LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF112018\
Data File : VF060809.D

Acq On : 20 Nov 2018 18:12

Operator : VA/AP

Sample : J5775-01

Misc : 5.359/5mL/MSVOA-F/SOIL

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82F111318S.M

Title : SW846 8260

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

# min scan scan scan TY height area % max. total
1 1.071 42 45 49 rBvV2 10344 14711 1.49% 0.192%
2 2.186 154 158 161 rBvY 73303 165728 16.78% 2.159%
3 2.245 161 164 173 rVVv2 55158 163234 16.53% 2.126%
4 2.383 175 178 183 rVB2 15669 34961 3.54% 0.455%
5 4.020 339 344 346 rBvV2 4552 10761 1.09% 0.140%
6 4.119 348 354 364 rVvv 127043 394680 39.96% 5.141%
7 4.869 423 430 443 rBv2 243551 863844 87.46% 11.253%
8 5.608 498 505 518 rBVY 275030 784423 79.42% 10.219%
9 6.388 582 584 589 rvB2 7658 10548 1.07% 0.137%
10 7.562 697 703 716 rBVY 336944 815388 82.55% 10.622%
11 9.505 894 900 906 rvB4 5981 18007 1.82% 0.235%
12 9.781 923 928 937 rBV 399889 909310 92.06% 11.845%
13 9.899 937 940 945 rVvB3 4749 12839 1.30% 0.167%
14 10.146 960 965 970 rBB3 5684 13299 1.35% 0.173%
15 11.142 1059 1066 1068 rBV7 4376 15706 1.59% 0.205%
16 11.419 1090 1094 1105 rBV 345885 604867 61.24% 7.880%
17 11.576 1106 1110 1111 rBV4 5606 10762 1.09% 0.140%
18 11.665 1116 1119 1121 rVV 23642 35853 3.63% 0.467%
19 11.714 1121 1124 1129 rVV2 12683 27417 2.78% 0.357%
20 11.833 1132 1136 1140 rBV2 11869 21152 2.14% 0.276%
21 12.001 1150 1153 1155 rBV2 11219 21915 2.22% 0.285%
22 12.208 1171 1174 1177 rVB 32409 44648 4_52% 0.582%
23 12.425 1194 1196 1198 rVV3 11591 17931 1.82% 0.234%
24 12.464 1198 1200 1204 rVv4 14353 34083 3.45% 0.444%
25 12.553 1206 1209 1219 rVB 565407 987747 100.00% 12.867%
26 12.730 1224 1227 1230 rVV5 12603 33384 3.38% 0.435%
27 12.780 1230 1232 1234 rVV 14172 25522 2.58% 0.332%
28 12.819 1234 1236 1244 rVB3 48367 94722 9.59% 1.234%
29 13.017 1253 1256 1260 rVB4 7208 13894 1.41% 0.181%
30 13.105 1260 1265 1268 rBV4 10526 33196 3.36% 0.432%
31 13.165 1268 1271 1276 rVV2 17080 37375 3.78% 0.487%
32 13.293 1282 1284 1287 rVB3 11784 17355 1.76% 0.226%
33 13.342 1287 1289 1291 rBV3 6456 10915 1.11% 0.142%
34 13.391 1291 1294 1296 rVVv4 11671 22847 2.31% 0.298%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF112018\
Data File : VF060809.D

Acq On : 20 Nov 2018 18:12

Operator : VA/AP

Sample : J5775-01

Misc : 5.359/5mL/MSVOA-F/SOIL

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: 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\82F111318S.M

Title - SW846 8260

35 13.421 1296 1297 1302 rVB4 14556 20777 2.10% 0.271%
36 13.500 1302 1305 1307 rVB3 12972 18912 1.91% 0.246%
37 13.549 1307 1310 1312 rBV2 14662 25173 2.55% 0.328%
38 13.628 1315 1318 1322 rVB 166289 214820 21.75% 2.798%
39 13.717 1322 1327 1331 rBV2 55751 96828 9.80% 1.261%
40 13.855 1338 1341 1346 rVB3 40466 93700 9.49% 1.221%
41 13.973 1351 1353 1356 rVB3 15382 26251 2.66% 0.342%
42 14.062 1359 1362 1363 rBV3 10038 18530 1.88% 0.241%
43 14.082 1363 1364 1368 rVB3 11901 15409 1.56% 0.201%
44 14.161 1368 1372 1374 rBV4 20445 40385 4._.09% 0.526%
45 14.200 1374 1376 1379 rBv4 14463 24162 2.45% 0.315%
46 14.309 1385 1387 1389 rBV3 9793 16696 1.69% 0.217%
47 14.467 1400 1403 1405 rBV 61926 90581 9.17% 1.180%
48 14.526 1406 1409 1411 rvVv 37893 68327 6.92% 0.890%
49 14.565 1411 1413 1416 rVVv3 19893 45535 4.61% 0.593%
50 14.615 1416 1418 1424 rVB 60230 100229 10.15% 1.306%
51 14.743 1429 1431 1434 rVB2 19990 27462 2.78% 0.358%
52 14.841 1437 1441 1443 rBV5 14869 31542 3.19% 0.411%
53 15.127 1467 1470 1473 rBV2 46400 60076 6.08% 0.783%
54 15.177 1473 1475 1477 rVV3 8737 12614 1.28% 0.164%
55 15.216 1477 1479 1482 rVV2 12262 19503 1.97% 0.254%
56 15.285 1483 1486 1490 rVB 51183 81454 8.25% 1.061%
57 15.414 1496 1499 1509 rVB 36549 79831 8.08% 1.040%
58 15.571 1512 1515 1518 rVV3 19201 28555 2.89% 0.372%
59 15.798 1534 1538 1544 rBV 38200 71754 7.26% 0.935%
60 16.005 1556 1559 1563 rVvB4 10864 24295 2.46% 0.316%

Sum of corrected areas: 7676425
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF112018\
Data File : VF060809.D

Acq On : 20 Nov 2018 18:12

Operator : VA/AP

Sample : J5775-01

Misc : 5.359/5mL/MSVOA-F/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F111318S.M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VF060809.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF112018\
Data File : VF060809.D

Acq On : 20 Nov 2018 18:12

Operator : VA/AP

Sample : J5775-01

Misc : 5.359/5mL/MSVOA-F/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F111318S .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 Octanoic acid, methyl ester Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.63 10.87 ug/Il 214820 1,4-Dichlorobenzene-d4 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid, methyl ester 158 C9H1802 000111-11-5 91
2 Octanoic acid, 2-methyl- 158 C9H1802 003004-93-1 80
3 Nonanoic acid, methyl ester 172 C10H2002 001731-84-6 72
4 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 72
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 64
Abundance Scan 1318 (13.628 min): VF060809.D (-1315) (-) m/z 74.05 100.00%
7
5000 a7
4355 LI I N B B
101 115127 13.40 13.60 13.80 14.00
...,....',|'|...|.”,..'..,....,'...'.,.'.-..,.1‘.‘5?.1?.1..17?....,2]97..2?9. m/z 87.05 36.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30223: Octanoic acid, methyl ester
74
5000 87 U BN SRR B IR
13.40 13.60 13.80 14.00
115127 m/z 43.10 22_.67%
29 101
..?,....JL..Uh.ﬂ.t,.l..ﬂ...h,.h..lfq.léﬁ.... S
m/z--> 80 100 120 140 160 180 200 220
Abundance
74
13140 13.60 13.80 14.00
5000 m/z 41.10 17 .75%
41 87
55
2 101 115 129 143 158
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39526: Nonanoic acid, methyl ester L B .
74 13.40 13.60 13.80 14.00

m/z 55.10 17.33%

B | ﬂNxeArfvnqu\ﬂP\—J\wuwak

m/z--> 80 100 120 140 160 180 200 220 13. 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF112018\
Data File : VF060809.D

Acq On : 20 Nov 2018 18:12

Operator : VA/AP

Sample : J5775-01

Misc : 5.359/5mL/MSVOA-F/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F111318S .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 3,3-Dimethyl-3-silathietane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.61 5.07 ug/l 100229 1,4-Dichlorobenzene-d4 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,3-Dimethyl-3-silathietane 118 C4H10SSi 077205-52-8 50
2 1,1-Dimethyl-1-silacyclobutane 100 C5H12Si 002295-12-7 40
3 3-Dodecanone 184 C12H240 001534-27-6 10
4 2-[[2-[Dimethylamino]propyl]amin... 489 C16H17CI6N5 1000254-09-7 9
5 Acetamide, N-acetyl-N-butyl- 157 C8H15N02 001563-86-6 9
Abundance Scan 1418 (14.615 min): VF060809.D (-1416) (-) m/z 72.05 100.00%
43 e
5000
57
85 14.20 14.40 14.60 14.80 15.00
97 108119 147 182
S— | .'.|, ell LGP A0870 134 S 162 208 . "m/z 43.10  80.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8645: 3,3-Dimethyl-3-silathietane
45 Y
90
5000 AR BN UL UL B
118 14.20 14.40 14.60 14.80 15.00
m/z 73.10 36.94%
"|""|"' H‘\h .“”l..‘l.];0.3...|....|....|....|....|....
m/z--> 20 80 100 120 140 160 180 200
Abundance
72
14.20 14.40 14.60 14.80 15.00
5000 m/z 41.10 24 _31%
59 100
85
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #48709: 3-Dodecanone A
7 14.20 14.40 14.60 14.80 15.00
57 m/z 57.05 21.17%
85
15 | \L i \H “ 99110 127 141 | 166 184
m/z--> 20 40 6|0 80 1(')0 120 140 160 180 200 14.20 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF112018\
Data File : VF060809.D

Acq On : 20 Nov 2018 18:12

Operator : VA/AP

Sample : J5775-01

Misc : 5.359/5mL/MSVOA-F/SOIL

ALS Vial : 12 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F111318S .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]
Octanoic acid, me... 13.63 10.9 ug/I1 214820 4 12.55 987747 50.0
3,3-Dimethyl-3-si... 14.61 5.1 ug/Il 100229 4 12.55 987747 50.0
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