LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020750.D

Acqg On : 26 Jan 2021 13:57
Operator : JC/SP

Sample : M1192-04DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 11 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@20750.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 67 rBV 59146 63359 1.59% 0.247%
2 2.130 163 171 194 rBV 2620439 3983953 100.00% 15.555%
3 5.458 706 717 729 rBV 180707 529895 13.30% 2.069%
4 5.623 731 744 759 rVB 314242 868196 21.79%  3.390%
5 6.025 798 810 818 rBV 198821 524447 13.16% 2.048%

6 6.165 818 823 834 rVB2 57550 150633 3.78%
7 6.824 931 941 954 rBV 484210 1145283 28.75%
8 7.281 1008 1016 1030 rBV 47916 112762  2.83%
9 8.696 1231 1248 1254 rBV 1025072 1634805 41.03%

8.763 1254 1259 1271 rVB 925666 1367887 34.33%

[ WIS
IS
IS
IS
R

11 10.092 1472 1477 1484 rBV 1085719 1439568 36.13%
12 10.232 1494 1500 1506 rBV 98848 133635 3.35%
13 10.336 1510 1517 1524 rVV 843500 1174218 29.47%
14 10.677 1568 1573 1584 rBV 480470 647759 16.26%
15 11.122 1640 1646 1657 rBV 898348 1172793 29.44%

A NP OWV
9
00
Ul
X

16 11.415 1689 1694 1701 rBV 299908 503448 12.64%
17 11.488 1701 1706 1709 rBV 150170 194390
18 11.652 1727 1733 1740 rVB 155315 204004  5.12%

N
0
0
xR
UUN® O R
N
O
~
R

19 11.793 1751 1756 1766 rVB 585960 754549 18.94% 946%
20 12.061 1795 1800 1805 rBV 1153952 1388511 34.85% 421%
21 12.122 1805 1810 1816 rVV 211260 292890 7.35% 1.144%
22 12.280 1829 1836 1839 rBV2 161340 233101 5.85% ©0.910%
23 12.354 1844 1848 1855 rVB2 120367 186091 4.67% 0.727%
24 12.457 1859 1865 1869 rBV 130617 167987 4.22% ©.656%
25 12.500 1869 1872 1878 rVB 54916 77630 1.95% ©.303%
26 12.567 1878 1883 1885 rBV 69217 92014 2.31% 0.359%
27 12.591 1885 1887 1891 rWV 59938 66053 1.66% ©.258%
28 12.652 1893 1897 1900 rVwV 85021 92318 2.32% ©.360%
29 12.738 1905 1911 1919 rVB4 52066 130738 3.28% ©.510%
30 12.860 1923 1931 1933 rBV6 29773 62377 1.57% 0.244%
31 12.884 1933 1935 1939 rVB 35519 39860 1.00% ©.156%
32 12.957 1944 1947 1951 rVWV 53517 67990 1.71% 0.265%
33 13.000 1951 1954 1961 rVB 117870 170580 4.28% 0.666%
34 13.079 1961 1967 1970 rBV3 47899 81476 2.05% ©0.318%
35 13.207 1981 1988 1992 rBV3 84360 135313 3.40% ©.528%

36 13.305 1998 2004 2006 rBV 185980 267699  6.72% 1.045%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020750.D

Acqg On : 26 Jan 2021 13:57
Operator : JC/SP

Sample : M1192-04DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 11 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 13.329 2006 2008 2013 rVB2 246126 304494 7.64% 1.189%
38 13.420 2019 2023 2026 rBV2 39771 50556 1.27% ©.197%
39 13.463 2026 2030 2038 rVB 171366 275246  6.91% 1.075%
40 13.542 2038 2043 2046 rBV3 32966 51055 1.28% 0.199%
41 13.622 2052 2056 2061 rBV3 52910 91216 2.29% ©.356%
42 13.713 2067 2071 2074 rBV2 31840 50632 1.27% 0.198%
43 13.817 2084 2088 2094 rVB 139479 198436 4.98% 0.775%
44 13.890 2094 2100 2105 rVB4 102289 207464 5.21% ©.810%
45 13.963 2106 2112 2117 rBv4 86883 148960 3.74%  ©.582%
46 14.073 2127 2130 2134 rVB 227490 249184 6.25% 0.973%
47 14.115 2134 2137 2140 rBV2 59898 72843 1.83% 0.284%
48 14.268 2156 2162 2167 rVB 229074 341168 8.56% 1.332%
49 14.359 2173 2177 2182 rBV4 36377 50424 1.27% 0.197%
50 14.414 2182 2186 2189 rBV2 67111 88488 2.22% 0.345%
51 14.518 2199 2203 2213 rBV5 176656 330809 8.30% 1.292%
52 14.603 2213 2217 2222 rVB4 36468 56028 1.41% 0.219%
53 14.652 2222 2225 2227 rBV2 183185 225360 5.66% ©.880%
54 14.676 2227 2229 2232 rVV 131910 153137 3.84% ©.598%
55 14.713 2232 2235 2239 rVB3 74295 97158 2.44%  ©.379%
56 14.792 2245 2248 2251 rVW 329353 364861 9.16%  1.425%
57 14.823 2251 2253 2256 rW2 84552 108646 2.73% 0.424%
58 14.859 2257 2259 2261 rVwv3 52235 68419 1.72% ©.267%
59 14.884 2261 2263 2267 rVV3 63761 89281 2.24% 0.349%
60 14.945 2270 2273 2283 rVB2 42465 86327 2.17% 0.337%
61 15.091 2292 2297 2300 rBV5 25669 42389 1.06% ©.166%
62 15.140 2302 2305 2310 rBV6 27786 52333 1.31% ©0.204%
63 15.225 2315 2319 2321 rVV2 128590 180031 4.52% 0.703%
64 15.255 2321 2324 2328 rVV 165535 226410 5.68% ©.884%
65 15.323 2332 2335 2339 rVW2 60585 78838 1.98% ©.308%
66 15.420 2347 2351 2358 rBV5 44716 82439 2.07% 0.322%
67 15.536 2365 2370 2376 rBV 339837 494854 12.42%  1.932%
68 15.664 2387 2391 2395 rBv4 48689 67624 1.70% 0.264%
69 16.085 2457 2460 2465 rVB3 41142 65098 1.63% 0.254%
70 16.146 2466 2470 2472 rBVS5 28062 47913 1.20% 0.187%

71 16.438 2512 2518 2527 rVB 209165 356187 8.94% 1.391%

Sum of corrected areas: 25612520
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020750.D

Acqg On : 26 Jan 2021 13:57
Operator : JC/SP

Sample : M1192-04DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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

Abundance TIC: VX020750.D\data.ms
2500000 2.130

2000000

1500000

1000000

500000

5.623
5.458 6.025
1.471 .105

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: VX020750.D\data.ms

2500000
2000000

1500000

10.092

1000000 763 10.336 11.122

500000 6.824 10.677

11.415
1h.48;
7.281 0-/%3
ob—— S E—

‘ —— —— — =
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00
Abundance TIC: VX020750.D\data.ms

2500000

T —
10.50 11.00

2000000

1500000

12.061

1000000

500000

T ‘ T T ‘ T
Time--> 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020750.D

Acqg On : 26 Jan 2021 13:57
Operator : JC/SP

Sample : M1192-04DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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.
2.130 229.44 ug/l 3983950 Pentafluorobenzene 5.623

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 171 (2.130 min): VX020750.D\data.ms (-163) (-) m/z 45.10 100.00%

45.1
5000

1.80 2.00 2.20 2.40

Olrprrrrrrrrr i 999, 10501280 2070 wyz 46.05  41.59%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #96: Ethano
31.0
5000 L L L L R LR A
1.80 2.00 2.20 2.40
m/z 43.10 20.70%
02' | Mﬂ ‘
\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #97: Dimethyl ether
45.0
R AREARNEEEE S
1.80 2.00 2.20 2.40
5000 ITI z 42.05 7.89%
15.0
S SR T
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #92: Methane, nitroso- o RAREELEN RS
30.0 1.80 2.00 2.20 2.40

m/z 44.10 2.83%

5000 i
L

m/z--> 0 20 40 60 80 100 120 140 160 180 200 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 : VX020750.D

Acqg On : 26 Jan 2021 13:57
Operator : JC/SP

Sample : M1192-04DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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 8
R.T. EstConc Area Relative to ISTD R.T.
12.122 10.55 ug/l 292890 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 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 90
Abundance Scan 1810 (12.122 min): VX020750.D\data.ms (-1805) (- m/z 105.05 100.00%
106.1
5000 jk
A U L W7
51.0 ‘ 12.00 12.50
ob b I L MW 1463 1823 2811 .5 129,10 39.75%
miz-> 50 100 150 200 250
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 A — A —

39.0
O T T “\ ‘\‘ i‘” \“7\4.F\p \‘ ‘H T “‘f‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #9421: Benzene, 1,2,4-trimethyl-
105.0

12.00 12.50
5000 m/z 91.10 10.42%

3

ols0 POl
m/z--> 50 100 150 200 250
Abundance #9426: Benzene, 1-ethyl-3-methyl- = —
105.0 12.00 12.50
m/z 119.10 8.93%
5000
39.0

P B

m/z--> 50 100 150 200 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020750.D

Acqg On : 26 Jan 2021 13:57
Operator : JC/SP

Sample : M1192-04DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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 Dodecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.305 9.64 ug/l 267699 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Hexadecane, 1-chloro- 260 C16H33C1 004860-03-1 83
3 Tridecane 184 C13H28 000629-50-5 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Tetradecane 198 C14H30 000629-59-4 64
Abundance Scan 2004 (13.305 min): VX020750.D\data.ms (-1998) (- m/z 57.10 100.00%
57.1
5000
85.1
— — 5
119.1 13.00 13.50
170.2
0 HwWMMH“‘u“w‘!‘H”,H:u‘,‘u‘M,‘m_m_“‘29‘7‘9”“_”‘_” m/z 43.10  70.66%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #38315: Dodecane
57.0
5000 = e
85.0 13.00 13.50
m/z 71.10 56.95%
2.0 170.0
O H\‘\‘\‘H“‘H\H“\\“\\“l\\\H’:I-\:\I-E’O\‘\]_\é’l\\o\\‘\\‘H‘\H\‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200 220240260
Abundance #110905: Hexadecane, 1-chloro-
57.0
I — =5
13.00 13.50
5000 91.0 m/z 41.10 38.39%
29.0
UL L 9014701750203 0231 02600
e ‘w“‘w‘u e 3k
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #48831: Tridecane o —
57.0 13.00 13.50
m/z 85.10 32.46%
5000
29.0 85.0
‘H‘H‘w‘H‘_‘H‘H‘WH‘W‘H‘M‘H‘H‘W‘H‘_H‘_‘H‘H‘W‘H T —5
m/z--> 20 40 60 80 100120140160180 200220240260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020750.D

Acqg On : 26 Jan 2021 13:57
Operator : JC/SP

Sample : M1192-04DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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 4 Benzene, (1-methyl-1-propen... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.329 10.96 ug/l 304494  1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 87
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 81
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1OH12 000824-22-6 81
5 Indan, 1-methyl- 132 C10H12 000767-58-8 76

Abundance Scan 2008 (13.329 min): VX020750.D\data.ms (-2006) (- m/z 117.10 100.00%

117.1
5000
ot 13.00 13.50
65.0 ‘ : :
39.0 148.2
0 ol TTEC1089 2081 /7 132,05  37.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
5000 T J\ T ‘/\/\\/\/\\—‘r
13.00 13.50
91.0 m/z 115.85  33.20%
27.0 510 ‘ ‘ ‘
O\‘\‘\\\"\\“\h\‘u‘\HH"\\“\\“WH‘\“\‘U‘r‘\‘\H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14033: 3-Phenylbut-1-ene
117.0
P P
13.00 13.50
5000 ITI/Z 119.10 27.59%
91.0
39.0 g50 ‘ ‘
0\‘\‘\\\‘,\\“\H“1‘\mh‘,u‘m‘“}‘uu‘m“h_\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl- - =
117.0 13.00 13.50
m/z 131.00 20.38%
5000
390 g50 910 ‘ ‘
O\‘\‘\\w‘,\\“\H“‘U\H“,H“H“‘\m“‘\‘l‘w‘\‘\\H‘HH‘HH‘HH ‘/\—AT‘ P
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\VX012621\
Data File : VX020750.D

Acqg On : 26 Jan 2021 13:57
Operator : JC/SP

Sample : M1192-04DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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 9
R.T. EstConc Area Relative to ISTD R.T.
13.463 9.91 ug/l 275246  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 91
2 Indan, epoxide 132 C9H80 000768-22-9 58
3 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 50
4 N-Ethylbenzimidoyl bromide 211 C9H1eBrN 041182-87-0 40
5 2-Furanone, 4-phenyltetrahydro 162 C10H1002 1000197-38-4 38

Abundance Scan 2030 (13.463 min): VX020750.D\data.ms (-2026) (- m/z 104.10 100.00%

104.1
5000 132.1 J\/
e ‘
510 780 ‘ 13.50
o S A Wi um‘”!“_ e 0611875y 132,05 43.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14084: Naphthalene, 1,2,3,4-tetrahydro-
104.0
132.0
5000
13.50
m/z 91.10 43.63%
51.0 78.0
O\\\‘2\7\\0\“\\“\‘\“‘H\\\H‘\\\\“\\M‘\‘1“\‘\’\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14522: Indan, epoxide
104.0
c
13.50
5000 ITI/Z 114.95 18.69%
51.0 780 132.0
I Y AV
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14544: 2H-Inden-2-one, 1,3-dihydro- =
104.0 13.50
m/z 117.10 14.87%
5000
78.0 132.0
51.0
0270,
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020750.D

Acqg On : 26 Jan 2021 13:57
Operator : JC/SP

Sample : M1192-04DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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 5
R.T. EstConc Area Relative to ISTD R.T.
14.268 12.29 ug/l 341168 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 94
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 64
4 Benzene, (3-methyl-2-butenyl)- 146 C1l1H14 004489-84-3 53
5 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 53

Abundance Scan 2162 (14.268 min): VX020750.D\data.ms (-2156) (-  m/z 131.05 100.00%

131.1
5000
91.1
51.0 | 1802 ' 14.00 14.50
0l Al 2022102 2810 n/7 118.05  73.99%
miz--> 50 100 150 200 250
Abundance  #21661: Naphthalene 1,2,3,4-tetrahydro-5-methyl-
31.0
5000
39, 91.0 14.00 14.50
m/z 146.15  58.83%
ok ‘\‘n‘ H‘ “H \‘\N ‘hm‘\\‘ il \“ \‘ \H“ “‘\‘ T
miz--> 100 150 200 250
Abundance #21669. Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
14.00 14.50
5000 m/Z 117.10 37.53%
91.0
39.0 ‘ ‘
oL . “\‘ i“‘ ‘\M ‘h“h‘ \‘\ ‘\‘u‘ H‘ Jm \‘M‘ . T T
miz-> 50 100 150 200 250
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl- e e
131.0 14.00 14.50
m/z 115.05 29.49%
5000 91.0
39.0
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 : VX020750.D

Acqg On : 26 Jan 2021 13:57
Operator : JC/SP

Sample : M1192-04DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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 6
R.T. EstConc Area Relative to ISTD R.T.
14.518 11.91 ug/1 330809 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 95
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 68
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 64
5 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 64

Abundance Scan 2203 (14.518 min): VX020750.D\data.ms (-2199) (- m/z 131.05 100.00%

131.1
5000
91.0 T
oL Whm“ ALl MW w‘m 4909 28l ;m/z 118.10  66.66%
miz--> 50 100 150 200 250
Abundance  #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000
14.50
30 90 m/z 146.05  59.10%
ok ‘\“ \“\ }‘H ‘\N‘m‘h‘ “‘H‘M‘ hl‘ ““‘ T
miz--> 50 100 150 200 250
Abundance  #21670: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
I \
14.50
5000 m/z 117.10 33.44%
39.0 91.0
0 d H\N ‘hm‘h‘ Il ‘ML \H‘\ “\\‘ S
miz--> 50 100 150 200 250
Abundance #21643: Benzene, 2-ethenyl-1,3,5-trimethyl- . :
131.0 14.50
m/z 115.10 31.04%
5000 91.0
39.0
0 N —— Sk
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020750.D

Acqg On : 26 Jan 2021 13:57
Operator : JC/SP

Sample : M1192-04DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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 3
R.T. EstConc Area Relative to ISTD R.T.

14.792 13.14 ug/l 364861 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Dodecane 170 C12H26 000112-40-3 86
3 Tridecane 184 C13H28 000629-50-5 78
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 74

Abundance Scan 2248 (14.792 min): VX020750.D\data.ms (-2245) (-  m/z 57.05 100.00%

57.0
5000
1450 1500
99.1 . .
140.2 198.3
ol M“w“ A o 2402 TTRS 2820, 4310 70.36%
m/z--> 50 100 150 200 250
Abundance #59881: Tetradecane
57.0
5000 T T 1
14.50 15.00
m/z 71.10 64.57%
27,0
PLLLLES, a0 om0
0" \“M\”\‘\“\“‘ e T \“ LA B B s B B
m/z--> 50 100 150 200 250
Abundance #38315: Dodecane
57.0
—r— —
14.50 15.00
5000 m/z 85.10 42.43%
27.0 ‘ 98.0 170.0
ol 2O L1280 aavott0
m/z--> 50 100 150 200 250
Abundance #48832: Tridecane T S
57.0 14.50 15.00
m/z 41.05 37.78%
5000
27,0 99.0
1L aao 18s0
ob— b e e e —— ——
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 : VX020750.D

Acqg On : 26 Jan 2021 13:57
Operator : JC/SP

Sample : M1192-04DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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 17.82 ug/l 494854  1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Tetradecane 198 C14H30 000629-59-4 87
3 Hexadecane 226 C1l6H34 000544-76-3 86
4 Eicosane 282 (C20H42 000112-95-8 83
5 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80

Abundance Scan 2370 (15.536 min): VX020750.D\data.ms (-2365) (-  m/z 57.10 100.00%
57.1

N

5000
1 Eanes
: 145.1 :
o — h“w‘u bl TiA7s2 2128 2831 1 4310 6o.67%
miz--> 50 100 150 200 250
Abundance #71396: Pentadecane
57.0
5000 T

15.50
m/z 71.10 68.28%

‘ 99.0
0 \2\7‘}\-0‘\“ ‘”“\ ‘!‘ \‘H‘\ ““ \H T “]\_4%?‘\ %8\2\0‘21\‘2\0\ L B
m/z--> 50 100 150 200 250
Abundance #59879: Tetradecane

57.0

T T \
15.50

5000 m/z 85.10 44 .,28%
ZWOL H | 99.0 4410 198.0
0 “\‘u‘h‘uﬂuﬂ et
m/z--> 50 100 150 200 250
Abundance #83023: Hexadecane T ‘
57.0 15.50
m/z 41.10 35.01%
99.0
27,0
oL 0L LT a0 o o0 =1
m/z--> 50 100 150 200 250 15.50

82X012521W.M Mon Feb 01 14:07:11 2021 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012621\
Data File : VX020750.D

Acqg On : 26 Jan 2021 13:57
Operator : JC/SP

Sample : M1192-04DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 11 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 4
R.T. EstConc Area Relative to ISTD R.T.
16.438 12.83 ug/l 356187 1,4-Dichlorobenzene-d4 12.061
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 2518 (16.438 min): VX020750.D\data.ms (-2512) (-  m/z 57.10 100.00%

57.1
5000
e T
99.1 16.2016.4016.60
14011692 226.3 . . : :
S S 282 nyz 71010 70.71%
miz--> 50 100 150 200 250
Abundance #83025: Hexadecane
57.0
5000 LA L L B L B B B A |
16.2016.4016.60
m/z 43.10 68.11%
o 270 ‘ 4 “‘930‘ 1410 1830 2260
T T T \ ‘ T T ‘ T T T T ‘ T T T T T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #117637: Nonadecane
57.0
A
16.2016.4016.60
5000 ITI/Z 85.10 47.48%
99.0
oL ZOLL L L, o ss0 2680
m/z--> 50 100 150 200 250
Abundance #71396: Pentadecane A e
57.0 16.2016.4016.60
m/z 41.10 34.60%
5000
99.0
oL O LA Ly 2410 ge20%120
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 : VX020750.D

Acqg On : 26 Jan 2021 13:57
Operator : JC/SP

Sample : M1192-04DL 5X

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 11 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 2.130 229.4 ug/l 3983950 1 5.623 868196 50.0
Benzene, 1,2,3-... 12.122 10.5 ug/l 292890 4 12.061 1388510 50.0
Dodecane 13.305 9.6 ug/l 267699 4 12.061 1388510 50.0
Benzene, (1-met... 13.329 11.0 ug/l 304494 4 12.061 1388510 50.0
Naphthalene, 1,... 13.463 9.9 ug/l 275246 4 12.061 1388510 50.0
Naphthalene, 1,... 14.268 12.3 ug/l 341168 4 12.061 1388510 50.0
Naphthalene, 1,... 14.518 11.9 ug/l 330809 4 12.061 1388510 50.0
Tetradecane 14.792 13.1 ug/l 364861 4 12.061 1388510 50.0
Pentadecane 15.536 17.8 ug/l 494854 4 12.061 1388510 50.0
Hexadecane 16.438 12.8 wug/l 356187 4 12.061 1388510 50.0
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