LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112322\
Data File : BP@12708.D

Acqg On : 23 Nov 2022 13:49
Operator : CG/JU

Sample : N5742-02

Misc :

ALS vial : 6 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-BP112222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@12708.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.064 7 13 21 rBV2 317279 587674 2.04% 0.462%
2 3.140 21 26 45 rVB 7560333 9634836 33.52% 7.576%
3 5.111 355 361 369 rBV 264033 385740 1.34% 0.303%
4 5.575 433 440 452 rBV 3296701 4750577 16.53%  3.735%
5 7.175 705 712 721 rBV 2461922 3831507 13.33% 3.013%
6 8.034 848 858 864 rBV 1544119 2470548 8.59% 1.943%
7 9.199 1048 1056 1065 rBV 3701544 5875306 20.44% 4.620%
8 10.852 1330 1337 1343 rBV 1892062 3188415 11.09% 2.507%
9 13.298 1745 1753 1761 rBV 8871594 13382647 46.56% 10.522%
10 14.669 1977 1986 1995 rBV 2547339 3817637 13.28% 3.002%
11 16.157 2232 2239 2252 rBV 6476659 9494118 33.03% 465%

12 17.422 2448 2454 2463 rVB 2905214 4144209 14.42%
13 18.310 2598 2605 2643 rBV 6553875 12199661 42.44%
14 19.416 2785 2793 2805 rBV3 478937 1496759 5.21%
15 19.551 2808 2816 2853 rVV 15386571 28744322 100.00%
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16 19.975 2883 2888 2893 rVB 9427757 11318423 39.38% 8.899%
17 21.210 3094 3098 3109 rBV 503703 743221 2.59% ©.584%

18 21.510 3144 3149 3155 rVB 3931283 5044949 17.55% 3.967%
19 24.033 3571 3578 3591 rVB2 2848540 6072790 21.13% 4.775%

Sum of corrected areas: 127183339
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112322\
Data File : BP@12708.D

Acq On : 23 Nov 2022 13:49
Operator : CG/JU

Sample : N5742-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP012708.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112322\
Data File : BP@12708.D

Acq On : 23 Nov 2022 13:49
Operator : CG/JU

Sample : N5742-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
3.140 78.00 ng 9634840 1,4-Dichlorobenzene-d4 8.034

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 22
Abundance  Scan 26 (3.140 min): BP012708.D\data.ms (-21) (-) m/z 73.10 100.00%
73.1

>
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—
\‘ ‘ 3.20 3.40
ol dLil 1330 20692669326.4388.6447.8 5174 /0 2316 37.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 UL L L R I B B
3.20 3.40
‘ m/z 55.10 26.58%
OAA‘WJ”
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
o
3.20 3.40
5000 ITI/Z 87.05 25.50%
o‘H’N,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9527: 3-Pentanol, 2,4-dimethyl- — T
73.0 3.20 3.40
m/z 41.05 12.12%
- Jj\\
olSVWI,, ST L ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.20 3.40

8270E-BP112222.M Fri Nov 25 14:04:57 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112322\
Data File : BP@12708.D

Acq On : 23 Nov 2022 13:49
Operator : CG/JU

Sample : N5742-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.111 3.12 ng 385740  1,4-Dichlorobenzene-d4 8.034

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 78
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 10
Abundance Scan 361 (5.111 min): BP012708.D\data.ms (-355) (-) m/z 43.00 100.00%
5000
R R AREAE
‘ 10’1-1 4.80 5.00 5.20 5.40
ol i 2089 282.0342.4401.7 481.9540.3  n/; 58.95  43.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N R RN R RN

4.80 5.00 5.20 5.40
m/z 58.00 18.86%

‘101.0
O‘\‘\“f‘%"\\\‘\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
ST T T
4.80 5.00 5.20 5.40
5000 ITI/Z 101.10 14.21%
101.0
S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4528: 2,3-Butanedione, monooxime R AAEEEaRE TS SR
43.0 4.80 5.00 5.20 5.40
m/z 41.00 7.57%
5000
101.0
L S S N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112322\
Data File : BP@12708.D

Acq On : 23 Nov 2022 13:49
Operator : CG/JU

Sample : N5742-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.310 58.88 ng 12199760  Phenanthrene-d10 17.422
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 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 8-Methylnhonanoic acid 172 C10H2002 005963-14-4 55
Abundance Scan 2605 (18.310 min): BP012708.D\data.ms (-2598) (- m/z 73.00 100.00%
5000 jt
213.2 — S
g T
0l i Unu Tl 28423429 42004870545 T3 16 gg.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
18.00 18.50
H 213.0 m/z 60.00 88.02%
O‘\\\J’ ‘ l‘“\“\h\\‘ \WI\\‘\\\f“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
— ——
18.00 18.50
5000 m/z 57.05 71.72%
171.0
O}HJ}M““J
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid — =
73.0 18.00 18.50
m/z 55.10 68.91%
5000
185.0
0L5$J,WMM‘**l — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112322\
Data File : BP@12708.D

Acq On : 23 Nov 2022 13:49
Operator : CG/JU

Sample : N5742-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 cis-Vaccenic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.416 7.22 ng 1496760  Phenanthrene-d10 17.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 98
2 cis-13-Octadecenoic acid 282 (C18H3402 013126-39-1 97
3 Oleic Acid 282 (C18H3402 000112-80-1 95
4 9-Octadecenoic acid 282 (C18H3402 002027-47-6 90
5 9-Octadecenoic acid (Z)-, 2,3-di... 356 C21H4004 000111-03-5 86

Abundance Scan 2793 (19.416 min): BP012708.D\data.ms (-2785) (- m/z 55.10 100.00%
55.1

—

5000
19.50
M
ob b ""‘“"“unwruwH‘W‘?’55‘1‘“4‘2‘9“2“‘?%25“'7‘?‘ n/z 41.10  67.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176209: cis-Vaccenic acid
55.0
5000 T
19.50
m/z 69.10 61.07%
HH 264.0
O‘\\J‘f‘\“l\‘ll\J\‘ll“\“\lh‘Jl‘l\‘\\\‘\\“\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176218: cis-13-Octadecenoic acid
55.0
=
19.50
5000 ITI/Z 83.10 54.66%
264.0
Ol m”u"“'\w%qM,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176207: Oleic Acid T
55.0 19.50
m/z 43.10 51.37%
5000
J m 264.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112322\
Data File : BP@12708.D

Acq On : 23 Nov 2022 13:49
Operator : CG/JU

Sample : N5742-02

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 6 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.551 113.95 ng 28744300  Chrysene-d12 21.510
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
5 Undecanoic acid 186 C11H2202 000112-37-8 74

Abundance Scan 2816 (19.551 min): BP012708.D\data.ms (-2808) (- m/z 73.00 100.00%

73.0
5000
241.2
——

\
‘ ‘“ | 1714 | 19.50
ob b L Ll L) | 3412401.146105191 1/ 4319 90.93%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid

73.0

5000 284.0
185.0 19 50

m/z 60.00 84.25%

O\l\l‘|\ “‘IIth\W\lt\\W“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0

19 50
m/z 57.10 79.38%
5000 284.0 /
129.0
bty J“\"lw\w\l\,wzo,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid —— ‘

73.0 19.50

m/z 55.05 71.83%

5000
143.0 242.0
. I Hu\w\u.\ L]

m/z--> 50 100 150 200 250 300 350 400 450 500 550 19 50
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Data Path :
Data File :
. 23

Acq On
Operator
Sample
Misc

ALS Vial

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112322\

Library Search Compound Report

BP012708.D
Nov 2022 13:49
: CG/JU
: N5742-02
Sample Multiplier: 1

. 6

Quant Method :

Quant Tit

TIC Libra

le

ry

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 7 Heptacos-1-ene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.210 2.95 ng 743221  Chrysene-d12 21.510
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacos-1-ene 378 C27H54 015306-27-1 94
2 Octacosanol 410 C28H580 000557-61-9 94
3 1-Nonadecene 266 C19H38 018435-45-5 93
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91

Abundance Scan 3098 (21.210 min): BP012708.D\data.ms (-3094) (- m/z 57.10 100.00%

57.1
5000

——
{ Ffl 207.0 21.00 21.50
L]

0
281.1 | ;
O kA L L 2B 85894214 489954707 43,10 81.33%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #286432: Heptacos-1-ene
57.0

5000 — —
21.00 21.50
5.0 m/z 55.10 81.10%
O‘\\‘l\ “1|‘95037180‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308225: Octacosano
57.0
—— —
21.00 21.50
5000 m/z 83.05 71.14%

1p5.0
0 “\ ‘{ M I 11.950 292.0 392.0
T ‘uu uu‘\u RREE RN NN S RN RN R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #155961: 1-Nonadecene T —
97.0 21.00 21.50

m/z 97.05 62.40%

5000
29.0

| ”Heso 266.0
YT D N U o — —

\ 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112322\
Data File : BP@12708.D

Acqg On : 23 Nov 2022 13:49
Operator : CG/JU

Sample : N5742-02

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112222.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|
Butane, 2-metho... 3.140 78.0 ng 9634840 1 8.034 2470550 20.0
2-Pentanone, 4-... 5.111 3.1 ng 385740 1 8.034 2470550 20.0
n-Hexadecanoic ... 18.310 58.9 ng 12199700 4 17.422 4144210 20.0
cis-Vaccenic acid 19.416 7.2 ng 1496760 4 17.422 4144210 20.0
Octadecanoic acid 19.551 114.0 ng 28744300 5 21.510 5044950 20.0
Heptacos-1-ene 21.210 3.0 ng 743221 5 21.510 5044950 20.0
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