LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF111418\

Data File : VF060728.D

Acq On > 14 Nov 2018 17:02

Operator : VA/AP

Sample - J5923-01

Misc - 5.06g/5mL/MSVOA-F/SOIL LEOlL OIS
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 2.167 151 156 159 rBV2 15459 39377 1.36% 0.097%
2 2.226 160 162 169 rVB6 12043 29268 1.01% 0.072%
3 3.844 318 326 330 rBv2 17403 53798 1.85% 0.133%
4 3.982 334 340 345 rvwv2 19216 66916 2.30% 0.165%
5 4.090 345 351 363 rvB2 118349 389576 13.41% 0.963%
6 4._386 375 381 390 rvB2 13919 56207 1.93% 0.139%
7 4.840 418 427 440 rBv2 263167 954530 32.85% 2.359%
8 5.570 495 501 510 rBVY 334815 901486 31.02% 2.228%
9 7.533 694 700 711 rBV 331199 774176 26.64% 1.913%
10 8.194 762 767 778 rBV3 14007 50167 1.73% 0.124%
11 9.624 907 912 915 rBvV 18606 46515 1.60% 0.115%
12 9.752 920 925 933 rVVv 439731 977959 33.65% 2.417%
13 9.871 933 937 944 rVB 33520 75217 2.59% 0.186%
14 10.206 964 971 980 rBV5 18790 66564 2.29% 0.165%
15 10.650 1011 1016 1024 rBv4 64561 175583 6.04% 0.434%
16 10.808 1030 1032 1042 rVB2 17926 53359 1.84% 0.132%
17 11.025 1050 1054 1057 rBV3 28368 74455 2.56% 0.184%

18 11.104 1057 1062 1064 rvv2 58805 134192 4.62% 0.332%
19 11.143 1064 1066 1069 rVB 68853 100889 3.47% 0.249%
20 11.252 1074 1077 1081 rVB2 99221 188644 6.49% 0.466%

21 11.400 1087 1092 1097 rBV 342631 652884 22.47% 1.614%
22 11.478 1097 1100 1103 rVB5 24540 46184 1.59% 0.114%
23 11.538 1103 1106 1110 rBV2 129127 248575 8.55% 0.614%
24 11.646 1113 1117 1121 rVB 333772 516032 17.76% 1.275%
25 11.715 1121 1124 1126 rBvV4 37590 71907 2.47% 0.178%

26 11.755 1126 1128 1131 rVB2 29049 43117 1.48% 0.107%
27 11.804 1131 1133 1137 rVB2 62918 104623 3.60% 0.259%
28 11.873 1137 1140 1142 rBV2 60070 109814 3.78% 0.271%
29 11.942 1142 1147 1148 rBV2 70773 117552 4._.05% 0.291%
30 11.982 1148 1151 1156 rVB2 268139 423037 14.56% 1.046%

31 12.060 1156 1159 1164 rVB2 63266 146310 5.03% 0.362%
32 12.139 1164 1167 1169 rBV2 113562 236766 8.15% 0.585%
33 12.189 1169 1172 1176 rVB2 228066 402871 13.86% 0.996%
34 12.277 1176 1181 1183 rVB4 54120 121800 4._.19% 0.301%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF111418\

Data File : VF060728.D

Acq On > 14 Nov 2018 17:02

Operator : VA/AP

Sample - J5923-01

Misc - 5.06g/5mL/MSVOA-F/SOIL LEOlL OIS
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 12.317 1183 1185 1187 rBV2 67012 88094 3.03% 0.218%

36 12.366 1187 1190 1192 rBV 247197 416607 14.34% 1.030%
37 12.406 1192 1194 1196 rVB2 135300 150998 5.20% 0.373%
38 12.445 1196 1198 1203 rVB 269200 384611 13.24% 0.951%
39 12.534 1203 1207 1210 rBV2 671722 1142822 39.33% 2.824%
40 12.593 1210 1213 1216 rVB2 205924 308166 10.60% 0.762%

41 12.652 1216 1219 1223 rVB5 88739 160094 5.51% 0.396%
42 12.771 1223 1231 1232 rBV4 278122 846783 29.14% 2.093%
43 12.800 1232 1234 1240 rVB2 1264292 2056359 70.77% 5.082%
44 12.919 1243 1246 1247 rBV2 156528 210964 7.26% 0.521%
45 12.948 1247 1249 1252 rVB3 139785 216008 7.43% 0.534%

46 12.998 1252 1254 1258 rVB2 315831 549987 18.93% 1.359%
47 13.106 1258 1265 1267 rBV4 320538 1060908 36.51% 2.622%
48 13.136 1267 1268 1270 rBVY 142736 153188 5.27% 0.379%
49 13.185 1270 1273 1277 rBV4 422574 729803 25.11% 1.804%
50 13.244 1277 1279 1280 rVB 164969 177325 6.10% 0.438%

51 13.284 1280 1283 1285 rBV2 225002 368812 12.69% 0.912%
52 13.333 1285 1288 1290 rBV2 263169 443858 15.27% 1.097%
53 13.372 1290 1292 1294 rVB2 413829 546141 18.79% 1.350%
54 13.412 1294 1296 1300 rBV2 408704 738522 25.41% 1.825%
55 13.481 1300 1303 1305 rVB2 385889 597207 20.55% 1.476%

56 13.530 1305 1308 1310 rBV2 226423 463876 15.96% 1.146%
57 13.570 1310 1312 1315 rVB3 189402 237184 8.16% 0.586%
58 13.658 1319 1321 1322 rBV 121518 141247 4._86% 0.349%
59 13.698 1322 1325 1329 rBV 1890615 2905864 100.00% 7.182%
60 13.797 1333 1335 1336 rBvV 168720 203313 7.00% 0.502%

61 13.836 1336 1339 1343 rVB2 1074925 1962027 67.52% 4._.849%
62 13.905 1343 1346 1349 rVB2 490928 804374 27.68% 1.988%
63 13.954 1349 1351 1354 rVB4 222672 335206 11.54% 0.828%
64 14.004 1354 1356 1357 rBV2 127923 157931 5.43% 0.390%
65 14.053 1357 1361 1363 rBvV4 185255 455669 15.68% 1.126%

66 14.142 1365 1370 1374 rBV7 615912 1700714 58.53% 4._.203%
67 14.201 1374 1376 1380 rBV4 476558 815516 28.06% 2.016%
68 14.290 1383 1385 1388 rVB 485181 572600 19.70% 1.415%
69 14.339 1388 1390 1393 rVB4 163253 243768 8.39% 0.602%
70 14.398 1394 1396 1399 rBV2 136109 234410 8.07% 0.579%

71 14.448 1399 1401 1403 rVV 1388543 1595233 54.90% 3.943%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF111418\

Data File : VF060728.D

Acq On > 14 Nov 2018 17:02

Operator : VA/AP

Sample - J5923-01

Misc - 5.06g/5mL/MSVOA-F/SOIL LEOlL OIS
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
Title

= Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F111318S.M

: SW846 8260

72 14.487 1403 1405 1409 rVB4 195611 315348 10.85% 0.779%
73 14.546 1409 1411 1413 rBV3 208462 285514 9.83% 0.706%
74 14.586 1413 1415 1418 rBV2 186705 352971 12.15% 0.872%
75 14.734 1427 1430 1432 rVB2 579185 811777 27.94% 2.006%

76 14.813 1435 1438 1440 rBV2 171073 386393 13.30% 0.955%
77 14.862 1441 1443 1445 rBV 259136 319724 11.00% 0.790%
78 14.990 1453 1456 1462 rBV4 409453 967329 33.29% 2.391%
79 15.109 1465 1468 1472 rBV2 935504 1847576 63.58% 4 _566%
80 15.168 1472 1474 1476 rVvv2 315716 417167 14.36% 1.031%

81 15.207 1476 1478 1480 rVB2 91394 101612 3.50% 0.251%
82 15.335 1488 1491 1494 rVB2 320566 711762 24.49% 1.759%
83 15.562 1512 1514 1516 rBV3 94538 107963 3.72% 0.267%
84 15.631 1519 1521 1526 rVB2 290829 679305 23.38% 1.679%
85 15.710 1526 1529 1532 rVB3 145388 263912 9.08% 0.652%

86 15.779 1534 1536 1538 rBV 83646 124774 4._.29% 0.308%
87 15.927 1549 1551 1554 rBV3 74478 141414 4.87% 0.350%

Sum of corrected areas: 40461080
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF111418\
VF060728.D

14 Nov 2018 17:02

VA/AP

J5923-01

5.069/5mL/MSVOA-F/SOIL

12 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L
LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: VF060728.D

4.84

2. 223

4,09
388\

4.39

5.57

04

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

1500000

1000000

500000

Abundance TIC: VF060728.D

2000000

1500000

1000000

500000 9.75

7.53
0 8.19 9.62 QW 10.21 1069081 11.(
S T L L A s e e T T B e s s A
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VF060728.D
1370 14.45
2000000

— T —T T — T — T — — T
12.50 13.00 13.50 14.00 14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF111418\
Data File : VF060728.D

Acq On : 14 Nov 2018 17:02

Operator : VA/AP

Sample - J5923-01

Misc : 5.069/5mL/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 Cyclohexane, l-ethyl-4-meth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.77 37.05 ug/1 846783 1,4-Dichlorobenzene-d4 12.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 58
2 Oxalic acid, cyclohexylmethyl pr... 228 C12H2004 1000309-68-1 53
3 Cyclohexane, l-ethyl-2-methyl- 126 C9H18 003728-54-9 53
4 Sulfurous acid, cyclohexylmethyl... 304 C16H3203S 1000309-21-8 53
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 52
Abundance Scan 1231 (12.771 min): VF060728.D (-1223) (-) m/z 97.10 100.00%
g7
5000 41 105
o7 o P Y e e
8 12.40 12.60 12.80 13.00
m/z 55.10 95.94%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11621: Cyclohexane, 1-ethyl-4-methyl-, cis-
55 97
5000 41 L UUNIBA SRR SN SUNLE I
27 12.40 12.60 12.80 13.00
‘ 69 126 m/z 105.05 51.07%
81
'P”W””P”W””P”W””P”W“”P”Hﬁ”P”W””P”W””P”W””
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance
55 97
12.40 12.60 12.80 13.00
5000 m/z 41.10 50.45%
81
41 &7
27 141
meﬁmmmmmwmm
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #11603: Cyclohexane, 1-ethyl-2-methyl- R R
55 o7 12.40 12.60 12.80 13.00
m/z 81.10 28.32%
5000
41 69
29 126
'P'”I'”'I“'W"”I”"P'”?}”'P'”I'”%%%'W"“I”"P'”I'”'P'”I'”' L UUNRA BUNRA SN SUNLE I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF111418\
Data File : VF060728.D

Acq On : 14 Nov 2018 17:02

Operator : VA/AP

Sample - J5923-01

Misc : 5.069/5mL/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 Undecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.80 89.97 ug/1 2056360 1,4-Dichlorobenzene-d4 12.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 C11H24 001120-21-4 95
2 Hexadecane 226 C16H34 000544-76-3 86
3 Decane 142 C10H22 000124-18-5 83
4 Tridecane 184 C13H28 000629-50-5 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 1234 (12.800 min): VF060728.D (-1232) (-) m/z 57.10 100.00%

43 57
5000 1

156 12.40 12.60 12.80 13.00 13.20

98 113
el 127140 7 168 207 m/z 43.10 88.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28425: Undecane
43 57

5000 71
12.40 12.60 12.80 13.00 13.20

85 m/z 71.10 48.82%

| | | | 99 113127 156

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

29
|

Abundance
43 57
12.40 12.60 12.80 13.00 13.20
5000 71 m/z 41.10 45.26%
85
29
99 113 127 141 155 169 183 197 226
o e e R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19157: Decane A Ea e s S
43 57 12.40 12.60 12.80 13.00 13.20
m/z 85.10 28.51%
5000 29
71
‘ 85
142
.,.‘:..w,\;..\l\,..‘\..,z‘..%?.?%?,1??..,‘....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF111418\
Data File : VF060728.D

Acq On : 14 Nov 2018 17:02

Operator : VA/AP

Sample - J5923-01

Misc : 5.069/5mL/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 3 Undecane, 4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.11 46.42 ug/1 1060910 1,4-Dichlorobenzene-d4 12.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 4-methyl- 170 C12H26 002980-69-0 83
2 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 68
3 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 64
4 Nonadecane 268 C19H40 000629-92-5 64
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 58
Abundance Scan 1265 (13.106 min): VF060728.D (-1258) (-) m/z 43.10 100.00%
4
5000
12.80 13.00 13.20 13.40
P m/z 57.10 93.52%
m/iz--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #38326: Undecane, 4-methyl-
43
71
5000 og >7 NSNS SRR SRR
85 12:80 13.00 13.20 13.40
m/z 71.10 91.35%
LHM“%mHmmm

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

43 57
71

12.80 13.00 13.20 13.40

5000 a5 m/z 41.10 69.14%
29

99 113127141 155 179

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

Abundance #116708: 1-lodo-2-methylnonane e
43 12.80 13.00 13.20 13.40
57 m/z 85.10 52.89%
5000 &
85
29
| h | 99 127141155169 211 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF111418\
Data File : VF060728.D

Acq On : 14 Nov 2018 17:02

Operator : VA/AP

Sample - J5923-01

Misc : 5.069/5mL/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 4 Dodecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.70 127.14 ug/Il 2905860 1,4-Dichlorobenzene-d4 12.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Hexadecane, 1l-chloro- 260 C16H33ClI 004860-03-1 53
3 Tetradecane, l1l-iodo- 324 C14H29l 019218-94-1 52
4 Hexadecane 226 C16H34 000544-76-3 52
5 Undecane 156 C11H24 001120-21-4 52
Abundance Scan 1325 (13.698 min): VF060728.D (-1322) (-) m/z 57.10 100.00%
43 ¥
71
5000
131 148 170 13.40 13.60 13.80 14.00
Ol e b 8 184 m/z 43.10 82.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #38317: Dodecane
43 57
71
5000 AN U SV
85 13.40 13.60 13.80 14.00
29 m/z 71.15 57 .65%
98
as | b L st
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 AR N U SV
71 13.40 13.60 13.80 14.00
5000 91 m/z 41.10 50.49%
29 105
15 119133147161175189203 224 260
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 250 2é0
Abundance #163874: Tetradecane, 1-iodo- A BEmam s S
3 57 13.40 13.60 13.80 14.00
m/z 85.20 33.14%
5000 &
29 g5
H\HM“%mmmmm 197
m/z--> ﬁo 45 eb éo 160 150 150 160 1éo 200 220 250 2éo 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF111418\
Data File : VF060728.D

Acq On : 14 Nov 2018 17:02

Operator : VA/AP

Sample - J5923-01

Misc : 5.069/5mL/MSVOA-F/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ F\METHODS\82F111318S.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 5 Undecane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.84 85.84 ug/1 1962030 1,4-Dichlorobenzene-d4 12.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 55
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 55
3 Octane, 4-ethyl- 142 C10H22 015869-86-0 43
4 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 38
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 30

Abundance Scan 1339 (13.836 min): VF060728.D (-1336) (-) m/z 57.10 100.00%

57
5000 43 71

13.60 13.80 14.00 14.20
m/z 43.10 42.10%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48881: Undecane, 2,6-dimethyl-
57
43
5000 LA L L L L LB
71 Bmmmmmmm
o8 m/z 71.10 41 .43%
‘ 85 113
L > | Ty 127 141 155 169 184
..”,....,....“...,....,.”.,....,....“...,....
m/z--> 60 80 100 120 140 160 180
Abundance
57
T e
13.60 13.80 14.00 14.20
5000 m/z 41.10 39.58%
43 71
29 99 112
15 85 127 141 155 169 184
T T T T T T T R e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19161: Octane, 4-ethyl- A RRREE B
57 13.60 13.80 14.00 14.20
m/z 117.05 34.71%
43
5000 71
85 og 112
m/z--> 20 60 80 100 120 140 160 180 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF111418\
Data File : VF060728.D

Acq On : 14 Nov 2018 17:02

Operator : VA/AP

Sample - J5923-01

Misc : 5.069/5mL/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 6 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.14 74.41 ug/1 1700710 1,4-Dichlorobenzene-d4 12.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 53
2 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 53
3 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 53
4 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 35
5 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 35
Abundance Scan 1370 (14.142 min): VF060728.D (-1365) (-) m/z 83.10 100.00%
131
5000
13:80 14.00 14.20 14.40
m/z 131.05 96.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21651: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
1
5000
146 13.80 14.00 14.20 14.40
m/z 55.10 77 .56%
miz> 20 40 60 80 100 130 140 160 180 200 230 240 260
Abundance
133
119 LN R SR BN I
13.80 14.00 14.20 14.40
5000 148 m/z 41.10 67 .15%
. 9 105
15 39 63
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21633: Benzene, (2-methyl-1-butenyl)- R R RAEEEEa s
131 13.80 14.00 14.20 14.40
m/z 133.15 66 .79%
146
5000 o
115
39 %3 ! 77 M 1
iz 2 b 80 80 150 130 180 180 180 250 2% 240 280 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF111418\
Data File : VF060728.D

Acq On : 14 Nov 2018 17:02

Operator : VA/AP

Sample - J5923-01

Misc : 5.069/5mL/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 7 unknownl14.20 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.20 35.68 ug/1 815516 1,4-Dichlorobenzene-d4 12.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 2-ethyldecahydro- 166 C12H22 001618-23-1 48
2 Benzene, (2-chloro-2-butenyl)- 166 C10H11ClI 054411-12-0 35
3 cis, cis-3-Ethylbicyclo[4.4.0]de... 166 C12H22 066660-42-2 35
4 Trans, trans-2-ethylbicyclo[4.4.... 166 C12H22 066660-37-5 35
5 2-Butene, 3-chloro-1-phenyl-, (Z)- 166 C10H11CI 016608-68-7 35
Abundance Scan 1376 (14.201 min): VF060728.D (-1374) (-) m/z 43.10 100.00%
7 131
81
5000 95
146 166 R e e R C L
115
1Ty || I || | 184 207 13.80 14.00 14.20 14.40 14.60
Ll A 2SR 207 m/z 57.10 95.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35184: Naphthalene, 2-ethyldecahydro-
il 137
95
5000 AR SURBLILR BRI BRI B
41 55 67 166 1380 14.00 14.20 14.40 14.60
m/z 131.05 87.61%
...,.‘J..hﬁ. Bl .ﬂt...‘,}??.%%3..ﬁ s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
13.80 14.00 14.20 14.40 14.60
5000 o1 m/z 41.10 81.37%
115 166
51
15 27 % ® 17 103 151
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35203: cis, cis-3-Ethylbicyclo[4.4.0]decane A ERmEa mEa S
8 137 13.80 14.00 14.20 14.40 14.60
9 m/z 81.10 67.20%
166
5000 67
55
109
‘ | | 124
SRS WS, NSS! N S W NN E— S —
m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF111418\
Data File : VF060728.D

Acq On : 14 Nov 2018 17:02

Operator : VA/AP

Sample - J5923-01

Misc : 5.069/5mL/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 8 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.45 69.79 ug/l 1595230 1,4-Dichlorobenzene-d4 12.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Dodecane 170 C12H26 000112-40-3 72
3 Hexadecane 226 C16H34 000544-76-3 64
4 Tetradecane 198 C14H30 000629-59-4 64
5 Nonane, 5-(2-methylpropyl)- 184 C13H28 062185-53-9 59
Abundance Scan 1401 (14.448 min): VF060728.D (-1399) (-) m/z 57.10 100.00%
43 Y
71
5000

14.20 14.40 14.60 14.80
m/z 43.10 82.15%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48834: Tridecane
a3
71
5000 85 LA L L L L L L L
14.20 14.40 14.60 14.80
29 % m/z 71.10 63.36%
sl ULl e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 A I o o B
71 14.20 14.40 14.60 14.80
5000 m/z 41.10 47 .83%
85
29
15 98 112 127 141 170
i o B B L A B o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane R A R B S
3 57 14.20 14.40 14.60 14.80
m/z 85.10 41 ._.09%
71
5000
85
29
\‘ I | 99 113127 141 155 169 183 226
et A I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.20 14.40 14.60 14. 80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF111418\
Data File : VF060728.D

Acq On : 14 Nov 2018 17:02

Operator : VA/AP

Sample - J5923-01

Misc : 5.069/5mL/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 9 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

14.99 42 .32 ug/1 967329 1,4-Dichlorobenzene-d4 12.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 70
2 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 60
3 2-Propenal, 3-(4-methylphenyl)- 146 C10H100 001504-75-2 49
4 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 46
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001559-81-5 46

Abundance Scan 1456 (14.990 min): VF060728.D (-1453) (-) m/z 131.05 100.00%

131

5000

91 105 160

39 51 63 '/ 14.60 14.80 15.00 15.20 15.40

m/z 145.15 59.72%

173 196207

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21674: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
118 131 146
5000 105 | NI LI L L L LB L L L

14.60 14.80 15.00 15.20 15.40
m/z 118.05  45.47%

27 39 51 g3 77 o1 ‘
‘\ \‘\ " H‘ M ‘u ‘ 1 ‘H \“H “

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
131
146
14.60 14.80 15.00 15.20 15.40
5000 91 m/z 146.10  44.18%
115
39 51 77
65
15 27 103
L i o o B e IS e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21567: 2-Propenal, 3-(4-methylphenyl)-
131 14.60 14.80 15.00 15.20 15.40
m/z 115.05 30.72%
5000
91 115 146
39 103 ‘
m/z--> 20 40 80 100 120 140 160 180 200 14 60 14. 80 15. OO 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF111418\
Data File : VF060728.D

Acq On : 14 Nov 2018 17:02

Operator : VA/AP

Sample - J5923-01

Misc : 5.069/5mL/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 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.11 80.83 ug/1 1847580 1,4-Dichlorobenzene-d4 12.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 95
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 95
3 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 83
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 007524-63-2 76
5 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 70
Abundance Scan 1468 (15.109 min): VF060728.D (-1465) (-) m/z 118.15 100.00%
118 145
160
5000 43 o7
71 105
9 129
14.80 15.00 15.20 15.40
o 180 191 21l m/z 145.10 99.31%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethy!-
118
145
5000 L IV BN SRR SN
160 14.80 15.00 15.20 15.40
ot 129 m/z 160.10  74.29%
28 39 51 g5 /7 ‘ 103
||1|5||‘l||‘|‘|||||l||ih‘|||‘|||U|||||‘|M‘|||‘|‘|||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
118
145 160 14.80 15.00 15.20 15.40
5000 m/z 57.10 49.31%
105
27 39 51 55 77 9 129
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #30923: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)- R e e LA B EE
145 14.80 15.00 15.20 15.40
m/z 43.10 44 .65%
5000 160
91 105 130
27 39 77 17
||1|5||‘||||‘||5‘f|‘-||§|§|“::“::M“ \‘HI\H“ “l‘:::‘l‘uuuul|||||||||| S EA R A REBARR
m/z--> 20 40 60 80 100 120 140 160 180 200 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF111418\
Data File : VF060728.D

Acq On : 14 Nov 2018 17:02

Operator : VA/AP

Sample - J5923-01

Misc : 5.069/5mL/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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclohexane, 1-et... 12.77 37.0 ug/I1 846783 4 12.53 1142820 50.0
Undecane 12.80 90.0 ug/1 2056360 4 12.53 1142820 50.0
Undecane, 4-methyl- 13.11 46.4 ug/l1 1060910 4 12.53 1142820 50.0
Dodecane 13.70 127.1 ug/l 2905860 4 12.53 1142820 50.0
Undecane, 2,6-dim... 13.84 85.8 ug/1 1962030 4 12.53 1142820 50.0
1H-Indene, 2,3-di... 14.14 74_.4 ug/1 1700710 4 12.53 1142820 50.0
unknownl14 .20 14.20 35.7 ug/I1 815516 4 12.53 1142820 50.0
Tridecane 14 .45 69.8 ug/1 1595230 4 12.53 1142820 50.0
Naphthalene, 1,2,... 14.99 42_.3 ug/1 967329 4 12.53 1142820 50.0
Naphthalene, 1,2,... 15.11 80.8 ug/1 1847580 4 12.53 1142820 50.0
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