LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011722\
Data File : VY007183.D

Acqg On : 17 Jan 2022 13:03

Operator : SY/MD

Sample : N1152-01

Misc : 5.37/5.0mL/MSVOA_Y/SOIL VACLOT-TOPSOIL-01

ALS vial : 7 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_Y\methods\82Y011322S.M

Title : SW846 8260

Signal : TIC: VY@07183.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.863 4 7 15 rVB 19769 32963 4.65% 0.423%
2 2.400 85 95 96 rBV3 11838 24554 3.46% 0.315%
3 7.722 957 968 973 rBV 98469 238012 33.57%  3.055%
4 7.789 973 979 995 rVB 169192 379325 53.50% 4.869%
5 8.143 1028 1037 1051 rBV 91715 206943 29.19% 2.656%
6 8.691 1119 1127 1138 rBV 265480 518041 73.06% 6.650%
7 10.179 1363 1371 1380 rBV 407316 709061 100.00%  9.102%
8 11.294 1552 1554 1563 rVB4 4867 9592 1.35% 0.123%
9 11.386 1563 1569 1576 rBV 7540 12826 1.81% 0.165%
10 11.489 1579 1586 1595 rBV 356265 597127 84.21% 7.665%
11 11.630 1605 1609 1612 rVV4 5052 8508 1.20% 0.109%
12 11.697 1612 1620 1623 rVV4 13087 33235 4.69% 0.427%
13 11.739 1623 1627 1631 rVV2 21563 41451 5.85% 0.532%
14 11.782 1631 1634 1640 rVB3 11678 19148 2.70%  0.246%
15 11.935 1654 1659 1664 rVV2 17926 30304 4.27% 0.389%
16 12.008 1664 1671 1677 rVV4 46318 109015 15.37% 1.399%
17 12.063 1677 1680 1683 rVV2 17041 26291 3.71% 0.337%
18 12.124 1686 1690 1695 rVV 57614 84885 11.97% 1.090%
19 12.203 1695 1703 1706 rVV4 34243 81820 11.54% 1.050%

1.

20 12.245 1706 1710 1716 rVV4 51632 122931 17.34%

21 12.325 1720 1723 1725 rVV2 20462 29545 4.17%
22 12.373 1725 1731 1735 rVWV2 58975 139143 19.62%
23 12.416 1735 1738 1743 rVB 97940 143730 20.27%

PUR RO
0
i
Ul
3R

24 12.483 1743 1749 1755 rBV 282767 464792 65.55% 966%
25 12.575 1755 1764 1768 rBv4 36518 86307 12.17% 108%
26 12.611 1768 1770 1772 rVW2 20022 26068  3.68% 335%
27 12.648 1772 1776 1783 rVB5 46976 100236 14.14% 287%
28 12.727 1783 1789 1794 rBv4 40559 97865 13.80%

29 12.812 1794 1803 1808 rVV2 132457 311106 43.88%
30 12.867 1808 1812 1817 rVV 83377 141325 19.93%

PWRRO
N
Ul
o
R

31 12.916 1817 1820 1822 rVV3 18413 27600  3.89%
32 12.953 1822 1826 1830 rVV 96872 164635 23.22%
33 13.007 1830 1835 1837 rVV3 116754 213844 30.16%
34 13.044 1837 1841 1847 rVWVW 233272 402312 56.74%
35 13.105 1847 1851 1857 rVWW3 69739 152207 21.47%

RUNNO
N
N
Ul
3R

36 13.172 1857 1862 1866 rvv2 86013 151597 21.38%  1.946%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011722\
Data File : VY007183.D

Acqg On : 17 Jan 2022 13:03

Operator : SY/MD

Sample : N1152-01

Misc : 5.37/5.0mL/MSVOA_Y/SOIL VACLOT-TOPSOIL-01

ALS vial : 7 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_Y\methods\82Y011322S.M
Title : SW846 8260
37 13.221 1867 1870 1874 rVv2 53368 108724 15.33% 1.396%
38 13.325 1878 1887 1891 rVvv2 144513 322550 45.49%  4.140%
39 13.367 1891 1894 1898 rVWv3 66217 107134 15.11% 1.375%
40 13.428 1898 1904 1918 rVB 291833 504786 71.19% 6.479%
41 13.605 1929 1933 1942 rVB6 23630 53306 7.52% 0.684%
42 13.696 1942 1948 1952 rVWw4 16229 43294 6.11% 0.556%
43 13.751 1952 1957 1962 rVVv3 100459 186801 26.34% 2.398%
44 13.794 1962 1964 1969 rVV2 29594 49834 7.03% 0.640%
45 13.861 1971 1975 1979 rVvv5s 28710 57436 8.10% ©.737%
46 13.922 1981 1985 1989 rWwW7 25431 62485 8.81% 0.802%
47 13.971 1989 1993 1998 rvv4 32417 66429 9.37% ©.853%
48 14.020 1998 2001 2006 rvVB5 13709 22527 3.18% ©.289%
49 14.080 2006 2011 2016 rBV3 22105 35045 4.94% 0.450%
50 14.141 2016 2021 2027 rVB8 13278 29043 4.10% 0.373%
51 14.208 2027 2032 2037 rBV6 12198 27575 3.89% ©.354%
52 14.269 2037 2042 2050 rVV8 19807 54554 7.69% 0.700%
53 14.337 2050 2053 2057 rVB 11025 15288 2.16% ©.196%
54 14.385 2057 2061 2064 rBV5 7173 10825 1.53% ©0.139%
55 14.422 2064 2067 2071 rVB6 8538 12710 1.79% ©.163%
56 14.617 2095 2099 2104 rVB5 6810 10446 1.47% 0.134%
57 14.690 2104 2111 2115 rBv4 12964 25900 3.65% ©.332%
58 14.733 2115 2118 2125 rVB3 6719 13226 1.87% ©.170%
59 15.147 2182 2186 2193 rVB7 3918 7527 1.06% 0.097%
60 15.227 2193 2199 2200 rBV4 4314 7907 1.12% 0.101%
61 15.397 2219 2227 2230 rBV 9430 16836 2.37% 0.216%
Sum of corrected areas: 7790532
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011722\
Data File : VY007183.D

Acqg On : 17 Jan 2022 13:03

Operator : SY/MD

Sample : N1152-01

Misc : 5.37/5.0mL/MSVOA_Y/SOIL VACLOT-TOPSOIL-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.M
Quant Title : SW846 8260

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

Abundance TIC: VY007183.D\data.ms
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Abundance TIC: VY007183.D\data.ms
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Abundance TIC: VY007183.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011722\
Data File : VY007183.D

Acqg On : 17 Jan 2022 13:03

Operator : SY/MD

Sample : N1152-01

Misc : 5.37/5.0mL/MSVOA_Y/SOIL VACLOT-TOPSOIL-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.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 Undecane, 5,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.374 11.65 ug/1l 139143  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 59
2 Decane 142 C10H22 000124-18-5 52
3 Heptane, 4-ethyl- 128 C9H20 002216-32-2 50
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 50

Abundance Scan 1731 (12.373 min): VY007183.D\data.ms (-1725) (- m/z 57.05 100.00%

m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50

57.0
5000
85.1
— —
a1 1132 123 12.00 1250
Ot M“‘“H““H““W““_““‘H m/z 43.10 83.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59058: Undecane, 5,6-dimethyl-
57.0
5000 — T
12.00 12.50
29.0 84.0 m/z 41.10 41.17%
0 | ‘ . “ ‘1130 155.0 184.0
\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘!\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22068: Decane
43.0
— —
12.00 12.50
5000 ITI/Z 56.10 35.05%
71.0
olisol L [ 4 (0 o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14525: Heptane, 4-ethyl- — —
43.0 12.00 12.50
m/z 85.10 29.17%
B [ MM
ol150 | 1| lesg g WA LS
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011722\
Data File : VY007183.D

Acqg On : 17 Jan 2022 13:03

Operator : SY/MD

Sample : N1152-01

Misc : 5.37/5.0mL/MSVOA_Y/SOIL VACLOT-TOPSOIL-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.M
Quant Title : SW846 8260

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

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

Peak Number 2 Nonane, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.416 12.04 ug/l 143730  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 86
2 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 72
3 Heptane, 2,3,4-trimethyl- 142 C1eH22 052896-95-4 64
4 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 50

Abundance Scan 1738 (12.416 min): VY007183.D\data.ms (-1735) (- m/z 57.10 100.00%
5

1.1
5000
98.1
—
12.50
142.1
Ol 2070 7 43,100 59.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22076: Nonane, 4-methyl-
57.0
5000 L
12.50
29.0 98.0 m/z 71.10 45.64%
| ‘\ \ h 142.0
0\\\\‘\\\\‘}\\‘\“\\H\‘{\\\‘\\}‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22090: Octane, 2,5-dimethyl-
57.0
—
12.50
5000 ITI/Z 70.10 38.71%
29.0 99.0
T A
0\H\‘HH“‘iH\“H‘m‘\‘\H“\H\‘HH“HHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22118: Heptane, 2,3,4-trimethyl- T
57.0 12.50
m/z 41.10 31.55%
5000
29.0‘ 99.0
0\H\‘\HH“‘;H‘l“H‘m‘HHH‘\H\‘\m‘\m‘\m‘\m‘uu —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011722\
Data File : VY007183.D

Acqg On : 17 Jan 2022 13:03

Operator : SY/MD

Sample : N1152-01

Misc : 5.37/5.0mL/MSVOA_Y/SOIL VACLOT-TOPSOIL-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.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 Cyclohexane, 1l-ethyl-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.812  30.82 ug/l 311106 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 76
2 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 70
3 Cyclohexane, 1l-ethyl-1-methyl- 126 CO9H18 004926-90-3 64
4 3-Hexene, 3-ethyl-2,5-dimethyl- 140 C10H20 062338-08-3 58
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 53

Abundance Scan 1803 (12.812 min): VY007183.D\data.ms (-1794) (- m/z 97.10 100.00%
1.1

55.0
5000
140.2 r IR
‘ ‘ ‘ ‘ 12.50 13.00
0l el il L7AL 2071 0 /7 55.05  80.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
ss0 10
5000 - e
12.50 13.00
m/z 41.10 32.09%
29.0 ‘ ‘ ‘ 126.0
O\\\\‘\U\\MH\\‘\‘\“\“H\\“H}\\\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20739: Cyclohexane, 1-methyl-3-propyl-
q
58.0 97.0
. —
12.50 13.00
5000 m/z 69.10  25.88%
290‘ | | 140.0
o S G
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13268: Cyclohexane, 1-ethyl-1-methyl- P —
55.0 97.0 12.50 13.00
m/z 96.10 19.29%
5000
27.0
0"m‘W“‘MHWM‘wHQMH“‘H\;EQQ"H“H"_‘H“H‘ A —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011722\
Data File : VY007183.D

Acqg On : 17 Jan 2022 13:03

Operator : SY/MD

Sample : N1152-01

Misc : 5.37/5.0mL/MSVOA_Y/SOIL VACLOT-TOPSOIL-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.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 Sulfurous acid, cyclohexylm... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.867 14.00 ug/l 141325 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 276 C14H2803S 1000309-21-7 52
2 Sulfurous acid, cyclohexylmethyl... 262 C13H2603S 1010309-21-6 52
3 Oxalic acid, cyclohexylmethyl pr... 228 C12H2004 1010309-68-1 50
4 Sulfurous acid, cyclohexylmethyl... 234 C11H2203S 1000309-21-3 50
5 Oxalic acid, butyl cyclohexylmet... 242 C13H2204 1000309-68-2 50

Abundance Scan 1812 (12.867 min): VY007183.D\data.ms (-1808) (- m/z 55.10 100.00%
55.1 97.1

5000

2

140.2 v -
‘ 12.50 13.00

[ — e 2071y e7.10 93.83%

miz—> 20 40 60 80 100 120 140 160 180 200

Abundance #168302: Sulfurous acid, cyclohexylmethyl heptyl ester
97.0

-

55.0

5000 — Mo
12.50 13.00
m/z 41.106 36.67%

290‘
il \J T Y 127.0

‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #150332: Sulfurous acid, cyclohexylmethyl hexyl ester
97.0

o

=

. T
12.50 13.00

55.0 o

5000 m/z 82.10 32.08%

290‘
T 1270

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #108783: Oxalic acid, cyclohexylmethyl propyl ester - 7
55.0 97.0 12.50 13.00

m/z 83.05 31.96%

o

i

5000

.

27.0 H ‘ ‘ 141.0
0 T \‘ Il L
R o o o B

== T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011722\
Data File : VY007183.D

Acqg On : 17 Jan 2022 13:03

Operator : SY/MD

Sample : N1152-01

Misc : 5.37/5.0mL/MSVOA_Y/SOIL VACLOT-TOPSOIL-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.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 Oxalic acid, monoamide, N-(... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.953 16.31 ug/l 164635 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, monoamide, N-(2-eth... 285 C16H31NO3 1000309-32-1 53
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 52
3 Dodecane, 5-methyl- 184 C13H28 017453-93-9 50
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 50
5 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 50

Abundance Scan 1826 (12.953 min): VY007183.D\data.ms (-1822) (- m/z 57.10 100.00%
57.1

5000 85.1
111.1
——
“ ‘ ‘ 140.2 13.00
Ottt b b 2070 m/z 43.10 87.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #180081: Oxalic acid, monoamide, N-(2-ethylhexyl)-, isot
43.0
85.0
156.0
5000 T T
13.00
m/z 41.10 56.26%
e LT
0 T \H‘\ \“M T \”\“ \W for “ ‘\‘\‘\h‘w \‘!‘\ T T } T \“\“ TT 1‘\ T \‘\ T }2\:\'-\3\‘0\\ T %5\6‘\(
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #14566: Hexane, 2,3,4-trimethyl-
43.0
——
13.00
5000 ITI/Z 69.10 55.02%
71.0
Ol 1990 1280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59039: Dodecane, 5-methyl- ——
43.0 13.00
m/z 85.10 48.64%
126.0
b o 2200 1690 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@11722\
Data File : VY007183.D

Acqg On : 17 Jan 2022 13:03

Operator : SY/MD

Sample : N1152-01

Misc : 5.37/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

VACLOT-TOPSOIL-01

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.M

Quant Title : 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 6 Isobutyl tetradecyl carbonate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.008 21.18 ug/l 213844  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 59
2 Nonane, 2,5-dimethyl- 156 C11H24 017302-27-1 53
3 Nonane 128 C9H20 000111-84-2 50
4 Undecane 156 C11H24 001120-21-4 47
5 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 43

Abundance Scan 1835 (13.007 min): VY007183.D\data.ms (-1830) (- m/z 57.10 100.00%
57.1
5000
85.1
T \
13.00
113.1 140.2
bl bl WP T 2003 sz 43,10 68.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #217459: Isobutyl tetradecyl carbonate
57.0
5000 A
13.00
83.0 m/z 41.10  36.76%
29.0
200 L1 00 1080 ssn0
O\\\\‘\}\\‘\\\ \\“\\\\“\\‘\\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33096: Nonane, 2,5-dimethyl-
57.0
RN \
13.00
5000 ITI/Z 85.10 33.21%
85.0
29.0
o | L | | 1130 1560
‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14523: Nonane ——
43.0 13.00
m/z 55.10 33.06%
5000
85.0
H‘“H“‘H““H“‘H““H“‘H““w“‘w“‘w““ e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00

82Y011322S.M Tue Jan 18 16:51:39 2022

Page:



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

koK ok K ok koK ok Kok K

Peak Number

13.044 3

Hit# of 5
1 Decane,
2 Octane,
3 Decane,
4 Decane,
5 Sulfurou

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011722\

: VY007183.D

: 17 Jan 2022 13:03
: SY/MD

: N1152-01

: 5.37/5.emL/MSVOA_Y/SOIL VACLOT-TOPSOIL-01
: 7 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.M
: SW846 8260

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

sk 3k 3 5K ok 3 5K 5k 3 5K 5k 3 5K ok 3 5K 5k 3 5K 5k 3 5K ok 3 5K 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 5k 5k 3k 5k >k 3k >k 5k 3k 5k >k % 5k >k %k >k >k %k >k >k Kk
7 Decane, 4-methyl- Concentration Rank 1
EstConc Area Relative to ISTD R.T.
9.85 ug/l 402312 1,4-Dichlorobenzene-d4 13.428
Tentative ID MW MolForm CASH# Qual
4-methyl- 156 C11H24 002847-72-5 80
3,3-dimethyl- 142 C10H22 004110-44-5 72
3,3,6-trimethyl- 184 C13H28 062338-14-1 64
2,8,8-trimethyl- 184 C13H28 1000060-81-2 64
s acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64

Abundance Scan 1841 (13.044 min): VY007183.D\data.ms (-1837) (- m/z 71.10 100.00%
1

71.
43.1
5000
113.1 o
‘ H 156.1 13.00
o““"HMM‘uﬁ_hm‘wwﬁﬁ}“h‘_‘?3§4‘wi‘“‘ m/z 43.10  80.29%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl-
430 710
5000 A :
13.00
m/z 57.10 61.61%
112.0
\\\‘\\\\ \\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #22100: Octane, 3,3-dimethyl-
43.0 71.0
T \
13.00
5000 ITI/Z 70.10 37.82%
‘ ‘ 113.0
Y S O N WA
miz--> 20 40 60 80 100 120 140 160
Abundance #59099: Decane, 3,3,6-trimethyl- —
71.0 13.00
43.0 m/z 41.10  37.25%
5000
| ‘ 99.0 155.0
ob2rol ol ero T -
m/z--> 20 40 60 80 100 120 140 160 13.00

82Y011322S.M

Tue Jan 18 16:51:40 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011722\
Data File : VY007183.D

Acqg On : 17 Jan 2022 13:03

Operator : SY/MD

Sample : N1152-01

Misc : 5.37/5.0mL/MSVOA_Y/SOIL VACLOT-TOPSOIL-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.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 Nonane, 3,7-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.221 10.77 ug/1l 108724  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 83
2 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 64
3 Heptadecane 240 C17H36 000629-78-7 59
4 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 53
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 53
Abundance Scan 1870 (13.221 min): VY007183.D\data.ms (-1867) (- m/z 57.10 100.00%
57.1
- T A/foﬁKﬂAAfJ&MMJWM
127.1 — ikt
13.00 13.50
156.2 .
AN 8 TR OO ST N e s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000 e M
200 85.0 13.00 13.50
: m/z 43.10 60.18%
127.0
0 H\‘\‘H\“‘M\“‘\\‘M\‘\‘H\“HH‘\“H\‘\1\5\\6’.\0\\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45519: Octane, 3-ethyl-2,7-dimethyl-
43.0
—— .
13.00 13.50
5000 71.0 m/z 85.10 48.85%
o 300 1200
et e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123960: Heptadecane 7 —
57.0 13.00 13.50
m/z 41.10 40.93%
85.0
5000
29.0
bbb L) M101800 1070 2400 Wl U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011722\
Data File : VY007183.D

Acqg On : 17 Jan 2022 13:03

Operator : SY/MD

Sample : N1152-01

Misc : 5.37/5.0mL/MSVOA_Y/SOIL VACLOT-TOPSOIL-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.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 Cyclohexane, butyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.325 31.95 ug/l 322550 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 94
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 81
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 81
4 Cyclohexane, octyl- 196 C14H28 001795-15-9 72
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 68

Abundance Scan 1887 (13.325 min): VY007183.D\data.ms (-1878) (- m/z 83.10 100.00%
3.1

55.1
5000
14n-2 13.00 1350
112.2 : .
oww‘i“m ‘upl‘”w"m,m‘1‘””_‘”_‘”2‘9‘7:9 m/z 55.10  68.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 — ——
13.00 13.50
250 1400 m/z 82.10 61.00%
O\\\‘\H\\“H\\\“!“\“\h\\“1\\\“J-\]\-]\n\?\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13196: Cyclohexane, propyl-
55.0 83.0
s e
13.00 13.50
5000 m/z 41.10 38.16%
27.0 126.0
om_mu‘“M‘“\‘uw‘Hu"H‘,m‘_m_ww_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31429: Cyclohexane, pentyl- “ T
83.0 13.00 13.50
m/z 43.10 20.39%
55.0
5000
29.0 154.0
B ) T . N K VS L L SLA VR
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_Y\Data\VY011722\
Data File : VY007183.D

Acqg On : 17 Jan 2022 13:03

Operator : SY/MD

Sample : N1152-01

Misc : 5.37/5.0mL/MSVOA_Y/SOIL VACLOT-TOPSOIL-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.M
Quant Title : SW846 8260

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

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

Peak Number 10 Decane, 2,4-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.367 10.61 ug/l 107134  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 53
2 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 53
3 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 50
4 Hexatriacontane 507 C36H74 000630-06-8 50
5 Hexadecane 226 C16H34 000544-76-3 50

Abundance Scan 1894 (13.367 min): VY007183.D\data.ms (-1891) (-~ m/z 57.10 100.00%
57.1

5000
85.1
— T
‘ ‘ | ‘ ‘11%% 154.2 13.00 13.50 .
O I R REREE m/z 43.10 66.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45502: Decane, 2,4-dimethyl-
43.0
5000 — =
71.0 13.00 13.50
m/z 71.10 39.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #61055: 1-Octanol, 2-butyl-
57.0
— ==
13.00 13.50
5000 m/z 85.10 31.18%
29.0 85.0
111.0
ol Al i 2540
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123968: Hexadecane, 7-methyl- — T
57.0 13.00 13.50
m/z 41.10 27.73%
5000
85.0
112.0
‘ ‘ 154.0
O prrrefornby b hordyoebe ey 1830, 2250 L T F e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011722\
Data File : VY007183.D

Acqg On : 17 Jan 2022 13:03

Operator : SY/MD

Sample : N1152-01

Misc 1 5.37/5.0mL/MSVOA_Y/SOIL VACLOT-TOPSOIL-01

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011322S.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|
Undecane, 5,6-d... 12.374 11.7 ug/l 139143 3 11.496 597127 50.0
Nonane, 4-methyl- 12.416 12.0 ug/l 143730 3 11.496 597127 50.0
Cyclohexane, 1-... 12.812 30.8 ug/l 311106 4 13.428 504786 50.0
Sulfurous acid,... 12.867 14.0 ug/l 141325 4 13.428 504786 50.0
Oxalic acid, mo... 12.953 16.3 ug/l 164635 4 13.428 504786 50.0
Isobutyl tetrad... 13.008 21.2 ug/l 213844 4 13.428 504786 50.0
Decane, 4-methyl- 13.044 39.9 wug/l 402312 4 13.428 504786 50.0
Nonane, 3,7-dim... 13.221 10.8 ug/l 108724 4 13.428 504786 50.0
Cyclohexane, bu... 13.325 31.9 ug/l 322550 4 13.428 504786 50.0
Decane, 2,4-dim... 13.367 10.6 ug/l 107134 4 13.428 504786 50.0
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