LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040921\
Data File : VY004359.D

Acqg On : 09 Apr 2021 15:46
Operator : SY/MD

Sample : M1983-02

Misc : 2.35G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 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@04359.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total

1 3.960 340 351 386 rBV 2260672 6366211 8.23% 1.385%
2 6.539 760 774 788 rBV 818199 2753009 3.56% 0.599%
3 6.704 788 801 810 rVV 1467148 4680260 6.05% 1.018%
4 6.808 810 818 833 rVW 672983 2105870 2.72% ©0.458%
5 7.539 919 938 955 rBV 2707509 7755703 10.03% 1.687%
6 7.777 955 977 987 rVV2 22732390 61151921 79.08% 13.303%
7 7.887 987 995 1006 rVV 10500235 25881817 33.47% 5.630%
8 8.021 1006 1017 1033 rVV 27919919 76605167 99.07% 16.665%
9 8.283 1049 1060 1067 rVV3 5620343 13898320 17.97% 3.023%
10 8.356 1067 1072 1078 rVV2 1936058 4396922 5.69% 0.957%
11  8.429 1078 1084 1095 rVB 2461567 5507397 7.12%  1.198%
12 8.557 1095 1105 1120 rBV 17997193 36060918 46.64% 7.845%
13 8.697 1120 1128 1143 rBV 469437 972768 1.26% 0.212%
14 9.008 1172 1179 1187 rVB 519813 1041006 1.35% 0.226%
15 9.191 1195 1209 1215 rBV 5963674 14306738 18.50% 3.112%
16 9.246 1215 1218 1226 rVB 1074089 1923992 2.49% 0.419%
17 9.374 1232 1239 1245 rBV 1345957 2437921 3.15% 0.530%
18 9.466 1245 1254 1261 rVB2 446387 1252839 1.62% 0.273%
19 9.612 1270 1278 1288 rVB2 403124 804371 1.04% 0.175%
20 9.764 1291 1303 1307 rBV 464254 895562 1.16% 0.195%
21  9.825 1307 1313 1316 rVV 760209 1350845 1.75% 0.294%
22 9.965 1325 1336 1348 rBV 836995 2320986 3.00% 0.505%
23 10.185 1364 1372 1376 rBV2 1927413 3716400 4.81% 0.808%
24 10.252 1376 1383 1390 rVB 32891781 77325476 100.00% 16.822%
25 10.374 1396 1403 1410 rVB4 1104907 2413394 3.12% 0.525%
26 10.526 1423 1428 1436 rVB 632633 1111872 1.44% 0.242%
27 10.624 1436 1444 1450 rBV 783804 1557463 2.01% 0.339%
28 11.038 1508 1512 1516 rVV 1011102 1560765 2.02% 0.340%
29 11.093 1516 1521 1527 rVB 875358 1517333 1.96% 0.330%
30 11.295 1543 1554 1564 rVB4 705320 2145943 2.78% 0.467%
31 11.709 1612 1622 1631 rVV4 1882259 5581351  7.22% 1.214%
32 12.002 1663 1670 1672 rBv3 558040 1058476 1.37% 0.230%
33 12.032 1673 1675 1682 rVW 623203 924398 1.20% 0.201%
34 12.496 1745 1751 1759 rVB2 1021383 1908332 2.47%  0.415%
35 12.806 1798 1802 1808 rVB2 1146273 1786452 2.31% 0.389%

36 12.916 1813 1820 1826 rBV 29395914 54588884 70.60% 11.875%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040921\
Data File : VY004359.D

Acqg On : 09 Apr 2021 15:46
Operator : SY/MD

Sample : M1983-02

Misc : 2.35G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 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 13.154 1848 1859 1868 rBV 10380623 16837546 21.77% 3.663%

38 13.245 1869 1874 1879 rVV 1599386 2403444  3.11% 0©.523%
39 13.489 1907 1914 1922 rVB2 1721004 3158682 4.08% 0.687%
40 13.751 1952 1957 1962 rBV 825950 1161424 1.50% 0.253%
41 14.404 2057 2064 2071 rVB 465257 1045221 1.35% ©.227%
42 14.611 2093 2098 2103 rVB 983369 1326959 1.72% 0.289%
43 15.141 2180 2185 2192 rBV2 594312 1264428 1.64% 0.275%
44 15.434 2229 2233 2241 rVB 515376 813278 1.05% ©.177%

Sum of corrected areas: 459678064
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040921\
Data File : VY@04359.D

Acqg On : 09 Apr 2021 15:46
Operator : SY/MD

Sample : M1983-02

Misc : 2.35G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 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

Abundance TIC: VY004359.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040921\
Data File : VY@04359.D

Acqg On : 09 Apr 2021 15:46
Operator : SY/MD

Sample : M1983-02

Misc : 2.35G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 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 Pentane, 3-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.283 714.37 ug/l 13898300 1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 72
2 1-Heptene, 4-methyl- 112 C8H16 013151-05-8 64
3 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 45
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 43
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 43
Abundance Scan 1060 (8.283 min): VY004359.D\data.ms (-1049) (-) m/z 43.10 100.00%
43.1 70.1
5000
‘ | 98.0 8.00 8.20 8.40 8.60
Ol L PRS 1850 1768 0 76,16 99.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7668: Pentane, 3-ethyl-2-methyl-
43.0
70.0
5000
8.00 8.20 8.40 8.60
m/z 71.10 60.12%
0 15.0 “ \ﬂ‘ ‘L‘ \ \LZ-O 114.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
43.0
70.0
8.00 8.20 8.40 8.60
5000 m/z 41.10 45.82%
0 15.0 112.0
o B B R oo
miz--> 20 40 60 80 100 120 140 160 180
Abundance #7652: Hexane, 2,3-dimethyl-
43.0 70.0 8.00 8.20 8.40 8.60
m/z 55.10 45.32%
5000
‘\‘ ‘ | b ! 11\4'0
R = o L s,
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040921\
Data File : VY@04359.D

Acqg On : 09 Apr 2021 15:46
Operator : SY/MD

Sample : M1983-02

Misc : 2.35G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 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 Cyclopentane, 1,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.356 226.00 ug/l 4396920 1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,3-dimethyl- 98 C7H14 002453-00-1 91
2 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 87
3 Cyclopentane, 1,3-dimethyl-, cis- 98 C7H14 002532-58-3 87
4 1-Hexene, 3-methyl- 98 C7H14 003404-61-3 64
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 59
Abundance Scan 1072 (8.356 min): VY004359.D\data.ms (-1067) (-) m/z 70.10 100.00%
70.1
41.
Moo )
e
98.1 8.00 8.20 8.40 8.60
bl ll il L1832 1759 2071 ., 56 19 95.15%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3394: Cyclopentane, 1,3-dimethyl-
70.0
41.
5000
8.00 8.20 8.40 8.60
m/z 55.10 76.94%
“ ‘ 98.0
O\‘\\\\‘\\\\ ‘\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
56.0
8.00 8.20 8.40 8.60
5000 m/z 41.10 65.86%
27.0
83.0
0 1.0
L B B R R
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #3407: Cyclopentane, 1,3-dimethyl-, cis-
56.0 8.00 8.20 8.40 8.60
m/z 69.05 37.53%
5000
27.0 83.0
0 R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040921\
Data File : VY@04359.D

Acqg On : 09 Apr 2021 15:46
Operator : SY/MD

Sample : M1983-02

Misc : 2.35G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 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 Cyclopentane, 1,2-dimethyl-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.429 283.08 ug/l 5507400 1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 95
2 Isopropylcyclobutane 98 C7H14 000872-56-0 93
3 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 91
4 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
5 Cyclopentane, 1,3-dimethyl-, trans- 98 C7H14 001759-58-6 90
Abundance Scan 1084 (8.429 min): VY004359.D\data.ms (-1078) (-) m/z 56.10 100.00%
56.1
5000
98.1
| ‘ 8.20 8.40 8.60 8.80
0 e sl it e AL gz 550180 73.91%
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #3416: Cyclopentane, 1,2-dimethyl-, trans-
56.0
5000
270 8.20 8.40 8.60 8.80
98.0 m/z 70.10  73.28%
O\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
o )
A RARRNEEEEEE S
8.20 8.40 8.60 8.80
m/z 41.10 61.38%
5000 27.0
98.0
.
miz--> 0 20 40 60 80 100 120 140 160 180
Abundance #3408: Cyclopentane, 1,2-dimethyl-, cis-
56.0 8.20 8.40 8.60 8.80
m/z 69.10 35.54%
5000
98.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040921\
Data File : VY@04359.D

Acqg On : 09 Apr 2021 15:46
Operator : SY/MD

Sample : M1983-02

Misc : 2.35G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 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 Heptane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.557 1853.52 ug/1 36060900 1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 91
2 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 49
3 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 40
4 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 40
5 Hexane, 3-methyl- 100 C7H16 000589-34-4 40

Abundance Scan 1105 (8.557 min): VY004359.D\data.ms (-1095) (-) m/z 43.10 100.00%

43.1
5000
100.1

‘ 8.20 8.40 8.60 8.80
I 1

o,H‘Lm‘u”wuwlf‘fl‘ 2071 28l p/z 71.85  66.39%

m/z--> 0 50 100 150 200 250
Abundance #3973: Heptane
43.0
5000

8.20 8.40 8.60 8.80
m/z 41.10 62.82%

‘ ‘ 100.0
O ’ T T T T - ‘ ‘ T \‘ T T 1 T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 0 50 100 150 200 250
Abundance
e S

30.0 8.20 8.40 8.60 8.80
5000 m z 57.05 59.18%
O ]\
miz--> 0 50 100 150 200 250
Abundance #7658: Pentane, 2,3,4-trimethyl- R RaaEE e S
43.0 8.20 8.40 8.60 8.80

m/z 56.05 35.99%

5000 A
0129, M‘ L‘u | 83.0 1140 M\

m/z--> 0 50 100 150 200 250 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@40921\
Data File : VY@04359.D

Acqg On : 09 Apr 2021 15:46

Operator : SY/MD

Sample : M1983-02

Misc : 2.35G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.M
: 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 Hexane, 2,4-dimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
9.246 98.89 ug/l 1923990  1,4-Difluorobenzene 8.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 cais 000589-43-5 95

2 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 72

3 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 64
4 Sulfurous acid, butyl hexyl ester 222 C10H2203S 1000309-17-3 64
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 59
Abundance Scan 1218 (9.246 min): VY004359.D\data.ms (-1215) (-) m/z 43.10 100.00%
43.1
85.1
5000
R R e RS
‘ “ | 1u4a 9.00 9.20 9.40 9.60
Ol bt e e P e 728 2071 7 57,10 91.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7642: Hexane, 2,4-dimethyl-
43.0
85.0
5000 L LI L B I LA B
9.00 9.20 9.40 9.60
m/z 85.10 73.21%
O\]-\5\.‘0\‘\‘\\“}\\\“\\“‘\\‘!‘\\\‘\]-\]-\4\.‘()\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
9.00 9.20 9.40 9.60
5000 85.0 m/z 41.10 48.76%
0 129.0
—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3996: Pentane, 2,2-dimethyl- R  RRARERNR S
57.0 9.00 9.20 9.40 9.60
m/z 56.10 35.40%
5000 85.0
29.0
O\\w\MHMM\”M\H‘HH\M\\w\u\‘u\w\\u‘u\\w\u
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@40921\
Data File : VY@04359.D

Acqg On : 09 Apr 2021 15:46

Operator : SY/MD

Sample : M1983-02

Misc : 2.35G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1
Quant Method
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

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

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 Cyclopentane, ethyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.374 125.31 ug/1l 2437920  1,4-Difluorobenzene 8.697
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, ethyl- 98 C7H14 001640-89-7 97
2 1-Pentene, 3-ethyl- 98 C7H14 004038-04-4 43
3 3-Methyl-2-hexene 98 C7H14 017618-77-8 38
4 3-Hexene, 3-methyl-, (E)- 98 C7H14 003899-36-3 35
5 Cyanamide, dimethyl- 70 C3H6N2 001467-79-4 35
Abundance Scan 1239 (9.374 min): VY004359.D\data.ms (-1232) (-) m/z 69.10 100.00%
69.1
5000
39,0
TR e
‘ ) 9.00 9.20 9.40 9.60
ol 1991 145117592071 2810 ./, 6g.10  75.62%
miz--> 50 100 150 200 250
Abundance #3337: Cyclopentane, ethyl-
69.0 JL
5000 L L L L LA B B R I
9.00 9.20 9.40 9.60
39,0 m/z 41.10 66.03%
0 T T H\ ‘H ‘H‘\ “ \‘ 9%-9 T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
41.0
9.00 9.20 9.40 9.60
5000 m/z 70.05 57.01%
98.0
0 ey
m/z--> 50 100 150 200 250
Abundance #3314: 3-Methyl-2-hexene
41.0 9.00 9.20 9.40 9.60
m/z 55.10 50.17%
5000
‘ ‘ ‘ ‘83.0
oAbl
mlz--> 50 100 150 200 250 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040921\
Data File : VY@04359.D

Acqg On : 09 Apr 2021 15:46
Operator : SY/MD

Sample : M1983-02

Misc : 2.35G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 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 Cyclopentane, 1,2,4-trimeth... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
9.466 64.40 ug/l 1252840 1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 016883-48-0 94
2 Cyclopentane, 1,2,4-trimethyl- 112 C8H16 002815-58-9 91
3 Cyclopentane, 1,2,4-trimethyl-, ... 112 C8H16 004850-28-6 91
4 Hexane, 2-methyl-4-methylene- 112 C8H16 003404-80-6 78
5 Octane, 3-methyl-6-methylene- 140 C10H20 074630-07-2 78
Abundance Scan 1254 (9.466 min): VY004359.D\data.ms (-1245) (-) m/z 70.10 100.00%
70.1
5000
41.1
‘“ 97.1 9.20 9.40 9.60 9.80
) SR ) “ bl 23581880 1761 n/; s55.05  71.71%
m/z--> 20 80 100 120 140 160 180
Abundance #6332: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4
70.0
5000
41.0 9.20 9.40 9.60 9.80
m/z 41.10 27.19%
112.0
0150 ““\\‘\\“9 Q‘\\l\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
70.0
9.20 9.40 9.60 9.80
5000 m/z 69.10 21.24%
41.0
97.0
L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #6833: Cyclopentane, 1,2,4-trimethyl-, (1.alpha.,2.alpha., R AR RS Ry
70.0 9.20 9.40 9.60 9.80
m/z 42.10 20.54%
5000
41.0
LT LN
e ‘H“‘H“ R A e R
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040921\
Data File : VY@04359.D

Acqg On : 09 Apr 2021 15:46
Operator : SY/MD

Sample : M1983-02

Misc : 2.35G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 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 Heptane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.825 69.43 ug/l 1350850 1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 97
2 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 72
3 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 37
4 Butane, 1-(ethenyloxy)-3-methyl- 114 C7H140 039782-38-2 35
5 Heptane, 3-ethyl- 128 C9H20 015869-80-4 35
Abundance Scan 1313 (9.825 min): VY004359.D\data.ms (-1307) (-) m/z 57.10 100.00%
57.1
5000
99.0
‘ | h ' 9.50 10.00
ol b 1e0 28l o 43,10 95.56%
miz--> 50 100 150 200 250
Abundance #7632: Heptane, 2-methyl-
57.0
5000 o VAR
9.50 10.00
21.0 99.0 m/z 41.10  46.66%
O’
m/z--> 50 100 150 200 250
Abundance
57.0
B e
9.50 10.00
m/z 42.10 43.09%
5000 99.0 /
15.0
o>y
m/z--> 50 100 150 200 250
Abundance #12709: Hexane, 2,4,4-trimethyl-
57.0 9.50 10.00
m/z 70.10 20.91%
5000
27.0 99.0
mlz--> 50 100 150 200 250 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040921\
Data File : VY@04359.D

Acqg On : 09 Apr 2021 15:46
Operator : SY/MD

Sample : M1983-02

Misc : 2.35G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 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 Heptane, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.965 119.30 ug/l 2320990 1,4-Difluorobenzene 8.697

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 94
2 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 53
3 Pyrrolidine, 3-methyl- 85 C5H11N 034375-89-8 50
4 Pentane, 2,3,3,4-tetramethyl- 128 C9H20 016747-38-9 50
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
Abundance Scan 1336 (9.965 min): VY004359.D\data.ms (-1325) (-) m/z 43.10 100.00%
43.1
85.0
5000
‘ ‘ ) 10.00
obrrdidy b 11501452177.12069 281 /7 57,10 84.24%
miz-> 50 100 150 200 250
Abundance #7624: Heptane, 3-methyl-
43.0
85.0
5000
10.00
m/z 85.05 71.93%
O T T L‘ "“\ w T ‘\ ’l]\-ﬁ\.o\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
43.0
5
10.00
5000 85.0 m/z 41.05 56.63%
013.0 128.0
B e e B e e e
miz--> 50 100 150 200 250
Abundance #1577: Pyrrolidine, 3-methyl- e
43.0 10.00
m/z 56.05 53.14%
5000
85.0
o130 L L
mlz--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@40921\
Data File : VY@04359.D

Acqg On : 09 Apr 2021 15:46

Operator : SY/MD

Sample : M1983-02

Misc : 2.35G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y032921S.M
: 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 4-Heptanone, 2,6-dimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.916 864.11 ug/l 54588900 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Heptanone, 2,6-dimethyl- 142 C9H180 000108-83-8 91
2 t-Butyl isobutyl ketone 142 C9H180 014705-50-1 59
3 3-Buten-2-0l, 2,3-dimethyl- 100 C6H120 010473-13-9 50
4 2(3H)-Furanone, dihydro-5-propyl- 128 C7H1202 000105-21-5 43
5 4-Octanone, 2-methyl- 142 C9H180 007492-38-8 40

Abundance Scan 1820 (12.916 min): VY004359.D\data.ms (-1813) (- m/z 57.10 100.00%
57.1 85.0
5000
142.2 -
H ) 13.00
O d 18 L1750 2092 2500 ;g5 g5 99.19%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240
Abundance #20011: 4-Heptanone, 2,6-dimethyl-
57.0
85.0
5000 T J\
13.00
m/z 41.10 44 .429%
29.0 142.0
O\\H‘\‘\‘\\““\\\W‘\\‘H‘\‘\\\i\\\\.‘()\‘H\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\H\‘
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance
57.0
13.00
5000 85.0 m/z 58.10  28.01%
29.0
142.0
e U ESEEE IR
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #3924: 3-Buten-2-ol, 2,3-dimethyl-
85.0 13.00
43.0 m/z 142.20  25.35%
5000
e A
m/z--> 20 40 60 80 100120140 160 180 200 220 240 13.00

82Y032921S.M Mon Apr 12 ©8:22:42 2021

Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY040921\
Data File : VY004359.D

Acqg On : 09 Apr 2021 15:46
Operator : SY/MD

Sample : M1983-02

Misc : 2.35G/5ML/MSVOA_Y/SOIL

ALS Vvial : 10 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|
Pentane, 3-ethy... 8.283 714.4 ug/l 13898300 2 8.697 972768 50.0
Cyclopentane, 1... 8.356 226.0 ug/l 4396920 2 8.697 972768 50.0
Cyclopentane, 1... 8.429 283.1 ug/l 5507400 2 8.697 972768 50.0
Heptane 8.557 1853.5 ug/l 36060900 2 8.697 972768 50.0
Hexane, 2,4-dim... 9.246 98.9 wug/l 1923990 2 8.697 972768 50.0
Cyclopentane, e... 9.374 125.3 ug/l 2437920 2 8.697 972768 50.0
Cyclopentane, 1... 9.466 64.4 wug/l 1252840 2 8.697 972768 50.0
Heptane, 2-methyl- 9.825 69.4 ug/l 1350850 2 8.697 972768 150.0
Heptane, 3-methyl- 9.965 119.3 ug/l 2320990 2 8.697 972768 50.0
4-Heptanone, 2,... 12.916 864.1 wug/l 54588900 4 13.428 3158680 50.0
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