LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD121619\
Data File : VD064524.D

Aca On : 16 Dec 2019 15:34

Operator : VA/SY

Sample : K6117-04RE

Misc : 7.07G/5.00mI/MSVOA D/SOIL

ALS Vial : 10 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\82D112719S.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 1.950 3 5 10 rVB3 4804 6795 2.25% 0.252%
2 2.250 43 56 57 rBv4 7591 21876 7.24% 0.812%
3 2.326 66 69 71 rvv2 2965 4229 1.40% 0.157%
4 2.355 71 74 76 rvva 4115 4505 1.49% 0.167%
5 2.602 114 116 117 rBvV2 4277 3093 1.02% 0.115%
6 2.732 136 138 141 rVB4 3519 3353 1.11% 0.124%
7 2.967 176 178 180 rBvV3 2999 3218 1.06% 0.119%
8 3.067 194 195 199 rBv2 2971 3863 1.28% 0.143%
9 3.173 212 213 216 rVB3 5096 3084 1.02% 0.114%
10 3.297 232 234 237 rBv4 5198 6354 2.10% 0.236%
11 4 _.955 510 516 518 rBV3 3268 6351 2.10% 0.236%
12 7.708 978 984 987 rBV2 2897 4258 1.41% 0.158%

13 7.920 1009 1020 1025 rBV3 45904 111894 37.01% 4._.154%
14 7.979 1025 1030 1043 rvVvB2 74008 165240 54.66% 6.135%
15 8.337 1080 1091 1101 rBV 44649 104295 34.50% 3.872%

16 8.867 1173 1181 1192 rVB 101764 212969 70.45% 7.907%
17 10.337 1424 1431 1438 rBV 156943 291737 96.51% 10.831%

18 10.402 1441 1442 1453 rVB6 3650 6030 1.99% 0.224%
19 10.720 1492 1496 1504 rVB4 4641 8930 2.95% 0.332%
20 11.643 1646 1653 1660 rBV 162833 280714 92.86% 10.422%
21 11.843 1682 1687 1689 rBv4 2677 3303 1.09% 0.123%
22 12.255 1751 1757 1762 rBV 24939 40333 13.34% 1.497%
23 12.637 1815 1822 1829 rBV 131135 223001 73.77% 8.279%
24 12.961 1873 1877 1879 rBV3 3531 4209 1.39% 0.156%
25 13.237 1920 1924 1926 rBV2 7168 8864 2.93% 0.329%
26 13.278 1928 1931 1935 rVVv2 7191 9609 3.18% 0.357%
27 13.320 1935 1938 1940 rVB4 4724 6408 2.12% 0.238%
28 13.584 1975 1983 1992 rVB 180649 302302 100.00% 11.223%
29 13.678 1994 1999 2009 rVV3 26150 45327 14.99% 1.683%
30 13.778 2013 2016 2021 rVVv7 5499 9528 3.15% 0.354%
31 13.825 2021 2024 2028 rVV3 2980 5491 1.82% 0.204%
32 13.902 2031 2037 2042 rVV5 5705 10737 3.55% 0.399%
33 13.972 2045 2049 2054 rVV5 4374 9256 3.06% 0.344%
34 14.043 2058 2061 2064 rVV3 2838 3664 1.21% 0.136%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD121619\
Data File : VD064524.D

Aca On : 16 Dec 2019 15:34

Operator : VA/SY

Sample : K6117-04RE

Misc : 7.07G/5.00mI/MSVOA D/SOIL

ALS Vial : 10 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\82D112719S.M

Title : SW846 8260

35 14.078 2064 2067 2069 rVV3 2776 3438 1.14% 0.128%
36 14.131 2070 2076 2079 rVB5 3358 7175 2.37% 0.266%
37 14.261 2090 2098 2106 rBV3 16257 34257 11.33% 1.272%
38 14.325 2106 2109 2111 rBV3 3448 3510 1.16% 0.130%
39 14.496 2135 2138 2141 rBvV4 3295 5744 1.90% 0.213%
40 14.531 2142 2144 2146 rVB3 4251 3139 1.04% 0.117%
41 14.661 2165 2166 2169 rVB3 3679 3105 1.03% 0.115%
42 14.725 2172 2177 2180 rVV6 4632 8403 2.78% 0.312%
43 14.761 2181 2183 2187 rVv4 7258 9667 3.20% 0.359%
44 14.837 2190 2196 2202 rBV4 7289 18634 6.16% 0.692%
45 14.890 2202 2205 2209 rVB3 3415 5990 1.98% 0.222%
46 14.996 2220 2223 2229 rBV5 4056 5460 1.81% 0.203%
47 15.114 2241 2243 2248 rVB6 3511 4264 1.41% 0.158%
48 15.225 2260 2262 2266 rVB4 3224 3913 1.29% 0.145%
49 15.414 2283 2294 2301 rBVY 103175 202475 66.98% 7.517%
50 15.514 2306 2311 2315 rBV6 6808 11521 3.81% 0.428%
51 15.608 2322 2327 2331 rVB6 8226 14559 4.82% 0.541%
52 15.643 2331 2333 2338 rBV5 2615 3364 1.11% 0.125%
53 16.084 2404 2408 2409 rBV3 8932 11266 3.73% 0.418%
54 16.243 2431 2435 2437 rVB4 4822 3650 1.21% 0.136%
55 16.437 2465 2468 2471 rBV5 6737 8363 2.77% 0.310%

56 16.514 2473 2481 2488 rVB2 115191 253069 83.71% 9.396%
57 16.637 2500 2502 2506 rVB4 4560 4339 1.44% 0.161%
58 16.719 2507 2516 2523 rVV2 55718 129386 42.80% 4._.804%

Sum of corrected areas: 2693511
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

7.07G/5.00mI/MSVOA D/SOIL
10

= Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD121619\
: vVD064524.D

: 16 Dec 2019 15:34

> VA/SY

: K6117-04RE

Sample Multiplier: 1

= Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D112719S_M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

ration Parameters:

Abundance

150000

100000

50000

2 260.73 2.93.03.18.30
.95 .

TIC: VD064524.D

4.96

0
Time-->

2.00 2.20 240 260 280 300 320 340 360 380 400 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 640 6.60 6.80

Abundance

150000

100000

50000

0

TIC: VD064524.D

10.34 11.64

8.87

1p.40 10.72 11

Time-->

T — T T — —T T
9.00 9.50 10.00 10.50 11.00

Abundance

150000

100000

50000

TIC: VD064524.D

12.64
16.51

15.41

Time-->

—T — T — T
12.00 12.50 13.00

82D112719S.

M Tue Dec 17 16:58:15 2019




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD121619\
Data File : VD064524.D

Aca On : 16 Dec 2019 15:34

Operator : VA/SY

Sample : K6117-04RE

Misc : 7.07G/5.00mI/MSVOA D/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D112719S.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 2 2-Heptanone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.25 7.18 ug/l 40333 Chlorobenzene-d5 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanone 114 C7H140 000110-43-0 91
2 2-Hexanone. 5-methvl- 114 C7H140 000110-12-3 86
3 2-Hexanone. 4-methvl- 114 C7H140 000105-42-0 72
4 2-0Octanone 128 C8H160 000111-13-7 56
5 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 50

Abundance Scan 1756 (12.249 min): VD064524.D (-1751) (-) m/z 43.10 100.00%
43
58
5000
71
85 99 11|4 07 12.00 12.20 12.40 12.60
0 —il— -t m/z 58.00 67.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7426: 2-Heptanone
43
58
5000 LB SULILN UL BN UL
12.00 12.20 12.40 12.60
27 m/z 41.00 17.25%
15 | 71 99 114
0"”I'J'wh"W""ﬁé'“ﬁ'”'ﬁ"'l”"l'”'I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
A thhl uhmm‘h
12.00 12.20 12.40 12.60
5000 58 m/z 70.90 16.20%
JLoB ! g5 99 114
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #7511: 2-Hexanone, 4-methy!- s
43 12.00 12.20 12.40 12.60
58 m/z 55.10 10.31%
5000
71 85 114
0"”I'"W""P"'P"??”"I”"I'”'I'”'I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD121619\
Data File : VD064524.D

Aca On : 16 Dec 2019 15:34

Operator : VA/SY

Sample : K6117-04RE

Misc : 7.07G/5.00mI/MSVOA D/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D112719S.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 1-Hexanol, 2-ethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.68  7.50 ug/l 45327  1,4-Dichlorobenzene-d4  13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1-Hexanol. 2-ethvl- 130 cgH180 000104-76-7 64

1000365-10-2 50
007146-60-3 47
058175-57-8 47
1000365-12-6 47

m/z 57.10 100.00%

13.40 13.60 13.80 14.00

m/z 41.00 36 .55%

13.40 13.60 13.80 14.00

m/z 43.00 33.68%

13.40 13.60 13.80 14.00

m/z

55.05 32.97%

2 2-Ethvl-1-hexanol. methvl ether 144 C9H200
3 Octane. 2.3-dimethvl- 142 C10H22
4 2-Propvl-1-pentanol 130 C8H180
5 2-Propyl-1-pentanol, methyl ether 144 C9H200
Abundance Scan 1999 (13.678 min): VD064524.D (-1994) (-)
5000
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13669: 1-Hexanol, 2-ethyl-
5000
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
5000 41 0 a3
112
27 98
ol 14 141
o L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19191: Octane, 2,3-dimethyl-
57
5000 41 98
o7 70
S 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

13.40 13.60 13.80 14.00

m/z 70.10 26.28%

13.40 13.60 13.80 14.00

82D112719S.M Tue Dec 17 16:58:17 2019

Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD121619\
Data File : VD064524.D

Aca On : 16 Dec 2019 15:34

Operator : VA/SY

Sample : K6117-04RE

Misc : 7.07G/5.00mI/MSVOA D/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D112719S.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 4 2-Nonanone Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.26  5.67 ug/l 34257  1,4-Dichlorobenzene-d4  13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 2-Nonanone 142 coH180 000821-55-6 80

2 11-Dodecen-2-one 182 C12H220 005009-33-6 72
3 2.4(3H.5H)-Furandione. 5-hexvl-5... 198 C11H1803 054852-79-8 72
4 2-Decanone 156 C10H200 000693-54-9 64
5 2-Undecanone 170 C11H220 000112-12-9 64
Abundance Scan 2098 (14.261 min): VD064524.D (-2090) (-) m/z 58.00 100.00%
43 58
5000
71 N
85 96 111 127 142 207 114,00 14.20 14.40 14.60
o] m/z 43.00 88.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19938: 2-Nonanone
58
43
5000
14.00 14.20 14.40 14.60
71 m/z 71.00 31.56%
s Pl | | e oo s 142
m/z--> 2|O 4|0 6|0 8|0 1(|)O 12|O 14|10 1é0 1&|30 ZCI)O
Abundance
43 58
14.00 14.20 14.40 14.60
5000 = m/z 41.00 31.07%
82 124
o 96 111 *%135 149 164 182
m/z--> 2|O 4|0 6|0 8|0 1(|)O 12|O 14|10 1é0 1&|30 2(|)O
Abundance #59381: 2,4(3H,5H)-Furandione, 5-hexyl-5-methyl- R EIUEE mn e e
43 5 14.00 14.20 14.40 14.60
m/z 57.10 27.17%
5000
71
114 128
85 100
0 ||||||||||||||||||||||||||||||||||||||||1|7|O|||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD121619\
Data File : VD064524.D

Aca On : 16 Dec 2019 15:34

Operator : VA/SY

Sample : K6117-04RE

Misc : 7.07G/5.00mI/MSVOA D/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D112719S.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 6 Naphthalene, 1-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.72 21.40 ug/1 129386 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 97
2 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 97
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 1H-Indene, l-ethylidene- 142 C11H10 002471-83-2 59
Abundance Scan 2516 (16.719 min): VD064524.D (-2507) (-) m/z 142_.00 100.00%
142
5000
4 63 g9 16.3016.4016.5016.6016.70
o 209 3% 'm/z 141.00 90.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #19232: Naphthalene, 1-methyl-
142
5000
115 16.3016.4016.5016.6016.70
m/z 115.00 32.38%
39 63 89
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
142
16.3016.4016.5016.6016.70
5000 m/z 139.00 11.41%
115
39 63 89
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #19230: Benzocycloheptatriene
141 16.3016.4016.5016.6016.70
m/z 143.00 9.45%
5000 e
39 ﬁ3
o) —— ”M” Ll ”\” N
miz-> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 320 16.3016.4016.5016.6016.70

82D112719S.M Tue Dec 17 16:58:19 2019 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_D\DATA\VD121619\
Data File : VD064524.D

Acq On : 16 Dec 2019 15:34

Operator : VA/SY

Sample : K6117-04RE

Misc : 7.07G/5.00mI/MSVOA_D/SOIL

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D112719S.M
Quant Title : 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]
2-Heptanone 12.25 7.2 ug/l 40333 3 11.65 280714 50.0
1-Hexanol, 2-ethyl- 13.68 7.5 ug/l 45327 4 13.58 302302 50.0
2-Nonanone 14.26 5.7 ug/Il 34257 4 13.58 302302 50.0
Naphthalene, 1-me... 16.72 21.4 ug/I1 129386 4 13.58 302302 50.0
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