LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD032319\
Data File : VD061285.D

Aca On : 23 Mar 2019 17:19

Operator : VA/AP

Sample : K2050-01

Misc : 5.01a/5mI/MSVOA D/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 D\METHOD\82D030719S.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 2.037 61 62 68 rvB 4076 9554 3.41% 0.497%
2 2.205 74 79 81 rBv2 1299 3062 1.09% 0.159%
3 2.283 84 87 89 rvB2 1909 3256 1.16% 0.169%
4 2.579 114 117 120 rBvV 1120 3144 1.12% 0.164%
5 2.628 120 122 125 rBvV 5757 12042 4_.29% 0.627%
6 2.687 125 128 129 rVvv 3338 6245 2.23% 0.325%
7 2.845 143 144 146 rBV 2380 3088 1.10% 0.161%
8 3.061 164 166 168 rBvV 2396 2863 1.02% 0.149%
9 3.238 180 184 185 rBvV2 4265 7317 2.61% 0.381%
10 3.317 190 192 195 rvB 2590 3964 1.41% 0.206%
11 3.416 198 202 204 rvVB 2291 4527 1.61% 0.236%
12 3.632 222 224 226 rVB 3332 3992 1.42% 0.208%
13 3.672 226 228 231 rBV 1862 3965 1.41% 0.206%
14 3.839 241 245 250 rVB 5296 12266 4_.37% 0.638%
15 3.947 254 256 258 rVB 1825 3028 1.08% 0.158%
16 4.036 263 265 266 rVB 3399 3071 1.10% 0.160%
17 4.075 266 269 270 rBvV2 2011 3362 1.20% 0.175%
18 4.262 286 288 293 rVB 2187 4388 1.56% 0.228%
19 4.321 293 294 298 rBV 2297 4847 1.73% 0.252%
20 4.380 298 300 307 rvVv 1866 6223 2.22% 0.324%
21 4.508 311 313 316 rVB 2336 3115 1.11% 0.162%
22 4.636 325 326 329 rBV 1786 3017 1.08% 0.157%
23 4.823 342 345 346 rBV 2656 3549 1.27% 0.185%
24 5.207 382 384 385 rBV 2034 2949 1.05% 0.153%
25 5.296 392 393 395 rVB 3085 3483 1.24% 0.181%
26 5.483 409 412 413 rBV 1598 3186 1.14% 0.166%
27 5.631 425 427 430 rVB 2171 2858 1.02% 0.149%
28 5.877 448 452 454 rBV 1615 3491 1.24% 0.182%
29 6.152 473 480 489 rBV3 7959 31777 11.33% 1.654%
30 6.310 494 496 499 rBV 2411 5563 1.98% 0.290%

31 6.940 554 560 567 rBvV 72563 205898 73.42% 10.717%
32 7.058 567 572 579 rVB 67822 197211 70.33% 10.265%
33 7.265 592 593 595 rBvV 2199 3122 1.11% 0.163%
34 7.334 599 600 602 rVvB 3577 3035 1.08% 0.158%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD032319\
Data File : VD061285.D

Aca On : 23 Mar 2019 17:19

Operator : VA/AP

Sample : K2050-01

Misc : 5.01a/5mI/MSVOA D/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_D\METHOD\82D030719S.M

Title : SW846 8260

35 7.393 602 606 607 rBvV 3017 4308 1.54% 0.224%
36 7.462 607 613 619 rBvV 55768 146040 52.08% 7.602%
37 7.639 628 631 635 rBv 3076 8706 3.10% 0.453%
38 7.846 648 652 655 rBvY 2359 4276 1.52% 0.223%
39 8.229 685 691 700 rBV 96000 242883 86.61% 12.642%
40 8.338 700 702 706 rvVB 1722 3979 1.42% 0.207%
41 8.771 742 746 748 rBV 4017 8076 2.88% 0.420%
42 8.899 758 759 761 rVB 3090 3032 1.08% 0.158%
43 8.958 761 765 766 rBV 2537 5553 1.98% 0.289%
44 9.115 779 781 784 rBV 1988 3603 1.28% 0.188%
45 9.470 815 817 819 rBvV2 2237 3469 1.24% 0.181%
46 9.736 841 844 846 rBV 2437 4409 1.57% 0.229%
47 10.110 881 882 884 rBV 2398 3526 1.26% 0.184%
48 10.415 906 913 921 rBV 124877 280420 100.00% 14.596%
49 10.602 931 932 934 rBV 2434 3818 1.36% 0.199%
50 10.641 934 936 937 rvV 3087 3184 1.14% 0.166%
51 10.671 937 939 944 rvv 2344 6063 2.16% 0.316%
52 11.025 971 975 976 rBV2 2835 5959 2.13% 0.310%
53 11.074 976 980 982 rBV 2336 5393 1.92% 0.281%
54 11.252 993 998 1001 rvv2 8455 23373 8.33% 1.217%
55 11.311 1001 1004 1011 rVB2 4377 12319 4_.39% 0.641%
56 11.724 1043 1046 1049 rVB 2741 5441 1.94% 0.283%
57 11.764 1049 1050 1053 rBV 2141 3459 1.23% 0.180%
58 12.020 1072 1076 1078 rVB 2855 6097 2.17% 0.317%
59 12.049 1078 1079 1084 rBV 2273 3923 1.40% 0.204%
60 12.138 1086 1088 1090 rVB 1670 2839 1.01% 0.148%
61 12.374 1108 1112 1115 rBV 102793 166423 59.35% 8.663%
62 12.679 1141 1143 1147 rVB 2812 5337 1.90% 0.278%
63 12.827 1155 1158 1161 rBV2 2168 5159 1.84% 0.269%
64 12.886 1161 1164 1165 rBV 2262 2980 1.06% 0.155%
65 13.447 1219 1221 1223 rBV 1497 2926 1.04% 0.152%
66 13.555 1229 1232 1236 rBV2 64629 95441 34.04% 4.968%
67 13.713 1246 1248 1252 rVB2 4286 9376 3.34% 0.488%
68 13.841 1260 1261 1264 rVB 3559 5158 1.84% 0.268%
69 13.929 1268 1270 1272 rVV 4761 5788 2.06% 0.301%
70 13.969 1272 1274 1280 rVB2 3388 8910 3.18% 0.464%
71 14.215 1296 1299 1300 rBV2 1921 3260 1.16% 0.170%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD032319\
Data File : VD061285.D

Aca On : 23 Mar 2019 17:19

Operator : VA/AP

Sample : K2050-01

Misc : 5.01a/5mI/MSVOA D/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_D\METHOD\82D030719S.M

Title : SW846 8260

72 14.441 1320 1322 1324 rBV 2752 4028 1.44% 0.210%
73 14.520 1327 1330 1335 rVB 55816 67741 24.16% 3.526%
74 14.658 1341 1344 1345 rBV 1994 3355 1.20% 0.175%
75 14.687 1345 1347 1350 rVvVv 2048 4032 1.44% 0.210%
76 14.776 1354 1356 1359 rVv2 2625 3731 1.33% 0.194%
77 14.894 1366 1368 1371 rVB2 7469 9947 3.55% 0.518%
78 15.052 1383 1384 1389 rVB2 3702 6775 2.42% 0.353%
79 15.120 1389 1391 1393 rBV 5285 7357 2.62% 0.383%
80 15.160 1393 1395 1396 rVB 4456 3726 1.33% 0.194%
81 15.288 1407 1408 1410 rBV 4022 3135 1.12% 0.163%
82 15.317 1410 1411 1413 rVB 3363 3399 1.21% 0.177%
83 15.386 1416 1418 1421 rBV 3487 6143 2.19% 0.320%
84 15.436 1421 1423 1425 rBV3 4496 6695 2.39%% 0.348%
85 15.652 1440 1445 1446 rBV3 10885 19175 6.84% 0.998%
86 15.741 1452 1454 1457 rVB3 3432 5317 1.90% 0.277%
87 15.810 1457 1461 1464 rBV2 4808 13309 4._75% 0.693%
88 15.918 1469 1472 1476 rVB3 3649 8376 2.99% 0.436%
89 16.006 1478 1481 1484 rBV3 2771 5153 1.84% 0.268%
90 16.154 1493 1496 1497 rBV 2419 3908 1.39% 0.203%
91 16.184 1497 1499 1501 rVB2 4605 6219 2.22% 0.324%
92 16.233 1503 1504 1507 rVB 3638 4057 1.45% 0.211%
93 16.361 1515 1517 1519 rBV 2667 5123 1.83% 0.267%
94 16.518 1528 1533 1536 rBV2 3123 7314 2.61% 0.381%
95 16.617 1541 1543 1548 rBV 2830 6373 2.27% 0.332%
96 17.227 1602 1605 1606 rBV 2653 3571 1.27% 0.186%
97 17.631 1642 1646 1648 rBV2 1910 4986 1.78% 0.260%
98 17.788 1660 1662 1666 rVB2 1706 3018 1.08% 0.157%
99 18.182 1700 1702 1703 rBV 2848 3862 1.38% 0.201%

Sum of corrected areas: 1921189
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD032319\
Data File : VD061285.D

Aca On : 23 Mar 2019 17:19

Operator : VA/AP

Sample : K2050-01

Misc : 5.01a/5mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S_.M

SW846 8260

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
250000

200000

150000

100000

50000

TIC: VD061285.D

82.84 3.063.3442 3%673.849800840@28.54.644.82  5.%13054%5.63 588 61%31

04—
Time--> 1.50

3.50

I
4.00 4.50

I
2.00

Abundance
250000

200000

150000

100000

50000

TIC: VD061285.D

10.41

10.11 1108+1231

111726 12202514

8.7880.12 9.47 9.74 16y

-7
Time--> 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: VD061285.D
250000
200000
150000
100000
13.56 14.52
50000
/4. 80 55 PR 4 13
5| 13. 13188987 14.2114. 441146976 19 B8 PEABY4 15 I EBIRAERERS, 36 16762 1723  17.687.79 _ 18.18
-7
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD032319\
Data File : VD061285.D

Aca On : 23 Mar 2019 17:19

Operator : VA/AP

Sample : K2050-01

Misc : 5.01a/5mI/MSVOA D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S_.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 7 unknownl5.65 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.65 14.15 ug/I1 19175 1,4-Dichlorobenzene-d4 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. isobutvl pentvl ester 216 C11H2004 1000309-37-0 45
2 Pivalic acid. 2-tetrahvdrofurvim... 186 C10H1803 007461-07-6 36
3 Hexane. 3-ethvl- 114 C8H18 000619-99-8 36
4 Azetidine. l-methvl- 71 C4HON 004923-79-9 9
5 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 9
Abundance Scan 1445 (15.652 min): VD061285.D (-1440) (-) m/z 57.05 100.00%
40.0 57.0
71.0
5000
85.0
“ | ‘ 15.40 15.60 15.80 16.00
S A L ) L AN AN AN LA LA KA LA AARE AL ARAN LAY m/z 39.95 86.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #73873: Oxalic acid, isobutyl pentyl ester
43.0 57.0
5000 L SR SUIURE UL
29.0 .0 ﬁ%mmmmmm
m/z 43.05 79.68%
0 , 87.0 115.0 131.0 161.0
R B BN KAL) KA KA NS N RS RARAN KRR AR LM AR LRRAN R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #49886: Pivalic acid, 2-tetrahydrofurylmethyl ester
71.0
15.40 15.60 15.80 16.00
5000 m/z 71.00 54 .74%
57.0 84.0
. 200 40 777 1 4010 17.0 1360
m/z--> 10 20 50 40 50 60 75 80 95 100 110 120 130 140 150 160
Abundance #7622: Hexane, 3-ethyl- R B N R
43.0 15.40 15.60 15.80 16.00
m/z 40.95 50.20%
5000 84.0
27.0 57.0 70.0
OHVHWHLM“Lh“Nit“JM“W““P“W“jﬁiﬂ““V“W“HVHWH“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD032319\
Data File : VD061285.D

Acq On : 23 Mar 2019 17:19

Operator : VA/AP

Sample - K2050-01

Misc : 5.01g/5mI/MSVOA_D/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D030719S_.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]

unknownl15.65 15.65 14.2 ug/I1 19175 4 14.52 67741 50.0
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