\‘\Ml\‘\\\‘\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0

o

11.50 12.00
5000 ITI z 91.10 11.24%
120.0
79.0
39.0 65.0 H . Ul ‘
B L T L S ETIIY [
m/z--> 10 20 30 40 50 60 70 80 90 100 110120130
Abundance #10692: Mesitylene
105.0 11.50 12.00
m/z 106.10 8.92%
5000 120.0 A
77.0
51.0 91.0 j\/\ A
O 2 e tberreeereefeerer el
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11. 50 12 00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120121\
Data File : VX025405.D

Acqg On : 01 Dec 2021 12:02
Operator : JC/MD

Sample : M4866-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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, 1,2,3-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.085 89.88 ug/l 1025140 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 1804 (12.085 min): VX025405.D\data.ms (-1799) (- m/z 105.05 100.00%
105.1
5000 120.1 ]\
[
39.0 630 oL oo11 12.00
Obrrererrrrre ettt bl myz 120010 44.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10692: Mesitylene
105.0

120.0 A A

5000 A :

m/z 77.10 12.38%

77.0
51.0 91.0
\\‘\\\\‘\2\\7\.(‘)\\\\"\\\\i‘}‘\\\"sﬁhq‘\\\‘“‘\\\\“\\\\‘\M1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl
105.0

o

120.0 12.00
5000 m/z 91.10 10.39%
39.0 77.0 91.0
RN SN OO MU B OO
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 12.00
m/z 119.10 9.92%
120.0
5000
77.0 91.0
o150 380510640 " "7 |
T T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120121\
Data File : VX025405.D

Acqg On : 01 Dec 2021 12:02
Operator : JC/MD

Sample : M4866-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.244  95.33 ug/1 1087340 1,4-Dichlorobenzene-d4 12.024
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 81
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 74
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 58
5 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 55
Abundance Scan 1830 (12.244 min): VX025405.D\data.ms (-1823) (- m/z 117.10 100.00%
1171
5000 Aj\
911 ,\ T ‘ T T ‘ T T
39.0 630 ‘ | 1341 12.00 12.50
O brprerrprrrprerdrrefbebptbde ettt el m/z 118,10 55.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
11v.0
5000 —r— el
12.00 12.50
910 m/z 115.10  33.46%
390 630 L |
O\\‘\H.\‘\\\‘\‘HH“HH“H\M}‘\‘\\‘\H‘H\\\\"\H\‘i‘\\\‘\\\\“\\\\‘\\\\’\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10197: Benzene, cyclopropyl-
117.0
12.00 12.50
m/z 91.10 16.76%
5000 91.0
51.0
o"""‘ﬁ{?“‘:‘_MHM‘1‘Nmf:""u“,‘:w:‘wwuw_m,”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10192: Benzene, 2-propenyl-
117.0 12.00 12.50
m/z 119.05 12.12%
5000 91.0
39.0 65.0
0"“‘H"H‘“‘m‘uH‘}‘h‘1‘1‘1“‘“m”"H“,‘1"“mwuu‘mwuu,u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120121\
Data File : VX@25405.D

Acqg On : 01 Dec 2021 12:02

Operator JC/MD

Sample : M4866-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.170  62.92 ug/1 717671  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 94
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 90
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 87

Abundance Scan 1982 (13.170 min): VX025405.D\data.ms (-1973) (- m/z 117.10 100.00%
117.1
5000
91.1
391 650 [ IEE ET 13.00 13.50
O oo bl SR TR m/z 132.05  40.39%
miz--> 20 40 60 80 100 120 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 /L —_— Hoena
1320 13.00 13.50
m/z 115.05 26.18%
39.0 650 ‘ ‘
O\‘\“\ T \“"\ \“U\ “‘H\ T \“ T \ T ‘ \ T H‘ \‘VH\‘\ ‘ T T T
miz--> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
13.00 13.50
5000 132.0 ITI/Z 131.00 21.12%
39.0 650 -0 ‘ ‘
ol240 | L “w SNSRI | M —
miz-> 20 40 60 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene
117.0 13.00 13.50
m/z 91.10 13.37%
5000
91.0 132.0
390 450 ‘ ‘
S Y O 1O T Y ‘L“‘ — aiv Aeule
m/z--> 20 40 60 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120121\
Data File : VX@25405.D

Acqg On : 01 Dec 2021 12:02

Operator JC/MD

Sample : M4866-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
. SW846 8260

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, 2-ethenyl-1,4-dime... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.292 132.25 ug/l 1508400 1,4-Dichlorobenzene-d4 12.024
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 87
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
4 1-Phenyl-1-butene 132 C10H12 000824-90-8 87
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 87

Abundance Scan 2002 (13.292 min): VX025405.D\data.ms (-1998) (- m/z 117.10 100.00%
117.1
5000
911 bL 13.00 13.50
39.1 65.0 . .
Y A Y il el M‘T"‘l‘ 1663 n/7 132.00  36.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 —— Hens
91.0 13.00 13.50
- 51.0 ‘ m/z 119.10 34.02%
OH\‘\‘\.\\“i‘\\““\“‘m??’”p‘\M\‘MH ‘\‘U\‘\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
13.00 13.50
5000 m/z 115.05 28.99%
39.0 65.0 91.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene
117.0 13.00 13.50
m/z 131.05 17.78%
5000
91.0
390 g50 ‘ ”
0 \H‘\“\A‘HMH‘W\\M\Hi\H”H R R
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120121\
Data File : VX025405.D

Acqg On : 01 Dec 2021 12:02
Operator : JC/MD

Sample : M4866-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.427 68.02 ug/l 775750  1,4-Dichlorobenzene-d4 12.024
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 53
3 3(2H)-Furanone, dihydro-2,2-dime... 190 C12H1402 063678-00-2 38
4 Acetic acid, 2-phenylethyl ester 164 C10H1202 000103-45-7 38
5 1H-Indol-3-amine 132 C8H8N2 007250-19-3 27
Abundance Scan 2024 (13.426 min): VX025405.D\data.ms (-2018) (- m/z 104.10 100.00%
104.1
5000 1320 Ag
e :
51.0 780 H 13.50
S Y U N 72 m/z 132.00  51.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16159: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000 R
1350
42.29%
51.0 78.0
O \\\‘2\7\\0\“ T \“\‘\“‘H\ T \H‘ T \ \ T ‘H\ \M‘ \‘1“\‘\ ‘ \\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16681: 2H-Inden-2-one, 1,3-dihydro-
104.0
1350
5000 132.0 m/z 115.0 17.87%
5.0 80
0 H““‘J‘Hm“\‘wa“““‘w“J““H““‘,‘H“
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #64672: 3(2H)-Furanone, dihydro-2,2-dimethyl-5-phenyl-
104.0 1350
m/z 117. 15.72%
5000
43.0 78.0
o T || 1320 1620 190.0
B B e B R S e
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120121\
Data File : VX025405.D

Acqg On : 01 Dec 2021 12:02
Operator : JC/MD

Sample : M4866-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 6
R.T. EstConc Area Relative to ISTD R.T.
14.231 74.24 ug/1 846725 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 97
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 97
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 86
4 Benzene, 1l-methyl-4-(1-methyl-2-... 146 C11H14 097664-18-1 64
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 62

Abundance Scan 2156 (14.231 min): VX025405.D\data.ms (-2148) (- m/z 131.00 100.00%
31.

131.0
5000
105.1

39.1 77.0‘ ‘ 14.00 14.50
R 2 N A 1 5T S B v s PP Py P
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0

N

14.00 14.50
m/z 146.05 65.67%

Ot ’\‘M\“\MH\‘HH’\
m/z--> 20 40 60 80 100 120 140 160
Abundance  #25051: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0

5000

14.00 14.50
m/z 117.10 35.05%
5000 105.0
39.0 77.0 ‘
RO . N NN 5 E—
m/z--> 20 40 60 80 100 120 140 160
Abundance #25024: Benzene, 2-ethenyl-1,3,5-trimethyl-
146.0 14.00 14.50

m/z 115.10  27.50%

5000
91.0
115.0
39.0

m/z--> 20 40 60 80 100 120 140 160 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120121\
Data File : VX025405.D

Acqg On : 01 Dec 2021 12:02
Operator : JC/MD

Sample : M4866-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 3
R.T. EstConc Area Relative to ISTD R.T.
14.640 109.68 ug/l 1250900 1,4-Dichlorobenzene-d4 12.024
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 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e 000264-09-5 90
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 59
Abundance Scan 2223 (14.640 min): VX025405.D\data.ms (-2215) (- | m/z 142.05 100.00%
142.1
5000
115.1
—
14.50 15.00
39.0 630 8o1
0 “‘Hq“w‘uﬁMbu“ﬁ“‘H““u“hh‘}§%%““ m/z 141.00 84.09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22143: Naphthalene, 2-methyl-
142.0
5000
115.0 14 50 15 00

115.05 32.80%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

39 o 630 89.0 I\l
0 UV T ,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22142: Naphthalene, 1-methyl-
142.0

14.50 15.00
m/z 143.05 11.34%
5000 115.0
390 030 890 I
Ot M
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-

141.0 14 50 15 00

m/z 139.05 10.92%

5000 115.0
300 630 ggp ‘
| 1l \‘ Ll n i w‘ LR B B o

m/z--> 20 40 60 80 100 120 140 160 180 14 50 15 00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120121\
Data File : VX025405.D

Acqg On : 01 Dec 2021 12:02
Operator : JC/MD

Sample : M4866-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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 Benzocycloheptatriene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.780  47.39 ug/l 540553 1,4-Dichlorobenzene-d4 12.024
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 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64
Abundance Scan 2246 (14.780 min): VX025405[Ndmarns(2241)( m/z 142.05 100.00%
1421
5000
115.1
—
14.50 15. 00
391 630 891
Ol S 17632070 0041 65 88.e7%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
5000
115.0 14 50 15 00

m/z 115.10 34.67%

390 935, 890 |
O‘\\\\‘\\H\\“\\‘\H\‘\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22150: Naphthalene, 2-methyl-
142.0

1450 15 00
5000 ITI/Z 143.05 1.76%
115.0
ol 500 ™0 920 I
P e e S e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22153: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0 14 50 15 00
m/z 139.05 1.68%
5000 115.0
390 630 ggg ‘
0 ‘HH‘_whw“ww‘_umHH_H‘MHH,HHMH‘_m
m/z--> 20 40 60 80 100 120 140 160 180 200 14 50 15 00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120121\
Data File : VX025405.D

Acqg On : 01 Dec 2021 12:02
Operator : JC/MD

Sample : M4866-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.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-ethy... 11.378 127.4 ug/l 1452700 4 12.024 570277 50.0
Benzene, 1-ethy... 11.616 51.7 wug/l 589633 4 12.024 570277 50.0
Benzene, 1,2,3-... 12.085 89.9 wug/l 1025140 4 12.024 570277 50.0
Indane 12.244 95.3 ug/l 1087340 4 12.024 570277 50.0
1H-Indene, 2,3-... 13.170 62.9 ug/l 717671 4 12.024 570277 50.0
Benzene, 2-ethe... 13.292 132.3 wug/l 1508400 4 12.024 570277 50.0
Naphthalene, 1,... 13.427 68.0 ug/l 775750 4 12.024 570277 50.0
Naphthalene, 1,... 14.231 74.2 ug/l 846725 4 12.024 570277 50.0
Naphthalene, 1-... 14.640 109.7 wug/l 1250900 4 12.024 570277 50.0
Benzocyclohepta... 14.780 47.4 ug/l 540553 4 12.024 570277 50.0
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