LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA W\DATA\VW091119\

Data File : VW012913.D

Aca On - 11 Sep 2019 13:24

Operator : SY/VA

sample - K4692-15

Misc - 5.04G/5ML/MSVOA W/SOIL S 2
ALS Vial : 9 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 W\METHOD\82W090719S.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 2.154 35 41 50 rBv 31226 56405 6.09% 0.917%
2 2.660 113 124 125 rBvV9 12830 29823 3.22% 0.485%
3 4.123 354 364 372 rBV2 4617 14485 1.56% 0.236%
4 4.903 479 492 507 rBvV2 17913 62654 6.77% 1.019%
5 5.933 648 661 675 rBV3 33173 104546 11.29% 1.700%
6 7.878 970 980 985 rBV2 123027 284539 30.74% 4.627%
7 7.945 985 991 1003 rVB 244360 549270 59.34% 8.932%
8 8.299 1039 1049 1061 rBV 125763 284368 30.72% 4.624%
9 8.841 1129 1138 1150 rBV 344764 691194 74.67% 11.240%
10 10.323 1372 1381 1389 rBvV 531205 925695 100.00% 15.053%
11 10.707 1438 1444 1449 rVB2 25039 41363 4_47% 0.673%
12 11.231 1525 1530 1535 rVvB3 5504 9363 1.01% 0.152%
13 11.627 1587 1595 1604 rBvV 437595 743049 80.27% 12.083%
14 11.835 1620 1629 1631 rBvV6 6940 13444 1.45% 0.219%
15 11.871 1633 1635 1639 rvv4 8672 12845 1.39% 0.209%
16 12.133 1671 1678 1682 rBvV5 11510 25347 2.74% 0.412%
17 12.249 1693 1697 1701 rVvB2 8309 13287 1.44% 0.216%
18 12.335 1701 1711 1713 rBvV8 9423 21170 2.29% 0.344%
19 12.615 1750 1757 1766 rBV2 353833 588377 63.56% 9.568%
20 12.780 1780 1784 1790 rVB6 7558 15703 1.70% 0.255%
21 12.865 1792 1798 1802 rBV5 7586 18704 2.02% 0.304%
22 12.938 1805 1810 1815 rVB5 14233 26071 2.82% 0.424%
23 13.164 1843 1847 1851 rVV5 9555 13229 1.43% 0.215%
24 13.493 1896 1901 1905 rVB6 5947 10613 1.15% 0.173%
25 13.554 1905 1911 1921 rVB 368920 636979 68.81% 10.358%
26 13.877 1958 1964 1969 rBV3 21282 40462 4_.37% 0.658%
27 14.072 1992 1996 1997 rBVv4 9345 12379 1.34% 0.201%
28 14.200 2012 2017 2022 rBV7 15449 30142 3.26% 0.490%
29 14.261 2022 2027 2034 rVV3 35066 68164 7.36% 1.108%
30 14.340 2034 2040 2043 rVVv7 9184 21334 2.30% 0.347%

31 14.414 2043 2052 2058 rVvVv 88520 183973 19.87% 2.992%
32 14.523 2063 2070 2076 rVvVv 68401 141975 15.34% 2.309%
33 14.584 2076 2080 2089 rVB4 26726 58116 6.28% 0.945%
34 14.724 2099 2103 2108 rBv4 18303 32110 3.47% 0.522%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091119\
Data File : VW012913.D

Aca On : 11 Sep 2019 13:24

Operator : SY/VA

Sample : K4692-15

Misc : 5.04G/5ML/MSVOA W/SOIL

ALS Vial : 9 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_W\METHOD\82W090719S.M

Title : SW846 8260

35 14.804 2110 2116 2119 rBV6 23711 53911 5.82% 0.877%
36 14.840 2119 2122 2129 rVB3 28577 55861 6.03% 0.908%
37 15.005 2146 2149 2153 rVB2 15792 20408 2.20% 0.332%
38 15.066 2154 2159 2164 rBV4 22589 42189 4._.56% 0.686%
39 15.127 2164 2169 2171 rBvV4 21924 35819 3.87% 0.582%
40 15.328 2197 2202 2208 rBV2 38838 71471 7.72% 1.162%
41 15.413 2211 2216 2217 rBV4 20518 31845 3.44% 0.518%
42 15.627 2248 2251 2253 rBV4 10503 16189 1.75% 0.263%
43 16.291 2355 2360 2366 rVB3 21494 40561 4._.38% 0.660%

Sum of corrected areas: 6149432
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091119\
Data File : VW012913.D

Aca On : 11 Sep 2019 13:24

Operator : SY/VA

Sample : K4692-15

Misc : 5.04G/5ML/MSVOA W/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090719S_M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

Abundance

500000

400000

300000

200000

100000

TIC: VW012913.D

215 2.66

412 4.90

5.93

0
Time-->

2.00 2.20 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 600 620 640 6.60 6.80

Abundance

500000

400000

300000

200000

100000

TIC: VW012913.D

8.84

7.95

"

10.32

11.63

10.71
A 11.23

ok
Time-->

T T T
9.00 9.50 10.00

T T T
10.50 11.00 11.50

Abundance

500000

400000

300000

200000

100000

1.87

TIC: VW012913.D

13.55
12.62

13.49

12.1312533 123824 1316

Time-->

L
12.00

T =T —T T T
12.50 13.00 13.50 15.00

—T
15.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091119\
Data File : VW012913.D

Aca On : 11 Sep 2019 13:24

Operator : SY/VA

Sample : K4692-15

Misc : 5.04G/5ML/MSVOA W/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090719S_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 Adamantane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.26 5.35 ug/Il 68164 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane 136 C10H16 000281-23-2 98
2 Bicvclol3.3.11non-6-en-2-one 136 C9H120 022482-58-2 68
3 Bicvclol3.3.11non-2-en-9-one 136 C9H120 004844-11-5 64
4 3-Methvlene-bicvclol3.2.1Toct-6-... 136 C9H120 1000193-00-0 62
5 1,3-Cyclohexadiene, 5-butyl- 136 C10H16 030168-57-1 47
Abundance Scan 2027 (14.261 min): VW012913.D (-2022) (-) m/z 136.10 100.00%
6
5000
105 121 14,00 14.20 14.40 14.60
o A8 s 2. m/z 79.10 53.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15683: Adamantane
136
20 93
5000
14.00 14.20 14.40 14.60
67 m/z 92.95 49 .09%
‘ ‘ 107 121
0---.----‘.‘ P |
m/z--> 20 60 0 100 120 140 160 180 200
Abundance
136
79
02 14.00 14.20 14.40 14.60
5000 m/z 80.10 32.64%
55 118
27 39 108
66
G L S UL IS UL WAL L B L L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16476: Bicyclo[3.3.1]non-2-en-9-one
79 03 14.00 14.20 14.40 14.60
m/z 41.00 32.23%
67 136
5000 39
108
0...,....,..““” .‘...‘,‘..‘l“.,.‘...|....,....,....,....,.... S
m/z--> 20 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 W\DATA\VW091119\
Data File : VW012913.D

Aca On : 11 Sep 2019 13:24

Operator : SY/VA

Sample : K4692-15

Misc : 5.04G/5ML/MSVOA W/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090719S_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 1-Adamantanecarboxylic acid... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14._.41 14 .44 ug/I1 183973 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantanecarboxvlic acid. 3.5... 292 C17H18F202 1000293-75-1 64
2 1-Bromoadamantane 214 C10H15Br 000768-90-1 64
2-I1-(Adamantan-1-vlamino)-2.2.2... 295 C15H16F3N3 1000275-90-9 64
4 Adamantane-1l-carboxvlic acid. 4-... 284 C18H2003 1000276-61-1 59
5 Adamantane-l-carbohydrazide, N2-... 316 C18H21FN202 332037-11-3 59
Abundance Scan 2052 (14.414 min): VW012913.D (-2043) (-) m/z 135.10 100.00%
135
5000
93
a7 119 | 150 14:00 14.20 14.40 14.60 14.80
0 8 | |16 208 o m/z 93.10 28.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #137710: 1-Adamantanecarboxylic acid, 3,5-difluoropheny! este
135
5000
14.00 14.20 14.40 14.60 14.80
79 m/z 79.00 21.39%
0"'v"w"ﬁz'h“w'ﬂ'}RT'w"w"'iﬁ?'w"“l'“'l'“'l'“'l“"v"'v
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
135
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—
14.00 14.20 14.40 14.60 14.80
5000 m/z 150.10 12.24%
79
39 107
oL15 95 159
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140090: 2-[1-(Adamantan-1-ylamino)-2,2,2-trifluoro-ethyli...
135 14.00 14.20 14.40 14.60 14.80
m/z 91.05 11.21%
5000
o U .6 \’ w | 153168 192 218 238254 276 295
m/z--> 20 40 eb 80 160 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091119\
Data File : VW012913.D

Aca On : 11 Sep 2019 13:24

Operator : SY/VA

Sample : K4692-15

Misc : 5.04G/5ML/MSVOA W/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090719S_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 Adamantane, 1,3-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14 .52 11.14 ug/Il 141975 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 91
2 1-Methvl-3-ethvladamantane 178 C13H22 001687-34-9 72
3 Adamantane. 1-isothiocvanato-3-m... 207 C12H17NS 136860-48-5 56
4 Phthalic acid. butvl tridec-2-vn... 400 C25H3604 1000315-43-7 50
5 2-((Octan-2-yloxy)carbonyl)benzo... 278 C16H2204 1000373-83-2 50
Abundance Scan 2070 (14.523 min): VW012913.D (-2063) (-) m/z 149.05 100.00%
149
5000
93
4 oy g7 79 | 107 164 14.20 14.40 14.60 14.80
53 121 : : : :
) R O | I s e Tm/z 93.05  26.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33749: Adamantane, 1,3-dimethyl-
149
5000
93 14.20 14.40 14.60 14.80
M 107 m/z 107.00 18.16%
15 29 55 67 19 ‘ 121 164
0 |||||U||‘||||H|||“|‘||H|‘||‘|‘|||‘i|||‘|||||||‘|||l||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
149
14.20 14.40 14.60 14.80
5000 m/z 150.10 12.05%
93
55 67 79 107 15 135 163 178
O R B e R R AR
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #66928: Adamantane, 1-isothiocyanato-3-methyl-
149 14.20 14.40 14.60 14.80
m/z 41.10 9.97%
5000 93
107
41 79 207
0 [ P67 ||, | 121135 | 163 178 193 |
m/z--> 20 40 60 8 100 120 140 160 180 200 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091119\
Data File : VW012913.D

Aca On : 11 Sep 2019 13:24

Operator : SY/VA

Sample : K4692-15

Misc : 5.04G/5ML/MSVOA W/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090719S_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 Octane, 2,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.33 5.61 ug/Il 71471 1,4-Dichlorobenzene-d4 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 64
2 Sulfurous acid. 2-ethvlhexvl tet... 390 C22H4603S 1000309-19-7 62
3 Sulfurous acid. 2-ethvlhexvl pen... 404 C23H4803S 1000309-19-8 62
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 59
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 58
Abundance Scan 2202 (15.328 min): VW012913.D (-2197) (-) m/z 57.10 100.00%
g7

71

5000

15.00 15.20 15.40 15.60

0’ m/z 71.05 65.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71
5000 LA L L L L L LB |
15.00 15.20 15.40 15.60
29 113 m/z 43.10 47 .30%
85
0 15 \‘ \‘\ | o, 99 \‘ 127142
R L AR s aa s e R ARARSAAS RRRsELE S LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
71 SN
15.00 15.20 15.40 15.60
5000 m/z 41.05 35.59%
43
113
85
N 99 | 127141155 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #213741: Sulfurous acid, 2-ethylhexyl pentadecy! ester A T AR RRRE
57 15.00 15.20 15.40 15.60
71 m/z 56.10 31.43%
5000
43 113
R \M | 99 | 127141155 182 211
ST I ] T e T T T e B RN REEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 00 15 20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW091119\
Data File : VW012913.D

Acq On : 11 Sep 2019 13:24

Operator : SY/VA

Sample - K4692-15

Misc : 5.04G/5ML/MSVOA_W/SOIL

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W090719S_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]
Adamantane 14.26 5.4 ug/Il 68164 4 13.56 636979 50.0
1-Adamantanecarbo... 14.41 14.4 ug/1 183973 4 13.56 636979 50.0
Adamantane, 1,3-d... 14.52 11.1 ug/Il 141975 4 13.56 636979 50.0
Octane, 2,6-dimet... 15.33 5.6 ug/Il 71471 4 13.56 636979 50.0
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