LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112322\
Data File : BP@12707.D

Acqg On : 23 Nov 2022 13:14
Operator : CG/JU

Sample : N5742-01

Misc :

ALS vial : 5 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@12707.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.058 7 12 21 rVW 268836 517531 2.37% ©.389%
2 3.140 21 26 44 rVB 6255147 8345050 38.22% 6.280%
3 5.111 355 361 370 rVB 332547 462202  2.12%  0.348%
4 5.575 432 440 450 rBV 3783754 5568033 25.50% 4.190%
5 7.175 704 712 726 rBV 2535828 4050009 18.55% 3.048%

6 8.034 846 858 865 rBV 1401076 2231106 10.22% 1
7 9.199 1046 1056 1063 rBV 4140126 6732566 30.84% 5.066%
8 10.852 1329 1337 1344 rBV 1790532 2998402 13.73% 2
9 13.293 1745 1752 1760 rBV 10936440 16523603 75.69% 12.434%
10 14.669 1979 1986 1994 rVB 2685398 3885825 17.80%  2.924%

11 16.157 2232 2239 2259 rVB 10289205 14614505 66.94% 10.998%
12 17.422 2448 2454 2461 rBV 3246827 4748641 21.75% 3.573%
13 18.304 2597 2604 2642 rBV 4015476 8272343 37.89% 6.225%
14 19.345 2778 2781 2785 rBV 436320 484277 2.22% ©.364%
15 19.416 2790 2793 2803 rVVv4 230539 429386 1.97% ©.323%

16 19.539 2807 2814 2846 rVV 10016217 19097983 87.48% 14.371%
17 19.975 2882 2888 2893 rBV 17456162 21832014 100.00% 16.429%

18 21.510 3144 3149 3155 rBV 4339588 5769123 26.43% 4.341%
19 24.033 3571 3578 3590 rBV2 2909487 6326701 28.98% 4.761%

Sum of corrected areas: 132889300
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112322\
Data File : BP@12707.D

Acq On : 23 Nov 2022 13:14
Operator : CG/JU

Sample : N5742-01

Misc

ALS Vial : 5 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: BP012707.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112322\
Data File : BP@12707.D

Acq On : 23 Nov 2022 13:14
Operator : CG/JU

Sample : N5742-01

Misc

ALS Vial : 5 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 1
R.T. EstConc Area Relative to ISTD R.T.
3.140 74.81 ng 8345050 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 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
Abundance  Scan 26 (3.140 min): BP012707.D\data.ms (-21) (-) m/z 73.05 100.00%
73.0
5000 /\\
—
’ ‘ 320 3.40
0roduh | 151.9216.92766335.3 416747535368 11/, 4310  38.32%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T
3.20 340

J m/z 55.10  26.98%
Al

‘\\\\’1f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0

O

w

320 3.40
5000 m/z 87.05 25.26%
Omv
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #9527: 3-Pentanol, 2,4-dimethyl- —
73.0 3.20 340

m/z 41.10 12.48%

5000 J\A\
15'WJ \

T RS S
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 320 340

8270E-BP112222.M Fri Nov 25 14:04:22 2022 Page: 3



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP112322\

Data File : BP@12707.D

Acq On : 23 Nov 2022 13:14
Operator : CG/JU

Sample : N5742-01

Misc

ALS vial : 5

Quant Method :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112222.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T EstConc Area Relative to ISTD R.T.
5.111 4.14 ng 462202  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 83
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 36
3 Acetone 58 C3H60 000067-64-1 16
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
Abundance Scan 361 (5.111 min): BP012707.D\data.ms (-355) (-) m/z 43.00 100.00%
43.0
5000
AARBERERREEESma
J ’ 4.80 5.00 5.20 5.40
ol prrrdd 1312 207.0 281.9343.1406.2467.85274  n/z s59.05  41.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N N RN R R
4.80 5.00 5.20 5.40
m/z 58.00 19.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
R ARRREE SRS S
4.80 5.00 5.20 5.40
5000 m/z 101.00 14.56%
0 _U‘u _m“‘HH_m‘w_HwH_m,w_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #237: Acetone R R
43.0 4.80 5.00 5.20 5.40
m/z 41.00 7.03%
5000
0 "'l, S —
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@12707.D

Acq On : 23 Nov 2022 13:14
Operator : CG/JU

Sample : N5742-01

Misc

ALS Vial : 5 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.
18.304 34.84 ng 8272340  Phenanthrene-d10 17.422
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2604 (18.304 min): BP012707.D\data.ms (-2597) (- m/z 73.00 100.00%

3

5000 /k\\
2132 — —=
m “ \ 18.00 18.50
i me “m_m??‘?‘1“3‘5“5“1‘41‘5‘97‘7‘5‘9‘5‘3‘9‘4 m/z 43.16  88.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
18.00 18.50
H 213.0 m/z 60.00 85.98%
O‘\\\J" l‘"\“\“\\‘[\1!!\‘\\\1‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
— —=
18.00 18.50
5000 m/z 57.05 70.26%

0\, JHMﬁF“ w

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

-

Abundance #126199: Pentadecanoic acid
73.0 18.00 18.50
m/z 55.05 68.36%
5000
L 199.0
LS. Hl ]
0_”’\“|| ,WH‘ o p—

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@12707.D

Acq On : 23 Nov 2022 13:14
Operator : CG/JU

Sample : N5742-01

Misc

ALS Vial : 5 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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.345 2.04 ng 484277  Phenanthrene-d10 17.422
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
3 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 91
4 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
Abundance Scan 2781 (19.345 min): BP012707.D\data.ms (-2778) (- m/z 74.00 100.00%
74.0
5000 M
143.1 — =
\ l 255.2 19.00 19.50
o_‘H‘H‘MWH_‘H_‘H“‘H'?’%:’T?W‘39?“1‘49““4“5?59 m/z 87.00 76.29%
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #197272: Methyl stearate
74.0
5000 — —
19.00 19.50
m/z 43.10  35.60%
‘ “ 143.0 298.0
O‘\\?\‘J\‘\\JI\\“\‘\‘\\\‘\\\\2’?-\3\.\()\“\L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #126209: Methyl tetradecanoate
74.0
= =
19.00 19.50
5000 m/z 55.10 28.61%
| 14?.0 2420
o_m‘Huhugm_m‘_uH‘_H‘,m‘,w,w,www
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #197350.Hemadeoandoacm,154nemyh,meﬁwleﬁer — —
74.0 19.00 19.50
m/z 41.10 22.36%
5000 298.0
143.0
RS T VUL
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112322\
Data File : BP@12707.D

Acq On : 23 Nov 2022 13:14

Operator : CG/JU

Sample : N5742-01

Misc

ALS vial : 5

Quant Method :
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112222.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 6 Octadecanoic acid Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
19.539 66.21 ng 19098000  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 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2814 (19.539 min): BP012707.D\data.ms (-2807) (- m/z 73.00 100.00%
5000 Jk\\
185.1 T T
‘ ‘ ‘ 284 3 19.50
0 LR h“w L M‘u‘w”u_?f"%%“‘lz 647125292 n/z 43.10  95.60%
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
H m/z 60.00 85.61%
O|l| \‘\II\M‘\M\W\l\\H\“\HL\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
=7 \
19.50
m/z 57.10 80.31%
5000 284.0 /
129.0
0ty 4‘”\““““!\ : uJ“‘\m_ww??%?wwm_m,‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid = ‘
73.0 19.50
m/z 55.10 74.04%
5000
143.0 242.0
R L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP112322\
Data File : BP@12707.D

Acqg On : 23 Nov 2022 13:14
Operator : CG/JU

Sample : N5742-01

Misc

ALS vial : 5 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 74.8 ng 8345050 1 8.034 2231110 20.0
2-Pentanone, 4-... 5.111 4.1 ng 462202 1 8.034 2231110 20.0
n-Hexadecanoic ... 18.304 34.8 ng 8272340 4 17.422 4748640 20.0
Methyl stearate 19.345 2.0 ng 484277 4 17.422 4748640 20.0
Octadecanoic acid 19.539 66.2 ng 19098000 5 21.510 5769120 20.0
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