LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@32122\
Data File : VD@72337.D

Acqg On : 21 Mar 2022 13:45

Operator : VA/SY

Sample : N1949-05

Misc : 4.57G/5.00ml/MSVOA D/SOIL CP-BH1-031422-5-6

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82D031122S.M

Title : SW846 8260

Signal : TIC: VD@72337.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.985 106 11 17 rVB 1889 1477 1.73% 0.238%
2 2.268 57 59 62 rvB3 1570 1338 1.57% 0.216%
3 2.303 62 65 68 rBv3 2624 3956 4.63% 0.637%
4 2.368 75 76 78 rVB 1929 1234 1.44% 0.199%
5 2.491 93 97 98 rVB2 1777 1973 2.31% ©.318%
6 2.626 115 120 121 rBvV2 3930 4288 5.02% 0.691%
7 2.650 121 124 130 rVVe6 7129 9816 11.49% 1.581%
8 2.697 130 132 137 rVB2 1233 1415 1.66% 0.228%
9 2.785 143 147 151 rBV3 2492 3715 4.35% 0.599%
106 2.868 158 161 163 rVB 2080 2146  2.51% 0.346%
11  2.909 167 168 172 rVv2 1189 1265 1.48% 0.204%
12 3.197 215 217 220 rVvVv2 1488 1561 1.83% 0.251%
13 3.809 319 321 323 rVB 1998 1496 1.75% 0.241%
14 3.838 323 326 327 rBvV2 1610 1653 1.93% 0.266%
15 3.944 341 344 346 rBV 1301 1552 1.82% 0.250%
16 4.185 383 385 387 rVB2 1432 1353 1.58% 0.218%
17  4.221 389 391 396 rBV2 2262 2842 3.33% 0.458%
18 4.532 442 444 449 rBV 744 1403 1.64% 0.226%
19 4.573 449 451 454 rVB 1222 1268 1.48% 0.204%
20 5.120 540 544 545 rVB2 1203 1305 1.53% 0.210%
21 5.144 545 548 550 rBvV2 1808 2171 2.54% 0.350%
22 5.379 586 588 590 rvVB2 1789 1806 2.11% 0.291%
23 5.656 634 635 637 rBv 1530 1344 1.57% 0.217%
24 5.967 684 688 691 rBv2 911 1379 1.61% 0.222%
25 6.115 711 713 717 rBV2 1801 2552  2.99% 0.411%
26 6.215 729 730 734 rVB 1154 1288 1.51% 0.208%
27 6.244 734 735 738 rBV 1261 1217 1.42% 0.196%
28 6.662 803 806 811 rBV 1524 2337 2.74% 0.377%
29 7.185 893 895 897 rBV3 1236 1331 1.56% 0.214%
30 7.326 916 919 921 rBv2 924 1275 1.49% 0.205%
31 7.914 1012 1019 1023 rBV4 14546 29936 35.04% 4.823%
32 7.979 1023 1030 1036 rVV3 20598 42522 49.78% 6.851%
33 8.026 1036 1038 1041 rvB2 1411 1276  1.49% 0.206%
34 8.173 1059 1063 1066 rBvV2 1426 2225 2.60% ©.358%
35 8.326 1082 1089 1097 rBV3 14879 31262 36.59% 5.037%
36 8.526 1119 1123 1124 rBV2 1178 1297 1.52% 0.209%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@32122\
Data File : VD@72337.D

Acqg On : 21 Mar 2022 13:45

Operator : VA/SY

Sample : N1949-05

Misc : 4.57G/5.00ml/MSVOA D/SOIL CP-BH1-031422-5-6

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82D031122S.M
Title : SW846 8260
37 8.550 1126 1127 1129 rVB 2213 1305 1.53% 0.210%
38 8.573 1129 1131 1132 rBV 1701 1387 1.62% 0.223%
39 8.750 1159 1161 1164 rBV 1037 1374 1.61% 0.221%
40 8.814 1169 1172 1173 rVV2 1298 1375 1.61% 0.222%
41 8.861 1173 1180 1186 rVV3 26166 52981 62.02% 8.536%
42 8.985 1199 1201 1204 rBV2 1639 1345 1.57% 0.217%
43 9.161 1230 1231 1235 rBV 1387 1300 1.52% 0.209%
44  9.338 1260 1261 1264 rBvV2 1473 1467 1.72% 0.236%
45 9.473 1282 1284 1287 rVB 1359 1355 1.59% 0.218%
46 9.644 1312 1313 1316 rvwv2 1597 1466 1.72% 0.236%
47  9.697 1319 1322 1325 rVB2 1211 1221 1.43% 0.197%
48 9.744 1328 1330 1334 rVB 1320 1557 1.82% ©0.251%
49 10.155 1397 1400 1403 rBv2 1173 1523 1.78% 0.245%
50 10.273 1417 1420 1423 rVB2 1716 1670 1.95% 0.269%
51 10.338 1423 1431 1437 rBV 42042 75265 88.10% 12.126%
52 10.555 1465 1468 1469 rBv2 1581 1233 1.44% 0.199%
53 10.797 1508 1509 1513 rVB2 1101 1232 1.44% 0.198%
54 10.932 1530 1532 1535 rBV 1459 1368 1.60% 0.220%
55 10.997 1542 1543 1548 rVB3 1279 1239 1.45% 0.200%
56 11.032 1548 1549 1552 rBV 1684 1241 1.45% 0.200%
57 11.e85 1555 1558 1561 rBvV2 1350 1943  2.27% ©0.313%
58 11.397 1607 1611 1614 rBV 1101 1784 2.09% 0.287%
59 11.520 1630 1632 1637 rVB 1215 1221 1.43% 0.197%
60 11.638 1646 1652 1659 rBV2 45867 79454 93.01% 12.801%
61 11.732 1664 1668 1671 rVB2 1273 1772 2.97% 0.285%
62 11.767 1671 1674 1677 rBV2 1055 1241 1.45% 0.200%
63 11.808 1679 1681 1685 rVB2 1152 1321 1.55% 0.213%
64 12.191 1745 1746 1750 rBV 1549 1722 2.02% 0.277%
65 12.526 1800 1803 1805 rBV2 1296 1233 1.44% 0.199%
66 12.620 1813 1819 1827 rBV3 35816 60150 70.41% 9.691%
67 12.814 1851 1852 1857 rVB2 1517 2147 2.51% 0.346%
68 12.861 1857 1860 1863 rBV2 2306 2407 2.82% ©.388%
69 12.926 1870 1871 1875 rBV2 1275 1604 1.88% 0.258%
70 13.079 1895 1897 1900 rVB2 1514 1438 1.68% 0.232%
71 13.244 1921 1925 1926 rBV2 1184 1329 1.56% 0.214%
72 13.567 1973 1980 1987 rVB2 49925 85428 100.00% 13.763%
73 13.679 1997 1999 2001 rVB2 1729 1543 1.81% 0.249%
74 13.708 2001 2004 2006 rBV2 1523 2001 2.34% 0.322%
75 13.767 2011 2014 2015 rBV 1426 1392  1.63% 0.224%
76 13.820 2021 2023 2027 rBV2 1025 1333 1.56% 0.215%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@32122\
Data File : VD@72337.D

Acqg On : 21 Mar 2022 13:45

Operator : VA/SY

Sample : N1949-05

Misc : 4.57G/5.00ml/MSVOA D/SOIL CP-BH1-031422-5-6

ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\82D031122S.M
Title : SW846 8260
77 13.849 2027 2028 2031 rBV2 1343 1402 1.64% 0.226%
78 13.944 2039 2044 2045 rBV3 1302 2075 2.43% 0.334%
79 14.002 2051 2054 2056 rBV2 1323 1521 1.78% 0.245%
80 14.026 2056 2058 2062 rBV3 1818 2513 2.94%  0.405%
81 14.114 2071 2073 2076 rBV3 1241 1413 1.65% ©.228%
82 14.196 2084 2087 2088 rBvV2 956 1288 1.51% 0.208%
83 14.261 2096 2098 2100 rBV3 1933 1686 1.97% 0.272%
84 14.326 2107 2109 2111 rBV2 1304 1256 1.47% 0.202%
85 14.385 2114 2119 2120 rBV 1311 1512  1.77% ©.244%
86 14.444 2127 2129 2131 rVB2 2446 1474 1.73% 0.237%
87 14.473 2131 2134 2135 rBV 1339 1368 1.60% 0.220%
88 14.596 2154 2155 2159 rBV2 2254 2460 2.88% 0.396%
89 14.726 2175 2177 2180 rVB2 1491 1363 1.60% 0.220%
990 14.873 2201 2202 2208 rBvV2 1307 1626 1.90% 0.262%
91 15.061 2232 2234 2235 rBV 2005 1468 1.72% ©.237%
92 15.108 2240 2242 2245 rVB2 2335 1913 2.24% 0.308%
93 15.285 2269 2272 2274 rBV3 1449 1446 1.69% 0.233%
94 15.314 2275 2277 2279 rBV2 1713 1640 1.92% 0.264%
95 15.508 2308 2310 2311 rBV 1629 1354 1.58% 0.218%
96 15.849 2364 2368 2370 rBV3 1458 1923 2.25% 0.310%
97 15.896 2374 2376 2377 rBV2 1820 1454 1.70% ©.234%
98 16.138 2415 2417 2422 rVV4 1893 3772 4.42% 0.608%
99 16.273 2437 2440 2443 rBV3 1978 2166 2.54% 0.349%
100 16.738 2517 2519 2522 rBV3 2876 2965 3.47% 0.478%
Sum of corrected areas: 620699
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD032122\

: VDO72337.D

: 21 Mar 2022 13:45

: VA/SY

: N1949-05

: 4.57G/5.00m1/MSVOA_D/SOIL
. 10

CP-BH1-031422-5-6

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031122S.M
. SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

50000

40000

30000

20000

10000

TIC: VD072337.D\data.ms

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
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 6.40 6.60 6.80
Abundance TIC: VD072337.D\data.ms
50000 11.638
10.338
40000
30000 8.861
7.979
20000 7.914 8.326
10000
7.185,326 8.026.173| | AR 8:1B.985.1619.33847D $%444 10.465273 10.55510 700080385 11 3975201117122
&) Y A\ Y i I N N N #y VAN AW N 0y MWy Ay ATANAY
01— — —— —— —— — — —— —— —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VD072337.D\data.ms
13.567
50000
40000 12.620
30000
20000
10000 4506726, 873 DADRSRES 508 18849616 183273 16-3
9 SR, / 7%t f!t-f;“‘.ﬁfﬁ 8 M) N y )
12& 1 125 1é%31 §9E@g4 L s R TR e eV VT : W B
O T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T
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\VD032122\
Data File : VD@72337.D

Acqg On : 21 Mar 2022 13:45

Operator : VA/SY

Sample : N1949-05

Misc 1 4.57G/5.00m1/MSVOA_D/SOIL CP-BH1-031422-5-6

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031122S.M
Quant Title : SW846 8260

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 1 unknown2.626 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.626 5.04 ug/l 4288  Pentafluorobenzene 7.979

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanedioic acid, methylene- 130 C5H604 000097-65-4 37
2 2H-Thiopyran-3(6H)-one 114 C5H60S 029431-30-9 25
3 Piperidin-4-o0l, 1,3,3-trimethyl-... 219 C14H21NO 018436-89-0 10
4 4-[(Ethylamino)carbonylamino]ben... 236 C12H16N203 1000497-90-1 9
5 3-Methyl -6-(3-methylthiophen-2-... 236 C9H8N4S2 1000410-88-2 9
Abundance Scan 120 (2.626 min): VD072337.D\data.ms (-115) (-) m/z 43.90 100.00%
43.9 235.9
5000
264.(
206. R REE
‘ 2.40 2.60 2.80 3.00
o+t e e m/z 235.90 97.38%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #15154: Butanedioic acid, methylene-
39.0
86.0
5000 UL L L L BN B
2.40 2.60 2.80 3.00
m/z 44.90 63.38%
‘ 130.0
O H‘HH Hw‘}\“”w\‘\‘\\\‘H\‘\‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #8099: 2H-Thiopyran-3(6H)-one
39.0 68.0 h
LI
2.40 2.60 2.80 3.00
m/z 36.00 61.57%
5000 114.0
ol

m/z--> 20 40 60 80 100120140160 180200220240 260

Abundance #97818: Piperidin-4-ol, 1,3,3-trimethyl-4-phenyl-

44.0 2.40 2.60 2.80 3.00
219.0 m/z 218.90 56.74%
5000

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 2.40 2.60 2.80 3.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@32122\
Data File : VD@72337.D

Acqg On : 21 Mar 2022 13:45

Operator : VA/SY

Sample : N1949-05

Misc 1 4.57G/5.00m1/MSVOA_D/SOIL CP-BH1-031422-5-6

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\82D031122S.M
Quant Title : SW846 8260

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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

unknown2.626 2.626 5.0 ug/l 4288 1 7.979 42522 50.0
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