LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060235.D

Aca On : 10 Sep 2018 15:25

Operator : VA/AP

Sample : J4803-11

Misc : 5.43/5mL/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\82F090618S.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 5.041 438 447 464 rBV2 268812 963872 1.41% 0.147%
2 5.770 514 521 534 rBV 280384 766446 1.12% 0.117%
3 7.722 710 719 727 rBV 292165 856226 1.25% 0.130%
4 8.441 785 792 800 rBV3 239705 930255 1.36% 0.142%
5 8.619 800 810 821 rVB2 304818 1259533 1.84% 0.192%
6 8.787 821 827 844 rBV 554988 2480783 3.62% 0.378%
7 9.132 855 862 871 rBV3 761988 3891626 5.68% 0.593%
8 9.260 871 875 887 rVB2 497070 2067920 3.02% 0.315%
9 9.447 887 894 903 rBV 587239 2735959 4 _.00% 0.417%
10 9.703 913 920 927 rBvV4 377827 1624926 2.37% 0.248%

11 9.861 929 936 937 rBV3 454113 1283711 1.87% 0.196%
12 9.930 937 943 960 rVB4 2053296 12972795 18.94% 1.976%
13 10.236 969 974 983 rVB2 435666 2024693 2.96% 0.308%
14 10.403 983 991 997 rBV5 2339614 12721328 18.58% 1.938%
15 10.669 1010 1018 1027 rBV4 3144994 17522362 25.59% 2.670%

16 10.847 1028 1036 1044 rBV3 8254654 45422692 66.33% 6.920%
17 10.995 1046 1051 1059 rVB5 3561341 16615497 24.26% 2.531%
18 11.211 1066 1073 1075 rBV3 3909149 14351559 20.96% 2.186%
19 11.418 1087 1094 1102 rVB5 7340879 33204558 48.49% 5.059%
20 11.625 1102 1115 1118 rBV6 4987788 31300223 45.71% 4._.769%

21 11.714 1118 1124 1133 rVV4 5783208 31393781 45.84% 4._.783%
22 12.148 1156 1168 1169 rBV7 11747000 51231903 74.81% 7.805%
23 12.237 1174 1177 1180 rVB 5486165 11536641 16.85% 1.758%
24 12.355 1180 1189 1194 rBV4 12850367 68479632 100.00% 10.433%
25 12.444 1194 1198 1203 rBV4 6660138 15425575 22.53% 2.350%

26 12.522 1203 1206 1209 rBV 5399091 12792759 18.68% 1.949%
27 12.641 1216 1218 1224 rVB3 5227343 15779338 23.04% 2.404%
28 12.739 1224 1228 1233 rBV2 11071515 37586335 54.89% 5.726%
29 12.848 1236 1239 1241 rBV2 4294967 8729863 12.75% 1.330%
30 12.927 1242 1247 1249 rBV3 4964897 15509827 22.65% 2.363%

31 13.055 1256 1260 1264 rBV4 4616855 14508800 21.19% 2.210%
32 13.124 1264 1267 1270 rVB2 8611728 18936351 27.65% 2.885%
33 13.193 1270 1274 1275 rBV2 7764789 16264244 23.75% 2.478%
34 13.272 1279 1282 1285 rVB2 8364409 14425952 21.07% 2.198%

82F090618S.M Tue Sep 11 11:42:52 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060235.D

Aca On : 10 Sep 2018 15:25

Operator : VA/AP

Sample : J4803-11

Misc : 5.43/5mL/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
Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S.M
SW846 8260

35 13.341 1285 1289 1293 rVB5 7313093 14802160 21.62% 2.255%

36 13.400 1293 1295 1301 rVB3 7728840 18851757 27.53% 2.872%
37 13.488 1301 1304 1306 rBV2 4484935 8174336 11.94% 1.245%
38 13.587 1312 1314 1316 rVB 3796213 4945311 7.22% 0.753%
39 13.636 1316 1319 1324 rVB3 9647670 19333221 28.23% 2.945%
40 13.705 1324 1326 1327 rBV 819154 1256522 1.83% 0.191%

41 13.725 1327 1328 1332 rVB 3440751 3712173 5.42% 0.566%
42 13.794 1332 1335 1338 rBV2 5395401 9148287 13.36% 1.394%
43 13.843 1338 1340 1343 rVB3 2088105 3010737 4._.40% 0.459%
44 13.893 1343 1345 1347 rBV 3266120 4905536 7.16% 0.747%
45 13.942 1347 1350 1351 rBV 4841161 8457292 12.35% 1.288%

46 14.060 1358 1362 1366 rVB 5563150 9492740 13.86% 1.446%
47 14.129 1366 1369 1370 rVV 929025 1549283 2.26% 0.236%
48 14.149 1370 1371 1374 rVV 1045928 1474438 2.15% 0.225%
49 14.228 1374 1379 1382 rVVv4 2365601 5628937 8.22% 0.858%
50 14.287 1383 1385 1391 rVB 1564035 2439579 3.56% 0.372%

51 14.533 1406 1410 1417 rVB2 667311 1592184 2.33% 0.243%

Sum of corrected areas: 656372458
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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\VF091018\
VF060235.D

10 Sep 2018 15:25

VA/AP

J4803-11

5.43/5mL/MSVOA F/SOIL

11 Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .M
: SW846 8260

= C:\DATABASE\NIST11.L

LSCINT.P

Abundance TIC: VF060235.D
2e+07
1.5e+07
1e+07
5000000
0 5.04 5.77
IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
Time--> 100 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80
Abundance TIC: VF060235.D
2e+07
1.5e+07
10.85
1e+07
10.9¢
5000000
9.093 10.40
— 644862879 91326945 gmyﬁ\\mm
e e e S
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VF060235.D
2e+07 12.4 51 135
12.7412 93
12,52 1327
1.5e+07 \ 13. 12 3 34
2.85 3
11.71 1p.24 8513 0611 13.40 13.64
1P.64
11.42
1e+07 3.49
11.63 13.5
11.2 13.793/94
14.06
3.
5000000 1874 ‘nf'
i 14.23
- 29
14.53
L e
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\VF091018\
Data File : VF060235.D

Aca On : 10 Sep 2018 15:25

Operator : VA/AP

Sample : J4803-11

Misc : 5.43/5mL/MSVOA F/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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 Cyclononene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.67 67.54 ug/1 17522400 Chlorobenzene-d5 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononene 124 C9H16 003618-11-9 51
2 2-Hexvne 82 C6H10 000764-35-2 49
3 Cis-bicvclol4.2.0loctane 110 C8H14 028282-35-1 47
4 3-Hexvne 82 C6H10 000928-49-4 46
5 Cyclopropane, (1-methylethylidene)- 82 C6H10 004741-86-0 43

Abundance Scan 1018 (10.669 min): VF060235.D (-1010) (-) m/z 41.00 100.00%
a1 67 82
55
5000
| I 126 Lo 050 1083 1100
109 : : : -
0 ..,....,....,...:I]...-':I!:,.'.'!" 7l oy R0mr 0 142 L 67.00  95.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10617: Cyclononene
39 67
54
81
5000
27 10.40 10.60 10.80 11.00
‘ m/z 82.00 89.73%
0'WH'Wth“JL'“m“'M“W'JL*'Wle““v'“w“'v“w'“w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #1189: 2-Hexyne
67
82 USRNSSR BN
53 10.40 10.60 10.80 11.00
5000 41 m/z 55.00 70.40%
27
O'W}?P'”P“'P”W”'W”“EH'I”W”'W””P'”P”W'”W””I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #5955: Cis-bicyclo[4.2.0]octane R Al BRRES BEs s
67 82 10.40 10.60 10.80 11.00
m/z 81.00 69.93%
54
5000
95 110
0'W”'W”'W””I“”fM”P'MP”'H”"AW”'W””I””P'”P'”P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060235.D

Aca On : 10 Sep 2018 15:25

Operator : VA/AP

Sample : J4803-11

Misc : 5.43/5mL/MSVOA F/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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 Octane, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.85 175.07 ug/Il 45422700 Chlorobenzene-d5 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 60
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 46
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 45
4 2-Heptenal. (2)- 112 C7H120 057266-86-1 42
5 Octane, 2-iodo- 240 C8H171 000557-36-8 22
Abundance Scan 1036 (10.847 min): VF060235.D (-1028) (-) m/z 57.10 100.00%
57
71
5000
R SO SO SURIURA S
10.60 10.80 11.00 11.20
o..,....,....,....|.|:.?R'!.:,..~. 105 192 m/z 41.00 94.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19197: Octane, 2,6-dimethyl-
57
71
41
5000 R SO SR SURIURA S
10.60 10.80 11.00 11.20
29 ‘ a5 113 m/z 71.10 73.99%
N 1 N 2
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19167: Nonane, 3-methyl-
57
7 10,60 10.80 11.00 11.20
5000 43 m/z 43.10 69.57%
29
112
ol 15 1 I 8 e T 127 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19198: Octane, 3,6-dimethyl- A m e R
57 10.60 10.80 11.00 11.20
71 m/z 55.00 66.41%
5000 43
29 113
0 \‘ L [ A 8\\5 99 | 127 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060235.D

Aca On : 10 Sep 2018 15:25

Operator : VA/AP

Sample : J4803-11

Misc : 5.43/5mL/MSVOA F/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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-Propene, 1,1"-oxybis-, (Z... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.99 64.04 ug/1 16615500 Chlorobenzene-d5 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Propene. 1.1"-oxvbis-. (Z.2)- 98 C6H100 004696-27-9 53
2 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 50
3 Cvclohexanone. 2-propvl- 140 C9H160 000094-65-5 50
4 1-Propene. 1.1"-oxvbis-. (E.Z2)- 98 C6H100 004696-29-1 50
5 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 49
Abundance Scan 1051 (10.995 min): VF060235.D (-1046) (-) m/z 57.10 100.00%
5000 M
l mo " 10,60 10.80 11.00 11.20 11.40
ol “...“...“.L.“...“.......“...“..., m/z 98.10 64.32%
m/z--> 40 100 120 140 160 180 200
Abundance #3265 1 Propene, 1,1-oxybis-, (Z,2)-
98
5000 AR R UL B
69 10,60 10.80 11.00 11.20 11.40
m/z 43.10 50.92%
83
0 e e e
m/z--> 60 80 100 120 140 160 180 200
Abundance #19183: Octane, 2,3-dimethyl-
57
10,60 10.80 11.00 11.20 11.40
5000 43 m/z 41.00 47 .21%
” 71 98
ol 15 || ‘L I M‘ 85 L 113 127 142
miz--> % b & 8 100 130 140 160 180 200
Abundance #18706: Cyclohexanone, 2-propyl- R e e E s
98 10.60 10.80 11.00 11.20 11.40
m/z 69.00 22 .53%
5000
27
m/z--> 20 40 60 8 100 120 140 160 180 200 10,60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060235.D

Aca On : 10 Sep 2018 15:25

Operator : VA/AP

Sample : J4803-11

Misc : 5.43/5mL/MSVOA F/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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 4-Octene, 2,6-dimethyl-, [S... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.42 105.22 ug/Il 33204600 1,4-Dichlorobenzene-d4 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Octene. 2.6-dimethvl-. IS-(E)1- 140 C10H20 062960-76-3 70
2 4-Octene. 2.6-dimethvl-. IS-(2D)1- 140 C10H20 062960-77-4 58
3 Cvclohexane. 1.2.4-trimethvl-., (... 126 C9H18 007667-60-9 49
4 2-Octene. 2.6-dimethvl- 140 C10H20 004057-42-5 49
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 49
Abundance Scan 1094 (11.418 min): VF060235.D (-1087) (-) m/z 69.00 100.00%
41 55
5000
11.00 1120 11.40 11.60 11.80
Obrrprrrrrrrrrprrrefeer e m/z 55.00 67.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18040: 4-Octene, 2,6-dimethyl-, [S-(E)]-
55
69

5000 [TTrr[rrrr[rrrrprrrrrom
41 11.00 11.20 11.40 11.60 11.80
- m/z 41.00 66.98%
O
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18041: 4-Octene, 2,6-dimethyl-, [S-(2)]-
56
69 BRI e e o
11.00 11.20 11.40 11.60 11.80
5000 a1 m/z 70.05 49 _.53%
29 ‘ 83 111 140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11632: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.,4... I RmmaEma s e
69 111 11.00 11.20 11.40 11.60 11.80
m/z 125.10 48 .42%
55
5000 41
126
27 ‘ ‘ 84
8 N7 | TV Y AP LA T |
T e e e e e e

I I T T I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060235.D

Aca On : 10 Sep 2018 15:25

Operator : VA/AP

Sample : J4803-11

Misc : 5.43/5mL/MSVOA F/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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 endo-2-Methylbicyclo[3.3.1]... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.63 99.18 ug/1 31300200 1,4-Dichlorobenzene-d4 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 endo-2-Methvlbicvclol3.3.11Tnonane 138 C10H18 042558-37-2 74
2 Bicvclol3.1.0Thexan-2-one. 5-(1-... 138 C9H140 000513-20-2 74
3 Cvclohexene. 4-methvl- 96 C7H12 000591-47-9 46
4 Cvclohexene. 1-methvl- 96 C7H12 000591-49-1 46
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004863-59-6 45
Abundance Scan 1115 (11.625 min): VF060235.D (-1102) (-) m/z 81.00 100.00%
55
41
96
5000 67 \J\\//\Jﬁ\j//P\\,wa\//\\J//\
123 O B UL (I
1c|)9 1‘|‘0 152 176 11,40 11.60 11.80 12.00
o e L m/z 55.00 77.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16942: endo-2-Methylbicyclo[3.3.1]nonane
il
96
67
55 138
5000 109 R SRR B SURIURA SUM
41 123 11.40 11.60 11.80 12.00
m/z 41.00 69.06%
0 "P'I'J"'II"'h""I""I'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17639: Bicyclo[3.1.0]hexan-2-one, 5-(1-methylethyl)-
il
9% R SR B SURIURA SUM
55 11.40 11.60 11.80 12.00
5000 41 67 m/z 96.00 55.25%
‘ 110 123 138
0...,....}M.MH,U$tlh”.ﬂjlnﬁ..;...ﬂl....,....,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2872: Cyclohexene, 4-methyl- AN B s e
81 11.40 11.60 11.80 12.00
m/z 97.00 51.55%
54
5000 96
39 67
27 ‘ ‘
0'}?lﬂ“'”“'J‘w“'“w"ﬂW""l'”'l""w"'l' R DAL N SURIUR SUMS
m/z--> 20 40 80 100 120 140 160 180 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060235.D

Aca On : 10 Sep 2018 15:25

Operator : VA/AP

Sample : J4803-11

Misc : 5.43/5mL/MSVOA F/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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 Cycloheptane, methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.71 99.48 ug/1 31393800 1,4-Dichlorobenzene-d4 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptane. methvl- 112 C8H16 004126-78-7 81
2 1H-Pvrazol-4-amine. 3-methvl- 97 C4H7N3 1000338-28-2 49
3 Cvclopentane. 1-ethvl-2-methvl-.... 112 C8H16 000930-89-2 46
4 2-Methvl-3-ethvl-2-heptene 140 C10H20 019780-61-1 46
5 Cyclopentane, 1l-ethyl-2-methyl- 112 C8H16 003726-46-3 41
Abundance Scan 1124 (11.714 min): VF060235.D (-1118) (-) m/z 97.05 100.00%
55 o7
‘ 140 U DAL BN SRR
111 11.40 11.60 11.80 12.00
o! ,.'l.||..,... rrbrbrrrr b e 2 e rreoen | M/z 55.00 93 76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6689: Cycloheptane, methyl-
55 97
41
5000 L DL UL UL IR
69 83 11.40 11,60 11.80 12.00
27 m/z 41.00 51.31%
112
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #2952: 1H-Pyrazol-4-amine, 3-methyl-
42 97
& 11.40 11,60 11,80 12.00
5000 m/z 83.00 34.70%
70
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6827: Cyclopentane, 1-ethyl-2-methyl-, cis- I R e R
55 11.40 11.60 11.80 12.00
41 83 m/z 56.00 33.18%
5000
112
ol13 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.40 11,60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060235.D

Aca On : 10 Sep 2018 15:25

Operator : VA/AP

Sample : J4803-11

Misc : 5.43/5mL/MSVOA F/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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 Decane, 4-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.15 162.34 ug/Il 51231900 1,4-Dichlorobenzene-d4 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvl- 156 C11H24 002847-72-5 94
2 Oxalic acid. 2-ethvlhexvl hexvl ... 286 C16H3004 1000309-38-9 83
3 Sulfurous acid. isobutvl 2-pentv... 208 C9H2003S 1000309-15-2 72
4 Nonane. 2.6-dimethvl- 156 C11H24 017302-28-2 72
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64

Abundance Scan 1168 (12.148 min): VF060235.D (-1156) (-) m/z 43.10 100.00%
57 71
5000
8 o 1° 11:80 12,00 12,20 12.40
139 - - - -
o --"'..'.-,..".,1?‘?..,...1“?‘?.1‘?5?.,....,210.7.. m/z 71.10 84.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28426: Decane, 4-methyl-
43 71
57
5000 AR AR SR B B
11.80 12.00 12.20 12.40
29 m/z 57.10 82.34%
85 112
ol 15 L 98 | 126 141 156
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #132742: Oxalic acid, 2-ethylhexyl hexyl ester
43 57
n RPN UL SO BRI I
11.80 12.00 12.20 12.40
5000 m/z 41.00 51.48%
29 8 4
ol el el -l 97 4
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68286: Sulfurous acid, isobutyl 2-pentyl ester e REREE
43 7 11.80 12.00 12.20 12.40
57 m/z 70.10 37 .65%
5000
29 85
N OO P < R —
m/z--> 20 40 60 80 100 120 140 160 180 200 11,80 12.00 12.20 12.40

82F090618S.M Tue Sep 11 11:42:59 2018
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060235.D

Aca On : 10 Sep 2018 15:25

Operator : VA/AP

Sample : J4803-11

Misc : 5.43/5mL/MSVOA F/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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 unknownl2.35 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.35 216.99 ug/Il 68479600 1,4-Dichlorobenzene-d4 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. butvl- 140 C10H20 001678-93-9 46
2 Cvclohexane. (2-methvipropvI)- 140 C10H20 001678-98-4 43
3 2-Heptenal. (2)- 112 C7H120 057266-86-1 30
4 Benzene. 1l-ethvl-3-methvl- 120 C9H12 000620-14-4 25
5 Cyclohexane, (1-methylpropyl)- 140 C10H20 007058-01-7 25

Abundance Scan 1189 (12.355 min): VF060235.D (-1180) (-) m/z 83.05 100.00%

41 55 & 105
5000 1

12. OO 12. 20 12. 40 12. 60
SRS | i m/z 55.00 90.29%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #17971: Cyclohexane, butyl-
55 83

5000 41 LI LI LI LB B LN B
12.00 12.20 12.40 12.60

29 67 140 m/z 105.05 88.75%
15 97 11

A0, 83

o

04
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18021: Cyclohexane, (2-methylpropyl)-
55
83
a 12.00 12.20 12.40 12.60
5000 m/z 57.10 86.99%
97
27 ‘ 140
0..P%?w..Lh..”h.”.,ﬂﬂ.“.ﬁh..”ﬂ.h. A2 e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6480: 2-Heptenal, (2)- L B o e e
a9 12.00 12.20 12.40 12.60
27 m/z 41.00 86.79%
55
83
5000
70
‘ 97 112
o S T N1 Yy — B —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12. OO 12.20 12.40 12.60

82F090618S.M Tue Sep 11 11:43:00 2018 Page: 11



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060235.D

Aca On : 10 Sep 2018 15:25

Operator : VA/AP

Sample : J4803-11

Misc : 5.43/5mL/MSVOA F/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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 Benzene, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.74 119.10 ug/Il 37586300 1,4-Dichlorobenzene-d4 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 70
3 Mesitvlene 120 C9H12 000108-67-8 64
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 60
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 60
Abundance Scan 1228 (12.739 min): VFOd()SOZ35.D(—1224) ) m/z 105.05 100.00%
105
5000 120
39 67 138
51 77 3 % 12 | 154 166 12.40 12.60 12.80 13.00
o} D B e m/z 120.05 48 .40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9412: Benzene, 1,2,3-trimethyl-
105
5000
120 12.40 12.60 12.80 13.00
o o1 m/z 138.15 24 .96%
51
ol 8 A L R ,I|| R Y
m/z--> 20 40 60 80 100 120 140 160
Abundance #9410: Benzene, 1,2,4-trimethyl-
105
12.40 12.60 12.80 13.00
5000 120 m/z 39.00 24 .58%
14 28\5\1 e H T I
0 '“'l”"'ﬂ'“"lu"'l""lw"“l""|""|""|
m/z--> 20 40 60 100 120 140 160
Abundance #9400.Mesnybne s B
105 12.40 12.60 12.80 13.00
120 m/z 67.00 24 .00%
5000
27 3% 51 & 77T o1
0...|.‘...‘l‘..“.‘.‘l‘.‘...“luu‘..l‘.‘...l‘....|....|....| R R REERE !
m/z--> 20 60 80 100 120 140 160 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF091018\
Data File : VF060235.D

Aca On : 10 Sep 2018 15:25

Operator : VA/AP

Sample : J4803-11

Misc : 5.43/5mL/MSVOA F/SOIL

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .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 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.64 61.26 ug/l 19333200 1,4-Dichlorobenzene-d4 12.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 96
2 Benzene. 1l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 95
3 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 94
4 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 94
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93

Abundance Scan 1319 (13.636 min): VF060235.D (-1316) (-) m/z 119.05 100.00%
119
134
5000
. 91
77
51 65 105 13.40 13.60 13.80 14.00
o 48 168178 192 | "p/z 134.05  55.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14888: Benzene, 4-ethyl-1,2-dimethyl-
119
5000
° 134 13.40 13.60 13.80 14.00
7 105 m/z 91.05 26.64%
15 27 39 51 65 I
Ot T T
m/z--> 20 40 60 80 100 120 140 160 180 '
Abundance #14880: Benzene, 1-ethyl-2,3-dimethyl-
119
1340 13.60 13.80 14.00
5000 m/z 120.05 16.43%
91 134
77 105
51 65
..1.5|.2‘.7.?‘?..“.‘.l‘.‘...“‘l..‘a.|“l“..‘”...‘.|....|....|....|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119 13.40 13.60 13.80 14.00
m/z 39.00 15.94%
5000 134
39 77 ot
T }?I?z"“"?g'lﬁé"hl""}?% Jﬂl"'hl' IR UL SR U BN SRS BN B
m/z--> 20 40 60 80 100 120 140 160 180 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\VF091018\
Data File : VF060235.D

Acq On : 10 Sep 2018 15:25

Operator : VA/AP

Sample - J4803-11

Misc : 5.43/5mL/MSVOA_F/SOIL

ALS Vial : 11 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F090618S .M

Quant Method :
: SW846 8260

Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Cyclononene 10.67 67.5 ug/1 17522400 3 9.93 12972800 50.0
Octane, 2,6-dimet... 10.85 175.1 ug/1 45422700 3 9.93 12972800 50.0
1-Propene, 1,1"-o0... 10.99 64.0 ug/1 16615500 3 9.93 12972800 50.0
4-Octene, 2,6-dim... 11.42 105.2 ug/1 33204600 4 12.67 15779300 50.0
endo-2-Methylbicy... 11.63 99.2 ug/1 31300200 4 12.67 15779300 50.0
Cycloheptane, met... 11.71 99.5 ug/1 31393800 4 12.67 15779300 50.0
Decane, 4-methyl- 12.15 162.3 ug/1 51231900 4 12.67 15779300 50.0
unknownl12 .35 12.35 217.0 ug/l 68479600 4 12.67 15779300 50.0
Benzene, 1,2,3-tr... 12.74 119.1 ug/1 37586300 4 12.67 15779300 50.0
Benzene, 4-ethyl-... 13.64 61.3 ug/l1 19333200 4 12.67 15779300 50.0
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