LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@12521\
Data File : VD0O68173.D

Acqg On : 25 Jan 2021 17:18
Operator : VA/SY

Sample : M1190-01

Misc : 4.72G/5.00m1/MSVOA_D/SOIL

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 D\Method\82D011921S.M

Title : SW846 8260

Signal : TIC: VDO68173.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.973 507 519 533 rBV5 39044 147527 3.64% 0.404%
2 5.997 684 693 703 rVB4 18009 51078 1.26% 0.140%
3 7.032 858 869 876 rBV5 17580 49701 1.23% 0.136%
4 7.920 1010 1020 1025 rBV 477734 1177058 29.03%  3.221%
5 7.985 1025 1031 1040 rVV 934914 2177147 53.69% 5.957%
6 8.067 1040 1045 1058 rVB4 23366 63984 1.58% 0.175%
7 8.191 1058 1066 1074 rBV3 73874 178116 4.39% 0.487%
8 8.338 1081 1091 1100 rBV 444804 998356 24.62% 2.732%
9 8.467 1103 1113 1119 rBVS 24252 63830 1.57% 0.175%
106 8.603 1130 1136 1145 rVB5 26007 61725 1.52% 0.169%
11 8.726 1148 1157 1168 rBvV2 124372 255831 6.31% 0.700%
12 8.867 1171 1181 1197 rBV 1304921 2676577 66.01% 7.324%
13 9.361 1252 1265 1271 rBV2 239728 560272 13.82% 1.533%
14  9.544 1290 1296 1302 rBV3 30131 60142 1.48% 0.165%
15 9.626 1302 1310 1318 rVB2 25501 53286 1.31% 0.146%
16 9.773 1328 1335 1342 rBv4 25977 56877 1.40% 0.156%
17 9.985 1364 1371 1384 rVB2 114805 292553  7.21% ©.800%
18 10.120 1384 1394 1405 rBV 97421 232677 5.74% 0.637%
19 10.255 1407 1417 1423 rBV7 17593 49144 1.21% 0.134%
20 10.344 1423 1432 1438 rBV 2211672 4054935 100.00% 11.095%

21 10.408 1438 1443 1449 rVV 316780 612597 15.11%
22 10.467 1449 1453 1456 rVV3 32844 59820 1.48%
23 10.526 1456 1463 1471 rVB 333771 604332 14.90%
24 10.685 1484 1490 1496 rWw 74781 130823 3.23%

[CIRCITN I
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A
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25 10.779 1499 1506 1512 rBV 90541 176691  4.36% 483%
26 10.867 1516 1521 1529 rVB3 40993 70872 1.75% 0.194%
27 10.955 1529 1536 1541 rBV2 69682 122051 3.01% ©.334%
28 11.055 1549 1553 1560 rVB2 47984 84964 2.10% 0.232%
29 11.126 1560 1565 1568 rBV2 44044 70727 1.74% 0.194%
30 11.191 1568 1576 1581 rVwv2 127279 278461 6.87% 0.762%

31 11.250 1581 1586 1592 rVB2 107252 201974  4.98%
32 11.355 1599 1604 1608 rBvV2 71929 121150 2.99%
33 11.432 1608 1617 1629 rVB4 225647 610321 15.05%
34 11.532 1629 1634 1639 rBV 192304 293200 7.23%
35 11.650 1646 1654 1664 rVB 1657613 2973422 73.33%
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36 11.744 1664 1670 1675 rVV 191636 350544 8.64% ©.959%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@12521\
Data File : VD0O68173.D

Acqg On : 25 Jan 2021 17:18
Operator : VA/SY

Sample : M1190-01

Misc : 4.72G/5.00m1/MSVOA_D/SOIL

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 D\Method\82D011921S.M
Title : SW846 8260
37 11.855 1679 1689 1698 rVV3 1025485 2259870 55.73% 6.184%
38 11.932 1699 1702 1708 rVB3 96343 151403 3.73% 0.414%
39 12.079 1720 1727 1732 rVB4 37039 69371 1.71% 0.190%
40 12.179 1732 1744 1752 rBV2 305489 882179 21.76% 2.414%
41 12.273 1752 1760 1764 rVB2 132791 238024 5.87% 0.651%
42 12.355 1764 1774 1776 rBV5 91443 203928 5.03% 0.558%
43 12.385 1776 1779 1786 rVB3 102675 216822 5.35% 0.593%
44 12.485 1791 1796 1798 rVV3 55787 109822 2.71% 0.300%
45 12.561 1800 1809 1811 rVv4 151069 438659 10.82% 1.200%
46 12.585 1811 1813 1816 rVV2 152773 190260 4.69% 0.521%
47 12.632 1816 1821 1832 rVV2 1317140 2388292 58.90% 6.535%
48 12.814 1845 1852 1857 rVV2 102733 229310 5.66% 0.627%
49 12.885 1857 1864 1867 rVvV 312076 534395 13.18% 1.462%
50 12.949 1867 1875 1882 rVV3 790892 1610942 39.73% 4.408%
51 13.008 1882 1885 1891 rVB4 85020 137517 3.39% 0.376%
52 13.120 1897 1904 1911 rBV2 103995 264967 6.53% 0.725%
53 13.185 1911 1915 1923 rVB2 139614 248413 6.13% 0.680%
54 13.267 1923 1929 1934 rBV 396006 633852 15.63% 1.734%
55 13.332 1934 1940 1948 rBV3 142220 317747 7.84% 0.869%
56 13.461 1956 1962 1966 rBv4 95905 175604 4.33%  0.480%
57 13.508 1966 1970 1973 rVW4 70367 110403 2.72% 0.302%
58 13.573 1975 1981 1990 rVV 1548454 2670263 65.85% 7.306%
59 13.644 1990 1993 1998 rVB2 42908 51169 1.26% 0.140%
60 13.732 2003 2008 2011 rBV3 113702 202631 5.00% ©0.554%
61 13.773 2011 2015 2019 rVV2 109245 160181 3.95% 0.438%
62 13.814 2019 2022 2026 rVB3 45740 61409 1.51% 0.168%
63 13.896 2031 2036 2041 rBV2 297666 451395 11.13% 1.235%
64 13.973 2045 2049 2054 rVB 33045 47970 1.18% 0.131%
65 14.038 2055 2060 2062 rBV 35722 58551 1.44% 0.160%
66 14.114 2068 2073 2078 rVB 62431 105436 2.60% ©0.288%
67 14.226 2087 2092 2097 rVB5 61277 108536 2.68% 0.297%
68 14.285 2100 2102 2109 rVB6 27634 48890 1.21% ©0.134%
69 14.408 2119 2123 2127 rVV5 33282 52387 1.29% 0.143%
70 14.479 2133 2135 2139 rVB2 37364 41003 1.01% 0.112%
71 14.520 2139 2142 2146 rBv4 33827 44262 1.09% ©0.121%
72 14.720 2171 2176 2177 rBV2 28913 42720 1.05% 0.117%
73 14.749 2177 2181 2188 rVB2 105252 159862 3.94% 0.437%
74 14.826 2188 2194 2200 rBV5 58883 146953 3.62% 0.402%
75 14.985 2217 2221 2227 rVB2 32183 61211 1.51% 0.167%
76 15.596 2321 2325 2334 rVB2 48052 82517 2.03% 0.226%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@12521\
Data File : VD0O68173.D

Acqg On : 25 Jan 2021 17:18
Operator : VA/SY

Sample : M1190-01

Misc : 4.72G/5.00m1/MSVOA_D/SOIL

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 D\Method\82D011921S.M
Title : SW846 8260

77 15.932 2374 2382 2389 rVB 222092 424367 10.47% 1.161%

78 16.061 2399 2404 2415 rVB 13839 43864 1.08% 0.120%
79 16.226 2422 2432 2437 rBV 13846 46494 1.15% 0.127%
Sum of corrected areas: 36546616
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD012521\
Data File : VDO68173.D

Acqg On : 25 Jan 2021 17:18
Operator : VA/SY

Sample : M1190-01

Misc : 4.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D011921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VD068173.D\data.ms
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Abundance TIC: VD068173.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD012521\
Data File : VDO68173.D

Acqg On : 25 Jan 2021 17:18
Operator : VA/SY

Sample : M1190-01

Misc : 4.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D011921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Heptane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.985 5.47 ug/1 292553  1,4-Difluorobenzene 8.867

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 87
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 52
3 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 47
4 1-Pentanol, 2,2,4-trimethyl- 130 C8H180 000123-44-4 43
5 Butane, 1-(ethenyloxy)-3-methyl- 114 C7H140 039782-38-2 38

Abundance Scan 1371 (9.985 min): VD068173.D\data.ms (-1364) (-) m/z 57.10 100.00%
57.1

5000 M
99.1 A
‘ ‘ 280 10.00
0oty ek e 2895 m/z 43.@5  86.52%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7625: Heptane, 2-methyl-
43.0
5000 T
10.00
990 m/z 40.95 45.01%
OH\‘\‘\‘\\“}HH"\\HH‘HH“‘H\‘\‘\H\‘\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #7637: Hexane, 2,5-dimethyl-
o
e
10.00
m/z 42.05 34.92%
5000 990 /
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12702: Heptane, 3,5-dimethyl- o
57.0 10.00
m/z 70.00 23.98%
5000
99.0
27.0”
m/z--> 20 40 60 80 100120140160180200220240260280 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD012521\
Data File : VDO68173.D

Acqg On : 25 Jan 2021 17:18
Operator : VA/SY

Sample : M1190-01

Misc : 4.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D011921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Octane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.526 10.16 ug/l 604332  Chlorobenzene-d5 11.650
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 94
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72
3 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 59
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 53
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 53
Abundance Scan 1463 (10.526 min): VD068173.D\data.ms (-1456) (-  m/z 43.05 100.00%
43.0
85.1
5000
L1 e
0 "w‘H":Hw"H‘_"w‘H‘wH_Ww_mz“??s? m/z 85.10  63.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7618: Octane
43.0
5000 /\ T ‘/\‘A\
10.50
85.0 m/z 57.10  48.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12684: Heptane, 2,4-dimethyl-
43.0
: P ;
10.50
5000 850 m/z 41.00 46.72%
o150 | | a0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48863: Undecane, 2,4-dimethyl- s ‘
43.0 10.50
m/z 71.10 36.63%
85.0
5000
0 H H M | 169.0

m/z--> 20 40 60 80 100 120 140 160 180 200 10 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD012521\
Data File : VDO68173.D

Acqg On : 25 Jan 2021 17:18
Operator : VA/SY

Sample : M1190-01

Misc : 4.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D011921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Octane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.432 10.26 ug/l 610321 Chlorobenzene-d5 11.650
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 87
2 Undecane 156 C11H24 001120-21-4 59
3 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 53
4 Ether, hexyl pentyl 172 C11H240 032357-83-8 53
5 Octane, 4-methyl- 128 C9H20 002216-34-4 52
Abundance Scan 1617 (11.432 min): VD068173.D\data.ms (-1608) (-  m/z 43.00 100.00%
43.0
5000
o MJL\
—
11.50
128.0
ob— ‘m“Hu I _LA1e00 2819 /7 s7.60  57.25%
miz-> 50 100 150 200 250
Abundance #12671: Octane, 2-methyl-
43.0
5000 1
11.50
85.0 m/z 71.05 48.19%
O\\H\ ‘\““\ T \“l\2§'c\)‘ L B B B B B B B B
m/z--> 50 100 150 200 250
Abundance #28424: Undecane
57.0
—=
11.50
5000 m/z 41.00 43.15%
27‘-0“ | 80 1560
Y e
m/z--> 50 100 150 200 250
Abundance #185101: 1-Octadecanesulphonyl chloride e
57.0 11.50
m/z 85.10 35.92%
5000
1.0
133.0
oL 50 - __ 288 /meﬂ\
m/z--> 50 100 150 200 250 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD012521\
Data File : VDO68173.D

Acqg On : 25 Jan 2021 17:18
Operator : VA/SY

Sample : M1190-01

Misc : 4.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D011921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Nonane, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.561 7.38 ug/l 438659 Chlorobenzene-d5 11.650
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C10H22 017301-94-9 87
2 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 72
3 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 50
4 Propanoic acid, 2-methyl-, 3-met... 158 C9H1802 002050-01-3 47
5 Hexane, 3-ethyl-4-methyl- 128 C9H20 003074-77-9 43

Abundance Scan 1809 (12.561 min): VD068173.D\data.ms (-1800) (- m/z 57.00 100.00%
57.0

98.1 wia ‘
12.50
142.0174.1
Ol et e e e 200 m/z 43.00 68.63%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19166: Nonane, 4-methyl-
57.0
5000 M :
12.50
98.0 m/z 70.00 55.84%
ol L L), e
O\\\‘\H\‘}H‘\"HH\H\H‘H}‘\‘\H\“\H\’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12682: Heptane, 3,4-dimethyl-
43.0
T \
12.50
5000 ITI/Z 71.05 51.65%
85.0
\ ‘ 128.0
0m‘\m“m‘,\\‘m‘1\u“u\\‘\u\‘\u\,\\u‘uu‘mwm,\m,\m‘u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #12715: Hexane, 3,3,4-trimethyl- == ‘
43.0 12.50
m/z 41.00 29.55%
5000
‘ 99.0
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD012521\
Data File : VDO68173.D

Acqg On : 25 Jan 2021 17:18
Operator : VA/SY

Sample : M1190-01

Misc : 4.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D011921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Benzene, 1-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.885 10.01 ug/l 534395 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90

Abundance Scan 1864 (12.885 min): VD068173.D\data.ms (-1857) (- m/z 105.00 100.00%

105.0
5000
— e
39.0 578 12.50 13.00
) N - T Mu il 552-8140.0 160.0 /7 100,05 27.62%
miz--> 20 40 60 80 100 120 140 160
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000
12.50 13.00
m/z 77.00 11.52%
39.0 77.0
O \\\‘\‘1 T \“‘\ \“‘1‘5\?‘%\ T 1““ T \‘} T ‘ \‘\ \J\-‘Z\\O\ T ‘ L ‘ T
m/z--> 20 40 60 80 100 120 140 160
Abundance #9424: Benzene, 1-ethyl-4-methyl-
105.0
P e
12.50 13.00
5000 ITI/Z 106.00 8.84%
77.0
ol1s0 390 500 T | lJZ-O
e e S B o o
miz--> 20 40 60 80 100 120 140 160
Abundance #9423: Benzene, 1-ethyl-3-methyl- ﬁ ‘
105.0 12.50 1300
m/z 79.00 7.04%
) M
39.0
o“1‘8‘0“”_‘59“%MHM‘u;‘m‘um_m‘” = e
m/z--> 20 40 60 80 100 120 140 160 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD012521\
Data File : VDO68173.D

Acqg On : 25 Jan 2021 17:18
Operator : VA/SY

Sample : M1190-01

Misc : 4.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D011921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 unknown13.332 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.332 5.95 ug/1 317747 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl (+-)-2-hydroxy-3-butenoate 116 C5H803 005837-73-0 43
2 4-Decene, 2,2-dimethyl-, (E)- 168 C12H24 055534-69-5 43
3 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 38
4 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 37
5 Sulfurous acid, di(2-ethylhexyl)... 306 C16H3403S 1000309-19-1 35

Abundance Scan 1940 (13.332 min): VD068173.D\data.ms (-1934) - m/z 57.05 100.00%
57.0

m/z--> 200 40 60 80 100 120 140 160

5000 //um
= =
39 m ‘ 84.0 115.0 1431 13.00 13.50
O e Al L T 1670 sz a1.00 16.93%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8041: Methyl (+-)-2-hydroxy-3-butenoate
57.0
5000 . —
29.0 84.0 13.00 13.50
m/z 55.00 16.76%
0 \‘\ T “\‘\““\‘\ \M“\ \‘H|\“\ T \“ \:!-:!-5\‘0\ LI L O
m/z--> 20 40 60 80 100 120 140 160
Abundance #36839: 4-Decene, 2,2-dimethyl-, (E)-
57.0
— ——
13.00 13.50
5000 ITI/Z 69.00 15.18%
29.0
. 112.0
T A O
m/z--> 20 40 60 80 100 120 140 160
Abundance #156356: Oxalic acid, 2-ethylhexyl octyl ester — —
57.0 13.00 13.50
m/z 59.00 14.79%
5000
112.0
29.0 83.0 ‘ 157.0
0 \}‘ ‘ \hw “ N A oo T~
13
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD012521\
Data File : VDO68173.D

Acqg On : 25 Jan 2021 17:18
Operator : VA/SY

Sample : M1190-01

Misc : 4.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D011921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 Undecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.897 8.45 ug/l 451395 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Tridecane 184 C13H28 000629-50-5 80
3 Dodecane 170 C12H26 000112-40-3 80
4 Tetradecane 198 C14H30 000629-59-4 64
5 10-Methylnonadecane 282 C20H42 056862-62-5 53

Abundance Scan 2036 (13.896 min): VD068173.D\data.ms (-2031) (- m/z 57.00 100.00%
57.0

— ——
6.0 138.1 13.50 14.00
ob— wa g Lo 1882 2810 0 43,05 81.88%
m/z--> 50 100 150 200 250
Abundance #28424: Undecane
57.0
5000 — —r—
13.50 14.00
m/z 71.10 56.58%
27‘-0“ | |80 156.0
O T T T \‘ “‘\ “\‘ \“‘\ H‘ \H T ‘\ T “\ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #48834: Tridecane
57.0
— —
13.50 14.00
5000 m/Z 41.00 49.79%
270, | | %%, 1ar0 1840
ob—A W‘”‘V‘W‘M‘”‘M e —
m/z--> 50 100 150 200 250
Abundance #38315: Dodecane “ —
57.0 13.50 14.00
m/z 85.05 35.43%
27,0 98.0 170.0
A B Y s L YW S
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD012521\
Data File : VDO68173.D

Acqg On : 25 Jan 2021 17:18
Operator : VA/SY

Sample : M1190-01

Misc : 4.72G/5.00m1/MSVOA_D/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D011921S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST11l.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 2-Ethylhexyl methacrylate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.932 7.95 ug/l 424367 1,4-Dichlorobenzene-d4 13.573
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethylhexyl methacrylate 198 C12H2202 000688-84-6 91
2 2-Propenoic acid, 2-methyl-, oct... 198 C12H2202 002157-01-9 90
3 3-Octene, (Z)- 112 C8H16 014850-22-7 64
4 1-Acetyl-4,5-dihydro-1H-pyrazole 112 C5H8N20 1000373-42-6 58
5 2-Heptene, 3-methyl- 112 C8H16 003404-75-9 47

Abundance Scan 2382 (15.932 min): VD068173.D\data.ms (-2374) (- m/z 70.00 100.00%

7Q.0
5000
112.0
39,0 R
‘ ‘ h 16.00
ol MLl | 1s2 2069  zs0 92.74%
miz--> 50 100 150 200 250
Abundance #59531: 2-Ethylhexyl methacrylate
70Q.0
5000
112.0 16.00
3910 62.03%
O T T H\ “‘ ‘ ‘ \“H\ ‘W \‘ T T T ‘]-\6\9.\0 T ‘ T T T T ‘ T T T T
m/z--> 100 150 200 250
Abundance #59597. 2-Propenoic acid, 2-methyl-, octyl ester
70.0
16 OO
5000 112.0 33.27%
39,0 ‘
AR U0 U T S
m/z--> 50 100 150 200 250
Abundance #6642: 3-Octene, (2)-
41.0 16 OO
m/z 111.9 30.30%
5000
H ‘ ‘83.0 112.0
owm“”““m‘u_“‘_ — — R
m/z--> 50 100 150 200 250 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@12521\
Data File : VDO68173.D

Acqg On : 25 Jan 2021 17:18
Operator : VA/SY

Sample : M1190-01

Misc : 4.72G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D011921S.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|
Heptane, 2-methyl- 9.985 5.5 ug/l 292553 2 8.867 2676580 50.0
Octane 10.526 10.2 ug/l 604332 3 11.650 2973420 50.0
Octane, 2-methyl- 11.432 10.3 ug/l 610321 3 11.650 2973420 50.0
Nonane, 4-methyl- 12.561 7.4 ug/l 438659 3 11.650 2973420 50.0
Benzene, 1l-ethy... 12.885 10.0 ug/l 534395 4 13.573 2670260 50.0
unknown13.332 13.332 6.0 ug/l 317747 4 13.573 2670260 50.0
Undecane 13.897 8.4 ug/l 451395 4 13.573 2670260 50.0
2-Ethylhexyl me... 15.932 8.0 ug/l 424367 4 13.573 2670260 50.0
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