LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081820\
Data File : BP003014.D

Aca On : 18 Aug 2020 12:37

Operator : CG/JU

Sample : L3659-07

Misc :

ALS Vial : 4 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 2.952 7 11 29 rvB 881987 1211226 11.12% 1.839%
2 5.293 402 409 424 rBV 3044748 4387300 40.29% 6.662%
3 6.863 667 676 690 rBY 2801491 4493617 41.26% 6.823%
4 7.687 808 816 825 rBV 926870 1479790 13.59% 2.247%
5 8.828 1002 1010 1024 rBV 1662463 2710326 24.89% 4.115%
6 10.463 1279 1288 1302 rBV 1110629 1843750 16.93% 2.799%
7 12.945 1703 1710 1730 rBVY 5578178 8279383 76.03% 12.571%
8 13.781 1840 1852 1861 rBV 233064 358124 3.29% 0.544%
9 14.322 1937 1944 1953 rBVY 1738071 2511109 23.06% 3.813%
10 15.816 2191 2198 2210 rBVY 3378772 4862163 44.65% 7.383%

11 17.075 2406 2412 2423 rBV 2094424 2897653 26.61% 4._.400%
12 17.998 2563 2569 2577 rBV 629650 994433 9.13% 1.510%
13 19.233 2775 2779 2797 rBV 199120 385484 3.54% 0.585%
14 19.563 2831 2835 2843 rVB 205945 252765 2.32% 0.384%
15 19.651 2844 2850 2861 rBV 9061622 10890094 100.00% 16.535%

16 20.486 2989 2992 2996 rVB 142919 156713 1.44% 0.238%
17 20.733 3030 3034 3041 rVB 487235 523801 4._.81% 0.795%
18 20.857 3050 3055 3059 rBvV 202301 341434 3.14% 0.518%
19 20.904 3059 3063 3069 rvv2 1308719 1931665 17.74% 2.933%
20 20.957 3069 3072 3081 rVB 660894 850215 7.81% 1.291%

21 21.168 3102 3108 3112 rBV 2832757 3644737 33.47% 5.534%
22 21.345 3134 3138 3144 rBV 134846 168449 1.55% 0.256%
23 21.786 3208 3213 3224 rBV3 268614 609777 5.60% 0.926%
24 22.251 3288 3292 3296 rVB 251817 327018 3.00% 0.497%
25 22.380 3309 3314 3326 rVB 2107963 3046554 27.98% 4.626%

26 22.768 3375 3380 3384 rBvV 499393 730457 6.71% 1.109%
27 23.351 3474 3479 3483 rBvV 305336 498777 4._.58% 0.757%
28 23.415 3483 3490 3499 rVB2 2195499 4139759 38.01% 6.286%
29 24.015 3587 3592 3600 rVB 421596 823116 7.56% 1.250%
30 24.098 3602 3606 3619 rVB 219460 510848 4.69% 0.776%

Sum of corrected areas: 65860537
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP081820\

BP003014.D

18 Aug 2020 12:37

CG/Ju

L3659-07

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
LSCINT.P

Abundance

8000000

6000000

4000000

2000000
?.95

TIC: BP003014.D

5.29 6.86

8.83
7.69

10.46

0

Time--> 3. OO

850

350 400 450

5.00 550

6.00 6.50 700 750 800

900

950 1000 1050 1100 1150

Abundance

8000000

6000000

4000000

2000000

TIC: BP003014.D

12.95

15.82

17.07
14.32

13.78

N

19,65

18.00

19.2319.%

0

Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

8000000

6000000

4000000

2000000

05

TIC: BP003014.D

4o

I\

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

8270-BP073020.

M Wed Aug 19 12:31:02 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081820\
Data File : BP003014.D

Aca On : 18 Aug 2020 12:37

Operator : CG/JU

Sample : L3659-07

Misc :

ALS Vial : 4 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.

2.95 16.37 ng 1211230 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 11 (2.952 min): BP003014.D (-7) (-) m/z 72.95 100.00%
73
5000
43
3.00 3.10 3.20 3.30 3.40
OWJL,L . | [A23151 198 239 277309341369 409438 483510540 m/z 86.95 27.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 3.00 3.10 3.20 3.30 3.40
‘ m/z 43.00 27.09%
0 L01
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
1300 3.10 3.20 3.30 3.40
5000 41 m/z 55.00 21.49%
0 112
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy- BBREERNREE SRR ey
73 3.00 3.10 3.20 3.30 3.40
m/z 71.05 10.80%
5000
45
0..ML...?°?”. ——
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\BP081820\
Data File : BP003014.D

Aca On : 18 Aug 2020 12:37

Operator : CG/JU

Sample : L3659-07

Misc :

ALS Vial : 4 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 6.86 ng 994433 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Octadecanoic acid 284 C18H3602 000057-11-4 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 74
Abundance Scan 2569 (17.998 min): BP003014.D (-2563) (-) m/z 73.00 100.00%
73
43
5000 129
157185 256 17,6.0. 17‘80 18|OO 18|20 18I40
o 295 329356385 430 476 522548 m/z 59.95 70 65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60
5000
17.60 17.80 18.00 18.20 18.40
15715213 256 m/z 43.10 58.43%
0‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
17.60 17.80 18.00 18.20 18.40
5000 m/z 57.05 56.64%
129
185 228
101 157
O S T L L e B
m/z--> Sb 160 1éo 200 250 300 3éo 460 4éo 560 séo
Abundance #131261: Octadecanoic acid P T T
43 17.60 17.80 18.00 18.20 18.40
m/z 55.10 54_.21%
5000
241 284
O T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1760 1780 1800 1820 1840
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081820\
Data File : BP003014.D

Aca On : 18 Aug 2020 12:37

Operator : CG/JU

Sample : L3659-07

Misc :

ALS Vial : 4 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 12
R.T. EstConc Area Relative to ISTD R.T.

19.23 2.12 ng 385484 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. octadecvl ester 537 C36H7202 002778-96-3 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 53
4 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 50
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 35

Abundance Scan 2778 (19.227 min): BP003014.D (-2775) (-) m/z 73.00 100.00%

73

43

5000

-

19.00 19.20 19.40 19.60
m/z 60.00 75.62%

o 327355 400428459488 536

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131262: Octadecanoic acid

5

19,00 19.20 19.40 19.60
m/z 57.05 67.80%

5000

04
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
R e e
19.00 19.20 19.40 19.60
5000 m/z 43.10 66.72%
[ 285
111
o 139 185 224252 | 313341368396424452480508536
e e e P T T e T T
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
I I I I

Abundance #95851: Pentadecanoic acid L e S R,
19.00 19.20 19.40 19.60

m/z 55.00 60.42%

5000

%

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\BP081820\
Data File : BP003014.D

Aca On : 18 Aug 2020 12:37

Operator : CG/JU

Sample : L3659-07

Misc :

ALS Vial : 4 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 Cinnamyl cinnamate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.73 2.87 ng 523801 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 91
2 Cinnamovlalvcine. methvl ester 219 C12H13NO3 040778-04-9 50
3 2-lodo-benzoic acid N"-(3-phenvl... 392 C16H13IN202 315672-62-9 47
4 2-Propenoic acid. 3-phenvl-. phe... 224 C15H1202 025695-77-6 47
5 2,2-Dimethyl-1-(2-vinylphenyl)pr... 188 C13H160 1000210-99-9 47
Abundance Scan 3033 (20.727 min): BP003014.D (-3030) (-) m/z 131.00 100.00%
131
5000
10!
St 173 219 264 300341371 416 461490 535 20.40 20,60 2080 2100 _
O o L B S M e e m/z 115.00 35.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #114231: Cinnamyl cinnamate
131
A
5000 R DARRA AR AR AR
20,40 20.60 20.80 21.00
10 ) m/z 117.00 32.97%
51 9 64
O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
131
20.40 20,60 20.80 21.00
5000 103 m/z 103.00 28.02%
51 218
0 160188
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #208334: 2-lodo-benzoic acid N'-(3-phenyl-acryloyl)-hydrazide T T TR T T
131 20.40 20.60 20.80 21.00

m/z 77.00 17.68%

5000
103
50 P 203231
Obrtp b L2 7" J202 %2 I W Ll AC—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20. 40 20. 60 20.80 21.00
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Data Path

Data F
Aca On

ile

Operator

Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEM1I\BNA P\DATA\BP081820\
BP0O03014.D

18 Aug 2020 12:37

CG/Ju

L3659-07

4 Sample Multiplier: 1

= C:\DATABASE\NIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20,00 10.60 ng 1931670  Chrysene-d12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E- 280 C20H40 074685-30-6 99

2 l1-Heptacosanol
3 1-Heneicosanol
4 Carbonic acid.
5 n-Nonadecanol -

396 C27H560
312 C21H440

284 C19H400

octadecvl 2.2.2-t... 444 C21H39CI1303

002004-39-9 93
015594-90-8 93
1000314-56-3 93
001454-84-8 93

Abundance Scan 3062 (20.898 min): BP003014.D (-3059) (-)
83
55
5000
o ) 207236 283 326355387417 461 503534
iy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
56
83
5000
11
2
o 1 139167196223252280
R o i e e BN I s e o o e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 97
5000
125
29 153
0 181209237264292320 350378
R o o e R R e e N e e AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55 83
5000 11
o7 ‘ JP?Q}GH% 238266294
IR s e e e A R R En e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

m/z 83.05 100.00%

—

20.60 20.80 21.00 21.20

m/z 97.05 89.89%

I

20 60 20. 80 21. OO 21. 20

m/z 57.05 83.72%

.

20.60 20.80 21.00 21.20

m/z 55.05 78 .63%

%

20.60 20.80 21.00 21.20

m/z 69.10 77.28%

-

20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081820\
Data File : BP003014.D

Aca On : 18 Aug 2020 12:37

Operator : CG/JU

Sample : L3659-07

Misc :

ALS Vial : 4 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 6 Diethylene glycol dibenzoate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.96 4.67 ng 850215 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 83
2 3-Benzovlamino-2-benzvl-butvric ... 311 C19H21NO3 1000193-12-7 78
3 Benzoic acid. 2-(4-nitrophenoxv)... 287 C15H13NO0O5 1000368-92-7 78
4 2.5.8.11-Tetraoxatridecan-13-vl ... 312 C16H2406 1000366-96-7 78
5 2-(2-(2-Butoxyethoxy)ethoxy)ethy... 310 C17H2605 1000366-97-2 64
Abundance Scan 3073 (20.963 min): BP003014.D (-3069) (-) m/z 105.00 100.00%
105 149
5000 oﬁ
77
20.60 20.80 21.00 21.20
Ob 2Pl 1179208 248 281311339 384415446476503535 m/z 149.00 98.15%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156210: Diethylene glycol dibenzoate
105 149
5000
77 20.60 20.80 21.00 21.20
m/z 77.00 33.82%
ol 18 50 179
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
105 149
20.60 20.80 21.00 21.20
5000 . m/z 150.00 9.47%
0 44 190220251280311
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethy! ester
105 149 20.60 20.80 21.00 21.20
m/z 106.00 7.19%
77
5000
0 50 211 287
mz-> 0 50 160 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081820\
Data File : BP003014.D

Aca On : 18 Aug 2020 12:37

Operator : CG/JU

Sample : L3659-07

Misc :

ALS Vial : 4 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 7 Sulfurous acid, octadecyl 2... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.79 3.35 ng 609777 Chrysene-di12 21.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 91
2 Octadecane. 1-T2-(hexadecvloxv)e... 539 C36H7402 017367-10-1 91
3 Heptadecane 240 C17H36 000629-78-7 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Octacosyl acetate 452 C30H6002 018206-97-8 86
Abundance Scan 3214 (21.792 min): BP003014.D (-3208) (-) m/z 57.10 100.00%
5 o
5000
LN UL BRI SR I
53183215 281 324 21.40 21.60 21.80 22.00 22.20
O 183 251 358 401430458 491521549 m/z 97.10 30.61%
m/z--> 100 150 200 250 300 350 400 450 500 550

Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester

o
iy
o
w5

5000 TTTT TT T T[T T 1T TT T T[T
21. 40 21. 60 21. 80 22. OO 22. 20
m/z 83.05 80.47%
o+
m/z--> 0
Abundance
57
R e e
21.40 21.60 21.80 22.00 22.20
5000 85 m/z 69.00 69.95%
29 125 224953 287315
0 155 196 369 469 507537
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94344: Heptadecane R EEEREREEEE R
21.40 21.60 21.80 22.00 22.20
m/z 71.10 69.27%
5000

=

13141169197 240

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 40 21. 60 21. 80 22. OO 22. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081820\
Data File : BP003014.D

Aca On : 18 Aug 2020 12:37

Operator : CG/JU

Sample : L3659-07

Misc :

ALS Vial : 4 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 8 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
22.38 14.72 ng 3046550 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 94
2 Supraene 410 C30H50 007683-64-9 91
3 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 90
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 74
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 3314 (22.380 min): BP003014.D (-3309) (-) m/z 69.10 100.00%
60
5000 ‘]\_
at 187 22.00 22.20 22.40 22.60
oL Jll, .%.l.l.l, 112203231 273300 341368 410 445476503 549 | s> 81.10  55.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215927: Squalene
69
5000 UM AUUAREE B
a1 22.00 22.20 22.40 22.60
m/z 41.05 17.00%
| 121, 49
Ok L LI 290 231 273300 31368 av
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
2200 22.20 22.40 22.60
5000 m/z 95.05 15.41%
41
137
0 109 164191 231 273300 341368 410
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... EEEEEEEET ey s e
69 2200 22.20 22.40 22.60
m/z 137.10 14 .56%
5000 aj\*
41
136
ol b 1T 189510550 267 32
m/z--> 50 1(')0 1&1;0 200 250 300 3&1;0 400 450 500 550 22.00 22.20 22,40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081820\
Data File : BP003014.D

Aca On : 18 Aug 2020 12:37

Operator : CG/JU

Sample : L3659-07

Misc :

ALS Vial : 4 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 9 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.77 3.53 ng 730457 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 93
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3380 (22.768 min): BP003014.D (-3375) (-) m/z 57.10 100.00%

5000

%
—

41169197 239 22.40 22.60 22.80 23.00
ol 267295326 365 415445475503 536 m/z 71.05 81.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175560: Tetracosane
5000 LA L L R L L L B

22.40 22.60 22.80 23.00
m/z 85.10 67.16%

141169197 225253981 509338

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
|
B R S RREEE R
22.40 22.60 22.80 23.00
5000 m/z 43.10 53.36%
85
29
0 113 169 211 296
T T T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl- A R SR L
57 22.40 22.60 22.80 23.00
m/z 99.10 24 _22%
5000 85
13
0 fd }%1169197 239267294323352 . }\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. 40 22. 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081820\
Data File : BP003014.D

Aca On : 18 Aug 2020 12:37

Operator : CG/JU

Sample : L3659-07

Misc :

ALS Vial : 4 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 10 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.35 2.41 ng 498777 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 91
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 91
Abundance Scan 3479 (23.351 min): BP003014.D (-3474) (-) m/z 57.05 100.00%

5000

:

41169197225 23.00 23.20 23.40 23.60
ol 267295325 367 403431461 504535 7 7110 80450

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141425:; Heneicosane

%

5000 85 N I
23.00 23.20 23.40 23.60

29 m/z 85.05 66.61%
H13141160197205055 296

ol A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
AR R
23.00 23.20 23.40 23.60
5000 85 m/z 43.10 52.42%
113
0 29 141169197225 267295 365393
o o e R e B R B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175559: Tetracosane B R e ama M
57 23.00 23.20 23.40 23.60

m/z 99.10 23 .86%

5000

29

%

ﬁ}3141169197225253 338

R N e S e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23 00 23. 20 23. 40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081820\
Data File : BP003014.D

Aca On : 18 Aug 2020 12:37

Operator : CG/JU

Sample : L3659-07

Misc :

ALS Vial : 4 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 11 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24 .02 3.98 ng 823116 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Tetracosane 338 C24H50 000646-31-1 95
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane. l1ll-decvl- 437 C31H64 055320-06-4 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3593 (24.021 min): BP003014.D (-3587) (-) m/z 57.05 100.00%

5000

Hr

141169 207 23.80 24.00 24.20 24.40
o 239267 309337364393 428 461490 535 m/z 71.10 85 _40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
5000 T T T T T T e

23.80 24.00 24,20 24.40
m/z 85.10 66.69%

141169197225253 296

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
85  RRREs e
23.80 24.00 24.20 24.40
5000 m/z 43.10 53.46%
113141
29 169197225253281549338
o} RS AP P YA A0 G
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane B B e B o S
23.80 24.00 24.20 24.40
m/z 99.10 24 .83%
5000 85

%

‘ 141169197225 267295 365393
mz--> 0 50 100 150 200 250 300 350 400 450 500 550 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081820\
Data File : BP003014.D

Aca On : 18 Aug 2020 12:37

Operator : CG/JU

Sample : L3659-07

Misc :

ALS Vial : 4 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 12 Nonadecyl heptafluorobutyrate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
24 .10 2.47 ng 510848 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl heptafluorobutvrate 480 C23H39F702 1000351-83-9 93
2 1-Heptacosanol 396 C27H560 002004-39-9 93
3 1-Tricosene 322 C23H46 018835-32-0 92
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 9-Tricosene, (2)- 322 C23H46 027519-02-4 90
Abundance Scan 3606 (24.098 min): BP003014.D (-3602) (-) m/z 97.10 100.00%
57
UL BN B
268 23.80 24.00 24.20 24.40
obrrdd 236 “05295 327355 401431 475503 537 n/z 83.05 90 94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232520: Nonadecy! heptafluorobutyrate
57 9
5000 U AL SN B
25 23'80 24.00 2420 24.40
m/z 57.10 83.67%
o ?9 l; J 6 2382?6 311 462
m/z--> 50 100 150 200 250 300 350 400 4%0 500 550
Abundance
57 97
23.80 24.00 24.20 24.40
5000 m/z 69.05 73 .55%
125
o 29 153181209236264292320350378
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163016: 1-Tricosene R R e R
57 23.80 24.00 24.20 24.40
97 m/z 55.05 68.95%
5000
29 25
. | | }%3;32210238266294322
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP081820\
Data File : BP003014.D

Acq On : 18 Aug 2020 12:37

Operator : CG/JU

Sample - L3659-07

Misc :

ALS Vial : 4 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... 2.95 16.4 ng 1211230 1 7.69 1479790 20.0
n-Hexadecanoic acid 18.00 6.9 ng 994433 4 17.07 2897650 20.0
Octadecanoic acid 19.23 2.1 ng 385484 5 21.17 3644740 20.0
Cinnamyl cinnamate 20.73 2.9 ng 523801 5 21.17 3644740 20.0
5-Eicosene, (E)- 20.90 10.6 ng 1931670 5 21.17 3644740 20.0
Diethylene glycol... 20.96 4.7 ng 850215 5 21.17 3644740 20.0
Sulfurous acid, o... 21.79 3.4 ng 609777 5 21.17 3644740 20.0
Squalene 22.38 14.7 ng 3046550 6 23.42 4139760 20.0
Tetracosane 22.77 3.5 ng 730457 6 23.42 4139760 20.0
Heneicosane 23.35 2.4 ng 498777 6 23.42 4139760 20.0
2-methyloctacosane 24 .02 4.0 ng 823116 6 23.42 4139760 20.0
Nonadecyl heptafl... 24.10 2.5 ng 510848 6 23.42 4139760 20.0
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