LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020751.D

Acqg On : 26 Jan 2021 14:20
Operator : JC/SP

Sample : M1192-05DL 5X

Misc : 5.0mL/MSVOA_X/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_X\METHOD\82X012521W.M

Title : SW846 8260

Signal : TIC: VX@20751.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.471 59 63 72 rBV 70401 88507 2.06% 0.293%
2 2.099 158 166 186 rBV 2605457 4303179 100.00% 14.233%
3 5.464 704 718 730 rBV 206395 593910 13.80% 1.964%
4 5.629 734 745 764 rVB 350895 977600 22.72%  3.233%
5 6.031 797 811 819 rBV 224208 594681 13.82% 1.967%

6 6.111 819 824 835 rVB2 64101 168223 3.91%
7 6.830 932 942 958 rBV 539131 1270766 29.53%
8 7.269 1006 1014 1024 rBV 52177 119235 2.77%
9 8.695 1232 1248 1254 rBV 1161288 1820260 42.30%

8.763 1254 1259 1272 rVB 1137799 1711012 39.76%

[ WIS
w
O
I
R

11 10.092 1472 1477 1491 rVB 1124946 1552015 36.07%
12 10.232 1495 1500 1506 rBV 143145 188489 4.38%
13 10.342 1509 1518 1524 rBV 1194476 1624182 37.74%
14 10.683 1568 1574 1584 rBV 664598 859931 19.98%
15 11.122 1640 1646 1656 rBV 968632 1251919 29.09%

AN UTO WV
w
~N
N
R

16 11.415 1689 1694 1702 rBV 433224 743262 17.27%
17 11.488 1702 1706 1709 rBV 215980 267828  6.22%
18 11.652 1728 1733 1740 rVB 214880 286624  6.66%

PWOON
[t
i
o
R

19 11.792 1751 1756 1765 rVB 844677 1076649 25.02% 561%
20 12.061 1795 1800 1806 rBV 1215692 1494225 34.72% 942%
21 12.128 1806 1811 1816 rBV 293322 386661 8.99% 1.279%
22 12.280 1830 1836 1839 rBV2 220650 314913  7.32% 1.042%
23 12.353 1844 1848 1855 rVB3 164802 248146 5.77%  0.821%
24 12.457 1859 1865 1869 rBvV2 126027 168847 3.92% ©.558%
25 12.500 1869 1872 1878 rVB 73292 100258 2.33% ©.332%
26 12.567 1878 1883 1885 rBV 100359 126132 2.93% 0.417%
27 12.591 1885 1887 1893 rWV 92099 114058 2.65% ©.377%
28 12.652 1893 1897 1960 rVV 135398 155946 3.62% ©.516%
29 12.737 1906 1911 1919 rBV3 79321 167461 3.89% 0.554%
30 12.884 1933 1935 1939 rVB 48931 53855 1.25% 0.178%
31 12.957 1944 1947 1951 rW 76105 96013 2.23% ©0.318%
32 13.000 1951 1954 1961 rVB 165619 234258 5.44% 0.775%
33 13.079 1961 1967 1970 rBV5 56067 98140 2.28% 0.325%
34 13.207 1980 1988 1992 rBV2 117811 181276 4.21% ©.600%
35 13.304 1998 2004 2006 rBV 212716 297650 6.92% ©.984%
36 13.329 2006 2008 2013 rVB2 323039 395939 9.20% 1.310%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020751.D

Acqg On : 26 Jan 2021 14:20
Operator : JC/SP

Sample : M1192-05DL 5X

Misc : 5.0mL/MSVOA_X/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_ X\METHOD\82X012521W.M
Title : SW846 8260
37 13.420 2019 2023 2026 rBV2 59424 88119 2.05% ©0.291%
38 13.463 2026 2030 2038 rVB 247136 383067 8.90% 1.267%
39 13.542 2038 2043 2046 rBV3 37531 54546 1.27% 0.180%
40 13.585 2046 2050 2052 rBV 43107 55044  1.28% 0.182%
41 13.621 2052 2056 2062 rBV3 75522 146722 3.41% ©.485%
42 13.707 2067 2070 2077 rVB3 51021 85419 1.99% 0.283%
43 13.817 2084 2088 2094 rVB 165767 241891 5.62% ©.800%
44 13.890 2094 2100 2106 rVB3 135410 252327 5.86% ©.835%
45 13.963 2106 2112 2117 rBV4 114544 189050 4.39% 0.625%
46 14.073 2127 2130 2134 rVB 249981 277398 6.45% 0.917%
47 14.115 2134 2137 2140 rBV2 81716 98734  2.29% 0.327%
48 14.268 2156 2162 2167 rVB 292919 430728 10.01% 1.425%
49 14.359 2174 2177 2182 rVB2 37481 46447 1.08% 0.154%
50 14.414 2182 2186 2189 rBV 88050 107204 2.49%  0.355%
51 14.451 2189 2192 2199 rVB7 34220 71476 1.66% ©.236%
52 14.518 2199 2203 2213 rVB5 222888 396372  9.21% 1.311%
53 14.603 2213 2217 2221 rBV3 41933 63968 1.49% 0.212%
54 14.652 2221 2225 2227 rBV2 221895 269095 6.25% 0.890%
55 14.676 2227 2229 2232 rVWW 167347 189434  4.40% ©.627%
56 14.713 2232 2235 2239 rVB2 89673 117401 2.73% 0.388%
57 14.792 2245 2248 2251 rVWW 362326 390923 9.08% 1.293%
58 14.822 2251 2253 2257 rVW3 90681 131848 3.06% ©0.436%
59 14.859 2257 2259 2261 rwv2 62460 80114 1.86% 0.265%
60 14.883 2261 2263 2267 rVVW4 76238 103084 2.40% 0.341%
61 14.944 2270 2273 2283 rVB5 48070 106153 2.47% ©.351%
62 15.146 2302 2306 2309 rBV6 31849 50059 1.16% 0.166%
63 15.225 2315 2319 2321 rBV2 129194 173395 4.03% 0.574%
64 15.255 2321 2324 2327 rVB 151338 188390 4.38% 0.623%
65 15.322 2332 2335 2339 rVB3 58739 74996 1.74%  ©.248%
66 15.365 2339 2342 2346 rVB5 24437 43560 1.01% ©0.144%
67 15.420 2347 2351 2359 rBV5 53616 106230 2.47%  ©.351%
68 15.536 2365 2370 2375 rBV2 348165 495431 11.51% 1.639%
69 15.664 2387 2391 2395 rVV4 63256 95403 2.22% 0.316%
70 16.084 2457 2460 2465 rVB2 44577 68526 1.59% 0.227%
71 16.145 2465 2470 2473 rBv4 37560 79324  1.84% 0.262%

72 16.432 2511 2517 2525 rVB 198801 350352 8.14% 1.159%

Sum of corrected areas: 30234280
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M1192-05DL 5X
: 5.0mL/MSVOA_X/WATER
12

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\

: VX020751.D
: 26 Jan 2021 14:20

Jc/sp

Sample Multiplier: 1

: Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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TIC: VX020751.D\data.ms

12.061
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020751.D

Acqg On : 26 Jan 2021 14:20
Operator : JC/SP

Sample : M1192-05DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Ethanol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.099 220.09 ug/l 4303180  Pentafluorobenzene 5.629

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol 46 C2H60 000064-17-5 83
2 Dimethyl ether 46 C2H60 000115-10-6 9

3 Methane, nitroso- 45 CH3NO 000865-40-7 4
4 Formic acid 46 CH202 000064-18-6 4

5 Oxalic acid 90 C2H204 000144-62-7 4
Abundance Scan 166 (2.099 min): VX020751.D\data.ms (-158) (-) m/z 45.05 100.00%

45.0
5000

T T T T
1.80 2.00 2.20 2.40

ol gl 040 789 107.2 1278w/ 46.05  41.90%

m/z--> 0 20 40 60 80 100 120
Abundance #96: Ethano
31.0

5000 N
1.80 2.00 2.20 2.40

46.0 m/z 43.10 20.41%

15\0 \M\ |
O T ‘ L ‘ L ‘ L ’ L ‘ LI ‘ T T T ‘ L
m/z--> 0 20 40 60 80 100 120
Abundance #98: Dimethyl ether

45.0
29.0

1.80 2.00 2.20 2.40

5000 m z 41.95 7.83%
14,0
0""1“1"1“”“H‘,HH‘HH‘HH‘HH
miz--> 0 20 40 60 80 100 120
Abundance #92: Methane, nitroso- o RRREEEL e
30.0 1.80 2.00 2.20 2.40

m/z 44.05 2.57%

45.0
5000
15.0
Al “\ il

O el e e T
miz--> 0O 20 40 60 80 100 120 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020751.D

Acqg On : 26 Jan 2021 14:20
Operator : JC/SP

Sample : M1192-05DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Benzene, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.128 12.94 ug/l 386661 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 1811 (12.128 min): VX020751.D\data.ms (-1806) (- m/z 105.05 100.00%
105.1
5000 /L
/\ R | W/ VN o
39.0 77.1 12.00 12.50
Ol ool Ly 145.11669 2053 1) 159 10 42.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
5000 A — A —r
12.00 12.50
m/z 77.10 11.90%
. 77.0
O \1\5\.(‘)\‘\\\“‘\ \““\ “\‘\\\““\\‘\\‘H‘\\‘\““\ \\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9401: Mesitylene
105.0
12.00 12.50
5000 m/z 91.10 9.87%
77.0
39.
Y T A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9426: Benzene, 1-ethyl-3-methyl-
105.0 12.00 12.50
m/z 119.10 9.26%
5000
39.0 77.0
0 "““H“‘HH‘;u”““u““““1‘“1‘”‘“““m‘mwmwuu‘m‘
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020751.D

Acqg On : 26 Jan 2021 14:20
Operator : JC/SP

Sample : M1192-05DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, 1-ethenyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.280 10.54 ug/l 314913 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-2-methyl- 118 C9H10 000611-15-4 87
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 76
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 76
4 Indane 118 C9H10 000496-11-7 76
5 Benzene, 1-propenyl- 118 C9H10 000637-50-3 58
Abundance Scan 1836 (12.280 min): VX020751.D\data.ms (-1830) (- m/z 117.10 100.00%
1171
5000
91.0
39.0 63.0 ‘ | 12.00 12.50
Ot Ll bl 245 18512081 p 7 118,10 58.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117.0
5000
91.0 12.00 12.50
m/z 115.10 36.30%
39.0 65.0
0 ‘\‘H\“H“M““U\\”ih‘\\“}\“‘\m L L B O BB
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8961: Benzene, 2-propenyl-
117.0
,\ T ‘ T T ‘ T
12.00 12.50
m/z 91.05 19.86%
5000 91.0
39.0 65.0
ol b b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8964: Benzene, cyclopropyl- = M
117.0 12.00 12.50
m/z 119.05 16.79%
5000
91.0
51.0 ‘
0 27-°Lw
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020751.D

Acqg On : 26 Jan 2021 14:20
Operator : JC/SP

Sample : M1192-05DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
. SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.329 13.25 ug/l 395939 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 90
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 81
4 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 80

Abundance Scan 2008 (13.329 min): VX020751.D\data.ms (-2006) (- m/z 117.10 100.00%

117.1
5000
91.1
51.0 ‘1482 13.00 13.50
C
0 ETEELI8.2 2023 2358 pyz 119.10 34.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 il S,
91.0 13.00 13.50 .
51.0 ‘ m/z 132.05 33.42%
O]\-\5\‘()\‘\\\’\\“”\"“U\\h\‘\\u\‘\\\!“\‘U\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
— “
13.00 13.50
5000 m/z 115.10  28.23%
39.0 g5 910 ‘ ‘
0 H“ﬂ‘w‘wm,w‘J_“w‘HU‘Nﬁw“H“H‘_“w“u‘u“w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14055: Benzene, 1-ethenyl-4-ethyl- =5 T
117.0 13.00 13.50
m/z 131.05 17.18%
5000
1.
51.0 9‘0 |
OF et phrrsbreber ol b pree e oA\ L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020751.D

Acqg On : 26 Jan 2021 14:20
Operator : JC/SP

Sample : M1192-05DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.463 12.82 ug/l 383067 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
2 Indan, epoxide 132 C9H80 000768-22-9 52
3 Naphthalene, 2-ethyl-1,2,3,4-tet... 160 C12H16 032367-54-7 50
4 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 50
5 2-Methylbenzyl cyanide 131 C9HSN 022364-68-7 49

Abundance Scan 2030 (13.463 min): VX020751.D\data.ms (-2026) (- m/z 104.10 100.00%

104.1
5000 132.0 )\‘
L ‘
51.0 78\1 || 1662 240.¢ e
Ok bl dl il 166:2 1959 2404 ) 935 00 47.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14082: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000
132.0 13.50
78. m/z 91.10 41.97%
51.0
O]\-\5\‘()\‘1\\‘\\“}‘\“‘m\\w”‘\\‘}\"\\M‘\‘M\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14522: Indan, epoxide
104.0
e
13.50
5000 ITI/Z 115.05 17.79%
51.0 78.0 132.0
0 ,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #30914: Naphthalene, 2-ethyl-1,2,3,4-tetrahydro- e
104.0 13.50
m/z 117.00 14.92%
5000 131.0
160.0
390 g0 ‘
S T 0 O O S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020751.D

Acqg On : 26 Jan 2021 14:20
Operator : JC/SP

Sample : M1192-05DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.268 14.41 ug/l 430728 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 83
4 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14 017057-82-8 60
5 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 60
Abundance Scan 2162 (14.268 min): VX020751.D\data.ms (-2156) (- m/z 131.05 100.00%
131.1
5000
91.1
51.0 ‘ M ' 14.00 14.50
ol Dl Wl 1802 281 g 65 77.30%
miz--> 50 100 150 200 250
Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000
39.0 91.0 14.00 14.50
m/z 146.05  65.12%
0 “‘ h‘ H‘ “H\‘\N “H\\‘h‘ ‘\ \“ “H“ ‘\“‘ R T R AN B A
miz--> 50 100 150 200 250
Abundance  #21661: Naphthalene 1,2,3,4-tetrahydro-5-methyl-
31.0
14.00 14.50
5000 m/z 117.05 37.34%
39.0 91.0
ok ‘\‘n H‘ “H\\N hm‘” I \‘ \H‘ “\‘ : e e
m/z--> 100 150 200 250
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl- e e
131.0 14.00 14.50
m/z 115.10 32.80%
5000 91.0
39.0
0 T — AL A
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_X\Data\VX012621\
Data File : VX020751.D

Acqg On : 26 Jan 2021 14:20
Operator : JC/SP

Sample : M1192-05DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.518 13.26 ug/l 396372 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
3 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 70
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 70
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 70

Abundance Scan 2203 (14.518 min): VX020751.D\data.ms (-2199) (- m/z 131.00 100.00%

131.0
5000
91.0 I 1
14.50
160.1 .
(R Iy h P N J“H . M ‘ m‘t 1873 2183 2505 ) 118.05  65.42%
m/z--> 20 40 60 80 100120140160180200220240
Abundance  #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
5000 —— :
910 14.50
' m/z 146.05 55.67%
39.0 ‘ ‘
O \\H‘\\\\“‘!\‘L\‘\“m\h‘\‘h‘\\M\\“‘“\\U‘\M\““}‘\H‘\\\\‘\H\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120140 160 180 200 220 240
Abundance  #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
14.50
5000 ITI/Z 117.05 34.84%
39.0 91.0
0 w_u”“m“\h “1‘””;“‘ “:n‘1‘_“‘1“““‘”"ww_ww_w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #21630: Benzene, (3-methyl-2-butenyl)- —
131.0 14.50
m/z 115.05 31.46%
91.0
5000
39.0
0320 N — At
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020751.D

Acqg On : 26 Jan 2021 14:20
Operator : JC/SP

Sample : M1192-05DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.792 13.08 ug/l 390923 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Tridecane 184 C13H28 000629-50-5 87
3 Dodecane 170 C12H26 000112-40-3 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 80

Abundance Scan 2248 (14.792 min): VX020751.D\data.ms (-2245) (- m/z 57.10 100.00%

57.1
5000
i
99.1 . .
198.3
ob— Mhu Ld ootz SRS LU 4y 4310 70.43%
m/z--> 50 100 150 200 250
Abundance #59880: Tetradecane
57.0
5000 T —
14.50 15.00
m/z 71.10 64.21%
99.0
210) | | %%, 110 1080
O T T T \“ ‘\ \‘ \M\ “ \H T H\ V ‘ T T T T “ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #48834: Tridecane
57.0
—r— —
14.50 15.00
5000 m/z 85.10 41.75%
99.0
27\"0\\ ‘ ||, 1410 1840
ob— bl s b —
m/z--> 50 100 150 200 250
Abundance #38315: Dodecane T e
57.0 14.50 15.00
m/z 41.05 35.12%
27.0 98.0 170.0
o L L [%80, aspot0 AW
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020751.D

Acqg On : 26 Jan 2021 14:20
Operator : JC/SP

Sample : M1192-05DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Pentadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.536 16.58 ug/1l 495431  1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Tetradecane 198 C14H30 000629-59-4 83
4 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 80
5 Heptacosane 380 C27H56 000593-49-7 80

Abundance Scan 2370 (15.536 min): VX020751.D\data.ms (-2365) (- m/z 57.10 100.00%

57.1
5000
90 s
. 141.1 .
ol d Lo [UiAT42 2122 282 4310 73.27%
m/z--> 50 100 150 200 250
Abundance #71393: Pentadecane
57.0
5000 ——
15.50
m/z 71.10 69.79%
99.0
0 210 ‘!‘ \“‘\ ““ \“ T “]\_4}‘0‘\ \18\3\0‘21\‘2\0\ L B
m/z--> 50 100 150 200 250
Abundance #83023: Hexadecane
57.0
— :
15.50
5000 ITI/Z 85.10 46.48%
oL 70U | L% 210 saso_z2s0
e e
m/z--> 50 100 150 200 250
Abundance #59882: Tetradecane T ‘
57.0 15.50
m/z 41.10 36.64%
B WA/L
27,0 99.0
CLLL ], aao 1980
oL pl e b A e ——
m/z--> 50 100 150 200 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020751.D

Acqg On : 26 Jan 2021 14:20
Operator : JC/SP

Sample : M1192-05DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.432 11.72 ug/1 350352 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Heptadecane 240 C17H36 000629-78-7 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 2517 (16.432 min): VX020751.D\data.ms (-2511) (- m/z 57.10 100.00%
57.1

> “J“A/“Wwax/\JﬂwwvAw
o 162016401660
ob bk oA Ly 951 19632263 2811 T3 1e 66624
miz--> 50 100 150 200 250
Abundance #83027: Hexadecane
57.0
5000 LN L L B B B B
16.2016.4016.60
m/z 71.10 65.88%
99.0
27,0
O T T Ht ‘\“ “ ‘\ HH‘ \‘H‘\ H“ \“ T ‘%4}‘0\ \1-8\3.\0‘ \2\2‘6\.()\ ‘ T T T T
miz--> 50 100 150 200 250
Abundance #94346: Heptadecane
57.0
R IASSS
16.2016.4016.60
5000 m/z 85.10 46.95%
99.0
27j0| H L ‘ | 1410 1830 2400
ol b A b e
miz--> 50 100 150 200 250
Abundance #71396: Pentadecane R EREEEEE S
57.0 16.2016.4016.60
m/z 41.05 34.65%
5000
2700 ‘ 99.0
NN S LI e R R i ond s
m/z--> 50 100 150 200 250 16.2016.4016.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020751.D

Acqg On : 26 Jan 2021 14:20
Operator : JC/SP

Sample : M1192-05DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X012521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol 2.099 220.1 ug/l 4303180 1 5.629 977600 50.0
Benzene, 1,2,3-... 12.128 12.9 ug/l 386661 4 12.061 1494230 50.0
Benzene, 1-ethe... 12.280 10.5 ug/l 314913 4 12.061 1494230 50.0
Benzene, 2-ethe... 13.329 13.2 ug/l 395939 4 12.061 1494230 50.0
Naphthalene, 1,... 13.463 12.8 ug/l 383067 4 12.061 1494230 50.0
Naphthalene, 1,... 14.268 14.4 ug/l 430728 4 12.061 1494230 50.0
Naphthalene, 1,... 14.518 13.3 ug/l 396372 4 12.061 1494230 50.0
Tetradecane 14.792 13.1 wug/l 390923 4 12.061 1494230 50.0
Pentadecane 15.536 16.6 ug/l 495431 4 12.061 1494230 50.0
Hexadecane 16.432 11.7 wug/l 350352 4 12.061 1494230 50.0
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