LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@31551.D

Acqg On : 22 Sep 2022 05:43
Operator : JC/MD

Sample : N4642-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 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\82X091922W.M

Title : SW846 8260

Signal : TIC: VX@31551.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.824 279 285 293 rVB 12254 24453  2.83% 0.181%
2 3.446 379 387 399 rVB 18961 41797 4.83% 0.309%
3 4.208 500 512 528 rVV3 14828 45713 5.28% 0.338%
4 5.129 652 663 675 rvB4 6376 23203 2.68% 0.171%
5 5.391 694 706 716 rBV 75532 223098 25.79% 1.648%
6 5.513 716 726 728 rBV2 61885 156824 18.13% 1.158%
7 5.623 739 744 756 rVB2 50853 146292 16.91% 1.080%
8 5.830 766 778 790 rBV 92535 270242 31.23%  1.996%
9 5.958 790 799 815 rVvB2 85753 221691 25.62% 1.637%
106 6.159 820 832 841 rBV3 31664 114822 13.27%  ©0.848%
11 6.257 841 848 857 rVW4 47143 137783 15.93% 1.018%
12 6.360 857 865 875 rvB2 30086 82221 9.50% 0.607%
13 6.610 896 906 914 rBV 61052 150211 17.36% 1.109%
14 6.763 923 931 940 rBV 117044 271102 31.33% 2.002%
15 7.378 1018 1032 1042 rBvV2 170421 415048 47.97%  3.065%
16 7.500 1042 1052 1057 rBv4 10026 24621 2.85% 0.182%
17 7.561 1057 1062 1072 rVV2 13600 28737  3.32% 0.212%
18 7.659 1072 1078 1089 rVB 41217 81436 9.41% 0.601%
19 7.775 1089 1097 1105 rVB3 26276 56627 6.54% 0.418%
20 7.982 1122 1131 1144 rVB3 26412 85072 9.83% 0.628%
21 8.104 1144 1151 1158 rBV2 43654 91556 10.58% 0.676%
22 8.183 1158 1164 1169 rBV2 21153 41794 4.83% 0.309%
23 8.275 1174 1179 1182 rBV 25742 41924 4.85% 0.310%
24  8.317 1182 1186 1192 rVB2 27238 50766 5.87% 0.375%
25 8.439 1201 1206 1209 rBV 40962 65899 7.62% 0.487%
26 8.519 1214 1219 1226 rVB3 17075 38361 4.43% 0.283%
27 8.604 1226 1233 1236 rBV2 84639 163799 18.93% 1.210%
28 8.653 1236 1241 1249 rVB 430461 718186 83.01% 5.304%
29 8.775 1256 1261 1265 rBV2 41813 67655 7.82% 0.500%
30 8.817 1265 1268 1271 rBV2 21605 32566 3.76% 0.241%
31 8.915 1278 1284 1290 rBV3 26994 61439 7.10% 0.454%
32 8.976 1290 1294 1303 rVB2 51125 95735 11.07% 0.707%
33  9.104 1304 1315 1321 rBV 67468 126630 14.64%  0.935%
34 9.159 1321 1324 1328 rWV 15605 23401 2.70% 0.173%
35 9.207 1328 1332 1339 rVB6 11394 24281 2.81% 0.179%
36 9.378 1354 1360 1365 rBV4 17956 27900 3.22% 0.206%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@31551.D

Acqg On : 22 Sep 2022 05:43
Operator : JC/MD

Sample : N4642-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 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\82X091922W.M
Title : SW846 8260
37 9.512 1376 1382 1386 rVvVv3 39453 64792  7.49% 0.479%
38 9.561 1386 1390 1395 rVB 57733 82304 9.51% 0.608%
39 9.659 1403 1406 1417 rVB3 11916 22964 2.65% 0.170%
40 10.055 1466 1471 1477 rVWV 264913 348468 40.28% 2.574%
41 10.128 1478 1483 1489 rVB 25484 36468 4.22% 0.269%
42 10.195 1489 1494 1499 rBV 18096 25919 3.00% 0.191%
43 10.299 1503 1511 1518 rVB 636464 865195 100.00%  6.390%
44 10.360 1518 1521 1532 rVB7 9802 22610 2.61% 0.167%
45 10.585 1549 1558 1563 rBV5 14667 38232 4.42% 0.282%
46 10.640 1563 1567 1579 rVB 471369 618904 71.53% 4.571%
47 10.780 1580 1590 1594 rBV3 22278 40120 4.64% 0.296%
48 10.963 1616 1620 1628 rBV 15910 28207 3.26% 0.208%
49 11.079 1632 1639 1644 rBV 370783 481231 55.62% 3.554%
50 11.274 1666 1671 1673 rBV2 16239 22058 2.55% 0.163%
51 11.305 1673 1676 1683 rvVv 22556 30299 3.50% 0.224%
52 11.378 1683 1688 1696 rvVv 241320 430785 49.79% 3.182%
53 11.451 1696 1700 1710 rVB 179549 217329 25.12% 1.605%
54 11.616 1721 1727 1734 rBV 179564 231954 26.81% 1.713%
55 11.750 1745 1749 1755 rVV 256776 318831 36.85% 2.355%
56 11.865 1762 1768 1770 rVWV 40120 52889 6.11% 0.391%
57 11.890 1770 1772 1779 rW 31516 35668 4.12% 0.263%
58 11.969 1779 1785 1789 rVvV 39135 47858 5.53% ©0.353%
59 12.024 1789 1794 1799 rVV 307068 390436 45.13% 2.884%
60 12.085 1799 1804 1817 rVB 151426 196559 22.72% 1.452%
61 12.243 1824 1830 1832 rBvV2 114431 163884 18.94% 1.210%
62 12.268 1832 1834 1838 rVV 227574 246671 28.51% 1.822%
63 12.317 1838 1842 1850 rVV3 293238 533161 61.62% 3.938%
64 12.463 1861 1866 1872 rVV3 93710 139262 16.10% 1.029%
65 12.530 1872 1877 1879 rVWV 62078 82342 9.52% 0.608%
66 12.554 1879 1881 1885 rVWV 94126 102329 11.83% 0.756%
67 12.615 1885 1891 1894 rVV 124842 152678 17.65% 1.128%
68 12.646 1894 1896 1901 rVV3 16270 25868 2.99% 0.191%
69 12.719 1901 1908 1913 rVV4 93009 203207 23.49% 1.501%
70 12.798 1913 1921 1925 rVV4 29094 65496 7.57% 0.484%
71 12.847 1925 1929 1933 rVB2 30987 43649 5.04% 0.322%
72 12.920 1938 1941 1945 rVV 80057 107508 12.43% 0.794%
73 12.963 1945 1948 1953 rVB 75953 89183 10.31% 0.659%
74 13.024 1953 1958 1960 rBV 94571 126101 14.57% 0.931%
75 13.048 1960 1962 1964 rVV 107913 119444 13.81% ©0.882%
76 13.073 1964 1966 1969 rvVv 81506 87550 10.12% 0.647%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@31551.D

Acqg On : 22 Sep 2022 05:43
Operator : JC/MD

Sample : N4642-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 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\82X091922W.M
Title : SW846 8260
77 13.115 1969 1973 1974 rVV2 30492 43358 5.01% ©0.320%
78 13.158 1974 1980 1984 rVV3 108581 200463 23.17% 1.480%
79 13.213 1984 1989 1992 rvv2 86925 114968 13.29% 0.849%
890 13.255 1992 1996 1999 rvv2 87159 126589 14.63% 0.935%
81 13.298 1999 2003 2007 rVV3 126818 221417 25.59% 1.635%
82 13.371 2011 2015 2020 rVV 111162 135414 15.65% 1.000%
83 13.426 2020 2024 2031 rVB3 19915 33302 3.85% 0.246%
84 13.505 2031 2037 2040 rBV2 65777 91691 10.60% ©.677%
85 13.542 2040 2043 2046 rVW 107645 148446 17.16% 1.096%
86 13.579 2046 2049 2057 rVV3 185074 362044 41.85% 2.674%
87 13.664 2060 2063 2069 rVW2 90976 165794 19.16% 1.224%
88 13.719 2069 2072 2075 rVV 18190 23087 2.67% 0.171%
89 13.780 2079 2082 2089 rVvV3 28156 60027 6.94% 0.443%
990 13.859 2091 2095 2099 rVB5 22612 35320 4.08% 0.261%
91 13.926 2099 2106 2110 rBV3 53344 94455 10.92% ©.698%
92 13.969 2110 2113 2117 rW 33679 47963 5.54% 0.354%
93 14.005 2117 2119 2126 rVB4 17975 28058 3.24% 0.207%
94 14.078 2126 2131 2135 rBV 65432 83055 9.60% 0.613%
95 14.213 2148 2153 2162 rBV 71186 123501 14.27% ©.912%
96 14.322 2167 2171 2176 rVWV 38091 46462 5.37% 0.343%
97 14.371 2176 2179 2184 rVB 46028 57956 6.70% ©.428%
98 14.487 2193 2198 2202 rBV2 17172 26675 3.08% 0.197%
99 14.639 2220 2223 2227 rW 24301 36528 4.22% 0.270%
100 15.475 2355 2360 2368 rVB2 14015 22402 2.59% 0.165%
Sum of corrected areas: 13540273
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: N4642-05
: 5.0mL/MSVOA_X/WATER
: 45  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\

: VXe31551.D
: 22 Sep 2022 05:43

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@31551.D

Acqg On : 22 Sep 2022 05:43
Operator : JC/MD

Sample : N4642-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 Pentane, 2,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.623 46.64 ug/l 146292  Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 94
2 Ethane, isocyanato- 71 C3H5NO 000109-90-0 53
3 Oxirane, 2-methyl-3-(1-methyleth... 100 C6H120 001192-31-0 47
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 38
5 Propane, 1-isocyanato- 85 C4H7NO 000110-78-1 37
Abundance Scan 744 (5.623 min): VX031551.D\data.ms (-739) (-) m/z 56.10 100.00%

56.1
41.1
5000 71.0 A

5.20 5.40 5.60 5.80 6.00

‘ | 851 1001 .
ottt e m/z 41.10 80.17%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
43.0 580
5000 R N R R
29.0 71.0 5.20 5.40 5.60 5.80 6.00

m/z 43.05 79.00%

mo |l L0
\\\’\\\\‘\\\\‘\\\\’\\\\“\\}‘\\\\"\\\\‘\\\\‘\\\\i\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #683: Ethane, isocyanato-
56.0

o

71.0 5.20 5.40 5.60 5.80 6.00
5000 m z 57.00 69.44%
28.0
‘ 42.0
15.0
om,m‘_‘1“_“wlw“m_mww;mWH_MW
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4452: Oxirane, 2-methyl-3-(1-methylethyl)- R R
41.0 56.0 5.20 5.40 5.60 5.80 6.00

m/z 71.05 45.70%

5000
.10 w0 i

m/z--> 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80 6.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@31551.D

Acqg On : 22 Sep 2022 05:43

Operator JC/MD

Sample : N4642-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 2 Hexane, 3-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.830 86.16 ug/l 270242  Pentafluorobenzene 5.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Heptane 100 C7H16 000142-82-5 72
3 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59
4 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
5 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 59
Abundance Scan 778 (5.830 min): VX031551.D\data.ms (-766) (-) m/z 43.10 100.00%
43.1
711
5000
100.1 5.60 5.80 6.00 6.20
bl ol m/z 71.10  74.94%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #4465: Hexane, 3-methyl-
43.0
A
5000 HH‘HH‘HH‘\\\/\’\ﬁ\
5.60 5.80 6.00 6.20
m/z 70.10 67.02%
0 15.0 “ H\ ‘\ Ay | 10(\)0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #4462: Heptane
43.0
R
5.60 5.80 6.00 6.20
5000 71.0 m/z 41.10 66.93%
‘ 100.0
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #59101: Decane, 3,3,4-trimethyl- e ARAmEaTa s
43.0 71.0 5.60 5.80 6.00 6.20
m/z 57.10 60.26%
5000
0 24.0 “\ “ L1 990 1290 1550 N\
i B R S o AR R
m/z--> 0 20 40 60 80 100 120 140 160 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@31551.D

Acqg On : 22 Sep 2022 05:43
Operator : JC/MD

Sample : N4642-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 Heptane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.610 27.70 ug/l 150211 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 2-Bromononane 206 C9H19Br 002216-35-5 59
3 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 53
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 53
5 Pentane, 2-methyl- 86 C6H14 000107-83-5 53
Abundance Scan 906 (6.610 min): VX031551.D\data.ms (-896) (-) m/z 43.10 100.00%
43.1
71.1
5000
100.0
R R
‘ ‘ 6.20 6.40 6.60 6.80 7.00
ol e 208 gz 41010 76.10%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4463: Heptane
43.0 M
5000 71.0 [T T T T T T T
6.20 6.40 6.60 6.80 7.00
m/z 71.10 74.65%
| ‘ ‘ 100.0
O ‘\\\\.‘\}\\“}\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #83299: 2-Bromononane
43.0
71.0
R
6.20 6.40 6.60 6.80 7.00
5000 m/z 57.10 61.87%
127.0
o 150, | 970 0810
R e  ABAREESEEEEEEE RS L S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2059: Butane, 2,2-dimethyl- R RRAAREEES R
57.0 6.20 6.40 6.60 6.80 7.00
m/z 56.10 37.79%
5000
29.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@31551.D

Acqg On : 22 Sep 2022 05:43
Operator : JC/MD

Sample : N4642-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.378 55.17 ug/1 430785 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 94
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 1688 (11.378 min): VX031551.D\data.ms (-1683) (- m/z 105.10 100.00%
105.1
5000
120.1
— e
39.0 3o (10 910 11.00 11.50
oH_m_HwmJ‘HHimH_HH_H‘H‘mu“mH‘;‘elwmmw m/z 120.10  31.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 — e j\ :
120.0 11.00 11.50
m/z 91.05 12.94%
39.0 77.0 91.0
OH‘\\H‘\2\6\“\0‘\\H“‘\\Hi‘{‘\\i?%\“\ow‘\\\‘H‘\\H“1\\\‘\‘11\‘\\‘\\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
= e
11.00 11.50
5000 m/z 77.00 12.26%
120.0
77.0 91.0
00280 200 830 il
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10717: Benzene, 1,2 4-trimethyl- N P
105.0 11.00 11.50
m/z 106.10 8.46%
120.0
5000
77.0
27.0 51.0 91.0
0‘wH‘wHM‘HHﬂuHﬂwm?ﬁ?w‘mw‘uﬁ‘uwﬂ‘_mw$u‘_ 4 R
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\VX092122\
Data File : VX@31551.D

Acqg On : 22 Sep 2022 05:43
Operator : JC/MD

Sample : N4642-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.M
Quant Title : SW846 8260

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

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

Peak Number 5 Benzene, 1l-ethyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.616  29.70 ug/l 231954  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 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
4 Mesitylene 120 C9H12 000108-67-8 90
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
Abundance Scan 1727 (11.616 min): VX031551.D\data.ms (-1721) (| m/z 105.10 100.00%
105.1
5000
120.1
39.0 630 (70 910 11.50 12.00
o‘wHH_‘H_mhm‘wuH_m_H‘:‘mW‘HH_waw_ m/z 120.10  29.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 o
120.0 11.50 12.00
m/z 91.00 12.82%
77.0 91.0
O\\‘]\_\5\(\)‘\\H‘\\3\\9‘\()\\\“\\\\6‘:\)"\‘(\)\‘H\‘\“\H\“HH‘\Ml\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0 M
11 50 12 00
5000 ITI z 77.00 11.42%
120.0
77.0 91.0
0‘w‘H‘_‘H_‘H‘H‘wu‘wiH‘_‘H_‘H‘H‘W‘HW‘HMM‘H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 11.50 12.00
m/z 103.00 8.81%
120.0
5000
39.0 77.0 91.0
o R -~ T N S IS IWL. S
m/z--> 10 20 30 40 50 60 70 80 90 100110 120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@31551.D

Acqg On : 22 Sep 2022 05:43
Operator : JC/MD

Sample : N4642-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 Benzene, 1-methyl-4-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.268 31.59 ug/l 246671 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 90
3 Benzene, 1-methyl-3-propyl- 134 C1eH14 001074-43-7 87
4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 86
5 Oxirane, 2-methyl-2-phenyl- 134 CS9H1e0 002085-88-3 83

Abundance Scan 1834 (12.268 min): VX031551.D\data.ms (-1832) (- m/z 105.10 100.00%

106.1
5000
134.1

77.0 12.00 12.50
391 573 1l .
O b PR e bl ek m/z 134.05 23.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000 AM
1200 1250
134.0 m/z 106.10  13.81%
77.0
O 270 Il 5]TO M ‘ ‘\‘ L1 L
H‘HH‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
12.00 12.50
5000 ITI z 77 .00 10.29%

134.0

150 390 g0 ' \

HHH\H‘\HH‘HH‘HHHHuuHu‘uuuuuu‘uuH‘Hu

m/z--> lb Zb 3b 4b 56 65 76 Sb 9b 1601i01é01§01£0 JU\JJK#U&/\
Abundance #17053: Benzene, 1-methyl-3-propyl- .

105.0 1200 1250
m/z 103.10 8.31%

5000
134.0
77.0
0 30 ss0 T LAnd AﬂU\/k

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 12.00 12.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@31551.D

Acqg On : 22 Sep 2022 05:43
Operator : JC/MD

Sample : N4642-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.M
Quant Title : SW846 8260

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

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

Peak Number 7 Benzene, 1-methyl-4-(2-meth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.719 26.02 ug/l 203207 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 55
2 4-Methylphenyl acetone 148 C10H120 002096-86-8 49
3 3a,6-Methano-3aH-indene, 2,3,4,5... 134 C10H14 098640-10-9 47
4 2-Methylindan-2-ol 148 C10H120 033223-84-6 46
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 35
Abundance Scan 1908 (12.719 min): VX031551.D\data.ms (-1901) (- m/z 105.10 100.00%
105.1
5000
148.1
77.0
39.0 ‘ ‘ 11 ‘ 12.50 13.00
ol ‘W kT 1 M Sl m/z 106.60  35.01%
miz-> 20 40 60 80 100 120 140
Abundance #26402: Benzene, 1-methyl-4-(2-methylpropyl)-
105.0
5000 ‘/\‘ ‘ AAA :
148.0 12.50 13.00
77.0 ' m/z 119.10  34.05%
51.0
04— \‘\ T \‘\“\ \“M\ \‘M‘\ ‘H‘\ T \““ T \“} T ‘u T ‘H“-TI-‘S]‘--‘O‘ T
miz-> 20 40 60 80 100 120 140
Abundance #26208: 4-Methylphenyl acetone
105.0
12.50 13.00
5000 43.0 m/z 148.05  32.87%
77.0 148.0
o FO umo | amo |
m/iz--> 20 40 60 80 100 120 140
Abundance #17133: 3a,6-Methano-3aH-indene, 2,3,4,5,6,7-hexahyd — A"\‘ ‘
105.0 12.50 13.00
m/z 90.95 27.20%
5000 134.0
39.0 77.0
A
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@31551.D

Acqg On : 22 Sep 2022 05:43
Operator : JC/MD

Sample : N4642-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 (3-Methylphenyl) methanol, ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.158 25.67 ug/1 200463 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3-Methylphenyl) methanol, 2-met... 178 C12H180 1010374-58-2 59
2 Benzenamine, N-butyl- 149 C10H15N 001126-78-9 58
3 Benzenamine, 4-butyl- 149 C1OH15N 000104-13-2 52
4 Benzenamine, 4-propyl- 135 C9H13N 002696-84-6 47
5 Benzenamine, 2-ethyl- 121 C8H11N 000578-54-1 47
Abundance Scan 1980 (13.158 min): VX031551.D\data.ms (-1974) (- m/z 105.00 100.00%
105.0
5000
148.1 .
A =
9.0 77"0 ‘ 190 13.00 13.50
bl REAL L 2290 L 7z 106,05 86.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52898: (3-Methylphenyl) methanol, 2-methylpropyl ethe
105.0
5000 AJ\A
13.00 13.50
m/z 148.05  29.62%
77.0
0L15:0 410 | 1330 178.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27018: Benzenamine, N-butyl-
106.0
NI LIV
13.00 13.50
5000 m/z 91.00 23.98%
770 149.0
ol 200 510 | | 1300 |
R A L o T e R RREma s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27021: Benzenamine, 4-butyl- T T
106.0 13.00 13.50
m/z 77.00 14.95%
5000
770 149.0
ol 200 510 | 1300 |
TR e e A E e e i
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@31551.D

Acqg On : 22 Sep 2022 05:43
Operator : JC/MD

Sample : N4642-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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 Diglycolic acid, 2-acetylph... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.298 28.36 ug/l 221417 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diglycolic acid, 2-acetylphenyl ... 308 C16H2006 1000382-71-8 50
2 Diglycolic acid, 2-acetylphenyl ... 336 C18H2406 1000382-72-2 50
3 Benzene, 1-methyl-4-(1-methylpro... 148 Cl1H16 001595-16-0 49
4 Diglycolic acid, 2-acetylphenyl ... 364 C20H2806 1000382-72-4 47
5 Tridecane, 2-methyl-2-phenyl- 274 C20H34 027854-41-7 43
Abundance Scan 2003 (13.298 min): VX031551.D\data.ms (-1999) (- m/z 119.10 100.00%
119.1
5000
390 7.0 13.00 13.50
ol—bpard | M ‘w“‘ ‘ #6‘2:2‘ e m/z 117.10  49.61%
miz-> 50 100 150 200 250 300
Abundance #208975: Diglycolic acid, 2-acetylphenyl isobutyl ester
119.0
5000 u A U
13.00 13.50
m/z 115.05 18.71%
57.0
O T T \‘ ‘ ‘\ T ‘\ ‘\‘ ‘M“\‘H \H\ “ 1\-7\3\.0\ ‘ L ‘ LI \398\.9\ T
miz--> 50 100 150 200 250 300

Abundance  #243663: Diglycolic acid, 2-acetylphenyl hexyl ester

119.0 V\M

13.00 13.50
5000 m/z 148.05 17.54%
0, 30 B0 I 130 me0 s
miz--> 50 100 150 200 250 300
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)- \AA“‘ ; . A
119.0 13.00 13.50

m/z 132.05 16.90%

) Ad W
41.0 77.0
o TR L) Al ‘ A A
‘ T ‘ T T ‘ T

m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@31551.D

Acqg On : 22 Sep 2022 05:43

Operator JC/MD

Sample : N4642-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.M
. SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: 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 10 Benzene, 1-ethyl-2,4,5-trim... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.579  46.36 ug/l 362044  1,4-Dichlorobenzene-d4  12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-cthyl-2,4,5-trimethyl- 148 CllHl6 017851-27-3 87

004218-48-8 87
004920-99-4 83
1000370-34-1 81
004706-90-5 81

2 Benzene, 1l-ethyl-4-(1-methylethyl)- 148 C11H16
3 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16
4 3,4-Dimethylcumene 148 C11H16
5 Benzene, 1,3-dimethyl-5-(1-methy... 148 C11H16

Abundance Scan 2049 (13.579 min): VX031551.D\data.ms (-2046) (- m/z 133.05 100.00%
138.1
5000
91.0 11511
390 . 850 | I e —
O TR LT L L L S m/z 148.05 29.82%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26392: Benzene, 1-ethyl-2,4,5-trimethyl-
133.0
5000 ] j\ ‘/\\
13.50
m/z 119.05 20.27%
39.0 770 105.0 ‘
0 \1\5‘\'?\‘\ T \“.‘\ \‘\‘5\9’.9\ T \“.“ T “i“\ \“\H‘ T 1‘1‘\ T I T
miz--> 20 60 80 100 120 140 160
Abundance #26396: Benzene, 1-ethyl-4-(1-methylethyl)-
SN .
; e A
13.50
5000 ITI/Z 91.00 14.93%
105.0
0 15.0 I 4\170 \58'9\ 77\‘.\0 LI h‘u L 1 po
R
m/z--> 20 40 60 80 100 120 140 160
Abundance #26395: Benzene, 1-ethyl-3-(1-methylethyl)- P ‘
133.0 13.50
m/z 131.05 13.26%
5000 105.0
77.0
0 ““““‘1‘:‘["‘0‘ ‘5‘9,'9‘ ‘ ““‘ ‘ “‘ i “\““ ‘ m“ Emma
m/z--> 20 60 80 100 120 140 160 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@31551.D

Acqg On : 22 Sep 2022 05:43
Operator : JC/MD

Sample : N4642-05

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS Vvial : 45 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.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|
Pentane, 2,3-di... 5.623 46.6 ug/l 146292 1 5.556 156824 50.0
Hexane, 3-methyl- 5.830 86.2 ug/l 270242 1 5.556 156824 50.0
Heptane 6.610 27.7 ug/l 150211 2 6.763 271102 50.0
Benzene, 1-ethy... 11.378 55.2 ug/l 430785 4 12.024 390436 50.0
Benzene, 1l-ethy... 11.616 29.7 ug/l 231954 4 12.024 390436 50.0
Benzene, 1-meth... 12.268 31.6 ug/l 246671 4 12.024 390436 50.0
Benzene, 1-meth... 12.719 26.0 ug/l 203207 4 12.024 390436 50.0
(3-Methylphenyl... 13.158  25.7 ug/l 200463 4 12.024 390436 50.0
Diglycolic acid... 13.298 28.4 ug/l 221417 4 12.024 390436 50.0
Benzene, 1l-ethy... 13.579 46.4 ug/l 362044 4 12.024 390436 50.0
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