LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091919\
Data File : VW013157.D

Aca On : 19 Sep 2019 13:34

Operator : SY/VA

Sample : K4825-13

Misc : 5.25G/5ML/MSVOA W/SOIL

ALS Vial : 7 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\82W091419S.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 1.953 5 8 25 rvB3 16490 37987 3.09% 0.585%
2 2.349 65 73 81 rvB2 15229 30170 2.45% 0.464%
3 4.135 357 366 374 rBV2 5932 20062 1.63% 0.309%
4 4.909 482 493 505 rBvV2 9989 35286 2.87% 0.543%
5 5.934 650 661 671 rBV2 4761 14399 1.17% 0.222%
6 7.878 971 980 985 rBV2 174961 417417 33.93% 6.426%
7 7.945 985 991 1004 rVB 355000 796278 64.73% 12.259%
8 8.305 1040 1050 1062 rBV 172988 384417 31.25% 5.918%
9 8.842 1129 1138 1148 rBV 513127 1023199 83.18% 15.752%
10 10.128 1337 1349 1358 rBv2 12280 26947 2.19% 0.415%
11 10.323 1373 1381 1388 rBvV 677542 1230131 100.00% 18.938%
12 10.384 1388 1391 1397 rVB 9717 15907 1.29% 0.245%
13 11.408 1551 1559 1571 rVB7 4798 12842 1.04% 0.198%
14 11.628 1587 1595 1606 rBV 501241 851826 69.25% 13.114%
15 11.841 1622 1630 1639 rBv8 8785 20403 1.66% 0.314%
16 12.365 1706 1716 1723 rVB8 5598 13719 1.12% 0.211%

17 12.469 1726 1733 1740 rBV 104030 181017 14.72% 2.787%
18 12.615 1751 1757 1765 rVB 321318 544270 44.24% 8.379%

19 12.719 1767 1774 1780 rBVvV4 8749 15373 1.25% 0.237%
20 12.926 1802 1808 1815 rVB2 37153 63322 5.15% 0.975%
21 13.560 1903 1912 1920 rVV 278711 468480 38.08% 7.212%
22 13.646 1920 1926 1932 rVB3 11438 23614 1.92% 0.364%
23 13.871 1958 1963 1974 rBV2 46137 80533 6.55% 1.240%
24 14.072 1986 1996 2004 rVB 29352 56899 4.63% 0.876%
25 14.524 2062 2070 2081 rVB3 14487 29574 2.40% 0.455%
26 14.621 2081 2086 2093 rBV2 19601 33075 2.69% 0.509%
27 14.725 2096 2103 2110 rBV 26817 40557 3.30% 0.624%
28 15.493 2224 2229 2235 rVV 14565 27923 2.27% 0.430%
Sum of corrected areas: 6495627
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091919\
Data File : VW013157.D

Aca On : 19 Sep 2019 13:34

Operator : SY/VA

Sample : K4825-13

Misc : 5.25G/5ML/MSVOA W/SOIL

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W091419S_M
SW846 8260

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

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091919\
Data File : VW013157.D

Aca On : 19 Sep 2019 13:34

Operator : SY/VA

Sample : K4825-13

Misc : 5.25G/5ML/MSVOA W/SOIL

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W091419S_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 _alpha.-Pinene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.47 10.63 ug/Il 181017 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 95
2 (1R)-2.6.6-Trimethvilbicvclol3.1.... 136 C10H16 007785-70-8 94
3 Bicvclol3.1.11hept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 91
4 3-Carene 136 C10H16 013466-78-9 91
5 (15)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-26-4 91
Abundance Scan 1733 (12.469 min): VW013157.D (-1726) (-) m/z 93.10 100.00%
93
5000
77 A A
rﬁ 53 67 | o5 105 121 43g 12.20 12.40 12.60 12.80
O prrrg b e ol il 88 ML el L Tmzz 91.00  45.29%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15705: .alpha.-Pinene
93
5000
77 12.20 12.40 12.60 12.80
41 m/z 92.10 37.32%
27 ‘ ‘ 53 67 ‘ ‘ 105 121 136
0'I“jh'“'hh“““hg%uﬁ'”lh'”IJ'W'M“P'“i'”l“'ﬂ'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
12.20 12.40 12,60 12.80
5000 m/z 76.95 26.39%
41 "
53 67 105 121 4136
o R A s RS RN RS RS RS LRSS RARAN LRSS RARSERER
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15837: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
983 12.20 12.40 12.60 12.80
m/z 79.10 21.82%
5000
41 77
G A VO e
o) NN R — ‘.‘.‘.. ..‘.‘. ...l“.... -t e S U N 1 WY/ WV M VEN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091919\
Data File : VW013157.D

Aca On : 19 Sep 2019 13:34

Operator : SY/VA

Sample : K4825-13

Misc : 5.25G/5ML/MSVOA W/SOIL

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W091419S_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 Decane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.93 6.76 ug/l 63322 1,4-Dichlorobenzene-d4 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 95
2 Nonane 128 C9H20 000111-84-2 80
3 Undecane 156 Cl11H24 001120-21-4 78
4 Pentadecane 212 C15H32 000629-62-9 64
5 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59
Abundance Scan 1809 (12.932 min): VW013157.D (-1802) (-) m/z 43.05 100.00%
43 57
5000
71
85
97 142 12.60 12.80 13.00 13.20
113
3 — R et A e 290 m/z 57.05  92.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19157: Decane
3
5000
29 n 12.60 12.80 13.00 13.20
85 m/z 41.00 48.92%
o e ‘\‘ |99 113156 192
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance
43
57
12.60 12.80 13.00 13.20
5000 m/z 71.10 34._.57%
29 71 8
oL 15 99 128
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #28423: Undecane
43 57 12.60 12.80 13.00 13.20
m/z 55.05 22.91%
5000 1o
29
Las L% 3z g 10
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 1éo 2(')0 12.60 12.80 13.00 13.'20 '
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091919\
Data File : VW013157.D

Aca On : 19 Sep 2019 13:34

Operator : SY/VA

Sample : K4825-13

Misc : 5.25G/5ML/MSVOA W/SOIL

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W091419S_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 Undecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.87 8.60 ug/Il 80533 1,4-Dichlorobenzene-d4 13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 90
2 Decane 142 C10H22 000124-18-5 72
3 Tridecane 184 C13H28 000629-50-5 72
4 Hexadecane 226 C16H34 000544-76-3 64
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 59

Abundance Scan 1963 (13.871 min): VW013157.D (-1958) (-) m/z 57.10 100.00%

7

5000

13.60 13.80 14.00 14.20

99 111 127

146156

o] m/z 43.05 92.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28421: Undecane
43 57
5000 71
85 13.60 13.80 14.00 14.20
29 m/z 71.05 50.09%
N T Y O A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 57
13.60 13.80 14.00 14.20
5000 29 m/z 41.10 49 .87%
71
85
99 113 196 142
O T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48831: Tridecane R A S M
43 57 13.60 13.80 14.00 14.20
m/z 84.95 30.66%
5000 n
29 85
0 ‘\‘ \‘\ ‘\ | | 9\\9 1:!-3 127 141 155 184
O L e e o o o L I o e S o o
m/z--> 20 40 60 80 100 120 140 160 180 200 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW091919\
Data File : VW013157.D

Aca On : 19 Sep 2019 13:34

Operator : SY/VA

Sample : K4825-13

Misc : 5.25G/5ML/MSVOA W/SOIL

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W091419S_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 Benzeneethanamine, N-[(pent... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.07  6.07 ug/t 56899  1,4-Dichlorobenzene-d4  13.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Benzeneethanamine. N-T(pentafluo... 475 C21H26F5N02Si2 055429-85-1 64
2 Benzoic acid. 2-T(trimethvisilvl... 282 C13H2203Si2 003789-85-3 50

3 11H-Dibenzolb.elll.41diazepin-11... 267 C16H17N30 013450-73-2 46
4 3.5-Dimethoxvphenvlacetic acid. ... 268 C13H2004Si 1000071-82-4 10
5 Pyrimidine-5-carboxylic acid, 4,... 266 C8H8CI2N202S 1000196-46-6 10
Abundance Scan 1996 (14.072 min): VW013157.D (-1986) (-) m/z 73.10 100.00%
73
5000 267
45 59 97 133 154 179193207 251 281 13.80 14.00 14.20 14.40
0 S S MY ST A A ....2]2.:????....,.!'..~.. m/z 267.00 44.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #231876: Benzeneethanamine, N-[(pentafluorophenyl)methylen...
73
5000 LA L L L L L L B LB
267 13.80 14.00 14.20 14.40
a4 m/z 268.00 11.92%
ok 59 || 91105119 135151 179194209223 250
P T T T T e T e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
IIIIIIIIIIIIIIIIIIIII‘III
13.80 14.00 14.20 14.40
5000 267 m/z 74.10 7.65%
45 135
ol 28 | 59 91 105120 7°°149163 179193 209 233 249
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #116510: 11H-Dibenzo[b,e][1,4]diazepin-11-one, 5-(3-aminop... R e
30 77 118 13.80 14.00 14.20 14.40
57 181 223 267 m/z 269.00 7.40%
195209 238
5000 44 o1 167
32 153
okl SN 6 W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 80 14.00 14. 20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW091919\
Data File : VW013157.D

Acq On : 19 Sep 2019 13:34

Operator : SY/VA

Sample - K4825-13

Misc : 5.25G/5ML/MSVOA_W/SOIL

ALS Vial : 7 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W091419S_M
SW846 8260

Quant Method
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]
-alpha.-Pinene 12 .47 10.6 ug/I1 181017 3 11.63 851826 50.0
Decane 12.93 6.8 ug/Il 63322 4 13.55 468480 50.0
Undecane 13.87 8.6 ug/Il 80533 4 13.55 468480 50.0
Benzeneethanamine... 14.07 6.1 ug/Il 56899 4 13.55 468480 50.0
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