LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD121823\
Data File : VD@77958.D

Acqg On : 18 Dec 2023 20:08
Operator : RP/MD

Sample : 05808-20

Misc : 6.45G/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: VDO77958.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.693 11 18 19 rBV 3613 6069 0.23% 0.050%
2 1.746 19 27 42 rVB 1863665 2679501 100.00% 22.036%
3 2.034 75 76 79 rBV2 1120 1136 0.04% 0.009%
4 2.081 79 84 87 rVwv3 2592 4376 0.16% 0.036%
5 2.146 92 95 97 rBV2 1866 2028 0.08% 0.017%
6 2.181 100 101 104 rBV 2170 1653 0.06% 0.014%
7 2.275 111 117 124 rBV 180751 275793 10.29%  2.268%
8 2.428 138 143 148 rVB2 23061 37586 1.40% 0.309%
9 2.805 200 207 217 rVB 165636 297082 11.09% 2.443%
10 3.246 279 282 283 rBvV2 1545 1193 0.04% 0.010%
11  3.305 288 292 296 rBVS 3533 7497 0.28% 0.062%
12 3.617 342 345 346 rBV3 920 1040 0.04% 0.009%
13 3.681 353 356 359 rBV2 1376 1217 ©0.05% 0.010%
14 3.734 361 365 366 rVB 957 1121 0.04% 0.009%
15 3.758 366 369 372 rBV3 1311 1523 0.06% 0.013%
16 3.922 385 397 408 rW 137758 379234 14.15% 3.119%
17 4.022 408 414 423 rVB2 13090 35673 1.33% 0.293%
18 4.275 456 457 461 rVw3 1243 11706 0.04% 0.010%
19 4.446 483 486 487 rBv2 1559 1310 0.05% 0.011%
20 4.769 539 541 542 rBV 1375 1104 0.04% 0.009%
21 4.793 542 545 548 rvV4 4043 6601 0.25% 0.054%
22 4.840 552 553 555 rwv 2537 1221 0.05% 0.010%
23 4.952 571 572 575 rVB2 1140 1077 0.04% 0.009%
24 5.193 612 613 618 rBV 1120 1449 0.05% 0.012%
25 5.628 685 687 689 rBV 1476 1131 ©0.04% 0.009%
26 5.764 707 710 713 rBvV2 1195 1736 0.06% 0.014%
27 5.852 724 725 728 rVB3 1367 1119 0.04% 0.009%
28 5.958 739 743 746 rBV3 1077 1153 0.04% 0.009%
29 5.993 746 749 751 rBV2 1675 2416 0.09% 0.020%
30 6.211 783 786 789 rBv2 988 1487 0.06% 0.012%
31 6.634 855 858 860 rBv3 1079 1087 0.04% 0.009%
32 6.663 860 863 866 rvB2 1333 1699 0.06% 0.014%
33 6.705 866 870 873 rBvV2 915 1376 0.05% 0.011%
34 6.793 880 885 887 rBv2 3593 5066 ©0.19% 0.042%
35 6.887 900 901 904 rvB2 2145 1633 0.06% 0.013%

36 6.987 906 918 926 rBv2 34757 101047 3.77% 0.831%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD121823\
Data File : VD@77958.D

Acqg On : 18 Dec 2023 20:08
Operator : RP/MD

Sample : 05808-20

Misc : 6.45G/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 7.216 954 956 959 rVB 1268 1165 ©0.04% 0.010%
38 7.246 959 962 965 rvB3 1529 1612 0.06% 0.013%
39 7.422 989 992 993 rBV2 1490 1246 0.05% 0.010%
40 7.569 1006 1017 1033 rVV2 193655 499280 18.63% 4.106%
41  7.758 1047 1049 1052 rVB 1468 1300 0.05% 0.011%
42 8.205 1114 1125 1141 rBV2 374562 1145463 42.75% 9.420%
43 8.363 1149 1152 1153 rBV 1317 1051 0.04% 0.009%
44  8.422 1160 1162 1164 rBV 994 1259 0.05% 0.010%
45 8.646 1190 1200 1204 rBV5 6788 16118 0.60% 0.133%
46 8.775 1214 1222 1232 rBV 385586 792898 29.59% 6.521%
47  8.899 1241 1243 1245 rVB2 1493 1332 0.05% 0.011%
48  8.981 1254 1257 1259 rBV3 1293 1196 ©0.04% 0.010%
49 9.210 1288 1296 1306 rVV 259728 538993 20.12% 4.433%
50 9.346 1314 1319 1331 rVWVv3 28016 59440 2.22% 0.489%
51 9.734 1384 1385 1387 rBvV2 1804 1077 0.04% 0.009%
52 9.834 1400 1402 1406 rVV2 973 1045 0.04% 0.009%
53 9.981 1419 1427 1438 rVB 151625 281366 10.50% 2.314%
54 10.134 1451 1453 1456 rVB2 1411 1298 0.05% 0.011%
55 10.169 1456 1459 1461 rBvV2 1465 1341 0.05% 0.011%
56 10.269 1466 1476 1491 rBV 519053 933508 34.84% 7.677%
57 10.522 1512 1519 1527 rBV 96319 176021 6.57% 1.448%
58 10.663 1536 1543 1551 rBV2 96885 176696 6.59% 1.453%
59 10.781 1562 1563 1566 rBV 1269 1059 0.04% 0.009%
60 10.875 1572 1579 1586 rBV 155595 262643 9.80% 2.160%
61 11.022 1598 1604 1614 rVB 272143 448296 16.73% 3.687%
62 11.222 1636 1638 1641 rBV3 1326 1508 0.06% 0.012%
63 11.304 1646 1652 1653 rVV 1146 1601 0.06% 0.013%
64 11.346 1657 1659 1664 rVVv3 949 1731 0.06% 0.014%
65 11.404 1668 1669 1674 rVV2 1495 1569 0.06% 0.013%
66 11.469 1677 1680 1683 rVB 765 1203 0.04% 0.010%
67 11.581 1692 1699 1713 rVB 558441 954261 35.61% 7.848%
68 11.728 1722 1724 1728 rBV2 1182 1665 ©0.06% 0.014%
69 11.793 1728 1735 1742 rVV4 9485 21007 0.78% 0.173%
70 11.904 1749 1754 1759 rBV4 4152 7752 0.29% 0.064%
71 11.975 1763 1766 1769 rVVv2 2605 2892 0.11% 0.024%
72 12.210 1802 1806 1809 rVB2 1273 1775 0.07% 0.015%
73 12.298 1814 1821 1828 rVV5 18792 31465 1.17% 0.259%
74 12.434 1840 1844 1846 rVB3 2096 2128 ©0.08% 0.018%
75 12.575 1862 1868 1874 rVV 86486 144245 5.38% 1.186%

76 12.651 1874 1881 1891 rVB 215656 360757 13.46% 2.967%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD121823\
Data File : VD@77958.D

Acqg On : 18 Dec 2023 20:08
Operator : RP/MD

Sample : 05808-20

Misc : 6.45G/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 12.998 1938 1940 1941 rBV 3182 2088 0.08% 0.017%
78 13.063 1945 1951 1952 rBvV4 3711 4865 0.18% 0.040%
79 13.169 1968 1969 1970 rBV 1893 1239 0.05% 0.010%
80 13.269 1984 1986 1989 rBV3 1748 2042 0.08% 0.017%
81 13.316 1993 1994 1997 rBV2 1881 1966 ©0.97% 0.016%
82 13.363 1997 2002 2007 rVV4 13232 21070 0.79% 0.173%
83 13.516 2021 2028 2036 rVB 412641 686345 25.61% 5.645%
84 13.722 2061 2063 2066 rBV3 1626 1908 0.97% 0.016%
85 13.816 2068 2079 2087 rBV 339364 563212 21.02% 4.632%
86 13.981 2104 2107 2111 rBV3 2570 3294 0.12% 0.027%
87 14.045 2113 2118 2126 rVV 45530 73266 2.73% 0.603%
88 14.169 2136 2139 2140 rBV2 1321 1175 ©0.04% 0.010%
89 14.298 2156 2161 2167 rBv4 11524 17269 0.64% 0.142%
990 14.469 2187 2190 2192 rBV3 1548 2071 0.08% 0.017%
91 14.575 2206 2208 2211 rVB3 1302 1060 ©0.04% 0.009%
92 14.798 2243 2246 2247 rBV3 1034 1053 0.04% 0.009%
93 14.922 2263 2267 2274 rVB5 3597 5980 0.22% 0.049%
94 15.151 2304 2306 2307 rBV 2447 1701 0.06% 0.014%
95 15.481 2358 2362 2367 rVBS 4305 8102 ©0.30% 0.067%
96 15.934 2437 2439 2440 rBV2 1915 1734 0.06% 0.014%
97 16.357 2509 2511 2514 rVB2 2459 2172 ©0.08% 0.018%
98 16.386 2514 2516 2519 rBV2 1070 1172 ©0.04% 0.010%
99 16.416 2519 2521 2523 rBV3 1377 1228 0.05% 0.010%
100 16.551 2542 2544 2548 rVB3 2180 2539 0.09% 0.021%
Sum of corrected areas: 12159417
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

01

LSC Report - Integrated Chromatogram

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

: VDO77958.D

: 18 Dec 2023 20:08

: RP/MD

: 05808-20

: 6.45G/1em1/MSVOA_D/SOIL
Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VD077958.D\data.ms
1.746
1500000
1000000
500000
L 2.275 2.805 300
1. zmmg{@% 32405 3.8F0EB/1.022 427%.446 AFEBO52 5193 5.628 25852983 6.211 666%
Orr\\\‘\\\\‘\ﬁ_/‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’T\\\Tr\\\‘\\\\‘\\‘Y_Y—r\\\\‘\\\\‘\ \‘H\\‘\\H‘\\H‘V—V_F\‘rrﬁ_r ~
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 5.00 520 5.40 5.60 5.80 6.00 6.20 6.40
Abundance TIC: VD077958.D\data.ms
1500000
1000000
10.269 11.581
500000 6,205 6775
9.210 11.022
7.569 9.981 30875
10.5P266
0 B8P 7722067422 7.758_ 88822 8.646 8. 80981 9.346 9.73.«334/\1001 A__J10.78 111AZBRAGYBH 11,
Roh_ el peg \ 18 RN AL A L LSRR
Time--> 7.00 7.50 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VD077958.D\data.ms
1500000
1000000
500000 13.516
13.816
12.651
12.5
. 1908751 212808434 12.99B3B¥B63) | 1372213 98106020 26%7514.79892215.151 15481 15934 IFEGEAGS51
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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\VD121823\
Data File : VD@77958.D

Acqg On : 18 Dec 2023 20:08
Operator : RP/MD

Sample : 05808-20

Misc : 6.45G/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 Pentanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.346 1.87 ug/L 59440 1,4-Difluorobenzene 8.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 56
2 Pentanal 86 C5H100 000110-62-3 9
3 Cyclopropyl carbinol 72 C4H80 002516-33-8 9
4 Succindialdehyde 86 C4H602 000638-37-9 9
5 Cyclopropyl carbinol 72 C4H80 002516-33-8 9

Abundance Scan 1319 (9.346 min): VD077958.D\data.ms (-1314) (-) m/z 44.05 100.00%

44.0
o o1 AJL
AR Rt e
‘ M ‘ | 711 gag 9.00 9.20 9.40 9.60
L e o L m/z 40.95 45.33%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1916: Pentanal
290 44.0
58.0
5000
9.00 9.20 9.40 9.60
m/z 58.00 42.00%
: Lol e e
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1917: Pentanal
44.0
L
9.00 9.20 9.40 9.60
5000 29.0 m/z 57.00 34.48%
58.0
15.0 “\ | 7o seo
B B B e LA
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #789: Cyclopropyl! carbinol
44.0 9.00 9.20 9.40 9.60
m/z 43.00 21.26%
5000
31.0
o“_1?;9_‘0\;»mw\u“??:9\“7‘9-9”‘_”‘_‘
m/z--> 10 20 30 40 50 60 70 80 90 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 : VD@77958.D

Acqg On : 18 Dec 2023 20:08
Operator : RP/MD

Sample : 05808-20

Misc : 6.45G/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 5 Hexanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.022 11.74 ug/L 448296  Chlorobenzene-d5 11.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 97
2 Hexanal 100 C6H120 000066-25-1 91
3 Hexanal 100 C6H120 000066-25-1 90
4 Hexanal 100 C6H120 000066-25-1 78
5 Hexanal 100 C6H120 000066-25-1 72
Abundance Scan 1604 (11.022 min): VD077958.D\data.ms (-1598) (- | m/z 56.05 100.00%
56.0
5000
39 72.0
H m | ‘ 1330 11.00
bl ll LI L 999 13301489 1o 4400 95.16%
miz-> 20 40 60 80 100 120 140
Abundance #4251: Hexana
56.0
5000 ifod
39 :
720 m/z 41.05 79.39%
O\\\’\‘l\\‘}”\”\h‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 20 40 60 100 120 140
Abundance #4249.Hexana
44.0
A ‘
11.00
5000 m/z 57.00 74 .43%
27.0
72.0
0 H‘,m‘Mm‘w‘wl‘_”ls)?‘om_m_m
miz--> 20 40 60 100 120 140
Abundance #4244.Hexana| T I
44.0 11.00
m/z 43.10 52.80%
5000
27.0
72.0
0 Hu,wlu‘{“wu} \“‘_“1‘09‘0‘H_m_m AL
m/z--> 20 40 60 100 120 140 11.00

SFAMDLM112923SMA.M Tue Dec 19 15:35:01 2023 Page: 6



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD121823\
Data File : VD@77958.D

Acqg On : 18 Dec 2023 20:08
Operator : RP/MD

Sample : 05808-20

Misc : 6.45G/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|
Pentanal 9.346 1.9 ug/L 59440 1 8.781 792898 25.0
Hexanal 11.022 11.7 ug/L 448296 2 11.581 954261 25.0
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