LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA F\Data\VF051019\
Data File : VF062450.D

Aca On : 11 May 2019 6:24

Operator : FY/SY

Sample : K2729-02

Misc : 7.00a/5mL/MSVOA F/SOIL

ALS Vial : 44 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\82F050619S.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 1.072 54 55 57 rBv 6369 5358 2.12% 0.359%
2 1.151 57 63 67 rBv3 21048 44001 17.39% 2.945%
3 3.773 325 329 330 rBvV4 2191 3284 1.30% 0.220%
4 3.911 339 343 344 rBV4 3503 6870 2.72% 0.460%
5 3.970 348 349 351 rBV2 2312 3191 1.26% 0.214%
6 4.098 360 362 364 rVB3 3143 4233 1.67% 0.283%
7 4.157 364 368 369 rBV3 1830 4916 1.94% 0.329%
8 4.216 369 374 377 rVB6 3239 9085 3.59% 0.608%
9 4_.315 377 384 391 rBV2 40579 127346 50.33% 8.523%
10 4.512 402 404 407 rBvV3 1558 3049 1.21% 0.204%
11 4_.591 410 412 415 rvB4 2479 4096 1.62% 0.274%
12 4.660 415 419 420 rBV3 2220 3879 1.53% 0.260%
13 4.699 420 423 424 rBV3 1493 3168 1.25% 0.212%
14 4.906 441 444 445 rVB3 1915 2820 1.11% 0.189%
15 5.054 451 459 468 rvv2 76404 253011 100.00% 16.934%
16 5.212 471 475 479 rVB4 1834 3693 1.46% 0.247%
17 5.537 506 508 510 rVB3 2878 3960 1.57% 0.265%
18 5.577 510 512 515 rBv4 1995 4461 1.76% 0.299%
19 5.695 522 524 527 rVV3 2347 4397 1.74% 0.294%
20 5.784 527 533 540 rVvVv 36860 102151 40.37% 6.837%
21 5.863 540 541 543 rVB2 2784 3030 1.20% 0.203%
22 5.912 543 546 547 rBV3 2165 3608 1.43% 0.241%
23 6.237 576 579 580 rBV3 1433 2540 1.00% 0.170%
24 6.277 580 583 586 rVB3 1185 2963 1.17% 0.198%
25 6.454 598 601 602 rBV2 2626 4650 1.84% 0.311%
26 6.494 602 605 606 rvv3 2195 3653 1.44% 0.244%
27 6.523 606 608 609 rvB2 2619 2699 1.07% 0.181%
28 6.700 624 626 628 rBV2 1943 2813 1.11% 0.188%
29 6.779 632 634 638 rvB4 1649 3122 1.23% 0.209%
30 6.996 652 656 658 rBv4 1746 3607 1.43% 0.241%
31 7.036 658 660 662 rvv2 1975 2862 1.13% 0.192%
32 7.075 662 664 668 rvB4 2693 6213 2.46% 0.416%
33 7.262 680 683 685 rBv4 2567 4201 1.66% 0.281%
34 7.519 706 709 711 rBV5 2354 4218 1.67% 0.282%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA F\Data\VF051019\
Data File : VF062450.D

Aca On : 11 May 2019 6:24

Operator : FY/SY

Sample : K2729-02

Misc : 7.00a/5mL/MSVOA F/SOIL

ALS Vial : 44 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\82F050619S.M

Title : SW846 8260

35 7.578 711 715 717 rVvv4 1679 3395 1.34% 0.227%
36 7.716 725 729 735 rBV 43542 108961 43.07% 7.293%
37 7.864 743 744 747 rVB3 3040 3253 1.29% 0.218%
38 7.962 752 754 755 rBV2 2103 2624 1.04% 0.176%
39 8.041 761 762 766 rBV2 3221 4385 1.73% 0.293%
40 8.337 789 792 793 rBV2 2072 3056 1.21% 0.205%
41 8.554 810 814 815 rBv4 1809 2852 1.13% 0.191%
42 8.771 833 836 840 rBV5 2892 6195 2.45% 0.415%
43 8.840 840 843 845 rvv4 1509 3561 1.41% 0.238%
44 8.938 849 853 856 rvB4 2090 3872 1.53% 0.259%
45 8.997 856 859 863 rBV5 2448 5862 2.32% 0.392%
46 9.204 877 880 884 rvB4 2921 5953 2.35% 0.398%
47 9.746 933 935 938 rvB4 2640 4594 1.82% 0.307%
48 9.875 945 948 949 rBV3 2431 3859 1.53% 0.258%
49 9.914 949 0952 961 rVB 55272 129288 51.10% 8.653%
50 10.042 961 965 967 rBV3 1988 5278 2.09% 0.353%
51 10.269 986 988 991 rVB3 3280 5768 2.28% 0.386%
52 10.338 991 995 996 rVB3 2383 4512 1.78% 0.302%
53 10.555 1016 1017 1020 rVB 2767 3081 1.22% 0.206%
54 10.624 1020 1024 1026 rBV5 1757 2980 1.18% 0.199%
55 10.683 1026 1030 1033 rVB6 2339 5464 2.16% 0.366%
56 10.762 1036 1038 1041 rVB4 3552 6022 2.38% 0.403%
57 10.821 1041 1044 1045 rBV3 2560 4615 1.82% 0.309%
58 10.959 1056 1058 1060 rBVZ2 2436 2703 1.07% 0.181%
59 11.176 1077 1080 1082 rBV4 1306 2590 1.02% 0.173%
60 11.205 1082 1083 1084 rVvVv 3052 2778 1.10% 0.186%
61 11.274 1087 1090 1092 rvv4 2632 3886 1.54% 0.260%
62 11.353 1094 1098 1100 rBV6 1693 3844 1.52% 0.257%
63 11.462 1106 1109 1110 rBVZ2 1887 2623 1.04% 0.176%
64 11.501 1110 1113 1120 rVV 65487 113166 44.73% 7.574%
65 11.629 1123 1126 1129 rVVv4 4946 9400 3.72% 0.629%
66 11.816 1143 1145 1149 rVB5 2435 3723 1.47% 0.249%
67 12.122 1175 1176 1179 rBV3 1514 2641 1.04% 0.177%
68 12.221 1183 1186 1187 rVB3 3600 4395 1.74% 0.294%
69 12.260 1187 1190 1192 rBvV4 1856 3197 1.26% 0.214%

70 12.615 1222 1226 1234 rVB 76221 129007 50.99% 8.634%
71 12.792 1241 1244 1247 rBV5 3447 6038 2.39% 0.404%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA F\Data\VF051019\
Data File : VF062450.D

Aca On : 11 May 2019 6:24

Operator : FY/SY

Sample : K2729-02

Misc : 7.00a/5mL/MSVOA F/SOIL

ALS Vial : 44 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\82F050619S.M

Title : SW846 8260

72 12.999 1262 1265 1267 rBV4 2490 5592 2.21% 0.374%
73 13.068 1270 1272 1275 rVB2 2602 4092 1.62% 0.274%
74 13.127 1275 1278 1279 rBV3 2134 3232 1.28% 0.216%
75 13.216 1285 1287 1289 rVB3 1794 2696 1.07% 0.180%
76 13.275 1289 1293 1295 rBV3 2335 4256 1.68% 0.285%
77 13.325 1295 1298 1301 rVB3 9080 16832 6.65% 1.127%
78 13.482 1312 1314 1315 rBV 2368 2760 1.09% 0.185%
79 13.502 1315 1316 1320 rVB4 3162 4269 1.69% 0.286%
80 13.561 1320 1322 1325 rBvV4 3190 4606 1.82% 0.308%
81 13.640 1328 1330 1332 rVB2 2312 2601 1.03% 0.174%
82 13.699 1332 1336 1339 rBv4 2965 8428 3.33% 0.564%
83 13.748 1339 1341 1345 rVB5 6118 11840 4.68% 0.792%
84 13.926 1356 1359 1363 rVB5 5432 10846 4._.29% 0.726%
85 13.985 1363 1365 1368 rBV3 3393 4809 1.90% 0.322%
86 14.054 1368 1372 1377 rBV7 4027 13144 5.20% 0.880%
87 14.231 1389 1390 1393 rBV2 2952 4688 1.85% 0.314%
88 14.340 1399 1401 1406 rVB6 4387 6034 2.38% 0.404%
89 14.399 1406 1407 1409 rBVZ2 3768 2802 1.11% 0.188%
90 14.498 1414 1417 1420 rVVv2 14840 23804 9.41% 1.593%
91 14.567 1423 1424 1428 rVB4 6867 11213 4.43% 0.750%
92 14.645 1428 1432 1438 rBV7 9603 36319 14.35% 2.431%
93 14.714 1438 1439 1445 rVB5 5135 9996 3.95% 0.669%
94 14.902 1456 1458 1460 rVB3 5102 3518 1.39% 0.235%
95 15.197 1486 1488 1491 rVB3 7862 9745 3.85% 0.652%
96 16.065 1574 1576 1577 rBV 16265 19438 7.68% 1.301%

Sum of corrected areas: 1494129
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA F\Data\VF051019\
Data File : VF062450.D

Aca On : 11 May 2019 6:24

Operator : FY/SY

Sample : K2729-02

Misc : 7.00a/5mL/MSVOA F/SOIL

ALS Vial : 44 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S_M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: VF062450.D

80000

60000

40000

20000

Time--> 100 1.20 1.40 1.60 180 200 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80
Abundance

80000

TIC: VF062450.D

9.91
60000

7.72

40000

20000

66228 60642 6. 778 770098 7.26 7358

-
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VF062450.D
80000 1261
11.50
60000
40000
16.0€
20000
4t
e e T T e S T T L T T e
Time--> 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA F\Data\VF051019\
Data File : VF062450.D

Aca On : 11 May 2019 6:24

Operator : FY/SY

Sample : K2729-02

Misc : 7.00a/5mL/MSVOA F/SOIL

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S.M
Quant Title : 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 Benzeneethanamine, 2-fluoro... Concentration Rank 2

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

1.15 8.70 ug/l 44001 Pentafluorobenzene 5.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanamine. 2-fluoro-.bet... 185 C9H12FNO2 103439-07-2 59
2 Phenvlephrine 167 C9H13NO2 000059-42-7 50
3 Bactobolin 382 C14H20CI2N206 072615-20-4 45
4 1-Pentanol. 4-amino- 103 C5H13NO 000927-55-9 45
5 N,N"-Dimethyl-decane-1,10-diamine 200 C12H28N2 088682-11-5 45

Abundance Scan 63 (1.151 min): VF062450.D (-57) (-) m/z 43.95 100.00%
44
5000
69 94 121 207 0.80 1.00 1.20 1.40
fodpi e PATICOUBOSTF 200 294 m/z 39.95 84.18%
m/z--> 50 100 150 200 250 300 350
Abundance #49745: Benzeneethanamine, 2-fluoro-.beta.,5-dihydroxy-N-m...
44
5000 D L L
0.80 1.00 1.20 1.40
m/z 43.00 10.60%
65 95113 139 166185
m/z--> 50 100 150 200 250 300 350
Abundance #36222: Phenylephrine
44
0.80 1.00 1.20 1.40
5000 m/z 51.00 6.34%
. 65 94 121 148167
m/z--> 50 100 150 200 250 300 350
Abundance #203040: Bactobolin
44 0.80 1.00 1.20 1.40
m/z 93.95 5.76%
5000
_ 71 89 110 137155 193211 260 304 382
m/z--> 50 100 150 200 250 300 350 0.80 1.00 1.20 1.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA F\Data\VF051019\
Data File : VF062450.D

Aca On : 11 May 2019 6:24

Operator : FY/SY

Sample : K2729-02

Misc : 7.00a/5mL/MSVOA F/SOIL

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S.M
Quant Title : 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 3 unknownl14.05 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.05 5.09 ug/Il 13144 1,4-Dichlorobenzene-d4 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-(2-CvanoethvD)-2-ethvl-4-methy... 163 C9H13N3 023996-25-0 35
2 1.2.4-Triazololl.5-alpvrimidine-. 227 CT7HON502S 089854-37-5 25
3 1.3.6-Trimethvladamantane 178 C13H22 024139-37-5 25
4 1.3.3-Trimethvl-2-(2-methvl-cvcl... 178 C13H22 285129-06-8 25
5 Tetracyclo[5.4.3.0(7,11)]tetrade... 318 C20H3003 1000196-43-4 16
Abundance Scan 1372 (14.054 min): VF062450.D (-1368) (-) m/z 163.05 100.00%

163
40
67
5000
209
123137 177 193 227 267
d” F |“ || | | | | 13.80 14.00 14.20 14.40
,.“ .,..w.”.“.”,”.w.”.“... m/z 39.90 65.31%
m/z--> 40 80 100 120 140 160 180 200 220 240 260
Abundance #33116. 1-(2-Cyanoethyl)-2-ethyl-4-methylimidazole
163
109 148

13.80 14.00 14.20 14.40
m/z 67.00 53.06%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83694: 1,2,4-Triazolo[1,5-a]pyrimidine-2-sulfonamide, 5,7...
163
39 13.80 14.00 14.20 14.40
5000 m/z 57.10 51.49%
67 148
30 107 227
53 121
93 133 182
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #44118: 1,3,6-Trimethyladamantane
163 13.80 14.00 14.20 14.40
m/z 107.15 46.31%
5000 107
% MM \ﬁ 121135149 | 178

m/z--> 80 100 120 140 160 180 200 220 240 260 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA F\Data\VF051019\
Data File : VF062450.D

Aca On : 11 May 2019 6:24

Operator : FY/SY

Sample : K2729-02

Misc : 7.00a/5mL/MSVOA F/SOIL

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S.M
Quant Title : 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 5 unknownl6.06 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.06 7.53 ug/l 19438 1,4-Dichlorobenzene-d4 12.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I2.71Naphthvridine-1.3.6.8-tetraol 194 C8H6N204 1000300-18-2 27
2 2-p-Nitrophenvl-5-isopropvloxyv-o... 249 C11H11N304 041125-94-4 22
3 Benzvl alcohol. p-hvdroxv-.alpha... 167 C9H13NO2 000094-07-5 22
4 7.8-Dimethoxv-1-methvl-3.5-dihvd... 234 C12H14N203 1000296-23-5 16
5 Sarcosine, N-(3-cyclopentylpropi... 311 C18H33NO3 1000321-83-6 16
Abundance Scan 1576 (16.065 min): VF062450.D (-1574) (-) m/z 44.00 100.00%
4a
207
5000
| ' 15.7015.8015.9016.0016.10
-l m/z 206.95 57.35%
m/z--> 40 80 100 120 140 160 180 200 220 240 260
Abundance #56866: [2,7]Naphthyridine-1,3,6,8-tetraol
44
194
5000 RN AR RN RN RN R
15.7015.8015.9016.0016.10
73 177 m/z 39.95 57.12%
123
...lpn.lla?,".n..|.,...l. O 1.37..I..19?..,.... —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #101138: 2-p-Nitrophenyl-5-isopropyloxy-oxadiazole-1,3,4
207
15.7015.8015.9016.0016.10
5000 m/z 55.00 28.70%
163
150 249
50 63 1 o0 104 119 133 ‘ 177100 | 234
mz-> 40 80 80 100 130 140 160 180 200 230 240 260
Abundance #36273: Benzyl alcohol, p-hydroxy-.alpha.-[(methylamino)me... R RAEEaEEsssnames
44 15.7015.8015.9016.0016.10
m/z 42.90 27 .48%
5000
108
| s 95 | 123 140
mz-> 40 80 80 100 130 140 160 180 200 230 240 260 15.7015.8015.9016.0016.10
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_F\Data\VF051019\
Data File : VF062450.D

Acq On : 11 May 2019 6:24

Operator : FY/SY

Sample : K2729-02

Misc : 7.00g9/5mL/MSVOA_F/SOIL

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82F050619S .M
Quant Title : 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]
Benzeneethanamine. . . 1.15 8.7 ug/l 44001 1 5.07 253011 50.0
unknownl14 .05 14.05 5.1 ug/Il 13144 4 12.61 129007 50.0
unknownl16 .06 16.06 7.5 ug/l 19438 4 12.61 129007 50.0
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