LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062718\
Data File : VF059340.D

Aca On 27 Jun 2018 15:46

Operator : VA/AP

Sample : J3629-16

Misc : 6.950/5mL/MSVOA-F/SOIL

ALS Vial : 11 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\82F062518S.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 1.088 55 56 59 rvB 9988 9151 4_.52% 0.824%
2 1.167 61 64 65 rBv2 2163 3459 1.71% 0.311%
3 1.206 65 68 70 rvva 2914 4558 2.25% 0.410%
4 1.255 70 73 74 rvv3 2345 4194 2.07% 0.377%
5 1.324 79 80 82 rvv2 2949 3558 1.76% 0.320%
6 1.413 86 89 91 rvv3 3103 5652 2.79% 0.509%
7 1.482 93 96 100 rvVvB7 3040 8722 4.31% 0.785%
8 1.748 121 123 126 rBvV3 2597 5269 2.60% 0.474%
9 2.004 147 149 153 rvVB2 1234 2171 1.07% 0.195%
10 2.083 155 157 160 rvB2 1621 2554 1.26% 0.230%
11 2.142 160 163 165 rBv2 1811 3551 1.75% 0.320%
12 2.221 169 171 173 rVvv2 1266 2095 1.03% 0.189%
13 2.271 173 176 182 rVB4 6954 16885 8.34% 1.520%
14 2.478 192 197 202 rvv3 8434 19595 9.68% 1.763%
15 2.616 207 211 212 rVB2 1872 2608 1.29% 0.235%
16 2.645 212 214 216 rBV 1580 2444 1.21% 0.220%
17 2.704 216 220 221 rBV2 1092 2092 1.03% 0.188%
18 2.842 232 234 239 rVB2 969 2178 1.08% 0.196%
19 2.970 245 247 248 rVB 2028 2256 1.11% 0.203%
20 3.552 301 306 308 rBV2 1696 3460 1.71% 0.311%
21 4.084 357 360 363 rBV2 1283 2100 1.04% 0.189%
22 4.193 366 371 374 rVvv2 1670 4293 2.12% 0.386%
23 4.281 377 380 381 rvv2 1426 2180 1.08% 0.196%
24 4.528 400 405 410 rvv3 1209 4200 2.07% 0.378%
25 4.617 410 414 415 rvv3 1047 2171 1.07% 0.195%
26 4.695 421 422 426 rVB 1741 2620 1.29% 0.236%
27 4.755 426 428 430 rBvV2 1099 2095 1.03% 0.189%
28 4.833 432 436 441 rvv4 3169 8146 4.02% 0.733%
29 4.922 443 445 448 rBV2 1127 2421 1.20% 0.218%
30 5.021 448 455 464 rvVv 68944 198522 98.06% 17.866%
31 5.159 466 469 472 rVB4 1557 2821 1.39% 0.254%
32 5.228 472 476 478 rBV 2059 4368 2.16% 0.393%
33 5.750 523 529 536 rBV 76708 200311 98.94% 18.027%
34 6.006 552 555 558 rVvv3 1046 2370 1.17% 0.213%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062718\
Data File : VF059340.D

Aca On 27 Jun 2018 15:46

Operator : VA/AP

Sample : J3629-16

Misc : 6.950/5mL/MSVOA-F/SOIL

ALS Vial : 11 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\82F062518S .M

Title : SW846 8260

35 6.233 574 578 580 rVB3 1688 2147 1.06% 0.193%
36 6.351 585 590 591 rBvV 1762 2575 1.27% 0.232%
37 6.529 606 608 611 rvv 1935 2214 1.09% 0.199%
38 7.170 671 673 676 rVB4 1605 2185 1.08% 0.197%
39 7.327 688 689 693 rvB2 1370 2385 1.18% 0.215%
40 7.485 701 705 706 rBvV2 1702 3192 1.58% 0.287%
41 7.702 722 727 730 rBv4 2407 5803 2.87% 0.522%
42 7.968 750 754 759 rVB4 1204 2816 1.39% 0.253%
43 8.461 799 804 805 rBV 1035 2082 1.03% 0.187%
44 8.619 814 820 824 rVB3 1375 4550 2.25% 0.409%
45 8.816 839 840 843 rBvV2 1970 2299 1.14% 0.207%
46 8.905 846 849 850 rBvV2 1745 2333 1.15% 0.210%
47 9.043 861 863 868 rvB3 1472 2108 1.04% 0.190%
48 9.309 888 890 892 rvv2 1598 2164 1.07% 0.195%
49 9.673 924 927 929 rBV 1621 2390 1.18% 0.215%
50 9.900 943 950 957 rBV 84419 202458 100.00% 18.221%
51 9.979 957 958 963 rvv5 1382 3414 1.69% 0.307%
52 10.166 973 977 979 rvVB2 1238 2321 1.15% 0.209%
53 10.363 995 997 1000 rvB2 1242 2205 1.09% 0.198%
54 10.423 1000 1003 1004 rVB2 1482 2084 1.03% 0.188%
55 10.442 1004 1005 1009 rBV 1278 2427 1.20% 0.218%
56 10.521 1009 1013 1015 rBV3 1455 3407 1.68% 0.307%
57 10.620 1021 1023 1027 rBV2 1690 3020 1.49% 0.272%
58 10.738 1029 1035 1036 rBV3 937 2100 1.04% 0.189%
59 10.886 1048 1050 1052 rBV 43577 29591 14.62% 2.663%
60 11.270 1085 1089 1092 rBV3 2293 5850 2.89% 0.526%
61 11.418 1101 1104 1105 rBV2 1923 2549 1.26% 0.229%
62 11.507 1110 1113 1115 rVV3 4466 5600 2.77% 0.504%
63 11.645 1123 1127 1131 rVB5 2742 7985 3.94% 0.719%
64 11.743 1134 1137 1139 rVB2 3177 5133 2.54% 0.462%
65 12.256 1186 1189 1192 rBV3 1671 3569 1.76% 0.321%
66 12.562 1217 1220 1222 rBV2 1814 2804 1.38% 0.252%
67 12.621 1222 1226 1230 rBV 93696 146905 72.56% 13.221%
68 12.818 1242 1246 1248 rBV3 1164 2099 1.04% 0.189%
69 12.966 1260 1261 1264 rVB2 1996 2341 1.16% 0.211%
70 13.311 1293 1296 1297 rBV 2418 3723 1.84% 0.335%
71 13.340 1297 1299 1303 rVB3 1632 2799 1.38% 0.252%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062718\
Data File : VF059340.D

Aca On 27 Jun 2018 15:46

Operator : VA/AP

Sample : J3629-16

Misc : 6.950/5mL/MSVOA-F/SOIL

ALS Vial : 11 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\82F062518S .M

Title : SW846 8260

72 13.449 1307 1310 1311 rVB 2020 2897 1.43% 0.261%
73 13.478 1311 1313 1315 rBV2 2729 4889 2.41% 0.440%
74 13.656 1329 1331 1333 rBV2 1744 2699 1.33% 0.243%
75 13.764 1336 1342 1347 rBV5 5116 12188 6.02% 1.097%
76 14.011 1364 1367 1368 rVV3 1321 2061 1.02% 0.185%
77 14.119 1377 1378 1381 rBV2 1829 2597 1.28% 0.234%
78 14.218 1385 1388 1389 rBV2 3643 6241 3.08% 0.562%
79 14.316 1396 1398 1400 rBV2 2045 3108 1.54% 0.280%
80 14.513 1417 1418 1423 rVB2 2217 3618 1.79% 0.326%
81 14.622 1426 1429 1431 rBV2 1791 4398 2.17% 0.396%
82 14.710 1436 1438 1439 rBV2 1908 2530 1.25% 0.228%
83 14.878 1453 1455 1458 rVB2 1659 2264 1.12% 0.204%
84 15.115 1476 1479 1482 rVB 1984 4097 2.02% 0.369%
85 15.174 1482 1485 1486 rBV3 2681 4762 2.35% 0.429%
86 15.322 1498 1500 1501 rVvVv 3396 3482 1.72% 0.313%
87 15.371 1503 1505 1507 rVB2 2272 3269 1.61% 0.294%
88 15.450 1510 1513 1516 rBv4 1882 4079 2.01% 0.367%
89 15.696 1536 1538 1541 rVB3 2231 2284 1.13% 0.206%
90 15.814 1549 1550 1552 rBV2 3454 4576 2.26% 0.412%
91 15.923 1560 1561 1565 rBV3 2564 4409 2.18% 0.397%

Sum of corrected areas: 1111145
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062718\
Data File : VF059340.D

Aca On 27 Jun 2018 15:46

Operator : VA/AP

Sample : J3629-16

Misc : 6.950/5mL/MSVOA-F/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .M

Quant Title SW846 8260
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VF059340.D
80000 5.75

5.02

60000

40000

20000

14R26RAME 175

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 TIC: VF059340.D

9.90
80000

60000
10.89

40000

20000

6.28.35 6.53 7.177.337.49 7.70 797 8.468.62 8.82909.04 9.31

T T T T T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VF059340.D

80000

60000

40000

20000

35745 15.16.85.92

13.76 %

183384834481 3.66
WA A‘

14013628314 52 744,55 19827

— 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

82F062518S.M Thu Jun 28 16:07:25 2018 Page: 4



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062718\
Data File : VF059340.D

Aca On 27 Jun 2018 15:46

Operator : VA/AP

Sample : J3629-16

Misc : 6.950/5mL/MSVOA-F/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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 unknownl10.89 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.89 7.31 ug/l 29591 Chlorobenzene-d5 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-1soxazolidinedicarboxvlic ac... 203 C8H13NO5 015166-62-8 12
2 Cyclobutanol 72 C4H80 002919-23-5 9
3 1.2-Propanediamine 74 C3H10N2 000078-90-0 5
4 Heptadecanenitrile. 6-aza-2-(4-h... 276 C16H24N202 1000150-02-8 4
5 dIl-Alanyl-dl-leucine 202 C9H18N203 001999-42-4 4

Abundance Scan 1050 (10.886 min): VF059340.D (-1048) (-) m/z 43.90 100.00%

Al
5000

10.60 10.80 11.00 11.20

e 8 S BB Tm/z 39.95  99.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #63545: 2,5-1soxazolidinedicarboxylic acid, 2-ethyl 5-meth...
29
72
44 87 144  ALARRAREamREEL o
5000 101 10.60 10.80 11.00 11.20
‘ m/z 44.95 2.26%
LIl | ‘ e 203
R A B e B AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
44
10.60 10.80 11.00 11.20
5000 m/z 41.00 2.08%
27
13 70
Wﬁmmwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #791: 1,2-Propanediamine T
44 10.60 10.80 11.00 11.20
m/z 37.90 1.72%
5000
30
] 59 74
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF062718\
Data File : VF059340.D

Acq On 27 Jun 2018 15:46

Operator : VA/AP

Sample - J3629-16

Misc : 6.959/5mL/MSVOA-F/SOIL

ALS Vial : 11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .M
SW846 8260

Quant Method
Quant Title

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

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

unknown10.89 10.89 7.3 ug/l 29591 3 9.91 202458 50.0
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