LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081221\
Data File : VY005626.D

Acqg On : 12 Aug 2021 16:38
Operator : SY/MD

Sample : M3343-08

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS Vvial : 19 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\82Y080221S.M

Title : SW846 8260

Signal : TIC: VY@05626.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.869 4 8 17 rVB3 20544 35081 2.47% 0.329%
2 2.229 60 67 69 rBvV3 11011 19392 1.37% 0.182%
3  3.954 342 350 358 rBV 35418 97077 6.85% ©.910%
4 4.040 358 364 379 rVWW2 37089 100166 7.07% 0.939%
5 4.204 379 391 405 rVB2 21949 61027 4.31% 0.572%
6 4.729 466 477 488 rBV 21624 70228 4.95% 0.658%
7 5.759 635 646 658 rBvV3 9711 28949 2.04% 0.271%
8 6.996 838 849 861 rBV 13629 38463 2.71% 0.361%
9 7.728 957 969 974 rBV 183959 437415 30.86% 4.100%
106 7.795 974 980 991 rVB 300653 680125 47.98% 6.375%
11  8.149 1028 1038 1049 rBV 198039 439612 31.01% 4.120%
12 8.697 1118 1128 1137 rBV 500230 975423 68.81% 9.142%
13 9.752 1292 1301 1308 rBv2 8126 17741 1.25% 0.166%
14 10.185 1365 1372 1381 rBV 829887 1417497 100.00% 13.286%
15 11.496 1579 1587 1595 rBV 781808 1303197 91.94% 12.215%
16 11.685 1613 1618 1623 rBv4 7075 14473 1.02% 0.136%
17 11.746 1623 1628 1639 rVB4 14401 33754 2.38% 0.316%
18 12.002 1663 1670 1677 rVV5 13322 39225 2.77% 0.368%
19 12.124 1682 1690 1695 rVB 31689 62713 4.42% 0.588%
20 12.233 1695 1708 1714 rBV3 48645 135387 9.55% 1.269%
21 12.325 1714 1723 1726 rBV7 19069 44852 3.16% 0.420%
22 12.374 1729 1731 1737 rVB3 16016 25904 1.83% 0.243%
23 12.483 1741 1749 1756 rVB3 781915 1357115 95.74% 12.720%
24 12.575 1756 1764 1768 rBV4 26651 59965 4.23% 0.562%
25 12.642 1768 1775 1783 rVB3 41761 117954 8.32% 1.106%
26 12.733 1783 1790 1796 rBV6 29245 87196 6.15% 0.817%
27 12.843 1796 1808 1817 rBv4 82829 238385 16.82%  2.234%
28 13.001 1829 1834 1837 rBV3 20924 36367 2.57% 0.341%
29 13.069 1837 1845 1853 rVB 71787 140536 9.91% 1.317%
30 13.172 1858 1862 1868 rBV 42809 75774 5.35% 0.710%
31 13.221 1868 1870 1873 rvv3 15787 22631 1.60% 212%
32 13.288 1873 1881 1885 rvVv 137178 262181 18.50% 457%
33 13.355 1889 1892 1896 rvv3 23972 39520 2.79%

34 13.428 1897 1904 1909 rVV 886972 1373048 96.86% 12.
35 13.477 1909 1912 1923 rVB 107118 221851 15.65%
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36 13.568 1923 1927 1931 rBv4 18607 28757 2.03% 0.270%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081221\
Data File : VY005626.D

Acqg On : 12 Aug 2021 16:38
Operator : SY/MD

Sample : M3343-08

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS Vvial : 19 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\82Y080221S.M
Title : SW846 8260
37 13.648 1936 1940 1944 rVB3 27290 39001 2.75% ©.366%
38 13.751 1953 1957 1961 rVB5 22073 34203 2.41% 0.321%
39 13.965 1982 1992 1996 rBV3 69327 134702 9.50% 1.263%
40 14.074 2007 2010 2014 rVB3 12951 17369 1.23% 0.163%
41 14.148 2016 2022 2028 rVB5 19125 42741 3.02% 0.401%
42 14.202 2028 2031 2035 rVB5S 8875 14454 1.02% 0.135%
43 14.257 2035 2040 2046 rBV6 27905 60151 4.24% 0.564%
44 14.391 2056 2062 2065 rBV5 27013 58427 4.12% ©.548%
45 14.477 2072 2076 2081 rVvB7 12317 20694 1.46% ©.194%
46 14.733 2114 2118 2124 rVB7 17081 33877 2.39% 0.318%
47 14.940 2148 2152 2156 rVB6 9367 17818 1.26% ©.167%
48 15.123 2179 2182 2190 rVB7 11499 19128 1.35% ©.179%
49 15.214 2194 2197 2202 rVB3 12524 19091 1.35% 0.179%
50 16.153 2349 2351 2358 rVB6 9727 18614 1.31% 0.174%
Sum of corrected areas: 10669251
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VYe81221\

: VY005626.D

: 12 Aug 2021 16:38

: SY/MD

: M3343-08

: 5.00G/5ML/MSVOA_Y/SOIL
: 19

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080221S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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400000

200000

.869

TIC: VY005626.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081221\
Data File : VY005626.D

Acqg On : 12 Aug 2021 16:38
Operator : SY/MD

Sample : M3343-08

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Dimethyl sulfide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.040 7.36 ug/l 100166 Pentafluorobenzene 7.795

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dimethyl sulfide 62 C2H6S 000075-18-3 97
2 Borane-methyl sulfide complex 76 C2H9BS 013292-87-0 80
3 Ethanethiol 62 C2H6S 000075-08-1 64
4 Carbonodithioic acid, 0,S-diethy... 150 C5H100S2 000623-79-0 40
5 Acetic acid, 2,2'-thiobis- 150 C4H604S 000123-93-3 10
Abundance Scan 364 (4.040 min): VY005626.D\data.ms (-358) (-) m/z 62.00 100.00%

62.0
5000
35.1

71 3.80 4.00 4.20 4.40
Ol Ml e el m/z 47.00 90.84%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #391: Dimethyl sulfide

47.0

5000 R SR
3.80 4.00 4.20 4.40

15.0 m/z 45.00 57.34%

\\N“\‘\‘\\\‘M\\‘H‘w\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1062: Borane-methyl sulfide complex
62.0

3.80 4.00 4.20 4.40

o

5000 ITI z 46.00 37.58%
35.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #386: Ethanethiol A RasETE
29.0 62.0 3.80 4.00 4.20 4.40

m/z 61.00  35.22%

5000 A
iy
0

m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081221\
Data File : VY005626.D

Acqg On : 12 Aug 2021 16:38
Operator : SY/MD

Sample : M3343-08

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Heptane, 3-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.233 5.19 ug/1 135387 Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 87
2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 83
3 Octane, 4,5-dipropyl- 198 C14H30 020905-05-9 78
4 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 59
5 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 50

Abundance Scan 1708 (12.233 min): VY005626.D\data.ms (-1695) (-  m/z 57.10 100.00%
1

57
5000
98.1
e 1
H m 1401 soo.1 ‘ 12.00 12.50
ob—— WA g 28 2001 28l. sz 43.10  50.76%
m/z--> 50 100 150 200 250
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
5000 98.0 /\ T —
12.00 12.50
m/z 98.10 34.35%
27.0
0 \H\ JL \”‘\ “ \‘\%4\2.‘0\ L B B B B B B
m/z--> 50 100 150 200 250
Abundance #22101: Octane, 2,3-dimethyl-
57.0
12.00 12.50
5000 98.0 m/z 41.05 33.90%
T
A T . R
m/z--> 50 100 150 200 250
Abundance #74021: Octane, 4,5-dipropyl- T —
57.0 12.00 12.50
m/z 55.10 21.64%
5000
98.0
27.0
L] 1550 1980

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_Y\Data\VY081221\
Data File : VY005626.D

Acqg On : 12 Aug 2021 16:38
Operator : SY/MD

Sample : M3343-08

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Oxalic acid, isobutyl tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.843 8.68 ug/l 238385 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 53
2 Heptane, 5-ethyl-2,2,3-trimethyl- 170 C12H26 062199-06-8 53
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 53
4 Heptyl tetradecyl ether 312 C21H440 1000406-39-3 50
5 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 47

Abundance Scan 1808 (12.843 min): VY005626.D\data.ms (-1796) (-~ m/z 57.10 100.00%
57.1

- W
83.0 "0 1200
139.0 12.50 13.00
112.2
Obprrreterdb e e e b AL 2600 s s6.es  37.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #251125: Oxalic acid, isobutyl tetradecyl ester
57.0
5000 - —
12.50 13.00
29.0 85.0 m/z 41.10 29.57%
\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #45524: Heptane, 5-ethyl-2,2,3-trimethyl-
57.0
— —r
12.50 13.00
5000 ITI/Z 71.05 23.34%
29.0 112.0
85.0
obl bbb b L 880
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59061: Undecane, 3,6-dimethyl- - P
57.0 12.50 13.00
m/z 43.10 22.52%
- M
29.0
85.0
11
bbb b2 15503880 AN
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081221\
Data File : VY005626.D

Acqg On : 12 Aug 2021 16:38
Operator : SY/MD

Sample : M3343-08

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Heptane, 2,2-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.069 5.12 ug/1 140536 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,2-dimethyl- 128 C9H20 001071-26-7 59
2 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 59
3 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 53
4 2,2,7,7-Tetramethyloctane 170 C12H26 001071-31-4 53
5 2,2-Dimethyleicosane 310 C22H46 1000360-43-4 45

Abundance Scan 1845 (13.069 min): VY005626.D\data.ms (-1837) (- m/z 57.10 100.00%
57.1

T \
H ‘ 121, 13.00
(
ol b b g 2052 2818 2808 n/; se.10 40.92%
miz--> 50 100 150 200 250
Abundance #14547: Heptane, 2,2-dimethyl-
57.0
5000 - :
13.00
27.0 m/z 43.10 24.82%
Ly s
O\‘\‘\i"M\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
T \
13.00
5000 m/z 41.10 24.52%
27.0“ 113.0
o — by
m/z--> 50 100 150 200 250
Abundance #45521: Heptane, 2,2,4,6,6-pentamethyl- —— ‘
57.0 13.00
m/z 71.10 19.98%
) W/\NMM
27.0‘
O - T R— i
mlz--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081221\
Data File : VY005626.D

Acqg On : 12 Aug 2021 16:38
Operator : SY/MD

Sample : M3343-08

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080221S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Octadecane, 1-iodo- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.288 9.55 ug/1 262181 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 64
2 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 59
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 59
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 58
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 53

Abundance Scan 1881 (13.288 min): VY005626.D\data.ms (-1873) (- m/z 57.10 100.00%
57.1

> Mm
— T
‘ 5.1 127.2 13.00 13.50
Obrerdbdh g L L | 1852 1911 2601 L7116 64.01%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #287350: Octadecane, 1-iodo-
57.0
85.0
5000 T —
13.00 13.50
m/z 43.10 47.00%
O 27'0 T T \‘} T “\‘\ T \“‘ TT \‘]\-‘2\?\ \0“\ T \‘\1‘\6? \(‘)\:I.ng \OH T ’ TTT \’2\\5ﬁ ‘OH TT ‘ TT
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59109: Nonane, 5-methyl-5-propyl-
71.0
43'0 T ‘ T T ‘ T
13.00 13.50
5000 m/z 85.10 42.91%
127.0
O bbb e fre e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #261137: Hexadecane, 1-iodo- M —
57.0 13.00 13.50
m/z 41.10 32.96%
- i M\_/\Jm
155.0 225.0
027Aq1830,,, — —
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081221\
Data File : VY005626.D

Acqg On : 12 Aug 2021 16:38
Operator : SY/MD

Sample : M3343-08

Misc : 5.00G/5ML/MSVOA_Y/SOIL

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y080221S.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|
Dimethyl sulfide 4.040 7.4 ug/l 100166 1 7.795 680125 50.0
Heptane, 3-ethy... 12.233 5.2 ug/l 135387 3 11.496 1303200 50.0
Oxalic acid, is... 12.843 8.7 wug/l 238385 4 13.428 1373050 50.0
Heptane, 2,2-di... 13.069 5.1 wug/l 140536 4 13.428 1373050 50.0
Octadecane, 1-i... 13.288 9.6 ug/l 262181 4 13.428 1373050 50.0
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