LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081722\
Data File : VY010077.D

Acqg On : 17 Aug 2022 18:35
Operator : KP/MD

Sample : N4124-07

Misc : 9.37g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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\82Y081522S.M

Title : SW846 8260

Signal : TIC: VYQ10077.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.704 462 473 482 rVB2 3718 11521 1.83% 0.225%
2 6.680 788 797 806 rBV3 3668 9336 1.49% 0.183%
3 7.716 957 966 972 rBV2 55207 135531 21.58% 2.650%
4 7.783 972 978 986 rvw 84432 194165 30.92% 3.797%
5 7.862 987 991 999 rvB4 4877 10810 1.72% 0.211%
6 7.996 1006 1013 1020 rBvV2 6275 14011 2.23% 0.274%
7 8.130 1024 1035 1050 rBB 51128 112751 17.95%  2.205%
8 8.319 1050 1066 1077 rBV 194376 458768 73.05% 8.971%
9 8.685 1118 1126 1137 rBV 139325 263072 41.89% 5.144%
10 9.185 1196 1208 1212 rBV 29047 58628 9.33% 1.146%
11 9.240 1212 1217 1223 rVW2 24572 47040  7.49%  0.920%
12 9.319 1223 1230 1235 rVWV 18076 36659 5.84% 0.717%
13 9.527 1258 1264 1269 rVB6 3364 7181 1.14% 0.140%
14 9.612 1269 1278 1288 rVB 189972 364852 58.09%  7.135%
15 9.740 1290 1299 1313 rBV 314881 628051 100.00% 12.282%
16 9.844 1313 1316 1324 rVB3 3659 7030 1.12% 0.137%
17 9.935 1324 1331 1336 rBv4 11905 25412 4.05% 0.497%
18 9.984 1336 1339 1347 rVB4 4517 9269 1.48% 0.181%
19 10.112 1349 1360 1365 rBV 149361 264076 42.05% 5.164%
20 10.173 1365 1370 1382 rVB 239980 415432 66.15%  8.124%
21 10.343 1394 1398 1411 rVB7 2222 6541 1.04% ©.128%
22 10.636 1437 1446 1451 rBV 20497 37572 5.98% 0.735%
23 10.898 1484 1489 1493 rBv4 4414 7836 1.25% 0.153%
24 11.087 1514 1520 1525 rBV4 5843 10955 1.74% 0.214%
25 11.490 1577 1586 1591 rBV 235309 400244 63.73% 7.827%
26 11.532 1591 1593 1596 rVv2 7689 9731 1.55% 0.190%
27 11.740 1621 1627 1638 rVB3 17631 34413 5.48% 0.673%
28 11.935 1656 1659 1663 rBV2 4126 6818 1.09% 0.133%
29 12.105 1678 1687 1693 rVB6 6491 14846 2.36% 0.290%
30 12.221 1697 1706 1710 rBVS8 4652 14012 2.23% 0.274%
31 12.477 1738 1748 1754 rBV2 205156 430234 68.50%  8.413%
32 12.563 1756 1762 1767 rVBS8 7021 16445 2.62% 0.322%
33 12.624 1767 1772 1781 rVB2 20254 45349 7.22% 0.887%
34 12.831 1800 1806 1813 rvv3 17017 31937 5.09% 0.625%
35 13.069 1833 1845 1852 rVB 40151 92893 14.79% 1.817%
36 13.172 1858 1862 1869 rVB 15735 27966  4.45%  0.547%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081722\
Data File : VY010077.D

Acqg On : 17 Aug 2022 18:35
Operator : KP/MD

Sample : N4124-07

Misc : 9.37g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 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\82Y081522S.M
Title : SW846 8260
37 13.282 1869 18860 1888 rBV 94068 171258 27.27% 3.349%
38 13.355 1888 1892 1895 rVwv2 12083 18519 2.95% 0.362%
39 13.422 1895 1903 1908 rvV 242377 387230 61.66% 7.572%
40 13.477 1908 1912 1928 rVB 77628 164057 26.12% 3.208%
41 13.642 1929 1939 1945 rBV3 26081 56128 8.94% 1.098%
42 13.965 1983 1992 1994 rBv4 5255 10906 1.74% 0.213%
43 13.995 1994 1997 2004 rVB5 3725 7683 1.22% 0.150%
44 14.123 2013 2018 2022 rBV7 3265 6834 1.09% 0.134%
45 14.385 2055 2061 2070 rBV2 13162 29742 4.74% 0.582%
Sum of corrected areas: 5113744
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081722\
Data File : VY@10077.D

Acqg On : 17 Aug 2022 18:35

Operator : KP/MD

Sample : N4124-07

Misc : 9.37g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1
Quant Method
Quant Title : SW846 8260

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

LSC Report - Integrated Chromatogram

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081522S.M
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300000
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TIC: VY010077.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081722\
Data File : VY@10077.D

Acqg On : 17 Aug 2022 18:35
Operator : KP/MD

Sample : N4124-07

Misc : 9.37g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081522S.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, 2,2,4-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.319 87.19 ug/l 458768 1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,4-trimethyl- 114 C8H18 000540-84-1 72
2 Hexane, 2,2-dimethyl- 114 C8H18 000590-73-8 72
3 Butane, 2,2,3,3-tetramethyl- 114 C8H18 000594-82-1 72
4 Pentane, 2,2,4,4-tetramethyl- 128 C9H20 001070-87-7 59
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 59
Abundance Scan 1066 (8.319 min): VY010077.D\data.ms (-1050) (-) m/z 57.10 100.00%
57.1
5000
41.1
 RRamEE
| ‘ g31 992 8.00 8.20 8.40 8.60
Obrrrrrrrprrrrprrr el e m/z 56.18  34.31%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8667: Pentane, 2,2,4-trimethyl-
57.0
5000 UL L B R I BB |
8.00 8.20 8.40 8.60
4l m/z 41.10  28.80%
0 13.0 \ \ ‘ 710 85.0 990 1140
\H‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8653: Hexane, 2,2-dimethyl-
57.0
R EmEEaEEEEEE
8.00 8.20 8.40 8.60
5000 m/z 43.10 18.67%
41.0
27,0
020 | “\ 71.0 850 229 1140
P e b S AR e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8676: Butane, 2,2,3,3-tetramethyl- e AREREREEESL ST
57.0 8.00 8.20 8.40 8.60
m/z 39.10 11.05%
5000
41.0
27|
o 130 270 M “‘ 830 990 1140
‘H_‘HMH‘_Hw‘uwu‘wHH‘HHMH‘_HW‘HWH‘WHH“ R RmE e e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081722\
Data File : VY@10077.D

Acqg On : 17 Aug 2022 18:35
Operator : KP/MD

Sample : N4124-07

Misc : 9.37g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081522S.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 Hexane, 2,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.185 11.14 ug/l 58628 1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,5-dimethyl- 114 C8H18 000592-13-2 87
2 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 50
3 1H-1,2,3,4-Tetrazol-5-ylmethanamine 99 C2H5N5 031602-63-8 49
4 1-Pyrrolidinecarboxaldehyde 99 C5HINO 003760-54-1 49
5 Heptane, 2-methyl- 114 C8H18 000592-27-8 47

Abundance Scan 1208 (9.185 min): VY010077.D\data.ms (-1196) (-) m/z 57.10 100.00%
57.1

5000
99.2

39 AR AR
“ 813 ‘ 8.80 9.00 9.20 9.40 9.60
O\H‘HH ’w‘w‘ww‘Hw‘w““wm“w’mw‘wHw‘m m/Z 43.10 81.93%

m/z--> 20 40 60 80 100 120 140 160
Abundance #8652: Hexane, 2,5-dimethyl- ]\

57.0

5000 e e
8.80 9.00 9.20 9.40 9.60

39
‘ 99.0 m/z 41.10 52.25%
| ‘

“o - |
0 \\Hi‘\‘i\\ }\‘\‘\"\‘\‘\\‘\\\\‘i\\\\’\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #93821: Oxalic acid, isobutyl pentyl ester
57.0

8.80 9.00 9.20 9.40 9.60

5000 m/z 99.20 31.57%
29.0
o L | H‘ | 870 1150 161.0
I R B
m/z--> 20 40 60 80 100 120 140 160
Abundance #3850: 1H-1,2,3,4-Tetrazol-5-ylmethanamine A ‘ i
43.0 8.80 9.00 9.20 9.40 9.60

m/z 42.10 30.31%

5000 990

m/z--> 20 40 60 80 100 120 140 160 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081722\
Data File : VY@10077.D

Acqg On : 17 Aug 2022 18:35
Operator : KP/MD

Sample : N4124-07

Misc : 9.37g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081522S.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 Hexane, 2,4-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.240 8.94 ug/1 47040  1,4-Difluorobenzene 8.685

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 91
2 Heptane, 4,4-dimethyl- 128 C9H20 001068-19-5 53
3 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 50
4 Pentane, 2,2-dimethyl- 100 C7H16 000590-35-2 50
5 Octane 114 C8H18 000111-65-9 50

Abundance Scan 1217 (9.240 min): VY010077.D\data.ms (-1212) () | m/z 43.10 100.00%

43.1 85.0
5000
S ERaEEEEE R
‘ ‘ 67H) ‘ 114.0 9.00 9.20 9.40 9.60
Ol G UREE T m/z 85.@5  98.59%
miz--> 0 20 40 60 80 100 120 140
Abundance #8645: Hexane, 2,4-dimethyl-
43.0
5000 85.0 HH‘HH‘J\\H\‘HH,H\
9.00 9.20 9.40 9.60
m/z 57.10 83.47%
0 15\0 ‘\ H\ 671b ‘\ 114.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140
Abundance #14556: Heptane, 4,4-dimethyl-
43.0 /\
9.00 9.20 9.40 9.60
5000 m/z 41.10 58.54%
0 26‘1b ‘m ‘\“ 671@ ‘\ 117?"0
et
m/z--> 0 20 40 60 80 100 120 140
Abundance #111144: Oxalic acid, butyl isohexyl ester
43.0 9.00 9.20 9.40 9.60
m/z 56.10 43.48%
5000 85.0
T e e e e e RHARRTE o
m/z--> 0 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081722\
Data File : VY@10077.D

Acqg On : 17 Aug 2022 18:35
Operator : KP/MD

Sample : N4124-07

Misc : 9.37g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081522S.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, 2,3,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.612 69.34 ug/l 364852 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 91
2 Pentane, 3-ethyl- 100 C7H16 000617-78-7 74
3 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 74
4 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 64
5 Heptane, 3,3,4-trimethyl- 142 C10H22 020278-87-9 64
Abundance Scan 1278 (9.612 min): VY010077.D\data.ms (-1269) (-) m/z 71.10 100.00%
43.1 71.1
5000 /\ /
— —
‘ o7 1 9.50 10.00
ol el PTEIZL 7 43,10 99.30%
miz--> 0 20 40 60 80 100 120
Abundance #8658: Pentane, 2,3,4-trimethyl-
43.0 A
71.0
5000 1 T /‘
9.50 10.00
27.0 m/z 70.10 72.43%
Ll 114.0
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120
Abundance #4472: Pentane, 3-ethyl-
43.0
=4 —
9.50 10.00
5000 70.0 m/z 41.05 40.68%
27.0
oL 10 Ll L esoteo
Tttt
miz--> 0 20 40 60 80 100 120
Abundance #14575: Hexane, 3,3,4-trimethyl-
43.0 71.0 9.50 10.00
m/z 55.10 29.14%
5000
270
99.0
IR N ' .Y S LA
m/z--> 0 20 40 60 80 100 120 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081722\
Data File : VY@10077.D

Acqg On : 17 Aug 2022 18:35

Operator : KP/MD

Sample : N4124-07

Misc : 9.37g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081522S.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 5 Pentane, 2,3,3-trimethyl- Concentration Rank 1

82Y081522S.M Thu Aug 18 12

R.T. EstConc Area Relative to ISTD R.T.
9.740 119.37 ug/l 628051 1,4-Difluorobenzene 8.685
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 90
2 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 72
3 Heptane, 4-methyl- 114 C8H18 000589-53-7 59
4 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 53
5 3,3-Dimethyl-2-pentanol 116 C7H160 019781-24-9 53
Abundance Scan 1299 (9.740 min): VY010077.D\data.ms (-1290) (-) m/z 43.10 100.00%
71.1
5000 57.1 85.1 /\
‘ 99.2 1000
‘ 114.3 o
0 bbbt bl 222 71 10 74.05%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8657: Pentane, 2,3,3-trimethyl-
43.0
5000 71.0 | ‘k
57.0 10.00
270 85.0 m/z 70.1@ 65.09?
o ] ‘ 9901130
H\‘HH’HH‘H\\‘\\H’HH‘HH‘\\H’\H\‘HH‘HH‘HH‘HH’H
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8649: Hexane, 3,3-dimethyl-
43.0 fJ\
——
1.0 57 10 128008°
5000 57.0 85.0 m/z
29.0
99.0
0“wuuﬁﬁﬂHJ«HJLMW‘MHHHLH‘_MWHHMH‘_HWH
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8634: Heptane, 4-methyl-
43.0 10.00
m/z 85 10  48.20%
71.0
5000
29.0
57.0
rerpr b e b e e e e e =
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 1000

:48:06 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081722\
Data File : VY@10077.D

Acqg On : 17 Aug 2022 18:35
Operator : KP/MD

Sample : N4124-07

Misc : 9.37g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081522S.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 Hexane, 2,2,5-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.112  32.99 ug/l 264076  Chlorobenzene-d5 11.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,2,5-trimethyl- 128 C9H20 003522-94-9 83
2 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 78
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 64
4 Hexane, 2,2,5,5-tetramethyl- 142 C1eH22 001071-81-4 64
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 64
Abundance Scan 1360 (10.112 min): VY010077.D\data.ms (-1349) (f  m/z 57.10 100.00%
57.1
5000
41.1
113.1 10.00 10.50
 — - 7#1 S m/z 56.10  35.94%
m/z--> 20 40 60 80 100 120 140
Abundance #14582: Hexane, 2,2,5-trimethyl-
57.0
5000 L T T
10.00 10.50
410 m/z 41.10  27.48%
0 26,0 ‘“ ! 7#0 91.0 11301250
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #14580: Hexane, 2,2,4-trimethyl-
57.0
A —
10.00 10.50
5000 m/z 71.10 22.48%
41.0
oL 26, “‘\ | 720 950 11301280
et
miz--> 20 40 60 80 100 120 140 /L
Abundance #22091: Octane, 2,6-dimethyl- ‘ e ‘ ‘
57.0 10.00 10.50
m/z 43.10 15.95%
5000
41.0
113.0
85.0
0LA50 L e 1420,
m/z--> 20 40 60 80 100 120 140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081722\
Data File : VY@10077.D

Acqg On : 17 Aug 2022 18:35
Operator : KP/MD

Sample : N4124-07

Misc : 9.37g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081522S.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 Decane, 2,2,8-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.069 11.99 ug/l 92893 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 64
2 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 64
3 2,2,7,7-Tetramethyloctane 170 C12H26 001071-31-4 64
4 Octane, 2,2,6-trimethyl- 156 C1l1H24 062016-28-8 59
5 Pentane, 2,2,3,4-tetramethyl- 128 C9H20 001186-53-4 59
Abundance Scan 1845 (13.069 min): VY010077.D\data.ms (-1833) (- m/z 57.10 100.00%
57.1
H 85.1 13.00 ‘
: 112.1 .
155.2
o“‘H‘Mwu“‘mu‘mk‘m_‘M‘_“w“uw“‘w“H%97% m/z 56.10  42.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59092: Decane, 2,2,8-trimethyl-
57.0
5000 i :
13.00
m/z 41.10 26.54%
29.
J290 80 1270 aeso
\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33099: Octane, 2,5,6-trimethyl-
57.0
T \
13.00
5000 m/z 43.05 23.19%
29.0 85.0
bbb AL 1270 1560
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45516: 2,2,7,7-Tetramethyloctane =y ‘
57.0 13.00
m/z 69.15 16.19%
5000
29.0 85.0
ol L 120 1880 .
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\VY081722\
Data File : VY@10077.D

Acqg On : 17 Aug 2022 18:35
Operator : KP/MD

Sample : N4124-07

Misc : 9.37g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081522S.M
Quant Title : SW846 8260

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 8 Pentan-2-yl 2-methylbutanoate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.282  22.11 ug/1 171258 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentan-2-yl 2-methylbutanoate 172 C1eH2002 1000372-71-7 59
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 50
3 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 50
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 50
5 Pentadecane, 7-methyl- 226 Cl6H34 006165-40-8 50

Abundance Scan 1880 (13.282 min): VY010077.D\data.ms (-1869) (- m/z 57.10 100.00%
57.1
85.2
5000
= —
| M 121.2 13.00 13.50
0brreeee bl 3882 7165 68.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47052: Pentan-2-yl 2-methylbutanoate
57.0 85.0
5000 M\ U\
13.00 13.50
m/z 85.20 52.53%
129.0
0\\\‘\\\\“ \\‘!“\\‘}“\‘\“\\\‘M\\\‘\\‘\\‘i\]-?ﬂ.\o\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74019: Tridecane, 6-methyl-
57.0
13.00 13.50
5000 m/z 43.10 48.11%
8
29.0 126.0
oo kL aseo 1830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59109: Nonane, 5-methyl-5-propyl- T —
71.0 13.00 13.50
43.0 m/z 41.10  40.20%
5000
127.0
NI
obr el e e e Cah —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081722\
Data File : VY@10077.D

Acqg On : 17 Aug 2022 18:35
Operator : KP/MD

Sample : N4124-07

Misc : 9.37g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081522S.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 Heptane, 2,2,4,6,6-pentamet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.477 21.18 ug/1 164057 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,2,4,6,6-pentamethyl- 170 C12H26 013475-82-6 53
2 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 53
3 Hexane, 2,2,5,5-tetramethyl- 142 C1leH22 001071-81-4 50
4 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 47
5 Pentane, 3-ethyl-2,2-dimethyl- 128 C9H20 016747-32-3 47
Abundance Scan 1912 (13.477 min): VY010077.D\data.ms (-1908) (- m/z 57.10 100.00%
57.1
- m
—=
H ‘ 85.0 113.2 13.50
Ot el L A88L L m/z S6.18 40.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45522: Heptane, 2,2,4,6,6-pentamethyl-
57.0
5000

=
13.50
m/z 71.10  28.43%

29.0
0 \H‘\‘\‘H‘i“\u‘ ‘\\“\\8’?.\9\“]\-%\?\.‘0\\\\‘\:175\\5%\)\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #126388: Octane, 1,1'-oxybis-
57.0
A S lnd
13.50
5000 ITI/Z 43.10 27 .40%
84.0
29.0 112.0
0 h‘ \‘n Al “\ | m . 143'0 185.0 224.C
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22136: Hexane, 2,2,5,5-tetramethyl- =
57.0 13.50
m/z 41.10 26.84%
5000
| ‘ | 850 1270
O e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50

82Y081522S.M Thu Aug 18 12:48:10 2022 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081722\
Data File : VY@10077.D

Acqg On : 17 Aug 2022 18:35
Operator : KP/MD

Sample : N4124-07

Misc : 9.37g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081522S.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 Dodecane, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.642 7.25 ug/1 56128 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 72
2 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 50
3 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 49
4 Decane, 3,3,8-trimethyl- 184 C13H28 062338-16-3 43
5 9-methylheptadecane 254 C18H38 026741-18-4 43
Abundance Scan 1939 (13.642 min): VY010077.D\data.ms (-1929) (- 71.10 100.00%
71.1
43.1
5000
141.3 13 50 14‘06
99.1 :
207.1 o
0" 57.05 82.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59040: Dodecane, 4-methyl-
430 710
5000
1350 1400
43.10 62.38%
99.0 141.0
Oq‘\s\.‘o\‘\‘\\“‘}\\h\“\\\\“l‘\\\“\\\\‘\\\\U\\\\]‘-\e\g\\o‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #117908: Sulfurous acid, hexyl 2-pentyl ester
43.0 71.0
1350 1400
5000 m/z 85.05 44 .71%
0 \‘ \“\\ M |,y 11101370 167.0
R L AR R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 ﬂj\mij*m
Abundance #188719: Sulfurous acid, decyl 2-pentyl ester A e
71.0 13.50 14.00
m/z 56.05 43.18%
43.0
5000
141.0
ol ‘\ ‘\ i \‘ e ] 193.0 223
R o M S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY081722\
Data File : VY010077.D

Acqg On : 17 Aug 2022 18:35
Operator : KP/MD

Sample : N4124-07

Misc : 9.37g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y081522S.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, 2,2,4-... 8.319 87.2 ug/l 458768 2 8.685 263072 50.0
Hexane, 2,5-dim... 9.185 11.1 ug/l 58628 2 8.685 263072 50.0
Hexane, 2,4-dim... 9.240 8.9 ug/l 47040 2 8.685 263072 50.0
Pentane, 2,3,4-... 9.612 69.3 ug/l 364852 2 8.685 263072 50.0
Pentane, 2,3,3-... 9.740 119.4 ug/l 628051 2 8.685 263072 50.0
Hexane, 2,2,5-t... 10.112 33.0 ug/l 264076 3 11.490 400244 50.0
Decane, 2,2,8-t... 13.069 12.0 ug/l 92893 4 13.422 387230 50.0
Pentan-2-yl 2-m... 13.282 22.1 ug/l 171258 4 13.422 387230 50.0
Heptane, 2,2,4,... 13.477 21.2 ug/l 164057 4 13.422 387230 50.0
Dodecane, 4-met... 13.642 7.3 ug/l 56128 4 13.422 387230 50.0
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