LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091922\
Data File : BP@11751.D

Acqg On : 20 Sep 2022 00:28
Operator : CG/JU

Sample : N4678-01

Misc :

ALS Vvial : 15 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-BP091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO11751.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total

1 3.069 10 14 30 rVB 13356703 19840697 66.59% 14.266%
2 3.187 30 34 44 rVB 202274 302243 1.01% 0.217%
3 5.034 341 348 358 rBV 283909 453966  1.52% 0.326%
4 5.493 416 426 444 rBV 4800245 7322404 24.58% 5.265%
5 7.093 690 698 717 rBV 3554853 5700584 19.13% 4.099%
6 7.934 833 841 849 rBV 1443373 2346841 7.88% 1.687%
7 9.104 1031 1040 1050 rBV 4680049 7874472 26.43% 5.662%
8 10.746 1311 1319 1331 rBV 2148000 3646088 12.24% 2.622%
9 13.198 1728 1736 1751 rBV 12424515 19329738 64.88% 13.899%

10 14.575 1963 1970 1980 rBV 3519467 5245025 17.60% 3.771%

11 16.063 2216 2223 2240 rBV 10497717 14980413 50.28% 10.772%
12 17.328 2431 2438 2450 rVB 4539765 6266394 21.03% 4.506%
13 18.210 2583 2588 2597 rBV 334540 646955 2.17% ©.465%
14 19.439 2793 2797 2807 rBV2 232839 435770 1.46% ©.313%
15 19.880 2866 2872 2877 rBV 23977961 29794795 100.00% 21.424%

16 21.110 3077 3081 3092 rBV 804175 1266443 4.25% ©.911%
17 21.404 3126 3131 3139 rBV 5464199 6885980 23.11% 4.951%
18 23.857 3541 3548 3562 rVB 3337163 6734439 22.60% 4.842%

Sum of corrected areas: 139073247
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091922\
Data File : BP@11751.D

Acq On : 20 Sep 2022 00:28
Operator : CG/JU

Sample : N4678-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@91422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP011751.D\data.ms
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1.5e+07
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5000000 7093
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Abundance TIC: BP011751.D\data.ms
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Time--> 12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP011751.D\data.ms
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Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

. 20

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091922\
BPO11751.D

Sep 2022 00:28

: CG/JU
: N4678-01

. 15

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP091422.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
3.069 169.08 ng 198407060  1,4-Dichlorobenzene-d4 7.934
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 14 (3.069 min): BP011751.D\data.ms (-10) (-) m/z 73.10 100.00%
73.1
5000
R Rl EmmamEuy
‘ ‘ 3.103.203.303.403.50
obdihl 1319 20712671 3512407.8466.35236 1/, 4310 32.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T[T T T[T T [TTT T[Tt
3.103.203.303.403.50
m/z 87.10 26.42%
O\\"\\U“l”\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R E e RARRAREEEAEIL
3.103.203.303.403.50
5000 m/z 55.10 26.38%
OHM,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- R EaaRmEEEEZES
73.0 3.103.203.303.403.50
m/z 71.10 11.49%
5000
0\WJNfu‘\H\_\\w\H\‘u\w\u\‘u\w\\u,u\w\\u|\ R EARRNERESE R R RN RN RN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091922\
Data File : BP@11751.D

Acq On : 20 Sep 2022 00:28
Operator : CG/JU

Sample : N4678-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@91422.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 1,3-Dioxolane, 2,2-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.187 2.58 ng 302243 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Dioxolane, 2,2-dimethyl- 102 C5H1002 002916-31-6 83
2 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 72
3 N,N-Dimethylacetamide 87 C4H9NO 000127-19-5 38
4 Oxazolidin-2-one 87 C3H5NO02 000497-25-6 9
5 2,2-Diethylacetamide 115 C6H13NO 001114-38-1 9

Abundance  Scan 34 (3.187 min): BP011751.D\data.ms (-30) (-) m/z 43.10 100.00%

e
‘ 3.20 340 3.60
obhu [ 1150 1941 2811 3572 4312 5065 m/z 87.16 89.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4858: 1,3-Dioxolane, 2,2-dimethyl-
43.0
5000 LA L L L B B
3.20 340 3.60
m/z 42.10 30.01%
O\\”\JJ\“\\]\-\‘]-\.9\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2108: Acetamide, N-ethyl-
30.0
B B
3.20 340 3.60
5000 m/z 72.05 17.17%
87.0
0+ m“""‘H"""H"""W"Wm,mwm_m_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2114: N,N-Dimethylacetamide e
87.0 3.20 340 3.60
m/z 41.10 11.78%
5000 \/\¥
S SRS e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.20 340 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP091922\
Data File : BP@11751.D

Acq On : 20 Sep 2022 00:28
Operator : CG/JU

Sample : N4678-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@91422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.034 3.87 ng 453966  1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 1-ethoxy-2-methyl- 102 C6H140 000627-02-1 38
3 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17
4 N-(n-Propyl)acetamide 101 C5H11INO 005331-48-6 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 348 (5.034 min): BP011751.D\data.ms (-341) (-) m/z 43.05 100.00%

43.0
5000 h
101.1 e T
4.80 5.00 5.20 5.40
ol 2072 2810 3551 4253 4980 m/z 59.85 59.33%
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 UL L L I I LN L
4.80 5.00 5.20 5.40
m/z 101.05 20.71%
101.0
O‘\‘\“!‘%[‘ \\‘\‘I\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5057: Propane, 1-ethoxy-2-methyl-
59.0
A REEEE S
4.80 5.00 5.20 5.40
5000 m/z 58.10 17.39%
o”“,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5058: Propane, 2-ethoxy-2-methyl- EENEEEES SE
59.0 4.80 5.00 5.20 5.40
m/z 41.05 7.99%
oMl T e T

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\BP091922\
Data File : BP@11751.D

Acq On : 20 Sep 2022 00:28
Operator : CG/JU

Sample : N4678-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@91422.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 5
R.T. EstConc Area Relative to ISTD R.T.
18.210 2.06 ng 646955 Phenanthrene-d10 17.328
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 59
5 Isopropyl palmitate 298 C19H3802 000142-91-6 53

Abundance Scan 2588 (18.210 min): BP011751.D\data.ms (-2583) (- m/z 73.10 100.00%

73.1
5000
213.3 S ——
\H} 2] ‘ 18.00 18.50
o, Jhwm \HUHM‘???}‘§?K?4¥§§??5ﬂ?§5ﬁ m/z 60.00 91.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0
5000 256.0 IR T
129.0 18.00 18.50
m/z 43.05 82.38%
|

o

w

‘\\}\l’ }h‘h“ﬂ\}?l\b{\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0

T —
18.00 18.50
5000 m/z 57.05 74.91%
199.0
ssolllliize |
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid T —7
73.0 18.00 18.50

m/z 55.05 68.01%

5000
2140
\ | m\h lu F

0l "_H‘_‘H_‘H_H‘_Hww_wwww s e
miz--> 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\BP091922\
Data File : BP@11751.D

Acq On : 20 Sep 2022 00:28
Operator : CG/JU

Sample : N4678-01

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@91422.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 1-Heneicosyl formate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.110 3.68 ng 1266440  Chrysene-d12 21.404
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Tetracosene 336 C24H48 010192-32-2 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 3081 (21.110 min): BP011751.D\data.ms (-3077) (- m/z 57.10 100.00%
57.1
% .
209.1 281.1 : :
b _Im J} k } bporrphrrr b a2, 4163 490.2549. /7 55 10 85.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 =, ——
21.00 21.50
125.0 m/z 83.10 84.27%
Ll ‘H 204.0
O TTT ‘\\\\]1\\\l“l\”\\‘\“\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #259982: Pentacos-1-ene
55.0
—= =
21.00 21.50
5000 m/z 43.10 82.59%
125.0
oL LLLLL |, 1950 260 00
e H e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1 T —
57.0 21.00 21.50
m/z 69.10 70.29%
5000
125.0
ol bl a0 w0 N
m/z--> 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\BP091922\
Data File : BP@11751.D

Acqg On : 20 Sep 2022 00:28
Operator : CG/JU

Sample : N4678-01

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@91422.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... 3.069 169.1 ng 19840700 1 7.934 2346840 20.0
1,3-Dioxolane, ... 3.187 2.6 ng 302243 1 7.934 2346840 20.0
2-Pentanone, 4-... 5.034 3.9 ng 453966 1 7.934 2346840 20.0
n-Hexadecanoic ... 18.210 2.1 ng 646955 4 17.328 6266390 20.0
1-Heneicosyl fo... 21.110 3.7 ng 1266440 5 21.404 6885980 20.0
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