LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062121.D

Aca On : 23 Mar 2019 17:05

Operator : VA/AP

Sample : K2045-09

Misc : 6.290/5mL/MSVOA-F/SOIL

ALS Vial : 11 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 1.515 87 90 95 rvB2 4666 14271 1.70% 0.174%
2 2.185 155 158 160 rBv2 7295 11740 1.40% 0.143%
3 2.244 160 164 169 rvv3 16638 50917 6.07% 0.621%
4 2.304 169 170 174 rVvv3 6067 10304 1.23% 0.126%
5 2.382 174 178 180 rVB3 6610 12379 1.48% 0.151%
2.728 208 213 216 rBV5 3343 10101 1.20% 0.123%
3.073 247 248 251 rBV 9179 9251 1.10% 0.113%

296 rvv 60841 164040 19.56% 2.000%
4.019 336 344 348 rBV 41013 148803 17.74% 1.814%
4.118 349 354 364 rVB 116781 368284 43.91% 4._.489%
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w
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11 4.424 376 385 395 rBV 18612 76734 9.15% 0.935%
12 4._.867 421 430 438 rBV2 242125 838793 100.00% 10.225%
13 5.597 498 504 516 rBvV 270951 747489 89.11% 9.112%
14 5.903 533 535 537 rvv2 9563 10164 1.21% 0.124%
15 7.559 697 703 711 rvVv 299060 723626 86.27% 8.821%

16 8.121 757 760 764 rvB2 5078 11465 1.37% 0.140%
17 8.279 772 776 782 rVB2 13626 35731 4.26% 0.436%
18 8.457 787 794 799 rBV5 6528 19119 2.28% 0.233%
19 8.970 841 846 850 rVB3 9672 20692 2.47% 0.252%
20 9.117 857 861 867 rVB3 15495 41543 4._.95% 0.506%
21 9.285 871 878 883 rvB2 14480 40432 4.82% 0.493%
22 9.403 888 890 895 rvB3 4520 11020 1.31% 0.134%

23 9.778 920 928 935 rBV 342745 755816 90.11% 9.213%
24 9.896 935 940 944 rvv 44446 100230 11.95% 1.222%

25 10.261 970 977 982 rBV6 7320 28416 3.39% 0.346%
26 10.350 982 986 992 rBV2 17738 39751 4.74% 0.485%
27 10.488 996 1000 1005 rvB2 19861 48897 5.83% 0.596%
28 10.567 1005 1008 1010 rBV3 8142 13844 1.65% 0.169%
29 10.666 1010 1018 1023 rBV 80398 163911 19.54% 1.998%
30 10.784 1026 1030 1032 rVV3 21439 50733 6.05% 0.618%
31 10.823 1032 1034 1038 rVV 37687 76174 9.08% 0.929%
32 10.882 1038 1040 1044 rVB3 7391 11957 1.43% 0.146%
33 10.961 1044 1048 1051 rVB5 9069 19541 2.33% 0.238%
34 11.050 1051 1057 1059 rBVZ2 26897 65333 7.79% 0.796%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062121.D

Aca On : 23 Mar 2019 17:05

Operator : VA/AP

Sample : K2045-09

Misc : 6.290/5mL/MSVOA-F/SOIL

ALS Vial : 11 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

35 11.119 1059 1064 1066 rBV2 46378 80412 9.59% 0.980%
36 11.159 1066 1068 1072 rVB 59854 90471 10.79%% 1.103%
37 11.228 1072 1075 1077 rBV3 15315 34002 4._05% 0.414%
38 11.267 1077 1079 1084 rVB2 56595 93768 11.18% 1.143%
39 11.415 1086 1094 1101 rBV 260862 511664 61.00% 6.237%
40 11.553 1105 1108 1112 rBV4 45399 85025 10.14% 1.036%
41 11.612 1112 1114 1116 rVB2 9069 12155 1.45% 0.148%
42 11.661 1116 1119 1123 rVB3 32761 58458 6.97% 0.713%
43 11.721 1123 1125 1128 rBV4 5954 10806 1.29% 0.132%
44 11.780 1128 1131 1133 rVB2 9902 15587 1.86% 0.190%
45 11.829 1133 1136 1138 rVB3 7261 11656 1.39% 0.142%
46 11.888 1138 1142 1144 rBV3 21719 38558 4._.60% 0.470%
47 11.947 1144 1148 1150 rBV4 23434 43270 5.16% 0.527%
48 11.997 1150 1153 1157 rVB 97618 160059 19.08% 1.951%
49 12.066 1157 1160 1164 rVB4 15583 33593 4._00% 0.409%
50 12.145 1164 1168 1171 rBvV4 33168 73084 8.71% 0.891%
51 12.204 1171 1174 1180 rVB5 39477 81658 9.74% 0.995%
52 12.283 1180 1182 1185 rVB2 26533 39908 4.76% 0.486%
53 12.332 1185 1187 1190 rBvV4 13584 29710 3.54% 0.362%
54 12.391 1190 1193 1195 rBV3 23905 44001 5.25% 0.536%
55 12.421 1195 1196 1198 rBV2 9307 12278 1.46% 0.150%
56 12.460 1198 1200 1201 rVB2 9961 9247 1.10% 0.113%
57 12.490 1201 1203 1205 rVB2 12048 17028 2.03% 0.208%
58 12.549 1205 1209 1217 rVB 409154 661083 78.81% 8.059%
59 12.667 1217 1221 1224 rBV5 14366 34546 4.12% 0.421%
60 12.786 1227 1233 1235 rBV3 23838 65943 7.86% 0.804%
61 12.845 1236 1239 1242 rVB4 20258 41717 4._.97% 0.509%
62 12.904 1242 1245 1246 rBV2 8439 9989 1.19% 0.122%
63 12.943 1246 1249 1252 rBV3 18763 49548 5.91% 0.604%
64 13.111 1262 1266 1269 rBV3 22337 40764 4._86% 0.497%
65 13.190 1270 1274 1279 rVV 110204 205194 24.46% 2.501%
66 13.259 1279 1281 1282 rVV2 7290 10813 1.29% 0.132%
67 13.289 1282 1284 1286 rVV3 29988 49881 5.95% 0.608%
68 13.338 1286 1289 1291 rVV 69345 117684 14.03% 1.435%
69 13.377 1291 1293 1296 rVV3 24883 43704 5.21% 0.533%
70 13.436 1298 1299 1302 rVV3 13954 22135 2.64% 0.270%
71 13.486 1302 1304 1307 rVvv4 8329 14734 1.76% 0.180%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062121.D

Aca On : 23 Mar 2019 17:05

Operator : VA/AP

Sample : K2045-09

Misc : 6.290/5mL/MSVOA-F/SOIL

ALS Vial : 11 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

72 13.574 1311 1313 1318 rVB6 6507 13219 1.58% 0.161%
73 13.673 1320 1323 1325 rBV3 8357 15117 1.80% 0.184%
74 13.722 1325 1328 1332 rVV4 12283 33691 4.02% 0.411%
75 13.801 1332 1336 1338 rVV3 31332 44300 5.28% 0.540%
76 13.851 1338 1341 1344 rVV2 23118 47115 5.62% 0.574%
77 13.900 1344 1346 1348 rVV 22538 29264 3.49% 0.357%
78 13.949 1348 1351 1354 rVB3 16647 29414 3.51% 0.359%
79 13.998 1354 1356 1359 rBV3 8132 16623 1.98% 0.203%
80 14.097 1364 1366 1369 rvv4 6583 10919 1.30% 0.133%
81 14.156 1369 1372 1374 rVV3 23761 35232 4._.20% 0.429%
82 14.196 1374 1376 1379 rVV 24338 36006 4._.29% 0.439%
83 14.245 1379 1381 1383 rVV3 10332 15233 1.82% 0.186%
84 14.294 1384 1386 1392 rVV5 13748 34524 4.12% 0.421%
85 14.422 1396 1399 1401 rBvV4 10948 18932 2.26% 0.231%
86 14.462 1401 1403 1404 rVv2 7464 11149 1.33% 0.136%
87 14.492 1404 1406 1408 rVB3 11190 13508 1.61% 0.165%
88 14.580 1413 1415 1419 rVvv4 9528 20214 2.41% 0.246%
89 14.630 1419 1420 1424 rVVv4 7164 14793 1.76% 0.180%
90 14.777 1432 1435 1437 rBV3 4233 9253 1.10% 0.113%
91 15.172 1472 1475 1481 rVV2 10777 30942 3.69% 0.377%
92 15.261 1481 1484 1486 rVV3 4803 9300 1.11% 0.113%
93 15.773 1533 1536 1538 rBV 5131 9088 1.08% 0.111%

Sum of corrected areas: 8203470
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062121.D

Aca On : 23 Mar 2019 17:05

Operator : VA/AP

Sample : K2045-09

Misc : 6.290/5mL/MSVOA-F/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

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

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: VF062121.D

400000

300000 5.60

4.87

200000
4.12

100000 3.48

4.0
4.42

1.51 .43)38

Ol T T T T T T T T e e e

Time--> 1.00 1.20 1.40 1.60 1.80 2.00 2.20 2.40 260 280 300 320 340 360 380 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80
Abundance

3.07 5.90

2.73

TIC: VF062121.D

400000
9.78

7.56
300000

200000

100000

8.979.12 9.29 4o

rY— ]

8.50
TIC: VF062121.D

8.12 8.28 g 46

Time-->
Abundance

400000

300000

11.41

200000

100000

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062121.D

Aca On : 23 Mar 2019 17:05

Operator : VA/AP

Sample : K2045-09

Misc : 6.290/5mL/MSVOA-F/SOIL

ALS Vial : 11 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 Nonane Concentration Rank 7

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

9.90 6.63 ug/l 100230 Chlorobenzene-d5 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane 128 C9H20 000111-84-2 87
2 Undecane. 3-methvl- 170 C12H26 001002-43-3 50
3 Octane. 2.5-dimethvl- 142 C10H22 015869-89-3 50
4 Hexane. 2.3.4-trimethvl- 128 C9H20 000921-47-1 50
5 Hexane, 1-propoxy- 144 C9H200 053685-78-2 47

Abundance Scan 940 (9.896 min): VF062121.D (-935) (-) m/z 43.05 100.00%
43.0
5000 85.0
691 128.2 9.60 9.80 10.00 10.20
o ,..'N..,!'...-,0.6.'9.,.!..,....,....,....,297.-.1. m/z 57.05 90.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12662: Nonane
43.0
5000
9.60 9.80 10.00 10.20
85.0 m/z 41.10 51.09%
27,0
LT e | e
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #38335: Undecane, 3-methyl-
57.0
9.60 9.80 10.00 10.20
5000 m/z 85.05 37.89%
41lo 85.0
0 256 ‘ I 1120 1410 1700
m/z--> 25 45 65 éo 160 150 150 160 180 260
Abundance #19180: Octane, 2,5-dimethyl- ..,....[}....,....,....
57.0 9.60 9.80 10.00 10.20
m/z 56.10 26.01%
5000
41/0
99.0
0 15.0 H \‘\‘ H\ ‘ 8310 \‘ 126'0142'0
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 140 1('30 15';0 2(')0 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062121.D

Aca On : 23 Mar 2019 17:05

Operator : VA/AP

Sample : K2045-09

Misc : 6.290/5mL/MSVOA-F/SOIL

ALS Vial : 11 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 Octane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.67 10.84 ug/Il 163911 Chlorobenzene-d5 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 91
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 91
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 91
4 Sulfurous acid. dodecvl 2-ethvlh... 362 C20H4203S 1000309-19-5 72
5 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 64
Abundance Scan 1018 (10.666 min): VF062121.D (-1010) (-) m/z 57.05 100.00%
571.0
5000 2100
113.2
85.0 10.40 10.60 10.80 11.00
o M2 10122069 1 T 05 68360
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19197: Octane, 2,6-dimethyl-
57.0
41.0
5000
10.40 10.60 10.80 11.00
113.0 m/z 43.00 53.01%
85.0
0! 15.0 Il || || 1420
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19185: Octane, 3,6-dimethyl-
57.0
10,40 10.60 10.80 11.00
5000 m/z 41.00 38.52%
41/0
113.0
0 25‘{ ‘\ | nin 85\0 \‘ 1420
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19170: Nonane, 3-methyl- M T
57.0 10.40 10.60 10.80 11.00
m/z 55.95 34 .98%
5000 41,0
113.0
0 15'0 M‘ Ll i, 8?0 \‘ 142.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062121.D

Aca On : 23 Mar 2019 17:05

Operator : VA/AP

Sample : K2045-09

Misc : 6.290/5mL/MSVOA-F/SOIL

ALS Vial : 11 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 Octane, 2,7-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.16 5.98 ug/Il 90471 Chlorobenzene-d5 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.7-dimethvl- 142 C10H22 001072-16-8 53
2 Oxirane., 2-methvl-3-propvl-. cis- 100 C6H120 006124-90-9 52
3 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 50
4 Octane 114 C8H18 000111-65-9 50
5 Decane, 5-methyl- 156 C11H24 013151-35-4 50
Abundance Scan 1068 (11.159 min): VF062121.D (-1066) (-) m/z 57.05 100.00%
57.0
5000
8.1
10.80 11.00 11.20 11.40
Ok ,....l,-..lf“.’,z...?o‘??.. e || /2 43.05  88.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19188: Octane, 2,7-dimethyl-
43.0
5000
99.0 10.80 11.00 11.20 11.40
V ' m/z 71.05 44 _66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3952: Oxirane, 2-methyl-3-propyl-, cis-
43.0
10.80 11.00 11.20 11.40
5000 85.0 m/z 41.10 43.23%
L L I s L B I W S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241176: Tetracontane, 3,5,24-trimethyl- R ARR Ra R R e T
57.0 10.80 11.00 11.20 11.40
m/z 85.05 34.27%
5000
9.0
0 , 141 0 238. 0 505.0547.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062121.D

Aca On : 23 Mar 2019 17:05

Operator : VA/AP

Sample : K2045-09

Misc : 6.290/5mL/MSVOA-F/SOIL

ALS Vial : 11 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 Decane, 3,8-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.27 7.09 ug/l 93768 1,4-Dichlorobenzene-d4 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 64
2 Oxalic acid. 2-ethvlhexvl isobut... 258 C14H2604 1000309-38-5 64
3 Nonane. 2.3-dimethvl- 156 C11H24 002884-06-2 59
4 Undecane. 4.6-dimethvl- 184 C13H28 017312-82-2 59
5 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 59
Abundance Scan 1079 (11.267 min): VF062121.D (-1077) (-) m/z 57.05 100.00%
57.0
5000 4.0
g3l 1121 11.00 11.20 11.40 11.60
142.2 : : : :
ol el oo 288 7z 71.05 65.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38344: Decane, 3,8-dimethyl-
57.0
5000
a1lo 85.0 11.00 11.20 11.40 11.60
1130 m/z 43.05 51.67%
02®.LJ.“ R A s
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #108900: Oxalic acid, 2-ethylhexyl isobutyl ester
57.0
11.00 11.20 11.40 11.60
5000 41.0 m/z 41.05 51.34%
112.0
83.0
SN O O .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28439: Nonane, 2,3-dimethyl- R e
57.0 11.00 11.20 11.40 11.60

m/z 56.05 32.02%

5000 100

112.0

02% | | 141.0156.0

m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062121.D

Aca On : 23 Mar 2019 17:05

Operator : VA/AP

Sample : K2045-09

Misc : 6.290/5mL/MSVOA-F/SOIL

ALS Vial : 11 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 6 3-Hexene, 3-ethyl-2,5-dimet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.55 6.43 ug/l 85025 1,4-Dichlorobenzene-d4 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexene. 3-ethvl-2.,5-dimethvl- 140 C10H20 062338-08-3 46
2 trans-2-Oxabicvclol4.4.0l1ldecane 140 C9H160 059958-46-2 43
3 Cvclohexane. 1l-methvl-4-(l1-methyv... 140 C10H20 006069-98-3 43
4 cis-2-0Oxabicvclol4.4.01decane 140 C9H160 060416-19-5 43
5 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 38
Abundance Scan 1108 (11 553 min): VF062121.D (-1105) (-) m/z 97.10 100.00%
5000
11.20 11.40 11.60 11.80
0 m/z 55.10 96.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18032: 3-Hexene, 3-ethyl-2,5-dimethyl-
54.0
97.0
5000 LR UL LR IR
11.20 11.40 11.60 11.80
m/z 280.95 56.02%
27.0 140.0
Ot et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18743: trans-2-Oxabicyclo[4.4.0]decane
97.0
AR IR SRR RS
11.20 11.40 11.60 11.80
5000 m/z 41.05 37.21%
41.0 140.0
67.0
0.”“U.mdhﬂiﬁh.ﬁnn,””p.”“”.“”..”.”..””,””“.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18075: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis- e
55.0 97.0 11.20 11.40 11.60 11.80
' m/z 69.10 31.86%
5000
140.0
290\ \
0'”P”JP“\JLWL'“””I””L'”P”'P“"”'”"””I””P" N DU B SO I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062121.D

Aca On : 23 Mar 2019 17:05

Operator : VA/AP

Sample : K2045-09

Misc : 6.290/5mL/MSVOA-F/SOIL

ALS Vial : 11 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 Heptane, 3,3,5-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.00 12.11 ug/Il 160059 1,4-Dichlorobenzene-d4 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3.3.5-trimethvl- 142 C10H22 007154-80-5 64
2 Sulfurous acid. isobutvl 2-pentv... 208 C9H2003S 1000309-15-2 64
3 Sulfurous acid. butvl 2-ethvlhex... 250 C12H2603S 1000309-18-8 64
4 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 64
5 Decane, 4-methyl- 156 C11H24 002847-72-5 60
Abundance Scan 1153 (11.997 min): VF062121.D (-1150) (-) m/z 71.05 100.00%
71.0
30
5000
| || | 85.2 o )y 11:|3.2 12711391 1542 11.60 11.80 12.00 12.20 12.40
Obrprrrrprrra el el el B2 T ASR2 0 s 43,05 76.09%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19214: Heptane, 3,3,5-trimethyl-
71.0
430 570
5000
29.0 11.60 11.80 12.00 12.20 12.40
0,
113.0 m/z 57.05 68.57%
0 , Ll 850 970 | 127.0 1400
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #68286: Sulfurous acid, isobutyl 2-penty! ester
43.0 71.0
57.0 11,60 11:80 12.00 12.20 12.40
5000 m/z 41.10 39.97%
29.0 85.0
0 Ll | 101011201930 1390
mz-> 20 30 4'0 5 60 70 80 90 100 110 130 130 140 15 160
Abundance #101977: Sulfurous acid, butyl 2-ethylhexy! ester A N e e
57.0 11.60 11.80 12.00 12.20 12.40
m/z 70.10 32.12%
5000 710
43.0
29.0
0 | H Ii, I 85.0 97.0 11?0
m/z--> 20 30 Jo 50 éo 70 80 90 100 110 120 130 140 150 160 11/60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062121.D

Aca On : 23 Mar 2019 17:05

Operator : VA/AP

Sample : K2045-09

Misc : 6.290/5mL/MSVOA-F/SOIL

ALS Vial : 11 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 unknownl12.20 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.20 6.18 ug/Il 81658 1,4-Dichlorobenzene-d4 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 49
2 Cvclopentane. 1-methvl-3-(l1-meth... 126 C9H18 053771-88-3 43
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 43
4 Cvclohexane. undecvl- 238 C17H34 054105-66-7 43
5 Cyclohexane, decyl- 224 C16H32 001795-16-0 38
Abundance Scan 1174 (12.204 min): VF062121.D (-1171) (-) m/z 83.10 100.00%
83.1
410 210
5000
140.2 ~r VA Y
105.1 | 11.80 12.00 12.20 12.40 12.60
120.
ol Lnd L mes T os 82, 02
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17969: Cyclohexane, butyl-
83.0
55.0
5000 RS AARRRRARAA KSR ARAY
11.80 12.00 12.20 12.40 12.60
260 140.0 m/z 82.10 76.38%
0 '|'II"|Uh' ”!'l'Lh"l'!"ggfz%l?;q N P S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11628: Cyclopentane, 1-methyl-3-(1-methylethyl)-
58.0
83.0 11.80 12.00 12.20 12.40 12.60
5000 m/z 41.05 75.79%
27.0 111.0
“ ‘ “ ulll \‘\ ] ‘ 126.0
e L S L S L WL B WL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58301: Cyclohexane, octyl- L e
83.0 11.80 12.00 12.20 12.40 12.60
m/z 71.05 74 .16%
5000 55.0
o S0 4l 1120 13901550 196.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062121.D

Aca On : 23 Mar 2019 17:05

Operator : VA/AP

Sample : K2045-09

Misc : 6.290/5mL/MSVOA-F/SOIL

ALS Vial : 11 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 N-(2-Ethyl-3-hydroxy-6-meth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.19 15.52 ug/Il 205194 1,4-Dichlorobenzene-d4 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
N-(2-Ethvl-3-hvdroxy-6-methvl-4-_._. 314 C19H26N202 1000260-99-4 72
2 Adamantane-1-carboxamide. N-(4-m... 261 C14H19N302 332042-32-7 64
3 1l-Adamantanecarboxvlic acid. 2-c... 290 C17H19CIl102 1000293-75-4 64
4 1-Adamantanecarboxvlic acid. 2-o... 292 C19H3202 1000282-62-7 64
5 Pentafluoropropionic acid, 2-(1-... 326 C15H19F502 1000283-03-9 64
Abundance Scan 1274 (13.190 min): VF062121.D (-1270) (-) m/z 135.15 100.00%
135.2
5000
93.0 I I U
4Ll1 g7, O| | | 206.9 12.80 13.00 13.20 13.40 13.60
o NN PP WS S O -1 S ——— m/z 93.05 24.01%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #156521: N-(2-Ethyl-3-hydroxy-6-methyl-4-pyridyl)-1-adaman...
135.0

5000
12.80 13.00 13.20 13.40 13.60

79.0 m/z 150.10 18.14%
41.0 107.0 163.0 1930 296.0

SN IRMSVESU N B e it

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #111454: Adamantane-1-carboxamide, N-(4-methyl-3-furazanyl)-

o

135.0
12.80 13.00 13.20 13.40 13.60
5000 m/z 79.00 14.71%
79.0 163.0
0 410 )~ 107.0 \ 2160 2610
IR B S o o s n E RS LA R s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #136161: 1-Adamantanecarboxylic acid, 2-chlorophenyl ester =TT T T T T
135.0 12.80 13.00 13.20 13.40 13.60
m/z 136.10 13.67%
5000
79.0
41.0 ‘ ‘1070 163.0
Ot e e e e e e R e e e s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF032319\
Data File : VF062121.D

Aca On : 23 Mar 2019 17:05

Operator : VA/AP

Sample : K2045-09

Misc : 6.290/5mL/MSVOA-F/SOIL

ALS Vial : 11 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 Adamantane, 1,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.34 8.90 ug/Il 117684 1,4-Dichlorobenzene-d4 12.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 83
2 Silane. 1.3-heptadivnvitrimethvl- 164 C10H16Si 019024-47-6 58
3 1l.4-Dimethvladamantane 164 C12H20 024145-88-8 56
4 1.4-Dimethvladamantane 164 C12H20 024145-89-9 56
5 Pyridine, pentamethyl- 149 C10H15N 003748-83-2 53
Abundance Scan 1289 (13.338 min): VF062121.D (-1286) (-) m/z 149.15 100.00%
149.2
5000
93.0
107.0 UM AR UL B
411 570 770 ‘ 1211 164.1 1300 13.20 13.40 13.60
0 ! PR SR L 22isee || m/z 93.00 29.54%
L S S L SN S UURLELLA SR UL - - ¢
m/z--> 20 40 60 80 100 120 140 160
Abundance #33752: Adamantane, 1,3-dimethyl-
149.0
5000 93.0
41.0 107.0 13.00 13.20 13.40 13.60
27.0 55.0 79.0 y 164.0 m/z 107.00 17.75%
ok |1|4'.|0| ||||| '|i L |'|| |I | II |||| ||'|i|| ||: L e :II-2|:|I-I0I:I'I35I(I)I I|I T
m/z--> 20 40 60 80 100 120 140 160
Abundance #33586: Silane, 1,3-heptadiynylirimethyl-
149.0
13.00 13.20 13.40 13.60
5000 m/z 164.05 14.37%
164.0
0 200 430 590 730 g0 107012001330 |
miz--> 20 40 60 80 100 120 140 160
Abundance #33748: 1,4-Dimethyladamantane
149.0 13.00 13.20 13.40 13.60
m/z 150.10 12.92%
5000 93.0
55.0 79.0 107.0 164.0
121.0
Ob——— e I4:|Iw"9| \I‘\I\ | IM‘NI I‘\h\\l I‘H‘l | Iw‘l\l : |" Il???l I‘I T
m/z--> 20 40 60 80 100 120 140 160 13.00 13.20 13.40 13.60

82F032219S.M Mon Mar 25 18:16:57 2019 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF032319\
Data File : VF062121.D

Acq On : 23 Mar 2019 17:05

Operator : VA/AP

Sample - K2045-09

Misc : 6.299/5mL/MSVOA-F/SOIL

ALS Vial : 11 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]
Nonane 9.90 6.6 ug/Il 100230 3 9.78 755816 50.0
Octane, 2,6-dimet... 10.67 10.8 ug/I1 163911 3 9.78 755816 50.0
Octane, 2,7-dimet... 11.16 6.0 ug”/Il 90471 3 9.78 755816 50.0
Decane, 3,8-dimet... 11.27 7.1 ug/l 93768 4 12.55 661083 50.0
3-Hexene, 3-ethyl... 11.55 6.4 ug/Il 85025 4 12.55 661083 50.0
Heptane, 3,3,5-tr... 12.00 12.1 ug/I1 160059 4 12.55 661083 50.0
unknownl12 .20 12.20 6.2 ug/l 81658 4 12.55 661083 50.0
N-(2-Ethyl-3-hydr... 13.19 15.5 ug/I1 205194 4 12.55 661083 50.0
Adamantane, 1,3-d... 13.34 8.9 ug/Il 117684 4 12.55 661083 50.0
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