LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82922\
Data File : VWe24470.D

Acqg On : 30 Aug 2022 01:27
Operator : SY/VA

Sample : N4345-10

Misc : 5.30g/10mL/MSVOA_W/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 W\Method\SFAMWLMO82622SMA.M
Title : SFAMO1.0

Signal : TIC: VWe24470.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.227 47 53 54 rBVS 8111 12611 ©0.14% 0.066%
2 2.343 66 72 81 rBvV 181415 310890 3.43% 1.626%
3 2.873 153 159 168 rVB 104053 215560 2.38% 1.127%
4 3.788 304 309 314 rVB8 1240 2540 0.03% 0.013%
5 3.867 318 322 324 rBV5 1774 2082 0.02% 0.011%
6 4.007 334 345 358 rBV 136636 403228 4.45%  2.108%
7 4.397 405 409 417 rVB8 3251 8848 0.10% 0.046%
8 4.910 480 493 504 rBV2 27292 95807 1.06% ©0.501%
9 5.092 521 523 524 rBv2 1983 1617 0.02% 0.008%
10 5.117 524 527 529 rVW4 2046 2605 0.03% 0.014%
11 5.208 541 542 546 rVvB4 1494 1257 0.01% 0.007%
12 5.239 546 547 550 rBv3 1214 1228 0.01% 0.006%
13 5.361 565 567 570 rvB4 1188 1238 0.01% 0.006%
14 5.403 570 574 575 rBvV3 2150 2336 ©0.03% 0.012%
15 5.507 585 591 592 rBV5 1001 1470 0.02% ©0.008%
16 5.757 628 632 633 rBV4 1642 1787 0.02% 0.009%
17 5.928 652 660 665 rBv8 5124 12926 ©0.14% 0.068%
18 6.056 678 681 684 rv4i 1206 19060 0.02% 0.010%
19 6.172 696 700 702 rVB5 1812 2388 0.03% 0.012%
20 6.226 707 709 712 rVB4 1332 1368 0.02% 0.007%
21  6.263 712 715 718 rBV4 1126 1459 0.02% ©0.008%
22 6.592 766 769 772 rBV5 1286 1382 0.02% 0.007%
23 6.751 793 795 800 rVB6 1605 2634 ©0.03% 0.014%
24 6.812 804 805 809 rvB4 1409 1255 0.01% 0.007%
25 7.080 839 849 853 rBV2 32026 76991 ©.85% 0.403%
26 7.159 855 862 872 rVB4 60908 186087 2.06% ©.973%
27 7.299 878 885 889 rvVB1o 1565 3115 ©0.03% 0.016%
28 7.647 931 942 955 rW 214573 530949 5.87% 2.776%
29 7.939 987 990 993 rVB5 1369 1687 0.02% 0.009%
30 8.000 996 1000 1002 rBV5 1495 1860 ©0.02% 0.010%
31 8.031 1002 1005 1008 rVB5 1805 2353  0.03% 0.012%
32 8.171 1026 1028 1030 rBV3 1283 1426 0.02% 0.007%
33 8.275 1033 1045 1060 rBV2 416056 1244936 13.75% 6.510%
34 8.628 1099 1103 1105 rVB5 1607 1723 0.02% 0.009%
35 8.842 1128 1138 1152 rBV 472582 920420 10.17% 4.813%
36 9.086 1168 1178 1188 rVB5 19814 48136 0.53% 0.252%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82922\
Data File : VWe24470.D

Acqg On : 30 Aug 2022 01:27
Operator : SY/VA

Sample : N4345-10

Misc : 5.30g/10mL/MSVOA_W/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 W\Method\SFAMWLMO82622SMA.M
Title : SFAMO1.0
37 9.208 1196 1198 1200 rBvV2 1417 1616 ©0.02% ©0.008%
38 9.275 1200 1209 1218 rBV = 274513 554755 6.13% 2.901%
39 9.579 1256 1259 1262 rBVS5 1532 1552 0.02% 0.008%
40  9.982 1320 1325 1326 rBV5 1804 2383 0.03% 0.012%
41 10.031 1327 1333 1341 rVW 126276 239619 2.65% 1.253%
42 10.122 1343 1348 1356 rVB9 7676 16400 0.18% 0.086%
43 10.195 1356 1360 1361 rBv4 1577 1922 0.02% 0.010%
44 10.323 1371 1381 1393 rBV 610242 1056450 11.67% 5.524%
45 10.579 1415 1423 1431 rBV 83559 149499 1.65% 0.782%
46 10.701 1437 1443 1448 rBvV 21261 38008 0.42% 0.199%
47 10.860 1459 1469 1476 rBV 5600791 9052602 100.00% 47.336%
48 10.921 1476 1479 1489 rVB 123463 214688 2.37% 1.123%
49 11.061 1496 1502 1512 rBV 36700 63797 0.70% 0.334%
50 11.177 1515 1521 1523 rBV6 2226 3693 0.04% 0.019%
51 11.219 1527 1528 1532 rVB4 1954 1679 0.02% 0.009%
52 11.256 1532 1534 1539 rBV5 1546 2542 0.03% 0.013%
53 11.366 1550 1552 1554 rBV3 1507 1346 0.01% 0.007%
54 11.439 1557 1564 1569 rVB3 10806 22890 0.25% ©.120%
55 11.549 1580 1582 1585 rBv4 1279 1241 0.01% 0.006%
56 11.628 1585 1595 1604 rBV 693695 1162009 12.84% 6.076%
57 11.713 1607 1609 1612 rVB4 2241 1559 0.02% 0.008%
58 11.914 1639 1642 1645 rVB5 1608 1672 0.02% 0.009%
59 12.091 1669 1671 1673 rBV3 1524 1267 0.01% 0.007%
60 12.262 1696 1699 1701 rBV3 1179 1344 0.01% 0.007%
61 12.286 1701 1703 1706 rVB4 1691 1923 0.02% 0.010%
62 12.341 1710 1712 1713 rBV 2129 1735 0.02% 0.009%
63 12.475 1727 1734 1738 rVBS8 2744 3800 0.04% 0.020%
64 12.603 1748 1755 1763 rBV2 20505 37837 ©0.42% 0.198%
65 12.689 1763 1769 1776 rBV 220934 352680 3.90% 1.844%
66 12.817 1788 1790 1793 rVB3 1441 1768 0.02% 0.009%
67 12.853 1793 1796 1800 rBV6 1664 2469 0.03% 0.013%
68 12.884 1800 1801 1804 rBV3 1597 1604 ©0.02% ©0.008%
69 12.926 1804 1808 1812 rBvV7 3463 6267 0.07% 0.033%
70 13.024 1823 1824 1828 rVB4 1224 1276 0.01% 0.007%
71 13.189 1847 1851 1856 rVB5 5247 8787 0.10% 0.046%
72 13.292 1864 1868 1874 rVBS8 4902 7721 0.09% 0.040%
73 13.402 1879 1886 1893 rVB6 7765 16119 ©0.18% 0.084%
74 13.457 1893 1895 1896 rBV2 1776 1386 ©0.02% 0.007%
75 13.554 1904 1911 1918 rBV 679649 1078482 11.91% 5.639%
76 13.646 1924 1926 1932 rVB7 5490 7428 0.08% 0.039%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82922\
Data File : VWe24470.D

Acqg On : 30 Aug 2022 01:27
Operator : SY/VA

Sample : N4345-10

Misc : 5.30g/10mL/MSVOA_W/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 W\Method\SFAMWLMO82622SMA.M
Title . SFAM@1.0
77 13.762 1941 1945 1948 rBVe6 3743 6400 ©0.07% ©0.033%
78 13.853 1953 1960 1966 rBV 487373 813251 8.98% 4.252%
79 14.012 1984 1986 1988 rBvV3 1869 1789 0.02% 0.009%
80 14.060 1990 1994 2002 rVB 10849 19474 0.22% 0.102%
81 14.243 2022 2024 2027 rBv4 1443 1548 0.02% ©0.008%
82 14.316 2033 2036 2041 rBvV4 2703 4589 0.05% 0.024%
83 14.487 2063 2064 2067 rBV3 2040 2042 0.02% ©0.011%
84 14.542 2071 2073 2076 rVB4 1244 1237 ©0.91% 0.006%
85 14.688 2094 2097 2099 rBv4 1649 2406 0.03% 0.013%
86 14.719 2099 2102 2104 rBvV3 1643 1959 0.02% 0.010%
87 14.993 2144 2147 2149 rBV3 1201 1691 ©0.02% ©0.009%
88 15.188 2173 2179 2180 rBV4 1458 2739 0.03% 0.014%
89 15.359 2204 2207 2210 rBV5 863 1597 0.02% 0.008%
90 15.432 2214 2219 2222 rVWW7 4626 8312 0.09% 0.043%
91 15.840 2285 2286 2289 rBV3 1774 1934 0.02% 0.010%
92 16.042 2317 2319 2321 rBV3 1498 1599 0.02% 0.008%
93 16.078 2323 2325 2328 rVB4 1890 2021 0.02% 0.011%
94 16.115 2328 2331 2332 rBV3 1343 1432 0.02% ©.007%
95 16.188 2338 2343 2346 rBV7 2412 3132 0.03% 0.016%
96 16.218 2346 2348 2350 rBV3 2114 1829 0.02% 0.010%
97 16.377 2370 2374 2377 rBV6 1242 1876 ©0.02% 0.010%
98 16.444 2382 2385 2387 rBV3 2255 2179 0.02% 0.011%
99 16.596 2408 2410 2412 rBV3 1284 1403 0.02% 0.007%
100 16.615 2412 2413 2418 rVB5 1384 1942 0.02% 0.010%
Sum of corrected areas: 19124295
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Data Path :
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW082922\

: VWe24470.D

: 30 Aug 2022 01:27

: SY/VA

: N4345-10

: 5.30g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@82622SMA .M
. SFAM@1.0

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

Abundance TIC: VW024470.D\data.ms
5000000
4000000
3000000
2000000
1000000
43
2,257 2.873 378867207 4397 4.91050BPPBESUE07 5,755, 9F0BEZ263 6,50 B
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘—Vf_r\‘\\\\‘\\\\‘\\\\‘\\\\‘\m\ﬁ\ﬁ\wmm V_Y_Y—TY_Y_Y_r“Y_Y_r\f
Time-->  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 6.20 640 6.60 6.80
Abundance TIC: VW024470.D\data.ms
10.860
5000000
4000000
3000000
2000000
1000000
8.842 10.323 11.628
7.647 ' 9.275
ol_70BUP200 T 8628 /| 9.0%6208 9.579 38 10 70t 9211 Q6A1779616686549.713
—A A 50e8 | SIoue 2RSS | :
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 1050 11,00 1150
Abundance TIC: VW024470.D\data.ms
5000000
4000000
3000000
2000000
1000000
13554 oo
12689
L9110, 09PIZE380 4250 U PoAER 028 183 A2 0% awgé 140804243061 4SABIGRED 14.9935 186555082 15,840 BEAABREANALS 1D 5
0 ‘h\‘ﬁ\‘f ‘Y— ‘y—v—v—v*‘v—r’\*\*ﬁrj*\‘v—r
Time--> 12.00 12/50 13.00 13.50 14.00 1450 1500 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82922\
Data File : VW@24470.D

Acq On : 30 Aug 2022 01:27
Operator : SY/VA

Sample : N4345-10

Misc : 5.30g/1emL/MSVOA_W/SOIL

ALS Vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@82622SMA .M
Quant Title : SFAM@1l1.0

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 4-Ethylbenzamide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.061 1.37 ug/L 63797  Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Ethylbenzamide 149 C9H11NO 033695-58-8 58
2 1,2-Benzenedicarboxylic acid, 4-... 211 C8H5NO6 000610-27-5 38
3 Thioglycolic acid, tert-butyldim... 206 C8H1802SSi 1000476-01-2 35
4 4-(Methylthio)benzonitrile 149 C8H7NS 021382-98-9 30
5 Benzeneacetaldehyde, 2-methoxy-.... 178 C11H1402 053155-90-1 27
Abundance Scan 1502 (11.061 min): VW024470.D\data.ms (-1496) ( m/z 133.05 100.00%
133.1
5000 5.0
45.0 1100 ‘
11.00
103. ,
Olerrrrrr “‘1“‘}“"\ Svdrert ) . L 19242215 271< /7 149,00  96.61%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #27312: 4-Ethylbenzamide
133.0
5000 )
11.00
77.0 105.0 m/z 75.00 49.27%
44, ‘
01\-5.‘9‘\\\“1\ﬁ'{‘)\“‘\‘\\”1“‘Hmu“‘r“u\[\H‘\‘H‘H‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #88905: 1,2-Benzenedicarboxylic acid, 4-nitro-
149.0 A
LRVEVA VL L
11.00
75.0
5000 103.0 m/z 67.00 17.74%
30.0 | 193.0
e i e SR
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #83177: Thioglycolic acid, tert-butyldimethylsilyl ester
149.0 11.00
m/z 150.00 16.22%
5000 75.0
o889 i N300 L 2980 sendby gl
m/z--> 20 40 60 80 100120140160180200220240260 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82922\
Data File : VW@24470.D

Acqg On : 30 Aug 2022 01:27
Operator : SY/VA

Sample : N4345-10

Misc : 5.30g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@82622SMA .M
Quant Title : SFAM@1l.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|

4-Ethylbenzamide 11.061 1.4 ug/L 63797 2 11.628 1162010 25.0
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