LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110222\
Data File : VY011267.D

Acqg On : 02 Nov 2022 16:57
Operator : KP/MD

Sample : N5395-11

Misc : 5.50g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 21  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\82Y110122S.M

Title : SW846 8260

Signal : TIC: VY@11267.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.686 136 142 149 rVB 17279 32754  4.22% 0.916%
2 3.948 340 349 358 rBV2 4038 11209 1.44% 0.313%
3 4.710 465 474 486 rBV4 5726 19982 2.57% 0.559%
4 5.740 636 643 655 rvB4 3321 9241 1.19% ©.258%
5 7.710 957 966 972 rBvV 134690 316545 40.75% 8.852%

.789 972 979 991 rVB 226002 523301 67.37% 14.635%
.136 1028 1036 1048 rBV 87349 195291 25.14% 5.461%
.685 1118 1126 1137 rBV 283445 554869 71.44% 15.517%
10.179 1363 1371 1379 rBV 458166 776715 100.00% 21.722%
10 11.489 1578 1586 1593 rBV 215754 356162 45.85%  9.960%

00 00

11 11.995 1662 1669 1678 rBV9 3690 10319 1.33% ©.289%
12 12.105 1678 1687 1694 rBV7 3332 8940 1.15% 0.250%
13 12.227 1695 1707 1713 rBV2 8355 22350 2.88% 0.625%
14 12.300 1713 1719 1726 rBV2 3385 9823 1.26% ©.275%
15 12.483 1742 1749 1755 rBV2 145256 243968 31.41% 6.823%
16 12.568 1755 1763 1767 rVV7 3902 8750 1.13% 0.245%
17 12.642 1768 1775 1782 rVB3 17783 34487 4.44%  0.964%
18 12.733 1782 1790 1796 rBVS8 6613 21215 2.73% ©.593%
19 12.806 1796 1802 1816 rBV9 9598 35521 4.57% 0.993%
20 12.946 1822 1825 1829 rVB4 5716 7772 1.00% 0.217%
21 12.995 1829 1833 1837 rBV5 3818 8142 1.05% ©.228%
22 13.062 1841 1844 1849 rVB4 7823 13345 1.72% 0.373%
23 13.282 1877 1880 1888 rVB8 6851 14018 1.80% 0.392%
24 13.422 1898 1903 1909 rVB 84717 129433 16.66% 3.620%
25 13.562 1923 1926 1930 rVB5 8435 12493 1.61% ©.349%
26 13.739 1950 1955 1960 rBV7 17316 31475 4.05% ©0.880%
27 13.965 1988 1992 2001 rVB4 16999 35554 4.58% 0.994%
28 14.141 2015 2021 2026 rVB1o 4313 10474 1.35% 0.293%
29 14.202 2027 2031 2034 rVB6 5432 7920 1.02% 0.221%
30 14.257 2035 2040 2043 rBv4 11401 20999 2.70% 0.587%
31 14.416 2062 2066 2071 rVB5 16370 26309 3.39% ©.736%
32 14.684 2104 2110 2114 rBV7 5949 11545 1.49% 0.323%
33 14.727 2114 2117 2122 rVB6 6576 11269 1.45% 0.315%
34 14.934 2149 2151 2156 rVB5 5834 8074 1.04% 0.226%
35 15.001 2156 2162 2164 rBV6 4722 9511 1.22% ©.266%
36 15.275 2202 2207 2212 rBV8 5906 12972 1.67% 0.363%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110222\
Data File : VY011267.D

Acqg On : 02 Nov 2022 16:57
Operator : KP/MD

Sample : N5395-11

Misc : 5.50g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 21  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\82Y110122S.M

Title : SW846 8260

37 15.598 2257 2260 2267 rVB9 7409 13034 1.68% ©.365%
Sum of corrected areas: 3575781
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110222\
Data File : VY011267.D

Acqg On : 02 Nov 2022 16:57
Operator : KP/MD

Sample : N5395-11

Misc : 5.50g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.M
Quant Title : SW846 8260

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

Abundance TIC: VY011267.D\data.ms

400000

300000

200000

100000

2.086 3.948 4.710 5.740

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

Time--> 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 6.40 6.60
Abundance TIC: VY011267.D\data.ms

10.179
400000

300000 8.685

7.789 11.489
200000

7.7

100000 8.136

0O——— —— —— —T— —T —T— —T— —T —T =
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY011267.D\data.ms

400000

300000

200000

12.483

37416 125827 19301 15.275 15.598

———— e~

T T T T T
16.00

.73913.9
11.90510522700 1 73R R08R005213.262 13 562" (13 2y
T ‘ T T T T T T T T ‘ T T T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00

’ T T ‘ T T ‘ T
14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110222\
Data File : VY011267.D

Acqg On : 02 Nov 2022 16:57
Operator : KP/MD

Sample : N5395-11

Misc : 5.50g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.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 Cyclohexane, 1,1,2,3-tetram... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.642 13.32 ug/l 34487 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 58
2 cis-3-Decene 140 C1eH20 019398-86-8 58
3 2-Octene, 2,6-dimethyl- 140 C1eH20 004057-42-5 49
4 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 38
5 Nonane, 2-methyl-3-methylene- 154 C11H22 055499-08-6 38
Abundance Scan 1775 (12.642 min): VY011267.D\data.ms (-1768) (- m/z 69.05 100.00%
69.0
125.1
5000 41.0
B —
97‘ 1 206, 12.50 13.00
o Ll e 2089 s je.e0  83.22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0
5000 //W T T Wm
125.0 12.50 13.00
m/z 125.10 81.77%
70
Ow
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20648: cis-3-Decene
55.0 j\ﬂw
LN ALY
12.50 13.00
5000 ITI/Z 55.00 65.20%
20.0 140.0
84.0
“ ‘1110
0! e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20698: 2-Octene, 2,6-dimethyl- — —
69.0 12.50 13.00
m/z 56.10 53.83%
41.0
5000
140.0
1110
m/z--> 20 40 60 80 100 120 140 160 180 200 1250 1300
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110222\
Data File : VY011267.D

Acqg On : 02 Nov 2022 16:57
Operator : KP/MD

Sample : N5395-11

Misc : 5.50g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.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 unknownl12.733 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.733 8.20 ug/1 21215 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-pentyl- 152 C11H20 015232-92-5 47
2 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 38
3 Spiro[2.5]octane 110 C8H14 000185-65-9 38
4 2,4-Hexadiene, 3-methyl- 96 C7H12 028823-42-9 38
5 1,4-Hexadiene, 3-ethyl- 110 C8H14 002080-89-9 38

Abundance Scan 1790 (12.733 min): VY011267.D\data.ms (-1782) (- m/z 81.00 100.00%

81.0
55.0
5000
123.0

| H‘ 207.0 12.50 13.00
0! ol e e m/z 55,00 65.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29483: Cyclohexene, 3-pentyl-
81.0
5000 —— e
12.50 13.00

41.0
m/z 41.00 50.67%

152.0
109.0
15.0!!!
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6705: Cyclohexene, 3-ethyl-
81.0

T T
12.50 13.00

o

5000 m/z 97.10 45, 30%
41.0
‘ 110.0
0“‘_M‘“uHMHNWJHHuMM‘LW“H“H“H“_“W“H
mlz--> 20 40 60 80 100 120 140 160 180 200 JR
Abundance #6682: Spiro[2.5]octane M\ /\‘N\ 7
81.0 12.50 13.00

m/z 69.00 42.00%

5000
41.0
1100
0180 || \‘\ L]

‘ 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\VY110222\
Data File : VY011267.D

Acqg On : 02 Nov 2022 16:57
Operator : KP/MD

Sample : N5395-11

Misc : 5.50g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.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 unknownl2.806 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.806 13.72 ug/l 35521 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(5H)-Furanone, 5,5-dimethyl- 112 C6H802 020019-64-1 30
2 Cyclooctane, 1,2-dimethyl- 140 C1oH20 013151-94-5 25
3 4-Octene, 2,6-dimethyl-, [S-(E)]- 148 C1@H20 062960-76-3 25
4 trans-4-Decene 140 C10H20 019398-89-1 25
5 4-Octene, 2,6-dimethyl-, [S-(Z)]- 140 C10H20 062960-77-4 25
Abundance Scan 1802 (12.806 m|n) VY011267.D\data.ms (-1796) (- m/z 55.05 100.00%
55.0 97.0
125.0 - tr
‘ | 1740 2071 12.50 13.00
0 “JHJ‘1‘Hlmw“lww‘l‘” m/z 97.00  96.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7240: 2(5H)-Furanone, 5,5-dimethyl-
69.0 97.0
5000 43.0 il Ak, —
12.50 13.00
m/z 69.10 76.23%
O\]-\5\‘0\‘\\\““\\H\H\“‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20716: Cyclooctane, 1,2-dimethyl-
55.0
P P
12.50 13.00
5000 m/z 41.10 52.14%
29.0 83.0
M 1110 1400
0 O A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20751: 4-Octene, 2,6-dimethyl-, [S-(E)]- — ——
55.0 12.50 13.00
m/z 70.00 47 .54%
5000
29.0 ‘ ‘ 111.0 14‘00 W
okl b b L e
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\VY110222\
Data File : VY@11267.D

Acqg On : 02 Nov 2022 16:57

Operator : KP/MD

Sample : N5395-11

Misc : 5.50g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.M
: SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 unknownl3.062 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.062 5.16 ug/1 13345 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Ethyl-1-dodecanol 214 C14H300 019780-33-7 30
2 Formic acid, 2-ethylhexyl ester 158 C9H1802 1000368-94-7 28
3 Chloroacetic acid, 2-ethylhexyl ... 206 C10H19C102 005345-58-4 23

4 Carbonic acid, bis(2-ethylhexyl)... 286 C17H3403
5 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603

014858-73-2 23
1000383-13-3 16

Abundance Scan 1844 (13.062 min): VY011267.D\data.ms (-1841) (- | m/z 57.00 100.00%
57.0
5000
83.0 139.2
T \
‘ 1091 13.00
ow_m“m_“M“mm e M/Z 83.85  40.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92366: 2-Ethyl-1-dodecano
57.0
5000 e :
29.0 83.0 13.00
111.0 m/z 69.00 37.84%
. Il L “‘ 1390 168.0 196.0
\\‘\\\\‘\\\ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35393: Formic acid, 2-ethylhexyl ester
57.0
T \
13.00
5000 83.0 ITI/Z 139.20 33.63%
29.0 ‘ 112.0
0"MMMW"NUHM‘m“W“w“u“u‘W“u“u“
miz--> 20 40 60 80 100 120 140 160 180 200 A (
Abundance #81976: Chloroacetic acid, 2-ethylhexyl ester ‘A‘ — h A
57.0 13.00
m/z 56.00 27.43%
5000
83.0
290 112.0
A S Y - S adld
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110222\
Data File : VY@11267.D

Acqg On : 02 Nov 2022 16:57

Operator : KP/MD

Sample : N5395-11

Misc : 5.50g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.M
: SW846 8260

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 5 unknownl3.282 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.282 5.42 ug/1 14018 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 25

2 Nonadecane 268 C19H40 000629-92-5 16
3 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 14
4 Hexadecane 226 C1l6H34 000544-76-3 12
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 12
Abundance Scan 1880 (13.282 min): VY011267.D\data.ms (-1877) (- | m/z 57.00 100.00%
57.0
— T
| ‘ ‘ | H39,3 13.00 13.50
ol ‘!‘ ‘““M‘ A e m/z 71.00  49.48%
m/z--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 — ——
70 13.00 13.50
' m/z 84.95 47.29%
0ok ”‘\ \L““‘\ “!‘ \‘H“\ ‘H“ 1“‘ \‘%4‘\;‘0\ :!-8\2\0’ T \2\5‘2.\0\ I \32\5\.|
m/z--> 50 100 150 200 250 300
Abundance #158598: Nonadecane
57.0
— —
13.00 13.50
5000 ITI/Z 95.10 46.76%
‘ 99.0
ol d 0 ass0 w0
m/iz--> 50 100 150 200 250 300
Abundance #163251: Oxalic acid, isobutyl nonyl ester T —
57.0 13.00 13.50
m/z 43.05 44.57%
|| pr0 171.0
ot — —
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_Y\Data\VY110222\
Data File : VY011267.D

Acqg On : 02 Nov 2022 16:57
Operator : KP/MD

Sample : N5395-11

Misc : 5.50g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.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 9-Decen-1-o0l, trifluoroacetate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.739  12.16 ug/l 31475 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Decen-1-0l, trifluoroacetate 252 C12H19F302 1000352-65-9 52
2 9-Borabicyclo[3.3.1]nonane, 9-hy... 138 C8H15BO 063366-65-4 49
3 Cyclohexane, 1-methyl-3-(1-methy... 138 C10H18 024399-15-3 42
4 1,1'-Bicyclopentyl 138 C10H18 001636-39-1 38
5 Bicyclo[4.1.0]heptane, 3-methyl- 110 C8H14 041977-47-3 35

Abundance Scan 1955 (13.739 min): VY011267.D\data.ms (-1950) (- m/z 55.00 100.00%
55.0
95.0
138.1
5000
P e
H ‘ 208.1 13.50 14.00
o m‘m R m/z 67.00 81.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #137618: 9-Decen-1-ol, trifluoroacetate
558.0
81.0
5000 e —
13.50 14.00
110.0 m/z 69.00 79.07%
29.0 138.0
0 \\\‘\H‘\\‘ih\\\ ‘\\‘i1\\\“\\“\\‘\H\‘[\\!\}\6\8\.(\)‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20115: 9-Borabicyclo[3.3.1]Jnonane, 9-hydroxy-
55.0 138.0
P e
13.50 14.00
5000 29.0 81.0 110.0 m/z 41.05 77.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19552: Cyclohexane, 1-methyl-3-(1-methylethenyl)-, cis —— ——
95.0 13.50 14.00
m/z 95.05 76.45%
5000 670
410 138.0
o B A R
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110222\
Data File : VY011267.D

Acqg On : 02 Nov 2022 16:57
Operator : KP/MD

Sample : N5395-11

Misc : 5.50g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.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 2-Amino-m-cresol, N,0-bis(t... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.964 13.73 ug/1 35554  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-m-cresol, N,O-bis(trimet... 267 C13H25NOSi2 1000449-77-1 53
2 Acridone, TMS derivative 267 C16H17NOSi 1000478-16-0 50
3 9-Acridinol, trimethylsilyl ether 267 C16H17NOSi 1000463-65-5 50

4 Butanamide, 2,2,3,3,4,4,4-heptaf... 493 C18H26F7NO3Si2 ©55471-81-7 42
5 1-(4-Hydroxyphenyl)propane-1,2-d... 384 C18H3603Si3 1000495-85-7 42

Abundance Scan 1992 (13.965 min): VY011267.D\data.ms (-1988) (- m/z 73.00 100.00%
266.9
5000
s
Ly 11“10 154.1 1929 2379 | 14.00
Olrrrprrerpirt bbb bbb ek Akl m/z 266,95 68.44%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #156507: 2-Amino-m-cresol, N,O-bis(trimethylsilyl)-
73.0
5000 i4bd
267.0 :
164.0 m/z 69.00  31.48%
0 430 | 104.0133.0, | ,195.0 236.0] |
\H‘H\\‘\H\’\H\’\\H‘HH‘H\\‘H\\‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #156901: Acridone, TMS derivative
73.0
267.0 _—
14.00
5000 ITI/Z 268.05 19.64%
118.0
w0 im0 0”0 ||
HWH‘WH‘WHH,HH‘HH_‘H_‘H_H‘“HW‘HW‘HWH‘WH‘WH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #156902: 9-Acridinol, trimethylsilyl ether P
73.0 267.0 14.00
m/z 74.05 15.22%
5000
118.0 222.0
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110222\
Data File : VY011267.D

Acqg On : 02 Nov 2022 16:57
Operator : KP/MD

Sample : N5395-11

Misc : 5.50g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.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 trans-Decalin, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.257 8.11 ug/1 20999 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 90
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 81
3 (+)-2-Bornanone 152 C1eH160 000464-49-3 72
4 Camphor 152 C1eH160 000076-22-2 64
5 (+)-Dihydrocarvone 152 C10H160 005524-05-0 53

Abundance Scan 2040 (14.257 min): VY011267.D\data.ms (-2035) (- m/z 81.05 100.00%

81.0
152.0
5000 41.0

110.1

LI—— I —
208.2 280.¢ 14.00 14.50

0’ o e m/z 95.00  77.24%

d‘\
—
mi/z--> 50 100 150 200 250
Abundance #29490: trans-Decalin, 2-methyl-
81.0

1.0 152.0
5000 T ——
14.00 14.50
Floo m/z 152.00  73.35%
Ot H\ ‘\“ ‘”Hh\ ‘H‘ \”“‘ H‘ \“ i “ L B Bt B B B B
m/z--> 50 100 150 200 250
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
14.00 14.50
5000 m/z 82.05 55.85%
‘ 11ﬁ0
0L— \“ H‘ ‘h‘h‘ I “h‘ L | !‘ “\ - “ . P P
mlz--> 50 100 150 200 250
Abundance #29108: (+)-2-Bornanone T —
95.0 14.00 14.50

m/z 66.95 52.31%

5000 41.0
152.0
‘\ ‘ “‘ ‘

H‘
‘ : —
miz--> 50 100 150 200 250 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110222\
Data File : VY011267.D

Acqg On : 02 Nov 2022 16:57
Operator : KP/MD

Sample : N5395-11

Misc : 5.50g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.416 10.16 ug/l 26309 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 64
2 9-Methylbicyclo[3.3.1]nonane 138 C10H18 025107-01-1 60
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 60
4 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 52
5 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 52
Abundance Scan 2066 (14.416 min): VY011267.D\data.ms (-2062) (- | m/z 67.10 100.00%
67.1 152.0
95.0
5000 41.0
123.2 LI
L ) 208.0 o
L L L L e B R m/z 152.80  95.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0
41.0
5000
69.0 1450
152.0 m/z 81.85 93.65%
5150 L 1230, ‘
N \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19448: 9-Methylbicyclo[3.3.1]nonane
81.0
——
14.50
5000 41.0 m/z 82.10 90.47%
123.0
0! “‘“‘u‘““m‘_ww_ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29505: Naphthalene, decahydro-2-methyl- ——
41.0 95.0 14.50
67.0 152.0 m/z 95.80 79.18%
5000
‘123.0
0. —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110222\
Data File : VY011267.D

Acqg On : 02 Nov 2022 16:57
Operator : KP/MD

Sample : N5395-11

Misc : 5.50g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.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 unknownl5.598 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.598 5.04 ug/l 13034 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Dimethyl-2-trans-6-octadiene 138 C10H18 002609-23-6 38
2 2-Propylhept-3-enoic acid, pheny... 262 C16H220S 1000284-37-2 27
3 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 27
4 Bicyclo[3.3.1]non-2-en-4-0l1-9-on... 208 C13H2002 1000197-42-9 25
5 Phosphonous difluoride, 1,2-etha... 166 C2H4F4P2 050966-32-0 25
Abundance Scan 2260 (15.598 min): VY011267.D\data.ms (-2257) (- m/z 69.00 100.00%
69.0
165.2
5000 41.1
—— —
H “ 208.1 260.1 15.50 16.00
P m/z 165.15  59.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19473: 2,6-Dimethyl-2-trans-6-octadiene
69.0
b )
5000 A MAMT} b
15.50 16.00
95.0 m/z 41.10 43.43%
‘ ‘ 123.0
0 ‘\‘\‘H"“H‘\H\’\h\H"‘H\“\’HH"HH“\\H|\\H|HH|HH|HH|HH|H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #150777: 2-Propylhept-3-enoic acid, phenylthio ester
69.0
—— —
15.50 16.00
5000, 410 125.0 m/z 95.080  39.76%
153.0
95.0 ‘ 218.0
o Ot P O = e 72
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19480: 1,5-Heptadiene, 3,3,6-trimethyl- —— —
69.0 15.50 16.00
m/z 81.00 38.07%
5000 410
95.0 123.0
Ot i e e —— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY110222\
Data File : VY011267.D

Acqg On : 02 Nov 2022 16:57
Operator : KP/MD

Sample : N5395-11

Misc : 5.50g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y110122S.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|
Cyclohexane, 1,... 12.642 13.3 ug/l 34487 4 13.422 129433 50.0
unknownl12.733 12.733 8.2 ug/l 21215 4 13.422 129433 50.0
unknown12.806 12.806 13.7 ug/1 35521 4 13.422 129433 50.0
unknown13.062 13.062 5.2 ug/l 13345 4 13.422 129433 50.0
unknown13.282 13.282 5.4 ug/l 14018 4 13.422 129433 50.0
9-Decen-1-01, t... 13.739 12.2 ug/l 31475 4 13.422 129433 50.0
2-Amino-m-creso... 13.964 13.7 ug/1 35554 4 13.422 129433 50.0
trans-Decalin, ... 14.257 8.1 ug/l 20999 4 13.422 129433 50.0
Bicyclo[2.2.1]h... 14.416 10.2 ug/l 26309 4 13.422 129433 50.0
unknown15.598 15.598 5.0 ug/l 13034 4 13.422 129433 50.0
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