LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 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-BP082420 .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 5.969 481 524 527 rBVY 12204230 103393654 100.00% 32.871%
2 9.052 1029 1048 1061 rBV 473060 1704521 1.65% 0.542%
3 9.910 1170 1194 1205 rBvV2 678561 2974602 2.88% 0.946%
4 10.428 1275 1282 1292 rVB 682735 1159081 1.12% 0.368%
5 12.645 1645 1659 1683 rBV 930814 2974382 2.88% 0.946%
6 12.904 1697 1703 1711 rBV 720157 1093626 1.06% 0.348%
7 13.851 1855 1864 1868 rBVY 1064699 1614761 1.56% 0.513%
8 13.898 1868 1872 1878 rVB 973206 1294196 1.25% 0.411%
9 14.045 1890 1897 1903 rBVY 4508928 7618522 7.37% 2.422%
10 14.292 1931 1939 1941 rBV2 841888 1433751 1.39% 0.456%

11 14.969 2026 2054 2076 rBV 5410968 31125355 30.10% 9.895%
12 16.316 2264 2283 2285 rBV2 17721178 77373913 74.83% 24.599%
13 16.416 2296 2300 2304 rVB2 18473655 35038450 33.89% 11.139%
14 16.492 2306 2313 2317 rBV 1701114 2707086 2.62% 0.861%
15 16.575 2323 2327 2330 rBV 2466918 4295276 4._.15% 1.366%

16 17.057 2404 2409 2424 rVB 850187 1416897 1.37% 0.450%
17 17.969 2559 2564 2571 rBV 1531564 2269832 2.20% 0.722%
18 18.045 2571 2577 2600 rVB 1124920 2111394 2.04% 0.671%
19 19.527 2824 2829 2838 rVB 1439324 1755708 1.70% 0.558%
20 19.622 2840 2845 2850 rBV 1116678 1396539 1.35% 0.444%

21 20.063 2916 2920 2924 rBV 1568583 1667385 1.61% 0.530%
22 20.563 3001 3005 3009 rBV 1494247 1641701 1.59% 0.522%
23 20.874 3054 3058 3062 rBV 972141 1109551 1.07% 0.353%
24 21.033 3081 3085 3089 rBV 1477154 1762492 1.70% 0.560%
25 21.139 3099 3103 3108 rBV 1383582 1795348 1.74% 0.571%

26 21.839 3216 3222 3228 rVB 1390952 2564296 2.48% 0.815%
27 22.327 3299 3305 3311 rVB 5836393 9023710 8.73% 2.869%
28 22.757 3374 3378 3385 rVB 847377 1268304 1.23% 0.403%
29 23.374 3477 3483 3499 rVB2 1228622 2758369 2.67% 0.877%
30 24.586 3682 3689 3698 rVB 1686720 3701024 3.58% 1.177%

31 26.445 3997 4005 4015 rVB 863307 2502117 2.42% 0.795%

Sum of corrected areas: 314545843
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP082420.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: BP003261.D

1.5e+07

5.97

le+07

5000000

9.05 9.91 10.43
O’P AN A A A A
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Time--> 300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP003261.D
42

1.5e+07

le+07

14.97
5000000 14.05

16.57

16.49
1 195%, 20.06
12.652.90 14.29 » 17.06 d5 §%2

O L o o i o o o o e L B e o B e B e L L e e e e e e

Time--> 12.00 12,50 13.00 1350 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP003261.D

1.5e+07

le+07

22.33
5000000

24,59
056033034 2184 : : 26.44

e —————————messsal S

Time--> 20. 50 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Ethanol, 2-butoxy- Concentration Rank 1

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

5.97 1213.17 ng 103394000 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv- 118 C6H1402 000111-76-2 91
2 Dibutoxvmethane 160 C9H2002 002568-90-3 37
3 Formic acid. 3.3-dimethvlbut-2-v._.. 130 C7H1402 1000368-20-5 36
4 Propane. 1-(chloromethoxv)-2-met... 122 C5H11CIO 034180-11-5 25
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 23

Abundance Scan 524 (5.969 min): BP003261.D (-481) (-) m/z 57.10 100.00%
57
5000
87
118 560 580 600 620 640
o Aol 14|5 1792|06235|263 3003283|57386|4134f1|24I1|7}4}9|9IS|2|7I . m/z  45.05 37 _23%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8820: Ethanol, 2-butoxy-
57
5000 g LA A SRS LR
5.60 5.80 6.00 6.20 6.40
87 m/z 41.05 34.89%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
560 580 600 620 6.40
5000 87 m/z 87.05 31.74%
29
0 117 159
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13546: Formic acid, 3,3-dimethylbut-2-yl ester B B e I
57 5.60 5.80 6.00 6.20 6.40
m/z 75.05 10.94%
5000
87
ol 2ol LI 115
mz-> 0 sb 100 150 200 250 300 350 400 450 500 550 560 580 6.00 620 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Hexanoic acid, 2-ethyl- Concentration Rank 13

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

9.05 29.41 ng 1704520 Naphthalene-d8 10.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 64
3 Octanoic acid. 2-methvl-. methvl... 172 C10H2002 002177-86-8 42
4 1.4-Dioxane 88 C4H802 000123-91-1 38
5 Methyl-4-deoxy-2,3-di-O-methyl._b... 218 C9H1406 1000312-09-9 37

Abundance Scan 1048 (9.052 min): BP003261.D (-1029) (-) m/z 73.00 100.00%
3
5000 ///\\_
4l 101 ISR SRR LR A
8.80 9.00 9.20 9.40
o‘,-wk\l,ﬂ. L l.l?z.g.lﬁ?l??, 223 267296 341370 412 461490519549 | 77 88.00  87.41%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20862: Hexanoic acid, 2-ethyl-
73
S0001 4 880 9.00 9.20 9.40
101 m/z 57.05 24 .24%
o fi29
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
88
880 9.00 9.20 9.40
5000 m/z 87.00 23.97%
41
0 158
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39605: Octanoic acid, 2-methyl-, methyl ester
88 8.80 9.00 9.20 9.40
m/z 41.05 23.90%
5000
ol ‘u h15143172
||||||||||||||||||||||||||||||||||||||||||||| _V_V_V_V—|_|_|_|_|—|_|_|_|_|—|_!_|_|_|—|_|_|_|_
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Octanoic acid Concentration Rank 8

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

9.91 51.33 ng 2974600 Naphthalene-d8 10.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 98
2 Octanoic acid. silver(l+) salt 250 C8H15A002 024927-67-1 59
3 Hexanoic acid 116 C6H1202 000142-62-1 47
4 Heptanoic acid 130 C7H1402 000111-14-8 38
5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 38

Abundance Scan 1194 (9.910 min): BP003261.D (-1170) (-) m/z 59.95 100.00%
60
5000 ////\‘_
R Emman R A
9.60 9.80 10.00 10.20
o 29 166194221251281 317 358388416 464 498 536 n/z  73.00 84 _36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20837: Octanoic acid
60
5000 S RRERERRARL RRARNRAERE
9.60 9.80 1000 10.20
29 101 m/z 41.05 35.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
60
127 9.60 9.80 10.00 10.20
5000 m/z 43.05 35.44%
87
o 29 2]_6 249 359
m/z--> 6 55 160 1%0 200 250 300 350 400 4%0 560 séo
Abundance #8071: Hexanoic acid T T T TR
60 9.60 9.80 10.00 10.20
m/z 55.05 34.91%
5000
LT
0|||| |||||||||||||||||||||||||||||||||||||||| —v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—[
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4%0 560 séo 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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-Decanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.65 41.49 ng 2974380 Acenaphthene-d10 14.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 98
2 Heptanoic acid 130 C7H1402 000111-14-8 50
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 43
4 Butanoic acid 88 C4H802 000107-92-6 38
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 38

Abundance Scan 1660 (12.651 min): BP003261.D (-1645) (-) m/z 73.00 100.00%

73
129
5000 41

ol - AAALTE || 272205 21271208 sssoridoness 47706538 gy 59795 8665
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39474: n-Decanoic acid
73
129
5000 T T T T
43 12140 1260 12.80 13.00

m/z 129.10 60.81%

LI J.FIIII 172
O ||||| RS S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
60

12.40 12 60 12. 80 13.00
5000 m/z 41.05 42 .45Y%

29
o 101,34
R o e o LI B o e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

#125286: Decanoic acid, silver(1+) salt T T T T T T T T T T
12. 40 12 60 12. 80 13. 00

m/z 55.05 41.94%

I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12. 40 12 60 12. 80 13. 00

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Isobutyl tetradecyl carbonate Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.85 22.53 ng 1614760 Acenaphthene-d10 14.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isobutvl tetradecvl carbonate 314 C19H3803 959275-58-2 56
2 l1-Hentetracontanol 593 C41H840 040710-42-7 50
3 Isobutvl tridecvl carbonate 300 C18H3603 959275-44-6 50
4 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 45
5 Hexatriacontyl pentafluoropropio... 669 C39H73F502 1000351-89-0 42

Abundance Scan 1864 (13.851 min): BP003261.D (-1855) (-) m/z 57.10 100.00%
57
5000
97
0 196 252 13.60 13.80 14.00 14.20
o ALblL1 80 19 %2085 srspnmang asragesy 00RO R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156543: Isobutyl tetradecy! carbonate
57
5000
13.60 13.80 14.00 14.20
97 m/z 83.05 25.74%
27
0 - ,J, | 7 168
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
97 13.60 13.80 14.00 14.20
5000 m/z 69.05 20.34Y%
18
. 139 181 223 278 320 362 404 446 488518 572
BN UL LN BN BN UL UL UL UL IR L L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #144845: Isobutyl tridecyl carbonate
57 13.60 13.80 14.00 14.20
m/z 41.10 15.77%
5000
97
ca TV
0|""|""'|H"'|""""' S RSN SRR SRR LS SRR AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 1-Dodecanol, 2-octyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.05 106.27 ng 7618520 Acenaphthene-d10 14.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Dodecanol. 2-octvl-

2 Hexatriacontvl pentafluoropropio...
3 Isobutvl tetradecvl carbonate

4 Pentafluoropropionic acid. octad...
5 Pentafluoropropionic acid, hepta...

298 C20H420
669 C39H73F502
314 C19H3803
416 C21H37F502
402 C20H35F502

005333-42-6 74
1000351-89-0 53
959275-58-2 50
959261-25-7 50
959218-78-1 45

Abundance Scan 1898 (14.051 min): BP003261.D (-1890) (-) m/z 57.10 100.00%
57
5000
97
252
IL 10 196 13.80 14.00 14.20 14.40
0 ...J',....,'.I.P.eA....',....,l.??f",..?‘.‘1?.7.5.4,95?4.4,4.4.7.5???9?9,?...,....,.. m/z 97.10 30.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #143260: 1-Dodecanoal, 2-octyl-
57
5000 97
13.80 14.00 14.20 14.40
m/z 83.05 29.42%
o 39 182 04 280
B e o R o R REARERAREE R RS R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
97 13.80 14.00 14.20 14.40
5000 m/z 69.10 22 .49%
139
ol 20 181 222 264 306 348 391 432 504 549 650
mﬂmﬁwﬁmﬁmﬁm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #156543: Isobutyl tetradecyl carbonate
57 13.80 14.00 14.20 14.40
m/z 41.05 19.81%
5000

97
25 \] J l 130168

ol s e e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650

13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 7 Dodecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.97 434.18 ng 31125400 Acenaphthene-d10 14.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 Undecanoic acid 186 C11H2202 000112-37-8 35
4 Nonanoic acid 158 C9H1802 000112-05-0 22
5 Malonic acid, 3,3-dimethylbut-2-... 230 C12H2204 1000347-20-1 22
Abundance Scan 2054 (14.969 min): BP003261.D (-2026) (-) m/z 73.00 100.00%
5000 i
200 14.60 14.80 15.00 15.20

o 227256284 327355 401429 459487515543 m/z  60.00 71.62%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #61120: Dodecanoic acid
60
5000

14.60 14.80 15.00 15.20
m/z 129.10 56.90%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
60

14. 60 14.80 15. OO 15.20

5000 m/z 41.05 54 _.84%
129
29
101 172

o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50051: Undecanoic acid R e R

60 14. 60 14. 80 15. OO 15. 20

m/z 55.05 53.05%

5000
29J 129
97 186
o Hivise

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14. 60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 1-Octanol, 5,7,7-trimethyl-__._. Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.32 1092.16 ng 77373900 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 86
2 Ditetradecvl ether 410 C28H580 005412-98-6 49
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 38
4 2.2-Dimethvl-3-pentanol. chlorod... 228 C9H15CIF202 1000376-26-4 38
5 n-Tetracosanol-1 354 C24H500 000506-51-4 38
Abundance Scan 2284 (16.322 min): BP003261.D (-2264) (-) m/z 57.10 100.00%
57
5000
97 140
196 16.00 16.20 16.40 16.60
Ol ~.|‘, Hi, bk | 169717223 255262311 351378406433462489516546 sy 8310  21.51%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119531: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylouty)-
57
5000
16.00 16.20 16.40 16.60
m/z 41.10 18.59%
ok 2T, Mo 22 ass
mz-> 0 50 160 150 200 250 300 350 400 450 500 550
Abundance
57
16.00 16.20 16.40 16.60
5000 85 197 m/z 69.10 17.11%
29 113 168
o 140 227 269 368
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215486: Heptafluorobutyric acid, n-tetradecyl ester
57 16.00 16.20 16.40 16.60
m/z 55.05 13.93%
5000
169196
29
mz-> 0 55 160 1éo 200 250 300 350 400 450 500 550 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Heptane, 3-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.42 494.58 ng 35038500 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanol. 5.7.7-trimethvl-2-(1.... 270 C18H380 036400-98-3 83
2 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 59
3 Acetic acid. 3.7.11.15-tetrameth... 340 C22H4402 1000193-63-0 59
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 53
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 53
Abundance Scan 2301 (16.422 min): BP003261.D (-2296) (-) m/z 57.10 100.00%
57
5000
97 16.20 16.40 16.60 16.80
ol A 4Ly 125157185213 255 _ 310338370308 480478511538 | 1757 41_10  23.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #119531: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylouty)-
57
5000 U AN B SN B

16.20 16.40 16.60 16.80
m/z 69.10 15.62%

97
ol 22 14047, 213 255
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
16.20 16.40 16.60 16.80
5000 m/z 55.10 15.10%
98
29
0 142
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #177171: Acetic acid, 3,7,11,15-tetramethyl-hexadecy! ester
57 16.20 16.40 16.60 16.80
m/z 56.15 14 .44%
5000 97
125
29
0 | 154 196974252280
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 unknownl16.49 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.49 38.21 ng 2707090 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 38
2 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 38
3 Tetratriacontvl trifluoroacetate 591 C36H69F302 1000351-75-3 38
4 Hexatriacontvl trifluoroacetate 619 C38H73F302 1000351-88-6 35
5 Octatriacontyl trifluoroacetate 647 CA40H77F302 1000351-88-7 35
Abundance Scan 2313 (16.492 min): BP003261.D (-2306) (-) m/z 57.10 100.00%

| 16.20 16.40 16.60 16.80
ol LRkl '..ll fi° 284 331 388 431469 e21 m/z 41.10 36.41%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242008: Tetratriacontyl pentafluoropropionate
57

5000 LI L L B B
16 20 16. 40 16. 60 16. 80

m/z 73.00 34 .22%

ol “” h181 222 264 320 362 405 476 521 622
e o o R R o e e o e e e e A RARE
m/z--> 0 100 150 200 250 300 350 400 450 500 550 600 650
Abundance

57

57
5000
u H} 129 185

97 16.20 16,40 16.60 16.80
5000 m/z 55.10 34.20%
139
ol 181 222 264 306 348 390 432 476 521 672
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #240770: Tetratriacontyl trifluoroacetate
57 16.20 16.40 16.60 16.80
m/z 69.10 33.44%
97
5000

39
13° 181 220 264 300 362 404 476 521 572

Ol A A T T T T P e e

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 unknownl6.57 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.57 60.63 ng 4295280 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 43
2 17-Pentatriacontene 491 C35H70 006971-40-0 43
3 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 43
4 2.2-Dimethvl-3-pentanol. chlorod... 228 C9H15CIF202 1000376-26-4 38
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 38
Abundance Scan 2326 (16.569 min): BP003261.D (-2323) (-) m/z 57.10 100.00%
5000 {
40 .. 213 16.20 16.40 16.60 16.80
ol 1807 " 255 296 341376410 447483517 m/z 83.10 22 330
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242008: Tetratriacontyl pentafluoropropionate
57
97
5000
16.20 16.40 16.60 16.80
m/z 69.10 22.11%
o £39 181222 264 320 362405 476 521 622
SRR A B B B D N D B D N e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
97
16.20 16.40 16.60 16.80
5000 m/z 41.10 19.87%
139
oL15 181 223 267306 348 390 434 490
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242758: Tetratriaconty! heptafluorobutyrate I B BAARE RN ey o
57 16.20 16.40 16.60 16.80
m/z 97.10 16.75%
97
5000
ol f?% 181 222 264 306 348 390 432 476 521 672
SRR A B B D D D D B D N N e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

17.97 32.04 ng 2269830 Phenanthrene-d10 17.06
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Octadecanoic acid 284 C18H3602 000057-11-4 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2564 (17.969 min): BP003261.D (-2559) (-) m/z 73.00 100.00%

43
5000

~l
Y
=
N
©

17.60 17.80 18.00 18.20
m/z 60.00 72.53%

0 284 315 356385416 447 493523

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

-

5000 LA L L L L LB L
17.60 17.80 18.00 18.20
0
15715213 256 m/z 43.10 61.60%
(o}
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
43 T
17.60 17.80 18.00 18.20
5000 129 m/z 55.05 58.44%
171
214
101
oMMl d Ay L e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid T

17.60 17.80 18.00 18.20
m/z 129.05  55.59%

5000
185 228

%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 13 Dodecanoyl chloride Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.05 29.80 ng 2111390 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanovl chloride 218 C12H23CI0 000112-16-3 53
2 1.15-Pentadecanedioic acid 272 C15H2804 001460-18-0 38
3 Cvclohexanone. 2-propvl- 140 C9H160 000094-65-5 30
4 n-Heptvlamine. N-acetvyl-1-cvano- 182 C10H18N20 1000227-03-9 25
5 Propan-2-ol, 1-[1-(2,3-dihydrobe... 321 C18H27NO4 1000294-01-0 25
Abundance Scan 2578 (18.051 min): BP003261.D (-2571) (-) m/z 98.10 100.00%

5000

BN

17.80 18.00 18.20 18.40
m/z 84.00 64.64%

o 227255284312341370401430 476504 535

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75660: Dodecanoy! chloride
9
55
5000 LI L L L L L L L
17. 80 18 00 18. 20 18 40
0
o7 133 183 m/z 183.15 62.38%
0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
98
17.80 18.00 18.20 18.40
5000 m/z 132.00 45.17%
55
o2 126,54 195 236 ,,5
T T T T e T e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18706: Cyclohexanone, 2-propyl- e L N R
98 17.80 18.00 18.20 18.40

m/z 55.10 41 _.57%

5000
55
ZJAIJ {{ | 140
o e e —
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Benzoic acid, heptadecyl ester Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
19.53 19.56 ng 1755710 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. pentadecvl ester 332 C22H3602 1000340-22-8 97
2 Benzoic acid. heptadecvl ester 360 C24H4002 1000340-23-0 97
3 Benzoic acid. eicosvl ester 402 C27H4602 1000340-23-3 95
4 Benzoic acid. tetradecvyl ester 318 C21H3402 1000340-22-7 76
5 Benzoic acid, octadecyl ester 374 C25H4202 1000340-23-1 70
Abundance Scan 2829 (19.527 min): BP003261.D (-2824) (-) m/z 123.00 100.00%
13
5000
43 284
168 241 19.20 19.40 19.60 19.80
ol 199 327357384 415444 475 521548 m/z 105.00 69 . 18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171090: Benzoic acid, pentadecy! ester
123
5000
19.20 19.40 19.60 19.80
a3 7 m/z 77.00 25.82%
ol 154182210 332
m/z--> 50 160 1éo 200 250 300 350 460 4%0 560 séo
Abundance
123
19.20 19.40 19.60 19.80
5000 m/z 43.10 20.82%
43 77
0 154182210238 360
m/z--> sb 160 150 200 250 300 3%0 460 4%0 560 séo
Abundance #213149: Benzoic acid, eicosyl ester R R R
123 19.20 19.40 19.60 19.80
m/z 55.05 16.73%
5000
ol 153182 224252280
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1920 1940 1960 1980
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Benzoic acid, octadecyl ester Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
20.06 18.57 ng 1667390 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. octadecvl ester 374 C25H4202 1000340-23-1 94
2 Benzoic acid. heptadecvl ester 360 C24H4002 1000340-23-0 94
3 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 91
4 Benzoic acid. nonadecvl ester 388 C26H4402 1000340-23-2 86
5 Benzoic acid, eicosyl ester 402 C27H4602 1000340-23-3 86
Abundance Scan 2920 (20.063 min): BP003261.D (-2916) (-) m/z 123.00 100.00%
123
5000
77 Y | ISP |
43 19.80 20.00 20.20 20.40
182
bk ~!LU, ol IR0 219248276304 345 387415 460489521548 | n757105.00  65.88Y%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #199594: Benzoic acid, octadecyl ester
123
5000
19.80 20.00 20.20 20.40
55 g3 m/z 77.00 23.84%
0 270 J4lh 1L | 154182 224252 374
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
123
19.80 20.00 20.20 20.40
5000 m/z 55.10 11.29%
43 77
0 154182210238 360
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #148235: Benzoic acid, tridecyl ester e  RRRaE Bam s
123 19.80 20.00 20.20 20.40

m/z 83.10 10.57%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550 19. 80 20 00 20. 20 20. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Benzoic acid, tridecyl ester Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.56 18.29 ng 1641700 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. tridecvl ester 304 C20H3202 1000340-22-6 97
2 Benzoic acid. tetradecvl ester 318 C21H3402 1000340-22-7 96
3 Benzoic acid. eicosvl ester 402 C27H4602 1000340-23-3 93
4 Benzoic acid. heptadecvl ester 360 C24H4002 1000340-23-0 91
5 Benzoic acid, nonadecyl ester 388 C26H4402 1000340-23-2 86
Abundance Scan 3005 (20.563 min): BP003261.D (-3001) (-) m/z 123.00 100.00%
123
5000
20.20 20.40 20.60 20.80
196
Obrr .“,1'. #L.U, il 19810 232 264201318 355 401429 465496523 | 17z 105.00  61.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #148235: Benzoic acid, tridecyl ester
123
5000
20.20 20.40 20.60 20.80
m/z 77.00 22.12%
ol I| J lh i, | 154182 304
m/z--> 50 160 150 200 250 300 350 400 450 500 550
Abundance
123
20.20 20.40 20.60 20.80
5000 m/z 55.05 11.58%
43 17
o 168196 318
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #213149: Benzoic acid, eicosyl ester R EE R E s
123 20.20 20.40 20.60 20.80
m/z 83.10 11.16%
5000
ol 153182 224252280
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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Benzoic acid, pentadecyl ester Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
21.03 19.63 ng 1762490 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. pentadecvl ester 332 C22H3602 1000340-22-8 99
2 Benzoic acid. tetradecvl ester 318 C21H3402 1000340-22-7 96
3 Benzoic acid. octadecvl ester 374 C25H4202 1000340-23-1 91
4 Benzoic acid. eicosvl ester 402 C27H4602 1000340-23-3 91
5 Benzoic acid, nonadecyl ester 388 C26H4402 1000340-23-2 91
Abundance Scan 3084 (21.027 min): BP003261.D (-3081) (-) m/z 123.00 100.00%
123
5000
20.80 21.00 21.20 21.40
210
0 “,1'. .‘l.U, Ll 1541820 255 296325356383411441473500533 | 77 105.00  54.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171090: Benzoic acid, pentadecy! ester
123
5000 U I SO BN B
20.80 21.00 21.20 21.40
a3 7 m/z 77.00 20.12%
o 154182210 332
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
123
20.80 21.00 21.20 21.40
5000 m/z 55.05 12 .54%
43 17
o 168196 318
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #199594: Benzoic acid, octadecyl ester R AEEmEEES L
123 20.80 21.00 21.20 21.40
m/z 83.10 11.93%
5000
| 154182 224252
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 18 unknown21.84 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.84 28.57 ng 2564300 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 35
2 Fumaric acid. 2-decvl hexadecvl ... 480 C30H5604 1000348-59-7 27
3 Fumaric acid. 2-octvl pentadecvl... 438 C27H5004 1000339-17-2 27
4 Cvclopropane. 1-(2-methvlbutv)-... 168 C12H24 064723-36-0 27
5 9-Oxabicyclo[3.3.1]nonane-2,6-diol 158 C8H1403 015458-61-4 25
Abundance Scan 3222 (21.839 min): BP003261.D (-3216) (-) m/z 57.10 100.00%
57
5000 A/\J/\//\_M
o7 P a0 e 150 200 230
241 353 : : : :
Obrrd 1L ] | {44 169 || 241270007397353 395426 461489 535 | 17> 140.10  23.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215904: Octacosanol
57
97
5000 R B BRI I B
mmmmnmnm
125 m/z 83.10 21.18%
0 29 l ﬂ53181209236264292322 364302
m/z--> sb 160 1éo 200 250 300 350 400 4%0 560 séo
Abundance
57 o7
" 21'60 21.80 22.00 22:20
5000 140 m/z 97.10 19.97%
323
29 167
) 197225257 50, 365395 436
m/z--> sb 160 1éo 200 250 300 3%0 460 4%0 560 séo
Abundance #224267: Fumaric acid, 2-octyl pentadecy! ester b RRREE EE s
57 21.60 21.80 22.00 22.20
100 m/z 84.10 19.21%
211
139
171
o L e, L e AU e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 2160 2180 2200 2220
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.33 65.43 ng 9023710 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 99
2 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 93
3 Supraene 410 C30H50 007683-64-9 83
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 64
5 trans-Farnesol 222 C15H260 000106-28-5 59

Abundance Scan 3305 (22.327 min): BP003261.D (-3299) (-) m/z 69.10 100.00%

5000 A

22. 00 22. 20 22. 40 22. 60
175203231 341
o 273300 368 410 450 488515542 m/z 81.10 58_14%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215927: Squalene

69

5000 A e AR
22. 00 22. 20 22. 40 22.60

41 m/z 41.10 19.85%

121
o | Ll R 191 231 273300 341368 410
S EEFENE D F oSN S A M
miz-—> 50 100 150 200 250 300 350 400 450 500 550
Abundance
69

22. 00 22. 20 22. 40 22.60

5000 41 m/z 137.10 19.22%
137
o 109 | 1641921924757 316
i L B e B e B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215934: Supraene S ERmEaERe LTSS
69 22. 00 22. 20 22. 40 22. 60

m/z 95.10 18.90%

5000
40
L 1109137 193
1 1&164 ; 47 299 341368 410

| ol AT
LI L L L L L L L L L L L LB B |||||||||||||||||||

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.00 22.20 22.40 22.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP091120\
Data File : BP003261.D

Aca On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP082420._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 Hexadecanoic acid, (3-bromo... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

24 .59 26.83 ng 3701020 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. (3-bromoprop-... 372 C19H33Bro02 157336-02-2 64
2 Hexadecanoic acid. tetradecvl ester 452 C30H6002 004536-26-9 53
3 Octadecane. 3-methvl- 268 C19H40 006561-44-0 30
4 Heptadecane. 4-propvl- 282 C20H42 055044-10-5 27
5 I-(+)-Ascorbic acid 2,6-dihexade... 652 C38H6808 028474-90-0 25

Abundance Scan 3690 (24.592 min): BP003261.D (-3682) (-) m/z 57.10 100.00%

111

i

5000
24.20 24.40 24.60 24.80 25.00
ok, 297 338 391419 462491 533 m/z 71.10 73 49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #197985: Hexadecanoic acid, (3-bromoprop-2-ynyl) ester
a3
5000 TT T T [T T T T[T T T T[T TT T 7T
24 20 24. 40 24. 60 24 80 25. 00
m/z 111.10 64 .09%
0 265293 329 372
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 257
R R e R ER R
24.20 24.40 24.60 24.80 25.00
5000 97 m/z 83.10 59.40%
196
29 125 168
0 227 | 284312 409 452
o L o e o o o AL e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117650: Octadecane, 3-methyl- A B R e
5[7 24.20 24.40 24.60 24.80 25.00
m/z 43.10 57.21%
- I ;/\—/\M
13 239
14
169
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24 20 24. 40 24. 60 24 80 25. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP091120\
Data File : BP003261.D

Acq On : 11 Sep 2020 15:35

Operator : CG/JU

Sample : L3977-01 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP082420_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]
Ethanol, 2-butoxy- 5.97 1213.2 ng 103394000 1 7.65 1704520 20.0
Hexanoic acid, 2-... 9.05 29.4 ng 1704520 2 10.43 1159080 20.0
Octanoic acid 9.91 51.3 ng 2974600 2 10.43 1159080 20.0
n-Decanoic acid 12.65 41.5 ng 2974380 3 14.29 1433750 20.0
Isobutyl tetradec... 13.85 22.5 ng 1614760 3 14.29 1433750 20.0
1-Dodecanol, 2-oc... 14.05 106.3 ng 7618520 3 14.29 1433750 20.0
Dodecanoic acid 14.97 434.2 ng 31125400 3 14.29 1433750 20.0
1-Octanol, 5,7,7-... 16.32 1092.2 ng 77373900 4 17.06 1416900 20.0
Heptane, 3-ethyl-_... 16.42 494.6 ng 35038500 4 17.06 1416900 20.0
unknown16.49 16.49 38.2 ng 2707090 4 17.06 1416900 20.0
unknownl16 .57 16.57 60.6 ng 4295280 4 17.06 1416900 20.0
n-Hexadecanoic acid 17.97 32.0 ng 2269830 4 17.06 1416900 20.0
Dodecanoyl chloride 18.05 29.8 ng 2111390 4 17.06 1416900 20.0
Benzoic acid, hep... 19.53 19.6 ng 1755710 5 21.14 1795350 20.0
Benzoic acid, oct... 20.06 18.6 ng 1667390 5 21.14 1795350 20.0
Benzoic acid, tri... 20.56 18.3 ng 1641700 5 21.14 1795350 20.0
Benzoic acid, pen... 21.03 19.6 ng 1762490 5 21.14 1795350 20.0
unknown21.84 21.84 28.6 ng 2564300 5 21.14 1795350 20.0
Squalene 22.33 65.4 ng 9023710 6 23.37 2758370 20.0
Hexadecanoic acid... 24.59 26.8 ng 3701020 6 23.37 2758370 20.0
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