LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD121823\
Data File : VD@77947.D

Acqg On : 18 Dec 2023 15:11
Operator : RP/MD

Sample : 05808-07

Misc : 6.26G/10m1/MSVOA_D/SOIL

ALS vial : 1 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\SFAMDLM112923SMA.M
Title : SFAMO1.0

Signal : TIC: VDO77947.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.640 8 9 12 rVvB 1320 896 0.44% 0.050%
2 1.687 12 17 19 rBv2 1866 2999 1.46% 0.167%
3 1.734 20 25 33 rW 95281 170315 82.78% 9.473%
4 3.134 262 263 264 rVB 1565 552 0.27% 0.031%
5 3.264 283 285 287 rBV 1419 844 0.41% 0.047%
6 3.381 304 305 306 rBV 1112 551 ©.27% 0.031%
7 3.505 325 326 327 rBV 1174 431 0.21% 0.024%
8 3.734 363 365 366 rBv 1191 659 ©0.32% 0.037%
9 3.805 376 377 381 rVB2 1263 1078 0.52% 0.060%
106 3.864 386 387 388 rBV 1186 791 0.38% 0.0447%
11 4.005 409 411 412 rBvV2 1293 833 0.40% 0.046%
12 4.093 425 426 429 rBv2 1200 891 0.43% 0.050%
13 4.217 445 447 450 rBV3 882 1207 0.59% 0.067%
14  4.258 453 454 455 rBV 901 398 0.19% 0.022%
15 4.275 455 457 459 rVB 916 700 0.34% 0.039%
16 4.305 459 462 464 rBV2 1208 1425 0.69% 0.079%
17 4.375 472 474 476 rBvV2 1169 940 0.46% 0.052%
18 4.428 482 483 484 rBV 904 546 0.27% 0.030%
19 4.764 538 540 542 rBvV 1046 1215 0.59% 0.068%
20 4.899 561 563 564 rBV 1043 836 0.41% 0.046%
21 4.975 575 576 577 rBV 950 413 0.20% 0.023%
22 5.005 577 581 584 rVB2 1138 1486 0.72% 0.083%
23 5.070 590 592 593 rVB 1372 660 0.32% 0.037%
24 5.134 602 603 606 rBv 1267 756  0.37% 0.042%
25 5.205 614 615 616 rBV 809 376 0.18% 0.021%
26 5.246 621 622 623 rBV 1082 540 0.26% 0.030%
27 5.328 633 636 638 rBv 1282 1209 0.59% 0.067%
28 5.399 644 648 650 rBV 1352 1741 0.85% ©0.097%
29 5.869 725 728 730 rBV2 1340 1135 0.55% 0.063%
30 5.905 733 734 736 rBV 1148 828 0.40% 0.046%
31 5.975 744 746 747 rBV 925 584 0.28% 0.032%
32 6.399 816 818 819 rVB 1072 515 0.25% 0.029%
33 6.464 827 829 830 rBV 733 402 0.20% 0.022%
34 6.499 834 835 837 rBV 1659 1018 0.49% 0.057%
35 6.540 840 842 845 rBV 1549 1158 0.56% 0.064%
36 6.593 850 851 853 rBvV2 1021 625 0.30% 0.035%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD121823\
Data File : VD@77947.D

Acqg On : 18 Dec 2023 15:11
Operator : RP/MD

Sample : 05808-07

Misc : 6.26G/10m1/MSVOA_D/SOIL

ALS vial : 1 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\SFAMDLM112923SMA.M
Title : SFAMO1.0
37 6.611 853 854 856 rBV 1127 695 0.34% 0.039%
38 6.658 861 862 865 rBV 591 530 0.26% 0.029%
39 6.899 901 903 906 rVB2 1479 947 0.46% 0.053%
40 6.928 906 908 909 rBV2 1124 865 0.42% 0.048%
41  7.128 941 942 947 rVB 1002 822 0.40% 0.046%
42 7.569 1008 1017 1025 rBV3 34027 85414 41.52% 4.751%
43  7.652 1029 1031 1033 rVB 1615 1006 0.49% 0.056%
44  7.675 1033 1035 1037 rBvV2 1691 1304 0.63% 0.073%
45  7.987 1084 1088 1089 rBV 1043 906 0.44% 0.050%
46 8.052 1098 1099 1101 rBV 1824 1110 0.54% 0.062%
47  8.111 1106 1109 1111 rBV 975 1068 ©.52% 0.059%
48 8.128 1111 1112 1114 rVB 1551 730  0.35% 0.041%
49 8.205 1114 1125 1138 rBV2 61922 205740 100.00% 11.443%
50 8.505 1174 1176 1179 rVB2 1346 1492 0.73% 0.083%
51 8.575 1187 1188 1190 rVB 1047 480 0.23% 0.027%
52 8.781 1216 1223 1236 rVB 61553 129026 62.71% 7.176%
53 8.963 1252 1254 1258 rVB 1551 1440 0.70% ©.080%
54 9.016 1262 1263 1266 rBV 932 924 0.45% 0.051%
55 9.210 1289 1296 1306 rBV2 46889 95818 46.57% 5.329%
56 9.346 1315 1319 1327 rVVé6 3604 7093  3.45% 0.395%
57 9.422 1330 1332 1335 rBV 1460 974 0.47%  0.054%
58 9.499 1343 1345 1347 rVB 1413 908 0.44% 0.051%
59 9.834 1401 1402 1405 rBV 758 476 0.23% 0.026%
60 9.975 1421 1426 1436 rVB 28595 54716 26.59% 3.043%
61 10.075 1441 1443 1444 rBV 1456 606 0.29% 0.034%
62 10.146 1452 1455 1456 rBV2 1012 883 0.43% 0.049%
63 10.269 1470 1476 1482 rVB 77843 136372 66.28% 7.585%
64 10.363 1490 1492 1494 rBV 892 626 0.30% 0.035%
65 10.528 1514 1520 1526 rBv2 22885 41410 20.13%  2.303%
66 10.734 1553 1555 1558 rBV2 1170 1517 0.74% 0.084%
67 10.805 1565 1567 1568 rBV2 1679 717 0.35% 0.040%
68 10.875 1573 1579 1587 rBV 62534 109338 53.14% 6.081%
69 11.028 1599 1605 1613 rVB2 26795 47550 23.11% 2.645%
70 11.234 1638 1640 1641 rBV 1199 790 0.38% 0.044%
71 11.304 1650 1652 1655 rBV3 1362 1534 0.75% 0.085%
72 11.457 1677 1678 1679 rBV 1445 723 0.35% 0.040%
73 11.581 1693 1699 1711 rVB 106360 183775 89.32% 10.221%
74 11.728 1722 1724 1725 rBV 850 661 ©0.32% 0.037%
75 11.893 1750 1752 1756 rVB2 1594 1116 ©.54% 0.062%
76 11.928 1756 1758 1759 rBV 837 610 0.30% 0.034%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD121823\
Data File : VD@77947.D

Acqg On : 18 Dec 2023 15:11
Operator : RP/MD

Sample : 05808-07

Misc : 6.26G/10m1/MSVOA_D/SOIL

ALS vial : 1 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\SFAMDLM112923SMA.M
Title : SFAM@1.0
77 12.069 1781 1782 1783 rVB 1431 505 0.25% 0.028%
78 12.087 1783 1785 1786 rBV 1465 826 0.40% 0.046%
79 12.175 1798 1800 1801 rBV 1297 998 0.49% 0.056%
80 12.275 1814 1817 1818 rBV2 1365 1226 0.60% 0.068%
81 12.328 1825 1826 1827 rBV 1279 606 ©0.29% 0.034%
82 12.375 1832 1834 1835 rBV 1001 501 0.24% 0.028%
83 12.416 1840 1841 1844 rBV 992 809 0.39% 0.045%
84 12.440 1844 1845 1848 rVB 1211 494  0.24% 0.027%
85 12.469 1848 1850 1853 rVB2 961 666 0.32% 0.037%
86 12.516 1856 1858 1861 rVB2 1244 1015 ©0.49% 0.056%
87 12.540 1861 1862 1864 rBV 1247 675 ©.33% 0.038%
88 12.575 1864 1868 1874 rBV4 3458 5329 2.59% 0.296%
89 12.651 1875 1881 1888 rBV2 75794 128906 62.65% 7.170%
99 12.969 1933 1935 1937 rVB 1481 792 0.38% 0.044%
91 12.987 1937 1938 1939 rVB 1877 663 ©0.32% 0.037%
92 13.004 1939 1941 1942 rBV2 603 448 0.22% 0.025%
93 13.110 1957 1959 1963 rBV2 1722 1668 0.81% 0.093%
94 13.522 2023 2029 2036 rVB 108136 177206 86.13% 9.856%
95 13.816 2073 2079 2085 rVW2 87137 144497 70.23% 8.037%
96 13.887 2089 2091 2092 rVB 2044 909 0.44% 0.051%
97 13.928 2097 2098 2099 rBV 1742 646 ©0.31% 0.036%
98 13.987 2106 2108 2111 rBV2 1828 1965 ©0.96% 0.109%
99 14.557 2203 2205 2207 rBvV2 1475 1199 0.58% 0.067%
100 15.934 2438 2439 2442 rBV2 1795 1155 0.56% 0.064%
Sum of corrected areas: 1797963
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD121823\

: VDO77947.D

: 18 Dec 2023 15:11

: RP/MD

: 05808-07

: 6.26G/10m1/MSVOA_D/SOIL
:1 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM112923SMA.M
. SFAM@1.0

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

Abundance

100000
80000
60000
40000
20000

0
Time--> 1

TIC: VDO77947.D\data.ms

1.734

546 131264381505 3.3

.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

100000

80000

60000

40000

20000

TIC: VD077947.D\data.ms
11.581

10.269

8.205 8.781

9.210

9.975

0
Time-->

89636 9-38rm99 9.834/10L0754

T e e e T — ‘
9.00 9.50 10.00 10.50 11.00 11.50

Abundance

100000

80000

TIC: VDO77947.D\data.ms

13.816

12.651

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\VD121823\
Data File : VDO77947.D

Acqg On : 18 Dec 2023 15:11
Operator : RP/MD

Sample : 05808-07

Misc : 6.26G/10m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM112923SMA.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.346 1.37 ug/L 7093 1,4-Difluorobenzene 8.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane 44 C3H8 000074-98-6 9
2 Propane 44 C3H8 000074-98-6 9
3 3,3'-Iminobispropylamine 131 C6H17N3 000056-18-8 9
4 3,3'-Iminobispropylamine 131 C6H17N3 000056-18-8 9
5 Butanal, 3-hydroxy- 88 C4H802 000107-89-1 9
Abundance Scan 1319 (9.346 min): VD077947.D\data.ms (-1315) (-) m/z 43.95 100.00%
44.0
71.3 207.1 T T T
‘ H ‘ 9.00 9.20 9.40 9.60
- m/z 40.85 39.83%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #89: Propane
29.0
5000
9.00 9.20 9.40 9.60
m/z 39.10 30.03%
01.011’
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #88: Propane
29.0
9.00 9.20 9.40 9.60
5000 m/z 58.00 28.56%
0 w“ﬂ‘ﬂuwh‘H,H‘w“H‘H‘w“u‘u‘w“u‘u‘w“u
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #15991: 3,3"-Iminobispropylamine e A RmEEE S
44.0 9.00 9.20 9.40 9.60
m/z 41.70 24.76%
5000
71.0
ol 280) [l L I, Leso
m/z--> 0 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD121823\
Data File : VDO77947.D

Acqg On : 18 Dec 2023 15:11
Operator : RP/MD

Sample : 05808-07

Misc : 6.26G/10m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM112923SMA.M
Quant Title : SFAM@1.0

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 4 Hexanal Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.028 6.47 ug/L 47550  Chlorobenzene-d5 11.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 64
2 Hexanal 100 C6H120 000066-25-1 64
3 Hexanal 100 C6H120 000066-25-1 59
4 Hexanal 100 C6H120 000066-25-1 59
5 Hexanal 100 C6H120 000066-25-1 45

Abundance Scan 1605 (11.028 min): VD077947.D\data.ms (-1599) (- | m/z 44.00 100.00%
440 56.1
5000
72.1
T \
bl
Ol bl Ll L wz se.10 97.90%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexana
44.0
56.0
27.0
5000 ) ey
11.00
720 m/z 41.00 76.10%
O\\‘\\\\‘\\‘\\“\\\\’\\\‘\w\L‘\\\‘\“!\\\8‘?\.9\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal
44.0
56.0
11.00
m/z 57.00 72.32%
5000 29.0
72.0
bl LM #0000
m/z--> 10 20 30 40 50 60 70 80 90 100 A
Abundance #4244: Hexanal 1 I B
44.0 56.0 11.00
m/z 43.00 59.62%
5000
27.0
72.0
0 w%?(?_mlwu“,l‘H‘mmu““‘1“‘??:9“”1‘99;9”‘ Lt Dbl Ly
m/z--> 10 20 30 40 50 60 70 80 90 100 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD121823\
Data File : VD@77947.D

Acqg On : 18 Dec 2023 15:11
Operator : RP/MD

Sample : 05808-07

Misc : 6.26G/10m1/MSVOA_D/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM112923SMA.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|
(DEL) Alkane: S... 9.346 1.4 ug/L 7093 1 8.781 129026 25.0
Hexanal 11.028 6.5 ug/L 47550 2 11.581 183775 25.0
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