LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011823\
Data File : VY@12247.D

Acqg On : 18 Jan 2023 15:40
Operator : KP/MD

Sample : 01179-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 16 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\82Y011623S.M

Title : SW846 8260

Signal : TIC: VY@12247.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.247 63 70 78 rVB 14000 23004 1.87% 0.274%
2 3.942 337 348 368 rBvV 152497 420539 34.15% 5.011%
3 4.716 465 475 488 rBvV4 9586 29583  2.40% 0.352%
4 6.972 831 845 863 rBV 25401 81276 6.60% ©.968%
5 7.716 957 967 972 rBV2 91502 211225 17.15% 2.517%

6 7.789 972 979 991 rVB 179793 418804 34.00% 4
7 8.136 1023 1036 1047 rBV2 80716 208093 16.90% 2
8 8.685 1116 1126 1140 rBV 254888 511527 41.53% 6.095%
9 9.179 1197 1207 1213 rBV3 27708 58820 4.78% ©
9.758 1296 1302 1306 rBV 7424 14272 1.16% ©

11  9.819 1306 1312 1316 rBV 48835 92576  7.52% 1.103%
12 9.959 1326 1335 1347 rVB 52304 113201 9.19%  1.349%
13 10.179 1363 1371 1386 rBV 509254 937762 76.14% 11.174%
14 10.368 1393 1402 1409 rVB 107432 182597 14.83% 2.176%

15 10.520 1411 1427 1432 rBV 42552 79186 6.43%  0.944%
16 10.575 1432 1436 1439 rVV 29379 51579 4.19% 0.615%
17 10.618 1439 1443 1448 rW 57319 103145 8.37%  1.229%
18 10.709 1454 1458 1463 rVB 13313 19579 1.59% ©.233%
19 10.801 1467 1473 1479 rVB 23450 36971 3.00% 0.441%
20 10.904 1483 1490 1492 rBV 22698 37203 3.02% 0.443%
21 10.971 1492 1501 1504 rVVv2 47176 133678 10.85% 1.593%
22 11.002 1504 1506 1508 rvV 36289 46857 3.80% ©0.558%
23 11.032 1508 1511 1516 rVV 67408 112365 9.12%  1.339%
24 11.e87 1516 1520 1526 rVWV 34515 59016 4.79% ©0.703%
25 11.203 1533 1539 1543 rBV3 22293 38175 3.10%  ©.455%

26 11.282 1543 1552 1563 rVB4 90096 263196 21.37%
27 11.380 1563 1568 1573 rBV 59995 88453 7.18%
28 11.490 1579 1586 1596 rBV ~ 355365 572469 46.48%
29 11.593 1596 1603 1606 rBV 104608 171927 13.96%
30 11.697 1612 16206 1631 rBV 558662 1231623 100.00% 14.675%

N O W
[oo]
N
e
R

31 11.782 1631 1634 1640 rVB 23183 34446 2.80% ©.410%
32 12.026 1663 1674 1682 rBV 229321 415410 33.73%  4.950%
33 12.203 1699 1703 1706 rvv4 9916 16125 1.31% 0.192%
34 12.252 1706 1711 1719 rVB4 14159 28402 2.31% ©.338%
35 12.483 1742 1749 1760 rVB2 273873 460227 37.37% 5.484%

36 12.733 1784 1790 1794 rVV 7715 12841 1.04%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011823\
Data File : VY012247.D

Acqg On : 18 Jan 2023 15:40
Operator : KP/MD

Sample : 01179-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 16 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\82Y011623S.M
Title : SW846 8260
37 12.806 1797 1802 1809 rVB5 18677 35951 2.92% ©0.428%
38 12.965 1822 1828 1837 rVB7 5627 14772 1.20% ©.176%
39 13.117 1846 1853 1859 rBV 14828 27237 2.21% 0.325%
40 13.422 1897 1903 1912 rVB 307051 482541 39.18% 5.750%
41 13.623 1932 1936 1940 rBV3 8074 13376 1.09% ©.159%
42 13.666 1940 1943 1952 rVB5S 7359 16131 1.31% 0.192%
43 13.751 1952 1957 1961 rBV 26550 40467 3.29% 0.482%
44 13.965 1988 1992 1997 rVB3 11080 18147 1.47% 0.216%
45 14.257 2033 2040 2045 rBV9 5826 13198 1.97% ©.157%
46 14.611 2093 2098 2103 rVB2 36127 50436 4.10% 0.601%
47 14.678 2103 2109 2114 rBV5 14745 32835 2.67% ©0.391%
48 14.727 2114 2117 2125 rVB5 10644 20609 1.67% 0.246%
49 14.837 2127 2135 2143 rBV3 9865 20752 1.68% 0.247%
50 15.050 2164 2170 2176 rBVvV4 10020 20909 1.70% 0.249%
51 15.135 2180 2184 2190 rVBS8 6204 13113 1.06% ©0.156%
52 15.312 2206 2213 2217 rBV3 14618 35661 2.90% 0.425%
53 15.434 2229 2233 2241 rVB3 26701 42864 3.48% 0.511%
54 15.525 2242 2248 2255 rBV5 7036 16520 1.34% ©.197%
55 15.727 2276 2281 2289 rVB2 21891 38914 3.16% 0.464%
56 16.031 2325 2331 2336 rBv4 10282 22311 1.81% 0.266%
57 16.227 2356 2363 2369 rBv4 13964 28168 2.29% ©.336%
58 16.294 2369 2374 2380 rVvV 15239 30433 2.47% ©0.363%
59 16.361 2380 2385 2393 rVB4 7819 15367 1.25% 0.183%
60 16.495 2400 2407 2412 rBV3 10324 25743 2.09% 0.307%
Sum of corrected areas: 8392607
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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\VY011823\

: VY012247.D

: 18 Jan 2023 15:40

: KP/MD

: 01179-01

: 5.01g/5.0mL/MSVOA_Y/SOIL
: 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011623S.M

Quant Title

TIC Library

. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

500000

400000

300000

200000

100000

0

TIC: VY012247.D\data.ms

3.942

2.247 4.716

Time-->

AN
LI L L L L L L I L L L L L L L L L L L L L B L L L A B BN B

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

500000

400000

300000

200000

100000

TIC: VY012247.D\data.ms
11.697
10.179

11.490

8.685

7.789

10.368

0
Time-->

' 11,032
9.819.959 Q88 1
6.972 9.179 $H80
S\ 91 '

1 e
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance

500000

400000

300000

200000

100000

TIC: VY012247.D\data.ms

13.422
12.483

12.026

Time-->

14.611
122052 || 12788083117 || 1adibi™hages 14257 1AATamInsgseds HAEE0 12T 10 0n1anmn s
T T T T T ‘ T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T 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 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011823\
Data File : VY012247.D

Acqg On : 18 Jan 2023 15:40
Operator : KP/MD

Sample : 01179-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011623S.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 Heptane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.819 9.05 ug/l 92576  1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 95
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 87
3 Heptane, 2,3,6-trimethyl- 142 C1eH22 004032-93-3 43
4 Heptane, 3-ethyl- 128 C9H20 015869-80-4 43
5 1-Hexene, 3,5,5-trimethyl- 126 C9H18 004316-65-8 40
Abundance Scan 1312 (9.819 min): VY012247.D\data.ms (-1306) (-) m/z 57.05 100.00%
57.0
5000
99.2 — VAN
‘ H 20 9.50 10.00
Ol ll e L[ 1322 1601 20710 s 43,05 87.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8636: Heptane, 2-methyl-
57.0
5000 9 150‘ ELO‘OC; /‘\ |
29.0 : :
‘ 99.0 m/z 41.10 47.91%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8652: Hexane, 2,5-dimethyl-
57.0
— =
9.50 10.00
5000 m/z 42.10 38.00%
27.0 99.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22117: Heptane, 2,3,6-trimethyl- —
57.0 9.50 10 00
m/z 70.10  31.20%
5000
29.0
Ot | %80 1420 A
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10. 00

82Y011623S.M Thu Jan 19 11:15:17 2023 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011823\
Data File : VY012247.D

Acqg On : 18 Jan 2023 15:40
Operator : KP/MD

Sample : 01179-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011623S.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 Heptane, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.959 11.07 ug/l 113201 1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 91
2 Isobutyl 2-methylpentyl carbonate 202 C11H2203 1000372-75-2 72
3 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 72
4 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 53
5 Pentane, 2,3,3,4-tetramethyl- 128 C9H20 016747-38-9 50

Abundance Scan 1335 (9.959 min): VY012247.D\data.ms (-1326) (-) m/z 43.10 100.00%

43.1 85.1
il
1000
69.1 114.2 :
0 HWH“Huw‘,m”‘”mm_H‘M‘ml“'}lcl‘” m/z 57.10 93.59%
m/z--> 20 40 60 80 100 120 140
Abundance #8631: Heptane, 3-methyl-
43.0
85.0
5000 SUSEIE
10.00
270 m/z 85.10 85.57%
T
O\\\‘\\\\i}\\‘"\\m\\‘\‘\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #77594: Isobutyl 2-methylpentyl carbonate
57.0 84.0
L
10.00
5000 4100 m/z 56.05 62.55%
o180 L L Ll 1980180 samo
miz--> 20 40 60 80 100 120 140 /k
Abundance #111144: Oxalic acid, butyl isohexyl ester e
43.0 10.00
m/z 41.10 61.61%
5000 85.0
69.0
e e e e e e e P
m/z--> 20 40 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011823\
Data File : VY012247.D

Acqg On : 18 Jan 2023 15:40
Operator : KP/MD

Sample : 01179-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011623S.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 Octane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.368 15.95 ug/1 182597  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 94
2 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 59
3 Sulfurous acid, hexyl nonyl ester 292 C15H3203S 1000309-13-1 59
4 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 59
5 Heptane, 4,4-dimethyl- 128 C9H20 001068-19-5 50
Abundance Scan 1402 (10.368 min): VY012247.D\data.ms (-1393) (- m/z 43.10 100.00%
43.1
85.2
5000
| | | w2 10.00 10.50
ol el e 1602 2070 sz 85.20  63.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8621: Octane
43.0
5000 . —— An
85.0 10.00 10.50
m/z 41.10 48.30%
A
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14555: Heptane, 2,4-dimethyl-
43.0
- =
10.00 10.50
5000 m/z 57.10 48.08%
85.0
odlz&o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #188716: Sulfurous acid, hexyl nonyl ester
85.0 10.00 10.50
m/z 71.10 36.40%
43.0
5000
127.0
ol B4R b 1790 M
m/z--> 20 40 60 80 100 120 140 160 180 200 10. 00 lO 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011823\
Data File : VY012247.D

Acqg On : 18 Jan 2023 15:40
Operator : KP/MD

Sample : 01179-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011623S.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, 1,2-dimethyl-,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.520 6.92 ug/1 79186  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 95
2 Cyclohexane, 1,2-dimethyl- (cis/... 112 C8H1l6 000583-57-3 94
3 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 87
4 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 87
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 87
Abundance Scan 1427 (10.520 min): VY012247.D\data.ms (-1411) (|  m/z 97.10 100.00%
97.1
55.1
5000 M
SUL__ A
L
Ol Ll 2070 s 5510 79.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7688: Cyclohexane, 1,2-dimethyl-, trans-
558.0 97.0
5000
270 10.50
: m/z 112.10  40.10%
0\\\‘\‘\1\\ ‘\‘!‘\\“h\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7697: Cyclohexane, 1,2-dimethyl- (cis/trans)
55.0 97.0 A\ /f
— o
10.50
5000 m/z 41.10 34.35%
27.0
;
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7686: Cyclohexane, 1,4-dimethyl-, trans- .
55.0 97.0 10.50
m/z 56.10 27.60%
5000
Il W
0 ‘ J\ JUV
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011823\
Data File : VY012247.D

Acqg On : 18 Jan 2023 15:40
Operator : KP/MD

Sample : 01179-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011623S.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 Cyclohexane, 1,3-dimethyl-,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.618 9.01 ug/l 103145  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 94
2 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 94
3 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 91
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 87
5 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 80
Abundance Scan 1443 (10.618 min): VY012247.D\data.ms (-1439) (- m/z 97.10 100.00%
97.1
55.1
5000
M1 112.1 T
691 e —
‘ ‘ ‘ 83.2 10.50 11.00
o‘H‘HH‘m‘,‘mi‘“mmuw“JJWMMw\l_wmw m/z 55.18  78.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7685: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 41.0 J\‘ : ..
112.0 10.50 11.00
27.0 69.0 m/z 112.10 33.32%
T
O\\\]‘-\3\(\)\‘\\\\’\\H‘\‘\H‘1‘}\‘\‘H\“\1‘\\\\‘\H\\‘\\‘\l‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7674: Cyclohexane, 1,4-dimethyl-, cis-
55.0 97.0
5
10.50 11.00
5000 41.0 m/z 41.10 29.20%
112.0
69.0
21.0 ‘ ‘ 83.0
o‘H_m_H‘U,w‘!hHMHW‘lw_m_“‘wwm_
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans- = ——
55.0 97.0 10.50 11.00
m/z 56.05 24.68%
5000 41.0
112.0
27.0 69.0
[ ]
o‘H_m_H“,w‘!“H‘u‘uhwhlw_‘m_‘\lwww WAVEWIVAES
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011823\
Data File : VY012247.D

Acqg On : 18 Jan 2023 15:40
Operator : KP/MD

Sample : 01179-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011623S.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, 1,3,5-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.971 11.68 ug/l 133678 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 91
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 87
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 83
4 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 72
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 72

Abundance Scan 1501 (10.971 min): VY012247.D\data.ms (-1492) (- m/z 111.10 100.00%
69.1 111.1
5000 M
41.1 A
148.9 11.00
Obrrrpree bbb bl i bl e 2970 myz 69.10 91.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13261: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
5000 /\ i T
11.00
41.0 m/z 55.10  47.67%
O\\]_\5\(‘)\‘\‘\\‘\\\!“\‘\‘\\‘H\\\‘\\!\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13305: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0
.
11.00
5000 41.0 m/z 126.20  28.84%
15.0 “ |
0Ll ‘HMM‘H“MHW!“mH‘mwmwmwm‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13301: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. ot
69.0 11.00
111.0 m/z 41.10 24.07%
) | MW\
0l 1501 A
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011823\
Data File : VY012247.D

Acqg On : 18 Jan 2023 15:40
Operator : KP/MD

Sample : 01179-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011623S.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 Cyclohexane, ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.032 9.81 ug/l 112365 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 91
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 64
3 Acetaldehyde 2E-hexenyl 3Z-hexen... 226 C14H2602 1000431-45-5 50
4 Oxalic acid, cyclohexyl propyl e... 214 C11H1804 1000309-30-3 50
5 4-Oxohex-2-enal 112 C6H802 020697-55-6 50
Abundance Scan 1511 (11.032 min): VY012247.D\data.ms (-1508) (- m/z 83.10 100.00%
83.1
55.1
112.1 1 1
391 11.00
Ol ey L 18201489 e 1 55 10
m/z--> 20 40 60 80 100 120 140
Abundance #7532: Cyclohexane, ethyl-
55.0 83.0
5000 o :
112.0 11.00
39/0 ' m/z 82.10 47.87%
miz-> 20 40 60 80 100 120 140
Abundance #13202: Cyclohexane, propyl-
83.0
i
55.0 11.00
5000 m/z 41.10 22.74%
39/0 126.0
olaso b oseo |
miz--> 20 40 60 80 100 120 140
Abundance #106964: Acetaldehyde 2E-hexenyl 3Z-hexenyl acetal e ‘
83.0 11.00
m/z 112.10 19.21%
55.0
5000
39.0 127.0 \ /\
LS NN 1 VN A | APV
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011823\
Data File : VY012247.D

Acqg On : 18 Jan 2023 15:40
Operator : KP/MD

Sample : 01179-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011623S.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 unknownll.282 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.282  22.99 ug/l 263196 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 43
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 35
3 Dodecane, 5-methyl- 184 C13H28 017453-93-9 35
4 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 27
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 27
Abundance Scan 1552 (11.282 min): VY012247.D\data.ms (-1543) (| m/z 43.10 100.00%
43.1
5000 1111 /\
e —
‘ 11.00 11.50
oWH‘;;H‘w_mwmwl‘ A2 2071y 57.10 57.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14530: Octane, 2-methyl-
43.0
5000 /\ 1 T
11.00 11.50
710 m/z 41.10  52.68%
H ‘ 130
0\‘\\\\“}\\‘\‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45488: Undecane, 5-methyl-
43.0
— =
11.00 11.50
5000 71.0 m/z 71.10 48.51%
0 1 ““ 0 1410 1700
w‘H“H‘w"H‘H“_‘H“H‘_“w‘u‘,u‘w“H
m/z--> 20 40 60 80 100 120 140 160 180 200 /\
Abundance #59039: Dodecane, 5-methyl- = Pt
43.0 11.00 11.50
m/z 69.10 43.77%
5000 85.0
126.0
S -1 S b
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\VY011823\
Data File : VY012247.D

Acqg On : 18 Jan 2023 15:40
Operator : KP/MD

Sample : 01179-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011623S.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 Octane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.380 7.73 ug/1 88453  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 91
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 81
3 Decane, 2,5-dimethyl- 170 C12H26 017312-50-4 59
4 Undecane, 6-methyl- 170 C12H26 017302-33-9 45
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 42
Abundance Scan 1568 (11.380 min): VY012247.D\data.ms (-1563) (- | m/z 57.05 100.00%
57.0
98.2
‘ ‘ 128.2 11.00 11.50
bl d L1282 1651 2071 o 4165  26.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14528: Octane, 3-methyl-
57.0
5000 — =
11.00 11.50
m/z 43.10  25.12%
29.0 98.0
O\\\\‘\‘\‘\\“\\\"\\“\\‘\\\\M‘\\\\]‘-\2\8\\0‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
11. 00 11 50
5000 m/z 56.05 22.44%
29.0 99.0
LA g ) 1280
oSS N Y N st o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45505: Decane, 2,5-dimethyl- — T
57.0 11.00 11.50
m/z 98.15 20.34%
5000
29.0 98.0
Ohrrrpthrdby i b 2220 4700 | Ao I) s
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY011823\
Data File : VY012247.D

Acqg On : 18 Jan 2023 15:40
Operator : KP/MD

Sample : 01179-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y011623S.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|
Heptane, 2-methyl- 9.819 9.1 ug/l 92576 2 8.691 511527 50.0
Heptane, 3-methyl- 9.959 11.1 ug/l 113201 2 8.691 511527 50.0
Octane 10.368 15.9 ug/l 182597 3 11.490 572469 50.0
Cyclohexane, 1,... 10.520 6.9 ug/l 79186 3 11.490 572469 50.0
Cyclohexane, 1,... 10.618 9.0 ug/l 103145 3 11.490 572469 50.0
Cyclohexane, 1,... 10.971 11.7 ug/l 133678 3 11.490 572469 50.0
Cyclohexane, et... 11.032 9.8 wug/l 112365 3 11.490 572469 50.0
unknownl11.282 11.282 23.0 ug/l 263196 3 11.490 572469 50.0
Octane, 3-methyl- 11.380 7.7 ug/l 88453 3 11.490 572469 50.0
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