LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP0O@6542.D

Acq On : 06 Aug 2021 17:04 Instrument :
Operator : CG/JU BNA_P

Sample : M3296-01 ClientSampleld :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@6542.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.911 304 310 319 rVB 1995786 2724793 6.60% 1.785%
2 5.358 380 386 398 rVB 4036328 5756241 13.94% 3.771%
3 5.969 484 490 497 rBV 451631 622225 1.51% 0.408%
4 6.940 647 655 665 rBV 3718778 5806626 14.07%  3.804%
5 7.758 787 794 802 rVB 786651 1238169 3.00% 0.811%
6 8.910 982 990 998 rBV 2377613 3785014 9.17% 2.480%
7 10.334 1225 1232 1247 rBV 713339 1166880 2.83% 0.764%
8 10.534 1259 1266 1274 rBV 987734 1680411 4.07% 1.101%
9 13.010 1680 1687 1694 rBV 4761684 7057026 17.09% 4.623%
10 14.381 1915 1920 1934 rBV 1343888 2022549 4.90% 1.325%

11 14.828 1991 1996 2010 rVB 322388 648563 1.57%
12 15.875 2168 2174 2181 rBV 3855746 5468248 13.25%
13 17.133 2383 2388 2394 rBV 1511290 2158797 5.23%
14 17.828 2502 2506 2510 rBV 426093 526733 1.28%
15 18.069 2528 2547 2571 rVB 14481197 38307979 92.79%

NO R WO
N
=
2
3R

5.096%

16 18.639 2639 2644 2651 rBV3 240168 659900 1.60% ©.432%
17 18.751 2657 2663 2677 rVB 767017 1759390 4.26%  1.153%
18 19.092 2718 2721 2725 rBV 804201 998952 2.42% ©.654%
19 19.145 2725 2730 2732 rBV 1305782 1774274 4.30% 1.162%
20 19.175 2732 2735 2741 rVB 843299 1375478 3.33% 0.901%

21 19.310 2746 2758 2789 rVB 19323821 41283575 100.00% 27.045%
22 19.716 2821 2827 2836 rVB 7450455 9345350 22.64% 6.122%

23 20.304 2922 2927 2931 rBV 417281 721359 1.75% 0.473%
24 20.969 3035 3040 3047 rBV2 998712 1805180 4.37% 1.183%
25 21.233 3081 3085 3092 rBV 1996064 2473511 5.99% 1.620%
26 21.592 3140 3146 3155 rBV 746682 1506737 3.65% 0.987%
27 21.851 3187 3190 3201 rVB3 281740 513866 1.24% ©.337%
28 22.263 3255 3260 3267 rBV 987376 1610549 3.90%  1.055%
29 22.333 3269 3272 3277 rVB 340927 458241 1.11% ©0.300%
30 22.874 3360 3364 3370 rVB 429575 648981 1.57% 0.425%
31 23.021 3383 3389 3398 rVB 794740 1604550 3.89% 1.051%
32 23.486 3464 3468 3473 rVB 394979 663158 1.61% 0.434%
33 23.563 3475 3481 3490 rVB2 1401181 2693813 6.53% 1.765%
34 23.868 3528 3533 3542 rVB 457542 1158055 2.81% ©.759%
35 24.186 3584 3587 3595 rVB 333487 622118 1.51% ©.408%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP0O@6542.D

Acqg On i 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 152647291
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundzaenf(?7 TIC: BP006542.D\data.ms

1.5e+07

le+07

5000000 5.358 6.940

4911 8.910
5.969 7.758 10.38434

O \\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundzaen+c(§37 TIC: BP0O06542.D\data.ms

19.810

18.069
1.5e+07

le+07

5000000

e R B I e e e e e T e e e e

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
Abundzaenf(?7 TIC: BP006542.D\data.ms

1.5e+07
le+07

5000000

20 923233 B 5y 23563
: 21.592 051257833 2099821 23.4p3.8684.186

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ’ T T ‘ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 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\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04
Operator : CG/JU

Sample : M3296-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.911 44.01 ng 2724790 1,4-Dichlorobenzene-d4 7.758

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 310 (4.911 min): BP006542.D\data.ms (-304) (-)
43.0

5000
101.0

0 | 207.0266.8 342.8 415.1474.6534.2
b e e e

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

Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0

5000

101.0

0 H H‘\“HH’HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘\

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

m/z 43.00 100.00%

4.60 4.80 5.00 5.20
m/z 59.00 62.38%

|

4.60 4.80 5.00 5.20
m/z 101.00 23.49%

|

59.0
R RARREEE S
4.60 4.80 5.00 5.20
5000 m/z 58.00 16.58%
| 1260
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4156: 1-Propen-2-ol, acetate ““““H““‘H,““
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.21%
5000
Ol e e e e e

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2-Pentanone, 4-methoxy-4-me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.969 10.05 ng 622225 1,4-Dichlorobenzene-d4 7.758

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 3-Hexanol, acetate 144 C8H1602 040780-64-1 37
3 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 37
4 N-.alpha.-Acetylglycinamide 116 CAH8N202 002620-63-5 33
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 490 (5.969 min): BP006542.D\data.ms (-484) (-) m/z 73.00 100.00%
3.0
5000
N AAEEEBERR s S
5.60 5.80 6.00 6.20
Ob - hil 1 [1439207.0 2961355.041394778 548. 1/, 43.00  77.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15504: 2-Pentanone, 4-methoxy-4-methyl-
73.0
5000 T T T T[T T T T[T T T[T TTT]T
5.60 5.80 6.00 6.20
m/z 115.00 10.94%
O‘\\"\‘\““1\\\ll\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24070: 3-Hexanol, acetate
43.0
TR T T
5.60 5.80 6.00 6.20
5000 m/z 41.05 9.21%
115.0
0"m““‘\uw‘luwmWm‘uH‘HH,HH,HH,HH_HW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9296: 1,3-Dioxolane, 2-(1-methylethyl)- T
73.0 5.60 5.80 6.00 6.20
m/z 39.05 6.50%
5000
Y e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.334 13.89 ng 1166880 Naphthalene-d8 10.534
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 59

Abundance Scan 1232 (10.334 min): BP006542.D\data.ms (-1225) (- m/z 57.10 100.00%

57.1 ‘
5000

‘ 10.00 1050
ol AbLLIBLO 22112840 3631427.14902508, 0 45 60 63.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)- /L
87.0
5000
10.00 1050

m/z 41.10 37.07%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0

10. 00 lO 50
5000 m/z 75.00  22.18%

o

o bl

miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- — e
45.0 10.00 10.50

m/z 56.05 14.88%

5000 ‘\L
) s

O ek e e e e e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550  10.00 1050

8270E-BPO80321.M Mon Aug 09 13:19:57 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Dodecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.828 6.41 ng 648563  Acenaphthene-die 14.381
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 96
2 Undecanoic acid 186 C11H2202 000112-37-8 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 59

Abundance Scan 1996 (14.828 min): BP006542.D\data.ms (-1991) (-  m/z 73.00 100.00%

i MMJLJ\/M
5000
157.1 T T
“H l ‘ ‘ 27228 14.50 15.00
O hdllid 1y | P27:2285.1 3562 4538 5371 ./, 6g.9p  82.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #75718: Dodecanoic acid
73.0
5000 — ——
14.50 15.00
‘ 157.0 m/z 41.10 59.87%
O‘\\\\H“ | \‘”l\ll““\hl\\H‘\\“\\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #60689: Undecanoic acid
60.0
— ——
14.50 15.00
5000 m/z 43.10 50.55%
129.0 MV\JLM
0“ | [“|“\18V.0“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46963: n-Decanoic acid “ T
60.0 14.50 15.00
m/z 57.10 48.37%
129.0
o_m“ ”M.m“‘ - —r
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Hexadecanoic acid, methyl e... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.828 4.88 ng 526733  Phenanthrene-d10 17.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 90
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 86

Abundance Scan 2506 (17.828 min): BP006542.D\data.ms (-2502) (-  m/z 74.00 100.00%

74.0
5000
= —
‘ “ \ 14‘3-1 2272 ) 17.50 18.00
Ofrrddlby L Ly 3247 41534752 8438 0 g7 09 70.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 = —
17.50 18.00
143.0 m/z 43.10 32.85%
\ ‘ ‘ 227.0
O \\\\‘J\lL‘\J”\i“\M\\\\"\\‘\‘\“\\‘\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #161190: Hexadecanoic acid, 2-methyl-
74.0
= T
17.50 18.00
5000 270.0 ITI/Z 55.05 25.97%
‘ ‘ 143.0
0 \\‘J\J‘“\h\}”\"‘c‘\l\‘,HM“M\‘u\\‘\uWm‘\m‘\m,\m‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143572: Pentadecanoic acid, methyl ester T -

74.0 17.50 18.00
m/z 41.10 24.66%

5000

-

‘ \ h 143.0 256.0
M”\Mn \‘ [

T 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

o

8270E-BPO80321.M Mon Aug 09 13:19:59 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.069 354.90 ng 38308000 Phenanthrene-di10 17.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 46

Abundance Scan 2547 (18.069 min): BP006542.D\data.ms (-2528) (-  m/z 73.00 100.00%

254 . .
5000
213.2 LT I
s
ol HMWWHNHM 284.3 3559 46105189  n/z 6@.00  76.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 — ‘
129.0 18.00
m/z 43.10 69.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
T [
18.00
5000 ITI/Z 57.10 58.52%
L ‘ 199.0
ols:0l, “M"#M,\,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid —
73.0 18.00
m/z 41.10 57.38%
5000
L 228.0
o il m2| |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Morpholine, 4-phenyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.639 6.11 ng 659900  Phenanthrene-die 17.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 53
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 40
3 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203 058690-81-6 36
4 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 33
5 Ethanone, 2-(2-methylpropoxy)-1,... 268 C18H2002 022499-12-3 28

Abundance Scan 2644 (18.639 min): BP006542.D\data.ms (-2639) (- m/z 105.00 100.00%

105.0
163.1
5000
43 T ‘ T T ‘ T
U H‘ ‘ 18.50 19.00
Of okl 1 22212810 3969 431.0491.0549. /7 163.05 58.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38611: Morpholine, 4-phenyl-
105.0
163.0
5000 I — =
18.50 19.00
m/z 77.00 33.74%
39.
O \\l\l\‘F)\“\‘\\J‘\‘\\J\’\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0

=

= =
163.0 18.50 19.00

5000 m/z 71.10  25.25%

0 4%@
\\\\‘\\\\‘\\\\’\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #178520: Benzenepropanamide, .alpha.-(benzoylamino)- T —
105.0 18.50 19.00

163.0 m/z 57.10 23.82%
5000
0 39. ’ l 249.0
e R e e e e e e e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Diethylene glycol dibenzoate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

18.751 16.30 ng 1759390  Phenanthrene-d10 17.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 80
2 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 78
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 72
4 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 53
5 Cyclobutyl phenyl ketone 160 C11H120 005407-98-7 47

Abundance Scan 2663 (18.751 min): BP006542.D\data.ms (-2657) (- m/z 105.00 100.00%
1

05.0
5000
N S
18.50 19.00
4
ol -0 | H7OL 28103400 428948795461  n/; 149.00  71.63%
mjz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216953: Diethylene glycol dibenzoate
105.0
5000 — —
18.50 19.00
‘ m/z 77.00  45.53%
27. .
ol27.9. | 179.0

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

Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-ylymethanol, m
149.0

N

=T 7
18.50 19.00

5000 m/z 51.00 8.85%
77.0

239.0
o R ——

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy = P
105.0 18.50 19.00

m/z 106.00 7.50%

N

5000

N

450/ | 1790
O bt e e e e

=T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Methyl stearate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.092 9.25 ng 998952  Phenanthrene-d10 17.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 94
3 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 93
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91

Abundance Scan 2721 (19.092 min): BP006542.D\data.ms (-2718) (- m/z 74.00 100.00%

74.0
5000

Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester
74.0 19.00

m/z 41.10 24.79%

T T
J 1ﬁo 2552 3760 4011 502.9 19.00
o“H‘W4$M»H‘_‘H\‘H‘m‘u‘u“_‘u‘u“_‘u‘u“_ m/z 87.00 71.25%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #197276: Methyl stearate
74.0
5000 — :
19.00
J 143.0 298.0 m/z 43.10 31.95%
O\\’“‘ll}llO\h\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #143571: Pentadecanoic acid, methyl ester
74.0
T T
19.00
5000 ITI/Z 55.10 26.24%
143.0 256.0
OLW?LmhMMwuJmJuﬂﬂ&‘JH“_‘H“H“H‘W“H“H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
T T

5000
1430 2550

’\h\\\mm,‘ww‘\ t

O
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 19.00

p
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 9,12-Octadecadienoic acid (... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.145 16.44 ng 1774270  Phenanthrene-d10 17.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 99
2 Linoelaidic acid 280 C18H3202 000506-21-8 99
3 10E,12Z-Octadecadienoic acid 280 C18H3202 002420-56-6 97
4 (9E,11E)-Octadecadienoic acid 280 C18H3202 000544-71-8 95
5 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 83

Abundance Scan 2730 (19.145 min): BP006542.D\data.ms (-2725) (- m/z 67.00 100.00%
67.0

5000 ‘_JUL
‘ ‘ M ]~ 19.00 19,50
9.0 280.1 ' :
ol ‘ MRS 2021 2801305100100 47525354 1/, g1.05 79,07
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #173583: 9,12-Octadecadienoic acid (Z,2)-
67.0
5000 m— —
19.00 19.50
m/z 55.00 67.35%
‘ ‘ P 280.0
O‘\\lll"”\“l\l\\h\J“ \J-\g\G‘\O\ ‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173566: Linoelaidic acid
67.0
— =
19.00 19.50
5000 m/z 41.10  58.88%
280.0
ol w\lw \H”»l 1950 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #173577: 10E,12Z-Octadecadienoic acid — T
67.0 19.00 19.50
m/z 95.10 52.33%
5000
} )1 280.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 9-Octadecenoic acid, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

19.175 12.74 ng 1375480  Phenanthrene-d10 17.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 93
2 Oleic Acid 282 C18H3402 000112-80-1 87
3 Fumaric acid, 2-methylallyl tetr... 366 C22H3804 1000330-55-3 60
4 Acetic acid, trifluoro-, dodecyl... 282 C14H25F302 006222-00-0 53
5 Acetic acid, trifluoro-, undecyl... 268 C13H23F302 053800-01-4 49

Abundance Scan 2735 (19.175 min): BP006542.D\data.ms (-2732) (-  m/z 69.10 100.00%

69.1
5000
— =
L} 264.1 19.00 19.50
ob MU aor2 | 35594160 4918509, 1y 5510 o725
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176224: 9-Octadecenoic acid, (E)-
53.0
5000 T T T T T T
19.00 19.50
' ‘ 264.0 m/z 83.10 93.97%
O‘\\\\h‘L\H\‘\I“w““\“"\“’“\il\\\“Hf\‘\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176207: Oleic Acid
55.0
— =
19.00 19.50
5000 m/z 43.10  68.23%
J F 5.0 264.0
R 81 T
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance  #275334: Fumaric acid, 2-methylallyl tetradecyl ester = —
55.0 19.00 19.50
m/z 97.10 67.25%
5000 125.0 JL
o bl T2 2050 2mno Il
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.310 333.81 ng 41283600 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2758 (19.310 min): BP006542.D\data.ms (-2746) (-  m/z 73.00 100.00%

73.0 '
5000
241 2 — —
‘ ’H | 171\ 19.00 19.50
o b ML L \ - ) 3409 416247345304 m/z 43.10  73.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 = —
19.00 19.50
‘ } 185.0 284.0 m/z 60.00 73.75%
O\"\H‘ ‘1"\“‘“‘!1‘1\“‘\\\\‘\\\f‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126202: Pentadecanoic acid
43.0
— =
19.00 19.50
5000 m/z 57.10 65.54%
129.0 242.0
ALl T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid = s
73.0 19.00 19.50
m/z 55.10 59.38%
5000
L 228.0
143.0 \
ol Il
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Heptadecane, 9-octyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
20.304 5.83 ng 721359 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Tetracosane 338 C24H50 000646-31-1 91
3 2-Methylheptacosane 394 C28H58 001561-00-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2927 (20.304 min): BP006542.D\data.ms (-2922) (-  m/z 57.10 100.00%

57.1
5000
— ——
‘ ‘1 2112 2810 20.00 20.50
04 _ml_uh mm_m_m_?ﬁlz 4291 5034 m/z 71.10  85.21%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 — ——
20.00 20.50
m/z 43.10 64.97%
i 239.0
O\\“\‘\\\“\F\d\\\‘HJ\I\TT\\W‘\12\9\6‘\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane
57.0
— ——
20.00 20.50
5000 m/z 85.05 58.71%
127.0
o UL gm0 w0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298432: 2-Methylheptacosane — —
57.0 20.00 20.50
m/z 55.05 25.09%
5000 Mwwﬂ“fwij\”~fkwaAw
‘ 351.0
197
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Octadecane, 1-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.969 14.60 ng 1805180 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 91
2 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 91
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
4 Tritetracontane 605 C43H88 007098-21-7 91
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 91

Abundance Scan 3040 (20.969 min): BP006542.D\data.ms (-3035) (- m/z 57.10 100.00%
57.1

. bLA
i =
1 .
0 H«lwﬂ\m {2900, 281.0337.4397.0 476.4534.9  n/7 71,10 75.31%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184137: Octadecane, 1-chloro-
57.0
5000 T
21.00
} m/z 43.10 66.55%
9.0
O \J\ ‘\“ \I\ J\arhhu‘hllgfg.oW T ‘ 12\8\\8‘0\\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248885: Carbonic acid, octadecyl vinyl ester
57.0
—r
21.00
5000 ITI/Z 85.10 52.82%
0 lHﬂﬂwwzszo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester o
57.0 21.00
m/z 55.10 34.48%
h fv%MM«MV»J\M%WWMMwAM
olHPﬂwzom wso -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.592 12.18 ng 1506740 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 3146 (21.592 min): BP006542.D\data.ms (-3140) (-  m/z 57.10 100.00%
57.1
L \
‘ ’ | 271 2070 2831 3ss. 1417.2 490.1549; 21,59
O b A A o e B PR T S R m/z 71.10 78.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
5000 — ‘
21.50
m/z 43.10 61.01%
L7150, a970_2670 3380
O \\\‘\“\\\‘\\\%‘A\\f\‘f‘\\\‘\\f\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
L \
21.50
5000 m/z 85.10 58.66%
1 239 0
o LS 00000
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl- — ‘
57.0 21.50
m/z 55.05 24.09%
0 LLLAFT0 1970 2670 3650
"w‘H‘_‘H‘H‘w‘H‘_‘H“H‘_‘H‘H‘W‘H‘_‘H“ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Heneicosane, 11-pentyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
22.263 13.02 ng 1610550 Chrysene-d12 21.233
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 1l-pentyl- 366 C26H54 014739-72-1 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane, 9-butyl- 366 C26H54 055282-14-9 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Docosane, 11-butyl- 366 C26H54 013475-76-8 91

Abundance Scan 3260 (22.263 min): BP006542.D\data.ms (-3255) (-  m/z 57.10 100.00%
57.1

-

5000
— —
’ ‘ wl 7.1 1972 22.00 22.50
bbb L 1972 2811 3571 4610 548! /7 71.10  80.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275552: Heneicosane, 11-pentyl-
43.0
5000 = —
22.00 22.50
224.0 ITI/Z 43.10 59.67%
3.0 295.0
O‘\\\ “\I\‘\X\J‘\ﬂ\‘l\\l“\%\\‘f\‘\\[\\f\“‘T\\\3‘6\4\..9‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
—— —
22.00 22.50
5000 ITI/Z 85.10 56.05%

| \‘nfffﬂ 1970  296.0
Oy et e e e e

-

iy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275540: Docosane, 9-butyl- T T
43.0 22.00 22.50
m/z 55.05  22.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Heptacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
22.874 4.82 ng 648981 Perylene-di2 23.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 94
2 Eicosane, 9-octyl- 394 C28H58 013475-77-9 93
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3364 (22.874 min): BP006542.D\data.ms (-3360) (-  m/z 57.10 100.00%
57.1

=

5000
22‘56 ‘23‘00‘
193.0 281.0
o‘H‘\_Lmﬁukuuxw,u‘w‘m‘_34%9§9ﬁguﬁz4ﬂ5§4ﬁ m/z 71.10  80.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
5000 — —

22.50 23.00
m/z 43.05 62.79%

|1 1270 197.0 2670  380.0

| .
O‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl-
43.0
— ——
22.50 23.00
5000 m/z 85.05 57.50%
281.0
3.0
o M0 | ame
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194588: Heneicosane “ T
57.0 22.50 23.00
m/z 55.00 24.56%
o \w—/\j\\/v
7.0
oo 0 T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 2-Methylpentacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
23.021 11.91 ng 1604550 Perylene-di2 23.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methylpentacosane 366 C26H54 000629-87-8 94
2 2-Methyltetracosane 352 C25H52 001560-78-7 94
3 2-Methylheptacosane 394 C28H58 001561-00-8 94
4 Heneicosane 296 C21H44 000629-94-7 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91

Abundance Scan 3389 (23.021 min): BP006542.D\data.ms (-3383) (- m/z 57.10 100.00%
57.1

> JJ
U \
‘ “ 271 207.0267.0 3373 4082 5211 23.99
0t H_utmmw_"w"H_Mw_ww_ m/z 71.1@ 78.52%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275546: 2-Methylpentacosane
57.0
5000 — ‘
23.00
323.0 m/z 43.10 58.04%
O\‘\\}‘\‘ “TJW\XWK\M1IW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262016: 2-Methyltetracosane
57.0
U \
23.00
5000 m/z 85.10 57.19%
1270 309.0
T e
) E A SR Y A —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298432: 2-Methylheptacosane T
57.0 23.00
m/z 55.10 23.41%
5000
‘ 351.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 Heptadecane, 9-hexyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
23.486 4.92 ng 663158 Perylene-di2 23.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tridecane, 1-iodo- 310 C13H271 ©35599-77-0 90

Abundance Scan 3468 (23.486 min): BP006542.D\data.ms (-3464) (-  m/z 57.10 100.00%
57.1

-

5000
——
M 121 207.0 2810 3571 23,50
O by £500, 2810 887141914768 548, /7 71,10 85.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #229650: Heptadecane, 9-hexyl-
43.0
5000 R
23.50
m/z 43.10 59.69%
210.0
O‘\H “\'I\J\‘fw:}ﬂ“\\H‘\lul\‘uu?\zw:%.\o‘uu‘uH‘HH“H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
——
23.50
5000 ITI/Z 85.10 59.12%

| ‘ ‘ Iy Jlﬁ 0 1970 296.0

.

0 e A e e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262013: Pentacosane T
57.0 23.50

m/z 55.00 24.73%
ol LIPS 2110 3520

A e A A e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BPO@6542.D

Acqg On : 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Triacontane, 1-bromo- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.868 8.60 ng 1158060 Perylene-di2 23.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane, 1-bromo- 500 C30H61Br 004209-22-7 97
2 3-Methylheptacosane 394 C28H58 014167-66-9 94
3 2-Methylheptacosane 394 C28H58 001561-00-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 3533 (23.868 min): BP006542.D\data.ms (-3528) (-  m/z 57.10 100.00%
57.1

P P
} } ”1 1972 23.50 24.00
ol bbb Ly, 2202 267.0 341.0 41504761 548 /7 71.10  82.55%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #338070: Triacontane, 1-bromo-
57.0
5000 — —
23.50 24.00
135.0 4210 m/z 43.10 63.89%
0 | \ | J H H ” HJ ul 11197 O. 267.0 337.0 | . 500.0
\\1‘\11\‘1!\!{\\\\‘\1\1‘f\f!’\\\\‘1\11[\!\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298431: 3-Methylheptacosane
57.0
P P
23.50 24.00
5000 m/z 85.10 59.59%
365.0
‘H“H“H““ R R SEERRRRRRRRARRRRRRRRAE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298432: 2-Methylheptacosane — ——
57.0 23.50 24.00
m/z 55.10 22.23%
w //\/LM
351.0
}’ | 197.0 267.0
0 H"AJ‘_“w"LH&mxfm:‘W“q“h“u“u“_“w‘ P P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP080621\
Data File : BP0O@6542.D

Acqg On i 06 Aug 2021 17:04

Operator : CG/JU

Sample : M3296-01 :
Misc : FK-BPM-03-026-ABCD

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.911 44.0 ng 272479 1 7.758 1238170 20.0
2-Pentanone, 4-... 5.969 10.1 ng 622225 1 7.758 1238170 20.0
Ethanol, 2-(2-b... 10.334 13.9 ng 1166880 2 10.534 1680410 20.0
Dodecanoic acid 14.828 6.4 ng 648563 3 14.381 2022550 20.0
Hexadecanoic ac... 17.828 4.9 ng 526733 4 17.134 2158800 20.0
n-Hexadecanoic ... 18.069 354.9 ng 38308000 4 17.134 2158800 20.0
Morpholine, 4-p... 18.639 6.1 ng 659900 4 17.134 2158800 20.0
Diethylene glyc... 18.751 16.3 ng 1759390 4 17.134 2158800 20.0
Methyl stearate 19.092 9.3 ng 998952 4 17.134 2158800 20.0
9,12-Octadecadi... 19.145 16.4 ng 1774270 4 17.134 2158800 20.0
9-Octadecenoic ... 19.175 12.7 ng 1375480 4 17.134 2158800 20.0
Octadecanoic acid 19.310 333.8 ng 41283600 5 21.233 2473510 20.0
Heptadecane, 9-... 20.304 5.8 ng 721359 5 21.233 2473510 20.0
Octadecane, 1-c... 20.969 14.6 ng 1805180 5 21.233 2473510 20.0
Tetracosane 21.592 12.2 ng 1506740 5 21.233 2473510 20.0
Heneicosane, 11... 22.263 13.0 ng 1610550 5 21.233 2473510 20.0
Heptacosane 22.874 4.8 ng 648981 6 23.563 2693810 20.0
2-Methylpentaco... 23.021 11.9 ng 1604550 6 23.563 2693810 20.0
Heptadecane, 9-... 23.486 4.9 ng 663158 6 23.563 2693810 20.0
Triacontane, 1-... 23.868 8.6 ng 1158060 6 23.563 2693810 20.0
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