LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD120720\
Data File : VD067899.D

Aca On : 07 Dec 2020 15:04

Operator : VA/SY

Sample : L4971-03

Misc : 7.01G/5.00mI/MSVOA D/SOIL

ALS Vial : 12 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\82D120120S.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 4.956 509 516 517 rBV2 8821 11480 1.25% 0.127%
2 7.920 1009 1020 1025 rBv2 131791 315077 34.39% 3.485%
3 7.985 1025 1031 1042 rVB 277411 626622 68.40% 6.932%
4 8.332 1080 1090 1100 rBV 112181 255103 27.85% 2.822%
5 8.873 1172 1182 1191 rBV 328473 676821 73.88% 7.487%
6 10.344 1424 1432 1442 rBV 480057 869195 94.88% 9.615%
7 11.650 1646 1654 1670 rBvV2 398167 704196 76.87% 7.790%
8 12.638 1814 1822 1831 rVB 309843 518831 56.63% 5.739%
9 13.191 1911 1916 1920 rBV3 12576 20354 2.22% 0.225%
10 13.238 1921 1924 1930 rVB6 7289 10547 1.15% 0.117%
11 13.432 1953 1957 1962 rVB4 20935 33931 3.70% 0.375%
12 13.496 1962 1968 1973 rVB7 13592 25508 2.78% 0.282%

13 13.579 1973 1982 1988 rBV 319694 557255 60.83% 6.164%
14 13.738 2002 2009 2021 rBV6 43732 115414 12.60% 1.277%

15 13.826 2021 2024 2027 rBV5 12573 20192 2.20% 0.223%
16 13.867 2027 2031 2036 rVB8 6855 15303 1.67% 0.169%
17 13.926 2036 2041 2044 rBV7 19864 33556 3.66% 0.371%

18 14.091 2062 2069 2077 rBv4 72000 205144 22.39% 2.269%
19 14.191 2077 2086 2090 rBVS8 50508 141527 15.45% 1.566%

20 14.243 2090 2095 2097 rBV5 41818 64483 7.04% 0.713%
21 14.320 2105 2108 2116 rVB6 66677 138115 15.08% 1.528%
22 14.396 2117 2121 2122 rBV3 26163 30526 3.33% 0.338%
23 14.491 2135 2137 2139 rBV3 20459 17205 1.88% 0.190%
24 14.526 2139 2143 2146 rBvV4 57869 85604 9.34% 0.947%
25 14.649 2160 2164 2167 rBV5 31158 47447 5.18% 0.525%
26 14.691 2169 2171 2177 rVV6 43465 92448 10.09% 1.023%
27 14.761 2180 2183 2187 rVV3 80690 128022 13.97% 1.416%
28 14.802 2187 2190 2195 rVB3 54556 92640 10.11% 1.025%
29 14.861 2197 2200 2204 rVB4 31515 48691 5.31% 0.539%

30 14.938 2209 2213 2218 rVB4 73065 138201 15.09% 1.529%

31 15.002 2219 2224 2227 rBV4 61573 115143 12.57% 1.274%
32 15.043 2228 2231 2232 rBV3 41998 48964 5.34% 0.542%
33 15.443 2294 2299 2306 rBv4 217283 461886 50.42% 5.109%
34 15.620 2326 2329 2332 rBV2 100379 123630 13.49% 1.368%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD120720\
Data File : VD067899.D

Aca On : 07 Dec 2020 15:04

Operator : VA/SY

Sample : L4971-03

Misc : 7.01G/5.00mI/MSVOA D/SOIL

ALS Vial : 12 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D120120S .M
SW846 8260

35 15.667 2333 2337 2343 rBV 356113 652426 71.22% 7.217%
36 15.738 2345 2349 2353 rBV4 303307 532805 58.16% 5.894%

37 15.820 2360 2363 2366 rBV3 97359 149712 16.34% 1.656%
38 16.479 2467 2475 2482 rVB3 269069 916120 100.00% 10.134%

Sum of corrected areas: 9040124
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD120720\
Data File : VD067899.D

Aca On : 07 Dec 2020 15:04

Operator : VA/SY

Sample : L4971-03

Misc : 7.01G/5.00mI/MSVOA D/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D120120S_.M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VD067899.D

600000
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300000

200000

100000
4.96

B AN SRS S

Time--> 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 6.00 6.20 6.40 6.60 6.80
Abundance TIC: VD067899.D

600000

500000 10.34
400000 11.65
8.87
300000 7.98

200000

8.33
100000 \\ L

ol ———— e et e e e e

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: VD067899.D
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Time--> 12.00 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\VD120720\
Data File : VD067899.D

Aca On : 07 Dec 2020 15:04

Operator : VA/SY

Sample : L4971-03

Misc : 7.01G/5.00mI/MSVOA D/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D120120S .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 Cyclohexane, 1,1,3,5-tetram... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.09 18.41 ug/Il 205144 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-32-9 59
2 Cvclohexanecarboxvlic acid. 4-pr... 271 C17H21NO2 062439-33-2 59
3 Cvclohexane. 1.1"-(1-methvlethvl... 208 C15H28 054934-90-6 56
4 1.3-Diisopropvl cvclohexane 168 C12H24 007045-70-7 50
5 2,3-Dimethyl-3-heptene, (2)- 126 C9H18 059643-73-1 38
Abundance Scan 2069 (14.091 min): VD067899.D (-2062) (-) m/z 69.10 100.00%
6o
5000 a1 125
97 LRl 1A 1450 1440
182 13.80 14.00 14.20 14.40
ol e B 3® ) Tn/z 83.10  61.16%
m/z--> 50 100 150 200 250 300 350
Abundance #18061: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69 125
5000 41 LA DR BN BN IS
13.80 14.00 14.20 14.40
m/z 57.10 51.64%
O}thwﬂﬁwqﬁllllll e
m/z--> 50 100 150 200 250 300 350
Abundance
69 125
153 13.80 14.00 14.20 14.40
5000 m/z 125.15 47 .95%
41
o018 90 271
m/z--> §0 160 1%0 260 2%0 360 3%0
Abundance #67962: Cyclohexane, 1,1'-(1-methylethylidene)bis-
a1 69 195 13.80 14.00 14.20 14.40
m/z 41.15 40.08%
5000
0...‘.“||J.J‘ 1‘.97.... ...1.92.... ——— —— T
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD120720\
Data File : VD067899.D

Aca On : 07 Dec 2020 15:04

Operator : VA/SY

Sample : L4971-03

Misc : 7.01G/5.00mI/MSVOA D/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D120120S .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 Cyclohexane, 2-butyl-1,1,3-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.19 12.70 ug/Il 141527 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 2-butvl-1.1.3-trime... 182 C13H26 054676-39-0 53
2 2-Undecene. 2.5-dimethvl- 182 C13H26 049622-16-4 45
3 2.2-Dimethvl-3-heptene trans 126 C9H18 019550-75-5 38
4 Cvclohexane. 1.1.3.5-tetramethvl... 140 C10H20 050876-31-8 38
5 Bicyclo[3.1.1]heptan-3-one, 2-et... 166 C11H180 1000163-95-8 35
Abundance Scan 2086 (14.191 min): VD067899.D (-2077) (-) m/z 57.10 100.00%
5000
13.80 14.00 14.20 14.40 14.60
0 m/z 69.00 80.12%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47299: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69
41 55
5000 AL AL SRR B B
29 8 o 13.80 14.00 14.20 14.40 14.60
‘ 112 106 182 m/z 83.05 58.37%
167
0 . IIIIIII‘I‘III‘\I\I I‘l‘lll‘\l\l L | |H‘||:!-3|9| |||||‘| |||‘| —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 70
43 13.80 14.00 14.20 14.40 14.60
5000 m/z 97.05 46.57%
29 8 97 111 126 182
G L S L L S UL "%%g"¥5§|%§7"| T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11576: 2,2-Dimethyl-3-heptene trans R R
69 13.80 14.00 14.20 14.40 14.60
m/z 41.10 46 .54%
55 83
5000 41
29 97 111 126
0'}?IAM'MW'JHP“M“T"”H"h'lm"l"”l""I”' AR AL SRS BRI B
m/z--> 20 40 60 80 100 120 140 160 180 13.80 14.00 14.20 14.40 14.60

82D120120S.M Tue Dec 08 09:41:28 2020 Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD120720\
Data File : VD067899.D

Aca On : 07 Dec 2020 15:04

Operator : VA/SY

Sample : L4971-03

Misc : 7.01G/5.00mI/MSVOA D/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D120120S.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 3 unknownl4.32 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.32 12.39 ug/Il 138115 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 2.2.3.3.5.6.6-heptamethvl- 198 C14H30 007225-67-4 43
2 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 38
3 Oxalic acid. 6-ethvloct-3-vl eth... 258 C14H2604 1000309-33-9 37
4 2.2.6.6-Tetramethvlheptane 156 Cl11H24 040117-45-1 37
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 37
Abundance Scan 2108 (14.320 min): VD067899.D (-2105) (-) m/z 57.10 100.00%
g7
5000 41
71 85 113
o | 126 10 o, 14160 1420 1440 1460
0 m/z 41.05 40.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59902: Heptane, 2,2,3,3,5,6,6-heptamethyl-
57
85
5000 LR L SR B UL
43 14.00 14.20 14.40 14.60
71 99 m/z 85.10 36.71%
0 il ‘ Ll 13 1y M0 183
e 20 a0 e s o o Ho ik ik 3o
Abundance
57
14.00 14.20 14.40 14.60
5000 71 85 m/z 113.25 30.86%
43
29 99 141
o 112 151 175 193 205
RN PR AL UL UL AL UL UARLELERA DA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #108899: Oxalic acid, 6-ethyloct-3-yl ethyl ester
43 57 14.00 14.20 14.40 14.60
71 85 m/z 71.10 29.58%
29
5000
111
‘ 99 ‘ 141
I Y Y N O v 7 - S
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 1420 1440 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD120720\
Data File : VD067899.D

Aca On : 07 Dec 2020 15:04

Operator : VA/SY

Sample : L4971-03

Misc : 7.01G/5.00mI/MSVOA D/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D120120S .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 3-Octene, 2,2-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.76 11.49 ug/Il 128022 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octene. 2.2-dimethvl- 140 C10H20 086869-76-3 64
2 1-Pvrroline. 3-ethvl- 97 C6H11N 1000073-06-0 50
3 3-Ethvl-1.5-octadiene 138 C10H18 1000114-87-7 43
4 Cvclopropvlcarboxvlic acid. 2.4.... 264 C10H7CI302 1000325-67-6 43
5 4H-Pyran-4-one, 2-methoxy-6-methyl- 140 C7H803 004225-42-7 42
Abundance Scan 2183 (14.761 min): VD067899.D (-2180) (-) m/z 69.10 100.00%
69
5000
a2 o7
83 139
111 123 196 14.40 14.60 14.80 15.00
o b e 222 367 182 207 1 Tz 57.10  32.28%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #17993: 3-Octene, 2,2-dimethyl-
69 8
55
5000 41 U DAL UL SUG SR B
14.40 14.60 14.80 15.00
97 m/z 97.10 27 .57%
29 ‘ ‘ ‘ 105 140
0|'U'“L'”“'t"ﬂ"”w%yzw"'L"'l”"l”"l'”'
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance
69
14.40 14.60 14.80 15.00
5000 41 9% m/z 41.10 24 _.21%
54
27
80
R L S S L L B S L WL B
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #16879: 3-Ethyl-1,5-octadiene N B o e o
a1 69 14.40 14.60 14.80 15.00
m/z 43.10 14 _.31%
5000
109
27 53 79 95
0 |.‘.‘..‘l‘..‘.M.|.“.‘..‘lhu..‘.luu‘..]l-2.3..1.3|8....|....|....|.... R B
miz—-> 20 40 60 80 100 120 140 160 180 200 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD120720\
Data File : VD067899.D

Aca On : 07 Dec 2020 15:04

Operator : VA/SY

Sample : L4971-03

Misc : 7.01G/5.00mI/MSVOA D/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D120120S .M
SW846 8260

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

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

Peak Number 5 unknownl4.94 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.94 12.40 ug/Il 138201 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Thiophen-2-vImethvl-piperazine 182 C9H14N2S 039244-79-6 43
2 Cvclopentanone. 3-methvl- 98 C6H100 001757-42-2 25
3 (R)-(+)-3-Methvlcvclopentanone 98 C6H100 006672-30-6 22
4 Cvclohexane. 1.1-dimethvl- 112 C8H16 000590-66-9 22
5 1H-Pyrazol-4-amine, 3-methyl- 97 C4H7N3 1000338-28-2 22
Abundance Scan 2213 (14.938 min): VD067899.D (-2209) (-) m/z 57.10 100.00%
5000
125
140 154 LU S S BN
168 182194 210 14.60 14.80 15.00 15.20
0! m/z 97.10 70.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47832: 1-Thiophen-2-ylmethyl-piperazine
97
5000 56 LRI B B B
a4 85 182 14.60 14.80 15.00 15.20
126140 m/z 69.00 65.96%
0. = .3.3. i .‘”.Ml : .‘7“:.L. T .‘. . 'HI I]::!.IOI i l“. : 'Ml : .1.5.33-53?. - P— )
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55 69
42 98 AN S IR SRR
14.60 14.80 15.00 15.20
5000 m/z 55.10 62.77%
26
83
S L R U S WL W L WL WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3262: (R)-(+)-3-Methylcyclopentanone B B
55 69 98 14.60 14.80 15.00 15.20
m/z 43.10 48 .85%
42
5000
‘ 83
O'P"'ih'hW"h'H”"\'"W""I'”'I"'W""I'”'I LRI B B B
m/z--> 20 40 60 80 100 120 140 160 180 200 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD120720\
Data File : VD067899.D

Aca On : 07 Dec 2020 15:04

Operator : VA/SY

Sample : L4971-03

Misc : 7.01G/5.00mI/MSVOA D/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D120120S .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 Cyclohexanone, 3,3,5,5-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.44 41.44 ug/1 461886 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 3.3.5.5-tetramethvl- 154 C10H180 014376-79-5 50
2 2.2-Dimethvl-4-octenal 154 C10H180 030390-60-4 47
3 Cvclohexane. ethvl- 112 C8H16 001678-91-7 46
4 5-Oxa-6-azaspirol3.4loct-6-ene 111 C6HONO 1000362-18-0 43
5 3-Methyl-2-butenoic acid, 6-ethy... 240 C15H2802 1000279-22-7 38
Abundance Scan 2298 (15.438 min): VD067899.D (-2294) (-) m/z 83.10 100.00%
83
57
5000 43
‘ | g7 112 R SUNRURE SRR SRR B
153 210 15.20 15.40 15.60 15.80
0 SN O ...”,..'It. R e 22y Tm/z 57.10 58.83%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26807: Cyclohexanone, 3,3,5,5-tetramethyl-
83
5000 55 LRI SULSURE BV UM B
15,20 15.40 15.60 15.80
0
41 9 | 97 139154 m/z 43.05 36.39%
P 0 L O —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
83
1520 15.40 15.60 15.80
5000 m/z 41.10 31.89%
43 9
o 59 114 139154
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6668: Cyclohexane, ethyl- S RREEs B
83 15.20 15.40 15.60 15.80
55 m/z 69.10 29.59%
5000
41
112
69
o,ﬂhﬂmnﬂpU”..27”.w”...”..”..”..”..”...”“.”,” e —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD120720\
Data File : VD067899.D

Aca On : 07 Dec 2020 15:04

Operator : VA/SY

Sample : L4971-03

Misc : 7.01G/5.00mI/MSVOA D/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D120120S .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 Cyclopentanecarboxylic acid... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.67 58.54 ug/1 652426 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanecarboxvlic acid. 4-h... 338 C22H4202 1000282-77-5 56
2 Thiophene-2-acetic acid. cvclobu... 196 C10H1202S 1000282-82-2 53
3 2-Hexene. 3.4.4-trimethvl- 126 C9H18 053941-19-8 45
4 Sulfurous acid. di(cvclohexvimet... 274 C14H2603S 1000309-22-7 45
5 1H-Pyrazole, 4,5-dihydro-3-methy... 126 C7H14N2 026964-49-8 45
Abundance Scan 2338 (15.673 min): VD067899.D (-2333) (-) m/z 97.15 100.00%
97
5000
41 55 jg e R
111 210 15.40 15.60 15.80 16.00
) — ,|. . .|.|, --'l' ol 125 139 193165 181103 | 224 | 77769 10 27.80%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #175516. Cyclopentanecarboxylic acid, 4-hexadecyl ester
97
69
5000 L B UL SR UM
a 15.40 15.60 15.80 16.00
m/z 41.10 21.37%
83 115
0 M‘ Ji L | 126 140 154 169 183 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
97
15.40 15.60 15.80 16.00
5000 m/z 55.10 20.37%
196
55
27 39 66 79 110 124 142 168
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11569: 2-Hexene, 3,4,4-trimethyl- R EEEEE S
55 97 15.40 15.60 15.80 16.00
m/z 57.10 18.22%
5000
41 69
126
I B | w
Ou||||||||||‘||‘||||||||||||||||||||||||||||||| |||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD120720\
Data File : VD067899.D

Aca On : 07 Dec 2020 15:04

Operator : VA/SY

Sample : L4971-03

Misc : 7.01G/5.00mI/MSVOA D/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D120120S .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 unknownl5.74 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.74 47.81 ug/1 532805 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid. 2-hvdroxv-. ... 258 C15H3003 056009-40-6 37
2 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 16
3 1-Pentene. 2.4.4-trimethvl- 112 C8H16 000107-39-1 14
4 2-Hexene. 5.5-dimethvl-. (2)- 112 C8H16 039761-61-0 14
5 Pyridine, 4-[(1,1-dimethylethyl)... 167 C9H13NS 018794-26-8 12
Abundance Scan 2349 (15.738 min): VD067899.D (-2345) (-) m/z 57.10 100.00%
q7
5000 41 83
69
e 7 o || 1540 1563 1580 1600
0 SRS | G | Y m/z 41.05 49.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109145: Tetradecanoic acid, 2-hydroxy-, methyl ester
41 57
29 69 83
5000 LS B DU BN SRR
97 mmmmmmmm
111 m/z 83.10 43 .34%
R A A 199
Olllluwlhyﬁuwwhuwwlm Ijllﬂlllnll S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
8 15.40 15.60 15.80 16.00
5000 g5 m/z 43.10 31.91%
29 7 111
o 125 139 154 168 182 196 210 224
m/z--> 25 45 éo éo 160 120 150 160 180 200 250
Abundance #6764: 1-Pentene, 2,4,4- trlmethyl T[T T T T[T I T T[T T T T[T TTT]
57 15.40 15.60 15.80 16.00
m/z 69.10 30.84%
5000 4
29
g7 112
oL15 \“ | ‘ Pa |
m/z--> 25 45 éo éo 160 150 150 160 180 260 250 1520 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD120720\
Data File : VD067899.D

Aca On : 07 Dec 2020 15:04

Operator : VA/SY

Sample : L4971-03

Misc : 7.01G/5.00mI/MSVOA D/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D120120S .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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.82 13.43 ug/Il 149712 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 50
2 Isobutvl octvl carbonate 230 C13H2603 1000372-74-6 50
3 Decvl isobutvl carbonate 258 C15H3003 959226-07-4 47
4 6-Undecen-3-one. 5-butvl-2.2-dim... 252 C17H320 055976-05-1 47
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 45

Abundance Scan 2363 (15.820 min): VD067899.D (-2360) (-) m/z 57.10 100.00%
57
5000 41
rTTTTTrTTT T T TT T T T
126139 166 181 224 15.60 15.80 16.00 16.20
0...,....',-|...|' ..ﬂ..,'l..-." W s A W/z 41.10  45.99%
m/z--> 20 40 6 80 100 120 140 160 180 200 220 240
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
43
5000 1 LB SR LI BRI B
15 60 15. 80 16 00 16. 20
85 o m/z 69.10 44._.01%
0 \\ ‘ \ 1 J | 1}3127141155169183196211225239254
m/z--> 5 Jo eb 86 160 150 140 160 180 200 220 250
Abundance
57
15,60 15.80 16.00 16.20
5000 m/z 71.10 35.03%
41 &
84
112
o 27 97 129 157 175
m/z--> ﬁo Jo eb 86 160 150 150 160 180 200 250 250
Abundance #109127: Decyl isobutyl carbonate A B RE s
57 15.60 15.80 16.00 16.20
m/z 43.10 26 .59%
5000
71 85
L R N,
0---.----.--- m o B st ass s e
m/z--> 80 100 120 140 160 180 200 220 240 15 60 15. 80 16 00 16. 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD120720\
Data File : VD067899.D

Aca On : 07 Dec 2020 15:04

Operator : VA/SY

Sample : L4971-03

Misc : 7.01G/5.00mI/MSVOA D/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D120120S .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 unknownl6.48 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

16.48 82.20 ug/1 916120 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(2-Hvdroxvcvclohexvloxv)pvridi... 209 C11H15NO3 1000194-98-4 38
2 Sulfurous acid. cvclohexvimethvl... 262 C13H2603S 1000309-21-5 38
3 Sulfurous acid. cvclohexvimethvl... 332 C18H3603S 1000309-21-9 35
4 Cis-1-methvl-3-n-nonvlcvclohexane 224 C16H32 039762-39-5 30
5 Sulfurous acid, butyl cyclohexyl... 234 C11H2203S 1000309-21-4 27
Abundance Scan 2475 (16.479 min): VD067899.D (-2467) (-) m/z 97.10 100.00%

7
57 111
41
5000
8
e e a
1261401541671g0 196 224 281 16.20 16.40 16.60

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

Abundance #68509: 2-(2-Hydroxycyclohexyloxy)pyridine-N-oxide
111
5000 LML L N L L ) L LB |
B 16.20 16.40 16.60
27 96 m/z 111.15 76.51%
ol 134148164 192 209
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
97
B AR e
55 16.20 16.40 16.60
5000 m/z 69.10 68.44%
ol Y 111 127
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #170750: Sulfurous acid, cyclohexylmethyl undecy! ester L L B o o B
97 16.20 16.40 16.60
m/z 85.10 62.15%
5000 55
41
NN B P I (R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16. 40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD120720\
Data File : VD067899.D

Acq On : 07 Dec 2020 15:04

Operator : VA/SY

Sample : L4971-03

Misc : 7.01G/5.00mI/MSVOA_D/SOIL

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D120120S_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]
Cyclohexane, 1,1,... 14.09 18.4 ug/I1 205144 4 13.58 557255 50.0
Cyclohexane, 2-bu... 14.19 12.7 ug/I1 141527 4 13.58 557255 50.0
unknownl14 .32 14.32 12.4 ug/I1 138115 4 13.58 557255 50.0
3-Octene, 2,2-dim... 14.76 11.5 ug/I1 128022 4 13.58 557255 50.0
unknownl14 .94 14.94 12.4 ug/I1 138201 4 13.58 557255 50.0
Cyclohexanone, 3,... 15.44 41.4 ug/1 461886 4 13.58 557255 50.0
Cyclopentanecarbo... 15.67 58.5 ug/Il 652426 4 13.58 557255 50.0
unknownl15.74 15.74 47.8 ug/1 532805 4 13.58 557255 50.0
Pentadecane, 2,6,... 15.82 13.4 ug/I1 149712 4 13.58 557255 50.0
unknownl16.48 16.48 82.2 ug/Il 916120 4 13.58 557255 50.0
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