LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040821\
Data File : VY004332.D

Acqg On : 08 Apr 2021 13:59
Operator : SY/MD

Sample : M1971-03

Misc : 5.61G/5ML/MSVOA_Y/SOIL

ALS vial : 9 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\82Y032921S.M

Title : SW846 8260

Signal : TIC: VY@04332.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 7.728 959 969 975 rBV 128373 308314 2.55% 0.275%
2 7.801 975 981 992 rVB 221142 499844 4.13% 0.447%
3 8.155 1028 1039 1051 rVB 139057 308972  2.55% 0.276%
4 8.697 1120 1128 1141 rVB 358930 694375 5.73% 0.620%
5 10.185 1364 1372 1380 rBV 572823 971914 8.02% 0.868%

6 11.496 1578 1587 1597 rBV 514156 818407 6
7 11.715 1612 1623 1631 rBV3 88436 166553 1
8 12.008 1663 1671 1678 rBV5 42443 122533 1.01%
9 12.239 1705 1709 1715 rVB3 69393 127804 1
10 12.392 1725 1734 1735 rBVv4 72188 160018 1
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=
o
O
R

11 12.416 1735 1738 1740 rVV 109855 124296 1.03%
12 12.441 1740 1742 1745 rVB 139960 149954  1.24%
13 12.489 1745 1750 1755 rBV2 822788 1440899 11.90%
14 12.648 1772 1776 1782 rVB3 107573 199762 1.65%
15 12.733 1782 1790 1793 rBv4 113543 251281 2.07%

OCO0ORrRrOO0
N
00
N
B

16 12.806 1793 1802 1808 rVV2 2637929 4173350 34.46%
17 12.861 1808 1811 1816 rVB2 177646 281721 2.33%
18 12.971 1822 1829 1833 rBV3 264046 724726 5.98%
19 13.044 1837 1841 1847 rVB 873396 1297076 10.71%
20 13.105 1847 1851 1858 rBV5 141724 273138 2.26%

oOrRroOOW
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N
R

21 13.172 1858 1862 1866 rBV 245714 366480 3.03%
22 13.227 1866 1871 1879 rVB3 293297 598236  4.94%
23 13.319 1879 1886 1890 rBV3 850588 1707474 14.10%
24 13.367 1890 1894 1897 rBV2 740440 997855 8.24%

OO RrOoOoO0
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N
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R

25 13.404 1897 1900 1902 rBV 364692 477249 3.94% 426%
26 13.434 1902 1905 1907 rBV2 911643 1034327 8.54% 0.924%
27 13.508 1913 1917 1923 rVB 831181 1113032 9.19% 0.994%
28 13.575 1923 1928 1929 rBV3 184728 275301 2.27%  ©.246%
29 13.623 1933 1936 1940 rVB2 600646 792853 6.55% 0.708%
30 13.672 1940 1944 1951 rVB2 830306 1315819 10.86% 1.176%

31 13.757 1952 1958 1962 rBV 8931811 12111724 100.00% 10.820%
32 13.800 1962 1965 1967 rVvv2 206119 270411 2.23%
33 13.825 1967 1969 1973 rVB 323592 408133 3.37%
34 13.916 1980 1984 1990 rVB3 1033267 1583969 13.08%
35 13.977 1990 1994 1998 rVB2 1214961 1652839 13.65%

PP OO
w
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R

36 14.020 1998 2001 2006 rVB2 811067 1161581 9.59% 1.038%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040821\
Data File : VY004332.D

Acqg On : 08 Apr 2021 13:59
Operator : SY/MD

Sample : M1971-03

Misc : 5.61G/5ML/MSVOA_Y/SOIL

ALS vial : 9 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\82Y032921S.M
Title : SW846 8260
37 14.081 2006 2011 2016 rBV3 1422178 2139733 17.67% 1.912%
38 14.148 2016 2022 2028 rBV5 621979 1455820 12.02% 1.301%
39 14.251 2028 2039 2040 rBV5 1524626 3904415 32.24% 3.488%
40 14.318 2047 2050 2057 rVB2 1439978 3371359 27.84% 3.012%
41 14.385 2057 2061 2064 rBV 1495557 1894225 15.64% 1.692%
42 14.422 2064 2067 2072 rVB2 819950 1092056 9.02% 0.976%
43 14.526 2081 2084 2087 rVB 289668 332327 2.74% 0.297%
44 14.568 2087 2091 2094 rBV3 369911 580232 4.79% 0.518%
45 14.617 2094 2099 2104 rVB 9414184 11703083 96.63% 10.455%
46 14.678 2104 2109 2115 rBV4 2607274 5747277 A47.45% 5.135%
47 14.733 2115 2118 2125 rVV2 2717593 4203090 34.70%  3.755%
48 14.812 2125 2131 2132 rVV6 410604 739885 6.11% 0.661%
49 14.837 2132 2135 2140 rVB 1160582 1691389 13.96% 1.511%
50 14.946 2149 2153 2157 rBV2 823929 1247769 10.30% 1.115%
51 15.056 2165 2171 2176 rBV6 1236229 2723118 22.48% 2.433%
52 15.099 2176 2178 2181 rVV 544400 847540 7.00% 0.757%
53 15.141 2181 2185 2191 rVB5 1395914 2635752 21.76% 2.355%
54 15.215 2191 2197 2205 rBV 2329498 4082394 33.71% 3.647%
55 15.294 2206 2210 2214 rBV2 757066 1140919 9.42% 1.019%
56 15.349 2215 2219 2222 rBV4 486278 893869 7.38% 0.799%
57 15.440 2229 2234 2242 rVB 5246261 7799183 64.39% 6.968%
58 15.544 2242 2251 2256 rBV9 693955 2077532 17.15% 1.856%
59 15.611 2257 2262 2267 rVB3 735481 1277115 10.54% 1.141%
60 15.733 2278 2282 2288 rVB 1199323 2064660 17.05%  1.845%
61 15.891 2303 2308 2324 rVB8 483553 1721675 14.21% 1.538%
62 16.038 2325 2332 2337 rBV3 951634 2063445 17.04% 1.843%
63 16.159 2348 2352 2357 rVV2 227763 357553  2.95% 0.319%
64 16.233 2359 2364 2370 rVV2 676336 1309425 10.81% 1.170%
65 16.300 2370 2375 2380 rVB3 273154 500493 4.13% 0.447%
66 16.361 2381 2385 2396 rVB2 336785 707831 5.84% 0.632%

67 16.495 2400 2407 2413 rBV7 221863 666498 5.50% ©.595%

Sum of corrected areas: 111933882
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040821\

: VYeo4332.D

: 08 Apr 2021 13:59

: SY/MD

: M1971-03

: 5.61G/5ML/MSVOA_Y/SOIL

: 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.M

Quant Title

TIC Library

. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1e+07

8000000

6000000

4000000

2000000

0
Time-->
Abundance
1le+07

8000000

6000000

4000000

2000000

TIC: VY004332.D\data.ms

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
TIC: VY004332.D\data.ms

10.185 11.496

0
Time-->
Abundance
1e+07

8000000

6000000

4000000

2000000

o

Time-->

N\ 11.71F
— e
11.00 11.50

—— — — —
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
TIC: VY004332.D\data.ms

14.617
13.757

15.440

12.806

12.489 13.044
o ‘u‘ i
12.00812. 2249000 2 @R 881 3372

‘ T ‘ T T ‘ T T ’ T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040821\
Data File : VY@04332.D

Acqg On : 08 Apr 2021 13:59
Operator : SY/MD

Sample : M1971-03

Misc : 5.61G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Undecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.758 585.49 ug/l 12111700 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 91
2 Tridecane 184 C13H28 000629-50-5 86
3 1-TIodo-2-methylnonane 268 C1leH21I 1000101-47-9 64
4 1-Decene, 3,4-dimethyl- 168 C12H24 050871-03-9 59
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 59

Abundance Scan 1958 (13.757 min): VY004332.D\data.ms (-1952) (-  m/z 57.10 100.00%
57.1

ge.1 V.V G 507, VY.V
13.50 14.00
1131 156.2
0 ‘HHi‘:me“wJuw_m_‘st_““1‘9‘9;?‘W?ﬁf“-gww m/z 43.10 90.19%
m/z--> 20 40 60 80 100120140 160180 200 220 240 260
Abundance #28425: Undecane
57.0
5000 /‘NT/\J‘\’\‘ T T
13.50 14.00
. m/z 71.10 48.40%
290 85.0 /
)| | | 130 1560
O ‘H\\‘H\H“\M\‘l\HH‘\\i‘\‘\‘\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #48831: Tridecane
57.0
—/‘//\W"‘\A\ T L
13.50 14.00
5000 ITI/Z 41.10 47 .30%
29.0 85.0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #116708: 1-lodo-2-methylnonane =S —
43.0 13.50 14.00
m/z 85.10 29.06%
5000 71.0
127.0
0 _L\‘ Ul 220 7 1680 2110 | 268.C  _pnd Sl
m/z--> 20 40 60 80 100120140 160180 200 220 240 260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040821\
Data File : VY@04332.D

Acqg On : 08 Apr 2021 13:59
Operator : SY/MD

Sample : M1971-03

Misc : 5.61G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 unknownl4.251 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.251 188.74 ug/l 3904420 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Dimethyldecane 170 C12H26 013150-81-7 38
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 38
3 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 25
4 Cyclopentane, butyl- 126 C9H18 002040-95-1 20
5 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 18
Abundance Scan 2039 (14.251 min): VY004332.D\data.ms (-2028) (-  m/z 57.10 100.00%
57.1
> XA,AAAJJMJVﬁJL,NAvA
Ry =
‘ 14.00 14.50
N /882071 2001 nm/z 43.10  96.60%
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #38322: 2,6-Dimethyldecane
43.0
71.0
5000 Pl )
14.00 14.50
41.10 91.18%
113.0 m/z
O\‘\h‘\\U}\\h“\‘\h}\‘\‘\HM‘\\”\‘\“\1\4\9.\()\\]‘.\7\9;?\\\\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #38331: Undecane, 5-methyl-
43.0
— 5 —
71.0 14.00 14.50
5000 m/z 55.10 72.45%
‘ 112.0
155.0
o‘_duﬂmﬂh‘m‘muuwth‘u‘_‘u‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #11606: Cyclopentane, (2-methylpropyl)- T —
41.0 69.0 14.00 14.50
m/z 71.10 60.79%
5000
L e
e — ATIIWN SN
m/z--> 20 40 60 80 100120 140160 180 200220 240 260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040821\
Data File : VY@04332.D

Acqg On : 08 Apr 2021 13:59
Operator : SY/MD

Sample : M1971-03

Misc : 5.61G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Undecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.318 162.97 ug/1l 3371360 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 90
2 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 72
3 1-TIodo-2-methylnonane 268 C1leH21I 1000101-47-9 64
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 64
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 64

Abundance Scan 2050 (14.318 min): VY004332.D\data.ms (-2047) (- m/z 43.10 100.00%
3.1

3

> . J¢uvyMNJWAAVvNA,AM
= =
‘ ‘ 126.1155 ) 14.00 14.50
Obrprer bt e e 22 E 2081 2999 myz 57.10 88.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38330: Undecane, 2-methyl-
43.0
5000 = P
14.00 14.50
85.0 m/z 71.10  50.54%
UL, o
O \‘H\\“\\\\‘\\H}\“}\\\‘HH‘\H\H‘HH‘HH‘\\H‘HH’HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38356: Octane, 3-ethyl-2,7-dimethyl-
43.0
= ==
14.00 14.50
5000 ITI/Z 41.10 48.25%

o

I
R o R ma e saaanean sy
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #116708: 1-lodo-2-methylnonane

o
[o¢]
(4]
o

43.0 14.00 14.50
m/z 85.10 39.82%

5000
85.0

\‘\ ‘\ 1270 169.0 211.0 268.0

m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50

a

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040821\
Data File : VY@04332.D

Acqg On : 08 Apr 2021 13:59
Operator : SY/MD

Sample : M1971-03

Misc : 5.61G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Dodecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.617 565.73 ug/l 11703100 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 93
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 80
3 Tetradecane 198 C14H30 000629-59-4 80
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 72
5 Undecane 156 C11H24 001120-21-4 72

Abundance Scan 2099 (14.617 min): VY004332.D\data.ms (-2094) (- m/z 57.10 100.00%
57.1

- MJ\\L»
= =
119.1 14.50 15.00
om‘m‘U:H‘H‘,H“mmw“mW‘1_7‘?‘,2‘”‘29?3‘9”"_‘2“?‘9‘1“_‘ m/z 43.10 84.87%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38315: Dodecane
57.0
5000 = =
14.50 15.00
m/z 71.10 55.30%
| | (5801270 1700
O\H‘H\\‘}H\"\\}\“HH“H”\‘\‘H\‘HH‘HH’HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48894: Decane, 2,3,5-trimethyl-
57.0
= =
14.50 15.00
5000 ITI/Z 41.10 43.76%
27,0 99.0 M40
o‘H"M“‘\MH‘l‘,‘J‘H_‘H‘HH‘H";“Hw‘H‘,"H_ww_m‘ww
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59881: Tetradecane T —
57.0 14.50 15.00
m/z 85.10 32.45%
5000
L 1L amo om0
o‘H_H‘_mqumumw_mw‘HWHH‘HHMHHMHWH‘WHHMH‘_‘ = ==
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040821\
Data File : VY@04332.D

Acqg On : 08 Apr 2021 13:59
Operator : SY/MD

Sample : M1971-03

Misc : 5.61G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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, 1,2,4,5-tetramethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.678 277.83 ug/l 5747280 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 93
2 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 C1l0OH14 076089-59-3 76
3 o-Cymene 134 C1eH14 000527-84-4 70
4 p-Cymene 134 C10H14 000099-87-6 70
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 70
Abundance Scan 2109 (14.678 min): VY004332.D\data.ms (-2104) (- m/z 119.10 100.00%
119.1
91.0 VAN ERSA
55.1 ‘148.1 14.50 15.00
0 ol b 27702080 2001 m/z 134.05  32.54%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
14.50 15.00
91.0 m/z 117.05 32.04%
39.0 ‘
0 H\‘\‘\\\“‘\\“i‘\‘w“\\\““HM‘WHN\H‘\‘HH‘HH‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #14939: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth
119.0
= —
14.50 15.00
5000 m/z 91.00 19.85%
91.0
41.0 ‘
O el bbb e g e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #14806: o-Cymene T —
119.0 14.50 15.00
m/z 133.05 15.37%
5000 91.0
39.0
om‘m‘“w‘w‘;‘m“\kuﬂm‘:“}‘Hu_m_m_m_m_m‘w_m e ——
m/z--> 20 40 60 80 100120140160180200220240260 14.50 15.00

82Y032921S.M Fri Apr 09 20:15:54 2021 Page: 8



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040821\
Data File : VY@04332.D

Acqg On : 08 Apr 2021 13:59
Operator : SY/MD

Sample : M1971-03

Misc : 5.61G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 Undecane, 3,6-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.733 203.18 ug/l 4203090 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 76
2 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 62
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 53
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 53
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 50

Abundance Scan 2118 (14.733 min): VY004332.D\data.ms (-2115) (- m/z 57.10 100.00%

57.1
5000
119.1 ) =
H ‘ ‘ 151.2 184.2 ) 14.50 15.00
Obrrdh d A8OA il IS121842 2510281 ., 43.10  44.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48867: Undecane, 3,6-dimethyl-
57.0
5000 e —,
14.50 15.00
m/z 71.10 41.95%
J20) | || 180 15501640
H‘\\\\‘\\\\‘HH‘\H\‘\H\‘\\\\‘\H\‘\\\\’H\\‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48893: Decane, 2,6,8-trimethyl-
57.0
= =
14.50 15.00
5000 m/z 41.10  30.10%
99.0
0 A | . 155.0184.0
e e e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48847: Dodecane, 6-methyl- T T
57.0 14.50 15.00
m/z 119.10 20.12%
5000
98.0
O 1.7 S o | VWU 11N
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040821\
Data File : VY@04332.D

Acqg On : 08 Apr 2021 13:59
Operator : SY/MD

Sample : M1971-03

Misc : 5.61G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 1H-Indene, 2,3-dihydro-1,3-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.056 131.64 ug/l 2723120 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 60
2 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 60
3 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 60
4 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 60
5 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 60

Abundance Scan 2171 (15.056 min): VY004332.D\data.ms (-2165) (- m/z 131.00 100.00%

131.0
50001 43.1
85.1
‘ ‘ 15.00 |
166.2 :
o‘_u‘mwkwmh ‘wwh‘w _Huﬁﬁw%9ﬁﬁu‘uu_?§9}w“ m/z 133.05  57.23%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #21647: 1H-Indene, 2,3-dihydro-1,3-dimethyl-
131.0
5000 - :
15.00
91.0 m/z 43.10 42.59%
39.0 ‘
O\‘\‘\\\“‘\\“\‘\‘W\\\“\\\\‘\Hh“\‘”!\‘{“\\\‘\\\\‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #21638: 2,2-Dimethylindene, 2,3-dihydro-
131.0
=T
15.00
5000 ITI/Z 85.10 30.51%
91.0
0t
) —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #21648: 1H-Indene, 2,3-dihydro-1,6-dimethyl- = ‘
131.0 15.00
m/z 71.10 26.13%
5000
39.0 91.0
S P =
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040821\
Data File : VY@04332.D

Acqg On : 08 Apr 2021 13:59
Operator : SY/MD

Sample : M1971-03

Misc : 5.61G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 unknownl5.141 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.141 127.41 ug/1 2635750 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 46
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 45
3 1-Iodoundecane 282 C11H23I 004282-44-4 38
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 35
5 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 35

Abundance Scan 2185 (15.141 min): VY004332.D\data.ms (-2181) (- m/z 43.10 100.00%
1

43.
5000 83.1
1191 =S L
‘ ‘ | ‘ ]#1.1 15.00 15.50
ol Ll e 1771842 2601 m/z 57.10  95.75%
m/z--> 50 100 150 200 250
Abundance #48884: Undecane, 2,10-dimethyl-
43.0
5000 - L
85.0 15.00 15.50
m/z 71.10 49.19%
0 \“\ ‘\‘ ““\ h‘ T “ e }‘ T ‘\18\4\0‘ T T T T T
m/z--> 50 100 150 200 250
Abundance #48854: Dodecane, 2-methyl-
57.0
= —
15.00 15.50
5000 ITI/Z 83.10 46.18%
99.0 141.0
27.0‘ ‘ ‘
I 1 1 - -
m/z--> 50 100 150 200 250
Abundance #128607: 1-lodoundecane —— —
57.0 15.00 15.50
m/z 85.10 43.25%
5000
27.0 99.0 155.0
ob by 1L T 1970 282 ~ A
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040821\
Data File : VY@04332.D

Acqg On : 08 Apr 2021 13:59
Operator : SY/MD

Sample : M1971-03

Misc : 5.61G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 9 Dodecane, 4,6-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.214 197.35 ug/1l 4082390 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 86
2 Decane, 2-methyl- 156 C11H24 006975-98-0 64
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 62
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 62
5 Nonane, 3-methyl- 142 C10H22 005911-04-6 59

Abundance Scan 2197 (15.215 min): VY004332.D\data.ms (-2191) (- m/z 57.10 100.00%

57.1
5000
—— —
‘ 1131 1451 15.00 15.50
Obeprerdbi b kocd b7 1823 28092810y 71 96 71.05%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59900: Dodecane, 4,6-dimethyl-
57.0
5000 — s
15.00 15.50
113.0 m/z 43.10 58.30%
27,0 | ‘ ‘ " 155.0
OH‘\‘H\“‘H!“\M\“\‘\\\“\H‘\‘\H\\\‘\H‘\‘\H\‘\H\‘;H\’HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #28432: Decane, 2-methyl-
43.0
= —
15.00 15.50
5000 m/z 41.10 37.07%
85.0
\‘ ‘\ \ 141.0
Otk b bt e et e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #48869: Undecane, 4,6-dimethyl- — —
57.0 15.00 15.50
m/z 56.10 26.90%
5000
27.0‘ ‘ 113.0
obdd L L L T 1420 18a0 e
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040821\
Data File : VY@04332.D

Acqg On : 08 Apr 2021 13:59
Operator : SY/MD

Sample : M1971-03

Misc : 5.61G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.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 10 Tridecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.440 377.02 ug/l 7799180 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 78
4 Tetradecane 198 C14H30 000629-59-4 72
5 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 64
Abundance Scan 2234 (15.440 min): VY004332.D\data.ms (-2229) (- m/z 57.10 100.00%
57.1
5000
sad M/\_J\Ab
—
15.50
1191 184.3
o‘H,‘H‘W““_‘”w‘m‘_‘su‘H“_1‘5::’_2‘waw???ﬁ”w m/z 43.10  84.08%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #48835: Tridecane
57.0
5000 IR
85.0 15.50
290 m/z 71.10 58.57%
| “ | | | A1301410 1840
O\H’\H\‘H\H“H‘H“1\\\“‘\\\‘\‘\‘H\‘HH‘\\H‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #83025: Hexadecane
57.0
—
15.50
5000 m/z 41.10 44.03%
85.0
29.0
0 ‘ i H‘ 113.0141.0169.0197.0 226.0
B Aaaaxank I o R L M iaAdRaaaes
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #48909: Decane, 6-ethyl-2-methyl- ——
57.0 15.50
m/z 85.10 36.13%
5000
85.0
O 3130750 e
m/z--> 20 40 60 80 100120140160 180200 220240 260 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040821\
Data File : VY004332.D

Acqg On : 08 Apr 2021 13:59
Operator : SY/MD

Sample : M1971-03

Misc : 5.61G/5ML/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.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|
Undecane 13.758 585.5 ug/l 12111700 4 13.428 1034330 50.0
unknown14.251 14.251 188.7 ug/l 3904420 4 13.428 1034330 50.0
Undecane, 2-met... 14.318 163.0 ug/l 3371360 4 13.428 1034330 50.0
Dodecane 14.617 565.7 ug/l 11703100 4 13.428 1034330 50.0
Benzene, 1,2,4,... 14.678 277.8 ug/l 5747280 4 13.428 1034330 50.0
Undecane, 3,6-d... 14.733 203.2 ug/l 4203090 4 13.428 1034330 50.0
1H-Indene, 2,3-... 15.056 131.6 wug/l 2723120 4 13.428 1034330 50.0
unknown15.141 15.141 127.4 ug/l 2635750 4 13.428 1034330 50.0
Dodecane, 4,6-d... 15.214 197.3 ug/l 4082390 4 13.428 1034330 50.0
Tridecane 15.440 377.0 ug/l 7799180 4 13.428 1034330 50.0
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