LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ W\Data\VW101024\
Data File : VW030505.D

Acg On : 10 Oct 2024 13:06
Operator : SY/MD

Sample 1 P4346-04

Misc : 3.509/10mL/MSVOA_W/SOIL/B

ALS Vial : 11  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : 0 Peak Location: TOP

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

Method > Z:\voasrv\HPCHEM1\MSVOA W\Method\SFAMWLM100924SMA .M
Title : SFAMO1.0
Signal : TIC: VWO30505.D\data.ms
peak R.T. first max last PK peak corr.  corr. % of
# min scan scan scan TY height area % max.  total
1 2.137 36 41 43 rBv4 993 1402 0.07% 0.012%
2 2.168 44 46 51 rBV5 691 1144 0.06% 0.010%
3 2.223 51 55 56 rBv4 2805 3373 0.18% 0.029%
4 2.363 71 78 92 rBVY 103936 268172 14.24%  2.335%
5 2.637 119 123 126 rBV6 2684 4945  0.26%  0.043%
6 2.729 136 138 140 rBV3 1153 1133 0.06% 0.010%
7 2.808 149 151 153 rBV3 1270 1440 0.08% 0.013%
8 2.899 158 166 181 rWw 84485 243742 12.94%  2.122%
9 3.198 213 215 217 rVvB3 1352 1030 0.05% 0.009%
10 3.393 244 247 253 rVBY 1397 2847 0.15% 0.025%
11 3.491 260 263 266 rBv4 581 877 0.05% 0.008%
12 3.533 266 270 272 rvB4 1153 1589 0.08% 0.014%
13 3.558 272 274 278 rBV3 694 729 0.04% 0.006%
14 3.844 319 321 324 rVB3 762 721  0.04%  0.006%
15 3.917 328 333 334 rvB4 748 802 0.04% 0.007%
16 4.021 338 350 364 rBvV2 190750 614777 32.64% 5.352%
17 4.210 380 381 386 rvB4 637 770 0.04% 0.007%
18 4.326 398 400 404 rvB5 818 869 0.05% 0.008%
19 4.362 404 406 407 rBvV2 1351 1186 0.06% 0.010%
20 4.923 488 498 508 rBV3 7044 25110 1.33% 0.219%
21 5.118 526 530 531 rBv4 810 1148 0.06% 0.010%
22 5.393 571 575 577 rBv4 587 871 0.05% 0.008%
23 5.441 580 583 585 rBv4 878 1046 0.06%  0.009%
24 5.734 630 631 633 rv2 699 707 0.04% 0.006%
25 5.826 644 646 649 rvv4 920 1120 0.06% 0.010%
26 5.874 651 654 655 rv2 653 718 0.04% 0.006%
27 5.905 655 659 660 rvv3 1027 1462 0.08% 0.013%
28 5.935 660 664 665 rvv3 2355 3192 0.17% 0.028%
29 5.947 665 666 674 rvv4 2720 4371  0.23% 0.038%
30 6.033 677 680 682 rvv3 906 927 0.05%  0.008%
31 6.143 697 698 701 rvwv3 699 792  0.04% 0.007%
32 6.283 719 721 724 rW3 1120 985 0.05% 0.009%
33 6.490 751 755 761 rBV6 881 1693 0.09% 0.015%
34 6.563 765 767 770 rBV3 655 874 0.05% 0.008%
35 6.673 782 785 788 rBvV3 646 963 0.05% 0.008%
36 6.972 831 834 835 rBvV2 833 788 0.04% 0.007%
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Data Path :
Data File
Acg On
Operator
Sample
Misc

ALS Vial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs :

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\voasrv\HPCHEM1I\MSVOA_W\Data\VW101024\

: VW030505.D

: 10 Oct 2024 13:06

: SY/MD

: P4346-04

: 3.509/10mL/MSVOA _W/SOIL/B
o 11

Sample Multiplier: 1
Parameters: LSCINT.P

RTE

OFF

0.2

Peak separation: 5

Filtering:
o1 Min Area:
Max Peaks:
0 Peak Location:

5

0 % of largest Peak

100
TOP

Method

Title

37  6.990
38 7.075
39 7.130
40 7.252
41  7.307
42  7.417
43 7.508
44  7.545
45 7.648
46  7.746
47 7.789
48 7.843
49  7.953
50 8.093
51 8.148
52 8.276
53 8.410
54 8.526
55 8.624
56 8.697
57 8.776
58 8.843
59 9.069
60 9.197
61 9.270
62 9.441
63 9.538
64 9.569
65 9.642
66 9.886
67 9.983
68 10.032
69 10.124
70 10.215
71 10.325
72 10.575
73 10.703
74 10.800
75 10.849
76 10.922

SFAMWLM100924SMA_M Fri

Oct 18 01:45:55 2024

: SFAMO1.0
835 837 840 rvB4 679 769 0.04% O
842 851 857 rw 50404 149060 7.91% 1
857 860 877 rW 36767 102782 5.46% O
877 880 883 rvvs 1341 1782 0.09% O
887 889 891 rw3 841 753 0.04% O
904 907 911 rVB6 896 1331 0.07% O
920 922 924 rVB3 896 756 0.04% O
924 928 929 rBV3 907 866 0.05% O
934 945 960 rvv 315287 783767 41.62% 6
960 961 964 rvv3 726 697 0.04% O
967 968 972 rVB5 835 874 0.05% O
972 977 978 rBV3 690 855 0.05% O
993 995 997 rVB3 1288 1137 0.06% O
1013 1018 1021 rvVB4 661 989 0.05% O
1024 1027 1031 rVB5 957 1481 0.08% O
1037 1048 1067 rBV2 637636 1883289 100.00% 16
1067 1070 1073 rVB5 1387 1543 0.08% O
1087 1089 1091 rVB3 986 894 0.05% O
1102 1105 1111 rVB5 1216 1840 0.10% O
1113 1117 1120 rVB6 1160 1761 0.09% O
1127 1130 1131 rVB3 956 769 0.04% O
1131 1141 1151 rBV 175730 367135 19.49% 3
1176 1178 1185 rVB8 2163 4562 0.24% O
1196 1199 1202 rBV2 925 1459 0.08% O
1202 1211 1221 rBV 419834 875104 46.47% 7
1236 1239 1241 rBV3 768 960 0.05% O
1253 1255 1257 rBV3 705 759 0.04% O
1257 1260 1265 rVB5 698 1186 0.06% O
1269 1272 1274 rBV4 871 1135 0.06% O
1309 1312 1320 rVB10O 1458 2535 0.13%
1325 1328 1329 rBV3 1147 1119 0.06% O
1329 1336 1350 rVV 228379 424121 22.52% 3
1350 1351 1354 rVB3 1491 1018 0.05% O
1364 1366 1368 rBV3 945 854 0.05% O
1373 1384 1400 rBV 843380 1523444 80.89% 13
1419 1425 1435 rBV 150550 264856 14.06% 2
1439 1446 1453 rBV 31308 55377 2.94% O
1460 1462 1465 rBv4 1015 1453 0.08% O
1468 1470 1474 rVB5 1512 1789 0.09% O
1474 1482 1494 rBV 214240 376334 19.98% 3

1 Z:\voasrv\HPCHEM1I\MSVOA_W\Method\SFAMWLM100924SMA .M
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ W\Data\VW101024\
Data File : VW030505.D

Acg On : 10 Oct 2024 13:06
Operator : SY/MD

Sample 1 P4346-04

Misc : 3.509/10mL/MSVOA_W/SOIL/B

ALS Vial : 11  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : 0 Peak Location: TOP

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

Method 1 Z:\voasrv\HPCHEM1I\MSVOA_W\Method\SFAMWLM100924SMA .M
Title : SFAMO1.0

77 11.062 1500 1505 1516 rVB 15556 30861 1.64% 0.269%
78 11.154 1518 1520 1521 rBV2 909 715 0.04% 0.006%
79 11.172 1521 1523 1525 rVW3 1573 1714 0.09%  0.015%
80 11.227 1529 1532 1536 rBV5 2727 3921 0.21% 0.034%
81 11.343 1544 1551 1552 rBV7 2682 5021 0.27% 0.044%
82 11.428 1563 1565 1572 rVB6 8615 15732 0.84% 0.137%
83 11.629 1591 1598 1607 rBV 195592 337999 17.95%  2.943%
84 11.837 1629 1632 1634 rVB4 1698 1875 0.10% 0.016%
85 12.337 1710 1714 1716 rBV5 2986 4470 0.24% 0.039%
86 12.465 1732 1735 1736 rBV3 1926 2417  0.13% 0.021%
87 12.599 1751 1757 1765 rBV 67341 123882 6.58% 1.079%
88 12.690 1765 1772 1779 rBV 327088 549175 29.16% 4.781%
89 12.855 1797 1799 1804 rBV6 1947 3246 0.17% 0.028%
90 12.940 1806 1813 1816 rBV7 6708 17699 0.94%  0.154%
91 13.184 1850 1853 1858 rVB2 6433 7788 0.41% 0.068%

92 13.403 1886 1889 1893 rVB4 8390 10579 0.56% 0.092%
93 13.556 1908 1914 1920 rBV 117974 200970 10.67%  1.750%
94 13.751 1944 1946 1955 rVB10 8218 14805 0.79% 0.129%
95 13.849 1955 1962 1972 rBY 695336 1152837 61.21% 10.036%

96 14.062 1990 1997 2011 rVB 550437 885342 47.01%  7.708%
97 14.489 2063 2067 2073 rBV6 6716 17170  0.91% 0.149%
98 14.915 2133 2137 2140 rBv2 10557 16555 0.88% 0.144%
99 15.318 2199 2203 2209 rBY5 11476 21481 1.14% 0.187%
100 16.275 2357 2360 2367 rVB7 10777 18740 1.00% 0.163%

Sum of corrected areas: 11486504
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

> Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101024\
: VW030505.D

: 10 Oct 2024 13:06

: SY/MD

1 P4346-04

: 3.509/10mL/MSVOA_W/SOIL/B

: 11 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100924SMA .M

Quant Title

TIC Library

: SFAMO1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
800000

700000

600000

500000

400000

300000

200000

100000

TIC: VW030505.D\data.ms

4.021

2.363 2.899

20723 Z-Q@Mws&mm 3.8401/7 \ 4.2183362 4.9235.118 53831 5. 73EBUBEU83.46.283 6.6956573

o

Time-->

\\‘\\\\‘\\\\‘\\\\‘\\\7\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ﬁ‘\\\\‘\\'\\‘\\\ﬁ\\\‘\
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

Abundance
800000

700000

600000

500000

400000

300000

200000

100000

TIC: VW030505.D\data.ms
10.825

8.276

9.270

7.648

10.032 10.922 11.629

0
Time-->

8.843 10,575
79730 0.703 141 28
[ 72307 7ABID5IBIZS 8. 9.060197\ 9.4%ERE2 9.88680122: ‘a®ead: #4428 || 11.
SRR TA kS SEREL S A L. e e

I | T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance
800000

700000

600000

500000

400000

300000

200000

100000

TIC: VW030505.D\data.ms

13.849

14.062

12.690

13.556

12.5

14.915 15.318

14.489

0

Time-->

12372465\ | | 121584013.18413.403/ | 13.751

T ‘ T ‘ T T ‘ T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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_ W\Data\VW101024\
Data File : VW030505.D

Acq On : 10 Oct 2024 13:06
Operator : SY/MD

Sample : P4346-04

Misc : 3.509/10mL/MSVOA_W/SOIL/B

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100924SMA .M
Quant Title : SFAMO1.0

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 7 unknown-01 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.940 2.20 ug/L 17699 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-1,2,4-Triazole-5(4H)-thione, ... 207 C9HON30S 1010277-38-2 25
2 Anthranilic acid, N-methyl-, but... 207 C12H17NO2 015236-34-7 25
3 2-(1-Piperidino)-5-nitropyridine 207 C10H13N302 026820-61-1 22
4 5-Acetamido-4,7-dioxo-4,7-dihydr... 207 C8H5N304 153136-27-7 22
5 Succinic acid, dicycloheptyl ester 310 C18H3004 1000329-69-4 22
Abundance Scan 1813 (12.940 min): VW030505.D\data.ms (-1806) (| m/z 43.00 100.00%
43.0 97.0 207.1
69.1
5000
133.2
—r
I oo
(O RRR LA m/z 97.00 86.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84281: 1H-1,2,4-Triazole-5(4H)-thione, 4-allyl-3-(3-furyl
207.0
5000 T
13.00
39.0 94.0 m/z 207.10 85.95%
‘ ‘ 119.0 1470 174.0
O \\\‘\\\\"\‘\“w\w‘\‘\\\“\\\\“\U\\“\\\\‘\‘\w‘\‘\‘\\‘\“\\\\‘\‘!‘\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83792: Anthranilic acid, N-methyl-, butyl ester
207.0
105.0
13.00
5000 133.0 m/z 57.05 68.56%
77.0
180 440 ‘ ‘
P N I O R =1
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83381: 2-(1-Piperidino)-5-nitropyridine ——
207.0 13.00
178.0 m/z 55.05 60.87%
5000 WNMWW
0, T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ W\Data\VW101024\
Data File : VW030505.D

Acq On : 10 Oct 2024 13:06
Operator : SY/MD

Sample : P4346-04

Misc : 3.509/10mL/MSVOA_W/SOIL/B

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100924SMA .M
Quant Title : SFAMO1.0

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 8 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.403 1.32 ug/L 10579 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dotriacontane 451 C32H66 000544-85-4 64
2 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 53
3 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 50
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 50
5 Tetradecane, 1l-iodo- 324 C14H291 019218-94-1 50
Abundance Scan 1889 (13.403 min): VW030505.D\data.ms (-1886) ( m/z 57.10 100.00%
57.1
5000
—r
126.0 ;.45 13.50
ol il T m/z 71.10  73.81%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #325754: Dotriacontane
57.0
5000 1
13.50
m/z 85.05 66.03%
0 ‘\ ‘ } 1113.0 169.0 2250 295.0 351.0 450.(
T ‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #74025: Decane, 2,3,5,8-tetramethyl-
57.0
13.50
5000 m/z 41.10 44 . 75%
ol LT 1600 WW
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59109: Nonane, 5-methyl-5-propyl- T
71.0 13.50
m/z 43.10 40.11%
5000
127.0
0244 ‘l —
m/z--> 50 100 150 200 250 300 350 400 450 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ W\Data\VW101024\
Data File : VW030505.D

Acq On : 10 Oct 2024 13:06
Operator : SY/MD

Sample : P4346-04

Misc : 3.509/10mL/MSVOA_W/SOIL/B

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100924SMA .M
Quant Title : SFAMO1.0

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 9 Benzenemethanol, 2,4,6-trin... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.751 1.84 ug/L 14805 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenemethanol, 2,4,6-trinitro- 243 CTH5N307 024577-68-2 59
2 Butanedioic acid, hydroxy-, diet... 190 C8H1405 000626-11-9 38
3 Butanedioic acid, hydroxy-, diet... 190 C8H1405 000626-11-9 32
4 Butanedioic acid, hydroxy-, diet... 190 C8H1405 007554-12-3 32
5 Butanedioic acid, hydroxy-, diet... 190 C8H1405 007554-12-3 32
Abundance Scan 1946 (13.751 min): VW030505.D\data.ms (-1944) ( m/z 117.05 100.00%
71.1 117.1
43.0
5000
H ‘H il ‘ 1790 2225 13.50 14.00
A W i HM‘HM WL U‘U‘“H‘w‘w‘lw‘m n/z 71.10 86.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #127394: Benzenemethanol, 2,4,6-trinitro-
117.0
5000 89.0 R T
13.50 14.00
0
163.0 209.0 m/z 43.05 71.25%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65199: Butanedioic acid, hydroxy-, diethyl ester, (.+/-.)-
71.0 117.0
—r —
29.0 13.50 14.00
5000 m/z 55.05 52.20%
‘ ‘ 145.0
I 0 T O
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65200: Butanedioic acid, hydroxy-, diethyl ester, (.+/-.)- P ——
71.0 117.0 13.50 14.00
m/z 41.10 47.80%
5000 29.0
145.0
o,lglo — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ W\Data\VW101024\
Data File : VW030505.D
Acq On : 10 Oct 2024 13:06
Operator : SY/MD
Sample 1 P4346-04
Misc : 3.509/10mL/MSVOA_W/SOIL/B
ALS Vial : 11  Sample Multiplier: 1
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100924SMA .M
Quant Title : SFAMO1.0
TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Peak Number 11 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.489 2.14 ug/L 17170 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 tert-Butyl 4-(aminomethyl)-1-pip... 214 C11H22N202 144222-22-0 27
2 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 22
3 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 22
4 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 22
5 Sulfurous acid, 2-ethylhexyl tet... 390 C22H4603S 1000309-19-7 22
Abundance Scan 2067 (14.489 min): VW030505.D\data.ms (-2063) ( m/z 57.10 100.00%
57.1
128.9 1450
| M\ ‘ 1682 5053 14.50
[Q —— N m/z 71.20  60.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #91663: tert-Butyl 4-(aminomethyl)-1-piperidinecarboxyla
57.0
5000 96.0 T
0 1290 14.50
30.0 m/z 41.10 52.03%
‘ ‘ 157.0
0 \\\‘\‘H\ \“M T \HM’ \‘}“\ T “‘U\ T ‘ TT \‘\ ’ T \ TT M\ TT \“‘ TT \]\-‘8\!5\\0\‘\2\]_\4\’0\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #241464: Sulfurous acid, decyl 2-ethylhexyl ester
57.0
—r
14.50
5000 m/z 43.10 46.58%
29 0 ‘ 850 113,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #284592: Sulfurous acid, 2-ethylhexyl tridecyl ester e
57.0 14.50
m/z 55.00 41.77%
5000 MWW
85.0 113.0
29.0
oLty lbe et 020 1830 .
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
SFAMWLM100924SMA_.M Fri Oct 18 01:46:01 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ W\Data\VW101024\
Data File : VW030505.D

Acq On : 10 Oct 2024 13:06
Operator : SY/MD

Sample : P4346-04

Misc : 3.509/10mL/MSVOA_W/SOIL/B

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100924SMA .M
Quant Title : SFAMO1.0

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 12 unknown-03 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.915 2.06 ug/L 16555 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenamine, 2-[(1-methyl-4-pipe... 206 C12H18N20 1000362-56-2 43
2 2-Sec-Butylcyclohexanone 154 C10H180 014765-30-1 38
3 2-tert-Butylcyclohexanone 154 C10H180 001728-46-7 38
4 Cyclohexanone, 2-pentyl- 168 C11H200 032362-97-3 38
5 2-Thiabicyclo[3.2.0]hept-3-ene-6... 242 C11H1404S 034002-20-5 37
Abundance Scan 2137 (14.915 min): VW030505.D\data.ms (-2133) ( m/z 98.10 100.00%
98.1
41.1
5000
154.1 L
. 15.00
209.1 .3281.:
0 %M#%%M@qkﬁMﬁTwwﬂ#qﬁg?§i§Wﬁﬁf m/z 41.10 52.47%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82405: Benzenamine, 2-[(1-methyl-4-piperidinyl)oxy]-
98.0
5000 i§od
42.0 :
206.0 m/z 55.00 44.23%
O \H‘HH \‘1“}"\”‘\\"HH‘!“\U\]\_‘z\\?\.\()‘\\\\‘\\\\’HH’\‘\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31041: 2-Sec-Butylcyclohexanone
98.0
e
15.00
5000 55.0 m/z 69.00 36.20%
015‘0,,154'0,,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #31061: 2-tert-Butylcyclohexanone T
98.0 15.00
m/z 97.10 35.26%
5000
57.0
139.0
m/z--> 20 40 60 80 100120140160180200220240260280 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ W\Data\VW101024\
Data File : VW030505.D

Acq On : 10 Oct 2024 13:06
Operator : SY/MD

Sample : P4346-04

Misc : 3.509/10mL/MSVOA_W/SOIL/B

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100924SMA .M
Quant Title : SFAMO1.0

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

** *hkhkkkhhikx * *hkhkkkhkhhhkhhhkkx ** ** *hkkkkk * ** *x*k

Peak Number 13 (DEL) Alkane: Straight-Chai... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.318 2.67 ug/L 21481 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 50
2 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 43
3 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 43
4 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 43
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 38
Abundance Scan 2203 (15.318 min): VW030505.D\data.ms (-2199) (¢ m/z 57.10 100.00%
57.1
5000 97.1
P e
1354 1731 15.00 15.50
ol ”‘L\WMWMWWMWLJanJ\\%?ﬁp" - 2811 m/z 71.05 93.35%
miz--> 50 100 150 200 250
Abundance #176405: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — —
15.00 15.50
m/z 43.05 71.72%
27.0 1130 1690
0 \“\ ‘\““‘\ ”H‘ \h‘\ M‘ \‘H\“\ T T ‘\ \‘\“‘ LA \28\2\(
miz--> 50 100 150 200 250
Abundance #107226: Decane, 5,6-dipropyl-
57.0
P e
15.00 15.50
5000 m/z 41.10 55.31%
112.0
27,0
NI N I T
miz--> 50 100 150 200 250
Abundance #79337: 2-Ethylhexyl mercaptoacetate “ —
57.0 15.00 15.50
m/z 97.10 38.35%
5000
270 112.0
ol . M L L Ms01r50 S
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ W\Data\VW101024\
Data File : VW030505.D

Acq On : 10 Oct 2024 13:06
Operator : SY/MD

Sample : P4346-04

Misc : 3.509/10mL/MSVOA_W/SOIL/B

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100924SMA .M
Quant Title : SFAMO1.0

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

*hkhkkkhkhhhhhhkx *kkk Kk *hkkkkk * *kkkk *hkkkkk *k kX Kk **

Peak Number 14 unknown-04 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.275 2.33 ug/L 18740 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 L-Homoserine lactone, N,N-dimethyl- 129 C6H11NO2 1010374-45-7 43
2 2-Ethyl-1-butanol, heptafluorobu... 298 C10H13F702 1000352-36-3 38
3 1-Hexanol, 5-methyl-2-(1-methyle... 158 C10H220 002051-33-4 38
4 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 35
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 35
Abundance Scan 2360 (16.275 min): VW030505.D\data.ms (-2357) ( m/z 57.10 100.00%
57.1
5000 WMJ\M
—r —
16.00 16.50
0! m/z 71.20 68.07%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14763: L-Homoserine lactone, N,N-dimethyl-
71.0
42.0
5000 —r— ——
129.0 16.00 16.50
m/z 43.10 54.96%
O' H‘U"\}!\‘\‘%98.\0\\‘\\‘\\’\\\\‘HH‘HH‘HH’HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #195839: 2-Ethyl-1-butanol, heptafluorobutyrate
43.0
—r —
16.00 16.50
5000 m/z 69.10 51.69%
84.0
169.0
0 Ju,“g"’,m-,oewo
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #34667: 1-Hexanol, 5-methyl-2-(1-methylethyl)- —— ——
43.0 16.00 16.50
m/z 41.05 38.86%
5000
85.0
127.0
0! —r— ——
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ W\Data\VW101024\
Data File : VW030505.D

Acg On : 10 Oct 2024 13:06
Operator : SY/MD

Sample 1 P4346-04

Misc : 3.509/10mL/MSVOA_W/SOIL/B

ALS Vial : 11  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA W\Method\SFAMWLM100924SMA .M
Quant Title : SFAMO1.0

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 12.940 2.2 ug/L 17699 3 13.556 200970 25.0
(DEL) Alkane: S... 13.403 1.3 ug/L 10579 3 13.556 200970 25.0
Benzenemethanol... 13.751 1.8 ug/L 14805 3 13.556 200970 25.0
unknown-02 14.489 2.1 ug/L 17170 3 13.556 200970 25.0
unknown-03 14.915 2.1 ug/L 16555 3 13.556 200970 25.0
(DEL) Alkane: S... 15.318 2.7 ug/L 21481 3 13.556 200970 25.0
unknown-04 16.275 2.3 ug/L 18740 3 13.556 200970 25.0
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