LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF062718\

Data File : VF059344.D

Aca On - 27 Jun 2018 17:37

Operator : VA/AP

sample - J3667-01

Misc - 5.07a/5mL/MSVOA-F/SOIL SeREeall
ALS Vial : 15 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\82F062518S.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 1.101 56 58 63 rvB2 12605 19075 3.16% 0.418%
2 1.347 78 83 84 rBvV3 3454 8102 1.34% 0.178%
3 1.702 117 119 122 rvv4 3850 7342 1.22% 0.161%
4 2.274 172 177 179 rBvV2 42241 94370 15.66% 2.069%
5 2.333 179 183 189 rVB 59788 155455 25.79% 3.408%
6 2.451 191 195 196 rBv2 10789 21889 3.63% 0.480%
7 2.678 215 218 220 rVB4 3627 6587 1.09% 0.144%
8 2.944 242 245 248 rVV5 3430 8117 1.35% 0.178%
9 3.052 251 256 257 rBV5 4390 10805 1.79% 0.237%
10 3.703 316 322 333 rvv4 15214 69962 11.61% 1.534%

11 3.910 333 343 351 rvv 126785 421154 69.87% 9.233%
12 4.058 351 358 364 rvv2 54253 224516 37.25% 4.922%
13 4.176 364 370 377 rVvV 169141 602749 100.00% 13.214%
14 4.284 377 381 391 rvv 40735 132984 22.06% 2.915%
15 4.501 391 403 412 rvv2 51152 250587 41.57% 5.494%

16 4.649 412 418 428 rVBS8 16413 68757 11.41% 1.507%
17 4.836 428 437 449 rVB3 27174 94269 15.64% 2.067%
18 5.024 449 456 466 rBv4 66510 232486 38.57% 5.097%
19 5.615 510 516 524 rBV5 9016 30796 5.11% 0.675%
20 5.763 524 531 541 rBV 62649 173777 28.83% 3.810%
21 6.256 572 581 587 rBV3 8082 29453 4_.89% 0.646%
22 6.423 592 598 603 rvVvB5 6454 22701 3.77% 0.498%
23 6.591 610 615 624 rBV5 11249 43940 7.29% 0.963%
24 7.044 655 661 667 rBvV 28146 78404 13.01% 1.719%
25 7.143 667 671 677 rVB2 13306 35882 5.95% 0.787%
26 7.291 677 686 691 rBV6 5723 20973 3.48% 0.460%
27 7.547 707 712 713 rVvvV3 4941 9307 1.54% 0.204%
28 7.577 713 715 719 rVvv5 3250 10167 1.69% 0.223%
29 7.705 723 728 732 rVV 31419 75633 12.55% 1.658%
30 7.774 732 735 739 rVB2 8245 17233 2.86% 0.378%
31 8.346 788 793 795 rvv2 4729 11998 1.99% 0.263%
32 8.405 795 799 802 rvv2 15497 35864 5.95% 0.786%
33 8.454 802 804 812 rvB4 5019 12807 2.12% 0.281%
34 8.681 822 827 832 rBV5 5026 13962 2.32% 0.306%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF062718\

Data File : VF059344.D

Aca On - 27 Jun 2018 17:37

Operator : VA/AP

sample - J3667-01

Misc - 5.07a/5mL/MSVOA-F/SOIL SeREeall
ALS Vial : 15 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\82F062518S .M

Title : SW846 8260

35 8.967 854 856 862 rvv4 4479 11807 1.96% 0.259%
36 9.321 889 892 897 rvVvB3 9513 18413 3.05% 0.404%
37 9.568 914 917 919 rVvv3 6504 13573 2.25% 0.298%
38 9.627 919 923 931 rVvv 45287 105582 17.52% 2.315%
39 9.804 938 941 946 rVB3 3108 8392 1.39% 0.184%
40 9.913 946 952 958 rBV 36476 80320 13.33% 1.761%
41 10.031 960 964 968 rVB3 3079 6394 1.06% 0.140%
42 10.100 968 971 975 rVB5 3365 7508 1.25% 0.165%
43 10.258 985 987 991 rBV2 8499 14710 2.44% 0.322%
44 10.435 1002 1005 1008 rVVv3 2762 7408 1.23% 0.162%
45 10.790 1036 1041 1042 rBV3 3208 6098 1.01% 0.134%
46 10.830 1042 1045 1046 rVVv3 4343 8148 1.35% 0.179%
47 10.859 1046 1048 1051 rVV3 4001 7503 1.24% 0.164%
48 11.076 1069 1070 1073 rVV3 4577 8955 1.49% 0.196%
49 11.125 1073 1075 1078 rVB3 4344 8228 1.37% 0.180%
50 11.313 1089 1094 1097 rBV6 4879 11470 1.90% 0.251%
51 11.372 1097 1100 1104 rVV3 8130 15002 2.49% 0.329%
52 11.441 1104 1107 1110 rVVv2 9087 16220 2.69% 0.356%
53 11.510 1110 1114 1115 rVVv2 20586 33950 5.63% 0.744%
54 11.549 1115 1118 1124 rVV 91933 148350 24.61% 3.252%
55 11.638 1124 1127 1132 rVV3 9149 22492 3.73% 0.493%
56 11.736 1134 1137 1141 rVV4 7589 13763 2.28% 0.302%
57 11.904 1152 1154 1157 rVB2 5412 7872 1.31% 0.173%
58 12.141 1174 1178 1181 rBvV4 7300 16941 2.81% 0.371%
59 12.180 1181 1182 1186 rBV 19098 15731 2.61% 0.345%
60 12.239 1186 1188 1190 rBV2 5069 6470 1.07% 0.142%
61 12.367 1198 1201 1203 rVV2 14626 25418 4.22% 0.557%
62 12.407 1203 1205 1209 rVB 18492 26438 4_.39% 0.580%
63 12.584 1221 1223 1224 rVV2 4999 7878 1.31% 0.173%
64 12.634 1224 1228 1233 rVV 164889 275153 45.65% 6.032%
65 12.791 1240 1244 1250 rVB 20590 38321 6.36% 0.840%
66 12.910 1250 1256 1260 rVBS8 5937 20241 3.36% 0.444%
67 12.998 1263 1265 1270 rVB 17069 27118 4 _50% 0.594%
68 13.156 1280 1281 1285 rVV3 4690 7918 1.31% 0.174%
69 13.215 1285 1287 1292 rVB5 4614 8514 1.41% 0.187%
70 13.304 1292 1296 1298 rBV5 2124 6101 1.01% 0.134%
71 13.402 1303 1306 1307 rVV3 3967 6476 1.07% 0.142%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA F\DATA\VF062718\

Data File : VF059344.D

Aca On - 27 Jun 2018 17:37

Operator : VA/AP

sample - J3667-01

Misc - 5.07a/5mL/MSVOA-F/SOIL SeREeall
ALS Vial : 15 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\82F062518S .M

Title : SW846 8260

72 13.432 1307 1309 1313 rVv4 4786 8627 1.43% 0.189%
73 13.491 1313 1315 1318 rVV3 6288 11656 1.93% 0.256%
74 13.609 1324 1327 1333 rBV5 7756 18651 3.09% 0.409%
75 13.767 1338 1343 1346 rBv4 30012 57868 9.60% 1.269%
76 13.915 1355 1358 1362 rBV5 7303 18648 3.09% 0.409%
77 14.152 1378 1382 1383 rBvV4 5647 12205 2.02% 0.268%
78 14.191 1383 1386 1389 rvv4 9793 22653 3.76% 0.497%
79 14.240 1389 1391 1392 rVV2 8306 11244 1.87% 0.246%
80 14.270 1392 1394 1396 rVVv2 9660 14511 2.41% 0.318%
81 14.368 1401 1404 1407 rVB3 7706 10360 1.72% 0.227%
82 14.418 1407 1409 1414 rVB2 13539 21124 3.50% 0.463%
83 14.516 1415 1419 1426 rBV 58155 112201 18.61% 2.460%
84 14.674 1431 1435 1437 rBvV4 4603 8718 1.45% 0.191%
85 14.871 1452 1455 1456 rBV2 5629 8231 1.37% 0.180%
86 14.930 1459 1461 1462 rVV2 4805 6683 1.11% 0.147%
87 14.960 1462 1464 1467 rVVv4 7036 10675 1.77% 0.234%
88 15.019 1467 1470 1473 rVB5 5514 7514 1.25% 0.165%
89 15.078 1474 1476 1480 rVB4 5092 8828 1.46% 0.194%
90 15.187 1484 1487 1490 rBV2 28205 35325 5.86% 0.774%
91 15.354 1501 1504 1507 rVB3 9244 17283 2.87% 0.379%
92 15.482 1515 1517 1519 rBV3 6128 7843 1.30% 0.172%
93 15.896 1557 1559 1562 rBV3 3767 7685 1.27% 0.168%

Sum of corrected areas: 4561512
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Data Path :
Data File :
Aca 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\VF062718\
VF059344.D

27 Jun 2018 17:37

VA/AP

J3667-01

5.07a/5mL/MSVOA-F/SOIL

15 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .M

SW846 8260

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

Abundance

150000

100000

50000

2.45
2.68

TIC: VF059344.D

2.94.05

3.91

4)18

5.02

5.76

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

Abundance

150000

100000

50000

TIC: VF059344.D

6,

0.2
77 9.8 1(11031& 10.44 100088
O e e e e e i e e e — o ——
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VF059344.D
12.63
150000
100000 11.55
14.52
50000
T 77— 77— 7
Time-- 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\VF062718\
Data File : VF059344.D

Aca On 27 Jun 2018 17:37

Operator : VA/AP

Sample : J3667-01

Misc : 5.07a/5mL/MSVOA-F/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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 unknown3.70 Concentration Rank 5

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

3.70 15.05 ug/Il 69962 Pentafluorobenzene 5.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene. 4.5-dimethvl- 112 C8H16 016106-59-5 47
2 Carbonic acid. dipentvl ester 202 C11H2203 002050-94-4 47
3 3.3-Dimethvlheptadecane 268 C19H40 1000360-43-3 45
4 Ethanedioic acid. bis(3-methvlbu... 230 C12H2204 002051-00-5 45
5 Undecane, 4-methyl- 170 C12H26 002980-69-0 42

Abundance Scan 322 (3.703 min): VF059344.D (-316) (-) m/z 43.00 100.00%
43
71

5000

3.40 3.60 3.80 4.00
m/z 71.10 81.17%

103 120

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6722: 1-Hexene, 4,5-dimethyl-
43
71
5000 LI L L L L LB L L LB
3.40 3.60 3.80 4.00
21 m/z 41.10 52.33%
13 “\ “ 7 \\ 97 112
T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71
43

3.40 3.60 3.80 4.00
5000 m/z 38.95 44 .61%

29
15 57 87 103117133 202
mewwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance : i

#117653: 3,3-Dimethylheptadecane L L e e B
71 3.40 360 380 400

m/z 70.10 42 _.15%

5000 43
85 239
H O 9911317141155 182106 223 267
SRS N A S B T s e L el ) -

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062718\
Data File : VF059344.D

Aca On 27 Jun 2018 17:37

Operator : VA/AP

Sample : J3667-01

Misc : 5.07a/5mL/MSVOA-F/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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 Hexane, 2-methyl- Concentration Rank 2

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

3.91 90.58 ug/1 421154 Pentafluorobenzene 5.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2-methvl- 100 C7H16 000591-76-4 91
2 Pentane. 2.4-dimethvl- 100 C7H16 000108-08-7 59
3 Pentane. 2-bromo-2-methvl- 164 C6H13Br 004283-80-1 47
4 trans-2.3-Epoxvdecane 156 C10H200 054125-39-2 43
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 43

Abundance Scan 343 (3.910 min): VF059344.D (-333) (-) m/z 43.10 100.00%
a3
5000 85
100 3.60 3.80 4.00 4.20
et 2L 207 28 28l T 471 05 69.04%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3978: Hexane, 2-methyl-
43
5000
85 3.60 3.80 4.00 4.20
m/z 85.10 48_.79%
\ Il ” 70 ‘ 100
m/z--> ' 25 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
360 3.80 4.00 420
5000 85 m/z 42.10 39.42%
27
58 100

wﬁmmwwwwmmwwm
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33936: Pentane, 2-bromo-2-methyl-

3.60 3.80 4.00 4.20
m/z 38.95 35.93%

85
5000
27

107123138 164
L L N REERE
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062718\
Data File : VF059344.D

Aca On 27 Jun 2018 17:37

Operator : VA/AP

Sample : J3667-01

Misc : 5.07a/5mL/MSVOA-F/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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 1-Pentene, 2,4-dimethyl- Concentration Rank 3

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

4._.06 48.29 ug/1 224516 Pentafluorobenzene 5.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene. 2.4-dimethvl- 98 C7H14 002213-32-3 53
2 1-Hexene. 5-methvl- 98 C7H14 003524-73-0 53
3 1-Hexene. 2-methvl- 98 C7H14 006094-02-6 45
4 2H-Pvran-2.6(3H)-dione. dihvdro-... 142 C7H1003 004160-82-1 42
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 42

Abundance Scan 358 (4.058 min): VF059344.D (-351) (-) m/z 56.10 100.00%
56
41
5000
71 e L N N
3.80 4.00 4.20 4.40
et ,..~||:.ff§.1.?9... e e ot | m/z 41.05  70.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3355: 1-Pentene, 2,4-dimethyl-
56
41
5000
3.80 4.00 4.20 4.40
27 m/z 43.10 55.42%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 96
3.80 4.00 4.20 4.40
5000 27 m/z 57.00 46 .35%
70
13 84 98
mﬁ‘wﬁwﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3330: 1-Hexene, 2—methy|— LI L L L B A
56 3.80 4.00 4.20 4.40
m/z 71.05 25 _.50%
5000 4
27
70
1 84 98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062718\
Data File : VF059344.D

Aca On 27 Jun 2018 17:37

Operator : VA/AP

Sample : J3667-01

Misc : 5.07a/5mL/MSVOA-F/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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 Hexane, 3-methyl- Concentration Rank 1

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

4.18 129.63 ug/l 602749 Pentafluorobenzene 5.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 3-methvl- 100 C7H16 000589-34-4 92
2 Heptane 100 C7H16 000142-82-5 50
3 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 43
4 Pvrrolidine 71 C4HON 000123-75-1 43
5 3,3-Dimethyl-2-pentanol 116 C7H160 019781-24-9 35

Abundance Scan 370 (4.176 min): VF059344.D (-364) (-) m/z 43.10 100.00%
43

70
5000

3.80 4.00 4.20 4.40 4.60
m/z 41.10 88.59%

193 211 232

263 281

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3977: Hexane, 3-methyl-
43
5000 70
> 3.80 4.00 4.20 4.40 4.60
m/z 70.05 62.50%
‘ M ] 85 100
T T e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
3.80 4.00 4.20 4.40 4.60
5000 27 71 m/z 71.05 60.94%
100
2
W‘mmwwmmwm
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7643: Hexane, 2,3-dimethyl- . R
43 380 400 420 440 460

m/z 57.05 52 .04%

70
5000
h‘ H 85 114

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 380 4.00 4.20 4.40 460
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062718\
Data File : VF059344.D

Aca On 27 Jun 2018 17:37

Operator : VA/AP

Sample : J3667-01

Misc : 5.07a/5mL/MSVOA-F/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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 Cyclopentane, 1,2-dimethyl-__._. Concentration Rank 6

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

4._.65 14.79 ug/Il 68757 Pentafluorobenzene 5.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. 1.2-dimethvl-. cis- 98 C7H14 001192-18-3 68
2 (2)-Hex-2-ene. 5-methvl- 98 C7H14 013151-17-2 64
3 1-Heptene 98 C7H14 000592-76-7 58
4 Cvclobutanone. 2.2-dimethvl- 98 C6H100 001192-14-9 53
5 2-Hexene, 5-methyl-, (E)- 98 C7H14 007385-82-2 52

Abundance Scan 418 (4.649 min): VF059344.D (-412) (-) m/z 70.10 100.00%
sk 7
5000 8
98
211 278 4.40 4.60 4.80 5.00

m/z 56.10 96.72%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3408: Cyclopentane, 1,2-dimethyl-, cis-

6

41

5000
27 4.40 4.60 4.80 5.00

8398 m/z 55.05 83.80%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
56
41
440 4.60 4.80 5.00
5000 m/z 41.10 66.54%
27
98
83
mewmmwmﬂm
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3296: 1-Heptene
1 56 440 4.60 4.80 5.00
m/z 38.90 49 _55%
5000 2
98
2 83
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062718\
Data File : VF059344.D

Aca On 27 Jun 2018 17:37

Operator : VA/AP

Sample : J3667-01

Misc : 5.07a/5mL/MSVOA-F/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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 1-Decanol, 2-ethyl- Concentration Rank 7

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

6.59 12.64 ug/Il 43940 1,4-Difluorobenzene 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-ethvl- 186 C12H260 021078-65-9 59
2 Hexane. 3.3-dimethvl- 114 C8H18 000563-16-6 47
3 Propanoic acid. 2-methvl-. 2-eth... 200 C12H2402 035061-61-1 47
4 2-Heptanone. 5-methvl- 128 C8H160 018217-12-4 47
5 Heptane, 3,4-dimethyl- 128 C9H20 000922-28-1 46

Abundance Scan 615 (6.591 min): VF059344.D (-610) (-) m/z 43.10 100.00%
57 71
5000

6.20 6.40 6.60 6.80 7.00
m/z 71.10 64 .22%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50322: 1-Decanol, 2-ethyl-
43 57
5000 71
6.20 6.40 6.60 6.80 7.00
29 m/z 41.10 59.97%
d“\ ‘ ‘\ 111125139154168
.”,”.q.”,.”.P.”,”...”q.”.“.”,”..”...”...”,”.q”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57 71 6.20 6.40 6.60 6.80 7.00
5000 85 m/z 57.10 58.70%
29
15 99
WTWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61208: Propanoic acid, 2-methyl-, 2-ethylhexy! ester
43 6.20 6.40 6.60 6.80 7.00
71 m/z 70.00 55.11%
5000
29 57
89 12
H Lo 127 143157
.”P”.P”q.”q.”q”..””,””“.”P”..”..”..”q”.q”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062718\
Data File : VF059344.D

Aca On 27 Jun 2018 17:37

Operator : VA/AP

Sample : J3667-01

Misc : 5.07a/5mL/MSVOA-F/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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 2-Butanone, 3-methyl- Concentration Rank 4

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

7.04 22.56 ug/1 78404 1,4-Difluorobenzene 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 3-methvl- 86 C5H100 000563-80-4 59
2 2.3-Butanedione 86 C4H602 000431-03-8 40
3 Acetic acid ethenvl ester 86 C4H602 000108-05-4 40
4 2-Pentanone 86 C5H100 000107-87-9 40
5 N,N"-di-t-Butylethylenediamine 172 C10H24N2 004062-60-6 25

Abundance Scan 661 (7.044 min): VF059344.D (-655) (-) m/z 43.05 100.00%
43
5000 J\‘\
86 /V\H,\”I”I”IIIIIIIII
58 71 6.80 7.00 7.20 7.40
b e 2 22 7z 86.10 0 17.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1767: 2-Butanone, 3-methyl-
43
5000 IIIII""I""I""IIII
6.80 7.00 7.20 7.40
27 m/z 39.10 13.08%

86
‘H “\ 57 7\1
T T e T e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43

6.80 7.00 7.20 7.40

5000 m/z 41.00 11.69%
15 86
28 57 69
L I o o e o e B I o e o e o e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1680: Acetic acid ethenyl ester
a3 6.80 7.00 7.20 7.40

m/z 71.00 7.63%

5000
86 /A\
15 57
\ l,__57

m/z--> 200 40 60 80 100 120 140 160 180 200 220 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062718\
Data File : VF059344.D

Aca On 27 Jun 2018 17:37

Operator : VA/AP

Sample : J3667-01

Misc : 5.07a/5mL/MSVOA-F/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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 unknown7.14 Concentration Rank 10

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

7.14 10.32 ug/Il 35882 1,4-Difluorobenzene 5.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lacthvdrazide 104 C3H8N202 002651-42-5 28
2 Butane. 1-methoxv-3-methvl- 102 C6H140 000626-91-5 17
3 Propanal. 2.2-dimethvl- 86 C5H100 000630-19-3 16
4 3-Pentanone 86 C5H100 000096-22-0 12
5 Boc-ON 246 C13H14N203 058632-95-4 9

Abundance Scan 671 (7.143 min): VF059344.D (-667) (-) m/z 56.95 100.00%
g7
45
5000
86
6.80 7.00 7.20 7.40
73
S— | Y ,...-.,.|...,..1.1.5,....,....,....,..1?2.,2]97'.., m/z 44.95  69.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4642: Lacthydrazide
45
5000
8 6.80 7.00 7.20 7.40
m/z 55.00 24 .93%
“ 58 71‘ 104
Ll L L
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
45
6.80 7.00 7.20 7.40
5000 70 m/z 86.10 24 .16%
29 57 85 101
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #1779: Propanal, 2,2-dimethyl- s e  AEEEmn Y
a1 57 6.80 7.00 7.20 7.40
m/z 42.05 12.90%
5000 29
86
15 ‘ ‘\‘ o1 .
m/z--> 20 40 60 8 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062718\
Data File : VF059344.D

Aca On 27 Jun 2018 17:37

Operator : VA/AP

Sample : J3667-01

Misc : 5.07a/5mL/MSVOA-F/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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 3-Hexanone Concentration Rank 8

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

9.32 11.46 ug/Il 18413 Chlorobenzene-d5 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexanone 100 C6H120 000589-38-8 58
2 3.5-Heptanedione. 2.2.4.6-tetram... 184 C11H2002 1000162-24-5 38
3 Acetvlacetone 100 C5H802 000123-54-6 27
4 3-Heptanone. 5-methvl- 128 C8H160 000541-85-5 23
5 Pentane, 2-isothiocyanato-2,4,4-... 171 C9H17NS 017701-76-7 17

Abundance Scan 892 (9.321 min): VF059344.D (-889) (-) m/z 43.00 100.00%
48 57
71
5000
9.00 9.20 9.40 9.60
m/z 57.00 97.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3783: 3-Hexanone
43 57
71
5000
29 100 9.00 9.20 9.40 9.60
m/z 71.10 68.61%
s | L s
m/z--> 25 4b eb 85 160 150 150 160 180 260 250
Abundance
43 97 71
9.00 9.20 9.40 9.60
5000 100 m/z 100.10 47 .97%
85
29 14
127 141 156 169 184
m/z--> 25 4b eb 85 160 150 140 160 180 200 250
Abundance #3665: Acetylacetone e L SR
43 9.00 9.20 9.40 9.60
m/z 41.10 25.20%
5000
85
- ‘ 100
m/z--> 200 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF062718\
Data File : VF059344.D

Aca On 27 Jun 2018 17:37

Operator : VA/AP

Sample : J3667-01

Misc : 5.07a/5mL/MSVOA-F/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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 Dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.77 10.52 ug/Il 57868 1,4-Dichlorobenzene-d4 12.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 72
2 Undecane 156 C11H24 001120-21-4 59
3 Octane. 2.3.3-trimethvl- 156 Cl11H24 062016-30-2 53
4 Tridecane 184 C13H28 000629-50-5 53
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 50

Abundance Scan 1343 (13.767 min): VF059344.D (-1338) (-) m/z 57.05 100.00%

5000

98

13.40 13.60 13.80 14.00
m/z 43.00 90.45%

117 431

170 191 207 221

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38315: Dodecane
57
43
71
5000 LA L L L L L L L L L L
85 13.40 13.60 13.80 14.00
m/z 71.05 63.79%
98
s S, w0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43 57
13.40 13.60 13.80 14.00
5000 71 m/z 41.10 59.62%
85
29
15 99 113 127 156
T T T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28442: Octane, 2,3,3-trimethyl- A B
43 57 13.40 13.60 13.80 14.00
m/z 85.00 35.63%
71
5000 85
29
H 113
S A N . S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF062718\
Data File : VF059344.D

Acq On 27 Jun 2018 17:37

Operator : VA/AP

Sample - J3667-01

Misc : 5.079/5mL/MSVOA-F/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F062518S .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]
unknown3.70 3.70 15.1 ug/I1 69962 1 5.03 232486 50.0
Hexane, 2-methyl- 3.91 90.6 ug/I 421154 1 5.03 232486 50.0
1-Pentene, 2,4-di... 4.06 48.3 ug/1 224516 1 5.03 232486 50.0
Hexane, 3-methyl- 4.18 129.6 ug/1l 602749 1 5.03 232486 50.0
Cyclopentane, 1,2... 4.65 14.8 ug/I1 68757 1 5.03 232486 50.0
1-Decanol, 2-ethyl- 6.59 12.6 ug/I1 43940 2 5.76 173777 50.0
2-Butanone, 3-met... 7.04 22.6 ug/Il 78404 2 5.76 173777 50.0
unknown?7 .14 7.14 10.3 ug/I1 35882 2 5.76 173777 50.0
3-Hexanone 9.32 11.5 ug/I1 18413 3 9.91 80320 50.0
Dodecane 13.77 10.5 ug/I1 57868 4 12.63 275153 50.0
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