LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081220\
Data File : BP002950.D

Aca On : 12 Aug 2020 15:37

Operator : CG/JU

Sample : L3654-02

Misc :

ALS Vial : 6 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 P\METHODS\8270-BP073020.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 2.970 10 14 33 rvB 619646 875962 9.75% 1.833%
2 5.305 404 411 429 rBV 2127106 3155481 35.13% 6.603%
3 6.869 670 677 690 rBY 1992155 3215997 35.80% 6.730%
4 7.699 811 818 826 rBV 737144 1135354 12.64% 2.376%
5 8.840 1005 1012 1028 rBV 1344876 2132943 23.74% 4.464%

10.475 1281 1290 1300 rBV 979870 1651417 18.38% 3.456%
12.957 1704 1712 1725 rBV 4152136 5884185 65.50% 12.314%
13.792 1848 1854 1869 rBVY 255889 364589 4._.06% 0.763%
14.334 1939 1946 1953 rBV 1565119 2258744 25.14% 4.727%
15.828 2193 2200 2211 rBV 2706236 3895207 43.36% 8.151%

=
QO ~NO®

11 17.086 2408 2414 2427 rVB 1846766 2606308 29.01% 5.454%
12 18.004 2565 2570 2578 rBV 287841 511142 5.69% 1.070%
13 19.245 2777 2781 2801 rBV 421473 763864 8.50% 1.598%
14 19.663 2846 2852 2865 rBV 7562603 8983245 100.00% 18.799%
15 20.916 3061 3065 3083 rBV2 686867 1211004 13.48% 2.534%

16 21.174 3104 3109 3120 rBV 2660208 3448079 38.38% 7.216%
17 21.357 3137 3140 3144 rBvV 129281 135080 1.50% 0.283%
18 21.798 3212 3215 3223 rBV2 144996 223489 2.49% 0.468%
19 22.268 3292 3295 3300 rBvV 142320 183613 2.04% 0.384%
20 22.792 3380 3384 3389 rVB2 166742 237967 2.65% 0.498%

21 23.380 3480 3484 3486 rBvV 160328 236529 2.63% 0.495%
22 23.433 3486 3493 3508 rVB2 2251177 4400879 48.99% 9.209%
23 24.051 3594 3598 3605 rvB2 151062 275247 3.06% 0.576%

Sum of corrected areas: 47786325
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081220\
Data File : BP002950.D

Aca On : 12 Aug 2020 15:37

Operator : CG/JU

Sample : L3654-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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: BP002950.D
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7000000
6000000
5000000
4000000
3000000 2117 2343

2000000

20.92
1000000 3 24.05

YAV NP

2136 21.80 22.27 22.79 23

e e

Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BP073020-M Thu Aug 13 11:41:46 2020 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081220\
Data File : BP002950.D

Aca On : 12 Aug 2020 15:37

Operator : CG/JU

Sample : L3654-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

2.97 15.43 ng 875962 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 14 (2.970 min): BP002950.D (-10) (-) m/z 73.00 100.00%
73
5000
43
3.00 3.10 3.20 3.30 3.40
orﬂl,]. . .|.1??. 143 181209 252282 326 378405433 474 525 m/z 87.05 26.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.00 3.10 3.20 3.30 3.40
m/z 43.00 26 .66%
o S S L L L B I B S WA
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
3.0 3.10 3.20 3.30 3.40
5000 41 m/z 55.00 21.15%
0 112
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy- T T
73 3.00 3.10 3.20 3.30 3.40
m/z 71.05 10.75%
5000
45
OuuluL ‘---EI'O:!'--- B T B B B B B T B ’Ly—-y—y—yw
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081220\
Data File : BP002950.D

Aca On : 12 Aug 2020 15:37

Operator : CG/JU

Sample : L3654-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.00 3.92 ng 511142 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Undecanoic acid 186 C11H2202 000112-37-8 74

Abundance Scan 2569 (17.998 min): BP002950.D (-2565) (-) m/z 73.00 100.00%

73
43

5000

~

213 Rapna L LSS

256 17.60 17.80 18.00 18.20 18.40
0 283 327 366 415447476 509 549 m/z _60.00 72 .38%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

F

5000 LN L L L L L L L LY LB
17. 60 17. 80 18. OO 18. 20 18 40
)
15715213 256 m/z 43.05 65.49%
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
43 AL e
17.60 17.80 18.00 18.20 18.40
5000 129 m/z 57.05 58.78%
171
214
101
oty L e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid T T
43 17.60 17.80 18.00 18.20 18.40
m/z 55.05 56.75%
5000
241 284
0—A 4 SR ———
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17. 60 17. 80 18. OO 18. 20 18 40

8270-BP073020-M Thu Aug 13 11:41:48 2020 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081220\
Data File : BP002950.D

Aca On : 12 Aug 2020 15:37

Operator : CG/JU

Sample : L3654-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.25 4.43 ng 763864 Chrysene-di12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 2782 (19.251 min): BP002950.D (-2777) (-) m/z 73.00 100.00%

43

5000

-

19.00 19.20 19.40 19.60
m/z 60.00 74.91%

314341

ol 395 429 462 504 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131258: Octadecanoic acid
43

5

19.00 19.20 19.40 19.60
m/z 43.05  71.13%

5000

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 73
B B A mam ma s
19.00 19.20 19.40 19.60
5000 129 m/z 57.10 68.39%
199 242
101 157
O i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester L B B ma s S
43 19.00 19.20 19.40 19.60
m/z 55.05 63.92%
Ol usutuathaES——

f
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19. OO 19 20 19. 40 19 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081220\
Data File : BP002950.D

Aca On : 12 Aug 2020 15:37

Operator : CG/JU

Sample : L3654-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 1-Heptacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.92 7.02 ng 1211000 Chrysene-d12 21.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93
Abundance Scan 3066 (20.922 min): BP002950.D (-3061) (-) m/z 57.05 100.00%
57 97
>0 JJ/J
25 U USRS SN SR
163 207 20.60 20.80 21.00 21.20
O A AR 4 07 7 252282309340367 401428458490 537 | sz 83.10  96.35%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57 97
5000 NABABAURARAE AR RN
- 20.60 20.80 21.00 21.20
m/z 97.10 89.80%
o 29 [193181209236264292320 350378
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
55 83
20.60 20.80 21.00 21.20
5000 111 m/z 55.05 79 .59%
N 139168196 238266
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol e
55 83 20.60 20.80 21.00 21.20
m/z 43.10 75.73%
B 11 Jﬂ/\
o 2y P?9167196224252280308
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP081220\
Data File : BP002950.D

Acq On : 12 Aug 2020 15:37

Operator : CG/JU

Sample - L3654-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP073020.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]
Butane, 2-methoxy... 2.97 15.4 ng 875962 1 7.70 1135350 20.0
n-Hexadecanoic acid 18.00 3.9 ng 511142 4 17.09 2606310 20.0
Octadecanoic acid 19.25 4.4 ng 763864 5 21.18 3448080 20.0
1-Heptacosanol 20.92 7.0 ng 1211000 5 21.18 3448080 20.0
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