LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VWO23772.D

Acqg On : 16 Jul 2022 02:45
Operator : SY/VA

Sample : N3700-16RE

Misc : 5.61g/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\SFAMWLMO71322SMA.M
Title : SFAMO1.0

Signal : TIC: VW@23772.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.434 249 251 254 rBvV4 1728 2072 1.68% 0.231%
2 3.855 318 320 322 rBV3 1480 1131 0.91% 0.126%
3 4.007 339 345 352 rBV2 9452 20929 16.93%  2.332%
4 4.361 401 403 404 rBvV2 2046 1576 1.27% 0.176%
5 4.476 420 422 426 rVB5 1696 1761 1.42% 0.196%
6 4.531 429 431 434 rBV4 1227 1215 0.98% 0.135%
7 4.623 443 446 448 rBvV4 1042 1015 ©0.82% 0.113%
8 4.781 470 472 473 rBV2 1056 885 ©0.72% ©0.099%
9 5.013 507 510 511 rBv3 1060 1009 0.82% 0.112%
106 5.086 520 522 524 rBV3 1088 978 ©.79% 0.109%
11 5.287 553 555 557 rBV3 1253 1018 ©0.82% 0.113%
12 5.367 566 568 570 rBv3 1001 818 0.66% 0.091%
13 5.598 602 606 607 rBv4 1975 2194 1.77% 0.244%
14 5.909 654 657 659 rBv4 1055 1050 ©0.85% 0.117%
15 6.129 692 693 698 rVB4 1268 1266 1.02% 0.141%
16 6.257 710 714 719 rBV7 1389 3119 2.52% 0.347%
17 6.366 728 732 735 rBV6 1442 1850 1.50% 0.206%
18 6.519 755 757 760 rBv4 1339 1763 1.43% 0.196%
19 6.568 764 765 768 rvVB2 1160 981 0.79% 0.109%
20 6.811 798 805 807 rBV7 1312 2381 1.93% 0.265%
21 6.885 815 817 819 rBV2 1474 1249 1.01% 0.139%
22 7.092 843 851 854 rBV3 5398 12157 9.83% 1.354%
23 7.281 880 882 885 rBv4 842 951 0.77% 0.106%
24 7.500 915 918 919 rBV2 1498 1486 1.20% 0.166%
25 7.647 935 942 952 rVB2 21477 53000 42.86% 5.905%
26 8.067 1008 1011 1014 rBV5 1281 2079 1.68% 0.232%
27 8.189 1029 1031 1033 rBV3 950 875 0.71% 0.097%
28 8.275 1033 1045 1058 rBvV3 34238 123656 100.00% 13.777%
29 8.842 1132 1138 1147 rVV 36031 77127 62.37% 8.593%
30 8.927 1149 1152 1154 rBv4 1365 1784 1.44% 0.199%
31 9.018 1164 1167 1170 rBV5 778 1220 0.99% 0.136%
32 9.049 1170 1172 1173 rBV2 1101 1054 0.85% 0.117%
33 9.274 1202 1209 1218 rVB2 26095 56395 45.61% 6.283%
34 9.439 1233 1236 1240 rBV6 1666 2382 1.93% 0.265%
35 9.512 1246 1248 1251 rVB4 1150 1186 ©0.96% 0.132%
36 9.549 1251 1254 1256 rBv4 1183 1288 1.04% 0.144%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VWO23772.D

Acqg On : 16 Jul 2022 02:45
Operator : SY/VA

Sample : N3700-16RE

Misc : 5.61g/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\SFAMWLMO71322SMA.M
Title : SFAMO1.0
37 9.598 1261 1262 1265 rvVvB3 1230 996 0.73% 0.101%
38 9.634 1265 1268 1271 rBV5 1411 1793 1.45% 0.200%
39 9.665 1271 1273 1277 rBV5 1150 1501 1.21% 0.167%
40 9.786 1290 1293 1295 rVwv4 1082 1398 1.13% 0.156%
41  9.872 1305 1307 1308 rBvV2 1738 1422 1.15% ©.158%
42 10.036 1327 1334 1339 rVWVv4 9703 19556 15.81% 2.179%
43 10.171 1353 1356 1359 rBV5 1606 1666 1.35% 0.186%
44 10.207 1359 1362 1365 rBV5 2115 2918 2.36% ©.325%
45 10.323 1375 1381 1387 rBvV2 39681 70539 57.04%  7.859%
46 10.579 1416 1423 1430 rBV2 8476 15126 12.23% 1.685%
47 10.652 1433 1435 1437 rBV3 1239 1271  1.03% 0.142%
48 10.927 1475 1480 1488 rVB 12729 23940 19.36% 2.667%
49 11.067 1498 1503 1508 rBvVv7 3289 5329 4.31% 0.594%
50 11.122 1511 1512 1515 rBvV3 1144 928 0.75% 0.103%
51 11.518 1575 1577 1579 rBvV2 1362 1040 0.84% 0.116%
52 11.628 1589 1595 1602 rBV 57918 99547 80.50% 11.091%
53 11.823 1623 1627 1631 rBV7 1261 2250 1.82% 0.251%
54 12.060 1662 1666 1669 rBV6 919 1137 0.92% 0.127%
55 12.274 1699 1701 1705 rVB5 1695 1891 1.53% 0.211%
56 12.347 1711 1713 1715 rVB3 965 883 0.71% 0.098%
57 12.396 1718 1721 1723 rBV4 943 1115 0.90% 0.124%
58 12.688 1763 1769 1775 rBV2 26275 47667 38.55% 5.311%
59 12.762 1780 1781 1783 rVB2 1170 834 0.67% 0.093%
60 12.786 1783 1785 1787 rBV3 1608 1504 1.22% 0.168%
61 12.926 1806 1808 1811 rBV3 1402 1659 1.34% 0.185%
62 13.140 1841 1843 1845 rBV3 1411 1580 1.28% 0.176%
63 13.292 1864 1868 1873 rBVS8 1355 2713 2.19% 0.302%
64 13.371 1877 1881 1882 rBV4 1450 1881 1.52% 0.210%
65 13.554 1905 1911 1918 rBV 44430 77659 62.80%  8.652%
66 13.700 1934 1935 1937 rBV2 1247 1218 0.98% 0.136%
67 13.755 1941 1944 1950 rVVe6 2463 4126  3.34% 0.460%
68 13.853 1953 1960 1965 rVV 37686 68776 55.62% 7.663%
69 13.902 1965 1968 1972 rVB6 1589 2504 2.02% 0.279%
70 13.950 1972 1976 1978 rVB5 1049 1165 0.94% 0.130%
71 13.975 1978 1980 1983 rBV4 718 1054 0.85% 0.117%
72 14.066 1990 1995 1996 rBVS5 2127 3220 2.60% 0.359%
73 14.085 1996 1998 2003 rVB6 2209 2868 2.32% 0.320%
74 14.273 2024 2029 2032 rBV7 1336 2317 1.87% ©.258%
75 14.383 2046 2047 2049 rBV 877 848 0.69% 0.094%
76 14.481 2061 2063 2066 rVv4 1153 1207 0.98% 0.134%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VWO23772.D

Acqg On : 16 Jul 2022 02:45
Operator : SY/VA

Sample : N3700-16RE

Misc : 5.61g/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\SFAMWLMO71322SMA.M
Title : SFAM@1.0
77 14.511 2066 2068 2071 rVVv4 994 973 0.79% 0.108%
78 14.670 2092 2094 2096 rVB2 1556 1002 0.81% 0.112%
79 14.712 2096 2101 2102 rBV5 2072 2447 1.98% 0.273%
80 14.792 2112 2114 2115 rBV2 963 838 0.68% 0.093%
81 14.932 2135 2137 2140 rVB4 1223 1098 ©.89% 0.122%
82 15.127 2167 2169 2173 rVB5 1261 1345 1.09% 0.150%
83 15.170 2173 2176 2179 rVB5 900 1049 0.85% 0.117%
84 15.194 2179 2180 2182 rBV2 1266 1045 ©.85% 0.116%
85 15.365 2204 2208 2211 rBvV4 1046 1720 1.39% 0.192%
86 15.432 2217 2219 2220 rBV2 1409 869 0.70% 0.097%
87 15.493 2227 2229 2232 rBvV4 1203 1321 1.97% ©.147%
88 15.542 2235 2237 2240 rVB4 1079 1198 ©0.97% 0.133%
89 15.633 2251 2252 2255 rBV3 746 983 0.79% 0.110%
990 15.737 2265 2269 2271 rBvV4 1276 1215 0.98% 0.135%
91 15.779 2274 2276 2277 rVV2 1474 981 ©0.79% 0.109%
92 15.810 2280 2281 2284 rVV3 1372 1436 1.16% 0.160%
93 15.865 2288 2290 2292 rBV3 1298 1242 1.00% 0.138%
94 15.895 2292 2295 2297 rBV3 1356 1501 1.21% ©.167%
95 15.932 2299 2301 2305 rVBS 925 1094 0.88% 0.122%
96 16.133 2331 2334 2336 rBV4 897 947 0.77% 0.106%
97 16.237 2345 2351 2353 rBV6 1024 1971 1.59% 0.220%
98 16.273 2355 2357 2359 rBV3 983 815 0.66% 0.091%
99 16.566 2402 2405 2406 rBV2 1639 1573 1.27% 0.175%
100 16.773 2437 2439 2440 rBV2 1117 1040 0.84% 0.116%
Sum of corrected areas: 897559
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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_W\Data\VWe71522\

: VWe23772.D

: 16 Jul 2022 02:45

: SY/VA

: N3700-16RE

: 5.61g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA .M
. SFAM@1.0

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

Abundance
60000

50000

40000

30000

20000

10000

0

TIC: VW023772.D\data.ms

3.434

.613865.28367 5.598 5.909 6.1202678666568 6.81

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
60000

50000

40000

30000

20000

10000

TIC: VW023772.D\data.ms
11.628

10.323

8.842
8.275

9.274
7.647

10.927

7 ofh 10.036 10.579
i 11.067

HDEA40 ;..;f';.‘ bO1297 .6 2 12.122  11.51B\ 11.8

AV LS ANAMEAANA AD 0y [, A

0
Time-->

385 /| \7.281 7.500 8.06718 8.
28L 13 0671
——

— —
7.00 7.50 8.00 8.50 9.00 9.50

— — — —
10.00 10.50 11.00 11.50

Abundance
60000

50000

40000

30000

20000

10000

TIC: VW023772.D\data.ms

13.554
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe71522\
Data File : VW@23772.D

Acqg On : 16 Jul 2022 02:45

Operator : SY/VA

Sample : N3700-16RE

Misc : 5.61g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.M
. SFAM@1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 3 unknown-01 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.755 1.33 ug/L 4126  1,4-Dichlorobenzene-d4 13.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanenitrile, 3-chloro-2,3-dih... 147 C3H2CIN302 139912-33-7 14
2 2H-Thiopyran-3(6H)-one 114 C5H60S 029431-30-9 12
3 [1,4]dioxino[2,3-b:5,6-b']dipyri... 186 C1OH6EN202 1000400-03-8 10
4 Aminoacetonitrile 56 C2H4N2 000540-61-4 9
5 L-Methionine sulfoxide 165 C5H11NO3S 003226-65-1 9

Abundance Scan 1944 (13.755 min): VW023772.D\data.ms (-1941) ( m/z 56.10 100.00%
56.1
112.0
5000
132.5 174.8
0 H““““ ‘ ‘H“ e m/z 49 30 83.64%
m/z--> 20 40 80 100 120 140 160 180
Abundance  #25320: Propanemtrlle, 3-chloro-2,3-dihydroximino-
44.0
147.0
i
5000 112.0 | R
1350 14.00
‘ m/z 71.10 70.56%
O' 1\‘!”\\\"“\\\\‘\\\\‘\\\\’\\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
39.0 68.0
13.50 14.00
m/z 45.70  69.63%
5000 114.0
18.0
Ol e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 A ﬂ
Abundance #60616: [1,4]dioxino[2,3-b:5,6-b']dipyridine o e
39.0 13.50 14.00
103.0
m/z 57.00 68.69%
158.0 186.0
5000 64.0
RATL
N P S S . A" "
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe71522\
Data File : VW@23772.D

Acqg On : 16 Jul 2022 02:45
Operator : SY/VA

Sample : N3700-16RE

Misc : 5.61g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.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 13.755 1.3 ug/L 4126 3 13.554 77659 25.0
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