LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010923\
Data File : VY@12115.D

Acqg On : 09 Jan 2023 16:57
Operator : KP/MD

Sample : 01064-07

Misc : 1.24g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 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\82Y010623S.M

Title : SW846 8260

Signal : TIC: VY@12115.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.253 227 235 252 rVB 105973 238433 10.13% 2.470%
2 3.948 340 349 365 rBvV 15115 42319 1.80% 0.438%
3 4.716 463 475 484 rBV3 14868 44001 1.87% 0.456%
4 6.990 836 848 856 rBV 11180 30938 1.31% 0.321%
5 7.716 956 967 973 rBvV 140018 333678 14.17% 3.457%

6 7.789 973 979 992 rVB 243138 548947 23.31% 5

7 8.143 1027 1037 1050 rBV 129463 291431 12.38% 3.019%

8 8.691 1117 1127 1138 rBV 361232 716500 30.43% 7

9 9.136 1192 1200 1215 rVB 1286542 2354484 100.00% 24.393%
9.283 1216 1224 1234 rVB 106309 205695 8.74%  2.131%

11 9.447 1244 1251 1261 rBV 81174 149657 6.36% 1.550%
12 10.179 1363 1371 1380 rBV 601799 1015674 43.14% 10.522%

13 10.606 1431 1441 1452 rBV2 24744 49886 2.12% ©.517%
14 10.831 1469 1478 1489 rBV 101098 162481 6.90% 1.683%
15 10.935 1489 1495 1501 rBv2 29354 49838 2.12% ©.516%

16 11.490 1578 1586 1597 rBV 553906 889127 37.76%
17 11.886 1641 1651 1663 rBV 98294 159818 6.79%
18 12.105 1680 1687 1697 rBV 234592 391049 16.61%
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19 12.483 1742 1749 1760 rVB 458197 721489 30.64% 475%
20 13.087 1842 1848 1856 rVV 167745 246649 10.48% 555%
21 13.166 1856 1861 1866 rVB 91449 131194 5.57% 1.359%
22 13.428 1897 1904 1911 rBV 561184 854260 36.28%  8.850%
23 13.520 1911 1919 1927 rVB4 10010 24876 1.06% ©0.258%

Sum of corrected areas: 9652424
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010923\
Data File : VY@12115.D

Acqg On : @09 Jan 2023 16:57
Operator : KP/MD

Sample : 01064-07

Misc : 1.24g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.M
Quant Title : SW846 8260

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

Abundance TIC: VY012115.D\data.ms
1200000

1000000

800000

600000

400000

200000
3.253

3.948 4.716

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\/\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
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: VY012115.D\data.ms

9.136

1200000

1000000

800000

600000 10.179 11.490

400000 8.691

200000
7.7 8.143 9.283 447 10.831

6.990 A 10.606 10.935
ol s N o L S /\ k‘ ) e
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance TIC: VY012115.D\data.ms

1200000
1000000
800000

600000 13.428
12.483
400000

12.105
200000 13.087

1.886 .166
\ .520
| T T i T T T T T T T T T

’ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010923\
Data File : VY@012115.D

Acqg On : @09 Jan 2023 16:57
Operator : KP/MD

Sample : 01064-07

Misc : 1.24g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.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 Pentane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.253 21.72 ug/1 238433  Pentafluorobenzene 7.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Isobutylene epoxide 72 C4H80 000558-30-5 47
3 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 43
4 Oxirane, ethyl- 72 C4H80 000106-88-7 40
5 Tetrahydrofuran 72 C4H80 000109-99-9 38
Abundance Scan 235 (3.253 min): VY012115.D\data.ms (-227) (-) m/z 43.10 100.00%
3.1
5000 /L
R E  ARREEREEEE
‘ 72"1 3.00 3.20 3.40 3.60
Ol 2900 myz 42,10 58.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #809: Pentane
43.0
5000 L B B I IR L
3.00 3.20 3.40 3.60
m/z 41.05 54.33%
72.0
O\?—\5\.(‘)\“1‘\\“HH‘u“H!\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #783: Isobutylene epoxide
41.0
R A RamaEEEEEE
3.00 3.20 3.40 3.60
5000 m/z 39.10 20.56%
72.0
15.0
0- B R A AL S A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #726: Diaziridine,3,3-dimethyl- ARAARREEE /‘\,‘ .
32.0 3.00 3.20 3.40 3.60
m/z 57.10 19.27%
5000
54.0
m/z--> 20 40 60 80 100 120 140 160 180 200 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010923\
Data File : VY@012115.D

Acqg On : @09 Jan 2023 16:57
Operator : KP/MD

Sample : 01064-07

Misc : 1.24g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.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 2-Pentanone Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.136 164.31 ug/l 2354480 1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 91
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 53
3 2,3-Butanedione 86 C4H602 000431-03-8 49
4 Butane 58 C4H10 000106-97-8 9
5 3,3-Dimethyl-2,4-pentane dione 128 C7H1202 003142-58-3 9

Abundance Scan 1200 (9.136 min): VY012115.D\data.ms (-1192) (-) m/z 43.10 100.00%
3.1
5000
86.1
‘ 8.80 9.00 9.20 9.40
Ob el b b 2972 m/z 86.10 25.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1918: 2-Pentanone
43.0
5000
8.80 9.00 9.20 9.40
86.0 m/z 41.10 12.83%
O\\J-\E)\.‘()\‘\\\“‘M\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1989: 2-Butanone, 3-methyl-
43.0
R RREE e R
8.80 9.00 9.20 9.40
5000 m/z 71.10 11.53%
86.0
0‘H““HH“m‘“H‘H‘“H“‘H“HHWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1861: 2,3-Butanedione R R R
43.0 8.80 9.00 9.20 9.40
m/z 58.10 9.05%
5000
86.0
15.0 ‘
O T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010923\
Data File : VY@012115.D

Acqg On : @09 Jan 2023 16:57
Operator : KP/MD

Sample : 01064-07

Misc : 1.24g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.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 3-Pentanone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.283 14.35 ug/l 205695 1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Pentanone 86 C5H100 000096-22-0 80
2 Propanal, 2,2-dimethyl- 86 C5H100 000630-19-3 39
3 Propanoic acid, 2,2-dimethyl-, s... 208 C5H9Ag02 007324-58-5 9
4 Neopentane 72 C5H12 000463-82-1 9
5 Ethyl-1-propenyl ether 86 C5H100 000928-55-2 7

Abundance Scan 1224 (9.283 min): VY012115.D\data.ms (-1216) () | m/z 57.05 100.00%

57.0
5000
S RAREEEEER T
9.00 9.20 9.40 9.60
ol—upd 2000 m/z 86.10 26.28%
miz--> 50 100 150 200 250 300 350
Abundance #1927: 3-Pentanone
57.0
5000
9.00 9.20 9.40 9.60
J m/z 42.00 4.11%
01\5.\\‘\““‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #2005: Propanal, 2,2-dimethyl-
57.0
R ALRmmwaRE
9.00 9.20 9.40 9.60
5000 m/z 56.10 3.98%
m/z--> 50 100 150 200 250 300 350 /)L\w
Abundance #85469: Propanoic acid, 2,2-dimethyl-, silver(1+) salt H“‘H‘,‘H“AH“‘H‘
57.0 9.00 9.20 9.40 9.60
m/z 58.05 3.88%
5000
317.0
Ol 2070200 3TAL
m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010923\
Data File : VY@012115.D

Acqg On : @09 Jan 2023 16:57
Operator : KP/MD

Sample : 01064-07

Misc : 1.24g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.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 2-Pentanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.447 10.44 ug/1 149657 1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol 88 C5H120 006032-29-7 72
2 (R)-(-)-2-Pentanol 88 C5H120 031087-44-2 72
3 2-Butanol 74 C4H1e0 000078-92-2 64
4 Isopropyl Alcohol 60 C3H80 000067-63-0 59
5 (S)-(+)-2-Pentanol 88 C5H120 026184-62-3 56

Abundance Scan 1251 (9.447 min): VY012115.D\data.ms (-1244) (-)| | m/z 45.10 100.00%

45.1
5000

m 731 9.20 9.40 9.60 9.80
m_m"H‘H‘wmw‘HwW_MW_M%QT? m/z 55.10  30.05%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2347: 2-Pentanol
45.0
5000

9.20 9.40 9.60 9.80
m/z 43.05 22.70%

15.0 ‘ 3.0
0' \\\‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2371: (R)-(-)-2-Pentano
45.0

9.20 9.40 9.60 9.80

o

5000 m/z 59.10 18.40%
73.0
0 ‘H‘Qmm“‘l"wHm‘Hw‘Hwwwwwww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #960: 2-Butanol e e
45.0 9.20 9.40 9.60 9.80

m/z 73.10 13.50%

5000 ]\
18. o‘ ‘ ‘
0 IREY

m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010923\
Data File : VY@012115.D

Acqg On : @09 Jan 2023 16:57
Operator : KP/MD

Sample : 01064-07

Misc : 1.24g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.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 1-Hexanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.886 8.99 ug/1 159818 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol 102 C6H140 000111-27-3 83
2 Formic acid, hexyl ester 130 C7H1402 000629-33-4 83
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 80
4 Cyclopropane, propyl- 84 C6H12 002415-72-7 78
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 78

Abundance Scan 1651 (11.886 min): VY012115.D\data.ms (-1641) (- m/z 56.10 100.00%

56.1
5000

84.1 11. 50 12 00

‘_Hwmw‘uw“"H_MH"H‘_wwwwm%‘??? m/z 55.10  55.76%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4967: 1-Hexano
56.0
5000

11.50 12.00
m/z 43.10 47.46%

31.0
\‘\\\\‘\“\H\\‘i‘\‘\\”“\\‘\\S‘ﬁ.\()\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #15426: Formic acid, hexyl ester
56.0

o

o

1150 1200
5000 m/z 41.10 43.30%
29.0
H | ‘ 84.0
0 w“u‘u‘q\‘ﬂ‘H‘w!uH‘H‘w“u‘u‘w“u‘u‘w“u
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1659: Cyclobutane, ethyl-
56.0 1150 1200

m/z 42.10 35.71%

5000
27.0
o Ll L 1m0
0 il

m/z--> 0 20 40 60 80 100 120 140 160 180 200 1150 1200
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010923\
Data File : VY@012115.D

Acqg On : @09 Jan 2023 16:57
Operator : KP/MD

Sample : 01064-07

Misc : 1.24g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.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 2-Heptanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.105 21.99 ug/l 391049 Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Hexanone, 5-methyl- 114 C7H140 000110-12-3 83
3 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 64
4 2-Pentanone, 4,4-dimethyl- 114 C7H140 000590-50-1 47
5 5-Nonanone, 2,8-dimethyl- 170 C11H220 002050-99-9 38
Abundance Scan 1687 (12.105 min): VY012115.D\data.ms (-1680) (- m/z 43.05 100.00%
3.0
5000
71.1 ' ——
114.1 12.00 12.50
Ot T 2070 h; sg.16 76.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8418: 2-Heptanone
43.0
5000 . ——
12.00 12.50
. m/z 71.10 20.70%
15-0“ | 114.0
O\\\‘\‘\‘}\\“M\\‘\“‘\\i\‘\\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8504: 2-Hexanone, 5-methyl-
43.0
— —
12.00 12.50
5000 m/z 41.10 12.68%
Lm0
o'+t
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8508: 2-Hexanone, 4-methyl- I P
43.0 12.00 12.50
m/z 59.10 11.91%
5000
“ ‘85"0 114.0
O rrrprrrr i ‘Hm‘Hm“H“"m“m‘mwmwuu T —T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010923\
Data File : VY@012115.D

Acqg On : @09 Jan 2023 16:57
Operator : KP/MD

Sample : 01064-07

Misc : 1.24g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.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 3-Octanone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.087 14.44 ug/1l 246649 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanone 128 C8H160 000106-68-3 96
2 3-Heptanone, 6-methyl- 128 C8H160 000624-42-0 53
3 Butanal, 2-ethyl- 100 C6H120 000097-96-1 52
4 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 46
5 1-Propene, 1-methoxy- 72 C4H80 007319-16-6 43

Abundance Scan 1848 (13.087 min): VY012115.D\data.ms (-1842) (- m/z 57.05 100.00%

57.0
99.1
5000

—
128.2 13.00

wwwm“Mmu“‘w‘uH‘MHWJH_WW_MZ‘QH m/z 43.10  94.74%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14269: 3-Octanone
43.0
72.0 99.0

o

5000 — ‘
13.00
128.0 m/z 72.10 74.76%
O\\\‘\“}\\“‘M\\“}“\\\‘\‘\“\\\}\\\\‘\!‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14384: 3-Heptanone, 6-methyl-
57.0
29.0 T \
13.00
5000 m/z 99.10 72.52%
81.0
| ‘ ‘ | 128.0
(YRR A1 S
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4288: Butanal, 2-ethyl- — A ‘
43.0 13.00

m/z 71.10  58.34%

5000
72.0

e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010923\
Data File : VY@012115.D

Acqg On : @09 Jan 2023 16:57
Operator : KP/MD

Sample : 01064-07

Misc : 1.24g/5.0mL/MSVOA_Y/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.M
: SW846 8260

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 2-Octanone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.166 7.68 ug/l 131194  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octanone 128 C8H160 000111-13-7 90
2 2-Undecanone 170 C11H220 000112-12-9 72
3 2-Dodecanone 184 C12H240 006175-49-1 64
4 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 64
5 Pentanal, 2-methyl- 100 C6H120 000123-15-9 53
Abundance Scan 1861 (13.166 min): VY012115.D\data.ms (-1856) (- m/z 43.05 100.00%
43.0
71.1 " ——
‘ ‘ 128.1 13.00 13.50
101.1
Obereperreblocll g W AOEL 2070 sgiie 91.76%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14280: 2-Octanone
43.0
5000 1
1300 13.50
71.0 m/z 59.10 29.75%
128.0
0\1\5\‘()\‘\‘\\“‘}\\‘\“\\‘\\‘\‘\9\5\?\\\‘\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45383: 2-Undecanone
58.0
—
1300 13.50
5000 m/z 41.10 21.86%
29.0
0 |y 80 1120 170.0
H“H"_“w“u“H“H“_“w“u“u“u“_“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58891: 2-Dodecanone
58.0 1300 1350
m/z 71.10 19.97%
5000
29.0
o | ‘ 8§0 126.0 184.0
H“H“_"w"H“H“H“_“w“u“u“u“_“‘ —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 1300 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY010923\
Data File : VY@012115.D

Acqg On : @09 Jan 2023 16:57
Operator : KP/MD

Sample : 01064-07

Misc : 1.24g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y010623S.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|
Pentane 3.253 21.7 ug/l 238433 1 7.789 548947 50.0
2-Pentanone 9.136 164.3 ug/l 2354480 2 8.691 716500 50.0
3-Pentanone 9.283 14.4 wug/l 205695 2 8.691 716500 50.0
2-Pentanol 9.447 10.4 ug/l 149657 2 8.691 716500 50.0
1-Hexanol 11.886 9.0 ug/l 159818 3 11.490 889127 50.0
2-Heptanone 12.105 22.0 ug/l 391049 3 11.490 889127 50.0
3-Octanone 13.087 14.4 wug/l 246649 4 13.428 854260 50.0
2-Octanone 13.166 7.7 ug/l 131194 4 13.428 854260 50.0
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