LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062123.D

Aca On : 23 Mar 2019 18:02

Operator : VA/AP

Sample : K2045-13

Misc : 6.52a/5mL/MSVOA-F/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 F\METHODS\82F032219S.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 1.136 46 51 67 rvB 167529 618404 4 _.59% 0.706%
2 3.473 280 288 303 rBV 632563 1733031 12.86% 1.978%
3 4.015 334 343 348 rBV2 71084 252269 1.87% 0.288%
4 4.114 348 353 365 rVB 114508 375378 2.79% 0.428%
5 4.430 374 385 397 rBV 63726 341363 2.53% 0.390%
6 4.637 401 406 416 rVB 82172 270264 2.01% 0.308%
7 4.863 422 429 435 rBV2 260428 857189 6.36% 0.978%
8 5.455 482 489 498 rBvV2 70105 258691 1.92% 0.295%
9 5.593 498 503 515 rvB 334180 890863 6.61% 1.017%
10 7 .555 697 702 706 rBV 329395 768277 5.70% 0.877%

11 9.804 922 930 937 rBV 3919338 9791272 72.67% 11.176%
12 10.671 1014 1018 1020 rBV3 90760 188491 1.40% 0.215%
13 11.046 1049 1056 1059 rBV3 79359 233245 1.73% 0.266%
14 11.115 1060 1063 1070 rVB4 96019 215452 1.60% 0.246%
15 11.263 1076 1078 1082 rVB3 106434 188489 1.40% 0.215%

16 11.411 1086 1093 1099 rBV 347331 750562 5.57% 0.857%
17 11.549 1104 1107 1110 rBvV2 135787 250145 1.86% 0.286%
18 11.598 1110 1112 1116 rVB3 65476 140597 1.04% 0.160%
19 11.884 1137 1141 1144 rBV 142221 269150 2.00% 0.307%
20 11.953 1144 1148 1150 rVvVv 196721 399979 2.97% 0.457%

21 11.993 1150 1152 1157 rVB2 602046 970875 7.21% 1.108%
22 12.072 1157 1160 1164 rVB 206927 369037 2.74% 0.421%
23 12.151 1164 1168 1171 rBV3 274536 613203 4 _55% 0.700%
24 12.200 1171 1173 1177 rVV3 316658 519819 3.86% 0.593%
25 12.289 1179 1182 1184 rVV4 151603 264649 1.96% 0.302%

26 12.328 1184 1186 1189 rVV2 156940 213759 1.59% 0.244%
27 12.377 1189 1191 1194 rVV 264876 433847 3.22% 0.495%
28 12.427 1194 1196 1198 rVV2 170982 271144 2.01% 0.310%
29 12.476 1198 1201 1205 rVV 1616352 2659598 19.74% 3.036%
30 12.565 1205 1210 1213 rVV 4325214 7290798 54.11% 8.322%

31 12.604 1213 1214 1218 rVV2 457036 515317 3.82% 0.588%
32 12.663 1218 1220 1226 rVB5 64872 194964 1.45% 0.223%
33 12.782 1226 1232 1236 rBV4 235725 730664 5.42% 0.834%
34 12.841 1236 1238 1242 rVVv4 225098 455652 3.38% 0.520%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062123.D

Aca On : 23 Mar 2019 18:02

Operator : VA/AP

Sample : K2045-13

Misc : 6.52a/5mL/MSVOA-F/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
Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S.M
SW846 8260

35 12.900 1242 1244 1245 rVvVv2 108939 161804 1.20% 0.185%

36 12.949 1245 1249 1253 rVV 7447819 13474187 100.00% 15.380%
37 13.008 1253 1255 1259 rVvVv 450865 831315 6.17% 0.949%
38 13.068 1259 1261 1263 rVV2 194338 320744 2.38% 0.366%
39 13.117 1263 1266 1270 rVV2 447890 778917 5.78% 0.889%
40 13.186 1270 1273 1278 rVvv4 283818 755622 5.61% 0.863%

41 13.255 1278 1280 1281 rVV 268453 353224 2.62% 0.403%
42 13.285 1281 1283 1286 rVV2 346322 694967 5.16% 0.793%
43 13.334 1286 1288 1290 rVVv2 305222 491361 3.65% 0.561%
44 13.383 1290 1293 1295 rVV2 316435 514338 3.82% 0.587%
45 13.482 1302 1303 1306 rVB2 124288 141118 1.05% 0.161%

46 13.551 1306 1310 1318 rBV4 247832 898446 6.67% 1.026%
47 13.669 1318 1322 1324 rBV3 159146 343206 2.55% 0.392%
48 13.728 1324 1328 1332 rVV4 134796 359897 2.67% 0.411%
49 13.807 1332 1336 1337 rVV3 161972 293560 2.18% 0.335%
50 13.847 1337 1340 1344 rVV 654317 1217424 9.04% 1.390%

51 13.906 1344 1346 1349 rVV3 156445 318420 2.36% 0.363%
52 13.955 1349 1351 1353 rVV 433222 652567 4.84% 0.745%
53 13.995 1353 1355 1359 rVB 294699 510017 3.79% 0.582%
54 14.113 1364 1367 1369 rBV2 188538 373989 2.78% 0.427%
55 14.192 1369 1375 1378 rBV2 424015 1193209 8.86% 1.362%

56 14.300 1381 1386 1388 rBV2 643278 1135010 8.42% 1.296%
57 14.330 1388 1389 1395 rVB 715170 1126667 8.36% 1.286%
58 14.488 1396 1405 1407 rBV2 600134 2008027 14.90% 2.292%
59 14.566 1410 1413 1414 rBV 305516 474727 3.52% 0.542%
60 14.596 1414 1416 1419 rVB 619123 1025673 7.61% 1.171%

61 14.705 1423 1427 1429 rBV 815055 1588372 11.79% 1.813%
62 14.823 1433 1439 1440 rBV 904793 1795239 13.32% 2.049%
63 14.872 1440 1444 1446 rBV2 1046915 2116056 15.70% 2.415%
64 14.941 1448 1451 1454 rBV4 690346 1796393 13.33% 2.051%
65 14.990 1454 1456 1457 rBV 603580 877201 6.51% 1.001%

66 15.099 1465 1467 1469 rBV 1095336 1598453 11.86% 1.825%
67 15.148 1469 1472 1476 rBV2 2105017 4950311 36.74% 5.651%
68 15.207 1476 1478 1480 rBV2 862577 1524070 11.31% 1.740%
69 15.345 1488 1492 1494 rBV 952370 2251770 16.71% 2.570%
70 15.493 1502 1507 1513 rBV6 1328849 4363564 32.38% 4_.981%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062123.D

Aca On : 23 Mar 2019 18:02

Operator : VA/AP

Sample : K2045-13

Misc : 6.52a/5mL/MSVOA-F/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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S.M
SW846 8260

Sum of corrected areas: 87606302
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062123.D

Aca On : 23 Mar 2019 18:02

Operator : VA/AP

Sample : K2045-13

Misc : 6.52a/5mL/MSVOA-F/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

= Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .M
: SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: VF062123.D

3.47
1.14 4mu 443 4.64 486 Méw

045
Time--> 1.

00 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 5.00 520 540 5.60 5.80

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: VF062123.D

9.80

Time-->

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

12.56
15.15

385.49

14448
14,

14,6618

13.8 .§9,,14'% ?’9441 X7

12.48

1.121. 26511680 11.11'9%@’;l zéé’* B3 P33

Time-->

T T T T T TTT
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\VF032319\
Data File : VF062123.D

Aca On : 23 Mar 2019 18:02

Operator : VA/AP

Sample : K2045-13

Misc : 6.52a/5mL/MSVOA-F/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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 Disiloxane, hexamethyl- Concentration Rank 3

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

4.43 19.91 ug/Il 341363 Pentafluorobenzene 4.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Disiloxane. hexamethvl- 162 C6H180Si2 000107-46-0 90
2 Ethanimidic acid. N-(trimethvlsi... 203 C8H21NOSi2 010416-59-8 72
3 3.7-Dioxa-2.8-disilanonane. 2.2.... 220 C9H2402Si2 017887-80-8 64
4 3.8-Dioxa-2.9-disiladecane. 2.2.... 234 C10H2602Si2 018001-91-7 56
5 Disiloxane, 1,3-bis(1,1-dimethyl... 246 C12H300Si2 067875-55-2 56

Abundance Scan 385 (4.430 min): VF062123.D (-374) (-) m/z 147.05 100.00%
147.1
5000
73.0
45.0 4.00 420 4.40 4.60 4.80
Ol b S, 2088 /7 148.05  15.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32487: Disiloxane, hexamethyl-
147.0
5000

4.00 4.20 4.40 4.60 4.80
m/z 73.05 13.14%

73.0
oL 220 %0 [ 930 1170,
I L e A T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #63561: Ethanimidic acid, N-(trimethylsilyl)-, trimethylsi...
147.0
4.00 4.20 4.40 4.60 4.80
5000 m/z 66.00 9.42%
73.0
45.0 114.0 203.0
o M4 Y R I P VP T S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77876: 3,7-Dioxa-2,8-disilanonane, 2,2,8,8-tetramethyl- e
73.0 147.0 4.00 420 440 4.60 4.80
m/z 149.05 7.43%
5000
115.0
450
280 m ‘ AL 1770 2050 //p\\“
e R B B m i et S T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062123.D

Aca On : 23 Mar 2019 18:02

Operator : VA/AP

Sample : K2045-13

Misc : 6.52a/5mL/MSVOA-F/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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 Decane, 3,7-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.49 13.77 ug/Il 2008030 1,4-Dichlorobenzene-d4 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 72
2 Decane. 2.3.5.8-tetramethvl- 198 C14H30 192823-15-7 72
3 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 64
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 59
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 59
Abundance Scan 1405 (14.488 min): VF062123.D (-1396) (-) m/z 57.05 100.00%
57.0
5000 ah
113.1 1420 14.40 14.60 14.80
133.1 168.2
—! . 122 m/z 71.05 96.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38338: Decane, 3,7-dimethyl-
43.0
71.0
5000 L BASULIL UL SULILE I
14.20 14.40 14.60 14.80
m/z 43.05 56.29%
270
o 1 155.0171.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59901: Decane, 2,3,5,8-tetramethyl-
57.0
a1l 1420 14.40 14.60 14.80
5000 m/z 41.10 37.63%
85.0
o L ‘\‘ i 530 198.0
miz--> 20 40 60 8 100 120 140 160 180 200
Abundance #7645: Hexane, 3,3—dimethy|— LI L L L BB
43.0 14.20 14.40 14.60 14.80
m/z 70.10 35.29%
71.0
5000
0L L | o0
0"'|ﬂ"T"ﬂl"*'H”"H'“'l"'w""l“"l'“'l"'w R AR SRR SUMIL I
m/z--> 20 40 60 80 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062123.D

Aca On : 23 Mar 2019 18:02

Operator : VA/AP

Sample : K2045-13

Misc : 6.52a/5mL/MSVOA-F/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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 Dodecane, 2,6,10-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .82 12.31 ug/Il 1795240 1,4-Dichlorobenzene-d4 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 72
2 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 70
4 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 64
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 64

Abundance Scan 1439 (14.823 min): VF062123.D (-1433) (-) m/z 57.05 100.00%

57.0

5000

14.60 14.80 15.00 15.20

0 m/z 71.05 82.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71405: Dodecane, 2,6,10-trimethyl-
57.0
5000 LA L L L L L L L L L

T I I
14.60 14.80 15.00 15.20

29.0 85.0 m/z 43.05 41.43%
oLl M0 1ss0 1830 2060
R B e e o I e LS R R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57.0
T T
14.60 14.80 15.00 15.20
5000 m/z 85.05 29.57%
29.0 850
0 \‘ \‘\ ‘\ 118 m‘ l 11?.0 " 141.0 169.0 197.0
R e e B e AN R E e m e e S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83031: Tridecane, 5-propyl- BB REEE TR
57.0 14.60 14.80 15.00 15.20
m/z 41.10 28.35%
5000
85.0
112.0
oL P 4 ‘ Ly 1410 1830 226.0
B o o e e B L E ma

| T I I
200 220 14.60 14.80 15.00 15.20

T
m/z--> 20 40 60 80 100 120 140 160 180
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062123.D

Aca On : 23 Mar 2019 18:02

Operator : VA/AP

Sample : K2045-13

Misc : 6.52a/5mL/MSVOA-F/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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 Nonane, 3,7-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.87 14.51 ug/Il 2116060 1,4-Dichlorobenzene-d4 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 76
2 Nonane. 5-methvl-5-propvl- 184 C13H28 017312-75-3 72
3 Nonane. 3-methvl-5-propvl- 184 C13H28 031081-18-2 59
4 Decane. 5-propvl- 184 C13H28 017312-62-8 59
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 53

Abundance Scan 1444 (14.872 min): VF062123.D (-1440) (-) m/z 57.05 100.00%

57.0

5000
41

14.60 14.80 15.00 15.20

155.2 1752 195.2511.2

0 m/z 71.05 94_.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28441: Nonane, 3,7-dimethyl-
57.0
5000 LA L L L L L L L L
41/0 85.0 14.60 14.80 15.00 15.20
m/z 85.05 51.61%
127.0
ol 24. 1 C111.07 156.0
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48915: Nonane, 5-methyl-5-propyl-
71.0
43'0 IIIIIIIIIIIIIIIIIIIIIII
14.60 14.80 15.00 15.20
5000 m/z 43.05 41.32%
127.0
27,0 ‘ 99.0
0 \T ] 1 ul| 1l | Il “
B L I o o N BLNLA B i o e e |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48914: Nonane, 3-methyl-5-propyl- Al EmaE s B
57.0 14.60 14.80 15.00 15.20
m/z 41.10 28.50%
5000 85.0
4110
112.0 141.0
o) S| | S S S R . A e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062123.D

Aca On : 23 Mar 2019 18:02

Operator : VA/AP

Sample : K2045-13

Misc : 6.52a/5mL/MSVOA-F/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ F\METHODS\82F032219S.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 6 Hexane, 2,2,5,5-tetramethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.94 12.32 ug/Il 1796390 1,4-Dichlorobenzene-d4 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 50
2 3.5-Dimethvldodecane 198 C14H30 107770-99-0 50
3 Sulfurous acid. butvl pentadecvl... 348 C19H4003S 1000309-18-2 43
4 Heptane. 2.2.4-trimethvl- 142 C10H22 014720-74-2 43
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 43
Abundance Scan 1451 (14.941 min): VF062123.D (-1448) (-) m/z 57.05 100.00%
57.0
5000
85.0
113.2 169.2 1952 14.60 14.80 15.00 1520
Ol 38: 1891 227.1 m/z 56.10 44.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19227: Hexane, 2,2,5,5-tetramethyl-
57.0
5000 R R B UL UL

14,60 14.80 15.00 15.20
m/z 85.05 32.38%

0 27.0 85.0 127.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59888: 3,5-Dimethyldodecane
57.0
R R RAEEEEa s
14.60 14.80 15.00 15.20
5000 m/z 71.05 31.46%
85.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #182578: Sulfurous acid, butyl pentadecy! ester B
57.0 14.60 14.80 15.00 15.20
m/z 43.05 30.17%
5000
85.0
290
o ‘ ‘ ‘ L “111 0 141 0 182.0 211 0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14 60 14. 80 15. OO 15 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062123.D

Aca On : 23 Mar 2019 18:02

Operator : VA/AP

Sample : K2045-13

Misc : 6.52a/5mL/MSVOA-F/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.10 10.96 ug/I 1598450 1,4-Dichlorobenzene-d4 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 72
2 Heptadecane. 4-methvl- 254 C18H38 026429-11-8 72
3 Octacosane 394 C28H58 000630-02-4 64
4 Nonane. 2.6-dimethvl- 156 Cl11H24 017302-28-2 62
5 Tetracosane 338 C24H50 000646-31-1 59
Abundance Scan 1467 (15.099 min): VF062123.D (-1465) (-) m/z 71.05 100.00%
71.0
5000
4101
113.2 L BN B SRR B
195.2 14.80 15.00 15.20 15.40
ol ,I Al pss2 “R223 m/z 57.05 87.22%
m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethy!-
57.0
5000 L B B SURBULE B
14.80 15.00 15.20 15.40
m/z 43.05 53.12%
240 113. 183.0
ol I d d J.L }?49.. _ 25302820 S
m/z--> 50 100 150 200 250 300 350
Abundance #105896: Heptadecane, 4-methyl-
43.0
14,80 15.00 15.20 1540
5000 m/z 85.05 46.97%
85.0
oL }“ L 1270 18202MM0 p540
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #209566: Octacosane e e e a maa
57.0 14.80 15.00 15.20 15.40
m/z 41.10 31.32%
5000
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 350 ' 14%0 1500 1520 1§4o '
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062123.D

Aca On : 23 Mar 2019 18:02

Operator : VA/AP

Sample : K2045-13

Misc : 6.52a/5mL/MSVOA-F/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.15 33.95 ug/1 4950310 1,4-Dichlorobenzene-d4 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
2 Heptacosane 380 C27H56 000593-49-7 53
3 Octane. 2.3.6-trimethvl- 156 C11H24 062016-33-5 50
4 Tridecane. 6-methvl- 198 C14H30 013287-21-3 50
5 3,5-Dimethyl-4-octanone 156 C10H200 007335-17-3 47
Abundance Scan 1472 (15.148 min): VF062123.D (-1469) (-) m/z 71.05 100.00%
71.0
5000{ 43.0
s9.1127:2 1480 15.00 15.20 15.40
197.2 : : : :
oLt ,~|. A LA peo2 olde62 . m/z 57.05 90.82%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 85.0 LR S I UL IR
14.80 15.00 15.20 15.40
m/z 85.05 54 _19%
0 | IL | 11130}4}0 183.0211.0239.0267.0296.0
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
1480 15.00 15.20 15.40
5000 m/z 43.05 44 _08%
85.0
0%9\ }B%MMwmwmmmmmmo3mmmmmo
m/z--> 50 100 150 200 250 300 350
Abundance #28447: Octane, 2,3,6-trimethyl- e REREE
57.0 14.80 15.00 15.20 15.40
m/z 70.10 37.90%
5000
29.0
113.0
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062123.D

Aca On : 23 Mar 2019 18:02

Operator : VA/AP

Sample : K2045-13

Misc : 6.52a/5mL/MSVOA-F/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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 Octane, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.35 15.44 ug/I1 2251770 1,4-Dichlorobenzene-d4 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 59
2 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 53
3 Hexane. 2.2.4-trimethvl- 128 C9H20 016747-26-5 53
4 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 47
5 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 47
Abundance Scan 1492 (15.345 min): VF062123.D (-1488) (-) m/z 57.05 100.00%
57.0
5000
85.0 1132 LA SR A BN
139.1  168.2 15.00 15.20 15.40 15.60
Ob e 191.1209.2 m/z 71.05 32.81%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19194: Octane, 2,6-dimethyl-
57.0
5000 LRI SURRURE BRI SR B

15,00 15.20 15.40 15.60
m/z 56.10 31.77%

113.0
Jzo | ) ) mo M,
- IIIIIIIIIIIIIII IIIIIIIIIIIIII TT 1T IIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94351: Hexadecane, 3-methyl-
57.0
T
15.00 15.20 15.40 15.60
5000 m/z 43.05 21.14%
85.0
39
o | | “ ‘1130 141.0 183.0 2110 5400
L R A B i o AR RE R Ao
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12720: Hexane, 2,2,4-trimethyl- T
57.0 15.00 15.20 15.40 15.60
m/z 41.10 20.54%
5000
29.0
m/z--> 20 60 80 100 120 140 160 180 200 220 240 15. OO 15. 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062123.D

Aca On : 23 Mar 2019 18:02

Operator : VA/AP

Sample : K2045-13

Misc : 6.52a/5mL/MSVOA-F/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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 Hexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.49 29.93 ug/1 4363560 1,4-Dichlorobenzene-d4 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 53
2 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 52
3 Hexacosane 366 C26H54 000630-01-3 52
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 52
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 52
Abundance Scan 1507 (15.493 min): VF062123.D (-1502) (-) m/z 57.05 100.00%
57.0
85.0
5000 231.2
125.1 CEon 1540 1580 1580
53.1 1871 15.20 15.40 15.60 15.80
ol Ill! bu st oo m/z 71.05  77.00%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57.0
5000 85.0 R DA UL SUMILE I
15.20 15.40 15.60 15.80
m/z 85.05 52.98%
20.0] | | | [1}0141.0160.017.0226.0
m/z--> 50 100 150 200 250 300 350
Abundance #132964: Methoxyacetic acid, 2-tetradecy! ester
57.0
1520 15.40 15.60 15.80
5000 850 m/z 43.05 42 _.96%
29.0 :
oLl L de e ono®®I® a0
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane Al EERE T R
57.0 15.20 15.40 15.60 15.80
m/z 231.15 40.43%
5000 85.0
. 290 L | | [*30141.0160.0197.0225.0253.0 29503230 367.0
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF032319\
Data File : VF062123.D

Acq On : 23 Mar 2019 18:02

Operator : VA/AP

Sample - K2045-13

Misc : 6.529/5mL/MSVOA-F/SOIL

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F032219S .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]
Disiloxane, hexam... 4.43 19.9 ug/I1 341363 1 4.87 857189 50.0
Decane, 3,7-dimet... 14.49 13.8 ug/1 2008030 4 12.55 7290800 50.0
Dodecane, 2,6,10-... 14.82 12.3 ug/1l 1795240 4 12.55 7290800 50.0
Nonane, 3,7-dimet... 14.87 14.5 ug/1 2116060 4 12.55 7290800 50.0
Hexane, 2,2,5,5-t... 14.94 12.3 ug/1 1796390 4 12.55 7290800 50.0
Hexadecane, 2,6,1... 15.10 11.0 ug/1 1598450 4 12.55 7290800 50.0
Heptadecane, 2,6,... 15.15 34.0 ug/1 4950310 4 12.55 7290800 50.0
Octane, 2,6-dimet... 15.35 15.4 ug/1 2251770 4 12.55 7290800 50.0
Hexadecane 15.49 29.9 ug/1 4363560 4 12.55 7290800 50.0
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