LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMDLM@20124SMA.M
Title : SFAMO1.0

Signal : TIC: VDO78352.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.687 12 17 19 rBV 3045 4840 0.59% 0.066%
2 1.740 19 26 34 rVB 194730 336586 41.08% 4.566%
3 2.270 111 116 122 rVB 93452 132397 16.16% 1.796%
4 2.799 200 206 214 rVB 75830 138167 16.86% 1.874%
5 3.164 265 268 269 rBV 831 783 0.10% 0.011%
6 3.470 318 320 322 rBV 704 481 0.06% 0.007%
7 3.646 349 350 352 rBV2 672 592 0.07% ©0.008%
8 3.711 359 361 362 rBvV2 867 623 0.08% 0.008%
9 3.758 365 369 371 rBV2 612 803 0.10% 0.011%
106 3.917 386 396 406 rBV3 59046 150378 18.35%  2.040%
11  4.069 420 422 425 rVB2 719 501 0.06% 0.007%
12 4.117 429 430 434 rVB2 681 772 0.09% 0.010%
13 4.164 436 438 441 rBV2 440 548 0.07% 0.007%
14  4.275 454 457 458 rBV2 935 860 0.10% 0.012%
15 4.358 469 471 473 rVB 571 542 0.07% 0.007%
16 4.652 519 521 522 rBV 1103 535 0.07% 0.007%
17 4.728 533 534 537 rVWv2 676 483 0.06% 0.007%
18 4.799 537 546 561 rvv3 18091 55198 6.74% 0.749%
19 4.893 561 562 564 rVB 950 576 0.07% 0.008%
20 4.993 576 579 580 rBV2 595 549 0.07% 0.007%
21 5.222 614 618 619 rBv2 744 703 0.09% 0.010%
22 5.264 624 625 628 rvB2 945 600 0.07% 0.008%
23  5.369 640 643 644 rBV 738 742 0.09% 0.010%
24 5.387 644 646 648 rVW 696 513 0.06% 0.007%
25 5.411 648 650 651 rW 748 478 0.06% 0.006%
26 5.487 660 663 666 rBv2 628 662 0.08% 0.009%
27 5.687 696 697 700 rVB 787 488 0.06% 0.007%
28 5.822 718 720 722 rBV2 1274 1476 0.18% 0.020%
29 6.111 767 769 771 rBV2 449 497 0.06% 0.007%
30 6.169 776 779 780 rVB2 801 749 0.09% 0.010%
31 6.193 780 783 784 rBv2 812 900 0.11% 0.012%
32 6.358 808 811 814 rBV 991 1116 0.14% 0.015%
33 6.393 814 817 819 rBvV2 512 578 0.07% 0.008%
34 6.505 835 836 838 rBv2 801 556 0.07% ©0.008%
35 6.605 850 853 855 rBv2 840 793 0.10% 0.011%
36 6.622 855 856 860 rvB2 619 673 0.08% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMDLM@20124SMA.M
Title : SFAMO1.0
37 6.687 865 867 870 rvv2 645 561 ©0.07% ©0.008%
38 6.787 881 884 886 rBv2 806 781 0.10% 0.011%
39 6.840 891 893 894 rvB2 866 482 0.06% 0.007%
40 6.863 895 897 901 rVB2 660 785 0.10% 0.011%
41 6.899 901 903 904 rBvV 619 511 0.06% 0.007%
42 6.928 906 908 911 rBV2 835 885 0.11% 0.012%
43 6.993 911 919 926 rBV2 14776 37262 4.55% 0.506%
44  7.152 944 946 948 rBV2 805 726 0.09% ©0.010%
45 7.358 980 981 983 rBV 888 595 0.07% 0.008%
46 7.469 998 1000 1001 rVB 945 512 0.06% 0.007%
47  7.487 1001 1003 1006 rBV 856 1111  0.14% 0.015%
48 7.569 1006 1017 1030 rBV 91739 241788 29.51%  3.280%
49 7.787 1053 1054 1057 rBV2 1032 1027 0.13% 0.014%
50 7.852 1057 1065 1070 rvv3 5157 11921 1.45% 0.162%
51 7.940 1078 1080 1081 rBV 1436 1343 0.16% ©0.018%
52 7.958 1081 1083 1088 rVV5 3286 5539 0.68% 0.075%
53 8.087 1099 1105 1112 rVB4 9477 20935 2.56% 0.284%
54 8.205 1115 1125 1138 rBV2 169052 500451 61.08% 6.789%
55  8.357 1145 1151 1155 rVvB3 2322 4198 ©0.51% 0.057%
56 8.416 1160 1161 1166 rVB2 1578 1570 0.19% 0.021%
57 8.463 1168 1169 1173 rBvV2 717 917 0.11% 0.012%
58 8.505 1174 1176 1179 rVB 1256 1148 0.14% 0.016%
59 8.581 1186 1189 1192 rBV2 1068 1204 0.15% 0.016%
60 8.716 1209 1212 1214 rBV2 1117 944 0.12% 0.013%
61 8.775 1214 1222 1235 rVV2 191360 389269 47.51% 5.281%
62 9.093 1270 1276 1282 rBV4 3376 7346 0.90% 0.100%
63 9.210 1287 1296 1303 rBvV 115331 244844 29.88% 3.322%
64 9.334 1312 1317 1323 rVB4 10988 20222 2.47% 0.274%
65 9.393 1326 1327 1329 rBV2 826 665 ©0.08% 0.009%
66 9.475 1336 1341 1343 rBV 724 970 0.12% 0.013%
67 9.516 1343 1348 1353 rBV6 5756 13077 1.60% 0.177%
68 9.604 1361 1363 1364 rVV 726 497 0.06% 0.007%
69 9.693 1374 1378 1386 rVB4 4491 10171 1.24% 0.138%
70 9.810 1395 1398 1399 rBV 821 729 0.09% 0.010%
71  9.840 1399 1403 1408 rVV2 12403 23106  2.82% 0.313%
72 9.904 1410 1414 1418 rVV2 33773 64654 7.89% 0.877%
73 9.975 1422 1426 1432 rW 63380 123647 15.09% 1.677%
74 10.046 1434 1438 1450 rVB3 52599 122572 14.96% 1.663%
75 10.269 1468 1476 1486 rBV 227819 414495 50.59% 5.623%
76 10.363 1491 1492 1494 rBV 986 931 0.11% 0.013%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS Vvial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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\SFAMDLM@20124SMA.M
Title : SFAMO1.0

77 10.457 1502 1508 1513 rVB 44684 73144 8.93% 0.992%
78 10.528 1513 1520 1529 rBV 39936 75558  9.22% 1.025%
79 10.610 1531 1534 1539 rVB5 7942 11573 1.41% 0.157%
80 10.663 1539 1543 1547 rBV2 8693 15579 1.90% 0.211%
81 10.799 1561 1566 1572 rVB3 20022 32077 3.91% 0.435%
82 10.881 1572 1580 1590 rBV4 81917 175987 21.48% 2.387%
83 10.993 1593 1599 1608 rBV2 35464 89764 10.96% 1.218%
84 11.181 1625 1631 1636 rBV3 41733 74527  9.10% 1.011%
85 11.293 1645 1650 1654 rBV2 32750 59747 7.29% 0.811%
86 11.469 1674 1680 1691 rBV 101430 169181 20.65% 2.295%
87 11.581 1691 1699 1711 rBV 294264 510352 62.29% 6.924%
88 11.763 1726 1730 1731 rBV4 11626 14615 1.78% 0.198%
89 11.799 1732 1736 1745 rVV2 77057 139536 17.03% 1.893%
90 11.928 1756 1758 1762 rBv4 4329 5373 0.66% 0.073%
91 12.098 1781 1787 1793 rBV5 43309 90521 11.05% 1.228%
92 12.210 1803 1806 1811 rVB2 48628 70271 8.58% 0.953%
93 12.651 1877 1881 1887 rVB 110951 180146 21.99% 2.444%
94 12.828 1903 1911 1915 rBV6 24705 69701 8.51% 0.946%
95 12.893 1917 1922 1928 rVV2 182879 304203 37.13% 4.127%
96 13.134 1959 1963 1969 rVB 77709 124322 15.17% 1.687%
97 13.516 2024 2028 2037 rVB 297626 480553 58.65% 6.519%

98 13.840 2074 2083 2088 rBV2 364209 819370 100.00% 11.116%
99 14.698 2225 2229 2235 rVB 284278 381596 46.57% .177%
100 15.528 2367 2370 2379 rVB 190800 291459 35.57%  3.954%

%]

Sum of corrected areas: 7371284
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
Quant Title : SFAM@1.0

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

Abundance TIC: VD078352.D\data.ms
400000

350000
300000
250000
200000/ 1740

150000
2.270
100000 2799

3.917
50000

4.799
1.6 3.164 3.47(B.836I58/ | 4AMBIBARVS58 4.65228.89393 SR26EAENS75.687.822  6.6IBEB6358TEHI

Time--> .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 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40

Abundance TIC: VD078352.D\data.ms
400000

o

350000
300000 11.581

250000 10.269

200000 8.775
8.205

150000

9.210
100000 7.569

o 10.881
50000 a0 1038 j&)/gci §b
08 eam@fusz? 3mﬁ\ 7. ?@ﬁmOB 8 ssmeasm.] 9 093 9, g&j%wo E/ \

Time--> 0 8. OO 8. 50 9. OO 9 50 10. 00 10 50 11. 00 11 50

Abundance TIC: VD078352.D\data.ms
400000 13.840

350000 13516 14.698

300000

250000 15.528

12.893

200000

150000

100000+-

50000

0 T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
Quant Title : SFAM@1.0

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 unknown-01 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.087 1.34 ug/L 20935 1,4-Difluorobenzene 8.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Oxetanone, 3,3-dimethyl- 100 C5H802 001955-45-9 10
2 Methacrolein 70 C4H60 000078-85-3 9
3 Methacrolein 70 C4H60 000078-85-3 9
4 (E)-1,3-Butadien-1-ol 70 C4H60 070411-98-2 9
5 1-Butanol, 2-methyl- 88 C5H120 000137-32-6 9

Abundance Scan 1105 (8.087 min): VD078352.D\data.ms (-1099) (-) m/z 43.20 100.00%

43.2
71.1
57.0
5000
MAAMMM
‘ ‘ 7.80 8.00 8.20 8.40
Ob et l miz 71,10 74.41%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4166: 2-Oxetanone, 3,3-dimethyl-
41.0
56.0 70.0 ﬂ m m
5000 \\\‘\\\A\‘\\\\!‘l\\\\‘\\\\
7.80 8.00 8.20 8.40
m/z 41.10 57.77%
27.0
o150l i 830 1010
\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #600: Methacrolein
41.0 74.0 m M
L DL L
7.80 8.00 8.20 8.40
5000 m/z 70.10 53.69%
29.0 ‘
55.0
ootz L
m/z--> 10 20 30 40 50 60 70 80 90 100 M
Abundance #588: Methacrolein ““H‘h“‘u““‘_‘M‘
41.0 7.80 8.00 8.20 8.40
70.0
m/z 57.00 53.58%
5000
29.0 m A M
m/z--> 10 20 30 40 50 60 70 80 90 100 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
9.334 1.30 ug/L 20222  1,4-Difluorobenzene 8.775

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 45
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 45
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 45
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 38
5 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 35

Abundance Scan 1317 (9.334 min): VD078352.D\data.ms (-1312) (-) m/z 57.15 100.00%
41.0 57.1 85.1
5000
71.1
MAM
‘ H ‘ 9.00 9.20 9.40 9.60
oLt bl e m/z 85.18 95.23%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8637: Hexane, 2,4-dimethyl-
430 570
85.0 L
5000 L L R L B B
9.00 9.20 9.40 9.60
290 710 m/z 41.85 86.54%
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120
Abundance #8645: Hexane, 2,4-dimethyl-
43.0 A M /\
57.0 SNA TN (Y PR A
9.00 9.20 9.40 9.60
5000 85.0 m/z 56.10 78.45%
29.0
71.0
1.0 15\0 | H\ \‘ | \” ‘\ 99.0 114.0
el b e
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 M w I
Abundance #8644: Hexane, 2,4-dimethyl- H“‘H“‘H“‘M“‘H‘
43.0 9.00 9.20 9.40 9.60
57.0 m/z 43.05  77.39%
5000
85.0
29.0
71.0
o) AN OO N A1 E A0 S N 0 T A
m/z--> 0 10 20 30 40 50 60 70 80 90 100110120 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.840 1.48 ug/L 23106  1,4-Difluorobenzene 8.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 72
2 Pentane, 3-ethyl-2-methyl- 114 C8H18 000609-26-7 38
3 Heptane, 3-ethyl-5-methylene- 140 C10H20 1010160-41-7 36

4 1-Amino-3-methyl-2-butene 85 C5H11N 013822-06-5 28
5 Pyrrolidine 71 C4HON 000123-75-1 9

Abundance Scan 1403 (9.840 min): VD078352.D\data.ms (-1399) (-) m/z 43.05 100.00%

3.0
70.2
5000
\ ‘/\" R T
H ‘ ‘ 9.50 10.00
o"wHHHWM_“H‘UHWHH_HWH m/z 70.20  63.32%
miz-> 20 40 60 80 100 120 140
Abundance #8673: Pentane, 3-ethyl-2-methyl-
43.0
70.0 N\]\
5000 oo LA
85.0 9.50 10.00
27.0 ' m/z 55.20  39.15%
L
O\\\‘\i\\i}\‘}‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #8672: Pentane, 3-ethyl-2-methyl-
43.0 .)\,\
70.0 \A {N\ b 1)
9.50 10.00
5000 m/z 71.15 33.24%
27.0 85.0
H e
ol e
miz--> 20 40 60 80 100 120 140 I //\ /\
Abundance #20722: Heptane, 3-ethyl-5-methylene- k I L
43.0 70.0 9.50 10.00
m/z 57.10  25.35%
5000
27.0
0 ‘\ 11— L 85.0 110.0 140.0 Y A, W /\
e p ey
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00

Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
. SFAM@1.0

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 (DEL) Alkane: Straight-Chai... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
9.904 4.15 ug/L 64654 1,4-Difluorobenzene 8.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2-methyl- 114 C8H18 000592-27-8 74
2 2-Propyl-1-Pentanol, trifluorocac... 226 C10H17F302 1000365-19-7 53
3 Hexamethylenimine 99 C6H13N 000111-49-9 53
4 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 47
5 Heptane, 2-methyl- 114 C8H18 000592-27-8 47
Abundance Scan 1414 (9.904 min): VD078352.D\data.ms (-1410) (-) m/z 57.15 100.00%
57
5000 ﬁf\
39 99.1 WAV W, e
190 | 10.00
0 W m/z 43.10 91.43%
m/z--> 20 40 60 80 100 120 140 160
Abundance #8636: Heptane, 2-methyl-
57.0
5000 A, U -t
29.0 :
99.0 m/z 41.10 48.09%
12.0 ‘ | M ‘ 1
O\\\\‘\}\\‘i\\\‘uﬂ‘\\\\’1\\\“\\%\‘\\\\‘\\\\’\
miz--> 20 40 60 80 100 120 140 160
Abundance #106107: 2-Propyl-1-Pentanol, trifluoroacetate
57.0
YCTAT Ao MW
10.00
5000 m/z 70.20 34.80%
84.0
29.0
I “~ sl D 13001570
m/z--> 20 40 60 80 100 120 140 160 ﬂﬁ&
Abundance #3969: Hexamethylenimine A
43.0 70.0 lO 00
m/z 42.10  33.65%
5000 99.0
15.0 ‘
Ol Y
m/z--> 20 40 60 80 100 120 140 160 1000
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.046 7.87 ug/L 122572  1,4-Difluorobenzene 8.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-methyl- 114 C8H18 000589-81-1 72
2 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 59
3 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 59
4 Oxalic acid, diisohexyl ester 258 C14H2604 1010309-32-9 53
5 Pentane, 2,3,3,4-tetramethyl- 128 C9H20 016747-38-9 50
Abundance Scan 1438 (10.046 min): VD078352.D\data.ms (-1434) (- | m/z 43.15 100.00%
43.1 57.1
85.2
5000
1 ‘ 7ﬁ 2 112.1 10 00
0 e bt e e m/z 57.10  88.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8629: Heptane, 3-methyl-
43.0
57.0
85.0
5000 i
10 00
29.0 m/z 85.15 80.20%
0., 150 L L 0 | gg0 1140
H‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14602: Pentane, 3-ethyl-2,4-dimethyl-
43.0
10.00
5000 85.0 m/z 84.15  70.28%
57.0
27.
Oyt 0L 990 1280
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8646: Hexane, 2,4-dimethyl- g :
430 574 10.00
m/z 56.10 46.63%
85.0
5000
29.0 71.0
daso L seme Ll
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.457 3.58 ug/L 73144  Chlorobenzene-d5 11.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane 114 C8H18 000111-65-9 80
2 Octane 114 C8H18 000111-65-9 72
3 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 64
4 Octane 114 C8H18 000111-65-9 64
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 62
Abundance Scan 1508 (10.457 min): VD078352.D\data.ms (-1502) (- 43.10 100.00%
43.1
85.2
5000
‘ 691 ‘ 114.0 10.50
owmim“_“:m“‘wu_ul“,ww_m_‘ 85.20  69.26%
m/z--> 20 40 100 120 140 160
Abundance #8621. Octane
43.0
5000 ‘ j\/\
85.0 10 50
2710 m/z 41.10 65.52%
L .
O\‘\\\\‘}\\‘\“\\\\‘\\\\‘\\\‘\’\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #8623: Octane
43.0
10 50
5000 m/z 57.10 51.76%
85.0
27,0
ol |8 | a0
m/z--> 20 40 60 80 100 120 140 160 j\ /M
Abundance #127948: Oxalic acid, isohexyl pentyl ester
43.0 10 50
m/z 71.10 51.09%
5000
85.0
‘ 69,0 ‘
27,0 ‘ \/\
ob il ‘W‘ i 1230 1610 I VAR A VYWAL'S
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.799 1.57 ug/L 32077  Chlorobenzene-d5 11.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 53
2 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 50
3 Hexane, 1,1'-oxybis- 186 C12H260 000112-58-3 50
4 Carbonic acid, dihexyl ester 230 C13H2603 007523-15-1 50
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 47
Abundance Scan 1566 (10.799 min): VD078352.D\data.ms (-1561) (- | m/z 43.05 100.00%
43.0
85.1
5000
T ‘ \M\ T ‘ T
m 1283 10.50 11.00

0 ‘H““““‘_ i m/z 85.18 62.57%
m/z--> 20 40 80 100 120 140 160 180
Abundance #14555: Heptane, 2,4-dimethyl-

43.0
5000 = A/\ i ‘”/‘\“

85.0 10.50 11.00
m/z 41.05 38.54%

N -
TTT ‘ T \ TT ‘ T T ‘ \ \ \ T ‘ \ \ T ‘ TTTT ‘ L \ T ‘ TTTT ‘ TTTT ‘ TTT
m/z--> 20 80 100 120 140 160 180
Abundance #14577: Hexane, 2,3,5-trimethyl- M
43.0

o

85.0 10 50 11 00
5000 ITI/Z 71.05 37.67%
wo | | | 1| o
0 HH_m_uwm‘_m‘mwm‘m
m/z--> 20 40 80 100 120 140 160 180
Abundance #61062: Hexane, 1,1'-oxybis- Pt 2 L i
43.0 10.50 11.00
85.0 m/z 70.10  34.11%
5000
5150 H L leso | 1150 130 1860 Yy, AMAMMN
““““‘ B
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.993 4.40 ug/L 89764  Chlorobenzene-d5 11.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 91
3 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 87
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 80
5 Octane, 3-methyl- 128 C9H20 002216-33-3 72
Abundance Scan 1599 (10.993 min): VD078352.D\data.ms (-1593) (- | m/z 57.10 100.00%
57.1
A J\
411
99.2 /\f\/\
71.1
‘ ‘ | 851 126.2 1100 -
0H‘mwwmi1”W‘m“um‘mWm,uwm‘w,w‘w m/z 41.10 33.27%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14559: Heptane, 2,5-dimethyl-
57.0
5000 "“""(\’TM/\\ L —
11.00
m/z 43.10 30.92%
27.0 71.0 99.0
0 I J . 880 | 11301280
H‘HH‘H\\‘\H\‘HH‘\\H‘HH‘\H\‘\\H’HH‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14546: Heptane, 2,5-dimethyl-
A
R m
11.00
5000 m/z 56.10 25.60%
43.0
29.0 71.0 99.0
0,150 | “‘ J,y 850 | 113.0128.0
R AAAN R AREa R o e paaaT R Saa S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 J/\/\
Abundance #14545: Heptane, 3,5-dimethyl- LAV
57.0 11.00
m/z 99.20 14.99%
5000 41.0
0 71.0 99.0 /\\I\
o 0L sso | asoimo TR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
Quant Title : SFAM@1.0

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 11 (DEL) Alkane: Cyclic11.181 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.181 3.65 ug/L 74527  Chlorobenzene-d5 11.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,4-Trimethylcyclohexane 126 CSH18 007094-27-1 53
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 53
3 1-(1-Methyl-1H-1,2,4-triazol-5-y... 126 C5H1ON4 1000387-15-1 50
4 Cyclohexane, 1,4-dimethyl-2-octa... 364 C26H52 055282-02-5 50
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 50

Abundance Scan 1631 (11.181 min): VD078352.D\data.ms (-1625) (- | m/z 111.20 100.00%

1112
69.2
5000 411 551
84.1 PR AV

126.1 11.00 11.50
HMH\Mu\Mu\Mu\Mu\MH\MHHMH\MHNMHHMH\MH\MH m/z 69.20 73.04%

M | |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13234: 1,1,4-Trimethylcyclohexane
69.0 111.0
s it

5000 55.0 R i
41.0 11.00 11.50

m/z 41.15 41.45%

83.0
\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\“\‘\\\‘1‘\\\\‘\‘\\\‘?\7\‘0\\\\}1\\\‘]-\2\}6\-‘0\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0 M

o

o

11 00 11 50
55.0 m/z 55.10 39.83%
5000 41.0
83.0
27.0 ‘ ‘
P Y 0 O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 M
Abundance #12598: 1-(1-Methyl-1H-1,2,4-triazol-5-yl)ethan-1-amine S —
111.0 11.00 11.50
m/z 43.05 36.12%
84.0
5000
44.0
125.0
il UL
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
Quant Title : SFAM@1.0

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 12 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.293 2.93 ug/L 59747  Chlorobenzene-d5 11.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 90
2 Hexane, 3-ethyl- 114 C8H18 000619-99-8 80
3 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 78
4 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 74
5 Hexane, 3-ethyl- 114 C8H18 000619-99-8 64
Abundance Scan 1650 (11.293 min): VD078352.D\data.ms (-1645) (- | m/z 43.10 100.00%
43.1
w i /\N@JJ\/\ J
57.0 \
m H‘ 11.00 1150
0yl il %82 w/z 8415 48.84%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14543: Heptane, 2,3-dimethyl-
43.0
5000
84.0 11.00 11.50
57.0 m/z 85.10  43.52%
0 ° Il H‘ 1 99.0 113.0 128.0
H’HH‘\\H‘\H\‘\H\‘\H\‘H\\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8626: Hexane, 3-ethyl-
43.0 \A
Lo ollad | o
11.00 11.50
5000 84.0 m/z 41.15 29.92%
27.0 57.0
-
0u,\m‘\m‘\uWuWu\‘m\‘m\‘uu‘HHWHWHWHWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 \
Abundance #14554: Heptane, 2,3-dimethyl- R "
43.0 11.00 11.50
m/z 55.15  25.54%
5000
84.0
57.0
270
0 k- M\ 99.0 113.0 128.0 X
H,H‘w‘H‘_‘H‘H‘W‘HW‘H‘_‘H‘H‘W‘HW‘H‘_‘H‘H‘W‘H‘ M e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
Quant Title : SFAM@1.0

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 13 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.469 8.29 ug/L 169181 Chlorobenzene-d5 11.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 64
2 Octane, 3-methyl- 128 C9H20 002216-33-3 64
3 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 59
4 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 59
5 Heptane, 3-ethyl- 128 C9H20 015869-80-4 58
Abundance Scan 1680 (11.469 min): VD078352.D\data.ms (-1674) (- 57.20 100.00%
57.2
5000
41.0 98.2
11.50
832
[ w b 882 | 11301282 43.05  26.89%
m/z--> 20 60 80 100 120 140
Abundance #14528: Octane, 3-methyl-
57.0
5000
11 50
41)0 m/z 56.10 26.44%
98.0
0 26,0 ‘ |, 720 | 113.0128.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\
m/z--> 60 80 100 120 140
Abundance #14537: Octane, 3-methyl-
57.0
YA at
11.50
5000 m/z 41.05 24 .86%
41,0
98.0
ol 260 || || | 830 | 11301280
e e
m/iz--> 20 40 60 80 100 120 140
Abundance #22093: Octane, 2,3-dimethyl- 5
57.0 11.50
m/z 98.15 22.87%
5000
410 98.0
ob——280 m“h A J“‘ B30 1 A30 1420 A, ~/\\ AN
m/z--> 20 40 60 80 100 120 140 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
Quant Title : SFAM@1.0

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 14 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.799 6.84 ug/L 139536  Chlorobenzene-d5 11.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 91
2 Nonane 128 C9H20 000111-84-2 87
3 Nonane 128 C9H20 000111-84-2 87
4 Octane 114 C8H18 000111-65-9 72
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 64
Abundance Scan 1736 (11.799 min): VD078352.D\data.ms (-1732) (-t | m/z 43.15 100.00%
43.1 57.1
5000 711 85.2 JLM
H H ‘ | 903 128.2 11550 12.00
Oyl el et et e e m/z 57.10  88.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14521: Nonane
43.0
1’ f/\ J\ M
5000 T T T T T T T T T
29.0 11.50 12.00
71.0 850 m/z 41.15 48.56%
128.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14523: Nonane
43.0
o =
57.0 11.50 12.00
5000 m/z 85.15 45.31%
29.0
71.0 85.0
o150 || | ||| es0 1280
c e el e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 ﬂ}\
Abundance #14520: Nonane V% ‘ ‘/N“A”
43.0 11.50 12.00
57.0 m/z 71.10  38.37%
5000
290 710 85.0
990
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
Quant Title : SFAM@1.0

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 15 1,2-Butanediol, 1-(2-furyl)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.099 4.43 ug/L 90521  Chlorobenzene-d5 11.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Butanediol, 1-(2-furyl)- 156 C8H1203 004208-60-0 53
2 1H-Pyrazol-4-amine, 3-methyl- 97 C4H7N3 1010338-28-2 47
3 6-Methyloctyl acetate 186 C11H2202 1000439-66-5 43
4 cis-2-Nonene 126 C9H18 006434-77-1 41
5 3-Nonene 126 C9H18 020063-77-8 38

Abundance Scan 1787 (12.098 min): VD078352.D\data.ms (-1781) (- 57.10 100.00%

m/z
97.0
5000 M
126.2 U ]
- 207.2 12.00 12.5(1
0 R R R mE m/z 97.05 87.52%

57.1
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #33538: 1,2-Butanediol, 1-(2-furyl)- M
.0

5000 .. R
4

97

1.0 12.00 12.50

710 m/z 55.10  80.78%
0 L 122.0 156.0
b “\\“H‘“HH“H\HHH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #3316: 1H-Pyrazol-4-amine, 3-methyl-
42.0 97.0
0

ALLE —
12.00 12.50
5000 m/z 43.10  63.81%
70.0
0

=

m/z--> 4 60 80 100 120 140 160 180 200
Abundance #60712: 6-Methyloctyl acetate e
43.0 97.0 12.00 12.50
700 m/z 56.10 46.24%
5000
B Y — o e
m/z--> 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\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
Quant Title : SFAM@1.0

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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.210 3.44 ug/L 70271  Chlorobenzene-d5 11.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 83
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 72
4 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
Abundance Scan 1806 (12.210 min): VD078352.D\data.ms (-1803) (- 57.10 100.00%
57.1
5000
113.2
| 80 1402 12.00 1250
0 ol e m/z 71,200 67.58%
miz--> 20 40 60 80 100 120 140
Abundance #22080: Nonane, 3-methyl-
57.0
5000 41,0 Ao L
12.00 12.50
m/z 43.10 47.32%
113.0
0151.085.0[142.0
miz--> 20 40 60 80 100 120 140
Abundance #22103: Octane, 2,6-dimethyl-
57.0
a1lo 12 00 12 50
5000 m/z 56.15 41.96%
85.0 113.0
om0 awo
m/iz--> 20 40 60 80 100 120 140
Abundance #22081: Nonane, 3-methyl- e —
57.0 12.00 12.50
m/z 41.05 36.21%
5000
41,0
112.0
0 25l$ L1l ul 8?'0 I 142.0
e e e
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
Quant Title : SFAM@1.0

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 17 unknown-02 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.828 3.63 ug/L 69701 1,4-Dichlorobenzene-d4 13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3-ethyl- 110 C8H14 002808-71-1 38
2 Cyclopentene, 4,4-dimethyl- 96 C7H12 019037-72-0 38
3 Cyclopropane, tetramethylpropyli... 138 C10H18 024519-04-8 38
4 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 35
5 Cyclohexene, 4-methyl- 96 C7H12 000591-47-9 35

Abundance Scan 1911 (12.828 min): VD078352.D\data.ms (-1903) (- m/z 81.10 100.00%
81.1

55.0 97.1
5000 WW\
390 —

Co
‘ ‘ ‘ ‘ | 1231 1401 1250 13.00
Y M‘JH“‘_M“‘“H“m‘l” m/z 97.10  52.74%
miz--> 20 40 60 80 100 120 140
Abundance #6705: Cyclohexene, 3-ethyl-
81.0
5000 M AR LA
12.50 13.00
4L.0 ‘ 110.0 m/z 55.05 52.68%
0 ‘2\6‘19\ \‘1‘”\‘ ‘6?‘\9\ \“H\ T ‘\ T \‘\ L B e e
miz--> 20 40 60 80 100 120 140
Abundance #3270: Cyclopentene, 4,4-dimethyl-
81.0
P e
12.50 13.00
5000 m/z 41.10 42.52%
39.0 96.0
W sl
oL bl bl
m/iz--> 20 40 60 80 100 120 140

Abundance #19509: Cyclopropane, tetramethylpropylidene- — ——
81. 12.50 13.00

123.0
m/z 95.10 38.00%
41.0
5000

SFO 138.0

o
RS T 0 LV d
m/z--> 20 40 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
Quant Title : SFAM@1.0

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 18 Carbonic acid, decyl prop-1... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.893 15.83 ug/L 304203 1,4-Dichlorobenzene-d4 13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, decyl prop-1-en-2... 242 C14H2603 1000382-90-5 90
2 Decane 142 C10H22 000124-18-5 74
3 Decane 142 C10H22 000124-18-5 72
4 Decane 142 C10H22 000124-18-5 64
5 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 53
Abundance Scan 1922 (12.893 min): VD078352.D\data.ms (-1917) (- m/z 57.15 100.00%
57.1
5000
M
R
1111 1423 12.50 13.00
oww“‘:” e 20N m/z 43.05  99.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #125959: Carbonic acid, decyl prop-1-en-2-yl ester
43.0
5000 L Al
71.0 12.50 13.00
m/z 41.10 62.59%
97.0
Ot T \H‘\ \‘i‘l e T \H\Hi T “H TT \““ ol T \]\_‘\1(")\(\)\ T \%‘8\5\9\ [T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22066: Decane
57.0
— —r—
12.50 13.00
5000 m/z 71.10 46.09%
29.0 85.0
L o e
MR 1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22067: Decane e
43.0 12.50 13.00
m/z 55.15 43.43%
5000
71.0
1| |smo o
O e e et e e — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
Quant Title : SFAM@1.0

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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.134 6.47 ug/L 124322 1,4-Dichlorobenzene-d4 13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 64
2 Heptane, 5-ethyl-2-methyl- 142 C10H22 013475-78-0 53
3 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 50
4 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 50
5 Ethanedioic acid, bis(3-methylbu... 230 C12H2204 002051-00-5 47

Abundance Scan 1963 (13.134 min): VD078352.D\data.ms (-1959) (- | m/z 43.15 100.00%

431 712
5000
113.1 et

13.00 13.50
0 MMF¢1541 m/z 71.15  99.89%
miz--> 20 40 60 100 120 140 160 180
Abundance #22097: Octane, 3,3-dimethyl- m
71.0
WA
5000 43.0 13.00 1350
m/z 57.20 77.04%

o

‘ 113.0
\1\5\‘0\‘\\\“ \‘M“\\M\‘i‘\\\‘\\1‘\‘\‘\\\‘\\\\‘\\\\‘\
m/z--> 20 60 80 100 120 140 160 180
Abundance #22126: Heptane, 5-ethyl-2-methyl-
43.0
71.0
e

13.00 13.50
5000 m/z 41.10 58.06%

113.0
O\H‘H‘H‘i‘lu“!“u \‘1‘”\‘HH\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #135263: i

: Sulfurous acid, butyl octyl ester T —
57.0 13.00 13.50

m/z 70.10  48.20%

5000
290
H 501130 1500 1650

m/z--> 60 80 100 120 140 160 180 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/10m1/MSVOA_D/SOIL/B

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
Quant Title : SFAM@1.0

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 21 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.528 15.16 ug/L 291459 1,4-Dichlorobenzene-d4 13.516
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tridecane 184 C13H28 000629-50-5 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 86
Abundance Scan 2370 (15.528 min): VD078352.D\data.ms (-2367) (- | m/z 57.10 100.00%
57.1
o st \/\ﬂAJ\AW\J\WA/\WVMVJK
‘ 15.50 |
119.2 184 2 :
P — " ‘ mHe el L 3994 2070 s 43,20 86.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59027: Tridecane
57.0
30001 599 85.0 15.50 |
m/z 71.10 62.05%
Ll Ly 0 ame 180
0\\\‘\1\\‘i}\\”\‘\\‘\\“1\\\H‘\\IH\‘f‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59028: Tridecane
57.0
T T
15.50
5000 85.0 m/z 41.10 50.10%
29.0
‘ ‘ | 20 140 1840
0“W‘VH‘H"_JH‘MHJ_‘qum“u‘w“u‘u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane T ‘
57.0 15.50
m/z 85.10  39.87%
5000
85.0
29.0
oL Lm0 0 o
e e e e e e e i
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD020524\
Data File : VD@78352.D

Acqg On : 05 Feb 2024 18:00
Operator : RP/MD

Sample : P1329-16

Misc : 4.52G/1em1/MSVOA_D/SOIL/B

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@20124SMA.M
Quant Title : SFAM@1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown-01 8.087 1.3 ug/L 20935 1 8.775 389269 25.0
(DEL) Alkane: S.. 9.334 1.3 ug/L 20222 1 8.775 389269 25.0
(DEL) Alkane: S.. 9.840 1.5 ug/L 23106 1 8.775 389269 25.0
(DEL) Alkane: S.. 9.904 4.2 ug/L 64654 1 8.775 389269 25.0
(DEL) Alkane: S.. 10.046 7.9 ug/L 122572 1 8.775 389269 25.0
(DEL) Alkane: S.. 10.457 3.6 ug/L 73144 2 11.581 510352 25.0
(DEL) Alkane: S.. 10.799 1.6 ug/L 32077 2 11.581 510352 25.0
(DEL) Alkane: S.. 10.993 4.4 ug/L 89764 2 11.581 510352 25.0
(DEL) Alkane: C.. 11.181 3.6 ug/L 74527 2 11.581 510352 25.0
(DEL) Alkane: S.. 11.293 2.9 ug/L 59747 2 11.581 510352 25.0
(DEL) Alkane: S... 11.469 8.3 ug/L 169181 2 11.581 510352 25.0
(DEL) Alkane: S... 11.799 6.8 ug/L 139536 2 11.581 510352 25.0
1,2-Butanediol,... 12.099 4.4 ug/L 90521 2 11.581 510352 25.0
(DEL) Alkane: S... 12.210 3.4 ug/L 70271 2 11.581 510352 25.0
unknown-02 12.828 3.6 ug/L 69701 3 13.516 480553 25.0
Carbonic acid, ... 12.893 15.8 ug/L 304203 3 13.516 480553 25.0
(DEL) Alkane: S... 13.134 6.5 ug/L 124322 3 13.516 480553 25.0
(DEL) Alkane: S... 15.528 15.2 ug/L 291459 3 13.516 480553 25.0
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