LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 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\HPCHEMI1I\BNA P\METHODS\8270-BP062920 .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 5.193 385 392 408 rBV 978600 1610610 15.37% 2.649%
2 6.763 653 659 674 rVB 1183954 1988966 18.98% 3.271%
3 7.569 788 796 806 rBV 268708 432540 4.13% 0.711%
4 7.887 843 850 862 rBV 987127 1577594 15.06% 2.595%
5 8.716 983 991 1008 rBV 811522 1380045 13.17% 2.270%
6 10.346 1258 1268 1285 rBV 392888 698444 6.67% 1.149%
7 11.822 1509 1519 1535 rBV 186679 314920 3.01% 0.518%
8 12.593 1639 1650 1657 rBV2 98433 167095 1.59% 0.275%
9 12.834 1684 1691 1708 rBVY 2195424 3356546 32.03% 5.521%
10 13.110 1733 1738 1753 rVB2 160840 250024 2.39% 0.411%

11 13.681 1831 1835 1849 rVB 376157 537657 5.13% 0.884%
12 14.222 1914 1927 1934 rBV2 723827 1421488 13.57% 2.338%
13 14.316 1934 1943 1951 rVB3 75512 143807 1.37% 0.237%
14 14.504 1968 1975 1981 rBV3 106625 195541 1.87% 0.322%
15 15.575 2152 2157 2162 rBV3 123344 197728 1.89% 0.325%

16 15.722 2174 2182 2193 rBV2 2527564 3668614 35.01% 6.034%
17 16.981 2383 2396 2401 rBV 1063519 1537142 14.67% 2.528%
18 17.069 2406 2411 2415 rBV 108211 142011 1.36% 0.234%
19 19.486 2817 2822 2826 rBV 554840 677300 6.46% 1.114%
20 19.569 2831 2836 2845 rVB 5139121 6508992 62.12% 10.706%

21 19.833 2876 2881 2884 rBV 304487 356429 3.40% 0.586%
22 19.975 2902 2905 2910 rVB 185064 215985 2.06% 0.355%
23 20.404 2975 2978 2982 rVB 120262 139341 1.33% 0.229%
24 20.457 2983 2987 2991 rBV2 90942 121224 1.16% 0.199%
25 20.504 2991 2995 3000 rBV 373547 440419 4._.20% 0.724%

26 20.663 3016 3022 3027 rVB 7935159 10478443 100.00% 17.235%
27 20.827 3046 3050 3061 rBV 998335 1291190 12.32% 2.124%
28 21.086 3089 3094 3103 rBV2 1732057 2160855 20.62% 3.554%
29 21.263 3121 3124 3132 rVB 114958 147676 1.41% 0.243%
30 21.433 3150 3153 3158 rVB2 144588 163133 1.56% 0.268%

31 21.704 3193 3199 3209 rBV 990392 1580567 15.08% 2.600%
32 22.369 3308 3312 3324 rVB 370368 524344 5.00% 0.862%
33 22.651 3355 3360 3364 rBV 1161732 1770525 16.90% 2.912%
34 22.692 3364 3367 3378 rVB 698144 1095931 10.46% 1.803%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 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

Z :\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 23.216 3452 3456 3460 rVB 119923 180286 1.72% 0.297%

36 23.280 3460 3467 3476 rBV 1317448 2397199 22.88% 3.943%
37 23.516 3502 3507 3515 rVB 601602 1025551 9.79% 1.687%
38 23.857 3559 3565 3572 rVB 1175573 2227717 21.26% 3.664%
39 23.933 3572 3578 3591 rBV 447169 965745 9.22% 1.588%
40 25.027 3758 3764 3777 rVB 499967 1241921 11.85% 2.043%

41 25.462 3831 3838 3851 rVB2 369378 1041536 9.94% 1.713%
42 25.598 3855 3861 3870 rvv2 191979 522538 4_.99% 0.859%
43 26.309 3973 3982 3999 rVB3 832930 2660512 25.39% 4_376%
44 27.045 4101 4107 4112 rBvV4 132069 347672 3.32% 0.572%
45 27.845 4238 4243 4266 rVB8 219366 894160 8.53% 1.471%

Sum of corrected areas: 60797963
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP002582.D
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2000000
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7.57 10.35
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Time--> 3. OO 350 400 450 500 550 600 650 700 750 800 8 50 9.00 9. 50 10 00 10.50 11. OO 11.50

Abundance TIC: BP002582.D
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Time--> 12.00 12.50 13.00 13.50 1400 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BP002582.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 Safrole Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.82 9.02 ng 314920 Naphthalene-d8 10.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Safrole 162 C10H1002 000094-59-7 98
2 1.3-Benzodioxole. 5-(1-propenvl)- 162 C10H1002 000120-58-1 97
3 Benzene. 1.2-(methvlenedioxvy)-4-... 162 C10H1002 004043-71-4 96
4 1.3-Benzodioxole. 5-(l-propenvl)... 162 C10H1002 017627-76-8 95
5 1H-Isoindole-1,3(2H)-dione, 2-am... 162 C8H6N202 001875-48-5 46
Abundance Scan 1519 (11.822 min): BP002582.D (-1509) (-) m/z 162.20 100.00%
162
104
5000
77 | a5 AL
39 " 1160 11.80 12.00 12.20
ol bhad L | 214245 281 316344 377 415 462489 536 m/z 104.10 49.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31925: Safrole
162
5000 LR UL B UL B
%135 11,60 11.80 12.00 12.20
E m/z 103.10 42 .97%
39
0"A|#“*|“"|""'“ N S S DRI S WL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
162
" 11.60 11.80 12.00 12.20
5000 m/z 131.10 39.63%
104
39 7 135
O e e e
m/z--> 55 160 1%0 200 250 300 3%0 400 4%0 560 séo
Abundance #32036: Benzene, 1,2- (methylenedloxy) -4- prOpEr]yI s (E) LIS I N L N L L |
162 nmumnmnm
104 m/z 77.05 38.70%
5000 77
ks
0""l'h"ﬂ'l'%" S S BRI S L UL L WL
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 1H-Cyclopenta[l,3]cycloprop... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.11 3.52 ng 250024 Acenaphthene-d10 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Cvclopentall.3l1cvclopropall.2... 204 C15H24 013744-15-5 98
2 (H)-epi-Bicvclosesauiphellandrene 204 C15H24 054274-73-6 94
3 .beta.-copaene 204 C15H24 1000374-18-9 94
4 1.6-Cvclodecadiene. 1-methvl-5-m... 204 C15H24 023986-74-5 86
5 Bicyclo[4.4.0]dec-1-ene, 2-isopr... 204 C15H24 150320-52-8 81
Abundance Scan 1738 (13.110 min): BP002582.D (-1733) (-) m/z 161.20 100.00%
161
5000 105
41 .
7 33 204 RN BN IR
12.80 13.00 13.20 13.40
ol 252278307 355  405436462491519546 m/z 105.10 47 . 19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64587: 1H-Cyclopenta[1,3]cyclopropa[1,2]benzene, octahydr...
161
s A
5000
19 12.80 13.00 13.20 13.40
204 m/z 91.10 46 .59%
0<
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
161
12.80 13.00 13.20 13.40
5000 m/z 119.05 27 .61%
105
204
41 69 133
Ob i m =1 ] F T T e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #64281: .beta.-copaene
161 12.80 13.00 13.20 13.40
m/z 120.10 25.04%
105
5000{ 41
7
L { i‘% 204
0 IIIIjl'm“'lIllli T l"" rrrryrTrTTyTTTTT T T T T T T T T T T T T rrrrrrrTrT T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 o,p"-DDE Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.49 6.27 ng 677300 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 o.p"-DDE 316 Cl4H8CIl4 003424-82-6 99
2 p.p"-DDE 316 Cl4H8CIl4 000072-55-9 99
3 Anthracene. 9.10-dichloro- 246 C14H8CI2 000605-48-1 97
4 Benzene. 1.1"-(1.2-dichloro-1.2-... 316 C14H8CI4 088970-69-8 94
5 9H-Fluorene, 9-(dichloromethylene)- 246 C14H8CI2 000835-17-6 93
Abundance Scan 2823 (19.492 min): BP002582.D (-2817) (-) m/z 246.10 100.00%
246
318
5000 176
515 | "3650 040 19180 80
140 283 . . . .
b g g b R 346 402 445476505 849 | n777548.10  64.33%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #157659: o,p'-DDE
246
5000 L BN BN BN U
318 19.20 1940 19.60 19.80
176 m/z 318.10 52.23%
O e e e e e e
mz-> 0 50 160 1éo 200 250 300 350 400 450 500 550
Abundance
246
318 AU B SN B
19.20 19.40 19.60 19.80
5000 176 m/z 316.10 43.06%
105
75
140 210 283
OP'?%"”I'”'I”""""” LN NI S B B I
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99033: Anthracene, 9,10-dichloro- R e A RERE
246 19.20 19.40 19.60 19.80
m/z 176.10 37.80%
176
5000
87 123 2o
o,n.éﬂijdﬂ.”,.”. T — SRS § N ———
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 19.20 1940 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 2-Propenal, 3-(4-methylphen... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
19.83 3.30 ng 356429 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenal. 3-(4-methviphenvI)- 146 C10H100 001504-75-2 50
2 Cinnamvl cinnamate 264 C18H1602 000122-69-0 43
3 2.2-Dimethvl-1-(2-vinviphenvDpr... 188 C13H160 1000210-99-9 43
4 trans-1-Cinnamovlimidazole 198 C12H10N20 001138-15-4 38
5 3-Butenoic acid, 2-oxo-4-phenyl-... 190 C11H1003 1000142-22-4 38
Abundance Scan 2880 (19.827 min): BP002582.D (-2876) (-) m/z 131.05 100.00%
31
5000 10
219
S J 1 J 19.60 19.80 20.00 20.20
173 - : : :
— ,l.lL. L 0 4 200 309341 881 423 477 521548 | Tnz7 117.10 93.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #21567: 2-Propenal, 3-(4-methylphenyl)-
131
5000 91
19.60 19.80 20.00 20.20
39 l M m/z 115.05 60.62%
0 II|I"Ilu'll"l"'IJLII rprrryTrTTyTTT T T T T T T T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
T '"'I""I""I"'J'\,I-"/\'NI
19.60 19.80 20.00 20.20
5000 m/z 103.05 45_96%
103
219
o o1 173 264
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #51728: 2,2-Dimethyl-1-(2-vinylphenyl)propan-1-one
131 19.60 19.80 20.00 20.20
m/z 77.10 44 _65%
5000
103
J 188
0 .uﬂ{h?k.,.. A0 || ] M S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 unknown20.50 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
20.50 4.08 ng 440419 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propenoic acid. 3-phenvl-. phe... 224 C15H1202 025695-77-6 49
2 trans-1-Cinnamovlimidazole 198 C12H10N20 001138-15-4 47
3 Cinnamovlalvcine. methvl ester 219 C12H13NO03 040778-04-9 47
4 p-Vinvlbenzohvdrazide 162 C9H10N20 1000244-74-9 47
5 1-Penten-3-one, 4,4-dimethyl-1-p... 188 C13H160 000538-44-3 47
Abundance Scan 2994 (20.498 min): BP002582.D (-2991) (-) m/z 131.10 100.00%

131
5000 103

Bﬂ 20 20 20. 40 20 60 20. 80
193
- '.l,"'.(i. L .Ll.e?. 23,239 281311 348 382 415442 475503535 | "p/z 103.10 42.11%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81146: 2-Propenoic acid, 3-phenyl-, phenyl ester, (E)-
131
5000 LIS L L L L L L L L L LB

20 20 20. 40 20 60 20. 80
103 m/z 91.10 35.23%

224
o2t | J 165 7
e T T T T e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
131

20.20 20.40 20.60 20.80

5000 103 m/z 77.10 34.10%
51 198
0 169
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #76403: Cinnamoylglycine, methyl ester R EREama R s
131 20.20 20.40 20.60 20.80

m/z 119.10 30.02%

B | \A/MA_L\A
51 218
| s’

] e e MM A TR

m/z--> 50 100 150 200 250 300 350 400 450 500 550 20 20 20. 40 20 60 20. 80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP063020\
BP002582.D

30 Jun 2020 19:10

CG/Ju

L3153-40

12 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

BP062920.M

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

7 3-Butenoic acid, 2-oxo-4-ph...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
20.66 96.98 ng 10478400 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Butenoic acid. 2-oxo-4-phenvl-... 190 C11H1003 1000142-22-4 52
2 Vinvl trans-cinnamate 174 C11H1002 017719-70-9 50
3 trans-1-Cinnamovlimidazole 198 C12H10N20 001138-15-4 50
4 2-Propenoic acid. 3-phenvl-. phe... 224 C15H1202 025695-77-6 50
5 N-(p-Vinylbenzoyl)-l1-alanine 219 C12H13NO03 139184-60-4 50

Abundance Scan 3022 (20.663 min): BP002582.D (-3016) (-) m/z 131.10 100.00%
131 q
5000 10
JI 219 20.40 20.60 20.80 21.00
173 : : : :
| l T 1. 204294324352 385413441 489517546 177 115.10 44 .98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52862: 3-Butenoic acid, 2-oxo-4-phenyl-, methyl ester
131
103
5000
20.40 20.60 20.80 21.00
51 m/z 103.10 38.89%
O N A i e
m/z--> 6 55 160 150 200 250 300 3%0 400 4%0 560 séo
Abundance
131
20,40 20.60 20.80 21.00
5000 103 m/z 117.10 36.82%
o 15 2L 174
m/z--> 6 55 160 1éo 200 250 300 3%0 400 4%0 560 séo
Abundance #59456: trans-1-Cinnamoylimidazole
131 20.40 20.60 20.80 21.00
m/z 77.10 34 .90%
5000 103
51 169198
0I""I\'\"'III rprrrTyTTTT T T T T T T T T T T T T T T T T T T T T T T T T rrryrTrTTTTT T T T T T T T

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

20. 40 20 60 20. 80 21. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 8 Behenic alcohol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.83 11.95 ng 1291190 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 3050 (20.827 min): BP002582.D (-3046) (-) m/z 57.10 100.00%
87 o7
5000
FS 20.60 20.80 21.00 21.20
153 : : : :
oh AL L 27182210 250280308 344372401 434462489 523 | 77 55.10  91.19%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol
56 83
5000 111 LA L L L L L L LB
20 60 20. 80 21. 00 21 20
m/z 83.10 91.13%
o 2y P?9167196224252280308
m/z--> 6 55 160 1%0 200 250 300 350 400 4%0 560 séo
Abundance
57
97
20.60 20.80 21.00 21.20
5000 m/z 43.10 90.48%
125
29 169
. 210 255 406
m/z--> 6 55 160 1%0 200 250 300 3%0 460 4%0 560 séo A
Abundance #186968: n-Tetracosanol-1 B R S ABRRE
57 (97 20.60 20.80 21.00 21.20
m/z 69.10 82.14%
5000
25
29 ‘ 53
OfrrH AL | L f 0181210238066 308336
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2060 2080 2100 2120

8270-BP062920.M Wed Jul 01 15:06:58 2020

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 9 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.70 14.63 ng 1580570 Chrysene-di12 21.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91

Abundance Scan 3198 (21.698 min): BP002582.D (-3193) (-) m/z 57.10 100.00%
57
o 1 J\\JJL_A
1 P25153183211238 281309336 385415 461491 535 2140 2160 2180 22.00
o A AdLL 4 ) {23183211238 281309336 385415 461491 535 75 43 10  78.94Y%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227401: Heptadecy! heptafluorobutyrate
57
97 A A AN
5000 AR A AR
21. 40 21. 60 21. 80 22. oo
- 125 m/z 55.10 63.30%
. |, 159 210%% o3
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 83
21:40 21,60 21.80 22.00
5000 111 m/z 71.10 59.92%
o 139167196 238266294
m/z--> 6 55 160 1éo 200 250 300 3%0 400 4éo 560 séo
Abundance #186968: n-Tetracosanol-1 ST
57 (97 21.40 21.60 21.80 22.00
m/z 83.10 58.63%
5000
125
29 ‘ l 53
ok, 1193181210238266 308336
TTrriyprirrryrrTrr[rrirrrrr[rrr1r[rrr1r[rrrr[rrrr[rrrr[rrrr|r —v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 séo 21.40 21.60 21.80 22.00

8270-BP062920.M Wed Jul 01 15:06:59 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 10 Oxirane, heptadecyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22 .37 4.37 ng 524344 Perylene-di12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 1.19-Eicosadiene 278 C20H38 014811-95-1 90
5 1,13-Tetradecadiene 194 C14H26 021964-49-8 83
Abundance Scan 3312 (22.369 min): BP002582.D (-3308) (-) m/z 57.10 100.00%
g7
96
5000
22.00 22.20 22.40 22.60
152179207
obrd, 179 254 306334362 402430 475502 536 m/z 82.10 86.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129467: Oxirane, heptadecyl-
43 8
5000 AU BARVUMER R
22.00 22.20 22.40 22.60
10 m/z 43.10 86 .09%
. 138166104 236264
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 82
22.00 22.20 22.40 22,60
5000 m/z 55.10 61.47%
110
138165194222
Oy P P T e T e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117617: Oxirane, hexadecyl- L L N AL o
22.00 22.20 22.40 22.60
m/z 96.10 58.01%
5000
09
o 138166 208 250
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22,00 22.20 22.40 22.60

8270-BP062920.M Wed Jul 01 15:07:00 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 11 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22 .65 14.77 ng 1770530 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 98
2 Heneicosane 296 C21H44 000629-94-7 97
3 Triacontane 422 C30H62 000638-68-6 95
4 Hentriacontane 437 C31H64 000630-04-6 95
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90

Abundance Scan 3360 (22.651 min): BP002582.D (-3355) (-) m/z 57.10 100.00%

5000 j\L

22. 40 22 60 22. 80 23. 00

141169197225 267295323351379 429 475503 549

0 m/z 71.10 70.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
5000 |||||||||||||||||||

22. 40 22 60 22. 80 23. OO
m/z 43.10 60.44%

0 13141169197225253281309337365394
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57

22.40 22 60 22. 80 23.00

85

5000 m/z 85.10 52.24%
29 113
o 141169197225253 296
e o I B R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane B RR RARan e
57 22.40 22.60 22.80 23.00

m/z 55.10 22 .98%

- | \f\‘ju\\,‘
13
29 fJ 141169197225 253281309337365393422

e R i S N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22. 40 22 60 22. 80 23. 00

8270-BP062920.M Wed Jul 01 15:07:01 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 12 Cyclotetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.69 9.14 ng 1095930 Perylene-di12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
4 Octacosanol 410 C28H580 000557-61-9 89
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 83
Abundance Scan 3367 (22.692 min): BP002582.D (-3364) (-) m/z 83.10 100.00%
55 88
5000 i1l A \\
AN DR R B
39 22.40 22.60 22.80 23.00
167
oL b AL P | (3196 238 281309336365393 427 477505533 | “nsz 97.10  95.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #174180: Cyclotetracosane
55 83
5000 111 336 A BB AR AR
22.40 22.60 22.80 23.00
39 m/z 55.10 89.68%
o2 [ a7ass 220051270308
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 |97
22,40 22,60 22,80 23.00
5000 m/z 69.10 86.61%
125
29 153
0 181210238266 308336
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227401: Heptadecy! heptafluorobutyrate e
57 22.40 22.60 22.80 23.00
m/z 43.10 73.93%
97
5000
29 125
0 hlﬁgmz?sm
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.40 22.60 22.80 23.00

8270-BP062920.M Wed Jul 01 15:07:02 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 1,19-Eicosadiene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

23.52 8.56 ng 1025550 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 95
2 Hexadecanal 240 C16H320 000629-80-1 93
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91

Abundance Scan 3508 (23.521 min): BP002582.D (-3502) (-) m/z 57.10 100.00%

57
5000

23.20 23.40 23.60 23.80
m/z 82.10 88.27%

52180208236264292 334362390 441471 521549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126192: 1,19-Eicosadiene
556
96

oLty

5000 R RS ERE ....,
23.20 23.40 23.60 23.80

m/z 43.10 81.73%

24
ol 144152180208 250278
N
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43, 82

23.20 23. 40 23. 60 23.80

5000 m/z 96.10 61.34%
109
o 137166 196 > 40
L B L B R B e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117605: Octadecanal e T
43 8 23 20 23. 40 23. 60 23. 80

m/z 55.10 60.68%

- M
10
250
J ‘ l f381661942%2 {

ol AR AR e e e e St

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23 20 23. 40 23.60 23.80

8270-BP062920.M Wed Jul 01 15:07:03 2020 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 14 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.86 18.59 ng 2227720 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Tetracosane 338 C24H50 000646-31-1 96
3 Nonacosane 408 C29H60 000630-03-5 95
4 Triacontane 422 C30H62 000638-68-6 93
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3566 (23.863 min): BP002582.D (-3559) (-) m/z 57.10 100.00%
5000
141 23.60 23.80 24.00 24.20
o 169197225253 295 337 379407 454 490 536 n/z 71.10 75 920
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
5000

23.60 23.80 24.00 24.20
m/z 43.10 57.67%

141169197225053 296

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R E S e e L
85 23.60 23.80 24.00 24.20
5000 m/z 85.10 54 .14%
13
o 141169197225253281309338
L B o o e o R BRI B o I e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215180: Nonacosane
23.60 23.80 24.00 24.20
m/z 55.10 22.16%
5000

141169197205253281309337365 408
mz—-> 0 50 100 150 200 250 300 350 400 450 500 550 23160 23.80 24.00 24.20

8270-BP062920.M Wed Jul 01 15:07:04 2020 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 15 1-Heptacosanol Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
23.93 8.06 ng 965745 Perylene-di12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 Octacosanol 410 C28H580 000557-61-9 89
3 Octacosvl acetate 452 C30H6002 018206-97-8 86
4 1-Heneicosanol 312 C21H440 015594-90-8 81
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 78

Abundance Scan 3577 (23.927 min): BP002582.D (-3572) (-) m/z 57.10 100.00%
57 |97
5000
1125
53181 23.60 23.80 24.00 24.20
obd AL l 153181209238266 297326 364 399431461 504535 m/z 83.10 98 _38%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #210517: 1-Heptacosanol
57 |97
5000 B T Rl
125 23. 60 23. 80 24 00 24.20
m/z 97.10 87.38%
0 i 1193181209237264292320350378

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

57
97

23.60 23.80 24.00 24.20
5000 m/z 43.10 79.51%

125
29
0 153181209238 292322 364392
N M
mz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #227661: Octacosyl acetate T e T T
43 97 23. 60 23. 80 24 00 24. 20

m/z 55.10 77.22%

5000
125
53181 392
15 3181209 250278306334 364 437

m/z-->

50 100 150 200 250 300 350 400 450 500 550

23. 60 23. 80 24 00 24. 20

8270-BP062920.M Wed Jul 01 15:07:05 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 16 Oxirane, hexadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.03 10.36 ng 1241920 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Hexadecanal 240 C16H320 000629-80-1 89
3 Octadecanal 268 C18H360 000638-66-4 87
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
5 Pentadecanal- 226 C15H300 002765-11-9 87
Abundance Scan 3764 (25.027 min): BP002582.D (-3758) (-) m/z 57.10 100.00%
g7
96
5000
f24}52180208236 283314344 390418449 490 540 2480 2500 25,20 25,40
O A AR AL L] (22180205236 283314344 390978449 490 540 | sz 82.10  84.30%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117616: Oxirane, hexadecyl-
55 82
5000 AN U UM UM B
24,80 25.00 25.20 25.40
1 m/z 43.10 81.08%
38166194222250

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43, 82
R mREEE RS S
24.80 25.00 25.20 25.40
5000 m/z 96.10 60.17%
110
o 137166 196 240
A o B R L LA o B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117607: Octadecanal R mEEEE RS S
43, 82 24.80 25.00 25.20 25.40
m/z 55.10 56.60%
5000
0
37166194222250
o —Hi AR e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24 80 25. OO 25. 20 25 40

8270-BP062920.M Wed Jul 01 15:07:06 2020 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 17 Heptadecane, 9-octyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
25.46 8.69 ng 1041540 Perylene-di12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 97
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3838 (25.462 min): BP002582.D (-3831) (-) m/z 57.10 100.00%
57
5000
113 25.20 25.40 25.60 25.80
141169 213 289 : : : :
Obrr b J|, ol S0, 295 209 323 307400 444473504535 | sz 71.10  74.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 L S BUURIL SURRIL IR
2520 25.40 25.60 25.80
m/z 43.10 63.21%
o J1}3141169197 239267294323352
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
25.20 25.40 25.60 25.80
5000 a5 m/z 85.10 53.95%
29
o 113141169197225253281309337365394
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane LB e
25.20 25.40 25.60 25.80
m/z 55.10 26.93%
o 141169197225 267295 365393
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2520 25.40 25.60 25.80

8270-BP062920.M Wed Jul 01 15:07:07 2020 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Octacosyl acetate Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
25.60 4.36 ng 522538 Perylene-di12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl acetate 452 C30H6002 018206-97-8 99
2 1-Triacontanol 438 C30H620 000593-50-0 96
3 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 94
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
Abundance Scan 3861 (25.598 min): BP002582.D (-3855) (-) m/z 57.10 100.00%
g7
97
5000
" 25.20 25.40 25.60 25.80 26.00
153181 : : : : :
oA ALl J'i TR Ao 201 305 355387415 459489 835 | /7 83.10  79.05%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227661: Octacosyl acetate
a3 97
5000 UL DA SRR R
25.20 25.40 25.60 25.80 26.00
m/z 97.10 76.97%
ol 15, 193181209 250278306334 364392 437
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
5 LRI B SN
25.20 25.40 25.60 25.80 26.00
5000 m/z 43.10 72 .66%
125
29
o 153131209237265 308336364392420
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #236054: Heneicosy! heptafluorobutyrate e o
57 25.20 25.40 25.60 25.80 26.00

m/z 55.10 71.80%

5000

%

25
| | 16996004 266294 339 490

TS TR WAL SR Lo S N S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25. 20 25 40 25 60 25. 80 26. 00

29

8270-BP062920.M Wed Jul 01 15:07:08 2020 Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 19 _gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
26.31 22.20 ng 2660510 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 94
3 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35BrO 055103-80-5 93
4 Campesterol 400 C28H480 000474-62-4 47
5 Ergost-5-en-3-ol, (3.beta.)- 400 C28H480 004651-51-8 45
Abundance Scan 3982 (26.309 min): BP002582.D (-3973) (-) m/z 43.10 100.00%
a3
255 303 ag1 414 S
0 452478505533 26.00 26.20 26.40 26.60
Ol m/z 57.10 56 .65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol
43
5000 ULV AR IARRE
26.00 26,20 26.40 26.60
m/z 55.10 55.97%
0.4 ik
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
26.00 26,20 26.40 26.60
5000 m/z 107.10 51.56%
107
P 1as g 414
. 173 255 303,., 381
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)- R S A
26.00 26.20 26.40 26.60
m/z 105.10 48_.61%
0! L L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.00 26,20 26.40 26.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP063020\
Data File : BP002582.D

Aca On : 30 Jun 2020 19:10

Operator : CG/JU

Sample : L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP062920._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 20 Stigmast-4-en-3-one Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
27.84 7.46 ng 894160 Perylene-d12 23.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stiamast-4-en-3-one 412 C29H480 001058-61-3 93
2 Androst-4-en-3-one. 17-hvdroxv-.... 288 C19H2802 000604-39-7 64
3 Testosterone 288 C19H2802 000058-22-0 55
4 Hvoscvamine 289 C17H23N0O3 000101-31-5 42
5 Carbonic acid, bis-(2,2,6,6-tetr... 370 C19H34N205 1000188-97-0 41
Abundance Scan 4242 (27.839 min): BP002582.D (-4238) (-) m/z 124.10 100.00%

5000

—

289
257 30g 370 412 27.60 27.80 28.00 28.20
o 459489520519 ' "m/z 43.10 68.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #216708: Stigmast-4-en-3-one

i

27 60 27. 80 28. OO 28 20
m/z 229.30 43 .29%

5000

(o}
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
124
_'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_r
27.60 27.80 28.00 28.20
5000 m/z 55.10 35.14%
o1 288
164 203 240
O A A gy L e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #134627: Testosterone b RREmE EE e
124 288 27.60 27.80 28.00 28.20
m/z 41.10 34.48%

5000

I

m/z--> 50 100 150 200 250 300 350 400 450 500 550 27 60 27. 80 28. OO 28 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP063020\
Data File : BP002582.D

Acq On : 30 Jun 2020 19:10

Operator : CG/JU

Sample - L3153-40

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP062920_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]
Safrole 11.82 9.0 ng 314920 2 10.35 698444 20.0
1H-Cyclopenta[1,3... 13.11 3.5 ng 250024 3 14.22 1421490 20.0
o,p"-DDE 19.49 6.3 ng 677300 5 21.09 2160860 20.0
2-Propenal, 3-(4-... 19.83 3.3 ng 356429 5 21.09 2160860 20.0
unknown20.50 20.50 4.1 ng 440419 5 21.09 2160860 20.0
3-Butenoic acid, ... 20.66 97.0 ng 10478400 5 21.09 2160860 20.0
Behenic alcohol 20.83 11.9 ng 1291190 5 21.09 2160860 20.0
Heptadecyl heptaf... 21.70 14.6 ng 1580570 5 21.09 2160860 20.0
Oxirane, heptadecyl- 22.37 4.4 ng 524344 6 23.28 2397200 20.0
Octacosane 22.65 14.8 ng 1770530 6 23.28 2397200 20.0
Cyclotetracosane 22 .69 9.1 ng 1095930 6 23.28 2397200 20.0
1,19-Eicosadiene 23.52 8.6 ng 1025550 6 23.28 2397200 20.0
Heneicosane 23.86 18.6 ng 2227720 6 23.28 2397200 20.0
1-Heptacosanol 23.93 8.1 ng 965745 6 23.28 2397200 20.0
Oxirane, hexadecyl- 25.03 10.4 ng 1241920 6 23.28 2397200 20.0
Heptadecane, 9-oc... 25.46 8.7 ng 1041540 6 23.28 2397200 20.0
Octacosyl acetate 25.60 4.4 ng 522538 6 23.28 2397200 20.0
-gamma.-Sitosterol 26.31 22.2 ng 2660510 6 23.28 2397200 20.0
Stigmast-4-en-3-one 27.84 7.5 ng 894160 6 23.28 2397200 20.0
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