LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD063023\
Data File : VD@76655.D

Acqg On : 30 Jun 2023 11:56
Operator : KP/SY

Sample : VIBLK124

Misc : 5.00G/10.0m1/MSVOA_D/SOIL

ALS vial : 7 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@61523SMA.M
Title : SFAMO1.0

Signal : TIC: VDO76655.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.670 12 14 18 rBV 2526 4115 1.05% 0.208%
2 1.728 18 24 35 rW 206465 391470 100.00% 19.794%
3 2.093 84 86 89 rBV3 1083 1136 ©0.29% 0.057%
4  2.158 94 97 99 rW 1919 2001 0.51% 0.101%
5 2.270 112 116 121 rBV2 17154 24879 6.36% 1.258%
6 2.793 200 205 211 rVB2 18594 35533 9.08% 1.797%
7 3.217 275 277 278 rBV2 1266 1018 0.26% ©0.051%
8 3.393 305 307 310 rBV 879 1049 0.27% 0.053%
9 3.458 316 318 320 rVB2 1170 1044 0.27% 0.053%
16 3.511 323 327 331 rVB2 1202 1835 0.47% 0.093%
11  3.540 331 332 335 rBV 1141 991 0.25% 0.050%
12 3.687 355 357 361 rVB2 1686 1163 0.30% 0.059%
13  3.9065 388 394 406 rVB3 17534 45248 11.56%  2.288%
14 4.017 406 413 423 rBV2 14329 39196 10.01%  1.982%
15 4.199 442 444 448 rVB2 1022 985 0.25% 0.050%
16 4.293 459 460 463 rVv2 1660 1341 0.34% 0.068%
17 4.322 463 465 467 rW 1173 1169 0.30% 0.059%
18 4.346 467 469 471 rVW3 1171 932 0.24% 0.047%
19 4.364 471 472 474 rVW 1008 993 0.25% 0.050%
20 4.405 476 479 481 rBV2 944 1177 0.30% 0.060%
21  4.499 492 495 497 rBv2 1005 1188 ©0.30% 0.060%
22 4,552 501 504 505 rBv 1277 1096 0.28% 0.055%
23  4.570 505 507 511 rVB2 1022 1143 0.29% 0.058%
24  4.787 539 544 548 rBV3 1496 2802 0.72% 0.142%
25 4.899 560 563 564 rBV3 1374 1073 0.27% 0.054%
26 5.011 579 582 584 rBV2 1514 1225 0.31% 0.062%
27 5.199 613 614 618 rvv2 1253 853 0.22% 0.043%
28 5.258 621 624 626 rBV 1187 1524 0.39% 0.077%
29 5.305 628 632 635 rvv2 1259 2041 0.52% 0.103%
30 5.334 635 637 639 rvw2 1395 1246 0.32% 0.063%
31 5.393 643 647 649 rvB2 1239 1834 0.47% 0.093%
32 5.446 653 656 658 rvB 824 797 0.20% 0.040%
33 5.593 678 681 682 rw 887 895 0.23% 0.045%
34 5.817 718 719 722 rW 1731 1027 0.26% ©0.052%
35 5.846 722 724 727 rVB2 881 888 0.23% 0.045%
36 6.122 769 771 772 rBV2 1203 995 0.25% 0.050%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD063023\
Data File : VD@76655.D

Acqg On : 30 Jun 2023 11:56
Operator : KP/SY

Sample : VIBLK124

Misc : 5.00G/10.0m1/MSVOA_D/SOIL

ALS vial : 7 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@61523SMA.M
Title : SFAMO1.0
37 6.187 780 782 785 rBv2 741 792 0.20% ©0.040%
38 6.216 785 787 791 rVB 1205 887 0.23% 0.045%
39 6.340 806 808 810 rBV3 1405 1216 0.31% 0.061%
40 6.422 820 822 825 rBV 2088 1830 0.47% 0.093%
41 6.516 836 838 841 rVB2 1167 10106 ©0.26% 0.051%
42 6.746 874 877 881 rBV2 1310 1306 0.33% 0.066%
43 6.911 902 905 909 rBv3 874 1325 0.34% 0.067%
44 6.981 909 917 928 rBV 23665 68826 17.58%  3.480%
45  7.375 982 984 989 rVB2 1342 1925 0.49% 0.097%
46 7.446 993 996 997 rBv2 1068 1146 0.29% 0.058%
47  7.563 1007 1016 1026 rVV2 33361 87679 22.40%  4.433%
48 7.693 1036 1038 1041 rBvV2 1209 815 0.21% 0.041%
49 7.746 1046 1047 1049 rBV2 1824 1069 0.27% 0.054%
50 7.781 1049 1053 1054 rBV 821 821 0.21% 0.042%
51 7.799 1054 1056 1059 rVB 1133 1039 0.27% 0.053%
52 7.969 1081 1085 1086 rBV2 931 926 0.24% 0.047%
53 8.199 1116 1124 1136 rBV3 57269 189936 48.52% 9.604%
54 8.387 1153 1156 1159 rBV3 884 1125 0.29% 0.057%
55 8.540 1179 1182 1184 rVB2 1329 1218 0.31% 0.062%
56 8.605 1191 1193 1195 rBvV2 761 839 0.21% 0.042%
57 8.693 1205 1208 1209 rVB 1659 1509 0.39% 0.076%
58 8.775 1213 1222 1229 rW 61138 131282 33.54% 6.638%
59 8.946 1250 1251 1254 rVV 1216 1173 0.30% 0.059%
60 9.205 1287 1295 1305 rBv2 49912 106798 27.28% 5.400%
61 9.269 1305 1306 1309 rVv2 1318 1147 ©.29% 0.058%
62 9.505 1344 1346 1349 rVB 1092 854 0.22% 0.043%
63 9.563 1354 1356 1358 rBV2 919 1007 0.26% 0.051%
64 9.887 1409 1411 1413 rBV 1427 1225 0.31% 0.062%
65 9.975 1420 1426 1433 rVV2 27468 51145 13.06% 2.586%
66 10.046 1436 1438 1439 rBV2 1316 862 0.22% 0.0447%
67 10.063 1439 1441 1444 rVV3 964 1059 0.27% 0.054%
68 10.163 1454 1458 1459 rBV2 1043 1115 ©0.28% 0.056%
69 10.269 1469 1476 1483 rVV 63299 114149 29.16% 5.772%
70 10.452 1505 1507 1509 rBV2 863 810 0.21% 0.041%
71 10.475 1509 1511 1514 rVVv2 965 1160 ©0.30% 0.059%
72 10.528 1514 1520 1527 rVB2 18812 35432 9.05% 1.792%
73 10.622 1534 1536 1538 rBV2 1065 975 ©.25% 0.049%
74 10.652 1539 1541 1543 rBV2 1413 1101 ©0.28% 0.056%
75 10.787 1560 1564 1565 rBV2 1089 1397 0.36% 0.071%

76 10.875 1573 1579 1592 rVB2 73620 132267 33.79% 6.688%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD063023\
Data File : VD@76655.D

Acqg On : 30 Jun 2023 11:56
Operator : KP/SY

Sample : VIBLK124

Misc : 5.00G/10.0m1/MSVOA_D/SOIL

ALS vial : 7 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@61523SMA.M
Title : SFAM@1.0
77 10.957 1592 1593 1596 rBV3 1852 1353 ©0.35% 0.068%
78 11.010 1600 1602 1604 rBV 1510 898 0.23% 0.045%
79 11.157 1625 1627 1629 rBvV2 994 841 0.21% 0.043%
80 11.299 1648 1651 1654 rBV2 1041 1142 0.29% 0.058%
81 11.363 1661 1662 1665 rBvV2 1353 1641 0.42% 0.083%
82 11.404 1668 1669 1673 rBV3 802 935 0.24% 0.047%
83 11.581 1692 1699 1707 rBV 76549 133497 34.10% 6.750%
84 11.740 1723 1726 1730 rBV2 1167 1838 0.47% 0.093%
85 11.787 1732 1734 1738 rVB2 2212 2373 0.61% 0.120%
86 11.828 1738 1741 1742 rBV 904 861 0.22% 0.044%
87 11.899 1751 1753 1755 rBV 1073 968 0.25% ©.049%
88 12.075 1780 1783 1786 rVB 1764 1882 0.48% 0.095%
89 12.099 1786 1787 1790 rBV2 1411 1254 0.32% 0.063%
90 12.204 1803 1805 1808 rBV2 1425 1008 0.26% ©0.051%
91 12.363 1830 1832 1834 rVB 1185 937 0.24% 0.047%
92 12.651 1875 1881 1887 rVB 72243 119352 30.49% 6.035%
93 12.740 1891 1896 1899 rVB4 3200 5338 1.36% 0.270%
94 13.093 1955 1956 1957 rBV 1545 872 0.22% 0.044%
95 13.110 1957 1959 1962 rVB3 1685 1524 0.39% 0.077%
96 13.157 1962 1967 1968 rBV3 2709 4253 1.09% 0.215%
97 13.216 1975 1977 1980 rBV2 2056 2173 0.56% 0.110%
98 13.516 2023 2028 2034 rBV 50541 83344 21.29% 4.214%
99 13.728 2062 2064 2066 rBV3 2262 2098 0.54% 0.106%
100 13.816 2074 2079 2086 rVB 43323 77235 19.73%  3.905%
Sum of corrected areas: 1977716
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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\VD063023\

: VDO76655.D

: 30 Jun 2023 11:56

: KP/SY

: VIBLK124

: 5.00G/10.0m1/MSVOA_D/SOIL
: 7 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@61523SMA .M
. SFAM@1.0

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

Abundance
200000

150000

100000

50000

TIC: VD076655.D\data.ms
1.728

3.90%17
3.2173.388584B.687 4. gERARA gD 4787899115 5 FHRBEA6.593 X6  6.6IBBHURBEL6

0
Time--> 1
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TIC: VD076655.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD063023\
Data File : VD@76655.D

Acqg On : 30 Jun 2023 11:56
Operator : KP/SY

Sample : VIBLK124

Misc : 5.00G/10.6m1/MSVOA_D/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@61523SMA.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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.740 1.60 ug/L 5338 1,4-Dichlorobenzene-d4 13.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobutaneethanol, .beta.-methy... 112 C7H120 116203-80-6 10
2 Propiolic acid 70 C3H202 000471-25-0 9
3 Cyclobutane, 1,2-diethyl- 112 C8H16 061141-83-1 9
4 2-Amino-oxazole 84 C3H4N20 004570-45-0 7
5 Cyclobut-1-enylmethanol 84 C5H80 089182-08-1 7
Abundance Scan 1896 (12.740 min): VD076655.D\data.ms (-1891) (- | m/z 44.00 100.00%
44.0 69.9
83.0
5.0
5000
—— —
12.50 13.00
O e L e L N e n m/z 69.90 86.42%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7478: Cyclobutaneethanol, .beta.-methylene-
55.0 84.0
5000 — | M
12.50 13.00
41.0 69.0 m/z 83.00 77.16%
| !
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘}\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #572: Propiolic acid
53.0 70.0
—— T
12.50 13.00
5000 m/z 55.00 70.06%
41
0
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7606: Cyclobutane, 1,2-diethyl-
56.0 12.50 13.00
410 m/z 69.25 67.90%
5000
70.0
27.0 84.0
L a0 a2
O e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD063023\
Data File : VD@76655.D

Acqg On : 30 Jun 2023 11:56
Operator : KP/SY

Sample : VIBLK124

Misc : 5.00G/10.6m1/MSVOA_D/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@61523SMA.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 unknown-02 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.157 1.28 ug/L 4253 1,4-Dichlorobenzene-d4 13.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Butene, 2-(chloromethyl)- 104 C5HOC1 023010-02-8 9
2 10-Azido-1-decanethiol 215 C10H21N3S 1152113-44-4 9
3 Propiolic acid 70 C3H202 000471-25-0 5
4 Propane, 1l-isocyano- 69 C4H7N 000627-36-1 4
5 Furan, tetrahydro-3-methyl-4-met... 98 C6H100 061142-01-6 4

Abundance Scan 1967 (13.157 min): VD076655.D\data.ms (-1962) (- | m/z 40.90 100.00%

40.9
68.9
5000 108.8

13.00 13.50

0 -t e e e m/z 56.95 71.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5459: 1-Butene, 2-(chloromethyl)-
41.0 69.0
5000 e M@N\ ‘M W /W\Nﬂ |

104.0 13.00 13.50
m/z 43.95 69.79%

OV ‘\\H‘}M““\”‘\h“\\“\\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92926: 10-Azido-1-decanethiol
41,0

T
13.00 13.50

5000 m/z 55.70 67 .45%
70.0
0 L1 980 1260 1540 1860 2150
Rama fod bl e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #571: Propiolic acid

53.0 13.00 13.50
m/z 68.90 67.45%

5000
0 """1“m_‘M""""‘H“‘H‘mwmwmwmm MMMW

m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD063023\
Data File : VD@76655.D

Acqg On : 30 Jun 2023 11:56
Operator : KP/SY

Sample : VIBLK124

Misc : 5.00G/10.0m1/MSVOA_D/SOIL

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@61523SMA .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 12.740 1.6 ug/L 5338 3 13.522 83344 25.0
unknown-02 13.157 1.3 ug/L 4253 3 13.522 83344 25.0
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