LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102221\
Data File : VY006449.D

Acqg On : 22 Oct 2021 19:09
Operator : SY/MD

Sample : M4316-04

Misc : 4.37G/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\82Y102221S.M
Title : SW846 8260
Signal : TIC: VY@06449.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 2.393 990 94 100 rVB 4327 7482 1.19% 0.194%
2 3.954 342 350 365 rVB 4499 13282 2.11% 0.344%
3 4.722 466 476 486 rBV3 10324 32598 5.19% 0.845%
4 5.759 637 646 656 rBV5 2840 8486 1.35% 0.220%
5 6.704 792 801 812 rBV4 2867 8825 1.40% 0.229%
6 7.722 959 968 974 rBvV 79032 187218 29.78% 4.854%
7 7.795 974 980 989 rVB 134747 300094 47.74% < 7.780%
8 8.149 1028 1038 1049 rBV 89801 194507 30.94% 5.043%
9 8.331 1061 1068 1077 rVB2 5438 14413 2.29% 0.374%
10 8.691 1119 1127 1136 rBV 221308 431222 68.60% 11.180%
11  9.618 1272 1279 1287 rVB2 8222 15786 2.51% 0.409%
12 9.752 1291 1301 1308 rBV 9464 19718 3.14% 0.511%
13 10.179 1364 1371 1384 rBV 359662 628642 100.00% 16.298%
14 10.581 1431 1437 1442 rBV 6556 12218 1.94% 0.317%

15 11.489 1578 1586 1596 rBV 326839 521914 83.02% 13.531%

16 12.203 1693 1703 1713 rVB5 2931 7536 1.20% 0.195%
17 12.483 1742 1749 1755 rBV ~ 253189 398021 63.31% 10.319%
18 12.648 1769 1776 1783 rVB6 5907 13242 2.11% ©.343%
19 12.812 1797 1803 1807 rBV8 4202 10309 1.64% 0.267%
20 13.068 1837 1845 1849 rBV6 5218 10442 1.66% 0.271%
21 13.282 1872 1880 1889 rBV5 8078 19516 3.10% ©.506%
22 13.428 1897 1904 1910 rBV 297673 464153 73.83% 12.034%
23 13.745 1950 1956 1963 rBV6 15912 29114 4.63% 0.755%
24 14.074 2007 2010 2014 rBV5 6574 8336 1.33% 0.216%
25 14.147 2014 2022 2027 rBVi1e 9019 22890 3.64% ©.593%
26 14.196 2027 2030 2036 rBV8 6509 13496 2.15% ©.350%
27 14.257 2036 2040 2044 rBV5 17162 35392 5.63% ©0.918%
28 14.422 2056 2067 2071 rBV7 19201 47210  7.51% 1.224%
29 14.477 2071 2076 2079 rVV7 7827 13766 2.19% 0.357%
30 14.739 2115 2119 2123 rVB5 13048 20879 3.32% 0.541%
31 14.849 2133 2137 2139 rBV3 10516 16791 2.67% ©.435%
32 14.940 2150 2152 2157 rVB3 15619 20258 3.22% 0.525%
33 15.007 2159 2163 2166 rBv4 13511 21795 3.47% ©.565%
34 15.123 2179 2182 2190 rVB7 18940 40444  6.43% 1.049%
35 15.214 2193 2197 2203 rBV 41178 64545 10.27% 1.673%
36 15.281 2204 2208 2212 rBV6 16866 33570 5.34% ©.870%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102221\
Data File : VY006449.D

Acqg On : 22 Oct 2021 19:09
Operator : SY/MD

Sample : M4316-04

Misc : 4.37G/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\82Y102221S.M

Title : SW846 8260

37 15.604 2258 2261 2267 rVB4 28669 51381 8.17% 1.332%

38 16.159 2347 2352 2359 rBV2 36045 65351 10.40% 1.694%

39 16.604 2420 2425 2429 rBvV8 14485 32311 5.14% 0.838%
Sum of corrected areas: 3857153
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102221\
Data File : VY006449.D

Acqg On : 22 Oct 2021 19:09
Operator : SY/MD

Sample : M4316-04

Misc : 4.37G/5ML/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.M
Quant Title : SW846 8260

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

Abundance TIC: VY006449.D\data.ms
350000

300000
250000
200000
150000
100000

50000

2.393 3.954 4.722 5.759 6.704

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\m\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\W\T
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: VY006449.D\data.ms

350000 10.179

11.489
300000
250000
8.691
200000

150000 7.795

100000 77 8.149

50000

8.331 9.618752 10.581
0——— — ——t —T— —1—
Time--> 7.00 7.50 8.00 8.50 9.00 9.50
Abundance TIC: VY006449.D\data.ms
350000

T — N —
10.00 10.50 11.00 11.50

13.428
300000

12.483
250000
200000

150000

100000

16.159
15.214 15.604

6.604
50000

13./7\45\/%&% A 4277

12.203 12.649.812 13.0663.28

T ‘ T T ‘ 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 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102221\
Data File : VY006449.D

Acqg On : 22 Oct 2021 19:09
Operator : SY/MD

Sample : M4316-04

Misc : 4.37G/5ML/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 trans-Decalin, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.422 5.09 ug/1 47210 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 76
2 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 76
3 Spiro[5.5]undecane 152 C11H20 000180-43-8 70
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 52
5 Bicyclo[2.2.1]heptane, 2-methyl- 110 C8H14 015185-11-2 49

Abundance Scan 2067 (14 422 min): VY006449.D\data.ms (-2056) (. | m/z 67.10 100.00%

95.1 152.2
5000

, 14.50
24 281.:
wﬂu_h‘u“‘:mw?ﬁmuH_WH‘M m/z 81.10 82.39%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29490: trans-Decalin, 2-methyl-
81.0
41.0 152.0
5000 LA
14.50
Fogo m/z 152.20 79.55%
FEy
T \H‘HH‘HH‘H

\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #29507 Naphthalene, decahydro-2-methyl-
410 810 152.0 W
V" | ‘/\A‘/'W‘ W
14.50
5000 ITI/Z 95.10 77 .50%
109.0
a L H\\ m\”h”\h”‘\”“\““\““\““\““\““\““\“
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29472: Spiro[5.5]undecane —
67.0 96.0 14.50

m/z 41.10 75.27%

152.0
5000, 390

H‘ \\H\ H‘ ‘M H‘ 124.0 |

T
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102221\
Data File : VY006449.D

Acqg On : 22 Oct 2021 19:09

Operator : SY/MD

Sample : M4316-04

Misc : 4.37G/5ML/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 3 Octane, 2,6-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
15.214 6.95 ug/1 64545 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 86
2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 83
3 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 80
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64
5 Carbonic acid, dodecyl 2-ethylhe... 342 C21H4203 1000383-13-9 59

Abundance Scan 2197 (15.214 min): VY006449.D\data.ms (-2193) (- m/z 57.10 100.00%
57.1
112.2 B LI
15.00 15.50
145.1 183.2
b, } M‘um L. 28 Tmyz 71,15 80.17%
miz--> 50 100 150 200 250
Abundance #22107: Octane, 2,6-dimethyl-
57.0
5000 — ——
15.00 15.50
m/z 43.10 71.12%
27,0 ‘ 113.0
T T “\ H‘ ““\ ‘!‘ \“\ ‘ \“ T ]\-4\2.‘()\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance  #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
—— —
15.00 15.50
5000 m/z 41.10 53.98%
113.0
o, || "
S ) T
miz--> 50 100 150 200 250
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl- —— ——
57.0 15.00 15.50
m/z 56.10 28.38%
5000
113.0 169.0
2 L O RO = P2 T
m/z--> 50 100 150 200 250 15.00 15.50

82Y102221S.M Mon Oct 25 ©7:17:57 2021

Page: 5



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102221\
Data File : VY006449.D

Acqg On : 22 Oct 2021 19:09
Operator : SY/MD

Sample : M4316-04

Misc : 4.37G/5ML/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 unknownl5.605 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.605 5.53 ug/1 51381 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Tetradecene, (E)- 196 C14H28 041446-68-8 49
2 2,3-Dimethyl-3-heptene, (Z)- 126 C9H18 059643-73-1 43
3 6-Tridecene, 7-methyl- 196 C14H28 024949-42-6 43
4 2-Methyl-2-octene 126 C9H18 016993-86-5 43
5 4,8-Dimethylnona-3,8-dien-2-one 166 C11H180 872858-42-9 38
Abundance Scan 2261 (15.604 min): VY006449.D\data.ms (-2258) (- m/z 69.10 100.00%
411 691
5000
—— —
15.50 16.00
m/z 41.10 85.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71748: 3-Tetradecene, (E)-
41.0
69.0
5000 —r ——
15.50 16.00
97.0 m/z 57.10 77.11%
196.0
150( | | 13250 1680 2
\\\\‘\\\\\\\ \\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13241: 2,3-Dimethyl-3-heptene, (2)-
69.0
—— —
15.50 16.00
5000 41.0 m/z 55.10  66.60%
126.0
97.0
EEL 01150 Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71761: 6-Tridecene, 7-methyl- — —
55.0 15.50 16.00
m/z 56.10 60.99%
5000 83.0
111.0
h ‘ 196.0
ISR A | S N A S
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102221\
Data File : VY006449.D

Acqg On : 22 Oct 2021 19:09
Operator : SY/MD

Sample : M4316-04

Misc : 4.37G/5ML/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.159 7.04 ug/l 65351 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72
2 Sulfurous acid, pentyl tetradecy... 348 C19H4003S 1010309-14-7 59
3 Sulfurous acid, nonyl pentyl ester 278 C14H3003S 1000309-14-2 53
4 Sulfurous acid, 2-ethylhexyl oct... 446 C26H5403S 1000309-20-1 53
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 53

Abundance Scan 2352 (16.159 min): VY006449.D\data.ms (-2347) (- m/z 57.10 100.00%

57.1
5000
T

85.1
e ——
127.1 16.00 16.50
183.2 ,
el “J:H:w“w‘wuhMmﬁ?"sM;umﬁ?ﬁ S e BLL myz 71,10 89.41%
miz--> 20 40 60 80 100120140160 180200220 240 260 280
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0
5000 — —
16.00 16.50
80 120 m/z 43.10  68.26%
I

29.0 0
\ ‘ L 1550 225.0253.0

(- L

’HH‘H\ ‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #257562: Sulfurous acid, pentyl tetradecyl ester
71.0

%

43.0 16.00 16.50
5000 m/z 41.10 52.61%

19901270 16801970 p490

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #170574: Sulfurous acid, nonyl pentyl ester P —

71.0 16.00 16.50
m/z 55.10 39.87%
43.0
5000
127.0

el b 2780 S
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY102221\
Data File : VY006449.D

Acqg On : 22 Oct 2021 19:09
Operator : SY/MD

Sample : M4316-04

Misc : 4.37G/5ML/MSVOA_Y/SOIL

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y102221S.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|
trans-Decalin, ... 14.422 5.1 wug/l 47210 4 13.428 464153 50.0
Octane, 2,6-dim... 15.214 7.0 ug/l 64545 4 13.428 464153 50.0
unknown15. 605 15.605 5.5 ug/l 51381 4 13.428 464153 50.0
Pentadecane, 2,... 16.159 7.0 ug/l 65351 4 13.428 464153 50.0
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