LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF022519\
Data File : VF061735.D

Aca On : 25 Feb 2019 17:34

Operator : VA/AP

Sample : K1610-03

Misc : 8.990/5mL/MSVOA-F/SOIL

ALS Vial : 14 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 F\METHODS\82F021319S.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

1.067 40 44 47 rBvV 14251 23654 2.01% 0.291%
2.181 154 157 159 rBV3 14344 30687 2.61% 0.378%
rvva3 24146 81988 6.97% 1.009%
4.015 334 343 348 rBV 170434 598004 50.86% 7.363%
4.114 348 353 367 rvv 155685 568352 48.34% 6.997%
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4.271 367 369 372 rvv2 17185 25074 2.13% 0.309%
4_.311 372 373 374 rVV 50301 32509 2.77% 0.400%
4.419 374 384 393 rvB2 37049 174435 14.84% 2.148%
4.863 421 429 442 rBV2 333670 1175732 100.00% 14.475%
5.593 495 503 513 rBvV 395024 1052185 89.49% 12.954%

=
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11 7.555 696 702 714 rvV 398517 992989 84.46% 12.226%
12 8.206 763 768 772 rBV3 5785 18216 1.55% 0.224%
13 9.774 921 927 943 rBV 484841 1110874 94.48% 13.677%
14 10.839 1030 1035 1044 rVB 121621 255291 21.71% 3.143%

15 11.213 1069 1073 1078 rBvV3 13435 24022 2.04% 0.296%
16 11.411 1088 1093 1103 rBvV 376148 676396 57.53% 8.328%
17 11.559 1105 1108 1114 rVB 17653 37301 3.17% 0.459%
18 11.657 1114 1118 1125 rBV 106634 183520 15.61% 2.259%
19 12.278 1178 1181 1185 rBV4 7209 14299 1.22% 0.176%
20 12.545 1204 1208 1219 rVvVv 655639 1032421 87.81% 12.711%
21 13.284 1280 1283 1288 rVB2 7917 14295 1.22% 0.176%
Sum of corrected areas: 8122244
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Data Path
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TIC Integ

LSC Report - Integrated Chromatogram

8.99a/5mL/MSVOA-F/SOIL
14

> Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF022519\
: VF061735.D

: 25 Feb 2019 17:34

: VA/AP

: K1610-03

Sample Multiplier: 1

> Z:\VOASRV\HPCHEM1\MSVOA_F\METHODS\82F021319S.M
SW846 8260

C:\DATABASE\NIST11.L
LSCINT.P

ration Parameters:
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TIC: VF061735.D

5.59
4.86

05
Time--> 1.
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Abundance

600000

500000

400000

300000

200000

100000

TIC: VF061735.D

9.77

7.56

10.84

0
Time-->

L
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Abundance

600000

500000

400000

300000

200000

100000

TIC: VF061735.D

11.41

11.66

11.21 | | 115 12 28 13.28
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Time-->
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11.50 12.00 12. 50 13.00 13.50 14.00 14.50 15.00 15.50 16.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF022519\
Data File : VF061735.D

Aca On : 25 Feb 2019 17:34

Operator : VA/AP

Sample : K1610-03

Misc : 8.990/5mL/MSVOA-F/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ F\METHODS\82F021319S.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 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.84 11.49 ug/Il 255291 Chlorobenzene-d5 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R)-2.6.6-Trimethvilbicvclol3.1.... 136 C10H16 007785-70-8 95
2 (1S)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-26-4 91
3 .alpha.-Pinene 136 C10H16 000080-56-8 91
4 _beta.-Pinene 136 C10H16 000127-91-3 74
5 Bicyclo[3.1.0]hexane, 4-methylen... 136 C10H16 003387-41-5 72
Abundance Scan 1035 (10.839 min): VF061735.D (-1030) (-) m/z 93.00 100.00%
9
5000 A
77 N
¥ 53 67 105 121 136 007 10.60 10.80 11.00 11.20
0 et e 29 m/z 91.05  38.81%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #15854: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93
5000 A AR AN RN RN A
41 10.60 10.80 11.00 11.20
m/z 92.05 35.12%
53 g7 ‘ 105 121 136
o .----.- m u‘, \ R Y
miz-> 20 100 120 140 160 180 200
Abundance
93
10,60 10.80 11.00 11.20
5000 m/z 77.05 27.53%
77
27 M ss g 105 121 o0
O T e A B o e S o
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #15705: .alpha.-Pinene e
93 10.60 10.80 11.00 11.20
m/z 79.10 21.10%
5000
i H 2ol |
Ol.b. L w‘ ml “..ﬁ,.ﬂ..L..l,”..,..”,....“... SPGB S NS G
miz-> 20 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA F\DATA\VF022519\
Data File : VF061735.D

Aca On : 25 Feb 2019 17:34

Operator : VA/AP

Sample : K1610-03

Misc : 8.990/5mL/MSVOA-F/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ F\METHODS\82F021319S.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 _beta.-Pinene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.66 8.89 ug/Il 183520 1,4-Dichlorobenzene-d4 12.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Pinene 136 C10H16 000127-91-3 97
2 Cvclohexene. 4-methvlene-1-(1-me... 136 C10H16 000099-84-3 91
3 .alpha.-Pinene 136 C10H16 000080-56-8 90
4 Bicvclol3.1.0lhexane. 4-methvlen... 136 C10H16 003387-41-5 90
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 87
Abundance Scan 1118 (11.657 min): VF061735.D (-1114) (-) m/z 93.10 100.00%
93
5000
41 69
79 121
53 107 136 11.40 11.60 11.80 12.00
0 e e 2k 297 Tm/z 41.10 33.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15696: .beta.-Pinene
93
5000 4l 69
11.40 11.60 11.80 12.00
27 m/z 69.10 33.16%
‘ H 107 121 136
OI'N"N'qh “"l"hl'“"“"ll”"|"”|""w"'
m/z--> 20 40 100 120 140 160 180 200
Abundance
93
" 11040 11,60 11.80 12.00
5000 m/z 91.05 24 .59Y%
77
136
L L S S L U B B W B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15705: .alpha.-Pinene AN S\ A N
93 nmnmnmnm
m/z 79.10 22.45%
5000
L5 H
o I,\,w” 1 m m, “---‘-.-“‘---.---l.----.----.----.----
m/z--> 20 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_F\DATA\VF022519\
Data File : VF061735.D

Acq On : 25 Feb 2019 17:34

Operator : VA/AP

Sample : K1610-03

Misc : 8.999/5mL/MSVOA-F/SOIL

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ F\METHODS\82F021319S.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]
(1R)-2,6,6-Trimet... 10.84 11.5 ug/I1 255291 3 9.77 1110870 50.0
-beta.-Pinene 11.66 8.9 ug/Il 183520 4 12.54 1032420 50.0
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