LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081823\
Data File : VY@15194.D

Acqg On : 18 Aug 2023 14:37
Operator : SY/MD

Sample : 04086-05

Misc : 5.06g/5.2mL/MSVOA_Y/SOIL

ALS Vvial : 13  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\82Y081423S.M

Title : SW846 8260

Signal : TIC: VY@15194.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.071 32 41 55 rBV 60945 90663 3.08% ©.355%
2 2.241 61 69 79 rBvV 106919 174055 5.91% 0.682%
3 2.894 166 176 197 rBV 1344148 2942767 100.00% 11.529%
4 3.241 223 233 252 rBV 445150 1036903 35.24% 4.062%
5 3.686 297 306 320 rVB 38358 96753 3.29% ©0.379%
6 3.930 334 346 364 rBV3 42927 147736 5.02% 0.579%
7 4.759 457 482 509 rBV 464297 2341152 79.56% 9.172%
8 5.235 543 560 585 rBV 323975 1162477 39.50% 4.554%
9 5.741 630 643 661 rBv 198667 619521 21.05% 2.427%
10 6.094 682 701 714 rBV 32879 110710 3.76% 0.434%
11  6.228 714 723 735 rVW4 16745 51619 1.75% 0.202%
12 6.533 759 773 785 rBV4 42111 135898 4.62% 0.532%
13 6.679 785 797 805 rBV2 63695 199375 6.78% 0.781%
14 6.789 805 815 826 rVV 240168 720244 24.48%  2.822%
15 6.978 836 846 864 rVB 51254 161159 5.48% 0.631%
16 7.521 929 935 946 rvB2 28612 77541 2.63% 0.304%
17 7.716 956 967 969 rBV 102725 225191 7.65% ©.882%
18 7.777 969 977 985 rVV5 305681 978962 33.27%  3.835%
19 7.868 985 992 1003 rVB 144760 369561 12.56% 1.448%
20 7.996 1003 1013 1021 rBV 238787 560253 19.04% 2.195%
21 8.137 1028 1036 1047 rVB2 116980 283834 9.65% 1.112%
22 8.271 1049 1058 1061 rVvV2 109909 249270 8.47% 0.977%
23 8.326 1061 1067 1076 rVV2 224966 686853 23.34%  2.691%
24  8.411 1076 1081 1092 rVB2 61176 142213 4.83% 0.557%
25 8.545 1092 1103 1115 rVB 96424 216468 7.36% 0.848%
26 8.685 1117 1126 1138 rBV 327683 721057 24.50% 2.825%
27  8.844 1147 1152 1159 rW 16001 30940 1.05% 0.121%
28 8.966 1168 1172 1186 rVB2 18088 49263 1.67% ©0.193%
29 9.179 1193 1207 1213 rBV3 192448 524246 17.81% 2.054%
30 9.240 1213 1217 1224 rVWJ2 50951 95222 3.24% 0.373%
31 9.368 1233 1238 1244 rVV2 43562 82347 2.80% ©0.323%
32 9.459 1244 1253 1260 rVB5 20992 54804 1.86% 0.215%
33 9.612 1270 1278 1288 rVB 126342 246032 8.36% 0.964%
34 9.746 1288 1300 1307 rBV2 162587 403942 13.73% 1.583%
35 9.819 1307 1312 1315 rBV 37955 67557 2.30% 0.265%

36 9.953 1324 1334 1346 rBV 60769 167878 5.70% ©.658%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081823\
Data File : VY@15194.D

Acqg On : 18 Aug 2023 14:37
Operator : SY/MD

Sample : 04086-05

Misc : 5.06g/5.2mL/MSVOA_Y/SOIL

ALS Vvial : 13  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\82Y081423S.M
Title : SW846 8260
37 10.106 1354 1359 1364 rVB4 17976 36801 1.25% 0.144%

38 10.179 1364 1371 1375 rBV ~ 455888 793283 26.96% 3.108%
39 10.240 1375 1381 1388 rVB 1672542 2832532 96.25% 11.097%

40 10.368 1394 1402 1408 rVB4 34040 86496 2.94% 0.339%
41 10.606 1431 1441 1452 rVB7 25564 85095 2.89% 0.333%
42 11.490 1578 1586 1593 rVVv 433601 696751 23.68% 2.730%
43 11.593 1595 1603 1612 rVW 208991 339888 11.55% 1.332%
44 11.697 1612 1620 1632 rVWV 672757 1197092 40.68% 4.690%
45 12.026 1663 1674 1682 rBV 289726 445033 15.12% 1.744%
46 12.325 1715 1723 1729 rBV 42146 64536 2.19% 0.253%
47 12.477 1741 1748 1759 rVB 361338 588134 19.99% 2.304%
48 12.672 1773 1780 1785 rBV 104543 162251 5.51% 0.636%
49 12.733 1785 1790 1793 rVV 137512 207755 7.06% 0.814%
50 12.764 1793 1795 1799 rW 67482 92165 3.13% 0.361%
51 12.813 1799 1803 1814 rVB 71513 106253 3.61% 0.416%
52 12.971 1822 1829 1837 rVB 68750 108284 3.68% 0.424%
53 13.117 1846 1853 1860 rBV 184171 267694 9.10% 1.049%
54 13.422 1897 1903 1916 rVB2 469013 858938 29.19% 3.365%
55 13.623 1933 1936 1940 rVv2 51403 79871 2.71% 0.313%
56 13.666 1940 1943 1953 rVB3 20554 46795 1.59% 0.183%
57 13.971 1987 1993 1999 rVB2 44829 66007 2.24% 0.259%
58 14.081 2006 2011 2017 rVB2 18468 29643 1.01% 0.116%
59 14.684 2103 2110 2116 rBV3 22596 44012 1.50% 0.172%
60 15.233 2191 2200 2206 rBV 19890 33693 1.14% 0.132%
61 16.489 2399 2406 2415 rBV2 15444 31000 1.05% 0.121%
Sum of corrected areas: 25524468
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081823\

: VY015194.D

: 18 Aug 2023 14:37

: SY/MD

: 04086-05

: 5.06g/5.2mL/MSVOA_Y/SOIL
. 13

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.M
: SW846 8260

: C:\Database\NIST20.L
LSCINT.P

TIC: VY015194.D\data.ms

2.894

3.241 4.759

5.235

6.7¢

2.07 3.686 3.930 6.0%100g 6.538:67

5.741
3.241

Time-->
Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

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

TIC: VY015194.D\data.ms

10.240

11.697

10.17p 11.490

8.685
9.179 9,746 1.59

7996 8.326
-868/| 8.1372
545
e jtw st AM@%

0
Time-->
Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

- ‘ ‘ =T
8 00 8. 50 9. 00 9. 50 10 00 10 50 11.00

TIC: VY015194.D\data.ms

—
11.50

13.422
12.477

12.026
13.117
12.325 ﬁ%&n e 135886 13931081 14.684 15.233 16.489

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15194.D

Acqg On : 18 Aug 2023 14:37
Operator : SY/MD

Sample : 04086-05

Misc : 5.06g/5.2mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Butane, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.894 150.30 ug/l 2942770  Pentafluorobenzene 7.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Butane, 2-methyl- 72 C5H12 000078-78-4 91

2 Pentane 72 C5H12 000109-66-0 45

3 3-Buten-1-o0l 72 C4H80 000627-27-0 28

4 1-Propene, 2-methyl- 56 C4H8 000115-11-7 9

5 Methane, isocyanato- 57 C2H3NO 000624-83-9 9
Abundance Scan 176 (2.894 min): VY015194.D\data.ms (-166) (-) m/z 43.05 100.00%

5000
‘ 72.1 2.60 2.80 3.00 3.20

bbbl cb e e 2004 m/z 42.05  86.50%

m/z--> 0 20 40 60 80 100 120 140 160 180 200

Abundance #814: Butane, 2-methyl-

43.0
5000
2.60 2.80 3.00 3.20
m/z 41.05 82.79%
0 15‘0\‘ wllly \‘ 7ﬁ0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #807: Pentane
43.0
2.60 2.80 3.00 3.20
5000 m/z 57.10 67 .89%
0, ||| T80
Ot e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #752: 3-Buten-1-ol R AR AR
42.0 2.60 2.80 3.00 3.20
m/z 39.05 28.06%
5000
ols-own"’ ,/\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15194.D

Acqg On : 18 Aug 2023 14:37
Operator : SY/MD

Sample : 04086-05

Misc : 5.06g/5.2mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Pentane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.241 52.96 ug/1 1036900  Pentafluorobenzene 7.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 91
2 Oxirane, ethyl- 72 C4H80 000106-88-7 53
3 Butane, 2-methyl- 72 C5H12 000078-78-4 38
4 Diaziridine,3,3-dimethyl- 72 C3H8N2 004901-76-2 25
5 2-Propanone, hydrazone 72 C3H8N2 005281-20-9 9
Abundance Scan 233 (3.241 min): VY015194.D\data.ms (-223) (-) m/z 43.10 100.00%
5000
7.1
i 5005‘ 65172‘-1 3.00 3.20 3.40 3.60
O Frprrrrprrrr e e e e m/z 42.10  59.64%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #809: Pentane
43.0
5000
3.00 3.20 3.40 3.60
. m/z 41.10 53.75%
27.0 57.0 220 /
ol 150 Ul s00., eso
\‘\H\‘HH‘HH‘HH‘HH‘\\H‘HH\ \‘HH‘HH‘\\H’HH’HH’HH‘HH‘H\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #767: Oxirane, ethyl-
42.0
3.00 3.20 3.40 3.60
5000 m/z 39.10 19.68%
21.0 72.0
‘ 57.0 ‘
15.0
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #814: Butane, 2-methyl- B ARREEEAE o
43.0 3.00 3.20 3.40 3.60
m/z 57.10 16.54%
57.0
5000
29.0
72.0
0 15.0 500 \

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15194.D

Acqg On : 18 Aug 2023 14:37
Operator : SY/MD

Sample : 04086-05

Misc : 5.06g/5.2mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Pentane, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4,759 119.57 ug/1 2341150  Pentafluorobenzene 7.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2-methyl- 86 C6H14 000107-83-5 91
2 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 72
3 1-Butanol, 2,3-dimethyl- 102 C6H140 019550-30-2 45
4 N-Vinylformamide 71 C3H5NO 013162-05-5 38
5 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 38
Abundance Scan 482 (4.759 min): VY015194.D\data.ms (-457) (-) m/z 43.10 100.00%
3.1 [
5000 71.1
‘ 57‘-1 86.1 4.40 4.60 4.80 5.00
ool S m/z 42.@5 56.31%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2048: Pentane, 2-methyl-
43.0
5000 710 L L B BN LR B
4.40 4.60 4.80 5.00
270 57.0 m/z 71.10 43.46%
' 86.0
0\\‘]\_\5\.(\)‘\\\‘\“\\\\“’\}\\‘\\H‘\‘\\\\l}\\\‘\\l\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: Butane, 2,3-dimethyl-
43.0
e e RRmaaREE
4.40 4.60 4.80 5.00
5000 m/z 41.05 42.14%
71.0
27.0 55.0
ohoase 1l T L e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #5044: 1-Butanol, 2,3-dimethyl-
43.0 4.40 4.60 4.80 5.00
m/z 39.00 20.29%
5000 71.0
31.0 55.0 ‘ 84.0
0 H‘HH_H“““H“,m‘wm‘lh“uHl:uwu”_“lﬂl"gw RN SEREERS/
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15194.D

Acqg On : 18 Aug 2023 14:37
Operator : SY/MD

Sample : 04086-05

Misc : 5.06g/5.2mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Pentane, 3-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.235 59.37 ug/1 1162480  Pentafluorobenzene 7.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentane, 3-methyl- 86 C6H14 000096-14-0 91
2 Hexane, 2,2,3-trimethyl- 128 C9H20 016747-25-4 64
3 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 64

4 Oxirane, (1-methylethyl)- 86 C5H100 001438-14-8 59
5 Sulphuric acid dibutyl ester 210 C8H1804S 000625-22-9 40

Abundance Scan 560 (5.235 min): VY015194.D\data.ms (-543) (-) m/z 57.10 100.00%

57.1
41.1
5000
| ‘ ‘ 861 5.00 5.20 5.40 5.60
T T L e m/z 56.10  85.49%
miz--> 0 20 40 60 80 100 120
Abundance #2050: Pentane, 3-methyl-
57.0
41.0
5000 UL L L I I L B B
5.00 5.20 5.40 5.60
m/z 41.10 59.43%
15.0 ‘ 86.0
0 \‘\\\‘\‘\‘1\\i‘\\\“\“\\‘\\‘\‘\\\‘\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance #14571: Hexane, 2,2,3-trimethyl-
57.0
5.00 5.20 5.40 5.60
5000 m/z 43.10 23.06%
41.0
0 260 M‘ L 80 11301280
Tt
miz--> 0 20 40 60 80 100 120
Abundance #14604: Pentane, 3-ethyl-2,2-dimethyl-
57.0 5.00 5.20 5.40 5.60
m/z 39.10 17.57%
5000 41.0
o 150 | \“‘ 1. 830 9801130
I R RAREEE e
m/z--> 0 20 40 60 80 100 120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15194.D

Acqg On : 18 Aug 2023 14:37
Operator : SY/MD

Sample : 04086-05

Misc : 5.06g/5.2mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 n-Hexane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.741 31.64 ug/1l 619521  Pentafluorobenzene 7.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 87
2 2-Ethyl-oxetane 86 C5H100 1010386-40-2 80
3 Hydroperoxide, hexyl 118 C6H1402 004312-76-9 38
4 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 38
5 Methane, isocyanato- 57 C2H3NO 000624-83-9 32

Abundance Scan 643 (5.741 min): VY015194.D\data.ms (-630) (-) m/z 57.10 100.00%

57.1
41.0
5000
86.1
‘ 711 5.40 5.60 5.80 6.00
ol el el L myz a1.05  70.34%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2041: n-Hexane
57.0
43.0
5000 T T T[T T[T rrrry1
5.40 5.60 5.80 6.00
86.0 m/z 43.10 62.33%
71.0
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\1‘\\\\“\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1948: 2-Ethyl-oxetane
57.0
e aRaaEmEE
41.0 5.40 5.60 5.80 6.00
5000 m/z 56.10 50.09%
29.0 86.0
71.0
015'0
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #10031: Hydroperoxide, hexy
43.0 56.0 5.40 5.60 5.80 6.00
m/z 42.10 32.88%
69.0
1 N
0 bt e b el e R
m/z--> 10 20 30 40 50 60 70 80 90 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15194.D

Acqg On : 18 Aug 2023 14:37
Operator : SY/MD

Sample : 04086-05

Misc : 5.06g/5.2mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Cyclopentane, methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.789 36.79 ug/l 720244  Pentafluorobenzene 7.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
2 Cyclopropane, propyl- 84 C6H12 002415-72-7 72
3 Cyclobutane, ethyl- 84 C6H12 004806-61-5 64
4 1H-Tetrazole, 5-methyl- 84 C2H4AN4 004076-36-2 56
5 1-Hexene 84 C6H12 000592-41-6 52
Abundance Scan 815 (6.789 min): VY015194.D\data.ms (-805) (-) m/z 56.10 100.00%
56.1
5000 41 69.1
‘ ‘ 84.1 6.40 6.60 6.80 7.00 7.20
L T e R a1l I BT u_wuw_“”w m/z 41.10  51.53%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
56.0
41.0
5000 69.0
6.40 6.60 6.80 7.00 7.20
m/z 69.10 45.90%
28.0 ‘ ‘ ‘ 84.0
O \\\‘\\\\‘]\-ﬁ\-(\)‘\\}H“\\\}}\‘\\\i‘\w ‘\‘\\\‘1i\\\\‘\!\\‘\\
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1678: Cyclopropane, propyl-
41.0 56.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 55.10 27.15%
27.0
69.0
“ ‘ 84.0
-+ttt
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1659: Cyclobutane, ethyl- RN e
56.0 6.40 6.60 6.80 7.00 7.20
m/z 39.10 24.93%
41.0
5000
27.0
69.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 6.40 6.60 6.80 7.00 7.20

82Y081423S.M Mon Aug 21 ©2:48:59 2023 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15194.D

Acqg On : 18 Aug 2023 14:37
Operator : SY/MD

Sample : 04086-05

Misc : 5.06g/5.2mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Pentane, 2,3-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.868 18.88 ug/l 369561 Pentafluorobenzene 7.783

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 94
2 Aziridine, 2-methyl- 57 C3H7N 000075-55-8 46
3 Oxirane, (1-methylbutyl)- 114 C7H140 053229-39-3 40
4 Heptane 100 C7H16 000142-82-5 38
5 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 38
Abundance Scan 992 (7.868 min): VY015194.D\data.ms (-985) (-) m/z 56.05 100.00%
56.0
43.0
5000 71.0
85.0 7.60 7.80 8.00 8.20
100.0
0 ,“H‘“ e‘wl:m_mwu‘w‘ m/z 43.05 77.23%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4483: Pentane, 2,3-dimethyl-
43.0 560
5000
29.0 71.0 7.60 7.80 8.00 8.20
m/z 57.05 65.07%
wotso Ul 0
\\\’\\\\‘\\\\‘\\\{’\}\\“\\ }‘\\\\"\\\\‘\\\\‘\\\\i\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #226: Aziridine, 2-methyl-
28.0 56.0
7.60 7.80 8.00 8.20
5000 m/z 41.00 61.64%
42.0
0 ,15'0, A —
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #8557: Oxirane, (1-methylbutyl)-
56.0 7.60 7.80 8.00 8.20
m/z 71.05 41.02%
41.0
5000
69.0
84.0
m/z--> 10 20 30 40 50 60 70 80 90 100 7.60 7.80 8.00 8.20

82Y081423S.M Mon Aug 21 ©2:48:59 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15194.D

Acqg On : 18 Aug 2023 14:37

Operator : SY/MD

Sample : 04086-05

Misc : 5.06g/5.2mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.M
: 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 Hexane, 3-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
7.996  28.61 ug/l 560253  Pentafluorobenzene 7.783
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 91
2 Heptane 100 C7H16 000142-82-5 72
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 59

Abundance Scan 1013 (7.996 min): VY015194.D\data.ms (-1003) (-) m/z 43.05 100.00%

82Y081423S.M Mon Aug 21 02

711
57.1
5000
M ‘ 851 100.1 7.60 7.80 8.00 8.20 8.40
0t e m/z 71.1@  73.25%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4465: Hexane, 3-methyl-
43.0
71.0
5000
7.60 7.80 8.00 8.20 8.40
29.0 m/z 70.10 66.75%
“ ‘ 85.0 100.0
O H\‘HH’HH‘HH‘HH’\}H‘\H\‘HH’HH‘\\H‘HH}HH‘HH’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #4462: Heptane
43.0
7.60 7.80 8.00 8.20 8.40
5000 20.0 57.0 710 m/z 41.10 59.54%
100.0
10 150 | | || 85.0 |
Hw‘HW‘H‘_H‘_H‘V‘H_‘H_‘H,HH‘HH‘H‘WH‘WH‘W‘
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8634: Heptane, 4-methyl-
43.0 7.60 7.80 8.00 8.20 8.40
m/z 57.10 58.72%
71.0
5000
29.0
57.0
cerpreep e e e e T e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 7.60 7.80 8.00 8.20 8.40

:49:00 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15194.D

Acqg On : 18 Aug 2023 14:37
Operator : SY/MD

Sample : 04086-05

Misc : 5.06g/5.2mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Hexane, 2,2-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.326 47.63 ug/l 686853  1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 56
2 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 56
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 40
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 36
5 Azetidine 57 C3H7N 000503-29-7 9
Abundance Scan 1067 (8.326 min): VY015194.D\data.ms (-1061) (-) m/z 57.10 100.00%
57.1
5000
41.0
M 99.1 8.00 8.20 8.40 8.60
0ol e LS m/z S6.10 31.37%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8654: Hexane, 2,2-dimethyl-
57.0
5000
41.0 8.00 8.20 8.40 8.60
m/z 41.05 23.00%
27,0 99.0
O \H‘\-\H‘H‘H‘\H‘}“HH‘H‘H\‘\‘\‘\}‘HH‘\.H\‘H\\‘\\H‘\H\l‘:l\_ﬁ.\()‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0
8.00 8.20 8.40 8.60
5000 m/z 43.10 14.37%
41.0
27.0
0 o | \H 710 850 990 1140
T e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8678: Butane, 2,2,3,3-tetramethyl-
1. 8.00 8.20 8.40 8.60
m/z 39.00 9.57%
5000
41.0
0 27\.‘0 Il ‘ ‘ \‘ | 83'0 99‘0
e e e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.00 8.20 8.40 8.60

82Y081423S.M Mon Aug 21 02:49:00 2023 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@81823\
Data File : VY@15194.D

Acqg On : 18 Aug 2023 14:37
Operator : SY/MD

Sample : 04086-05

Misc : 5.06g/5.2mL/MSVOA_Y/SOIL

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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 Pentane, 2,3,4-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.746  28.01 ug/l 403942  1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 81
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 72
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
4 Hexane, 3-methyl- 100 C7H16 000589-34-4 59
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 47
Abundance Scan 1300 (9.746 min): VY015194.D\data.ms (-1288) (-) m/z 43.10 100.00%
43.1
71.1
5000 57.0
85.1
9.50 10.00
99.1
) SN | | S Al S8 m/z 71.10  66.55%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0
5000 o s
9.50 10.00
27.0 57.0 m/z 70.05 59.35%
O \H’HH’HH’\H‘}“\\H‘M‘H\‘\‘\‘}‘\‘\H\“H\\‘\\\\‘\\\\‘\\\\]-‘]\-\4.\.\()‘\\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
9.50 10.00
5000 71.0 m/z 57.05 41.95%
57.0
270 85.0
0 2.0 | H ‘ N \‘ i \‘ 99\0 113.0
e e e e e e e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8635: Heptane, 4-methyl- ey =
43.0 9.50 10.00
m/z 41.05 37.30%
71.0
5000
57.0
29.0
o 150 | [l ||| 830 690 1140
P e e e e e e e e ==t 5
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 9.50 10.00

82Y081423S.M Mon Aug 21 02:49:00 2023 Page: 13



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081823\
Data File : VY@15194.D

Acqg On : 18 Aug 2023 14:37
Operator : SY/MD

Sample : 04086-05

Misc : 5.06g/5.2mL/MSVOA_Y/SOIL

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081423S.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|
Butane, 2-methyl- 2.894 150.3 wug/l 2942770 1 7.783 978962 50.0
Pentane 3.241 53.0 wug/l 103690 1 7.783 978962 50.0
Pentane, 2-methyl- 4.759 119.6 wug/l 2341156 1 7.783 978962 50.0
Pentane, 3-methyl-  5.235 59.4 ug/l 1162480 1 7.783 978962 50.0
n-Hexane 5.741 31.6 ug/l 619521 1 7.783 978962 50.0
Cyclopentane, m... 6.789 36.8 ug/l 720244 1 7.783 978962 50.0
Pentane, 2,3-di... 7.868 18.9 ug/l 369561 1 7.783 978962 50.0
Hexane, 3-methyl- 7.996 28.6 wug/l 560253 1 7.783 978962 50.0
Hexane, 2,2-dim... 8.326 47.6 ug/l 686853 2 8.685 721057 50.0
Pentane, 2,3,4-... 9.746 28.0 wug/l 403942 2 8.685 721057 50.0

82Y081423S.M Mon Aug 21 02:49:00 2023 Page: 14



