LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031022\
Data File : VY007838.D

Acqg On : 10 Mar 2022 20:16
Operator : SY/MD

Sample : N1867-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 21  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_Y\methods\82Y022822S.M

Title : SW846 8260

Signal : TIC: VY@07838.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.046 34 37 38 rBV 1532 1141 1.13% ©.185%
2 2.144 42 53 54 rBV4 5169 14314 14.19% 2.321%
3 2.278 73 75 79 rVB5 2458 2513 2.49% 0.407%
4 2.333 82 84 86 rvv2 1333 1222 1.21% ©.198%
5 2.381 990 92 95 rBvV4 1630 1921  1.90% 0.311%
6 2.497 109 111 112 rBvV2 1955 1630 1.62% 0.264%
7 2.516 112 114 118 rVB5 3165 2889 2.86% ©0.468%
8 2.723 147 148 152 rBV3 2002 2181 2.16% ©.354%
9 3.942 343 348 351 rvv2 1278 2423 2.40% 0.393%
10 4.601 452 456 458 rVB 1050 1048 1.04% 0.170%
11 4.716 469 475 478 rBV4 1629 2563 2.54% 0.416%
12 4.747 478 480 485 rVB5 856 1336 1.32% 0.217%
13 6.088 698 700 703 rBV2 863 1140 1.13% ©.185%
14 6.960 840 843 844 rBV2 1787 1815 1.80% 0.294%
15 6.984 845 847 849 rVB3 1312 1179 1.17% 0.191%
16 7.716 960 967 973 rBv2 14300 32013 31.74% 5.191%
17 7.789 973 979 988 rVB2 17854 40312 39.97% 6.536%
18 8.137 1029 1036 1044 rVV2 14030 33865 33.57% 5.491%
19 8.332 1065 1068 1071 rBV3 799 1276 1.27% 0.207%
20 8.691 1119 1127 1134 rBV2 28092 57320 56.83% 9.294%
21  9.411 1242 1245 1249 rVB3 684 1193 1.18% ©0.193%
22 9.996 1337 1341 1345 rBV4 844 1635 1.62% 0.265%
23 10.051 1345 1350 1352 rBV2 685 1166 1.10% ©.179%
24 10.179 1365 1371 1378 rVWW2 41744 73270 72.64% 11.880%
25 10.581 1432 1437 1441 rVB 1713 2239 2.22% 0.363%
26 10.813 1474 1475 1481 rVB3 899 1153 1.14% 0.187%
27 11.166 1528 1533 1535 rBV2 1004 1459  1.45% 0.237%
28 11.319 1552 1558 1563 rBV3 3784 7189 7.13% 1.166%
29 11.490 1579 1586 1594 rBV 41262 70549 69.94% 11.439%
30 11.922 1654 1657 1662 rVB4 809 1142 1.13% 0.185%
31 12.331 1721 1724 1727 rBV3 978 1045 1.04% 0.169%
32 12.489 1742 1750 1756 rBvV3 58055 100868 100.00% 16.355%
33 12.819 1801 1804 1807 rVV4 1438 1610 1.60% 0.261%
34 13.069 1843 1845 1850 rVB6 1946 2530 2.51% 0.410%
35 13.184 1857 1864 1868 rBV5 3896 7950 7.88% 1.289%
36 13.325 1885 1887 1889 rBvV2 1018 1165 1.10% 0.179%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031022\
Data File : VY007838.D

Acqg On : 10 Mar 2022 20:16
Operator : SY/MD

Sample : N1867-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 21  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_Y\methods\82Y022822S.M
Title : SW846 8260
37 13.422 1895 1903 1911 rVB2 36380 57891 57.39% 9.387%
38 13.556 1922 1925 1928 rBV4 1196 1186 1.18% ©.192%
39 13.678 1943 1945 1950 rVB6 1575 1474 1.46% 0.239%
40 13.739 1952 1955 1957 rBV3 1075 1107 1.10% 0.179%
41 13.782 1960 1962 1964 rBV 1392 1414 1.40% 0.229%
42 13.879 1975 1978 1981 rBvV3 1304 2034 2.02% 0.330%
43 13.965 1986 1992 1997 rVB2 7538 13164 13.05% 2.134%
44 14.014 1997 2000 2002 rBv4 1424 1704 1.69% 0.276%
45 14.081 2009 2011 2015 rBvV4 1716 1816 1.80% 0.294%
46 14.160 2021 2024 2029 rVB6 1152 1771 1.76% 0.287%
47 14.251 2035 2039 2040 rBv4 1658 2089 2.097% 0.339%
48 14.477 2070 2076 2080 rVB7 1617 3803 3.77% 0.617%
49 14.520 2080 2083 2084 rBvV3 1831 2022 2.00% 0.328%
50 14.623 2097 2100 2101 rVV3 1381 1509 1.50% 0.245%
51 14.684 2107 2110 2113 rVB5 945 1034 1.03% 0.168%
52 14.751 2119 2121 2127 rVB6 1493 1973 1.96% 0.320%
53 14.849 2135 2137 2142 rVB4 1158 1835 1.82% 0.298%
54 14.916 2145 2148 2149 rBV3 1200 1147 1.14% 0.186%
55 15.013 2162 2164 2166 rVB3 1366 1144 1.13% 0.185%
56 15.068 2171 2173 2175 rVV3 1084 1193 1.18% 0.193%
57 15.087 2175 2176 2180 rVvv4 1671 2214 2.19% ©0.359%
58 15.123 2180 2182 2185 rvv3 1196 1423  1.41% 0.231%
59 15.166 2186 2189 2192 rVB4 1454 1685 1.67% 0.273%
60 15.208 2192 2196 2198 rBV5 1794 1790 1.77% 0.290%
61 15.312 2210 2213 2216 rVV5 2533 3019 2.99% 0.490%
62 15.385 2223 2225 2228 rVv4 1203 1027 1.02% 0.167%
63 15.477 2238 2240 2243 rBV2 1603 1833 1.82% 0.297%
64 15.574 2253 2256 2260 rBV3 1043 1465 1.45% 0.238%
65 15.635 2265 2266 2268 rBV2 1580 1475 1.46% 0.239%
66 15.800 2290 2293 2298 rVB4 1217 1649 1.63% 0.267%
67 15.910 2309 2311 2314 rBV4 1111 1203 1.19% ©.195%
68 16.001 2323 2326 2330 rVB5 1247 1562 1.55% ©.253%
69 16.178 2353 2355 2357 rVB3 1188 1027 1.02% 0.167%
70 16.208 2357 2360 2362 rBV4 757 1155 1.15% ©.187%
71 16.288 2370 2373 2375 rVB3 1112 1234 1.22% 0.200%
72 16.348 2382 2383 2388 rVvVveé 1252 1553 1.54% 0.252%
73 16.428 2392 2396 2399 rBV7 1214 1897 1.88% 0.308%
74 16.458 2399 2401 2404 rVB3 1560 1360 1.29% 0.211%
75 16.519 2409 2411 2414 rVWV4 1250 1184 1.17% ©0.192%
76 16.556 2414 2417 2419 rVB4 1229 1335 1.32% 0.216%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031022\
Data File : VY007838.D

Acqg On : 10 Mar 2022 20:16
Operator : SY/MD

Sample : N1867-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 21  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_Y\methods\82Y022822S.M

Title : SW846 8260

77 16.617 2424 2427 2428 rBV3 1357 1588 1.57% 0.257%

78 16.684 2435 2438 2439 rBV2 1145 1468 1.46% 0.238%

79 16.733 2443 2446 2448 rVV2 1611 1186 1.18% 0.192%
Sum of corrected areas: 616726

82Y022822S.M Mon Mar 14 18:54:25 2022 Page: 3



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_Y\Data\VY031022\

: VY007838.D

: 10 Mar 2022 20:16

: SY/MD

: N1867-01

: 5.01g/5.0mL/MSVOA_Y/SOIL
021

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031022\
Data File : VY007838.D

Acqg On : 10 Mar 2022 20:16
Operator : SY/MD

Sample : N1867-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.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 wunknown2.144 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.144 17.75 ug/l 14314  Pentafluorobenzene 7.789

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 dl-Alanine 89 C3H7NO2 000302-72-7 40
2 Thiophene-3-o0l, tetrahydro-, 1,1... 136 C4H803S 013031-76-0 33
3 Paradrine 151 C9H13NO 000103-86-6 9
4 1-Methyl-2-phenoxyethylamine 151 C9H13NO 035205-54-0 9
5 Acetamide, 2-cyano- 84 C3H4N20 000107-91-5 9

Abundance  Scan 53 (2.144 min): VY007838.D\data.ms (-42) (-) m/z 44.10 100.00%

44.1
5000
820 B e
‘ﬂm . 1513 20?.8 2396 281 2.00 220 2.40 ]
ob—— il by e L S m/z 40.85 0 19.86%
miz-> 50 100 150 200 250
Abundance #2421 dI-Alanine
44.0
5000 LML L L B L B L B
2.00 2.20 2.40
m/z 82.90 11.64%
ols0l L 740
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ’ T T T T
miz-> 50 100 150 200 250
Abundance #18318: Thiophene-3-ol, tetrahydro-, 1,1-dioxide
44.0
2.00 2.20 2.40
5000 m/z 45.10 10.10%
500 136.0
0 bbb ST e e
miz--> 50 100 150 200 250 /\ (\
Abundance #28907: Paradrine M‘ R AR
44.0 2.00 2.20 2.40
m/z 42.90 9.53%
5000
77.0 107.0
s Il
R R e R e A
m/z--> 50 100 150 200 250 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@31022\
Data File : VY007838.D

Acqg On : 10 Mar 2022 20:16

Operator : SY/MD

Sample : N1867-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.M
: 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 3 Thieno[2,3-b]pyridine-2-car... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.184 6.87 ug/1l 7950 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Thieno[2,3-b]pyridine-2-carboxam...
2 1H-isoindole-1,3(2H)-dione, 5-(e..
3 1-(3,5-Di-tert-butyl-2,6-dihydro...
4 [1,2,4]Triazolo[1,5-a]pyrimidine...
5 Cyclohexa-2,5-diene-1,4-dione, 2...

207 CSH9N30S
. 207 C10H9NO2S
264 C16H2403
207 C8H9ON502
207 C11H13NO3

1000351-59-9 53
1000400-54-2 32
1000443-79-6 23
1000351-62-2 17
002158-89-6 9

Abundance Scan 1864 (13.184 min): VY007838.D\data.ms (-1857) (- m/z 207.00 100.00%
3.1 0

73. 207.
43.9
5000
295.( WM{M‘ ‘ WWM
1073 N ‘ 13.00 13.50
ob——tup iy m/z 73.10  93.89%
miz--> 50 100 150 200 250
Abundance #84282: Thieno[2,3-b]pyridine-2-carboxamide, 3-amino-6
207.0
162.0 M
coool 440 160 T W
13.00 13.50
m/z 43.90 53.22%
ok \‘Hh““”‘ “HHEHS“?‘\-%“‘\\‘ “ ‘\\‘ ‘\ ‘H“ L ‘ ‘\‘ R B
miz--> 50 100 150 200 250
Abundance  #83460: 1H-isoindole-1,3(2H)-dione, 5-(ethylthio)-
207.0
— —
13.00 13.50
5000 ITI/Z 295.00 23.06%
149.0
29.0 63.0
o w7
ol ‘\M‘Hw N ‘\“ L “‘\‘ R - ‘\‘ e —
miz--> 50 100 150 200 250
Abundance #153209: 1-(3,5-Di-tert-butyl-2,6-dihydroxyphenyl)ethano e ——
207.0 13.00 13.50
m/z 208.30 12.71%
so00] 430
o by 000 tss0 | | | P ] I Ll
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@31022\
Data File : VY007838.D

Acqg On : 10 Mar 2022 20:16

Operator : SY/MD

Sample : N1867-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.M
: 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 4 unknownl3.965 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.965 11.37 ug/l 13164  1,4-Dichlorobenzene-d4  13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acridone, TMS derivative 267 C16HI7NOSi  1000478-16-0 38

2 3-Hydroxymandelic acid, ethyl es..
3 p-Trimethylsilyloxyphenyl-(trime...
4 4-(Methylamino)phenol, N,O0-bis(t...
5 p-Trimethylsilyloxyphenyl-bis(tr...

. 340 C16H2804Si2
398 C18H3404Si3
267 C13H25N0Si2
370 C17H3403Si3

1000071-88-9 32
1000079-05-1 32
1000471-13-0 23
1000079-08-1 23

Abundance Scan 1992 (13.965 min): VY007838.D\data.ms (-1986) (- m/z 73.00 100.00%
3.0

267.0
5000
207.0 14.00
135.1
L e ‘ e M/z 267.00  66.28%
m/z--> 50 100 150 200 250 300 350
Abundance #156901: Acridone, TMS derivative
73.0
267.0
5000 T
14.00
m/z 268.10 30.73%
118.0 222.0
0 \2\8\.(\)‘“ \‘\‘\ \“ el ““:\ITZ(.\?‘ T \‘L\‘\ “‘\ ‘\ LA L
m/z--> 50 100 150 200 250 300 350
Abundance #247891: 3-Hydroxymandelic acid, ethyl ester, di-TMS
73.0 267.0
A
14.00
5000 ITI/Z 269.10 16.09%
147.0
0 dood o L2000 ] 3250
o o o
m/z--> 50 100 150 200 250 300 350
Abundance #300577: p-Trimethylsilyloxyphenyl-(trimethylsilyloxy)trim i
73.0 267.0 14.00
m/z 59.20 7.80%
5000
147.0
o8O | 1930 smose ||| nﬂ L
B B - A
m/z--> 50 100 150 200 250 300 350 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY031022\
Data File : VY007838.D

Acqg On : 10 Mar 2022 20:16
Operator : SY/MD

Sample : N1867-01

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022822S.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|
unknown2.144 2.144 17.8 ug/l 14314 1 7.789 40312 50.0
Thieno[2,3-b]py... 13.184 6.9 ug/l 7950 4 13.428 57891 50.0
unknown13.965 13.965 11.4 ug/1 13164 4 13.428 57891 50.0
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