LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF052019\

Data File : VF062657.D

Aca On - 20 May 2019 13:37

Operator : FY/SY

sample - K2643-05

Misc - 5.540/5mL/MSVOA F/SOIL B
ALS Vial : 8 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 F\METHODS\82F051619S.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 1.065 52 54 55 rBv2 7757 6933 2.69% 0.358%
2 1.115 57 59 60 rBv2 12039 14230 5.52% 0.736%
3 1.696 117 118 121 rvVB2 4505 6870 2.67% 0.355%
4 1.854 131 134 135 rBvV3 6514 8845 3.43% 0.457%
5 2.041 151 153 157 rVB5 4858 10371 4.02% 0.536%
6 2.209 168 170 173 rVvv4 4350 6596 2.56% 0.341%
7 2.406 188 190 193 rBvV4 4616 8222 3.19% 0.425%
8 2.445 193 194 198 rBVvV4 5410 11550 4._.48% 0.597%
9 2.524 198 202 203 rBv4 8568 10394 4_.03% 0.537%
10 2.820 228 232 234 rVvVv4 5318 12088 4.69% 0.625%
11 2.909 238 241 243 rBvV4 5097 9409 3.65% 0.486%
12 3.047 252 255 257 rBv4 8149 18206 7.06% 0.941%
13 3.126 261 263 265 rvv2 9176 12645 4_.91% 0.654%
14 3.155 265 266 268 rvv2 9359 9153 3.55% 0.473%
15 3.214 270 272 273 rVB2 6670 6561 2.55% 0.339%
16 3.254 275 276 278 rVVv2 5271 7309 2.84% 0.378%
17 3.313 280 282 284 rVB3 4658 7465 2.90% 0.386%
18 3.461 295 297 299 rVB3 4420 7387 2.87% 0.382%
19 3.520 302 303 307 rBv4 4719 11135 4.32% 0.576%
20 3.786 327 330 331 rBV3 6956 9457 3.67% 0.489%
21 3.993 349 351 352 rVB2 8021 6911 2.68% 0.357%
22 4.082 356 360 361 rBv4 3756 6932 2.69% 0.358%
23 4.210 371 373 376 rBv4 6550 9538 3.70% 0.493%
24 4.318 376 384 392 rBV3 23609 84326 32.72% 4 .360%
25 4.427 392 395 396 rBV3 5405 8793 3.41% 0.455%
26 4.506 402 403 406 rvB3 4937 6191 2.40% 0.320%
27 4.545 406 407 409 rBvV2 5990 7805 3.03% 0.404%
28 4.722 424 425 426 rBV 52328 33413 12.96% 1.727%
29 5.067 454 460 468 rVvVv 81682 257735 100.00% 13.325%
30 5.166 468 470 471 rvv2 7307 8311 3.22% 0.430%
31 5.797 528 534 539 rBV 80596 224773 87.21% 11.621%
32 5.876 539 542 543 rBV3 7034 12044 4.67% 0.623%
33 6.014 553 556 558 rVB4 5344 7239 2.81% 0.374%
34 6.290 582 584 586 rBV3 4411 7535 2.92% 0.390%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF052019\

Data File : VF062657.D

Aca On - 20 May 2019 13:37

Operator : FY/SY

sample - K2643-05

Misc - 5.540/5mL/MSVOA F/SOIL B
ALS Vial : 8 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_F\METHODS\82F051619S.M

Title : SW846 8260

35 6.369 588 592 596 rBV6 5759 15955 6.19% 0.825%
36 6.438 596 599 600 rBv2 4674 7836 3.04% 0.405%
37 6.497 603 605 607 rBv2 4776 7519 2.92% 0.389%
38 6.585 612 614 616 rVB3 5156 7185 2.79% 0.371%
39 6.625 616 618 619 rBv2 5145 7702 2.99% 0.398%
40 6.911 645 647 649 rVB3 6027 7423 2.88% 0.384%
41 6.950 649 651 652 rvB2 6374 6886 2.67% 0.356%
42 6.970 652 653 655 rvB2 6809 7676 2.98% 0.397%
43 7.009 655 657 659 rBv3 6004 10509 4.08% 0.543%
44 7.068 659 663 665 rBv4 5496 9989 3.88% 0.516%
45 7.157 669 672 673 rBv2 6209 8069 3.13% 0.417%
46 7.256 678 682 685 rBV5 7654 17489 6.79% 0.904%
47 7.404 696 697 701 rBv4 5320 11755 4_56% 0.608%
48 7.482 704 705 708 rBV3 4898 6443 2.50% 0.333%
49 7.571 711 714 717 rVB5 4662 9117 3.54% 0.471%
50 7.650 720 722 725 rBv4 5876 8328 3.23% 0.431%
51 7.729 725 730 737 rBV 63367 169080 65.60% 8.741%
52 7.956 751 753 757 rVB4 4704 8113 3.15% 0.419%
53 8.094 763 767 768 rBv4 3631 6911 2.68% 0.357%
54 8.212 776 779 780 rVB3 5892 7142 2.77% 0.369%
55 8.567 814 815 819 rBV 45405 35991 13.96% 1.861%
56 8.616 819 820 823 rvv3 4423 6770 2.63% 0.350%
57 8.833 839 842 846 rBV5 5031 11171 4_.33% 0.578%
58 8.902 847 849 852 rvv4 3548 6404 2.48% 0.331%
59 9.050 862 864 867 rBv4 5274 8823 3.42% 0.456%
60 9.286 886 888 889 rvB2 7562 7147 2.77% 0.369%
61 9.355 894 895 898 rVvB3 4988 7736 3.00% 0.400%
62 9.395 898 899 902 rBV3 6564 10401 4._.04% 0.538%
63 9.661 924 926 928 rBV3 6981 9738 3.78% 0.503%
64 9.740 932 934 935 rBV2 8584 11454 4._.44% 0.592%
65 9.917 946 952 957 rBV 62782 151115 58.63% 7.813%
66 10.124 971 973 974 rBV2 5460 6382 2.48% 0.330%
67 10.686 1029 1030 1033 rVB2 5222 7348 2.85% 0.380%
68 10.765 1035 1038 1043 rVVv7 6054 13320 5.17% 0.689%
69 10.972 1058 1059 1063 rBv4 4655 9818 3.81% 0.508%
70 11.031 1063 1065 1067 rVV3 5005 6792 2.64% 0.351%
71 11.179 1077 1080 1083 rBV5 5548 12849 4_.99% 0.664%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF052019\

Data File : VF062657.D

Aca On - 20 May 2019 13:37

Operator : FY/SY

sample - K2643-05

Misc - 5.540/5mL/MSVOA F/SOIL B
ALS Vial : 8 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_F\METHODS\82F051619S.M
Title : SW846 8260
72 11.445 1104 1107 1108 rVB3 5685 7818 3.03% 0.404%
73 11.504 1110 1113 1116 rVV2 33720 57459 22.29% 2.971%
74 11.553 1116 1118 1120 rVB2 5580 6184 2.40% 0.320%
75 11.593 1120 1122 1124 rBV3 5433 6270 2.43% 0.324%
76 12.312 1193 1195 1197 rBV2 5208 8082 3.14% 0.418%
77 12.372 1200 1201 1204 rVB3 7041 9805 3.80% 0.507%
78 12.480 1210 1212 1216 rVB5 8963 18371 7.13% 0.950%
79 12.539 1216 1218 1220 rBV3 5724 9192 3.57% 0.475%
80 12.618 1224 1226 1230 rVV2 42794 71051 27.57% 3.673%
81 12.717 1234 1236 1239 rVB3 6590 8723 3.38% 0.451%
82 13.160 1278 1281 1282 rBV3 5136 8014 3.11% 0.414%
83 13.318 1296 1297 1301 rVB4 6177 10303 4._00% 0.533%
84 13.367 1301 1302 1306 rBvV4 6502 9462 3.67% 0.489%
85 13.732 1333 1339 1341 rVV6 11590 27509 10.67% 1.422%
86 13.771 1341 1343 1347 rVB5 4952 8669 3.36% 0.448%
87 14.028 1365 1369 1372 rVB5 3900 10220 3.97% 0.528%
88 14.067 1372 1373 1375 rVB2 6455 6672 2.59% 0.345%
89 14.146 1375 1381 1382 rVB5 4708 9248 3.59% 0.478%
90 14.333 1397 1400 1405 rVB4 6451 13859 5.38% 0.717%
91 14.461 1412 1413 1417 rBvV4 3821 7222 2.80% 0.373%
92 14.856 1450 1453 1454 rBV2 5941 8978 3.48% 0.464%
93 15.181 1483 1486 1487 rBV2 6198 7520 2.92% 0.389%
94 15.299 1496 1498 1501 rvv4 4518 9774 3.79% 0.505%
95 15.506 1518 1519 1522 rBV3 6022 10477 4_.07% 0.542%
96 15.605 1527 1529 1531 rBV3 4120 6298 2.44% 0.326%
97 15.634 1531 1532 1534 rVV2 4209 6244 2.42% 0.323%
98 15.694 1537 1538 1539 rVB 29116 17226 6.68% 0.891%
99 15.743 1541 1543 1544 rBV2 4961 6192 2.40% 0.320%
100 15.812 1548 1550 1554 rVv4 2819 6651 2.58% 0.344%

Sum of corrected areas: 1934251
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF052019\
Data File : VF062657.D

Aca On : 20 May 2019 13:37

Operator : FY/SY

Sample - K2643-05

Misc : 5.54a/5mL/MSVOA F/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .M
SW846 8260

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

Abundance TIC: VF062657.D
5107 5,80
100000

4.72

80000

60000

40000

17 ,8%.‘

20000

R R

Time--> 1.00 1.20 1.40 1.60 1.80 2.00 2.20 240 260 280 300 320 340 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80
Abundance TIC: VF062657.D

100000
7.73 9.92
80000

60000

40000

20000
O N N e e e e B L e e e e T e e e e e B e e LA e e e e e e e
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VF062657.D
100000
80000

12.62

60000

40000

20000

— T T — T T — T — — T — T T — T
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\VF052019\
Data File : VF062657.D

Aca On : 20 May 2019 13:37

Operator : FY/SY

Sample - K2643-05

Misc : 5.54a/5mL/MSVOA F/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 unknown8.57 Concentration Rank 4

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

8.57 11.91 ug/Il 35991 Chlorobenzene-d5 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanamine. 2-fluoro-.bet... 185 C9H12FNO2 103439-07-2 16
2 Benzenepropanamine. .alpha.-methvl- 149 C10H15N 022374-89-6 9
3 Acetamide. 2.2.2-trifluoro- 113 C2H2F3NO 000354-38-1 9
4 3-Methoxvamphetamine 165 C10H15NO 017862-85-0 9
5 Benzeneethanamine, 4-fluoro-.bet... 185 C9H12FNO2 103439-06-1 9

Abundance Scan 815 (8.567 min): VF062657.D (-814) (-) 39.95 100.00%

40
5000

820 840 860 880 900

60 78 96 113 133 159 177 208223239 256 281

Bl m/z 44.00 88.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #49745: Benzeneethanamine, 2-fluoro-.beta.,5-dihydroxy-N-m...
44
5000 LA L L L L L L L L L

8.20 8.40 8.60 8.80 9.00
m/z 95.80 3.01%

4 65 95 113 139 166 185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
44
T e
8.20 8.40 8.60 8.80 9.00
5000 m/z 281.05 2.57%
91
132
65 1777 149
wmmwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6841: Acetamide, 2,2,2-trifluoro-
44 8.20 8.40 8.60 8.80 9.00
m/z 44.95 2.47%
5000
69
v | | 94 us3
T T T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF052019\
Data File : VF062657.D

Aca On : 20 May 2019 13:37

Operator : FY/SY

Sample - K2643-05

Misc : 5.54a/5mL/MSVOA F/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 2 unknownl2.37 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.37 6.90 ug/Il 9805 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane-1.3-dione. 2-allvlam... 207 C12H17NO2 104926-37-6 22
2 1-(5"-Chloro-2"-methvlaminobenzo... 249 C14H16CINO 097994-57-5 17
3 3-Methvlindole-2-carboxvlic acid... 207 C12H17NO2 037945-37-2 14
4 2.3-Dihvdroxv-6-nitroauinoxaline 207 C8H5N304 002379-56-8 14
5 7-Chloro-4-methoxy-3-methylquino... 207 C11H10CINO 1000213-52-2 12
Abundance Scan 1201 (12.372 min): VF062657.D (-1200) (-) m/z 40.00 100.00%
40
207
5000 77
59 119 137 82 A
91 105 165 191 | ., 249 264 12.00 12.20 12.40 12.60
- m/z 43.95 59.68%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66915: Cyclohexane-1,3-dione, 2-allylaminomethylene-5,5-d...
55 80 207
5000 123 U SN BN R
109 12.00 12.20 12.40 12.60
95 1m}56 m/z 206.95 54 _46%
192
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
207
pao 12,00 12.20 12.40 12.60
5000 m/z 77.05 44 .78%
220
234
75 gg 111 138 164178193
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66921: 3-Methylindole-2-carboxylic acid, 4,5,6,7-tetrahyd... B LB
207 12.00 12.20 12.40 12.60
133 m/z 69.00 29.58%
179
5000
162
77 105
41 91
6. 119 || 14 193

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF052019\
Data File : VF062657.D

Aca On : 20 May 2019 13:37

Operator : FY/SY

Sample - K2643-05

Misc : 5.54a/5mL/MSVOA F/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 3 unknownl2.48 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.48 12.93 ug/Il 18371 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl bicvclol2.2.11-2.5-hept... 208 C11H1204 000947-57-9 14
2 Borane. propadienedivlidenetetra... 232 C3B4F8 023423-53-2 12
3 Sulfuric acid. dimethvl ester 126 C2H604S 000077-78-1 10
4 1.1-Cvclopropanedicarboxvlic aci... 212 C11H1604 007686-78-4 10
5 1H-Pyrazole, 1,5-dimethyl- 96 C5H8N2 000694-31-5 9

Abundance Scan 1212 (12.480 min): VF062657.D (-1210) (-) m/z 40.00 100.00%

96 207

5000

140 163

122 254 281 B A RRREE R
12.20 12.40 12.60 12.80

m/z 43.95 96 .45%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67351: Dimethyl bicyclo[2.2.1]-2,5-heptadiene-2,3-dicarbo...
15 66

12.I20 12.I40 12.I60 12.I80
m/z 206.95 81.89%

5000

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
96
164 IIIIIIIIIIIIIIIIIIIIIII
49 12.20 12.40 12.60 12.80
5000 s m/z 95.80 80.95%
145
213
232
66 183
mwmrrwmwmwm
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10944: Sulfuric acid, dimethy! ester EEmEE ma e S e
15 12.20 12.40 12.60 12.80
29 95 m/z 190.50 48.76%
5000 45
66
| 125
et
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF052019\
Data File : VF062657.D

Aca On : 20 May 2019 13:37

Operator : FY/SY

Sample - K2643-05

Misc : 5.54a/5mL/MSVOA F/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 4 unknownl3.32 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.32 7.25 ug/l 10303 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-2-nitrophenol 153 C7H7NO3 004920-77-8 38
2 Phenol. 4-(4H-1.2.4-triazol-4-yI)- 161 C8H7N30 1000362-60-2 37
3 1-Methvl-4-nitro-5-pvrazolecarbo... 171 C5H5N304 092534-69-5 33
4 _alpha.-Aminoisobutyvronitrile 84 C4H8N2 019355-69-2 25
5 Pyridine-2,3,6-trione trioxime 170 C5H6N403 1000318-31-7 25
Abundance Scan 1297 (13.318 min): VF062657.D (-1296) (-) m/z 43.95 100.00%
77 207

5000

13.00 13.20 13.40 13.60
m/z 77.05 < 70.99%

61

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #26368: 3-Methyl-2-nitrophenol
77 136 153

52

5000

13.00 13.20 13.40 13.60
m/z 206.85  69.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
52
N AR RaEESEE RS
13.00 13.20 13.40 13.60
5000 9 107 m/z 42.10 64.44%
38 161
93 134
Tmmﬁwwwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #39141: 1-Methyl-4-nitro-5-pyrazolecarboxylic acid R R E AN
42 13.00 13.20 13.40 13.60
m/z 52.10 51.74%
5000
83
’ 00128 18847,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF052019\
Data File : VF062657.D

Aca On : 20 May 2019 13:37

Operator : FY/SY

Sample - K2643-05

Misc : 5.54a/5mL/MSVOA F/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 5 unknownl3.73 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.73 19.36 ug/I 27509 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (AminomethvI)cvclopropane 71 C4HON 002516-47-4 16
2 Eicosane. 9-octvl- 394 C28H58 013475-77-9 12
3 2-Cvano-2-(3.4-dichloro-5(2HY-ox... 234 C7H4CI2N203 070097-69-7 10
4 l1-Heptadecanamine 255 C17H37N 004200-95-7 10
5 Decyl oleate 422 C28H5402 003687-46-5 10

Abundance Scan 1339 (13.732 min): VF062657.D (-1333) (-) m/z 40.00 100.00%
4
5000
231 261 294 13.40 13.60 13.80 14.00
Al m/z 43.10 91.23%
m/z-> 0 50 100 150 200 250 300 350
Abundance #621: (Aminomethyl)cyclopropane
30
5000 SR B SN SUGRILE A
13.40 13.60 13.80 14.00
- m/z 44.05 70.25%
I“"“5:‘!-"l"'l""l""l""""I""I""I
m/z-> 0 50 100 150 200 250 300 350
Abundance
43
7 13.40 13.60 13.80 14.00
5000 m/z 57.05 47 . 70%
99 281
127 155 183 211 238 309 336 365 392
m/z-> 0 50 100 150 200 250 300 350 '
Abundance #89363: 2-Cyano-2-(3,4-dichloro-5(2H)-oxo-2-furyl)acetamide
44 13.40 13.60 13.80 14.00
m/z 71.00 38.47%
5000
86
128151 190
— .M“}*“?‘M.”J.ll-,q?.‘ ‘. i \Iml\.l\ i J.I'l i IZI:?‘} ————
m/z-> 0 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF052019\
Data File : VF062657.D

Aca On : 20 May 2019 13:37

Operator : FY/SY

Sample - K2643-05

Misc : 5.54a/5mL/MSVOA F/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 6 unknownl14.03 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.03 7.19 ug/l 10220 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdroxvdesmethvlimipramine.2- 282 C18H22N20 001977-15-7 47
2 Ethanamine. 2-phenoxv- 137 C8H11NO 001758-46-9 27
3 I2.71Naphthvridine-1.3.6.8-tetraol 194 C8H6N204 1000300-18-2 27
4 Pvridol3.4-dlimidazole. 1.6-dica... 211 C8H9N304 1000126-42-1 27
5 2,4,5,6-Tetrachloro-nicotinamide 258 C6H2CI4N20 070593-60-1 25
Abundance Scan 1369 (14.028 min): VF062657.D (-1365) (-) m/z 43.95 100.00%
4
5000
207
82 117 191 LIS L L B B
0 137,5,166 224 258 281 13.80 14.00 14.20 14.40
m/z 206.95 35.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129310: Hydroxydesmethylimipramine,2-
44
5000 R UL S UM B
Bmmmmmmm
28 209 250 m/z 40.00 24 .01%
71 91 180 224 282
IHIIJHVM”J‘JJ”HIMHII}f?}ﬁ?%ﬂﬁ|??ﬁ|#|}24lﬂn L .“.,.”.ﬂ.”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
30
" 13.80 14.00 14.20 14.40
5000 m/z 42.20 22.12%
51 77
15 94108 137
mmwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56866: [2,7]Naphthyridine-1,3,6,8-tetraol
44 13.80 14.00 14.20 14.40
194 m/z 210.95 21.46%
5000
177
W 95 123 149
rrrprrr b e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF052019\
Data File : VF062657.D

Aca On : 20 May 2019 13:37

Operator : FY/SY

Sample - K2643-05

Misc : 5.54a/5mL/MSVOA F/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 8 unknownl5.30 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.30 6.88 ug/Il 9774 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-1.4-Benzoxazin-3(4H)-one. 4-(... 373 C15H19NO10 023140-98-9 17
2 o-Anisaldehvde. semicarbazone 193 C9H11N302 005346-30-5 12
3 Thiophosphinic acid. diphenvl-., ... 261 C14H16NPS 1000300-59-2 9
4 2-(3.3-Diphenvl-propvlamino)-eth... 255 C17H21NO 023903-09-5 9
5 1-(2-Amino-propyl)-4-benzoyl-3-h. .. 336 C20H20N203 1000274-90-0 9
Abundance Scan 1498 (15.299 min): VF062657.D (-1496) (-) m/z 44.00 100.00%
4
5000 73
103 149 235 964 R B
| 25 | 168 193211 293 15.00 15.20 15.40 15.60
— T m/z 40.00 75.91%
m/z--> 50 100 150 200 250 300 350
Abundance #198542: 2H-1,4-Benzoxazin-3(4H)-one, 4-(.beta.-D-glucopyr...
28
2000 165 15,00 15,20 15.40 15,60
6 73 106 m/z 73.05 39.98%
295
Ay bl | B [ s
m/z--> 50 100 150 200 250 300 350
Abundance
44 133
91 L DN B B BN
15.00 15.20 15.40 15.60
5000 m/z 76.75 37.76%
193
65
109 161
m/z--> 50 100 150 200 250 300 350
Abundance #111447: Thiophosphinic acid, diphenyl-, dimethylamide B ]
44 15.00 15.20 15.40 15.60
m/z 36.00 36.72%
5000
218
63 100 X 261
||||H|"|L|J§3||‘J|||H:|I‘.‘5|7||H|||M|||||{||| ||||||
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF052019\
Data File : VF062657.D

Aca On : 20 May 2019 13:37

Operator : FY/SY

Sample - K2643-05

Misc : 5.54a/5mL/MSVOA F/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 9 unknownl5.51 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.51 7.37 ug/l 10477 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanediamide. N(1)-(1.3-benzodi... 208 C9H8N204 1000351-43-9 27
2 5-Acetamido-4.7-dioxo-4.7-dihydr... 207 C8H5N304 153136-27-7 22
3 2-Ethvlacridine 207 C15H13N 055751-83-2 22
4 N-Methyl-1l-adamantaneacetamide 207 C13H21NO 031897-93-5 14
5 1,2,4-Thiadiazole, 3,5-bis(carba... 264 C6H8N402S3 1000294-69-2 12
Abundance Scan 1519 (15.506 min): VF062657.D (-1518) (-) m/z 44.05 100.00%
i’}
207
5000

15.20 15.40 15.60 15.80
m/z 40.90 84.15%

223 246 263

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #68342: Ethanediamide, N(1)-(1,3-benzodioxol-5-yl)-
44
163
5000 LA L L L L L L LB
15.20 15.40 15.60 15.80
m/z 206.95 62.82%
.”W.U.Uu
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
207
A BEmaE BT R
165179 15.20 15.40 15.60 15.80
5000 68 m/z 40.00 59.68%
5 83 107 130 149
wmﬁwwmmwmwm
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66996: 2-Ethylacridine A BEmaE BT R
9 207 15.20 15.40 15.60 15.80
m/z 44.95 25.13%
5000

96
62 70 . iialo7 151166 Il

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF052019\
Data File : VF062657.D

Aca On : 20 May 2019 13:37

Operator : FY/SY

Sample - K2643-05

Misc : 5.54a/5mL/MSVOA F/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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 10 Tocainide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.69 12.12 ug/Il 17226 1,4-Dichlorobenzene-d4 12.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tocainide 192 C11H16N20 041708-72-9 64
2 2-Pentanamine 87 C5H13N 063493-28-7 59
3 Mealumine 195 C7H17NO5 006284-40-8 45
4 p-Hvdroxvnorephedrine 167 C9H13NO2 000552-85-2 45
5 Epinephrine 183 C9H13NO3 000051-43-4 45

Abundance Scan 1538 (15.694 min): VF062657.D (-1537) (-) m/z 40.00 100.00%

4
5000

55 73 96110125140 159 189207 234 255271287 15.40 15.60 15.80 16.00
rrrprrr e b i e e b e 2 e || M7z 43.95 98 77%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54305: Tocainide
44
5000 LA L L L L L L L L L
15.40 15.60 15.80 16.00
121 m/z 206.95 6.30%
77 106 ‘ 147 192
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
44
T T
15.40 15.60 15.80 16.00
5000 m/z 73.15 5.34%
28 72 87
mmwmwwmwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #57368: Meglumine s
44 15.40 15.60 15.80 16.00
m/z 43.00 4_.57%
5000
74
15 50 | 89104 134 164
e e e N e N ERa e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF052019\
Data File : VF062657.D

Acq On : 20 May 2019 13:37

Operator : FY/SY

Sample - K2643-05

Misc : 5.549/5mL/MSVOA_F/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F051619S .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]
unknown8 .57 8.57 11.9 ug/I1 35991 3 9.92 151115 50.0
unknownl12 .37 12.37 6.9 ug/Il 9805 4 12.62 71051 50.0
unknownl12 .48 12.48 12.9 ug/I1 18371 4 12.62 71051 50.0
unknownl13.32 13.32 7.3 ug/l 10303 4 12.62 71051 50.0
unknownl13.73 13.73 19.4 ug/I1 27509 4 12.62 71051 50.0
unknownl14 .03 14.03 7.2 ug/l 10220 4 12.62 71051 50.0
unknown15.30 15.30 6.9 ug/Il 9774 4 12.62 71051 50.0
unknownl15.51 15.51 7.4 ug/l 10477 4 12.62 71051 50.0
Tocainide 15.69 12.1 ug/I1 17226 4 12.62 71051 50.0
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