LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD123119\
Data File : VD064701.D

Aca On : 31 Dec 2019 18:10

Operator : VA/SY

Sample : K6463-05

Misc : 7.05G/5.00mI/MSVOA D/SOIL

ALS Vial : 19 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 D\METHOD\82D122419S.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 2.226 43 52 53 rBv3 6012 10796 1.61% 0.243%
2 2.632 116 121 128 rBvV6 5511 13844 2.07% 0.311%
3 3.173 211 213 221 rVB5 12042 20423 3.05% 0.459%
4 4.173 375 383 388 rBV2 5137 12355 1.84% 0.278%
5 7.920 1012 1020 1025 rBV3 28982 67246 10.03% 1.513%
6 7.985 1025 1031 1040 rVB3 44685 100240 14.96% 2.255%
7 8.332 1082 1090 1099 rBvV2 30157 66838 9.97% 1.504%
8 8.867 1173 1181 1188 rBV 59402 124763 18.62% 2.807%
9 10.344 1425 1432 1439 rVB2 87873 159547 23.81% 3.589%
10 11.649 1647 1654 1660 rBvV 89383 154183 23.01% 3.468%
11 12.161 1735 1741 1745 rBV5 4670 9474 1.41% 0.213%
12 12.349 1767 1773 1774 rBV3 4115 7065 1.05% 0.159%
13 12.385 1776 1779 1785 rVB5 5990 8780 1.31% 0.198%
14 12.638 1816 1822 1830 rVB3 70453 118673 17.71% 2.670%
15 12.720 1830 1836 1837 rBv4 4103 6847 1.02% 0.154%
16 12.802 1844 1850 1855 rVB6 7588 15977 2.38% 0.359%
17 12.890 1858 1865 1869 rBVvV9 5221 12269 1.83% 0.276%
18 12.961 1871 1877 1882 rVvv9 7838 19354 2.89% 0.435%
19 13.014 1882 1886 1889 rVB5 6572 12177 1.82% 0.274%
20 13.108 1897 1902 1905 rBvV4 10367 15558 2.32% 0.350%
21 13.155 1905 1910 1912 rVVé6 6912 10820 1.61% 0.243%
22 13.190 1912 1916 1922 rVB4 12803 24786 3.70% 0.558%
23 13.320 1934 1938 1942 rBvV4 16008 23312 3.48% 0.524%
24 13.373 1944 1947 1950 rVV5 4979 8461 1.26% 0.190%
25 13.473 1955 1964 1968 rBV9 15032 38596 5.76% 0.868%
26 13.514 1968 1971 1975 rVB5 9001 13964 2.08% 0.314%
27 13.585 1977 1983 1988 rBV 94221 161415 24.09% 3.631%
28 13.726 2005 2007 2011 rVB5 8316 10007 1.49% 0.225%
29 13.849 2024 2028 2029 rBv4 7281 8162 1.22% 0.184%
30 13.908 2032 2038 2042 rBvVS 31476 62657 9.35% 1.410%
31 13.955 2042 2046 2050 rVvB4 17237 25292 3.77% 0.569%
32 14.014 2052 2056 2059 rBV6 18890 30029 4._.48% 0.676%
33 14.055 2061 2063 2065 rBV3 15447 15985 2.39% 0.360%
34 14.167 2077 2082 2088 rVB6 38820 79377 11.84% 1.786%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD123119\
Data File : VD064701.D

Aca On : 31 Dec 2019 18:10

Operator : VA/SY

Sample : K6463-05

Misc : 7.05G/5.00mI/MSVOA D/SOIL

ALS Vial : 19 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_D\METHOD\82D122419S .M

Title : SW846 8260

35 14.226 2089 2092 2096 rVB5 24379 34456 5.14% 0.775%
36 14.296 2096 2104 2109 rBVZ2 59383 117615 17.55% 2.646%
37 14.349 2109 2113 2119 rBV3 31976 44891 6.70% 1.010%
38 14.420 2119 2125 2130 rBV3 78172 147542 22.02% 3.319%
39 14.496 2133 2138 2141 rBV6 26953 51916 7.75% 1.168%

40 14.584 2147 2153 2159 rBVS8 41074 107529 16.04% 2.419%

41 14.779 2182 2186 2191 rBV7 34322 49576 7.40% 1.115%
42 14.837 2191 2196 2199 rBV3 105767 177818 26.53% 4 _000%
43 14.884 2199 2204 2210 rVB2 176394 321217 47.93% 7.226%
44 15.167 2248 2252 2257 rBV6 69578 133396 19.90% 3.001%
45 15.314 2273 2277 2283 rVB4 111270 217639 32.47% 4_.896%

46 15.379 2283 2288 2295 rBVY 382377 670180 100.00% 15.076%
47 15.449 2296 2300 2305 rVB5 76764 148914 22.22% 3.350%
48 15.684 2338 2340 2342 rBV2 40992 47009 7.01% 1.057%
49 16.284 2439 2442 2450 rVB2 121863 198964 29.69% 4._476%
50 16.361 2450 2455 2463 rVB 258484 507394 75.71% 11.414%

Sum of corrected areas: 4445328
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD123119\
Data File : VD064701.D

Aca On : 31 Dec 2019 18:10

Operator : VA/SY

Sample - K6463-05

Misc : 7.05G/5.00mI/MSVOA D/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VD064701.D
500000

400000

300000

200000

100000

2.23 2.63 3.17 417
e e S e e e

Time--> 2.00 2.20 2.40 2.60 280 300 320 340 360 380 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 600 620 6.40 6.60 6.80
Abundance TIC: VD064701.D

500000

400000
300000

200000

100000 10.34 11.65

B e i I

e W B o B S

T T T T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VD064701.D

500000 1538

16.36
400000

14.88

300000 16.

545 15.

200000

100000

12 16122358
T —T — T — — T — T — — T
Time--> 12 OO 12 50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD123119\
Data File : VD064701.D

Aca On : 31 Dec 2019 18:10

Operator : VA/SY

Sample - K6463-05

Misc : 7.05G/5.00mI/MSVOA D/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_M

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

Concentration Rank 10

Peak Number 1 5-Ethyldecane

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

14.30 36.43 ug/1 117615 1,4-Dichlorobenzene-d4 13.58

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 5-Ethvldecane 170 C12H26 017302-36-2 72

2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 59

3 Undecane. 3-methvl- 170 C12H26 001002-43-3 58

4 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 50

5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 50
Abundance Scan 2105 (14.302 min): VD064701.D (-2096) (-) m/z 57.10 100.00%

g7

41
5000

154166

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

244

Abundance #38319: 5-Ethyldecane

43
5000

98 112 140 170

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

Abundance #38344: Decane, 3,8-dimethyl-

5000

99 113

29
‘ 141
1A || 127 | 155 169

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

Abundance #38335: Undecane, 3-methyl-

57
43
5000 7

29

J L Il 99 112 126 141 155 170

14.00 14.20 14.40 14.60

m/z 41.05 55.97%

14. 00 14. 20 14. 40 14.60

m/z 71.00 46.66%

14.00 14.20 14.40 14.60

m/z 85.00 38.34%

14.00 14.20 14.40 14.60

m/z 55.00 37.78%

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

14. 00 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD123119\
Data File : VD064701.D

Aca On : 31 Dec 2019 18:10

Operator : VA/SY

Sample - K6463-05

Misc : 7.05G/5.00mI/MSVOA D/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 unknownl4.42 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.42 45.70 ug/1 147542 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 2-propenvl- 124 C9H16 002114-42-3 47
2 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 46
3 Cvclohexane. (1-methvlethvI)- 126 C9H18 000696-29-7 43
4 1.6-Octadiene. 5.7-dimethvl-. (R)- 138 C10H18 085006-04-8 43
5 (2)-1sobutyl non-3-enyl carbonate 242 C14H2603 1000372-74-4 35
Abundance Scan 2125 (14.420 min): VD064701.D (-2119) (-) m/z 83.00 100.00%
5000
152
244 14.20 14.40 14.60 14.80
A S m/z 55.00 78.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #10662: Cyclohexane, 2-propenyl-
56
83
5000 41 LI S IR BN B
67 14.20 14.40 14.60 14.80
. m/z 82.05 71.64%
14 96 109 124
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance #27055: Cyclohexane, pentyl-
83
55 LR AL IR BSOS BN
14.20 14.40 14.60 14.80
5000 m/z 41.00 59.83%
41
154
97111125137
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #11583. Cyclohexane, (1-methylethyl)- A A ARae mEEe s
55 83 14.20 14.40 14.60 14.80
m/z 81.05 46.48%
5000 41
67
‘ 126
RN 0 SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD123119\
Data File : VD064701.D

Aca On : 31 Dec 2019 18:10

Operator : VA/SY

Sample - K6463-05

Misc : 7.05G/5.00mI/MSVOA D/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 Sulfurous acid, cyclohexylm... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.84 55.08 ug/1 177818 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. cvclohexvImethvl... 360 C20H4003S 1000309-22-1 50
2 Sulfurous acid. cvclohexvimethvl... 374 C21H4203S 1000309-22-2 50
3 Cvclopentane. 1.1"-ethvlidenebis- 166 Cl1l2H22 004413-21-2 49
4 3-Cvclopent-1-envl-3-hvdroxy-2-m... 170 C9H1403 1000191-19-7 47
5 Sulfurous acid, cyclohexylmethyl... 388 C22H4403S 1000309-22-3 47
Abundance Scan 2196 (14.837 min): VD064701.D (-2191) (-) m/z 97.10 100.00%

5000

111 125 168
140 155 101 a4 14.60 14.80 15.00 15.20
209 m/z 55.00 82.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #190625: Sulfurous acid, cyclohexylmethyl tridecyl ester
o
5000 LA I L L L L L LB
55 14.60 14.80 15.00 15.20
0
43 41 83 m/z 43.10 45 _.30%
29 11 || 4 L, 4 111 127141154 183
IR e o e o L LR o e e e e e SRR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #199332: Sulfurous acid, cyclohexylmethyl tetradecy! ester
o
RN RE S EaEmanms
14.60 14.80 15.00 15.20
5000 m/z 41.00 42 .48%
55
43 71 83
29 | || L 111 127141 168 197
|“"w"w"”|'“' T T T T T T
m/z--> 20 40 60 100 120 140 160 180 200 220 240
Abundance #35188. Cyclopentane, 1,1-ethylidenebis- R BE s o
o 14.60 14.80 15.00 15.20
55 m/z 69.00 37.08%
41
5000
68
81

109 123 137 151 166

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD123119\
Data File : VD064701.D

Aca On : 31 Dec 2019 18:10

Operator : VA/SY

Sample - K6463-05

Misc : 7.05G/5.00mI/MSVOA D/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

SW846 8260

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

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_M

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

Concentration Rank 3

Peak Number 4 Undecane, 2,6-dimethyl-

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

14.88 99.50 ug/1 321217 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 50
2 Nonane. 3-methvl- 142 C10H22 005911-04-6 49
3 Sulfurous acid. 2-ethvlhexvl hep... 432 C25H5203S 1000309-20-0 47
4 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 47
5 Decane, 1-bromo-2-methyl- 234 C11H23Br 127839-47-8 47
Abundance Scan 2203 (14.879 min): VD064701.D (-2199) (-) m/z 57.10 100.00%

g7

0 T | Wﬂ\i\/\/\/

I I I I

98

112
124 141154166 184

207
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #48881: Undecane, 2,6-dimethyl-

43

5000

98
85 " 113 157 141 155 169 184

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

14.60 14.80 15.00 15.20

m/z 71.10 50.11%

k

14.60 14.80 15.00 15.20

m/z 43.05 48.70%

1

Abundance #19171: Nonane, 3-methyl-
57
43 14.60 14.80 15.00 15.20
5000 1 m/z 41.10 45.70%
\‘ | 85 g8 112 127 142
,,,, e e e e
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #222748: Sulfurous acid, 2-ethylhexyl heptadecy! ester B BaEmsm s e
57 14.60 14.80 15.00 15.20
71 m/z 98.05 18.48%
5000
43
8597 113
‘\‘ J U 50 | 127141155 239
,,,,,,,,, e AR AR e maE R S S
m/z--> 20 60 80 100 120 140 160 180 200 220 240 14.60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD123119\
Data File : VD064701.D

Aca On : 31 Dec 2019 18:10

Operator : VA/SY

Sample - K6463-05

Misc : 7.05G/5.00mI/MSVOA D/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_.M
Quant Title : SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknownl15.17 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.17 41.32 ug/1 133396 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. 6-ethvloct-3-vl iso... 314 C18H3404 1000309-34-3 49
2 Oxalic acid. 6-ethvloct-3-vl eth... 258 C14H2604 1000309-33-9 47
3 4.4-Dipropviheptane 184 C13H28 017312-72-0 43
4 Sulfurous acid. decvl hexvl ester 306 C16H3403S 1000309-13-2 43
5 Sulfurous acid, dodecyl hexyl ester 334 C18H3803S 1000309-13-4 43
Abundance Scan 2253 (15.173 min): VD064701.D (-2248) (-) m/z 43.00 100.00%
48 57

5000

24

14.80 15.00 15.20 15.40
m/z 57.00 95.63%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #156407: Oxalic acid, 6-ethyloct-3-yl isohexyl ester
43 85
57
71
5000 LA L L L L LB L
14.80 15.00 15.20 15.40
29 111 m/z 41.00 77.65%
141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108899: Oxalic acid, 6-ethyloct-3-yl ethyl ester
43 57
71 85 e e N REmas
29 14.80 15.00 15.20 15.40
5000 m/z 71.00 53.66%
111
‘ ‘ 141
A A AL s s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48849: 4,4-Dipropylheptane T e
57 85 14.80 15.00 15.20 15.40
71 m/z 55.05 53.07%
43
5000 141
29 99
“U”M”Jq.ﬁ.JuJ“”.w.”.L.” e MMM
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 D\DATA\VD123119\
Data File : VD064701.D

Aca On : 31 Dec 2019 18:10

Operator : VA/SY

Sample - K6463-05

Misc : 7.05G/5.00mI/MSVOA D/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 Cyclohexane, 1,1"-(1,3-prop... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.31 67.42 ug/1 217639 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1"-(1.3-propanedi... 208 C15H28 003178-24-3 74
2 Cvclohexane. 1.1"-(l1l.5-pentanedi... 236 C17H32 054833-31-7 64
3 Cvclohexane. butvl- 140 C10H20 001678-93-9 59
4 Cvclohexane. (l1-methvlethvl)- 126 C9H18 000696-29-7 59
5 Cyclohexanecarbonyl chloride 146 C7H11CIO 002719-27-9 35
Abundance Scan 2276 (15.308 min): VD064701.D (-2273) (-) m/z 83.05 100.00%
8B
5000 55
41 e
110 168 15.00 15.20 15.40 15.60
126 145
...,....l,'...".,f*.s..-, A D 181162601 Thyz 82.10 69.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67957: Cyclohexane, 1,1'-(1,3-propanediyl)bis-
8B
5000 55 R SRR SRR IR
41 15.00 15.20 15.40 15.60
% 208 m/z 55.00 40.50%
L ﬁ || 109 125138151165 180
m/z--> 25 45 60 80 160 120 140 160 180 200 220 240 260
Abundance #90943: Cyclohexane, 1,1'-(1,5-pentanediyl)bis-
83
55 15.00 15.20 15.40 15.60
5000 41 m/z 41.00 25.60%
9 96
e 00124 1301530661 70192 207 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17971: Cyclohexane, butyl- A mE R
55 83 15.00 15.20 15.40 15.60
m/z 67.00 18.01%
5000 41
27 140
9
wllb 4Bl |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD123119\
Data File : VD064701.D

Aca On : 31 Dec 2019 18:10

Operator : VA/SY

Sample - K6463-05

Misc : 7.05G/5.00mI/MSVOA D/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 Tridecane, 7-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.38 207.60 ug/Il 670180 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 7-methvl- 198 C14H30 026730-14-3 90
2 Sulfurous acid. 2-ethvlhexvl hex... 418 C24H5003S 1000309-19-9 80
3 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 80
4 Nonane. 4-methvl-5-propvl- 184 C13H28 062185-55-1 64
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 64
Abundance Scan 2288 (15.379 min): VD064701.D (-2283) (-) m/z 57.10 100.00%
g7

71
43

5000

-

15.00 15.20 15.40 15.60
m/z 71.10 77.22%

127141 155169182 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59891: Tridecane, 7-methyl-
57
43 | 11
5000 | BN NI L LB LB L L B
112 15.00 15.20 15.40 15.60
m/z 43.10 66.96%
LS 99 h 127140155169183198

| 85
R B o e L e e R

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

%

Abundance #218547: Sulfurous acid, 2-ethylhexyl hexadecy! ester
57
71 M
15.00 15.20 15.40 15.60
5000 m/z 41.00 39.81%
43
113
\‘ I \\ 9 ﬂ 127 141 155 169 225
,,,,,,,, R ma R RRE
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #19198: Octane, 3,6-dimethyl- R REREEREEES T
57 15.00 15.20 15.40 15.60
71 m/z 55.00 24 .81%
5000 43
29 113

[ L e | e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15. OO 15 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD123119\
Data File : VD064701.D

Aca On : 31 Dec 2019 18:10

Operator : VA/SY

Sample - K6463-05

Misc : 7.05G/5.00mI/MSVOA D/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 unknownl5.45 Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.45 46.13 ug/1 148914 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 43
2 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 43
3 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 43
4 Hentriacontane 437 C31H64 000630-04-6 35
5 Tetradecane, l1l-chloro- 232 C14H29ClI 002425-54-9 35
Abundance Scan 2300 (15.449 min): VD064701.D (-2296) (-) m/z 57.10 100.00%
57
5000
97 e o L L o
149 182 1520 15.40 15.60 15.80
gl m/z 41.10 52.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241205: Octacosyl heptafluorobutyrate
57
97
5000 LB SULRIL LI BRI SURS
15.20 15.40 15.60 15.80
]h m/z 55.00 42.34Y%
27 Pf?}?g 208237 278 320 363392 437 588
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241397: Dotriaconty| pentafluoropropionate
57
o7 " 15.20 15.40 15.60 15.80
5000 m/z 71.00 37.26%
39
27 J PL‘ 181 222 264 320 362 404 448 493 594
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #240603: Triacontyl pentafluoropropionate AR ma ma s B S
57 15.20 15.40 15.60 15.80
m/z 81.10 34 .06%
97
5000
39
27 ‘ ‘PL* 181 222 264 306336 377 420 465 566
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 1520 15.40 15.60 15.80

82D122419S.M Thu Jan 02 07:52:19 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD123119\
Data File : VD064701.D

Aca On : 31 Dec 2019 18:10

Operator : VA/SY

Sample - K6463-05

Misc : 7.05G/5.00mI/MSVOA D/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 Heptylcyclohexane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.28 61.63 ug/1 198964 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptvlcvclohexane 182 C13H26 005617-41-4 91
2 Cvclohexane. propvl- 126 C9H18 001678-92-8 72
3 Cvclohexane. octvl- 196 C14H28 001795-15-9 72
4 Cvclohexane. hexvl- 168 C12H24 004292-75-5 72
5 Cyclohexane, undecyl- 238 C17H34 054105-66-7 72
Abundance Scan 2441 (16.279 min): VD064701.D (-2439) (-) m/z 83.00 100.00%
a3
41 R -
97 182 16.00 16.20 16.40 16.60
139
ok 8B 120139 189 [torote 1 7rTeo 00 75.62%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #47280: Heptylcyclohexane
83
55
5000 LA SURRN BN BN B
41 16.00 16.20 16.40 16.60
g m/z 55.00 44 .05%
97111 182
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11540: Cyclohexane, propyl-
55 83

16.00 16.20 16.40 16.60
5000 41 m/z 41.00 24 _40%

H g i 97

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

126

Abundance #58302: Cyclohexane, octyl- N B A EEREE Ea S
83 16.00 16.20 16.40 16.60
55 m/z 67.00 15.50%
5000
41
2 ‘ ?9 97 112 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 00 16 20 16 40 16. 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD123119\
Data File : VD064701.D

Aca On : 31 Dec 2019 18:10

Operator : VA/SY

Sample - K6463-05

Misc : 7.05G/5.00mI/MSVOA D/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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 Tetradecane, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.36 157.17 ug/Il 507394 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 4-methvl- 212 C15H32 025117-24-2 80
2 Nonane. 3.7-dimethvl- 156 C11H24 017302-32-8 74
3 Decane. 5-propvl- 184 C13H28 017312-62-8 72
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 72

Abundance Scan 2455 (16.361 min): VD064701.D (-2450) (-) 57.10 100.00%

g7 71
43
5000 85

113127 16,00 16.20 16.40 16.60
9 147 169183197 212
et 17 267 m/z 71.05 88.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71399: Tetradecane, 4-methyl-
43 57 71
5000 85 LIS L L L L L L BB |
16.00 16.20 16.40 16.60
0
99 113 169 m/z 43.10 62.79%
) 183197 212
R RRREE R ERE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28441: Nonane, 3,7-dimethyl-
57
B o O B
43 71 16.00 16.20 16.40 16.60
5000 m/z 41.00 42 .03%

29
I

127
J Mo 99 1137 141156

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

Abundance #48838: Decane, 5-propyl- B e o e ERmme

57 71 16.00 16.20 16.40 16.60
43 m/z 85.10 36 .53%

5000 85
29 ‘
112126140

S W e - SNOSUSOOUNSOOU [ (oo

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 16. 00 16 20 16 40 16. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD123119\
Data File : VD064701.D

Acq On : 31 Dec 2019 18:10

Operator : VA/SY

Sample - K6463-05

Misc : 7.05G/5.00mI/MSVOA_D/SOIL

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_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]
5-Ethyldecane 14.30 36.4 ug/I 117615 4 13.58 161415 50.0
unknownl14 .42 14.42 45.7 ug/1 147542 4 13.58 161415 50.0
Sulfurous acid, c... 14.84 55.1 ug/I 177818 4 13.58 161415 50.0
Undecane, 2,6-dim... 14.88 99.5 ug/I1 321217 4 13.58 161415 50.0
unknown15.17 15.17 41.3 ug/1 133396 4 13.58 161415 50.0
Cyclohexane, 1,1"... 15.31 67.4 ug/l 217639 4 13.58 161415 50.0
Tridecane, 7-methyl- 15.38 207.6 ug/Il 670180 4 13.58 161415 50.0
unknown15.45 15.45 46.1 ug”/1 148914 4 13.58 161415 50.0
Heptylcyclohexane 16.28 61.6 ug/l 198964 4 13.58 161415 50.0
Tetradecane, 4-me... 16.36 157.2 ug/1 507394 4 13.58 161415 50.0
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