LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102924\
Data File : VX043589.D

Acqg On : 29 Oct 2024 12:10

Operator : JC/MD

Sample : P4596-07 4X

Misc : 5.0mL/MSVOA_X/WATER [TOTE-WATER-COMP

ALS vial : 1 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\82X102824W.M

Title : SW846 8260

Signal : TIC: VX@43589.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.258 22 28 35 rBV2 70699 79316 9.02% 0.864%
2 1.581 71 81 82 rBVe6 8063 17205 1.96% 0.187%
3 2.386 207 213 221 rBV 20514 33687 3.83% 0.367%
4 2.569 235 243 250 rVB 8240 18990 2.16% 0.207%
5 2.941 296 304 319 rBV 22422 60223 6.85% 0.656%
6 3.428 377 384 392 rVB4 3560 9063 1.03% 0.099%
7 4.599 565 576 581 rBv4 3885 12442 1.42% 0.135%
8 5.379 693 704 718 rBvV2 97337 291360 33.14% 3.172%
9 5.544 720 731 749 rBV 158151 465162 52.90% 5.065%
10 5.952 787 798 811 rBV 111905 299199 34.03% 3.258%
11 6.757 921 930 944 rBvV 262045 647515 73.64% 7.050%
12 8.647 1233 1240 1248 rBV 547015 879260 100.00% 9.573%
13 8.720 1248 1252 1258 rVV2 107939 194509 22.12% 2.118%
14 8.775 1258 1261 1280 rVB 19090 46604 5.30% ©0.507%
15 10.049 1465 1470 1488 rBV 521989 774686 88.11%  8.434%

16 10.195 1490 1494 1502 rVV 31113 44213 5.03%
17 10.299 1505 1511 1525 rVB 118354 187570 21.33%
18 10.640 1562 1567 1574 rBV 100195 133062 15.13%

OO R NGO
IS
IS
O
R

19 10.964 1615 1620 1627 rVB 13132 17493 1.99% 190%
20 11.079 1634 1639 1653 rBV 450109 593427 67.49% 461%
21 11.305 1670 1676 1683 rBV 21381 28842 3.28% 314%
22 11.378 1683 1688 1696 rVV 102770 184330 20.96% 007%
23 11.451 1696 1700 1707 rVB 56874 73704  8.38%

24 11.610 1721 1726 1734 rVB 83414 104825 11.92%

WkRrRONO®
o]
[
N
B

25 11.750 1744 1749 1761 rVB 244370 298952 34.00% 255%
26 11.890 1764 1772 1776 rVB2 12100 17776 2.02% 194%
27 11.969 1778 1785 1788 rBV 28187 34826 3.96% 379%

28 12.018 1788 1793 1800 rVV 578912 750751 85.38%

NPFP OO
=
~
N
R

29 12.085 1800 1804 1809 rVB 145120 176817 20.11% 925%
30 12.244 1823 1830 1833 rBV 131755 192583 21.90% 097%
31 12.317 1837 1842 1852 rVB3 66239 102496 11.66% 1.116%
32 12.402 1852 1856 1862 rBv4 12831 21208 2.41% 0.231%
33 12.463 1862 1866 1872 rVB 33017 41414 4.71% 0.451%
34 12.530 1872 1877 1879 rBV 47474 60746 6.91% 0.661%
35 12.555 1879 1881 1885 rVB 44016 44525 5.06% ©.485%
36 12.610 1885 1890 1893 rBV 56159 70160 7.98% 0.764%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102924\
Data File : VX043589.D

Acqg On : 29 Oct 2024 12:10

Operator : JC/MD

Sample : P4596-07 4X

Misc : 5.0mL/MSVOA_X/WATER [TOTE-WATER-COMP

ALS vial : 1 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\82X102824W.M
Title : SW846 8260
37 12.646 1893 1896 1900 rVB 21017 24775 2.82% 0.270%
38 12.695 1900 1904 1915 rBV2 61647 113180 12.87% 1.232%
39 12.792 1916 1920 1925 rBvV3 7550 10491 1.19% 0.114%
40 12.847 1925 1929 1934 rVB2 30709 38542 4.38% 0.420%
41 12.921 1934 1941 1944 rBV 40982 51328 5.84% ©.559%
42 12.963 1944 1948 1954 rVB 67925 87690 9.97% 0.955%
43 13.024 1954 1958 1959 rBV 10322 11998 1.36% 0.131%
44 13.164 1973 1981 1986 rBV 82016 117902 13.41% 1.284%
45 13.213 1986 1989 1992 rvv3 12525 15708 1.79% 0.171%
46 13.250 1992 1995 1997 rVwv2 15227 20171 2.29% 0.220%
47 13.292 1997 2002 2007 rVV2 209099 304150 34.59% 3.311%
48 13.329 2007 2008 2012 rvv3 8992 10631 1.21% 0.116%
49 13.372 2012 2015 2018 rVW 7964 9546 1.09% 0.104%
50 13.420 2018 2023 2032 rVB 195964 241692 27.49% 2.631%
51 13.506 2032 2037 2039 rBvV3 13059 18479 2.10% 0.201%
52 13.542 2039 2043 2046 rVW 27681 39134 4.45% 0.426%
53 13.585 2046 2050 2055 rvv3 35904 67051 7.63% ©.730%
54 13.664 2055 2063 2069 rvVB2 35995 83437 9.49% ©.908%
55 13.774 2074 2081 2088 rBV 73838 103233 11.74% 1.124%
56 13.853 2088 2094 2098 rVB2 42408 58110 6.61% ©.633%
57 13.926 2098 2106 2110 rBV2 49885 72933 8.29% 0.794%
58 13.969 2110 2113 2117 rVB2 16161 20027 2.28% 0.218%
59 14.073 2126 2130 2134 rBV 31890 38630 4.39% 0.421%
60 14.225 2148 2155 2161 rBV 109944 175063 19.91% 1.906%
61 14.317 2167 2170 2174 rBV2 11632 15321 1.74% 0.167%
62 14.371 2174 2179 2184 rVWW 30927 39207 4.46% 0.427%
63 14.475 2191 2196 2203 rBvV2 76847 103233 11.74% 1.124%
64 14.634 2215 2222 2226 rBV3 48106 96669 10.99% 1.052%
65 14.670 2226 2228 2233 rVB 18778 21046 2.39% 0.229%
66 14.780 2240 2246 2250 rVvV2 28230 41843 4.76% 0.456%
67 14.817 2250 2252 2255 rVVv3 11916 15791 1.80% 0.172%
68 14.902 2260 2266 2272 rBvV4 10496 19300 2.20% 0.210%
69 15.054 2285 2291 2297 rBvV4 4934 8987 1.02% 0.098%
70 15.182 2306 2312 2321 rBV3 20984 42564 4.84% 0.463%
71 15.475 2356 2360 2364 rBV6 9891 15996 1.82% 0.174%
72 15.609 2377 2382 2386 rBv4 7623 12949 1.47% 0.141%
73 15.652 2386 2389 2397 rVB6 4961 8999 1.02% ©.098%
Sum of corrected areas: 9184747
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102924\
Data File : VX043589.D

Acqg On : 29 Oct 2024 12:10

Operator : JC/MD

Sample : P4596-07 4X

Misc ¢ 5.0mL/MSVOA_X/WATER [TOTE-WATER-COMP

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102824W.M
Quant Title : SW846 8260

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

Abundance TIC: VX043589.D\data.ms
500000
400000
300000

200000 5544

5.952
100000 1 2s5g 5319

1581 2386 5gg 2941 3.428 4599

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: VX043589.D\data.ms
8.647

o

10.049

500000
11.079

400000

300000
6.757

200000

8.720 10.299 10.640 11.378

451

100000

775 0-/1\9 10@ 113
0 - AL ‘

T —T =
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00

Abundance TIC: VX043589.D\data.ms
12.018

500000
400000

300000
11.750

200000

14.225

13.77g 14.4126 .
TR 0G0 05057 15 cmmen
e A A L S B N R AL B T

I I
13.50 14.00 14.50 15.00 15.50 16.00 16.50

1000001.610

317 @9%;2.96
ol JELE | 'ﬁ'ﬂ% i; %&élﬂﬁ

Time--> 12.00 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102924\
Data File : VX043589.D

Acqg On : 29 Oct 2024 12:10

Operator : JC/MD

Sample : P4596-07 4X

Misc ¢ 5.0mL/MSVOA_X/WATER [TOTE-WATER-COMP

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102824W.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 Dimethyl ether Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.258 8.53 ug/1 79316  Pentafluorobenzene 5.544

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl ether 46 C2H60 000115-10-6 64
2 Ethanol 46 C2H60 000064-17-5 7
3 Formic acid 46 CH202 000064-18-6 5
4 Oxalic acid 90 C2H204 000144-62-7 4
5 Methane, nitroso- 45 CH3NO 000865-40-7 3

Abundance  Scan 28 (1.258 min): VX043589.D\data.ms (-22) (-) m/z 45.10 100.00%

45.1
5000 (k
AL
38.6 | 63‘).9 1. 20 140 1. 60 .
O e e e e e m/z 46.10 49.01%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #110: Dimethyl ether
45.0
29.0
15.0
5000 LI L L I LB
120 1.40 1.60
m/z 63.90 4.81%

0 o220 1 390
H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HHHH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #106: Ethanol

31.0

AT
120 140 1.60
5000 45.0 m/z 48.00  2.49%
50 moll )
Obrrrrrrrei brretpreet P ey
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #113: Formic acid ‘ HH‘HH T
29.0 120 140 160
46.0 m/z 43.10 1.90%
5000
18.0
o 120 il
T L NSNS VSRR AL
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 120 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102924\
Data File : VX043589.D

Acqg On : 29 Oct 2024 12:10

Operator : JC/MD

Sample : P4596-07 4X

Misc ¢ 5.0mL/MSVOA_X/WATER [TOTE-WATER-COMP

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102824W.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-3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.378 12.28 ug/1l 184330 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 97
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1688 (11.378 min): VX043589.D\data.ms (-1683) (- m/z 105.10 100.00%
105.1
5000
120.1
77.1 911 11.00 11.50
374 10640 || |
Ot e e e e ey m/z 120.10  30.54%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000 — /\/\ ]\
120.0 11.00 11.50
m/z 77.10 11.58%
39.0 63.0 77.0 91.0
O \\’\\H’\\\‘\’\\H"‘\\\\"1\H“\‘\‘H‘H\‘}“\H\“}H\‘\Ml\‘\\‘\\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 J\
/\‘ T T T ‘ T T
11.00 11.50
5000 m/z 91.10 11.47%
120.0
39.0 77.0 91.0
0 ",““,‘2‘6‘*9”‘“,Hm‘,‘\u‘\?%‘(‘)‘,H“l‘,‘m,‘mH,“;!‘,mu,um,
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 A
Abundance #10728: Benzene, 1-ethyl-4-methyl- - A
105.0 11.00 11.50
m/z 79.10 8.92%
5000
120.0
77.0 91.0
ol 180 . 30 e e LW ﬂ
m/z--> 10 20 30 40 50 60 70 80 90 100110120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102924\
Data File : VX043589.D

Acqg On : 29 Oct 2024 12:10

Operator : JC/MD

Sample : P4596-07 4X

Misc ¢ 5.0mL/MSVOA_X/WATER [TOTE-WATER-COMP

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102824W.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, 1l-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.610 6.98 ug/1l 104825 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, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 1726 (11.610 min): VX043589.D\data.ms (-1721) (- m/z 105.10 100.00%
105.1
5000
120.1
51.1 77.1 911 11.50 12.00
38?'0 \. 6‘\"!'1 M ‘ ‘\ ‘ 1 9
O e e e e et e m/z 120.10 31.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 M /\ o
1200 11.50 12.00
m/z 91.10 11.61%
77.0 91.0
O\\‘]\_\5\‘\0‘\\\‘\‘\\3\\9‘.(\)\\\“\\\\6‘%\.‘\0\‘\\\}“HH“M\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 ]\
D iWiw Vi
120.0 11.50 12.00
5000 ITI/Z 77.10 11.24%
39.0 77.0 91.0
o 280 eSS0 Ll
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /\A j\
Abundance #10717: Benzene, 1,2,4-trimethyl- L A A
105.0 11.50 12.00
m/z 103.10 9.81%
120.0
5000
77.0
27.0 51.0 91.0 f\/\ ]\ ﬂ
0wmw‘w‘H‘“wi‘\w‘%}qw“1“””“1‘H“‘:Mmu“‘mw LA A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102924\
Data File : VX043589.D

Acqg On : 29 Oct 2024 12:10

Operator : JC/MD

Sample : P4596-07 4X

Misc ¢ 5.0mL/MSVOA_X/WATER [TOTE-WATER-COMP

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102824W.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 Mesitylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.085 11.78 ug/l 176817 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 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 90
Abundance Scan 1804 (12.085 min): VX043589.D\data.ms (-1800) (- m/z 105.10 100.00%
105.1
5000 120.1 [\
38,0 510 640 77“1 91‘-0 o 12.00
Oy e P B el el e m/z 120.10  42.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
5000 120.0 j\ 1
1200
770 m/z 77.10 11.41%
51.0 " 91.0
0\\’\\\\’\2\\7\.?\\\\’\\\\"“\‘\\\“6\4\.’.19‘\\\‘H‘\\\\‘\H\‘\MH‘H‘\‘\“HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10707: Benzene, 1,2,3-trimethyl- M
105.0 J\
Moap
1200
m/z 91.00 10.73%
5000 120.0
39.0 77.0 91,0
01230 bty erefbrrr el
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 K m
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 1200
m/z 119.05 9.38%
5000 120.0
28.0 77.0 91.0 ﬁ /\A
51.0 :
N N . O O Y s
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\VX102924\
Data File : VX043589.D

Acqg On : 29 Oct 2024 12:10

Operator : JC/MD

Sample : P4596-07 4X

Misc ¢ 5.0mL/MSVOA_X/WATER [TOTE-WATER-COMP

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102824W.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 Indane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.244  12.83 ug/l 192583 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 89
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
4 Deltacyclene 118 C9H1e 007785-10-6 58
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 58
Abundance Scan 1830 (12.244 min): VX043589.D\data.ms (-1823) (- m/z 117.10 100.00%
117.1
L [k
911 T T T T T T
Obrpreerrrrrrrrborre s bbbttt el ot m/z 118,10 57.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10181: Indane
11v.0
5000 T
12.00 12.50
m/z 115. 35.77%
390 630 1O
0H‘]_\\5\\()‘\H\‘\\H“\\Hi‘\\H‘\“\‘\\‘\\H‘H\\“H\\‘HH‘H!\‘HH‘HH‘H
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 91.1 18.16%
5000 910 /
39.0 65.0
0‘W‘HW‘H‘_H‘_‘HN‘H‘Wh‘HJMH‘MlquH‘_Jﬂw‘H_‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10197: Benzene, cyclopropyl- M\ T o
117.0 12.00 12.50
m/z 119.10 14.39%
5000 91.0
51.0 \ AA
oHw‘%‘7‘?"“"‘HHW‘M"‘mw"";m:‘m_WH_W ‘ ‘f\ Aot f
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50

82X102824W.M Wed Oct 30 13:15:29 2024 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102924\
Data File : VX043589.D

Acqg On : 29 Oct 2024 12:10

Operator : JC/MD

Sample : P4596-07 4X

Misc ¢ 5.0mL/MSVOA_X/WATER [TOTE-WATER-COMP

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102824W.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 9
R.T. EstConc Area Relative to ISTD R.T.
12.695 7.54 ug/1 113180 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 93
2 Benzene, 1-ethenyl-3-ethyl- 132 C10H12 007525-62-4 91
3 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 80
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 80
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 80
Abundance Scan 1904 (12.695 min): VX043589.D\data.ms (-1900) (- m/z 117.05 100.00%
117.1
5000
132.1
— =L
91.0
5.0 750 | ‘ ‘ 12.50 13.00
0 bttt bbb b= m/z 115.05  30.23%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16104: Indan, 1-methyl-
117.0
5000 2.50 3.00
132.0 12.5 13.
910 m/z 132.05 26.43%
39.0 65.0 ' ‘
O H‘HH‘H\‘\‘HH“HHN\‘\\}‘\‘HH‘\H‘\‘HH“HH‘HH‘HH‘\H}“‘\‘\H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16129: Benzene, 1-ethenyl-3-ethyl-
117.0
— =
12.50 13.00
5000 132.0 m/z 91.00  13.23%
91.0
270 | 0 74 \ I
O breprrrrpre e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16139: Benzene, (2-methyl-2-propenyl)- A —
117.0 12.50 13.00
m/z 118.10 10.03%
132.0
5000
91.0
390 650
0 \\‘]T?f\o‘u\‘\‘u\1“‘”\\{‘m\\‘1‘1‘\\‘\u‘l‘\uH‘1u\‘M‘u‘H‘H‘mi“\‘m‘u = i ‘ A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102924\
Data File : VX043589.D

Acqg On : 29 Oct 2024 12:10

Operator : JC/MD

Sample : P4596-07 4X

Misc ¢ 5.0mL/MSVOA_X/WATER [TOTE-WATER-COMP

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102824W.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, 1l-ethenyl-4-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.164 7.85 ug/1 117902 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 94
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 87
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 83

Abundance Scan 1981 (13.164 min): VX043589.D\data.ms (-1973) (- m/z 117.10 100.00%

117.1
5000 /k
e J

510 91"0 | 13.00 13.50
Obereperrebibo bt L0} 1482 2069 ;935 50 36.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0
5000 AJ\

13.00 13.50
m/z 115.00  26.40%

91.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
K Mo L

o

13.00 13.50
5000 ITI/Z 131.05 19.47%
39.0 g50 910 ‘
R VN N S —
m/z--> 20 40 60 80 100 120 140 160 180 200 Jﬂ\
Abundance #16106: 3-Phenylbut-1-ene A“%Aw ‘Aw I
117.0 13.00 13.50
m/z 91.05 15.37%
5000
91.0
39.0 450 ‘ ”
0\\\‘\‘H\“H“}H“i‘u1““H‘i\‘“1‘\\H‘m‘h‘\m‘mwm‘m\ e ‘T’J\/
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_X\Data\VX102924\

Data File : VX@43589.D

Acqg On : 29 Oct 2024 12:10

Operator JC/MD

Sample : P4596-07 4X g
Misc : 5.8mL/MSVOA_X/WATER TOTE-WATER-COMP

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102824W.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 8 1H-Indene, 2,3-dihydro-5-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.292  20.26 ug/l 304150 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 89
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
3 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 76
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 76
5 Indan, 1-methyl- 132 C1eH12 000767-58-8 76

Abundance Scan 2002 (13.292 min): VX043589.D\data.ms (-1997) (- m/z 117.05 100.00%
11y.1
5000
132.1
511 91"0 ‘ 13.00 13. 50
ol 360 Tt o L Ll 2483 1 hs 132,05 .54%
miz--> 20 40 60 80 100 120 140
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
11v.0
5000 132.0 T J\ T
13.00 1350
m/z 115.10 %
390 50 ‘ ‘
0\2‘4\..9\\““\\“U\“‘H\\\“\\\\ ‘\‘\\H‘\‘“‘\‘\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #16106: 3-Phenylbut-1-ene
117.0
13.00 1350
5000 m/z 119.10 .96%
91.0 132.0
LS L
(SRR DRI TSSO MY S RSN 7
m/z--> 20 80 100 120 140
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl- =
117.0 1300 1&50
m/z 131.05 8.56%
5000 132.0
390 g5 910 ‘ ‘ ij
SR R SO | S S, i W
m/z--> 20 60 80 100 120 140 1300 1350
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102924\

Data File : VX@43589.D

Acqg On : 29 Oct 2024 12:10

Operator JC/MD

Sample : P4596-07 4X g
Misc : 5.8mL/MSVOA_X/WATER TOTE-WATER-COMP

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102824W.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 9 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.420 16.10 ug/l 241692  1,4-Dichlorobenzene-d4  12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 CleWl2 000119-64-2 97

2 2H-Inden-2-one, 1,3-dihydro-
3 Acetic acid, 2-phenylethyl ester 164 C1OH1202
4 Glutaric acid, 2-methylbenzyl pr... 278 C16H2204

5 2-Bromopropionic acid, 2-phenyle... 256 C11H13Br02

132 C9H80

000615-13-4 58
000103-45-7 38
1000371-32-4 38
043216-34-8 38

Abundance Scan 2023 (13.420 min): VX043589.D\data.ms (-2018) (- m/z 104.10 100.00%
104.1
5000 132.1
1 E—
511 780 I 13.50
Ob ool 1822 135 05 47.10%
miz--> 20 40 60 80 100 120 140 160
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0 Jk U
13.50
m/z 91.05 41.99%
51.0 78.0
O ‘2\7‘\.(\)\“ T \“1‘\ "m\ \”‘\H‘ e “H\ \M‘ \M\‘\ [T T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #16681: 2H-Inden-2-one, 1,3-dihydro-
104.0
13.50
5000 132.0 m/z 115.10  15.24%
s1.0 20
o“““uﬂ
m/z--> 20 40 60 80 100 120 140 160
Abundance #39326: Acetic acid, 2-phenylethyl ester
104.0 13.50
m/z 117.15 13.64%
43.0
5000
78.0
oL 180 T 1220 163.0
L e I e
m/z--> 20 40 60 80 100 120 140 160 13.50

82X102824W.M Wed Oct 30 13:15:34 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102924\
Data File : VX043589.D

Acqg On : 29 Oct 2024 12:10

Operator : JC/MD

Sample : P4596-07 4X

Misc ¢ 5.0mL/MSVOA_X/WATER [TOTE-WATER-COMP

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102824W.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 6
R.T. EstConc Area Relative to ISTD R.T.
14.225 11.66 ug/l 175063 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 98
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 95
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 86
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 68
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 64
Abundance Scan 2155 (14.225 min): VX043589.D\data.ms (-2148) (- m/z 131.00 100.00%
131.0
5000
105.
390 10 1601 14.00 14.50
0 200220700 hyz 118,10 68.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0 Jk
5000 /h‘ ‘ 1 /k
105.0 14.00 14.50
m/z 146.05 62.20%
39.0 77.0 ‘
O\\\‘\\\\“‘!\“”\“m\u‘\‘“‘\\‘}\“M‘\\ \“H‘}‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25054: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
Il
5 : —
14.00 14.50
m/z 117.05 34.99%
5000 105.0 /
39.0 77.0
] Y —
m/z--> 20 40 60 80 100 120 140 160 180 200 j\/\
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- 2 R A
131.0 14.00 14.50
m/z 115.05 30.55%
5000 91.0
39.0
65.0
0 15.0
i e REmanEEE b Al
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX102924\
Data File : VX043589.D

Acqg On : 29 Oct 2024 12:10

Operator : JC/MD

Sample : P4596-07 4X

Misc ¢ 5.0mL/MSVOA_X/WATER [TOTE-WATER-COMP

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X102824W.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|
Dimethyl ether 1.258 8.5 ug/l 79316 1 5.544 465162 50.0
Benzene, 1l-ethy... 11.378 12.3 ug/1 184330 4 12.024 750751 50.0
Benzene, 1l-ethy... 11.610 7.0 ug/l 104825 4 12.024 750751 50.0
Mesitylene 12.085 11.8 ug/l 176817 4 12.024 750751 50.0
Indane 12.244 12.8 ug/l 192583 4 12.024 750751 50.0
Indan, 1-methyl- 12.695 7.5 ug/l 113180 4 12.024 750751 50.0
Benzene, 1l-ethe... 13.164 7.8 ug/l 117902 4 12.024 750751 50.0
1H-Indene, 2,3-... 13.292 20.3 ug/l 304150 4 12.024 750751 50.0
Naphthalene, 1,... 13.420 16.1 ug/l 241692 4 12.024 750751 50.0
Naphthalene, 1,... 14.225 11.7 ug/l 175063 4 12.024 750751 50.0
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