LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045087.D

Aca On : 19 Apr 2020 4:20

Operator : CG/JU

Sample : L2271-01

Misc :

ALS Vial : 58 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG041520.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.604 421 428 440 rBV 939457 1629567 23.81% 4 .656%
2 7.196 686 699 710 rBVY 1271303 2500020 36.53% 7.144%
3 8.025 833 840 848 rVB2 231444 396827 5.80% 1.134%
4 8.348 884 895 904 rBV 903274 1618417 23.65% 4.624%
5 9.182 1029 1037 1045 rBV 830863 1528832 22.34% 4.368%

10.245 1212 1218 1225 rVB2 43190 77115 1.13% 0.220%
10.833 1311 1318 1326 rBV 351306 629624 9.20% 1.799%
12.284 1557 1565 1573 rVB 385360 635046 9.28% 1.815%
13.282 1727 1735 1743 rBV 2616606 4192307 61.27% 11.979%
14.105 1869 1875 1880 rBV 261567 403643 5.90% 1.153%

=
QO ~NO®

11 14.657 1960 1969 1978 rBV 586207 949169 13.87% 2.712%
12 15.996 2193 2197 2202 rVB3 58098 84825 1.24% 0.242%
13 16.149 2215 2223 2231 rBV 2238548 3537488 51.70% 10.108%
14 17.400 2430 2436 2447 rBV 682406 1122689 16.41% 3.208%
15 20.014 2875 2881 2887 rBV 4461457 5896044 86.16% 16.847%

16 20.655 2987 2990 2993 rBv4 66118 76927 1.12% 0.220%
17 21.318 3099 3103 3109 rVB 351420 469344 6.86% 1.341%
18 21.665 3156 3162 3169 rVB 662867 1085242 15.86% 3.101%
19 22.499 3299 3304 3312 rVB2 233577 424229 6.20% 1.212%
20 24.861 3698 3706 3715 rvB2 337380 896695 13.10% 2.562%

21 32.298 4954 4972 5000 rVB5 1079878 6842898 100.00% 19.553%

Sum of corrected areas: 34996948
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045087.D

Aca On : 19 Apr 2020 4:20

Operator : CG/JU

Sample : L2271-01

Misc :

ALS Vial : 58 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: BG045087.D
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TIC: BG045087.D

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045087.D

Aca On : 19 Apr 2020 4:20

Operator : CG/JU

Sample : L2271-01

Misc :

ALS Vial : 58 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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-Bornanone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.25 2.45 ng 77115 Naphthalene-d8 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+)-2-Bornanone 152 C10H160 000464-49-3 95
2 Camphor 152 C10H160 000076-22-2 94
3 Bicvclol2.2_.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 94
4 Tricvclol2.2.1.0(2.6)1heptan-3-0... 152 C10H160 062560-53-6 52
5 4(1H)-Pyridone 95 C5H5NO 000108-96-3 43
Abundance Scan 1219 (10.251 min): BG045087.D (-1212) (-) m/z 95.05 100.00%
g5
5000 69
41 152
10.00 10.20 10.40 10.60
A e e A5 Tm/z 81.05  82.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #25104: (+)-2-Bornanone
95
5000
a1 09 15 10.00 10.20 10.40 10.60
m/z 69.05 49_41%
15 123
m/z--> 50 100 150 200 250 300 350 400
Abundance
95
10.00 10.20 10.40 10.60
5000 41 m/z 108.05 47 .01%
69 152
123
m/z--> 50 100 150 200 250 300 350 400
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)- h i o
95 10.00 10.20 10.40 10.60
m/z 109.15 40.34%
5000 4l 69
152
15 I 123 ‘
m/z--> 50 100 150 200 250 300 350 400 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045087.D

Aca On : 19 Apr 2020 4:20

Operator : CG/JU

Sample : L2271-01

Misc :

ALS Vial : 58 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Safrole Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.28 20.17 ng 635046 Naphthalene-d8 10.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Safrole 162 C10H1002 000094-59-7 97
2 1.3-Benzodioxole. 5-(1-propenvl)... 162 C10H1002 017627-76-8 97
3 Benzene. 1.2-(methvlenedioxvy)-4-... 162 C10H1002 004043-71-4 96
4 1.3-Benzodioxole. 5-(1-propenvl)- 162 C10H1002 000120-58-1 96
5 Sydnone, 3-phenyl- 162 C8H6N202 000120-06-9 49
Abundance Scan 1564 (12.278 min): BG045087.D (-1557) (-) m/z 162.05 100.00%
162
104
5000 " 131

29 12.00 12.20 12.40 12.60
1 m/z 104.00 59.68%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #31928: Safrole
162
104
5000 131 R e EEEEE s
77 12.00 12.20 12.40 12.60
51 m/z 103.05 51.30%
9 117 147
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
162
104 R R ROEEE R
12.00 12.20 12.40 12.60
so00 ., 77 131 m/z 77.05 48.16%

90 117 | 145
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #32036: Benzene, 1,2-(methylenedioxy)-4-propenyl-, (E)-
162 12.00 12.20 12.40 12.60
m/z 131.05 46.60%
104
5000 77 131
51
117 147
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12. 40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045087.D

Aca On : 19 Apr 2020 4:20

Operator : CG/JU

Sample : L2271-01

Misc :

ALS Vial : 58 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.32 8.65 ng 469344 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 Behenic alcohol 326 C22H460 000661-19-8 90
4 1-Tricosene 322 C23H46 018835-32-0 81
5 n-Tetracosanol-1 354 C24H500 000506-51-4 76

Abundance Scan 3103 (21.318 min): BG045087.D (-3099) (-) m/z 83.05 100.00%

55 83

:

5000
139 181 210236 282 21.00 21.20 21.40 21.60
ot d 326 368 401 m/z 69.05 92.03%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #131391: n-Nonadecanol-1
56 83
5000 111 e et
21. OO 21. 20 21. 40 21.60
m/z 55.05 89.64%
29 139
) l 168 196 238 266
— e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
69 IIIIIIIIIIIIIIIIIIIIIII
97 21.00 21.20 21.40 21.60
5000 m/z 97.05 86.31%

121
153181 224250 597

m/z--> 0 50 100 150 200 250 300 350 400 450

ERE

Abundance #166292: Behenic alcohol e
55 83 21.00 21.20 21.40 21.60
m/z 43.05 71.68%
5000 11
29 139
) | 1 167 196 224 252 280 308
— A e e I R e A REmma R
m/z--> 0 50 100 150 200 250 300 350 400 450 21. OO 21. 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045087.D

Aca On : 19 Apr 2020 4:20

Operator : CG/JU

Sample : L2271-01

Misc :

ALS Vial : 58 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.50 7.82 ng 424229 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Docosene 308 C22H44 001599-67-3 89
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 83
5 n-Nonadecanol-1 284 C19H400 001454-84-8 76
Abundance Scan 3304 (22.499 min): BG045087.D (-3299) (-) m/z 83.05 100.00%
5783
i Mj\‘w/w
5000
139165 208 552" 22.20 22.40 22.60 22.80
AT S 28 (32T 309 415 464 500 /o 57.05 96.874%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #127769: 5-Eicosene, (E)-
55
83
5000 UL AU AR AR
22120 22.40 22.60 22.80
29 lll m/z 97.05 96.17%
J ﬂ39167196223252280

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

55 83

:

22.20 22.40 22.60 22.80
5000 11 m/z 69.05 95_.90%

29 139
167 196 224 252 280 308

m/z--> 0 50 100 150 200 250 300 350 400 450 500

H

Abundance #151538: 1-Docosene B A
55 22.20 22.40 22.60 22.80
m/z 43.05 86.37%
97
5000
29
125
L | 153181 308
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22. 20 22. 40 22 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG041720\
Data File : BG045087.D

Aca On : 19 Apr 2020 4:20

Operator : CG/JU

Sample : L2271-01

Misc :

ALS Vial : 58 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hop-22(29)-en-3.beta.-ol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

32.30 152.63 ng 6842900 Perylene-di12 24.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hop-22(29)-en-3_beta.-ol 426 C30H500 058801-23-3 78
2 1.5-Cvcloundecadiene. 9-(l-methv... 190 C14H22 062338-55-0 53
3 Taraxasterol 426 C30H500 001059-14-9 50
4 Azulene. 1.2.3.5.6.7.8.8a-octahyv... 204 C15H24 003691-11-0 47
5 Cyclohexane, l-ethenyl-1-methyl-._.. 204 C15H24 003242-08-8 41

Abundance Scan 4972 (32.298 min): BG045087.D (-4954) (-) m/z 95.05 100.00%

189

5000

-

32.00 32.20 32.40
m/z 93.05 97 .14%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #221200: Hop-22(29)-en-3.beta.-ol
89

95

[¢)]
()]
=
w
()]
=

5000 162 32.00 32.20 32.40
m/z 189.15 96.08%
Lee 2 s sm e
B o B o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
41 93
67 121 L B e o e
32.00 32.20 32.40
5000 m/z 81.05 95.99%
147175
I B B B LA B e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #221178: Taraxasterol B
32.00 32.20 32.40
m/z 107.05 83.79%
5000

426
272 315 357

393

-

m/z--> 50 100 150 200 250 300 350 400 450 500 32.00 32.20 32.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG041720\
Data File : BG045087.D

Acq On : 19 Apr 2020 4:20

Operator : CG/JU

Sample : L2271-01

Misc :

ALS Vial : 58 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Bornanone 10.25 2.5 ng 77115 2 10.83 629624 20.0
Safrole 12.28 20.2 ng 635046 2 10.83 629624 20.0
n-Nonadecanol-1 21.32 8.7 ng 469344 5 21.66 1085240 20.0
5-Eicosene, (E)- 22.50 7.8 ng 424229 5 21.66 1085240 20.0
Hop-22(29)-en-3.b... 32.30 152.6 ng 6842900 6 24.86 896695 20.0
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