LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051723\
Data File : VY013781.D

Acqg On : 17 May 2023 17:13

Operator : KP/MD

Sample : 02812-01

Misc : 6.39g/5.0mL/MSVOA_Y/SOIL WG-0516-B5-0-2

ALS Vvial : 18 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\82Y051723S.M

Title : SW846 8260

Signal : TIC: VY@13781.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 3 8 24 rVB 178731 248097 3.45% 0.828%
2 2.247 61 70 84 rBV 229880 391291 5.44% 1.306%
3 4.722 465 476 496 rBV3 25870 87306 1.21% 0.291%
4 7.722 957 968 974 rBV2 130146 317230 4.41% 1.059%
5 7.789 974 979 991 rVB 207042 472029 6.57% 1.575%
6 8.143 1027 1037 1048 rBV 134109 304367 4.23% 1.016%
7 8.691 1118 1127 1139 rBV 333607 658045 9.15%  2.196%
8 10.179 1363 1371 1386 rBV 619619 1085663 15.10% 3.623%
9 10.368 1394 1402 1412 rVB 91546 168490 2.34% 0.562%
10 10.520 1422 1427 1433 rVB 44761 78746 1.10% 0.263%
11 10.618 1433 1443 1448 rBV3 47630 93221 1.30% 0.311%
12 10.801 1463 1473 1479 rBV 59048 100548 1.40% 0.336%
13 10.904 1479 1490 1496 rBV3 33407 79952 1.11% 0.267%
14 10.971 1496 1501 1505 rVV 79841 142596 1.98% 0.476%
15 11.038 1508 1512 1516 rVV 89034 148771 2.07%  0.496%

16 11.087 1516 1520 1526 rVV 135147 246606 3.43%
17 11.203 1533 1539 1543 rBV3 71118 131878 1.83%
18 11.288 1543 1553 1563 rVB4 279838 753019 10.47%
19 11.380 1563 1568 1573 rBV 222464 342771  4.77%
20 11.490 1580 1586 1596 rVB 513521 850352 11.83%

NEFRPNOO
(%)
iy
w
R

21 11.593 1596 1603 1607 rBV 721942 1194717 16.62%
22 11.703 1612 1621 1630 rVV2 3328426 7189273 100.00% 23.
23 11.776 1630 1633 1639 rVB3 142616 241213 3.36%
24 12.026 1662 1674 1682 rBV 1231829 2521777 35.08%

O 0000 WwWw
o]
(]
%]
R

25 12.124 1686 1690 1693 rVV 188604 245392 3.41% 819%
26 12.203 1699 1703 1705 rVV2 140501 225960 3.14% 0.754%
27 12.245 1705 1710 1719 rVv4 259711 608349  8.46% 2.030%
28 12.331 1719 1724 1728 rVV3 123680 248556 3.46% ©.829%
29 12.380 1728 1732 1734 rVV4 73016 134323 1.87% 0.448%
30 12.410 1734 1737 1740 rVV 155271 249599 3.47% 0.833%
31 12.483 1744 1749 1753 rVW 401674 604173 8.40%  2.016%
32 12.526 1753 1756 1760 rVB3 99280 133182 1.85% 0.4447%
33 12.642 1771 1775 1782 rVB3 159343 297376  4.14%  0.992%
34 12.727 1782 1789 1793 rBV3 123781 276575 3.85% ©.923%
35 12.800 1793 1801 1807 rVV3 1218306 2259282 31.43% 7.539%

36 12.861 1807 1811 1815 rVV2 200556 351494  4.89% 1.173%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051723\
Data File : VY013781.D

Acqg On : 17 May 2023 17:13

Operator : KP/MD

Sample : 02812-01

Misc : 6.39g/5.0mL/MSVOA_Y/SOIL WG-0516-B5-0-2

ALS Vvial : 18 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\82Y051723S.M
Title : SW846 8260
37 12.947 1815 1825 1829 rVV5 149034 395633 5.50% 1.320%
38 13.008 1829 1835 1836 rvv2 143478 294977 4.10%  0.984%
39 13.038 1836 1840 1847 rVV 381560 713138 9.92% 2.380%
40 13.123 1847 1854 1857 rVV5 94309 274510 3.82% 0.916%
41 13.166 1857 1861 1867 rVV6 111410 335679 4.67% 1.120%
42 13.221 1867 1870 1872 rVV2 105755 175745 2.44% 0.586%
43 13.245 1872 1874 1878 rVV3 118981 179436 2.50% 0.599%
44 13.318 1878 1886 1890 rVv4 335276 848717 11.81%  2.832%
45 13.361 1890 1893 1896 rVV2 191641 310369 4.32% 1.036%
46 13.422 1896 1903 1912 rVV2 622713 1266605 17.62% 4.227%
47 13.501 1912 1916 1919 rVV3 129316 212087 2.95% 0.708%
48 13.562 1920 1926 1930 rVV6 80418 200477 2.79% 0.669%
49 13.611 1930 1934 1941 rVB7 38163 76558 1.06% 0.255%
50 13.751 1951 1957 1961 rBV 588863 897311 12.48% 2.994%
51 13.788 1961 1963 1968 rVB3 64277 86623 1.20% 0.289%
52 13.849 1968 1973 1980 rBvVv7 42573 87207 1.21% 0.291%

53 14.251 2033 2039 2046 rVB8 60514 129635 1.80% ©.433%

Sum of corrected areas: 29966926
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051723\
Data File : VY@013781.D

Acqg On : 17 May 2023 17:13

Operator : KP/MD

Sample : 02812-01

Misc 1 6.39g/5.0mL/MSVOA_Y/SOIL WG-0516-B5-0-2

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051723S.M
Quant Title : SW846 8260

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

Abundance TIC: VY013781.D\data.ms
3000000
2500000
2000000
1500000
1000000

500000
869 2.247
4,722

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: VY013781.D\data.ms

11.[y03
3000000

2500000

o

2000000

1500000

1000000
11.59

10.179 11.49

500000 8.691

112888 :
7189 8143 10.368 m06 120 go G Mﬁ\ 17
: i I o[ 17

— Y T — ——
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY013781.D\data.ms

3000000

2500000

2000000

1500000
12.026 12.800

1000000
13.422 13.751
500000

e 14750

T ‘ T T ‘ T T ‘ T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 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\VY051723\
Data File : VY@013781.D

Acqg On : 17 May 2023 17:13

Operator : KP/MD

Sample : 02812-01

Misc 1 6.39g/5.0mL/MSVOA_Y/SOIL WG-0516-B5-0-2

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051723S.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 Propane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
1.869 26.28 ug/l 248097  Pentafluorobenzene 7.795

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 90
2 Propene 42 C3H6 000115-07-1 9
3 Ethylene oxide 44 C2H40 000075-21-8 5
4 Acetaldehyde 44 C2H40 000075-07-0 5
5 Chloro(prop-2-yn-1-yloxy)methanone 118 C4H3C102 035718-08-2 4

Abundance Scan 8 (1.869 min): VY013781.D\data.ms (-3) (-) m/z 44.05 100.00%

44.0
- JA\N,V,$¥HAxN
 EAARARRNERSEEE
1.902.002.102.202.30
0 el e e 200 m/z 43,10 98.80%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #88: Propane
29.0
1.902.002.102.202.30
H m/z 38.95 77.22%
0\‘\\\“\‘\"\\“‘i“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #61: Propene
41.0
R RARERRRREENEEES a
1.902.002.102.202.30
5000 m/z 41.00 59.38%
15.0‘
0Lt el e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #84: Ethylene oxide R RN RS
29.0 1.902.002.102.202.30
m/z 38.00 23.68%
5000 J\\
0 I J\V
m/z--> 0 20 40 60 80 100 120 140 160 180 200 1.902.002.102.202.30
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051723\
Data File : VY@013781.D

Acqg On : 17 May 2023 17:13

Operator : KP/MD

Sample : 02812-01

Misc 1 6.39g/5.0mL/MSVOA_Y/SOIL WG-0516-B5-0-2

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051723S.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 Butane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.247  41.45 ug/l 391291  Pentafluorobenzene 7.795

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H1e 000106-97-8 80
2 Isobutane 58 C4H1e 000075-28-5 9
3 Isopropylsulfonyl chloride 142 C3H7C102S 010147-37-2 9
4 Propane, l-nitro- 89 C3H7NO2 000108-03-2 9
5 Diazene, dimethyl- 58 C2H6N2 000503-28-6 5

Abundance  Scan 70 (2.247 min): VY013781.D\data.ms (-61) (-) m/z 43.10 100.00%

43.1
5000 J\
T
‘ 58.1 2.00 2.20 2.40 2.60
Ol e 189 941 7 41.05  35.06%
miz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #263: Butane
43.0 ﬂ
5000 29.0 LB B e
2.00 2.20 2.40 2.60
m/z 39.00 16.86%
58.0
10 180 I || ]
O \\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’H\\‘\\H‘\\\\’
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #270: Isobutane
43.0
R
2.00 2.20 2.40 2.60
5000 m/z 42.10 14.12%
27.0
. | 58.0
0 e e et ey
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #22192: Isopropylsulfonyl chloride
43.0 2.00 2.20 2.40 2.60
m/z 58.10 12.12%
5000
27.0
o 140 | | 640 830 99.0
e e e e R R R ERESE
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051723\
Data File : VY@013781.D

Acqg On : 17 May 2023 17:13

Operator : KP/MD

Sample : 02812-01

Misc 1 6.39g/5.0mL/MSVOA_Y/SOIL WG-0516-B5-0-2

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051723S.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 3 Cyclohexane, 1,3,5-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.288 44.28 ug/l 753019  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 64
2 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 64
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 58
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 52
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 49

Abundance Scan 1553 (11.288 min): VY013781.D\data.ms (-1543) (- m/z 43.05 100.00%
43.0
69.0 111.1
- w
e
H ‘ 11.00 1150
bl e b L2069 s 69.05  80.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13257: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
5000 41.0 R 1
11.00 11.50
m/z 111.10 77.38%
O\\\\‘\H\\MH\\‘\‘!“\H‘\\’H\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13244: Cyclohexane, 1,1,2-trimethyl-
69.0
. .
41.0 111.0 11.00 11.50
5000 m/z 41.10 74 .49%
REE L O T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. L —=
69.0 111.0 11.00 11.50
m/z 55.00 67.94%
41.0
5000
15.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@51723\

Data File : VY@13781.D

Acqg On : 17 May 2023 17:13

Operator : KP/MD

Sample : 02812-01

Misc 1 6.39g/5.0mL/MSVOA_Y/SOIL WG-0516-B5-0-2
ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051723S.M
: 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 4 Octane, 3-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.380  20.15 ug/l 342771 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 87
2 Undecane, 6-methyl- 170 C12H26 017302-33-9 59
3 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 59
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 53
5 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 50

Abundance Scan 1568 (11.380 min): VY013781.D\data.ms (-1563) (- m/z 57.05 100.00%
57.0
5000
— ——
39F L 98"0 . 11.00 11.50
Obrr b 789 1281 nyz 4l.00  33.89%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14528: Octane, 3-methyl-
57.0
5000 A —
11.00 11.50
m/z 43.05 30.07%
29.0 98.0
O\\\‘\‘\‘\\“‘\\\J’u‘\\“‘\\‘\\\\“‘\\\\‘]_\2\8;()\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #45491: Undecane, 6-methyl-
Ly
e
11.00 11.50
5000 m/z 56.05  24.55%
98.0
29.0 ‘
Ob i 700 | 1260 1700
m/z--> 20 40 60 80 100 120 140 160
Abundance #45511: Decane, 2,5-dimethyl- e =
57.0 11.00 11.50
m/z 97.95 15.08%
5000
29.0
H 98.0
ol bl Lz | 1270 1850 |
m/z--> 20 40 60 80 100 120 140 160 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051723\
Data File : VY@013781.D

Acqg On : 17 May 2023 17:13

Operator : KP/MD

Sample : 02812-01

Misc 1 6.39g/5.0mL/MSVOA_Y/SOIL WG-0516-B5-0-2

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051723S.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 Cyclohexane, propyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.246  35.77 ug/1 608349  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 CSH18 001678-92-8 90
2 Ethanone, 1-(1-methylcyclopentyl)- 126 C8H140 013388-93-7 59
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 59
4 3,3-Dimethylhex-5-en-2-one 126 C8H140 1000424-30-3 53
5 Lomustine 233 C9H16CIN302 013010-47-4 50

Abundance Scan 1710 (12.245 min): VY013781.D\data.ms (-1705) (- m/z 83.10 100.00%

83.1
55.0
5000

126.1

"w‘H“i“m‘!“ul“”‘!u‘m"‘H_uH_WW_W%Q‘?’:? m/z 55.00 63.91%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13202: Cyclohexane, propyl-
83.0
55.0

5000 R
12.00 12.50
m/z 82.10 46.22%

27.0 126.0
\\\‘\U\\‘iH\\\“!“\‘}h\\“1\\\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13135: Ethanone, 1-(1-methylcyclopentyl)-
83.0

=T
550 12.00 12.50
5000 m/z 41.10 38.99%

126.0
70| | |
SSEN I ABY L  THE ES
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

#20727: Cyclohexane, (2-methylpropyl)- T
55.0 83.0 12.00 12.50
' m/z 126.05 19.05%

5000
27.0 140.0
0 H M\ ll ‘ 112.0 ,/\

R :
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

o

o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051723\
Data File : VY@013781.D

Acqg On : 17 May 2023 17:13

Operator : KP/MD

Sample : 02812-01

Misc 1 6.39g/5.0mL/MSVOA_Y/SOIL WG-0516-B5-0-2

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051723S.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 6 Nonane, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.410 14.68 ug/l 249599  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 78
2 Heptane, 2,3,4-trimethyl- 142 C10H22 052896-95-4 50
3 Nonane, 2-methyl- 142 C1eH22 000871-83-0 47
4 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 42
5 Propanoic acid, 2-methyl-, 3-met... 158 C9H1802 002050-01-3 38
Abundance Scan 1737 (12.410 min): VY013781.D\data.ms (-1734) (- m/z 57.05 100.00%
57.0
5000
98.0 avi
123.1 12.50
o"_m‘“m‘wwmm‘wW:H_WW_H?‘Q?:Q m/z 43.05 50.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22082: Nonane, 4-methyl-
57.0
5000 W\Z{\:
980 71 119 i 45,849
290 m/z . .84%
‘ ‘ ‘ 142.0
O\\‘\‘\\\“‘}\\‘!“\\H\‘i‘\\\‘\\}‘\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22118: Heptane, 2,3,4-trimethyl-
57.0
=
12.50
5000 m/z 70.05 41.21%
29-0 99.0
0\\‘\‘\‘H“‘;H‘l“\\‘m‘uHH‘\H\‘HH‘HH,HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22078: Nonane, 2-methyl- T
43.0 12.50
m/z 41.05 30.74%
5000
710
“ | | 980 1970
o+l e e L =
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\VY051723\
Data File : VY@013781.D

Acqg On : 17 May 2023 17:13

Operator : KP/MD

Sample : 02812-01

Misc 1 6.39g/5.0mL/MSVOA_Y/SOIL WG-0516-B5-0-2

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051723S.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 Cyclohexane, 1-ethyl-2,3-di... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.947 15.62 ug/1 395633 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 68
2 Cyclohexane, 1,4-dimethyl-2-octa... 364 C26H52 055282-02-5 64
3 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C10H20 1000149-19-7 49
4 Cyclopropane, 1,1-dimethyl-2-pen... 140 C10H20 062167-97-9 49
5 3-Nonene, 2-methyl- 140 C10H20 053966-53-3 49
Abundance Scan 1825 (12.947 min): VY013781.D\data.ms (-1815) (- m/z 69.10 100.00%
69.1
5000 1111 AW
—
UL
- “‘ w‘“‘ﬂ‘\ LA if"“"%‘ 280 m/z 55.00  75.76%
m/z--> 50 100 150 200 250 300 350
Abundance #20757: Cyclohexane, 1-ethyl-2,3-dimethyl-
69.0
111.0
5000 UL
13.00
# m/z 41.10 65.40%
2
O\H\‘\““‘h\“\”h\“‘\‘\!‘\\\\‘\\\\’\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance  #273819: Cyclohexane, 1,4-dimethyl-2-octadecyl-
111.0
—
13.00
m/z 43.05 55.70%
5000 69.0 /
0 ‘L ‘\\ Ll 153.0194.0 2520  323.0 364.(
A e e
m/z--> 50 100 150 200 250 300 350
Abundance #20741: 2-Hexene, 4-ethyl-2,3-dimethyl- WA L
69.0 13.00
m/z 57.10  53.50%
111.0
5000
29.
1S T A — oYY
m/z--> 50 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051723\
Data File : VY@013781.D

Acqg On : 17 May 2023 17:13

Operator : KP/MD

Sample : 02812-01

Misc 1 6.39g/5.0mL/MSVOA_Y/SOIL WG-0516-B5-0-2

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051723S.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 Heptane, 3,3,5-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.038  28.15 ug/l 713138 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 78
2 Decane, 4-methyl- 156 C11H24 002847-72-5 74
3 Nonane, 2,6-dimethyl- 156 C1l1H24 017302-28-2 72
4 Octane, 3,3-dimethyl- 142 C1eH22 004110-44-5 72
5 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 64
Abundance Scan 1840 (13.038 min): VY013781.D\data.ms (-1836) (- m/z 71.10 100.00%
43.1 71.1
5000
113.1 200 !
13.00
96.1
om_m‘;‘m ““1‘1““‘1“”‘“N‘H“mu“}??"]? m/z 43.10  99.02%
m/z--> 20 40 60 80 100 120 140 160
Abundance #22125: Heptane, 3,3,5-trimethyl-
71.0
5000 430 e :
13.00
113.0 m/z 57.05 74.09%
O \1\4..\()‘ \‘i‘\ \‘i‘} T \“1“ T \m T “\9\1\.0\‘ T }‘\ ‘ L ‘ T T 1T ‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #33090: Decane, 4-methyl-
43.0
71.0 PYAS :
13.00
5000 m/z 41.05 50.95%
h ‘ 112.0
0 H“2‘6‘1‘J“m‘!‘_m‘w‘m_‘!‘_m_‘l??"q
m/z--> 20 40 60 80 100 120 140 160
Abundance #33093: Nonane, 2,6-dimethyl- —r ‘
43.0 13.00
71.0 m/z 70.10 42.04%
- m
113.0
0 240 1) Il | e10 T 1410 &
m/z--> 20 40 60 80 100 120 140 160 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051723\
Data File : VY@013781.D

Acqg On : 17 May 2023 17:13

Operator : KP/MD

Sample : 02812-01

Misc 1 6.39g/5.0mL/MSVOA_Y/SOIL WG-0516-B5-0-2

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051723S.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 5
R.T. EstConc Area Relative to ISTD R.T.
13.318 33.50 ug/l 848717 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 90
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 87
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 80
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 64
5 Cyclohexanecarboxylic acid, ethe... 154 C9H1402 004840-76-0 50
Abundance Scan 1886 (13.318 min): VY013781.D\data.ms (-1878) (- m/z 83.10 100.00%
83.1
55.0
5000
— —
2 H | 1121 13.00 13.50
o‘m_m}m“ul“mmu:“‘mu‘uuwmw m/z 55.00  78.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 — ——
13.00 13.50
m/z 82.00 59.74%
29.0 140.0
O L ‘ \H\ \“H\ T \“!“ \‘}h\ T “1 T \“}]\-J\--\O‘ T T 1T ‘ T T 1T ‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #31429: Cyclohexane, pentyl-
83.0
T —
55.0 13.00 13.50
5000 m/z 41.10 44 ,95%
29.0 154.0
o N N W . AN
m/z--> 20 40 60 80 100 120 140 160
Abundance #20732: Cyclohexane, (2-methylpropyl)- — —
55.0 83.0 13.00 13.50
m/z 67.00 21.03%
5000
27.0 | ‘ mh H ‘ 140.0
Ol pizo o DA e
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051723\
Data File : VY@013781.D

Acqg On : 17 May 2023 17:13

Operator : KP/MD

Sample : 02812-01

Misc 1 6.39g/5.0mL/MSVOA_Y/SOIL WG-0516-B5-0-2

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051723S.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 unknownl13.751 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.751  35.42 ug/1 897311 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 49
2 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 47
3 Undecane 156 C1l1H24 001120-21-4 46
4 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 46
5 Tridecane 184 C13H28 000629-50-5 43

Abundance Scan 1957 (13 751 min): VY013781.D\data.ms (-1951) (- m/z 57.05 100.00%

57.0
5000

“501381 L, 1
.

‘ 13.50 14.00
o‘w:‘_”H‘“m“ umw‘m”,””_‘” m/z 43.10  97.25%
miz--> 50 100 150 200 250
Abundance #91843: Carbonic acid, nonyl vinyl ester VAAM\AWRHA\AAAA
43.0
5000 T o
85.0 13.50 14.00

m/z 41.00 66.07%

0 \h‘\‘ ““‘ T h‘ \1\2‘6\0\ ‘]\-7\1\0\ L L B B B
m/z--> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane
57.0

T
13.50 14.00

5000 m/z 71.05 48.65%
99.0
ol LW‘ Al 2990 2u0 206
m/z--> 50 100 150 200 250
Abundance #33077: Undecane LA £
57.0 13.50 14.00

m/z 55.00  38.99%

o || %0 o vl

T et e : ‘
miz--> 50 100 150 200 250 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY051723\
Data File : VY013781.D

Acqg On : 17 May 2023 17:13
Operator : KP/MD

Sample : 02812-01

Misc : 6.39g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y051723S.M
Quant Title : SW846 8260

Standard--- |
Resp Conc|

472029
472029
850352
850352
850352
850352
266610
266610
266610

50.
50.
50.
50.
50.
50.
50.
50.
50.

\WG-0516-B5-0-2

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

TIC Top Hit name RT EstConc Units Response |# RT
Propane 1.869 26.3 ug/l 248097 1 7.795
Butane 2.247 41.5 wug/l 391291 1 7.795
Cyclohexane, 1,... 11.288 44.3 ug/l 753019 3 11.490
Octane, 3-methyl- 11.380 20.1 wug/l 342771 3 11.490
Cyclohexane, pr... 12.246 35.8 ug/l 608349 3 11.490
Nonane, 4-methyl- 12.410 14.7 wug/l 249599 3 11.490
Cyclohexane, 1-... 12.947 15.6 wug/l 395633 4 13.422 1
Heptane, 3,3,5-... 13.038 28.1 wug/l 713138 4 13.422 1
Cyclohexane, bu... 13.318 33.5 ug/l 848717 4 13.422 1

4 4

unknown13.751 13.751 35. ug/l 897311 13.422 1
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