LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007520.D

Acqg On : 17 Feb 2022 14:17
Operator : SY/MD

Sample : N1465-03

Misc : 6.07g/5.06mL/MSVOA_Y/SOIL

ALS vial : 7 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\82Y021422S.M

Title : SW846 8260

Signal : TIC: VY@07520.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 62 70 76 rBvV2 3677 7217 1.14% 0.160%
2 2.900 176 177 191 rBV 35783 81292 12.81% 1.798%
3 3.253 228 235 242 rBV3 3474 8341 1.31% 0.184%
4 3,942 338 348 363 rVB4 10037 32858 5.18% 0.727%
5 4.698 460 472 499 rBV2 27428 139624 22.00%  3.087%
6 4.948 501 513 529 rVB2 21596 82778 13.05% 1.830%
7 5.222 545 558 578 rVB3 32801 127119 20.03% 2.811%
8 5.753 637 645 654 rVB5 2765 7752 1.22% 0.171%
9 6.686 788 798 806 rBV3 9393 28482 4.49% 0.630%
106 6.783 806 814 827 rVB3 8351 27215 4.29% 0.602%
11 7.716 958 967 973 rBV 72812 174552 27.51%  3.860%
12 7.789 973 979 986 rVV 117000 272053 42.88% 6.016%
13 7.868 986 992 1004 rVB 23433 59609 9.39% 1.318%
14 8.002 1004 1014 1018 rBV5S 4433 10578 1.67% 0.234%
15 8.143 1028 1037 1047 rBV2 73041 176737 27.85%  3.908%
16 8.240 1047 1053 1060 rVV 21005 55480 8.74% 1.227%
17 8.326 1060 1067 1076 rVV2 33746 87070 13.72%  1.925%
18 8.411 1076 1081 1088 rVB3 3928 9076 1.43% 0.201%
19 8.691 1117 1127 1138 rBV 174548 349616 55.10% 7.731%
20 9.149 1196 1202 1203 rBvV3 6318 9747 1.54% 0.216%
21  9.185 1203 1208 1213 rVVv4 12761 26888 4.24%  0.595%
22 9.246 1213 1218 1225 rVB5 4801 9196 1.45% 0.203%
23 9.459 1245 1253 1261 rBvV3 4427 9820 1.55% 0.217%
24 9.612 1271 1278 1288 rVB3 21966 45481 7.17% 1.006%
25 9.746 1288 1300 1307 rBV3 30654 66824 10.53% 1.478%
26 9.941 1325 1332 1333 rBV3 7869 13355 2.10% ©.295%
27 10.112 1350 1360 1364 rBV2 12324 22054 3.48% 0.488%
28 10.179 1364 1371 1379 rW 276645 477654 75.28% 10.562%
29 10.295 1385 1390 1395 rBV 8598 14458 2.28% 0.320%
30 10.368 1395 1402 1410 rVB7 6114 15771 2.49% 0.349%
31 10.520 1422 1427 1432 rBV3 4030 6660 1.05% 0.147%
32 10.624 1438 1444 1454 rVBS8 5055 13418 2.11% 0.297%
33 11.276 1543 1551 1560 rVB4 5420 13893 2.19% 0.307%
34 11.380 1560 1568 1572 rBV4 5132 9872 1.56% 0.218%
35 11.490 1577 1586 1596 rBV 277922 448398 70.67%  9.915%
36 11.593 1596 1603 1611 rVB 10174 21299 3.36% 0.471%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007520.D

Acqg On : 17 Feb 2022 14:17
Operator : SY/MD

Sample : N1465-03

Misc : 6.07g/5.06mL/MSVOA_Y/SOIL

ALS vial : 7 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\82Y021422S.M
Title : SW846 8260
37 11.703 1613 1621 1631 rBV5 11010 26820 4.23% 0.593%
38 12.483 1739 1749 1759 rVB2 350108 634521 100.00% 14.031%
39 12.672 1774 1780 1785 rVB 5888 9392 1.48% 0.208%
49 12.733 1785 1790 1793 rBvV2 9508 14765 2.33% 0.326%
41 12.806 1798 1802 1805 rVvv3 11551 19707 3.11% 0.436%
42 12.837 1805 1807 1813 rVB 10212 13920 2.19% 0.308%
43 12.971 1821 1829 1835 rBV 10823 18586 2.93% 0.411%
44 13.117 1848 1853 1858 rVB2 19148 28713 4.53% 0.635%
45 13.245 1867 1874 1878 rBvV4 5212 11645 1.84% 0.258%
46 13.422 1896 1903 1913 rBB 282191 435750 68.67% 9.636%
47 13.593 1925 1931 1933 rBV 20598 31176 4.91% 0.689%
48 13.623 1933 1936 1941 rVWV 49747 77272 12.18% 1.709%
49 13.666 1941 1943 1952 rVB3 9190 16975 2.68% 0.375%
50 13.751 1952 1957 1961 rBV3 6614 10412 1.64% 0.230%
51 13.892 1975 1980 1986 rBV3 5724 12365 1.95% 0.273%
52 13.965 1986 1992 1998 rVB3 36613 59480 9.37% 1.315%
53 14.026 1998 2002 2006 rBV3 4682 6415 1.01% 0.142%
54 14.081 2006 2011 2016 rVB2 21589 32710 5.16% 0.723%
55 14.294 2042 2046 2050 rVB2 8182 11149 1.76% 0.247%
56 14.410 2062 2065 2070 rVB5 4894 7739 1.22% 0.171%
57 14.562 2086 2090 2095 rBV5 4778 9458 1.49% 0.209%
58 14.678 2103 2109 2114 rBV3 8702 18443 2.91% 0.408%
59 15.044 2165 2169 2177 rVB6 4604 10923 1.72% 0.242%
60 15.233 2190 2200 2205 rBV2 9254 18287 2.88% 0.404%
61 16.288 2367 2373 2383 rVB3 6995 13588 2.14% 0.300%
62 16.483 2398 2405 2412 rBV3 4672 9804 1.55% 0.217%
Sum of corrected areas: 4522252
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Data Path :
Data File
Acqg On
Operator
Sample
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Quant Title

TIC Library
TIC Integration Parameters:
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\

: VY007520.D

: 17 Feb 2022 14:17

: SY/MD

: N1465-03

. 6.07g/5.0mL/MSVOA_Y/SOIL
: 7 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.M
: SW846 8260

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

TIC: VY007520.D\data.ms

2.900

5.222

4.698 4948
2.247 3.253 3.942 5.753 6.68G¢

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: VY007520.D\data.ms

10.179 11.490

8.691

7.789

7.7 8.143

- $,326 9746
8.002 | N\/8&.411 9%@@?16 0. 45A M 94110 1 0 50624 11276501397 03

250000

200000

150000

100000

50000

T
8.00 8.50 9. OO 9. 50 10 OO 10 50 11.00 11 50
TIC: VY007520.D\data.ms

13.422

13965

J 12@%917 1137245 ﬁ%m@% AAG ha, 9,441@ g‘M@S 233 16.2886.483

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007520.D

Acqg On : 17 Feb 2022 14:17
Operator : SY/MD

Sample : N1465-03

Misc : 6.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 2
R.T. EstConc Area Relative to ISTD R.T.
2.900 14.94 ug/l 81292  Pentafluorobenzene 7.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methyl- 72 C5H12 000078-78-4 86
2 Oxirane, trimethyl- 86 C5H100 005076-19-7 42
3 Pentane 72 C5H12 000109-66-0 42
4 Isobutylene epoxide 72 C4H80 000558-30-5 38
5 1,3-Dimethyldiaziridine 72 C3H8N2 026177-36-6 33
Abundance Scan 177 (2.900 min): VY007520.D\data.ms (-170) (-) m/z 43.10 100.00%
57.1
5000
mmmET IR
‘ 721 2.60 2.80 3.00 3.20
“‘H““‘H““Jg:“pmﬂw““‘ﬂ““‘w““ m/z 41.10  96.39%
m/z--> 10 20 30 40 70 80 90
Abundance #814: Butane, 2-methyl-
43.0
57.0
5000 L L B L LN LR
29.0 2.60 2.80 3.00 3.20
m/z 42.10 84.29%
72.0
15.0 ‘ 1l ‘ ‘
\\‘\\\\‘\\\\‘\\\\‘\\\’\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1966: Oxirane, trimethyl-
43.0 58.0
EmmmETEEE
2.60 2.80 3.00 3.20
5000 m/z 57.10  75.27%
27.0
|l 710 860
T R B e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #809: Pentane R R RAEAS T
43.0 2.60 2.80 3.00 3.20
m/z 39.10 34.22%
5000
27.0 510 72.0
m/z--> 10 40 50 60 70 80 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007520.D

Acqg On : 17 Feb 2022 14:17
Operator : SY/MD

Sample : N1465-03

Misc : 6.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 Butane, 2,2-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.942 6.04 ug/l 32858 Pentafluorobenzene 7.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 72
2 3-Hexanone, 2,5-dimethyl-4-nitro- 173 C8H15N03 059906-54-6 56
3 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 40
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 39
5 Butane, 2-bromo-2-methyl- 150 C5H11Br 000507-36-8 36

Abundance Scan 348 (3.942 min): VY007520.D\data.ms (-338) (-) m/z 43.10 100.00%

43.1
71.1
5000
A AAARREES T
‘ “ 3.60 3.80 4.00 4.20
R ‘N‘_‘U‘““w“““‘u““‘,‘u‘ m/z 71.10 75.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #2059: Butane, 2,2-dimethyl-
57.0
5000 L L L L L B B O
3.60 3.80 4.00 4.20
20.0 m/z 57.10 69.52%
\\\‘\‘\‘\\“} “L’U‘\\w\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 40 60 80 100 120 140 160
Abundance #48625: 3-Hexanone, 2,5-dimethyl-4-nitro-
43.0
A ARA RS T
71.0 3.60 3.80 4.00 4.20
5000 m/z 41.10 39.36%
" \“H “‘ L1020 1270 171.0
B L e T R RN
miz--> 20 40 60 80 100 120 140 160
Abundance #93821: Oxalic acid, isobutyl pentyl ester B N N
57.0 3.60 3.80 4.00 4.20
m/z 56.10 21.63%
5000
29.0
H | H‘ ‘ 87.0 115.0 161.0
e e e e e e e A RAamEEES T
m/z--> 20 40 60 80 100 120 140 160 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\

Data File : VY@07520.D

Acqg On : 17 Feb 2022 14:17
Operator : SY/MD

Sample : N1465-03

Misc : 6.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 Butane, 2,3-dimethyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.698 25.66 ug/l 139624  Pentafluorobenzene 7.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2,3-dimethyl- 86 C6H14 000079-29-8 90
2 Pentane, 2-methyl- 86 C6H14 000107-83-5 64
3 1,2,3-Trimethyldiaziridine 86 C4H1eN2 113604-56-1 36
4 Pentane 72 C5H12 000109-66-0 33
5 Tetrahydrofuran 72 C4H80 000109-99-9 33
Abundance Scan 472 (4.698 min): VY007520.D\data.ms (-460) (-) m/z 43.10 100.00%
5000
71.1
4.40 4.60 4.80 5.00
\‘HH‘HH‘“\H\“H\H‘\‘}‘\H‘HH‘HH‘HH‘\\H‘\H%O\\??q m/Z 42.10 76.13%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2051: Butane, 2,3-dimethyl-
43.0
5000 UL L B I NI B B
71.0 4.40 4.60 4.80 5.00
m/z 41.10 47.63%
\‘\%\5\-?\‘\‘\\‘i}\‘\“i‘\\i\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2044: Pentane, 2-methyl-
43.0
R Rmaa e
4.40 4.60 4.80 5.00
5000 m/z 71.10 34.29%
71.0
150‘ ‘ ‘
"‘H"um:u‘:“"M"mw"_ww_ww_m
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1821: 1,2,3-Trimethyldiaziridine AR o A R
42.0 4.40 4.60 4.80 5.00
m/z 39.10 21.60%
5000 71.0
I RRREE \“hm‘\“\m\‘\“\\\‘u\\‘\m‘\m‘\m‘\m‘uu ,j
m/z--> 0 20 40 60 80 100 120 140 160 180 200 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@21722\
Data File : VY@07520.D

Acqg On : 17 Feb 2022 14:17

Operator : SY/MD

Sample : N1465-03

Misc : 6.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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, 2,4-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
6.686 5.23 ug/1 28482  Pentafluorobenzene 7.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,4-dimethyl- 100 C7H16 000108-08-7 91
2 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 64
3 Butane, 2,2,3-trimethyl- 100 C7H16 000464-06-2 59
4 Hexyl isobutyl carbonate 202 C11H2203 959067-98-2 59

5 Oxalic acid, isobutyl hexyl ester 230 C12H2204 1000309-37-1 50

Abundance Scan 798 (6.686 min): VY007520.D\data.ms (-788) (-) m/z 57.10 100.00%
57

1
5000
85.1
6.40 6.60 6.80 7.00
el e 2072 sz 43,100 90.04%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4474: Pentane, 2,4-dimethyl-
43.0
5000 H\‘\\/T,\\‘HH‘H\"/\(\T\HH
6.40 6.60 6.80 7.00
85.0 m/z 41.10 52.23%
10| |
\‘\\\\‘\‘\\\i‘\\\H‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4485: Pentane, 2,2-dimethyl-
57.0
e e
6.40 6.60 6.80 7.00
5000 ITI/Z 56.00 47 .54%
29.0 85.0
%'9“““\H‘w‘u““‘H‘mw‘m‘mw‘m‘mwm_m
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4488: Butane, 2,2,3-trimethyl- EEEEPIAT ST S
57.0 6.40 6.60 6.80 7.00
m/z 85.10 30.24%
5000
29.0 85.0
2.0 /\\A
m/z--> 0 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@21722\
Data File : VY@07520.D

Acqg On : 17 Feb 2022 14:17

Operator : SY/MD

Sample : N1465-03

Misc : 6.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 Cyclopentane, methyl-

R.T. EstConc Area Relative to ISTD R.T.

6.783 5.00 ug/l 27215  Pentafluorobenzene 7.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 86
2 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 64
3 Cyclohexane 84 C6H12 000110-82-7 64
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 59

5 Cyclobutane, 1,2-diethyl-, trans- 112 C8H16

Abundance Scan 814 (6.783 min): VY007520.D\data.ms (-806) (-)

Concentration Rank 12

019341-98-1 40

m/z 56.10 100.00%

56.1
5000
S L N SRR
84.1 6.40 6.60 6.80 7.00 7.20
\‘\\\\‘\\\\‘\\\ ’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘(\)\7\(\: mz 69 ee 53.37%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1681: Cyclopentane, methyl-
56.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
6.40 6.60 6.80 7.00 7.20
27.0 84.0 m/z 41.10 30.27%
\1‘(\)\\‘\‘\”\\ ’\‘}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1676: 1-Pentene, 2-methyl-
56.0
“H‘_‘H“H‘_‘H“
6.40 6.60 6.80 7.00 7.20
5000 m/z 55.10 29.53%
84.0
ZQOH
Wm_‘l‘w‘m‘,mH‘H‘Wm_m‘mwm_m_m
m/z--> 0 20 40 60 80 100 120 140 160 180 200 y\
Abundance #1645: Cyclohexane _“‘_“‘_“‘_““H
56.0 6.40 6.60 6.80 7.00 7.20
84.0 m/z 42.10 28.19%
5000
27.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007520.D

Acqg On : 17 Feb 2022 14:17
Operator : SY/MD

Sample : N1465-03

Misc : 6.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 Pentane, 2,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.868 10.96 ug/l 59609 Pentafluorobenzene 7.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 91
2 Ethane, isocyanato- 71 C3H5NO 000109-90-0 64
3 Hexane, 3,4-dimethyl- 114 C8H18 000583-48-2 47
4 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 45
5 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 45
Abundance Scan 992 (7.868 min): VY007520.D\data.ms (-986) (-) m/z 56.05 100.00%
56.0
5000 J\
A e R
H‘ ‘%0 2073 7.60 7.80 8.00 8.20
H‘w“uf:m"H"H‘HJ‘H"H“_“W‘H“H“_“‘ m/z 57.10  65.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4476: Pentane, 2,3-dimethyl-
56.0
5000 L L L L AN LR
20.0 7.60 7.80 8.00 8.20
m/z 41.10 62.27%

\\\\‘\‘\\\‘i}\\““\\“{\??.\?\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #683: Ethane, isocyanato-
56.0

760780800820

28.0
m b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8650: Hexane, 3,4-dimethyl- m_m_m,mwm
56.0 7.60 7.80 8.00 8.20

m/z 71.05 46.80%

5000 85.0
29.0
| o

m/z--> 20 40 60 80 100 120 140 160 180 200 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@21722\
Data File : VY@07520.D

Acqg On : 17 Feb 2022 14:17

Operator : SY/MD

Sample : N1465-03

Misc : 6.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 7 Amylene hydrate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
8.240 7.93 ug/1 55480 1,4-Difluorobenzene 8.691
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Amylene hydrate 88 C5H120 000075-85-4 53
2 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 50
3 HEX-5-EN-3-0OL 100 C6H120 000688-99-3 37
4 Propanoic acid, 2-hydroxy-2-methyl- 104 C4H803 000594-61-6 23
5 2-Fluoropropene 60 C3HS5F 001184-60-7 23
Abundance Scan 1053 (8.240 min): VY007520.D\data.ms (-1047) (-) m/z 59.10 100.00%
59.1
73.0
5000
43.0
R EREREARET
‘ 8.00 8.20 8.40 8.60
el w/z 73.05  69.49%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2363: Amylene hydrate
59.0
73.0
5000 LB B B R R B

8.00 8.20 8.40 8.60
31.0 m/z 55.10 46.32%
m/z-->

10 20 30 40 50 60 70 80 90 100
Abundance #5028: 3-Pentanol, 2-methyl- /\/\
59.0

8.00 8.20 8.40 8.60

43.0

5000 73.0 m/z 43.05 35.21%
41.0
27.
15.0 Lﬂ \‘M ‘ w ‘ 85.0 101.0
S A ¥ B 1 VT £
miz--> 10 20 30 40 50 60 70 80 90 100

Abundance #4279: HEX-5-EN-3-OL ““_““H““H‘,“

59.0 8.00 8.20 8.40 8.60
m/z 41.20 15.72%

31.0
5000
3.0
71.0
R R - X

10 20 30 40 50 60 70 80 90 100 8.00 8.20 8.40 8.60

m/z-->

82Y021422S.M Mon Feb 21 07:16:46 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007520.D

Acqg On : 17 Feb 2022 14:17
Operator : SY/MD

Sample : N1465-03

Misc : 6.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 Hexane, 2,2-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.326 12.45 ug/l 87070  1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
2 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
3 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 56
4 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 45
5 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 36

Abundance Scan 1067 (8.326 min): VY007520.D\data.ms (-1060) (-) m/z 57.05 100.00%

57.0
5000
41.0

=

‘w‘u“u‘w‘u‘_“w
‘ 99.1 8.00 8.20 8.40 8.60
\\‘\\H‘\\\\‘\\\\“‘\‘\\\‘\‘\‘\}‘\\\6\9|-\8\\\‘\\\\‘\\\\“\\\\ mZ 56.10 39.27%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8655: Hexane, 2,2-dimethyl-
57.0
8.00 8.20 8.40 8.60
m/z 41.05 24.50%
il
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8678: Butane, 2,2,3,3-tetramethyl-
57.0
‘w‘u“u‘w‘u‘_“w
.00 8.20 8.40 8.60
5000 m/z 43.05 13.53%
41.0
29.0
150 ] ‘M w‘ 69.0 830 990
T e e et e e
miz--> 10 20 30 40 50 60 70 80 90 100 /\ A
Abundance #8660: Pentane, 2,2,4-trimethyl- H e
57.0 8.00 8.20 8.40 8.60

m/z 39.10 9.59%

5000
41.0
290
15.0 “ . 710 830 N0
ey L0 830

m/z--> 10 20 30 40 50 60 70 80 90 100 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007520.D

Acqg On : 17 Feb 2022 14:17
Operator : SY/MD

Sample : N1465-03

Misc : 6.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 Pentane, 2,3,4-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.612 6.50 ug/1 45481 1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 78
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 78
3 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 78
4 Diisoamyl ether 158 C10H220 000544-01-4 74
5 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
Abundance Scan 1278 (9.612 min): VY007520.D\data.ms (-1271) (-) m/z 71.10 100.00%
43.1 71.1
5000
5 .0 T ‘ T T ‘ /\
‘ ‘ 4 9.50 10.00
ety 840 1121 p 43,10 92.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0
71.0 j\/\
5000 T ‘/}\4
9.50 10.00
27.0 m/z 70.10 80.59%
\\‘\\\\’\\\‘\“\H\“!\\\’\\‘\\‘\H\‘\\\\’\\\\‘\\\\‘\\\\’%\4\\0‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4466: Pentane, 3-ethyl-
43.0 . /\
T T ‘ T \/‘A‘ T
9.50 10.00
5000 71.0 m/z 41.85 37.02%
29.0
150 || || 50 | 850 1000
T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 /ﬂ\
Abundance #14573: Hexane, 3,3,4-trimethyl- N /\“ ‘
57.0 71.0 9. 50 10 00
43.0
m/z 55.10 30.50%
5000
ae | L Lo 1w [ LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 9.50 10.00

82Y021422S.M Mon Feb 21 07:16:48 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007520.D

Acqg On : 17 Feb 2022 14:17
Operator : SY/MD

Sample : N1465-03

Misc : 6.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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, 3-ethyl-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.746 9.56 ug/l 66824  1,4-Difluorobenzene 8.691

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 72
2 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 59
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 56
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
Abundance Scan 1300 (9.746 min): VY007520.D\data.ms (-1288) (-) m/z 43.10 100.00%
. 70.1
5000
e WA
‘ 99.2 9.50 10.00
\\\‘\\\\i‘\\\‘}“\‘\‘}\“\‘\\\“\\\\‘\\\\‘\\\\‘\ m/z 70.19 77.72%
miz--> 20 40 60 80 100 120 140 160
Abundance #8673: Pentane, 3-ethyl-2-methyl-
43.0
70.0 /\ ]\A
5000 AN 4
9.50 10.00
m/z 71.10 72.49%
15-0’192'0114.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #59101: Decane, 3,3,4-trimethyl-
43.0 71.0 A/\
=4 S
9.50 10.00
5000 m/z 85.10 58.83%
26,0 “\ ‘ Lo 990 1290 155.0
el e
miz--> 20 40 60 80 100 120 140 160 \ /\
Abundance #8635: Heptane, 4-methyl- O e
43.0 9.50 10.00
m/z 57.10 49.01%
71.0
5000
cap o mse N A/M |
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00

82Y021422S.M Mon Feb 21 07:16:49 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@21722\
Data File : VY@07520.D

Acqg On : 17 Feb 2022 14:17

Operator : SY/MD

Sample : N1465-03

Misc : 6.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1
Quant Method
Quant Title : SW846 8260

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

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.M

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 12 4-(4-Fluorophenyl)-2,3-dihy...

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.965 6.83 ug/l 59480 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual

mino-4-methylphenol, 2TMS der..

uih wNnPE
-bl—‘WN-b
Af\l—|]>f\

4-Fluorophenyl)-2,3-dihydro-1...
. 267 C13H25N0Si2
5-(4-Nitrophenyl)-2H-1,2,4-tr...
4-Hydroxyphenyl)propane-1,2-d...
2-Acetylamino-1-(trimethylsil...

267 C12H14FNOSSi

267 C13HSN502
384 C18H3603Si3
339 C16H29NO3Si2

Abundance Scan 1992 (13.965 min): VY007520.D\data.ms (-1986) (- m/z

1010501-61-0 52
1000373-28-1 50
1000409-33-8 49
1000495-85-6 47
1000373-43-5 42

73.10 100.00%

73.1
5000 267.0
119.1 AN
193.0 14.00
154.1
\\\‘\\\%‘4\\1\-\’\\\‘\‘H‘H‘\‘\\\‘i\\\‘\‘\\\\’\\\\“H‘\‘\‘H\\‘%:\gﬁ\g\‘\\’\\\\‘\\ m/z 267.06 51.58%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #156392: 4-(4-Fluorophenyl)-2,3-dihydro-1,3-thiazol-2-on
73.0 267.0
5000 L
14.00
152.0 m/z 119.10 24.17%
43,0 1F70 " 193.0
\\\‘\H\‘\‘H\’\\\‘\‘\‘\\“\“\h\\}‘\‘H‘\“\H\’\\H‘\\\‘\‘\\\\2‘2\\\0\’\H‘\’\“H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #156506: 2-Amino-4-methylphenol, 2TMS derivative
267.0 /\
73.0 NN TV
14.00
5000 ITI/Z 268.10 12.78%
164.0
430 | 102.0131.0, | 1940 236.0
R e e e R RRRaRanasas
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #156524: 3-[5-(4-Nitrophenyl)-2H-1,2,4-triazol-3-yl]pyridir G
63.0 267.0 14.00
m/z 269.10 9.13%
5000

m/z--> 20 40 60 80 100120140160180200220240260280

82Y021422S.M Mon Feb 21 07:16:50 2022
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007520.D

Acqg On : 17 Feb 2022 14:17
Operator : SY/MD

Sample : N1465-03

Misc : 6.07g/5.0mL/MSVOA_Y/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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- 2.900 14.9 ug/1 81292 1 7.789 272053 50.0
Butane, 2,2-dim... 3.942 6.0 ug/l 32858 1 7.789 272053 50.0
Butane, 2,3-dim... 4.698 25.7 ug/l 139624 1 7.789 272053 50.0
Pentane, 2,4-di... 6.686 5.2 ug/l 28482 1 7.789 272053 50.0
Cyclopentane, m... 6.783 5.0 ug/l 27215 1 7.789 272053 50.0
Pentane, 2,3-di... 7.868 11.0 ug/l 59609 1 7.789 272053 50.0
Amylene hydrate 8.240 7.9 ug/l 55480 2 8.691 349616 50.0
Hexane, 2,2-dim... 8.326 12.4 ug/l 87070 2 8.691 349616 50.0
Pentane, 2,3,4-... 9.612 6.5 ug/l 45481 2 8.691 349616 50.0
Pentane, 3-ethy... 9.746 9.6 ug/l 66824 2 8.691 349616 50.0
4-(4-Fluorophen... 13.965 6.8 ug/l 59480 4 13.422 435750 50.0
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