LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF100418\

Data File : VF060457.D

Aca On - 5 0Oct 2018 1:02

Operator : VA/AP

sample - J5195-01

Misc - 6.39/5mL/MSVOA F/SOIL e
ALS Vial : 51 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\82F100118S.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 1.142 49 52 53 rBv2 8089 14531 1.44% 0.087%
2 1.280 60 66 68 rBve6 5525 19334 1.91% 0.115%
3 1.349 68 73 74 rBV3 9650 15586 1.54% 0.093%
4 2.266 162 166 168 rBvV3 32200 69612 6.88% 0.415%
5 2.315 169 171 176 rVB3 27416 65687 6.49% 0.391%
6 4.011 338 343 345 rBV5 4520 10779 1.07% 0.064%
7 4.178 355 360 363 rBV 9213 27515 2.72% 0.164%
8 4.267 363 369 380 rVB 138423 412099 40.72% 2.454%
9 4.790 421 422 429 rVB5 5742 14280 1.41% 0.085%
10 5.016 436 445 455 rBV2 314704 1012109 100.00% 6.027%

11 5.746 513 519 528 rBV 322552 887864 87.72% 5.288%
12 7.688 710 716 723 rBV 190159 436523 43.13% 2.600%

13 8.585 804 807 811 rvB4 7745 15950 1.58% 0.095%
14 8.752 820 824 828 rBV5 7360 19142 1.89% 0.114%
15 9.097 855 859 862 rBv4 6319 14090 1.39% 0.084%
16 9.896 935 940 949 rBV 264234 623256 61.58% 3.712%
17 10.349 981 986 995 rBVS8 11250 45752 4._.52% 0.272%
18 10.458 995 997 1001 rBV3 6077 12714 1.26% 0.076%
19 10.625 1007 1014 1021 rVB6 14511 47231 4.67% 0.281%
20 10.773 1024 1029 1036 rBVS 22013 59869 5.92% 0.357%
21 10.881 1036 1040 1042 rBv4 9906 21214 2.10% 0.126%
22 10.921 1042 1044 1047 rVvv4 8826 12774 1.26% 0.076%
23 11.108 1059 1063 1065 rBV2 19689 32945 3.26% 0.196%
24 11.295 1079 1082 1083 rBV3 5710 10833 1.07% 0.065%
25 11.355 1083 1088 1093 rVB3 35265 79873 7.89% 0.476%
26 11.502 1097 1103 1108 rBV 214996 433927 42.87% 2.584%
27 11.571 1108 1110 1113 rVB4 14146 25727 2.54% 0.153%
28 11.631 1113 1116 1119 rVB2 40742 58412 5.77% 0.348%
29 11.690 1119 1122 1125 rBV3 12440 21833 2.16% 0.130%
30 11.749 1125 1128 1132 rVB6 10836 17103 1.69% 0.102%
31 11.808 1132 1134 1136 rBV2 17672 23539 2.33% 0.140%
32 11.847 1136 1138 1141 rVB4 13972 23366 2.31% 0.139%
33 11.897 1141 1143 1146 rVB3 17316 24258 2.40% 0.144%
34 11.956 1146 1149 1152 rBV5 13140 28549 2.82% 0.170%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF100418\

Data File : VF060457.D

Aca On - 5 0Oct 2018 1:02

Operator : VA/AP

sample - J5195-01

Misc - 6.39/5mL/MSVOA F/SOIL e
ALS Vial : 51 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\82F100118S.M

Title : SW846 8260

35 12.025 1152 1156 1158 rBvV4 26845 59509 5.88% 0.354%
36 12.064 1158 1160 1165 rVB2 67796 108042 10.67% 0.643%
37 12.143 1165 1168 1170 rBv4 15980 32572 3.22% 0.194%
38 12.232 1173 1177 1178 rBV4 37404 75441 7.45% 0.449%
39 12.271 1178 1181 1185 rVB3 56799 99773 9.86% 0.594%
40 12.360 1186 1190 1192 rVB2 33305 57257 5.66% 0.341%
41 12.399 1192 1194 1196 rBV2 45084 64547 6.38% 0.384%
42 12.508 1202 1205 1206 rBVZ2 15488 28456 2.81% 0.169%
43 12.557 1207 1210 1213 rVVv4 42214 56193 5.55% 0.335%

44 12.616 1213 1216 1220 rBVY 350325 590525 58.35% 3.517%
45 12.675 1220 1222 1225 rVB 108156 136822 13.52% 0.815%

46 12.735 1225 1228 1231 rBB5 17601 35872 3.54% 0.214%
47 12.843 1231 1239 1242 rBV5 72012 255973 25.29% 1.524%
48 12.912 1242 1246 1249 rVB5 88856 188236 18.60% 1.121%
49 12.961 1249 1251 1252 rBVY 32293 38816 3.84% 0.231%
50 13.001 1252 1255 1260 rBV3 82210 234650 23.18% 1.397%

51 13.178 1269 1273 1275 rBV2 104267 182461 18.03% 1.087%

52 13.218 1275 1277 1278 rVV 70311 79705 7.88% 0.475%
53 13.267 1278 1282 1285 rVB3 176750 315682 31.19% 1.880%
54 13.316 1285 1287 1289 rBV2 60706 86607 8.56% 0.516%

55 13.365 1289 1292 1294 rBV3 106814 224668 22.20% 1.338%

56 13.444 1297 1300 1302 rBV2 220731 294456 29.09% 1.754%
57 13.513 1302 1307 1310 rBV6 85505 229102 22.64% 1.364%
58 13.592 1312 1315 1316 rBV2 54394 83025 8.20% 0.494%
59 13.641 1317 1320 1323 rVB4 121090 193667 19.13% 1.153%
60 13.730 1323 1329 1331 rBV2 160724 426098 42.10% 2.538%

61 13.770 1331 1333 1339 rVB5 175970 471844 46.62% 2.810%
62 13.858 1340 1342 1344 rBV2 110452 150829 14.90% 0.898%
63 13.917 1344 1348 1351 rBV3 339024 714822 70.63% 4._.257%
64 13.967 1351 1353 1356 rVB4 188548 346302 34.22% 2.062%
65 14.016 1356 1358 1361 rVB3 114757 171772 16.97% 1.023%

66 14.065 1361 1363 1364 rBV 62951 81133 8.02% 0.483%
67 14.124 1364 1369 1371 rBV6 91311 250330 24.73% 1.491%
68 14.213 1374 1378 1383 rBV6 344560 836104 82.61% 4_979%
69 14.282 1383 1385 1390 rVB5 252525 573541 56.67% 3.416%
70 14.361 1390 1393 1396 rBV5 195888 391631 38.69% 2.332%

71 14.489 1403 1406 1407 rBV2 191688 315806 31.20% 1.881%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF100418\
Data File : VF060457.D

Aca On : 5 Oct 2018 1:02

Operator : VA/AP

Sample : J5195-01

Misc : 6.39/5mL/MSVOA F/SOIL

ALS Vial : 51 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\82F100118S.M

: SW846 8260

72 14.519 1407 1409 1410 rVv2 277716 349100 34.49% 2.079%
73 14.548 1410 1412 1416 rVVv4 248999 502821 49.68% 2.994%
74 14.637 1420 1421 1425 rVB4 161003 233530 23.07% 1.391%
75 14.923 1448 1450 1452 rVB2 137278 159808 15.79% 0.952%

76 15.051 1460 1463 1466 rBV 269154 523921 51.77% 3.120%
77 15.169 1472 1475 1478 rBV4 128803 311262 30.75% 1.854%
78 15.219 1478 1480 1487 rVB5 228805 524581 51.83% 3.124%
79 15.386 1494 1497 1501 rBV3 168619 357014 35.27% 2.126%
80 15.702 1527 1529 1534 rVB3 123892 273511 27.02% 1.629%

81 15.879 1544 1547 1556 rVB6 182353 435564 43.04% 2.594%

Sum of corrected areas: 16791657
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF100418\
Data File : VF060457.D

Aca On : 5 Oct 2018 1:02

Operator : VA/AP

Sample : J5195-01

Misc : 6.39/5mL/MSVOA F/SOIL

ALS Vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F100118S .M

SW846 8260

TIC Library :
TIC Integration Parameters:

C:\DATABASENNIST11.L
LSCINT.P

Abundance
700000

600000

500000

400000

300000

200000

100000

1.141.285 &82

TIC: VF060457.D

4.27

40143£\

5.02

4.79

5.75

05

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
700000

600000

500000

400000

300000

200000

100000

7.69

TIC: VF060457.D

8.588.75

9.10

9.90

1046,4806%) 16362

0
Time-->

8.50

I
9.00

T
10.00

10.50
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700000

600000

500000

400000

300000

200000

100000

04
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ety

Wahs Mg, 149500

15.22
14.36

14 i 0 15.

13.92
7 15.39

B.97
13.77

13.44 13‘g,..-6‘ 12

P3 :!

9
4(‘4 ‘

12.62
15.70;5 gg

11.50
A 12.84
.06
0,432.5G12.78
11.35/1{ B$ g
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Time-->

I I T I T I T
11 50 12 OO 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\VF100418\
Data File : VF060457.D

Aca On : 5 Oct 2018 1:02

Operator : VA/AP

Sample : J5195-01

Misc : 6.39/5mL/MSVOA F/SOIL

ALS Vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F100118S .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 Sulfurous acid, octadecyl 2... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.73 36.08 ug/1 426098 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 64
2 2-Piperidinone. N-I4-bromo-n-but... 233 C9H16BrNO 195194-80-0 60
3 Oxalic acid. 6-ethvloct-3-vIl iso... 286 C16H3004 1000309-34-1 53
4 4.4-Dipropvlheptane 184 C13H28 017312-72-0 47
5 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 47
Abundance Scan 1329 (13.730 min): VF060457.D (-1323) (-) m/z 43.10 100.00%

57

71 85
5000

11,141 R
125 167 13.40 13.60 13.80 14.00

182 207 233 251 292 m/z 57.10 87.88%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester

43 57

71

13.40 13.60 13.80 14.00
m/z 55.10 73.05%

5000

5
141155169183197 253 769

224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88460: 2-Piperidinone, N-[4-bromo-n-butyl]-
43
R M
13.40 13.60 13.80 14.00
5000 , m/z 41.00 72.27%
1
97
“\ \J ‘ 111125139154 177 205 233
o RRaRamasE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #132800: Oxalic acid, 6-ethyloct-3-yl isobuty! ester R R mEEE
57 85 13.40 13.60 13.80 14.00
71 m/z 71.10 59.75%
soo0{ 42
111
29 ‘ ‘ 141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF100418\
Data File : VF060457.D

Aca On : 5 Oct 2018 1:02

Operator : VA/AP

Sample : J5195-01

Misc : 6.39/5mL/MSVOA F/SOIL

ALS Vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F100118S .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 unknownl3.77 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.77 39.95 ug/1 471844 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(2-Hvdroxvcvclohexv)-furan 166 C10H1402 118959-04-9 42
2 4-Undecene. 3-methvl-. (2)- 168 C12H24 074645-87-7 20
3 3-Undecene. 5-methvl- 168 C12H24 1000061-84-1 18
4 Cvclopentane. 1.3-dimethvl-2-(1-... 138 C10H18 061142-31-2 18
5 3-Hexene, 2,2-dimethyl-, (2)- 112 C8H16 000690-92-6 18
Abundance Scan 1333 (13.770 min): VF060457.D (-1331) (-) m/z 55.10 100.00%

5000
13.40 13.60 13.80 14.00
177
204216 242 m/z 81.00 75.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #34836: 3-(2-Hydroxycyclohexyl)-furan
81
95
T T T
5000 166 13.40 13,60 13.80 14.00
67 m/z 83.10 74 .23%
|| 53 149
R T Y e
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #36810: 4-Undecene, 3-methyl-, (2)-
55
83 T T T
70 13.40 13.60 13.80 14.00
5000 a1 m/z 41.10 72.31%
97

29
\‘ \J h‘ A ‘ 111 125 139 53 168

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #36781: 3-Undecene, 5-methyl- e REREE
55 13.40 13.60 13.80 14.00

m/z 69.10 51.44%

83
5000

41

M A H o7 111 126139157 168

m/z--> 20 40 100 120 140 160 180 200 220 240 13. 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF100418\
Data File : VF060457.D

Aca On : 5 Oct 2018 1:02

Operator : VA/AP

Sample : J5195-01

Misc : 6.39/5mL/MSVOA F/SOIL

ALS Vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F100118S .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 Cyclododecene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.92 60.52 ug/1 714822 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecene. (E)- 166 C12H22 001486-75-5 50
2 Bicvclol3.3.21decan-9-one 152 C10H160 028054-91-3 46
3 Cvclododecene 166 C12H22 001501-82-2 45
4 Naphthalene. decahvdro-1.1-dimet... 166 C12H22 035431-04-0 43
5 1-Octadecyne 250 C18H34 000629-89-0 35
Abundance Scan 1348 (13.917 min): VF060457.D (-1344) (-) m/z 55.10 100.00%
5000
133 14g 166 AL NI B B
13.60 13.80 14.00 14.20
m/z 41.10 96.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #35164: Cyclododecene, (E)-
41 - 81
5000 9 SR AR RO SN
13.60 13.80 14.00 14.20
29 109 166 m/z 81.00 95.59%
123 138
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25137: Bicyclo[3.3.2]decan-9-one
81 96 152
67 AL NI B B
13.60 13.80 14.00 14.20
5000 4 g 109 m/z 97.05 82.95%
‘ 123
||||||||“:|‘i‘l‘||““||h
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #35145: Cyclododecene B BEmma B B
a 67 13.60 13.80 14.00 14.20
81 m/z 67.00 68.75%
5000 96
29 109 166
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13,60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF100418\
Data File : VF060457.D

Aca On : 5 Oct 2018 1:02

Operator : VA/AP

Sample : J5195-01

Misc : 6.39/5mL/MSVOA F/SOIL

ALS Vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F100118S .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 wunknownl4.21 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.21 70.79 ug/1 836104 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1-pentvl-2-propvl- 182 C13H26 062199-51-3 49
2 6-Tridecene. (E)- 182 C13H26 006434-76-0 46
3 Cvclooctane. 1.4-dimethvl-. trans- 140 C10H20 013151-98-9 45
4 Cvclohexane. 2-butvl-1.1.3-trime... 182 C13H26 054676-39-0 42
5 Cyclopentane, 1,2-dibutyl- 182 C13H26 062199-52-4 42
Abundance Scan 1378 (14.213 min): VF060457.D (-1374) (-) m/z 55.10 100.00%
83
5000
13.80 14.00 14.20 14.40 14.60
m/z 69.10 99.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47291: Cyclopentane, 1-pentyl-2-propyl-
6o
5000 4l LRI SRR UM LR B
13.80 14.00 14.20 14.40 14.60
m/z 83.10 90.49%
26
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47276: 6-Tridecene, (E)-
41 55
N 13.80 14.00 14.20 14.40 14.60
5000 m/z 41.10 73.27%
182
%6 | 2 139154
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18047: Cyclooctane, 1,4-dimethyl-, trans- R BRE B e
55 13.80 14.00 14.20 14.40 14.60
a1 m/z 119.05 63.48%
5000 0
97 125
25 H i 140
m/z--> ﬁo 45 eb 80 100 120 140 160 180 200 220 240 260 280 13%0 14.00 14.20 14.40 14.60

82F100118S.M Fri Oct 05 18:40:49 2018 Page: 8



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF100418\
Data File : VF060457.D

Aca On : 5 Oct 2018 1:02

Operator : VA/AP

Sample : J5195-01

Misc : 6.39/5mL/MSVOA F/SOIL

ALS Vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F100118S .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 unknownl4.28 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.28 48.56 ug/1 573541 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-tert-Butvltoluene 148 C11H16 001074-92-6 25
2 Phenol. 2-(2-methyl-2-propenvl)- 148 C10H120 020944-88-1 25
3 4-tert-Butvltoluene 148 C11H16 000098-51-1 25
4 Benzene. 1-(1.1-dimethvlethvI)-3... 148 C11H16 001075-38-3 25
5 Cyclodecene, 3-bromo- 216 C10H17Br 056325-56-5 15

Abundance Scan 1385 (14.282 min): VF060457.D (-1383) (-) m/z 133.05 100.00%

95
81 119

5000

14.00 14.20 14.40 14.60
m/z 95.00 72.16%

179 198 216 233

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22766: 2-tert-Butyltoluene
133
105
5000 LA L L L L L L L
148 14.00 14.20 14.40 14.60
o1 m/z 81.00 64.64%
15 27 H 23 ?F I Al 1|7 .
L B A o o o e o i i e U
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22690: Phenol, 2-(2-methyl-2-propenyl)-
133
148 o O o
14.00 14.20 14.40 14.60
5000 m/z 119.05 62.69%
105
5 27 5 5 63 7\‘7\ Tolme
! m il 1 Ll [T |
.”,.”.,”..“..w..”,.”.,”..“..w..”,.”.,”..“..w
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22765: 4-tert-Butyltoluene e R
133 14.00 14.20 14.40 14.60
m/z 41.10 42 _.01%
105
5000
148
91
65 77 117
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF100418\
Data File : VF060457.D

Aca On : 5 Oct 2018 1:02

Operator : VA/AP

Sample : J5195-01

Misc : 6.39/5mL/MSVOA F/SOIL

ALS Vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F100118S .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-1,1,... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .36 33.16 ug/1 391631 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.1.6-tri... 160 C12H16 014276-95-0 64
2 1H-Indene. 2.3-dihvdro-1.1.5-tri... 160 C12H16 040650-41-7 62
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 025419-33-4 58
4 1H-Indene. 2.3-dihvdro-1.1.4-tri... 160 C12H16 016204-72-1 58
5 Benzene, (1,3-dimethyl-2-butenyl)- 160 C12H16 050704-01-3 58
Abundance Scan 1393 (14.361 min): VF060457.D (-1390) (-) m/z 145.10 100.00%
145
5000 81
41 67 95
111128 | 166 14.00 14.20 14.40 14.60
821% 226 270 m/z 81.00 39.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #30903: 1H-Indene, 2,3-dihydro-1,1,6-trimethyl-
145
5000 LR DR S BRI B B
14.00 14.20 14.40 14.60
160 m/z 67.05 30.83%
15 39 6377 91105 128
I (R W Il PR "
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #30907: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl-
145
14.00 14.20 14.40 14.60
5000 m/z 95.00 28.68%
BB mpaws )
I M |
m/z--> 20 40 eb 85 160 120 140 160 180 200 220 240 260
Abundance #30946: Naphthalene, 1,2,3,4-tetrahydro-1,8-dimethyl- e REREE
145 14.00 14.20 14.40 14.60
m/z 41.10 27 .70%
5000
160
39 63 77 91 ‘1}‘5%‘30
Lo | l I
m/z--> ﬁo 40 eb 80 100 120 140 160 180 200 220 240 260 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF100418\
Data File : VF060457.D

Aca On : 5 Oct 2018 1:02

Operator : VA/AP

Sample : J5195-01

Misc : 6.39/5mL/MSVOA F/SOIL

ALS Vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F100118S .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 unknownl4.55 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.55 42 .57 ug/1 502821 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 000473-55-2 41
2 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 006876-13-7 15
3 57.6".77.8"-Tetrahvdro-2"-aceton... 174 C12H140 000774-55-0 11
4 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 030316-36-0 11
5 Toluene, 4-(1,1-dimethyl-2-propy... 174 C12H140 082719-54-8 11
Abundance Scan 1412 (14.548 min): VF060457.D (-1410) (-) m/z 159.05 100.00%
159
4% 81 133
95
5000
109
174
14.20 14.40 14.60 14.80
S— 1% 26269 | "m/z 55.10 69.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16976: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-

41 56 95

27

5000

14.20 14.40 14.60 14.80
m/z 133.05 67.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17013: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, (1.alpha....
41 55 95
R o
9 14.20 14.40 14.60 14.80
5000 m/z 81.00 65.67%
27
123
109 138
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #41108: 5',6',7',8- Tetrahydro-2'-acetonaphthone e REREE
159 14.20 14.40 14.60 14.80
m/z 41.10 64 .70%
5000
191 174
43 115 ‘
7
B2 S | S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF100418\
Data File : VF060457.D

Aca On : 5 Oct 2018 1:02

Operator : VA/AP

Sample : J5195-01

Misc : 6.39/5mL/MSVOA F/SOIL

ALS Vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F100118S .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 Benzene, 4-(2-butenyl)-1,2-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.05 44_.36 ug/1 523921 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 64
2 Benzene. 1-(1-methvlethenvl)-2-(... 160 C12H16 005557-93-7 58
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 53
4 1H-Indene. 2.3-dihvdro-1.1.4-tri... 160 C12H16 016204-72-1 50
5 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 49
Abundance Scan 1463 (15.051 min): VF060457.D (-1460) (-) m/z 145.10 100.00%
145
5000
105 160
1
39 77 UL SURILE SO SRR SUM
6 176 14.80 15.00 15.20 15.40
198207 233 286 | 7z 131.10 57.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30923: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145
5000 160 L SIS B I B
14.80 15.00 15.20 15.40
91105 130 m/z 133.00 39.48%
15 39 65
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30951: Benzene, 1-(1-methylethenyl)-2-(1-methylethyl)-
145
' 14:80 15.00 15.20 15.40
5000 m/z 105.05 34.77%
g1 117 160
“'WH“P?iﬁzh“Lw“me'VHw““l““w“w'“'““V'HVH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30934: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl- e RARREEE RS
145 14.80 15.00 15.20 15.40
m/z 160.10 32.38%
5000
108 | 160
15 39 g 91105
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 " 14:80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF100418\
Data File : VF060457.D

Aca On : 5 Oct 2018 1:02

Operator : VA/AP

Sample : J5195-01

Misc : 6.39/5mL/MSVOA F/SOIL

ALS Vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F100118S .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 unknownl5.22 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.22 44 .42 ug/1 524581 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrrole. 1-(2-furanvlimethvl)- 147 C9HONO 001438-94-4 25
2 2-Pentvne. 4.4-dimethvl- 96 C7H12 000999-78-0 15
3 1l.4-Hexadiene. 2-methvl- 96 C7H12 001119-14-8 11
4 Quinoxalin-6-vl-methanol 160 C9H8N20 1000318-21-1 11
5 Cyclohexene, 3-chloro- 116 C6HOClI 002441-97-6 11
Abundance Scan 1480 (15.219 min): VF060457.D (-1478) (-) m/z 41.10 100.00%
41 55
81
5000
14.80 15.00 15.20 15.40 15.60
ek m/z 55.00 90.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #22580: 1H-Pyrrole, 1-(2-furanylmethyl)-
g
5000 53 147 R LR SR B R
14.80 15.00 15.20 15.40 15.60
27 m/z 81.05 76.25%
117
m/z--> 20 45 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance #2895: 2-Pentyne, 4,4-dimethyl-
g1
14.80 15.00 15.20 15.40 15.60
5000 m/z 82.10 72.83%
39 53 96
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2890: 1,4-Hexadiene, 2-methyl- I RmmaEma s e
81 14.80 15.00 15.20 15.40 15.60
m/z 69.10 57 .49%
5000 39 96
53
15 ... \k \\M\ “‘..“‘u..lu..l.... RE R R e .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40 15.60

82F100118S.M Fri Oct 05 18:40:53 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF100418\
Data File : VF060457.D

Aca On : 5 Oct 2018 1:02

Operator : VA/AP

Sample : J5195-01

Misc : 6.39/5mL/MSVOA F/SOIL

ALS Vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F100118S .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

159

Peak Number 10 unknownl5.88 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.88 36.88 ug/1 435564 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 47
2 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 43
3 3.4-Diethoxv-N-(4.5.6.7-tetrahvd... 346 C18H22N203S 1000311-37-1 25
4 9-Vinvlcarbazole 193 C14H11N 001484-13-5 22
5 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 16
Abundance Scan 1547 (15.879 min): VF060457.D (-1544) (-) m/z 193.10 100.00%
193
41 g
123
5000 95
I I I

15.60 15.80 16.00
m/z 41.10 73.28%

1 210 233 260 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69 193
123
41
5000 95 LA EL I L L  LB  BLBL
15. 60 15. 80 16. 00
m/z 69.00 68.26%
152
TTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
B aman s oo
123 15.60 15.80 16.00
5000 69 9 m/z 55.05 64.76%
‘ \ 151
\ || /I ‘ |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #181077: 3,4-Diethoxy-N-(4,5,6,7-tetrahydrobenzothiazol-2-... B aman s oo
193 15.60 15.80 16.00
m/z 83.10 59.29%
5000 137
165
5, 70 109
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 60 15. 80 16. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF100418\
Data File : VF060457.D

Acq On : 5 Oct 2018 1:02

Operator : VA/AP

Sample - J5195-01

Misc : 6.39/5mL/MSVOA_F/SOIL

ALS Vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F100118S .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]
Sulfurous acid, o... 13.73 36.1 ug/l 426098 4 12.63 590525 50.0
unknownl13.77 13.77 40.0 ug”/1 471844 4 12.63 590525 50.0
Cyclododecene, (E)- 13.92 60.5 ug/I 714822 4 12.63 590525 50.0
unknownl4 .21 14.21 70.8 ug/I1 836104 4 12.63 590525 50.0
unknownl14 .28 14.28 48.6 ug”/1 573541 4 12.63 590525 50.0
1H-Indene, 2,3-di... 14.36 33.2 ug/I1 391631 4 12.63 590525 50.0
unknownl14 .55 14.55 42.6 ug/1 502821 4 12.63 590525 50.0
Benzene, 4-(2-but... 15.05 44 _4 ug/1 523921 4 12.63 590525 50.0
unknownl15.22 15.22 44 _4 ug/1 524581 4 12.63 590525 50.0
unknownl15.88 15.88 36.9 ug/I 435564 4 12.63 590525 50.0
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