LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF041819\
Data File : VF062209.D

Aca On : 18 Apr 2019 17:11

Operator : FY/SY

Sample = K2407-06

Misc : 5.89a/5mL/MSVOA F/SOIL

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA X\METHOD\82F041719S.M

Title - SW846 8260

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.008 47 48 52 rvB4 3288 3695 1.01% 0.152%
2 1.225 56 70 71 rBvV6 30697 164571 44.95% 6.767%
3 2.142 161 163 167 rVvVB4 8995 12088 3.30% 0.497%
4 2.211 169 170 172 rVvVv 8745 8977 2.45% 0.369%
5 2.300 176 179 190 rvB4 18319 65124 17.79% 2.678%
6 2.497 196 199 205 rvB7 7154 18834 5.14% 0.774%
7 2.724 219 222 225 rVB5 2819 5233 1.43% 0.215%
8 2.812 230 231 235 rvB4 3772 6130 1.67% 0.252%
9 2.872 235 237 240 rVB4 3954 4906 1.34% 0.202%
10 2.931 240 243 246 rBv4 3691 8730 2.38% 0.359%
11 3.404 288 291 294 rVB5 3330 7140 1.95% 0.294%
12 3.453 294 296 299 rBv4 1844 3958 1.08% 0.163%
13 3.542 301 305 307 rVB5 2508 4255 1.16% 0.175%
14 3.591 309 310 312 rBV2 2370 3699 1.01% 0.152%
15 3.650 314 316 319 rBv4 3634 7142 1.95% 0.294%
16 3.769 326 328 331 rVB3 2618 4331 1.18% 0.178%
17 3.818 331 333 335 rBV3 3523 6588 1.80% 0.271%
18 3.936 343 345 348 rBvV4 2621 4061 1.11% 0.167%
19 4.064 355 358 359 rBV3 2591 3796 1.04% 0.156%
20 4.133 363 365 366 rvVv 5251 4977 1.36% 0.205%
21 4.163 366 368 369 rvv2 4033 4284 1.17% 0.176%
22 4.301 376 382 391 rVB 38765 120872 33.01% 4_.970%
23 4.439 395 396 398 rBV 13740 9947 2.72% 0.409%
24 4.508 400 403 407 rvVvB6 3305 7384 2.02% 0.304%
25 4.675 418 420 427 rVB8 3691 11428 3.12% 0.470%
26 5.050 449 458 467 rBV2 112006 366153 100.00% 15.056%
27 5.168 467 470 472 rvv4 2495 5899 1.61% 0.243%
28 5.563 508 510 512 rBV3 3070 4235 1.16% 0.174%
29 5.770 525 531 540 rVvVv 97195 269689 73.65% 11.090%
30 5.878 540 542 544 rVV3 3019 5473 1.49% 0.225%
31 6.026 553 557 560 rBV6 2781 6247 1.71% 0.257%
32 6.105 562 565 566 rBV3 3331 4175 1.14% 0.172%
33 6.213 572 576 578 rBV5 1888 5114 1.40% 0.210%
34 6.361 587 591 592 rBv4 2416 5080 1.39% 0.209%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF041819\
Data File : VF062209.D

Aca On : 18 Apr 2019 17:11

Operator : FY/SY

Sample = K2407-06

Misc : 5.89a/5mL/MSVOA F/SOIL

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F041719S.M

Title : SW846 8260

35 6.410 592 596 598 rBV5 1509 3707 1.01% 0.152%
36 6.676 620 623 626 rBV5 2434 5621 1.54% 0.231%
37 6.716 626 627 630 rVB3 2645 3819 1.04% 0.157%
38 6.775 630 633 635 rBv4 3003 5395 1.47% 0.222%
39 6.854 639 641 643 rBvV 25144 18920 5.17% 0.778%
40 7.031 656 659 662 rVB5 2603 6191 1.69% 0.255%
41 7.307 683 687 688 rBvV3 2936 4628 1.26% 0.190%
42 7.534 703 710 711 rBV7 3142 8881 2.43% 0.365%
43 7.603 714 717 720 rBV5 2278 5298 1.45% 0.218%
44 7.711 720 728 733 rVvV 111548 282640 77.19% 11.622%
45 7.780 733 735 743 rVB4 9459 25156 6.87% 1.034%
46 8.106 766 768 773 rVB4 3027 6992 1.91% 0.288%
47 8.323 787 790 791 rvv3 5632 6799 1.86% 0.280%
48 8.392 795 797 801 rVB5 3401 6220 1.70% 0.256%
49 8.618 817 820 822 rBv4 2405 5300 1.45% 0.218%
50 9.091 864 868 869 rBv4 3135 7287 1.99% 0.300%
51 9.111 869 870 874 rVB3 2986 4920 1.34% 0.202%
52 9.170 874 876 879 rBv4 2417 4997 1.36% 0.205%
53 9.555 912 915 916 rVvv3 2389 4052 1.11% 0.167%
54 9.634 920 923 925 rVvv3 3942 6792 1.85% 0.279%
55 9.722 929 932 935 rVB4 3788 7339 2.00% 0.302%
56 9.910 945 951 957 rvv 92562 220053 60.10% 9.049%
57 10.018 960 962 966 rvv5 4403 8938 2.44% 0.368%
58 10.205 980 981 984 rBV3 2251 4090 1.12% 0.168%
59 10.264 984 987 989 rvv4 6125 10407 2.84% 0.428%
60 10.393 999 1000 1005 rVvB5 2398 4505 1.23% 0.185%
61 10.452 1005 1006 1009 rBV3 2472 4134 1.13% 0.170%
62 10.511 1009 1012 1015 rBvV4 1877 4371 1.19% 0.180%
63 10.767 1036 1038 1039 rBV2 2738 4625 1.26% 0.190%
64 10.895 1048 1051 1053 rVB3 4974 5844 1.60% 0.240%
65 11.023 1062 1064 1068 rBV5 1950 4172 1.14% 0.172%
66 11.299 1091 1092 1095 rBV3 2499 3662 1.00% 0.151%
67 11.497 1106 1112 1118 rVV 89734 155824 42 .56% 6.408%
68 11.575 1118 1120 1121 rVB2 3457 3897 1.06% 0.160%
69 11.625 1121 1125 1129 rBV2 11612 24408 6.67% 1.004%
70 11.792 1139 1142 1146 rVB4 4024 8281 2.26% 0.341%
71 11.891 1149 1152 1154 rVVv4 3334 7034 1.92% 0.289%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF041819\
Data File : VF062209.D

Aca On : 18 Apr 2019 17:11

Operator : FY/SY

Sample = K2407-06

Misc : 5.89a/5mL/MSVOA F/SOIL

ALS Vial : 13 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F041719S.M

Title : SW846 8260

72 11.980 1157 1161 1165 rBV6 4490 11994 3.28% 0.493%
73 12.137 1176 1177 1181 rVB4 3412 3673 1.00% 0.151%
74 12.187 1181 1182 1185 rBV3 3417 5779 1.58% 0.238%
75 12.265 1188 1190 1193 rBvV4 5355 10061 2.75% 0.414%
76 12.364 1199 1200 1204 rBV3 4130 8354 2.28% 0.344%
77 12.492 1211 1213 1215 rVV3 2428 3997 1.09% 0.164%
78 12.532 1215 1217 1221 rVV4 4285 7012 1.92% 0.288%
79 12.610 1221 1225 1231 rVB 123026 197090 53.83% 8.104%
80 12.896 1252 1254 1255 rBV2 5138 4988 1.36% 0.205%
81 12.995 1260 1264 1266 rVB5 5288 13164 3.60% 0.541%
82 13.034 1266 1268 1272 rBV4 3541 9337 2.55% 0.384%
83 13.123 1275 1277 1279 rBV3 2116 3974 1.09% 0.163%
84 13.498 1313 1315 1316 rVV2 4271 4543 1.24% 0.187%
85 13.537 1316 1319 1322 rVB4 3198 7447 2.03% 0.306%
86 14.237 1386 1390 1391 rBvV4 5036 7822 2.14% 0.322%
87 14.306 1395 1397 1398 rVB2 3695 3683 1.01% 0.151%
88 14.326 1398 1399 1401 rBV2 3338 5058 1.38% 0.208%
89 14.493 1413 1416 1418 rBv4 4590 7530 2.06% 0.310%
90 14.552 1421 1422 1424 rBV2 3839 4296 1.17% 0.177%
91 14.641 1429 1431 1433 rVB2 5520 7005 1.91% 0.288%
92 14.809 1446 1448 1450 rVB3 3608 4312 1.18% 0.177%
93 15.272 1493 1495 1498 rBV2 4599 9165 2.50% 0.377%
94 15.548 1522 1523 1525 rBV 16406 12202 3.33% 0.502%

Sum of corrected areas: 2431900
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF041819\
VF062209.D

18 Apr 2019 17:11

FY/SY

K2407-06

5.89a/5mL/MSVOA F/SOIL

13 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F041719S_.M
SW846 8260

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF041819\
Data File : VF062209.D

Aca On : 18 Apr 2019 17:11

Operator : FY/SY

Sample = K2407-06

Misc : 5.890/5mL/MSVOA F/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F041719S_.M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 3-Methyl-3,5--(cyanoethyl)t... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

1.23 22.47 ug/1 164571 Pentafluorobenzene 5.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-3.5--(cvanoethvtetrah... 236 C12H16N20S 1000140-32-3 53
2 Epinephrine 183 C9H13NO3 000051-43-4 50
3 Methvlpent-4-envlamine 99 C6H13N 005831-72-1 49
4 3.3-Dimethvl-4-methvlamino-butan... 129 C7H15NO 123528-99-4 47
5 Benzeneethanamine, 4-methoxy-.al... 165 C10H15NO 000064-13-1 47

Abundance Scan 70 (1.225 min): VF062209.D (-56) (-) m/z 43.95 100.00%
5000
70 84 96 115 131 147160 178191 297219233 260 0.80 1.00 1.20 1.40 1.60
of m/z 41.00 23.10%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #90373: 3-Methyl-3,5--(cyanoethyl)tetrahydro-4-thiopyranone
4
5000 R UL R
0.80 1.00 1.20 1.40 1.60
m/z 43.10 22.74%
 aE
0‘ I\ I\l\” |||‘| S S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
44
080 100 120 140 160
5000 m/z 55.00 17.47%
65 93
. 78 111124137 1£2165 183
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #3548: Methylpent-4-enylamine T EEEEREE S
44 0.80 1.00 1.20 1.40 1.60
m/z 39.00 15.62%
5000
0 H? L ?\7 70 84 99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 0.80 1.00 120 140 1.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF041819\
Data File : VF062209.D

Acq On : 18 Apr 2019 17:11

Operator : FY/SY

Sample - K2407-06

Misc : 5.899/5mL/MSVOA_F/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F041719S_M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

3-Methyl-3,5--(cy. .. 1.23 22.5 ug/1 164571 1 5.05 366153 50.0
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