LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD110322\
Data File : VD@74720.D

Acqg On : @03 Nov 2022 17:27
Operator : VA/SY

Sample : N5204-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA D\Method\82D110222S.M

Title : SW846 8260

Signal : TIC: VDO74720.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.728 18 24 35 rBV 596039 976470 56.00% 5.164%
2 2.417 136 141 150 rBV 24121 39784 2.28% 0.210%
3  3.899 383 393 401 rBV 8599 21109 1.21% 0.112%
4 4.017 401 413 434 rBV 544893 1495577 85.77%  7.909%
5 4.799 535 546 558 rVB2 45728 141706 8.13% 0.749%
6 5.040 573 587 589 rBV3 9528 26558 1.52% 0.140%
7 5.675 683 695 711 rBV2 26432 83844 4.81% 0.443%
8 5.840 713 723 734 rVB6 7359 22006 1.26% 0.116%
9 6.005 739 751 759 rBV4 9500 29579 1.70% 0.156%
106 6.805 875 887 899 rBV5 51597 168492 9.66% 0.891%
11  7.081 921 934 944 rBV3 83568 234886 13.47%  1.242%
12 7.805 1046 1057 1063 rBV 119540 287342 16.48% 1.520%
13 7.875 1063 1069 1080 rVB 122192 275991 15.83% 1.459%
14  8.228 1116 1129 1140 rVWV 92015 218590 12.54% 1.156%
15 8.481 1164 1172 1179 rVB6 11584 27159 1.56% 0.144%
16 8.640 1190 1199 1207 rBV 188104 405189 23.24% 2.143%
17 8.775 1215 1222 1229 rBV 234452 473842 27.17%  2.506%
18 8.857 1229 1236 1248 rVB 199777 402864 23.10% 2.130%
19 9.222 1291 1298 1310 rVV 304248 568461 32.60% 3.006%
20 9.352 1313 1320 1331 rVB3 17193 41250 2.37% 0.218%

21 9.604 1355 1363 1375 rBV2 171670 372690 21.37%
22 10.157 1451 1457 1467 rBV 97146 180795 10.37%
23 10.269 1467 1476 1482 rBV 334757 608712 34.91%

Or wor
N
=
o)
IS

24 10.334 1482 1487 1491 rBV 111173 200199 11.48% 059%
25 10.440 1499 1505 1508 rBv2 13149 23333 1.34% 123%
26 10.481 1508 1512 1517 rVV2 14040 25480  1.46% 135%
27 10.540 1517 1522 1536 rVB3 13908 43329  2.48% 229%

28 10.775 1556 1562 1573 rVB 244566 466047 26.73%

OO NOO
N
o))
U1
R

29 10.922 1578 1587 1593 rBV 80989 143819  8.25% 761%
30 11.022 1598 1604 1608 rBvV2 31636 54108 3.10% 286%
31 11.069 1608 1612 1622 rVB 36384 67168 3.85% ©.355%
32 11.240 1630 1641 1647 rBV 132757 261170 14.98%  1.381%
33 11.298 1647 1651 1660 rVB2 45627 83894 4.81% 0.444%
34 11.422 1666 1672 1681 rBV2 46382 119703 6.86% ©0.633%
35 11.546 1687 1693 1694 rBV2 32662 52597 3.02% ©0.278%

36 11.581 1694 1699 1706 rVB 254767 432617 24.81% 2.288%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD110322\
Data File : VD@74720.D

Acqg On : @03 Nov 2022 17:27
Operator : VA/SY

Sample : N5204-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA D\Method\82D110222S.M
Title : SW846 8260
37 11.669 1706 1714 1720 rBV2 169147 391077 22.43% 2.068%
38 11.716 1720 1722 1727 rVB3 42687 61111 3.50% ©0.323%
39 11.787 1727 1734 1739 rBV 175326 355897 20.41% 1.882%
40 11.946 1755 1761 1768 rBV 100206 181403 10.40% 0.959%
41 12.022 1768 1774 1780 rVV 103334 183008 10.50% 0.968%
42 12.116 1783 1790 1798 rVV2 117310 201447 11.55% 1.065%
43 12.193 1798 1803 1808 rVB2 27151 42458 2.43% 0.225%
44 12.322 1816 1825 1835 rBV2 158786 320825 18.40% 1.697%
45 12.445 1835 1846 1849 rBV7 11542 30481 1.75% 0.161%
46 12.481 1849 1852 1855 rVVv4 13082 23253 1.33% 0.123%
47 12.528 1855 1860 1862 rVV 99159 168857 9.68% 0.893%
48 12.569 1862 1867 1874 rVV2 235118 506187 29.03% 2.677%
49 12.640 1874 1879 1886 rVv2 95507 190186 10.91% 1.006%
50 12.716 1886 1892 1894 rVV2 33962 74230 4.26% 0.393%
51 12.769 1895 1901 1906 rvv3 74813 190430 10.92% 1.007%
52 12.822 1906 1910 1914 rVV3 100701 185790 10.66% 0.982%
53 12.893 1914 1922 1929 rVV3 183766 536641 30.78% 2.838%
54 13.063 1947 1951 1955 rVB 14685 20497 1.18% 0.108%
55 13.187 1966 1972 1979 rBV2 282087 529400 30.36% 2.800%
56 13.263 1980 1985 1991 rVB2 61633 126874 7.28% 0.671%
57 13.334 1991 1997 1999 rBV4 17805 32593 1.87% 0.172%
58 13.404 1999 2009 2019 rVV 976126 1743684 100.00%  9.221%
59 13.516 2020 2028 2038 rVvV2 181741 491429 28.18% 2.599%
60 13.610 2038 2044 2050 rVB3 75521 158964 9.12%  0.841%
61 13.681 2050 2056 2059 rBV3 30406 63838 3.66% ©0.338%
62 13.710 2059 2061 2062 rVvVv2 26041 25189 1.44% 0.133%
63 13.792 2065 2075 2083 rVV 302077 622208 35.68%  3.290%
64 13.869 2084 2088 2096 rVB3 53763 107999 6.19% 0.571%
65 13.957 2096 2103 2107 rBV6 16749 48291 2.77% ©.255%
66 14.010 2108 2112 2117 rVB7 13158 18450 1.06% 0.098%
67 14.069 2117 2122 2128 rBV3 36807 62751 3.60% ©.332%
68 14.222 2144 2148 2151 rBV4 15495 21249 1.22% 0.112%
69 14.257 2151 2154 2163 rVB8 24180 53373 3.06% 0.282%
70 14.340 2164 2168 2172 rBv4 15510 25049 1.44% 0.132%
71 14.387 2172 2176 2181 rVWV 78421 121041 6.94% 0.640%
72 14.451 2181 2187 2190 rVV2 174081 315645 18.10% 1.669%
73 14.510 2194 2197 2200 rVW 96838 150408 8.63% 0.795%
74 14.551 2200 2204 2215 rVV3 118564 255885 14.67% 1.353%
75 14.645 2215 2220 2223 rVWV 42138 70098 4.02% 0.371%

76 14.687 2223 2227 2232 rVWV 61238 116009 6.65% ©.613%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD110322\
Data File : VD@74720.D

Acqg On : @03 Nov 2022 17:27
Operator : VA/SY

Sample : N5204-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 15 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA D\Method\82D110222S.M
Title : SW846 8260
77 14.739 2232 2236 2248 rVB3 46812 85282 4.89% 0.451%
78 14.869 2253 2258 2264 rVB 148045 237713 13.63% 1.257%
79 14.934 2264 2269 2276 rVB4 20494 42774 2.45% 0.226%
80 15.028 2277 2285 2289 rBV 72748 146084 8.38% 0.773%
81 15.151 2300 2306 2312 rVB 67634 103972 5.96% ©.550%
82 15.216 2312 2317 2321 rBV3 22007 41466 2.38% 0.219%
83 15.275 2322 2327 2340 rVB5 48559 112883 6.47% 0.597%
84 15.434 2345 2354 2360 rBV1e 10677 36156 2.07% ©.191%
85 15.592 2377 2381 2387 rVB2 21500 42820 2.46% 0.226%
86 15.816 2415 2419 2425 rVB7 15674 32474 1.86% 0.172%
87 15.963 2441 2444 2450 rVB7 12764 23892 1.37% 0.126%
88 16.069 2457 2462 2469 rBV7 13702 38133 2.19% 0.202%
89 16.139 2471 2474 2480 rVB5 9914 19393 1.11% 0.103%
990 16.381 2512 2515 2525 rVB3 21133 46643 2.67% 0.247%
Sum of corrected areas: 18910250
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD110322\
Data File : VDO74720.D

Acqg On : 03 Nov 2022 17:27
Operator : VA/SY

Sample : N5204-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110222S.M
Quant Title : SW846 8260

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

Abundance TIC: VD074720.D\data.ms

800000

1.728
600000 4017

400000

200000

4.799
2417 3.89 5.040 5-67%,846.005

O‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\\‘\\T\‘\
Time--> 1.60 1.80 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 4.80 500 5.20 5.40 5.60 5.80 6.00 6.20 6.40

Abundance TIC: VD074720.D\data.ms

800000
600000

400000
9.922 10.269

10.775 11.581

200000 640 (857 9. 604 11.240 1.66
7.081 7.80575 8 228 10.922
6.805 /V\ * 91.’09@9%93‘12. 7
) 8 481 9 352 (mmuo
0 /L , ‘ J‘L

Time--> 7.00 7.50 8.00 8. 50 9 OO 9 50 10 00 10 50 11. 00 11. 50

Abundance TIC: VD074720.D\data.ms
13.404

800000

600000

400000

13.187

200000+-

15 50 16 00 16 50

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD110322\
Data File : VDO74720.D

Acqg On : 03 Nov 2022 17:27
Operator : VA/SY

Sample : N5204-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110222S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.640 42.76 ug/l 405189 1,4-Difluorobenzene 8.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 59
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 59
3 2,3-Butanedione 86 C4H602 000431-03-8 52
4 3,3-Dimethyl-2,4-pentane dione 128 C7H1202 003142-58-3 45
5 Propanoic acid, 2-methyl-, 2-pro... 128 C7H1202 015727-77-2 9

Abundance Scan 1199 (8.640 min): VD074720.D\data.ms (-1190) (-) | m/z 43.10 100.00%

9.

5000
86.1
R REARAREE e
8.40 8.60 8.80 9.00
bt e e 29T sz 86,10 27.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1918: 2-Pentanone
43.0
5000 UL B L I I L L

8.40 8.60 8.80 9.00
86.0 m/z 41.10 18.90%

O T \J-\E)\.‘()\ ‘\ TT “‘M T \“ TT ‘\ T ‘ \‘\ TT ‘ TTTT ‘ LI ‘ LI ‘ TTTT ‘ TTTT ‘ LI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1989: 2-Butanone, 3-methyl-

43.0

8.40 8.60 8.80 9.00

5000 m/z 39.10 9.19%
86.0
0‘H““HH“‘;H“H‘H‘“H‘“H“HHWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1861: 2,3-Butanedione e AREANAaREE
43.0 8.40 8.60 8.80 9.00

m/z 42.10 5.84%

5000
86.0
15.0
0 |

m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD110322\
Data File : VDO74720.D

Acqg On : 03 Nov 2022 17:27
Operator : VA/SY

Sample : N5204-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110222S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 3-Buten-2-one, 3-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.857 42.51 ug/l 402864  1,4-Difluorobenzene 8.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-one, 3-methyl- 84 C5H80 000814-78-8 91
2 3-Penten-2-one 84 C5H80 000625-33-2 78
3 Ethanone, 1-cyclopropyl- 84 C5H80 000765-43-5 47
4 4H-1,2,4-Triazol-4-amine 84 C2H4AN4 000584-13-4 43
5 2-Butanone, 4-hydroxy-3-(hydroxy... 132 C6H1203 006868-97-9 40
Abundance Scan 1236 (8.857 min): VD074720.D\data.ms (-1229) (-) m/z 43.10 100.00%
43.1
84.0
5000
e AREREEREE S
8.60 8.80 9.00 9.20
ol b e 2001 7 41010 95.17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1617: 3-Buten-2-one, 3-methyl-
43.0
5000 \\\\‘\\\\‘\\\\’\\\\‘\\\
69.0 8.60 8.80 9.00 9.20
m/z 84.05 76.01%
0\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1587 3-Penten-2-one
69.0
43.0
AR AR RRaRE
8.60 8.80 9.00 9.20
5000 m/z 69.10 66.44%
Y S | A N W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1615: Ethanone, 1-cyclopropyl- AR ARRERREE SRR O
43.0 8.60 8.80 9.00 9.20
69.0 m/z 39.10 45.93%
5000
15.0
0“w‘ﬂhu‘1H“‘H"H‘“H“_“‘_“w“‘w“u“‘u e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD110322\
Data File : VDO74720.D

Acqg On : 03 Nov 2022 17:27
Operator : VA/SY

Sample : N5204-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110222S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 2-Butanone, 3-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.222 59.98 ug/l 568461 1,4-Difluorobenzene 8.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone 86 C5H100 000107-87-9 87
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 53
3 2,3-Butanedione 86 C4H602 000431-03-8 52
4 Allyl acetate 100 C5H802 000591-87-7 17
5 3,3-Dimethyl-2,4-pentane dione 128 C7H1202 003142-58-3 9
Abundance Scan 1298 (9.222 min): VD074720.D\data.ms (-1291) (-). ' m/z 43.10 100.00%
43.1
5000
86.1
e e
8.80 9.00 9.20 9.40 9.60
Ol b 2088 7 86.10  26.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1923: 2-Pentanone
43.0
5000 N L R R
8.80 9.00 9.20 9.40 9.60
86.0 m/z 71.10 12.15%
O\\\\‘\‘\\\“‘H\\\“\\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1989: 2-Butanone, 3-methyl-
43.0
R e
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.10 11.08%
86.0
0‘H““‘mmH“H‘H,“H“HH‘HHWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1865: 2,3-Butanedione Ramaama s e
43.0 8.80 9.00 9.20 9.40 9.60
m/z 58.10 10.18%
5000
15.0 86.0
Ob vyl e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD110322\
Data File : VDO74720.D

Acqg On : 03 Nov 2022 17:27
Operator : VA/SY

Sample : N5204-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110222S.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 2-Butanone, 3,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.604  39.33 ug/l 372690 1,4-Difluorobenzene 8.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 86
2 3-Pentanone, 2-methyl- 100 C6H120 000565-69-5 45
3 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 43
4 cis-1-Ethoxy-1-butene 100 C6H120 1000139-43-8 42
5 Propane, 1-(ethenyloxy)-2-methyl- 100 C6H120 000109-53-5 40

Abundance Scan 1363 (9.604 min): VD074720.D\data.ms (-1355) (-) m/z 57.10 100.00%

57.1
5000
100.1 — ——
‘ ‘ ‘ 9.50 10.00
Ol 2070 sz 41,100 51.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4398: 2-Butanone, 3,3-dimethyl-
57.0 J\\
5000 — ——
290 9.50 10.00
‘ 100.0 m/z 43.85 28.73%
0\\\“\‘\“}\\“‘\\\‘!“\\\\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4359: 3-Pentanone, 2-methyl-
57.0
— —
9.50 10.00
29.0 o
5000 m/z 100.10 20.01%
100.0
0\H\‘\‘1H‘i‘iml“HH‘HH!wH\‘HHWHWHWHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5142: Propane, 2-methyl-2-nitro- 1 —
57.0 9.50 10.00
29.0 m/z 56.10 15.77%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD110322\
Data File : VDO74720.D

Acqg On : 03 Nov 2022 17:27
Operator : VA/SY

Sample : N5204-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110222S.M
Quant Title : SW846 8260

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 2-Pentanone, 4,4-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.775  53.86 ug/l 466047 Chlorobenzene-ds 11.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4,4-dimethyl- 114 c7Hi40 000590-50-1 91

-Butoxy-2-propanol acetate 174 C9H1803 085409-76-3 64
114 C7H140 000110-43-0 42
-Hexanone, 5-methyl- 114 C7H140 000110-12-3 39

12
21
3 2-Heptanone
4 2
51

-Butoxypropan-2-yl 2-methylbuta... 216 C12H2403

1000367-09-4 35

Abundance Scan 1562 (10.775 min): VD074720.D\data.ms (-1556) (- | m/z 43.05 100.00%
5000
114.1 10.50 11.00
| 711 971 | o
0 b e e e e e e e m/z 57.10 54.27%
miz--> 20 40 60 80 100 120 140 160
Abundance #8561: 2-Pentanone, 4,4-dimethyl-
43.0
5000 /\w’\\ ‘ ke
10.50 11.00
m/z 58.10 44.39%
15.0 114.0
OH\“\ T \M\ \““1 -t ’\7\]‘.\'9‘ T \9\6\.?\ T \‘\.’\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #49716: 1-Butoxy-2-propanol acetate ]\ J\
43.0
A= et
10.50 11.00
5000 m/z 41.10 20.54%
87.0
114.0
ol 380 L B L 1310 1590
mlz--> 20 40 60 80 100 120 140 160 J\/\A
Abundance #8423: 2-Heptanone T ——
43.0 10.50 11.00
m/z 114.10  10.56%
5000
71.0
o280 o oesotS
m/z--> 20 40 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD110322\
Data File : VDO74720.D

Acqg On : 03 Nov 2022 17:27
Operator : VA/SY

Sample : N5204-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110222S.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 unknownl2.322 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.322 37.08 ug/l 320825 Chlorobenzene-ds 11.581

Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Heptanone, 3-methyl- 128 C8H160 002371-19-9 47
-Pentanone, 3-ethyl- 114 C7H140 006137-03-7 47
4-Dimethyl-2-pentanone 114 C7H140 1000202-23-1 43
Hexanone, 3-methyl- 114 C7H140 002550-21-2 40
rans-2,3-Epoxydecane 156 C10H200 054125-39-2 38

uih wNnPE
N WNN
1.

Abundance Scan 1825 (12.322 min): VD074720.D\data.ms (-1816) (- | m/z 43.10 100.00%
3.1
5000
72.0
= =
‘ h 99.1 12.00 12.50
Obrrr el gl 1991 1281 2070 hp 732,05 35.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14378: 2-Heptanone, 3-methyl-
43.0
72.0
5000 e SVAS
12.00 12.50
m/z 70.10 25.84%
15.0
O\\\‘\‘\‘1‘\\““}\\‘}“\\‘\‘\‘\‘\\9\9"9\\\]‘-\2i8\.\o‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8513: 2-Pentanone, 3-ethyl-
SV WL
12.00 12.50
5000 72.0 m/z 41.10  13.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8549: 3,4-Dimethyl-2-pentanone — T
43.0 12.00 12.50
m/z 71.05 13.85%
5000
72.0
90 L e U
Ob by b e ol
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD110322\
Data File : VDO74720.D

Acqg On : 03 Nov 2022 17:27
Operator : VA/SY

Sample : N5204-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110222S.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 unknownl3.404 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.404 177.41 ug/1 1743680 1,4-Dichlorobenzene-d4 13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, nonyl vinyl ester 214 C12H2203 1000383-25-6 43
2 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 38
3 1-Iodo-2-methylnonane 268 C1loOH21I 1000101-47-9 37
4 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 35
5 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 32
Abundance Scan 2009 (13.404 min): VD074720.D\data.ms (-1999) (- | m/z 43.10 100.00%
3.1
71.1
5000
\m T T ‘ T
‘ ‘ ‘ 109.1 13.50
bl b L 2422 wm/z 57.10 75.11%
m/z--> 20 40 60 80 100120140 160180 200220240260
Abundance #91843: Carbonic acid, nonyl vinyl ester
43.0
71.0
5000 . ‘
13.50
m/z 71.10 54.94%
98.0 .
OH’\h\“\\“M‘H‘!“\‘}H‘H"H\‘\?‘\\\]\-‘2\?\(\)’\\H]‘-ZJ\-\-‘O\\H’HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #59054: Undecane, 4,7-dimethyl-
43.0
=
13.50
5000 710 m/z 86.85 50.27%
0 | “\ | 1 ]990127.01550184.0
A m o RRARAARAEREAE N SMEs L
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #157266: 1-lodo-2-methylnonane
43.0 13.50
m/z 41.10 33.50%
5000 71.0
L L9070 1660 puo e
e e e e e e e e .
m/z--> 20 40 60 80 100120140160 180200 220240260 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD110322\
Data File : VDO74720.D

Acqg On : 03 Nov 2022 17:27
Operator : VA/SY

Sample : N5204-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110222S.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 unknownl4.451 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.451  32.12 ug/1 315645 1,4-Dichlorobenzene-d4 13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 4-ethyl-2-methyl- 128 C9H20 003074-75-7 25
2 Oxirane, 2-methyl-2-(1-methyleth... 100 C6H120 072221-03-5 22
3 (-)-3,4-Di-0-methyl-2-deoxy-D-ri... 160 C7H1204 085921-57-9 16
4 2-Methoxyethyl 2-methylbutanoate 160 C8H1603 1000366-96-4 14
5 Hexanoic acid, 2-propenyl ester 156 CSH1602 000123-68-2 12
Abundance Scan 2187 (14.451 min): VD074720.D\data.ms (-2181) (- | m/z 43.05 100.00%
3.0
58.0
5000 99.1
85.0
123.2 U
L0 T
o‘Wm‘w‘,‘lm,ml“_m_uHmmm“m,w,mww:w m/z 58.05  66.20%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #14587: Hexane, 4-ethyl-2-methyl-
57.0
43.0
5000 1 ‘J\‘A
270 14.50
710 99.0 m/z 57.10 60.88%
O\\‘\H}‘HH"‘MH’\‘\H}‘HH‘UHH‘S\?\.S)‘\HH‘\\\]\-’173\?\0’\]_\2\\8‘.\()\\\‘\\\\‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #4449: Oxirane, 2-methyl-2-(1-methylethyl)-
43.0
58.0 —
14.50
5000 m/z 99.10 45.02%
29.0
‘ ‘ 85.0 100.0
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #36529: (-)-3,4-Di-O-methyl-2-deoxy-D-ribono-1,5-lactong T
430 58.0 14.50
29.0 7Y m/z 85.05 33.15%
5000
83.0 98.0
‘ 129.0
Obreprrerep e e ey —
m/z--> 20 30 40 50 60 70 80 90 100110120130140 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD110322\
Data File : VD@74720.D

Acqg On : 03 Nov 2022 17:27
Operator : VA/SY

Sample : N5204-01

Misc : 5.02G/5.00m1/MSVOA_D/SOIL

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D110222S.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|
2-Pentanone 8.640 42.8 ug/l 405189 2 8.775 473842 50.0
3-Buten-2-one, ... 8.857 42.5 ug/l 402864 2 8.775 473842 50.0
2-Butanone, 3-m... 9.222 60.0 ug/l 568461 2 8.775 473842 50.0
2-Butanone, 3,3... 9.604 39.3 ug/l 372690 2 8.775 473842 50.0
2-Pentanone, 4,... 10.775 53.9 ug/l 466047 3 11.581 432617 50.0
unknown12.322 12.322 37.1 ug/l 320825 3 11.581 432617 50.0
unknown13.404 13.404 177.4 ug/l 1743680 4 13.516 491429 50.0
unknown14.451 14.451 32.1 wug/l 315645 4 13.516 491429 50.0
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