LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW052919\
Data File : VW010582.D

Aca On : 29 May 2019 11:04

Operator : SY/VA

Sample > VW0529SBL0O1

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 3 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\82W052019S.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 1.952 5 8 23 rVB3 3657 11978 1.71% 0.272%
2 2.666 118 125 134 rBV5 4096 11273 1.61% 0.256%
3 3.385 237 243 251 rVB2 3271 7195 1.03% 0.164%
4 4.415 402 412 424 rBV3 3841 13051 1.86% 0.297%
5 4.921 486 495 500 rBvV3 2445 7179 1.03% 0.163%
6 7.134 848 858 873 rBV 51413 144068 20.58% 3.275%
7 7.884 972 981 986 rBV 95153 222262 31.74% 5.052%
8 7.945 986 991 1002 rVB 171083 378185 54.01% 8.596%
9 8.256 1032 1042 1047 rBV 122006 321386 45.90% 7 .305%
10 8.305 1047 1050 1062 rVB 86380 166970 23.85% 3.795%
11 8.841 1130 1138 1150 rBV 251668 496246 70.87% 11.280%
12 9.890 1304 1310 1318 rBvV2 8287 16411 2.34% 0.373%
13 10.250 1365 1369 1373 rvB2 4571 7084 1.01% 0.161%

14 10.323 1373 1381 1390 rBV 397561 700190 100.00% 15.916%
15 10.707 1437 1444 1451 rBV 68197 119865 17.12% 2.725%

16 11.067 1495 1503 1514 rBvV 35491 60215 8.60% 1.369%
17 11.176 1516 1521 1527 rVB 4474 7155 1.02% 0.163%
18 11.445 1551 1565 1572 rVB2 16310 29682 4.24% 0.675%
19 11.634 1587 1596 1605 rBvV 335928 569743 81.37% 12.951%
20 12.475 1725 1734 1740 rBV 34067 57207 8.17% 1.300%
21 12.621 1748 1758 1767 rBv2 291111 483030 68.99% 10.980%
22 13.030 1820 1825 1831 rVvB4 4351 7097 1.01% 0.161%
23 13.414 1878 1888 1892 rBV3 4353 8276 1.18% 0.188%
24 13.560 1905 1912 1928 rVB 327724 536848 76.67% 12.203%
25 14.078 1992 1997 2002 rBV2 4796 7884 1.13% 0.179%
26 15.444 2217 2221 2227 rVB3 5544 8823 1.26% 0.201%
Sum of corrected areas: 4399303
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW052919\
Data File : VW010582.D

Aca On : 29 May 2019 11:04

Operator : SY/VA

Sample > VW0529SBL0O1

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W052019S .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\VW052919\
Data File : VW010582.D

Aca On : 29 May 2019 11:04

Operator : SY/VA

Sample > VW0529SBL0O1

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W052019S .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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.07 5.28 ug/Il 60215 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvithienol2.3-blpvridine 149 C8H7NS 013362-81-7 25
2 Benzeneacetaldehvyde. 2-methoxv-.... 178 C11H1402 053155-90-1 25
3 Benzenamine. 2-cvclopropvl- 133 C9H11N 1000327-33-3 25
4 2H-Indol-2-one. 1.3-dihvdro-5-hv... 149 C8H7NO2 003416-18-0 25
5 5-Methylthieno[3,2-b]pyridine 149 C8H7NS 001759-29-1 25
Abundance Scan 1504 (11.073 min): VW010582.D (-1495) (-) m/z 149.10 100.00%
133.0 149.1
5000
75.1 L B R B UL

450 61.0 88.9 115.0 | I mmnmnmnm

Ot et m/z 133.00 85.81%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23566: 4-Methylthieno[2,3-b]pyridine
149.0
5000

10.80 11.00 11.20 11.40
‘ m/z 75.10 18.05%

122.0
440 630 770 o 1040
Wil | | P! | " |
o gttt b e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43900: Benzeneacetaldehyde, 2-methoxy-.alpha.,5-dimethy!l-
149.0
r\IIIIIIIIIIIIIIIIIIIIIII
10.80 11.00 11.20 11.40
5000 m/z 150.00 13.02%
91.0
39.0 77.0 05.0 % 1540 10
. . 105.
o280 1L B2 0 .‘.“, el 1630 L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14771: Benzenamine, 2-cyclopropyl- R B
133.0 10.80 11.00 11.20 11.40
m/z 134.00 11.86%
118.0
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65.0
90 590 7 750 01040 ||
O Ll ,...ﬂ,....,.... . /8 Y S N |
m/z--> 20 40 60 80 100 120 140 160 180 10 80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA W\DATA\VW052919\
Data File : VW010582.D

Aca On : 29 May 2019 11:04

Operator : SY/VA

Sample > VW0529SBL0O1

Misc : 5.00G/5ML/MSVOA W/SOIL

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W052019S .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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.48 5.02 ug/Il 57207 Chlorobenzene-d5 11.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-70-8 94
2 .alpha.-Pinene 136 C10H16 000080-56-8 91
3 (19)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-26-4 90
4 Tricvclol2.2.1.0(2.6)1heptane. 1... 136 C10H16 000488-97-1 90
5 3-Carene 136 C10H16 013466-78-9 87
Abundance Scan 1735 (12.481 min): VW010582.D (-1725) (-) m/z 93.10 100.00%
93.1
5000
77.0 S I WA
41|'1 530 67.1 | | 10‘]3-0 1211 4361 12.20 12.40 12.60 12.80
0 .,....,....|,.-...,'.'.-..,..'.'.-,....,....,..'..,.'.:'.,....-,'....,..!.,... m/z 91.10 41.02%
m/z--> 20 30 40 50 70 90 100 110 120 130 140
Abundance #15854: (1R) 2 6,6- Tr|methy|b|cyc|0[3 1.1]hept-2-ene
93.0
5000
41.0 77.0 12.20 12.40 12.60 12.80
m/z 92.10 37 .32%
530 7.0 | 1050 1210 1360
0'|“'w'“'wt“ﬂih"IL"'J'H'V!“lﬁﬂw'“'v'“l”'w'“
m/z--> 20 30 40 50 90 100 110 120 130 140
Abundance #15705. .aIpha.—Pinene
93.0
12,20 12.40 12,60 12.80
5000 m/z 77.00 25.80%
41.0 770
27\.0 ‘ ‘ 53\'0 oo ‘ ‘\ \ 10?'0 12\1.0 1350
o) ””\ ||||‘|‘||| ‘i:‘:: ”\Ih A 11 FR——— | ||i‘| SRS NS I—
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15851: (1S)-2,6,6- Trlmethylbicyclo[S.l.l]hept—Z—ene R mmEEE R ,/\. .fr.\, T
93.0 12.20 12.40 12.60 12.80
m/z 79.10 24 .89%
5000
77.0
270 TTO °30 670 ‘M ‘\ 10?0 12%0 136.0
[o) A N N— .‘... \I\I\” SOOI 1§ PR ]| PO P S PO T— S 0 W S - N—
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_W\DATA\VW052919\
Data File : VW010582.D

Acq On : 29 May 2019 11:04

Operator : SY/VA

Sample > VW0529SBL0O1

Misc : 5.00G/5ML/MSVOA_W/SOIL

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_W\METHOD\82W052019S .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]
unknown-01 11.07 5.3 ug/Il 60215 3 11.63 569743 50.0
(1R)-2,6,6-Trimet... 12.48 5.0 ug/Il 57207 3 11.63 569743 50.0
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