LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VDO70688.D

Acqg On : 12 Oct 2021 19:24
Operator : VA/SY

Sample : M4175-03

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 19 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 D\Method\82D100521S.M

Title : SW846 8260

Signal : TIC: VDO70688.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.314 60 67 78 rBV 727886 1108477 3.83% 1.024%
2 4.155 368 380 394 rBV 531096 1488056 5.14% 1.374%
3 4.961 503 517 532 rBV5 83925 360195 1.24% 0.333%
4 5.991 680 692 704 rBV2 163337 490625 1.70% ©.453%
5 6.761 808 823 838 rBV 342302 1114756 3.85% 1.029%
6 6.920 838 850 860 rVW 746964 2344875 8.10% 2.165%
7 7.026 860 868 883 rVW 287910 870463 3.01% 0.804%
8 7.208 887 899 911 rBV2 122036 364089 1.26% 0.336%
9 7.726 975 987 1000 rBV 842414 2336507 8.07% 2.158%
10 7.955 1010 1026 1036 rBV 8804893 21925621 75.76% 20.248%
11 8.061 1036 1044 1055 rVB 2735220 6679194 23.08% 6.168%
12 8.185 1055 1065 1073 rBV 9503975 21743789 75.13% 20.080%
13  8.326 1083 1089 1099 rVB2 219614 535966 1.85% 0.495%
14  8.449 1100 1110 1118 rBV3 1060056 2668232  9.22%  2.464%
15 8.532 1118 1124 1129 rVV 418010 922509 3.19% 0.852%
16 8.596 1129 1135 1145 rVB2 494072 1152489 3.98% 1.064%
17 8.714 1147 1155 1166 rBV 2647921 5317462 18.37% 4.911%
18 8.861 1172 1180 1188 rBV 478596 947584  3.27% 0.875%
19 9.349 1258 1263 1269 rVWV 244889 521622 1.80% 0.482%
20 9.449 1269 1280 1288 rVB2 395354 992316 3.43% 0.916%

21 10.220 1404 1411 1422 rBV 330689 609131 2.10% ©.563%
22 10.332 1422 1430 1434 rBV 372668 667307 2.31% 0.616%
23 10.396 1434 1441 1456 rVV 16122665 28941470 100.00% 26.727%
24 11.079 1551 1557 1565 rVB2 281782 484743 1.67% ©.448%
25 11.637 1645 1652 1658 rBV 218570 368896 1.27% ©.341%

26 11.843 1676 1687 1698 rBV3 312470 733148 2.53% 0.677%
27 12.937 1869 1873 1881 rVB2 266305 428863 1.48% ©.396%
28 13.655 1988 1995 2004 rBV 874097 1353224 4.68%  1.250%
29 13.878 2028 2033 2038 rBV 218348 333487 1.15% ©.308%
30 14.702 2168 2173 2176 rBV 335814 482030 1.67% 0.445%

Sum of corrected areas: 108287126
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\

: VDO70688.D

: 12 Oct 2021 19:24

: VA/SY

: M4175-03

: 5.04G/5.00m1/MSVOA_D/SOIL
: 19

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VDO70688.D

Acqg On : 12 Oct 2021 19:24
Operator : VA/SY

Sample : M4175-03

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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, 2,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.061 15.23 ug/l 6679190  Pentafluorobenzene 7.979

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Heptane 100 C7H16 000142-82-5 47
3 Hexane, 3-methyl- 100 C7H16 000589-34-4 38
4 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 37
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 35
Abundance Scan 1044 (8.061 min): VD070688.D\data.ms (-1036) (-) m/z 56.10 100.00%
56.1
5000
‘ 85.1 7.80 8.00 8.20 8.40
0 ‘_HwHH‘w‘w;wLH‘um_HWWMM?‘Q‘?:? m/z 43.10  68.57%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4484: Pentane, 2,3-dimethyl-
56.0
5000
20.0 7.80 8.00 8.20 8.40
m/z 57.10 66.44%
LI 1830
O\‘\\\\‘\\\\‘\\\‘\\i\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4462: Heptane
43.0
e
7.80 8.00 8.20 8.40
5000 71.0 m/z 41.10 51.11%
‘ 100.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4471: Hexane, 3-methyl-
43.0 7.80 8.00 8.20 8.40
m/z 71.10 44.94%
5000 71.0
0 15\'0 ‘\ “ ‘ | 100.0
et
m/z--> 0 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VDO70688.D

Acqg On : 12 Oct 2021 19:24
Operator : VA/SY

Sample : M4175-03

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Hexane, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.185 49.59 ug/l 21743800  Pentafluorobenzene 7.979

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 95
2 Sulfurous acid, isobutyl 2-penty... 208 C9H2003S 1000309-15-2 59
3 Diisoamyl ether 158 C10H220 000544-01-4 59
4 Pentane, 3-ethyl- 100 C7H16 000617-78-7 59
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 59

Abundance Scan 1065 (8.185 min): VD070688.D\data.ms (-1055) (-) m/z 43.10 100.00%

3.1
71.0
5000
| ‘ 100.1 7.80 8.00 8.20 8.40 8.60
Ot e LU 2068 n.p 71.65  77.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4468: Hexane, 3-methyl-
43.0
5000 70.0
7.80 8.00 8.20 8.40 8.60
m/z 70.05 71.62%
0 15'0 M\ m‘ | \100'0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #85784: Sulfurous acid, isobutyl 2-pentyl ester
430 71.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 57.05 63.00%
3.0
0 m‘“““ | M “‘EP‘“““‘ Hh‘H]TS‘?"C‘)WHHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34608: Diisoamyl ether R e SRR o
430 700 7.80 8.00 8.20 8.40 8.60
m/z 41.10 48.98%
5000
‘ 101.0
0 m‘“;‘u““:‘m‘mumm‘_m‘HH_MWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VDO70688.D

Acqg On : 12 Oct 2021 19:24
Operator : VA/SY

Sample : M4175-03

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Pentane, 3-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.449 140.79 ug/l 2668230 1,4-Difluorobenzene 8.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 56
2 1-Butanol, 2-ethyl- 102 C6H140 000097-95-0 50
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 46
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 46
5 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 42

Abundance Scan 1110 (8.449 min): VD070688.D\data.ms (-1100) (-) m/z 70.05 100.00%

43.0 70.0
5000
8.20 8.40 8.60 8.80
I . 8a1 981 ;
0 b e et e e e m/z 43.05 82.04%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8673: Pentane, 3-ethyl-2-methyl-
43.0
70.0
5000
85.0 8.20 8.40 8.60 8.80
27.0 ' m/z 71.10 58.28%
o |l M || 9901140
\H’HH’HH’\\H‘\\H‘\H\‘\\H‘\H\‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4998: 1-Butanol, 2-ethyl-
43.0
8.20 8.40 8.60 8.80
5000 70.0 ITI/Z 55.05 42 .56%
29.0
H ‘ 84.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4472: Pentane, 3-ethyl- e ARERAEEEEEAN
43.0 8.20 8.40 8.60 8.80
m/z 41.05 34.08%
5000 70.0
29.0
oo ||| 000 A
P e e e e e e e e e R aamE e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VDO70688.D

Acqg On : 12 Oct 2021 19:24
Operator : VA/SY

Sample : M4175-03

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Cyclopentane, 1,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.532 48.68 ug/l 922509 1,4-Difluorobenzene 8.861

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-, cis- 98 C7H14 002532-58-3 83
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 42
4 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 38
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 38
Abundance Scan 1124 (8.532 min): VD070688.D\data.ms (-1118) (-) m/z 70.10 100.00%
56.1 70.1
5000 41.0
83.1
‘ ‘ 98.0 8.20 8.40 8.60 8.80
Obrr et et m/z 56.10 91.70%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3807: Cyclopentane, 1,3-dimethyl-
5.0 70.0
41.0
5000 LB L B B L R
8.20 8.40 8.60 8.80
270 83.0 m/z 55.10  65.28%
T O
O\\‘\\\\‘\\\\‘\\\\“\H \‘\\\‘f‘ ‘\!\\[i\!\‘\\\!“\\\\
miz--> 20 30 50 60 70 80 90 100
Abundance #3823.CydopeMane,L34ﬂmeﬂwh,c$—
56.0 70.0
 AREEGEEST S e
il 8.20 8.40 8.60 8.80
5000 0 m/z 41.05  46.31%
83.0
i L
ow_ww_h_w I R B
miz--> 20 50 60 70 80 90 100 j\
Abundance #3831.Cydopentane,12—dnnethyh,nans— R ALmaaaaasma
56.0 8.20 8.40 8.60 8.80
70.0 m/z 69.05 34.87%
41.0
5000
98.0
27.0 ‘ 83.0 ‘
0 “H‘ LTI ‘WHu“uum_‘m_m_m R
m/z--> 20 30 40 50 60 70 80 90 100 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VDO70688.D

Acqg On : 12 Oct 2021 19:24
Operator : VA/SY

Sample : M4175-03

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Isopropylcyclobutane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.596 60.81 ug/l 1152490 1,4-Difluorobenzene 8.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropylcyclobutane 98 C7H14 000872-56-0 94
2 Cyclopentane, 1,2-dimethyl- 98 C7H14 002452-99-5 91
3 Cyclopentane, 1,2-dimethyl-, trans- 98 C7H14 000822-50-4 91
4 Cyclopentane, 1,2-dimethyl-, cis- 98 C7H14 001192-18-3 78
5 Cyclopentane, 1,2,3-trimethyl-, ... 112 C8H16 015890-40-1 64

Abundance Scan 1135 (8.596 min): VD070688.D\data.ms (-1129) (-) m/z 56.05 100.00%

56.0
5000
98.1
e R e
H ‘ ‘ 8.20 8.40 8.60 8.80 9.00
0 ‘_"W‘H;ww,wm”u‘HH_kuwwﬁ‘??:? m/z 70.10  75.87%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3746: Isopropylcyclobutane
568.0
5000
27.0 8.20 8.40 8.60 8.80 9.00
‘ ‘ 98.0 m/z 55.10 69.40%
O\‘\\\\‘\w\\‘ ’\w‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #3804: Cyclopentane, 1,2-dimethyl-
56.0
R ARAREREE e
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.00  45.92%
27.0‘ 98.0
miz--> 0 20 40 60 80 100 120 140 160 180 200 A
Abundance #3829: Cyclopentane, 1,2-dimethyl-, trans- RRRa L e ARAARA T
56.0 8.20 8.40 8.60 8.80 9.00
m/z 69.10 36.15%
5000
m/z--> 0 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VDO70688.D

Acqg On : 12 Oct 2021 19:24
Operator : VA/SY

Sample : M4175-03

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Heptane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.714 280.58 ug/l 5317460 1,4-Difluorobenzene 8.861

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane 100 C7H16 000142-82-5 94
2 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 50
3 Acetaldehyde, propylhydrazone 100 C5H12N2 007422-88-0 49
4 3-Hexanone 100 C6H120 000589-38-8 49
5 Pentane, 3,3-dimethyl- 100 C7H16 000562-49-2 47
Abundance Scan 1155 (8.714 min): VD070688.D\data.ms (-1147) (-) m/z 43.10 100.00%
43.1
71.0
57.1
5000
100.1 \\‘\\\\’\\\\‘\\\\‘\\\\‘
| ‘ | g5.1 ‘ 8.40 8.60 8.80 9.00
Ot e e e m/z 71.05 75.69%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4463: Heptane
43.0
5000 57.0 71.0 T T T T T T T T T
29.0 8.40 8.60 8.80 9.00
m/z 57.10 62.75%

o

100.0
iso ||l sso
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2059: Butane, 2,2-dimethyl-
57.0
43.0 71.0

8.40 8.60 8.80 9.00
5000 m/z 41.05 53.81%
29.0
I

il 85.0
‘w“u‘H‘w"H‘H‘w“u‘u‘w“u‘u‘w“u‘u‘w
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4091: Acetaldehyde, propylhydrazone
71.0

15.0 H
eI

8.40 8.60 8.80 9.00
m/z 56.10 38.38%

30.0
5000

42.0 100.0

Lol 380 | 880 |

m/z--> 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00

o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VDO70688.D

Acqg On : 12 Oct 2021 19:24
Operator : VA/SY

Sample : M4175-03

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Hexanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.079 65.70 ug/l 484743  Chlorobenzene-d5 11.637
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 50
2 Oxirane, 2,3-bis(1-methylethyl)-... 128 C8H160 054644-32-5 43
3 1,5-Pentanediol 104 C5H1202 000111-29-5 36
4 1-Hexene, 5-methyl- 98 C7H14 003524-73-0 35
5 1-Aziridineethanol 87 C4HONO 001072-52-2 33

Abundance Scan 1557 (11.079 min): VD070688.D\data.ms (-1551) (-  m/z 43.05 100.00%

72.1 e :
‘ Il ‘ | |, e7e 149.1 100
bl sl L LI Ly 97:9 1148 13301491 /) 56 19 94.07%
miz--> 20 40 60 80 100 120 140
Abundance #4248: Hexanal
44.0
27.0
5000 M — /
11.00
720 m/z 44.05 55.98%
O\\‘\‘\‘!“\\‘M‘\\““‘\‘\‘!\“\\\1\0‘0.\0\\\‘\\\\‘\\\\
miz-> 20 40 60 80 100 120 140
Abundance #14501: Oxirane, 2,3-bis(1-methylethyl)-, trans-
56.0
=T T
11.00
5000 m/z 41.10 55.89%
73.0
0 1 T “ \”‘ 95.0 lllo 1280
L e e EEE
miz-> 20 40 60 80 100 120 140
Abundance #5353: 1,5-Pentanediol T ‘
300 56 11.00
m/z 57.00 38.58%
5000
e
o — “M “u“u“‘u‘“ L — S
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_D\Data\VD101221\
Data File : VDO70688.D

Acqg On : 12 Oct 2021 19:24
Operator : VA/SY

Sample : M4175-03

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 1-Hexanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.655 50.00 ug/l 1353220 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
3 1-Pentanol, 2-ethyl-4-methyl- 130 C8H180 000106-67-2 47
4 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 43
5 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000383-13-3 42

Abundance Scan 1995 (13.655 min): VD070688.D\data.ms (-1988) (- m/z 57.05 100.00%

57.0
5000
‘Y—Y—'—Y—Y—Y—Y—'—Yﬁ
84?.1 13.50 14.00
Oberrperrbedl o 0T 15242069 2601 o, 4165 31.85%
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 s e
13.50 14.00
29.0 m/z 55.05 27.22%
M ‘ ‘98.0
O \H’\‘\‘H“‘H\‘"H“HM\H“H}\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #15686: 2-Propyl-1-pentano
57.0
— —
13.50 14.00
5000 ITI/Z 43.05 26.98%
29.0
‘ H ‘810 112.0
0 \H’\‘\‘H“‘\H‘\"\W‘\\“!H\“‘H}\‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #15785: 1-Pentanol, 2-ethyl-4-methyl- =i =
57.0 13.50 14.00
m/z 70.10 26.12%
5000
29.0
0L moano
O+t e e e e e P P
m/z--> 20 40 60 80 100120140160 180200220240 260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VDO70688.D

Acqg On : 12 Oct 2021 19:24
Operator : VA/SY

Sample : M4175-03

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 Undecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

13.879 12.32 ug/1 333487 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 96
2 Hexadecane 226 C1l6H34 000544-76-3 64
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 59
4 Dodecane 170 C12H26 000112-40-3 58
5 Nonane 128 C9H20 000111-84-2 53

Abundance Scan 2033 (13.878 min): VD070688.D\data.ms (-2028) (-  m/z 57.05 100.00%
57.0

- L
= e
H 6.0 138.0 281 13.50 14.00
ol M b Wl |-y 2088 281000 4365 76.56%
miz--> 50 100 150 200 250
Abundance #33080: Undecane
57.0
5000 o =
13.50 14.00
m/z 71.05 56.35%
27‘-0“ ‘ 98.0 156.0
O T T T \‘ “‘\ “\‘ \“‘\ H‘ \H T ‘\ T “\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
P F
13.50 14.00
5000 ITI/Z 41.05 42.30%
99.0
oL L], 2410 ss0 2260
m/z--> 50 100 150 200 250
Abundance #45512: Decane, 3,8-dimethyl- 75 T
57.0 13.50 14.00
m/z 85.05 34.57%
5000
‘ 99.0 1410
S I Y hl el
m/z--> 50 100 150 200 250 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VDO70688.D

Acqg On : 12 Oct 2021 19:24
Operator : VA/SY

Sample : M4175-03

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.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 1-Dodecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.702 17.81 ug/l 482030 1,4-Dichlorobenzene-d4 13.561
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecene 168 C12H24 000112-41-4 96
2 1-Decene 140 C1eH20 000872-05-9 96
3 3-Dodecene, (Z)- 168 C12H24 007239-23-8 95
4 2-Dodecene, (E)- 168 C12H24 007206-13-5 94
5 1-Undecanol 172 C11H240 000112-42-5 91

Abundance Scan 2173 (14.702 min): VD070688.D\data.ms (-2168) (-  m/z 55.05 100.00%

55.0
83.0
5000
11 — ——
14.50 15.00
140.2168.1 4
o,f2090259 m/z 41.10  82.36%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #43466: 1-Dodecene
53.0
83.0
5000 —r— e
14.50 15.00
27.0 11.0 m/z 69.10 78.38%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #20642: 1-Decene
55.0
— —
14.50 15.00
5000 83.0 m/z 43.10 77 .68%
2710 11.0
L a0
0m,\\u}m‘“m‘\\‘“\‘\\1‘\\1\‘uu}\u\‘\u\‘HHWHWHWHW
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #43483: 3-Dodecene, (Z)- —T T
41.0 14.50 15.00
69.0 m/z 56.10 73.84%
5000
97.0
168.0
I | 250
om,‘HwHH‘mu“”H_mwum_H‘_m‘w_wwww T P
m/z--> 20 40 60 80 100120140160 180200220 240 260 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD101221\
Data File : VDO70688.D

Acqg On : 12 Oct 2021 19:24
Operator : VA/SY

Sample : M4175-03

Misc : 5.04G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D100521S.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, 2,3-di... 8.061 15.2 ug/l 6679190 1 7.979 21925600 50.0
Hexane, 3-methyl- 8.185 49.6 ug/l 21743800 1 7.979 21925600 50.0
Pentane, 3-ethy... 8.449 140.8 ug/l 2668230 2 8.861 947584 50.0
Cyclopentane, 1... 8.532 48.7 ug/l 922509 2 8.861 947584 50.0
Isopropylcyclob... 8.596 60.8 ug/l 1152490 2 8.861 947584 50.0
Heptane 8.714 280.6 wug/l 5317460 2 8.861 947584 50.0
Hexanal 11.079 65.7 ug/l 484743 3 11.637 368896 50.0
1-Hexanol, 2-et... 13.655 50.0 ug/l 1353220 4 13.561 1353220 50.0
Undecane 13.879 12.3 ug/1 333487 4 13.561 1353220 50.0
1-Dodecene 14.702 17.8 ug/l 482030 4 13.561 1353220 50.0
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