LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33684.D

Acqg On : 08 Jan 2022 00:16
Operator : CG/JU

Sample : N1e71-02

Misc :

ALS Vvial : 19 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 M\Methods\8270-BM010522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@33684.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.043 302 307 315 rVB2 94296 144110 1.17% 0.249%
2 5.519 381 388 399 rBV 3624246 5236907 42.64% 9.047%
3 7.131 654 662 673 rBV 3424132 5607614 45.65% 9.687%
4 7.972 799 805 812 rBV 668323 1050236 8.55% 1.814%
5 9.136 995 1003 1012 rBV 2211450 3755159 30.57% 6.487%

6 10.566 1236 1246 1257 rBV 184842 293613 2.39% 0.507%
7 10.789 1277 1284 1293 rBV 873669 1492351 12.15% 2.578%
8 13.248 1694 1702 1718 rBV 5222259 7997077 65.11% 13.815%
9 14.613 1927 1934 1947 rBV 1392484 2035381 16.57% 3.516%
10 16.095 2179 2186 2204 rBV 4784399 6906772 56.23% 11.932%

11 17.348 2393 2399 2405 rBV 1787389 2468153 20.09%  4.264%
12 18.242 2546 2551 2559 rBV 184767 274526 2.24% 0.474%
13 19.395 2744 2747 2755 rVB 98980 130257 1.06% ©.225%
14 19.765 2805 2810 2821 rVB2 234536 423922 3.45% ©.732%
15 19.965 2837 2844 2849 rBV 9741699 12282876 100.00% 21.219%

16 20.647 2953 2960 2974 rBV 1037639 1431409 11.65%
17 21.224 3054 3058 3066 rBV 688460 804043 6.55%
18 21.512 3101 3107 3111 rBV 2169506 2811730 22.89%
19 22.636 3294 3298 3303 rBV3 192180 331966 2.70%
20 23.935 3512 3519 3530 rVB2 1145575 2407901 19.60%
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Sum of corrected areas: 57886003
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33684.D

Acqg On : 08 Jan 2022 00:16
Operator : CG/JU

Sample : N1e71-02

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM033684.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33684.D

Acqg On : 08 Jan 2022 00:16
Operator : CG/JU

Sample : N1e71-02

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 .alpha.-Hydroxyisobutyric a... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
5.043 2.74 ng 144110 1,4-Dichlorobenzene-d4 7.972

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Hydroxyisobutyric acid, ... 146 C6H1004 1000374-31-3 53
2 Dimethadione 129 C5H7NO3 000695-53-4 42
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
4 .alpha.-D-Galactopyranoside, met... 249 C10H19NO6 017296-07-0 39
5 DL-Lactamide, N,O-dimethyl- 117 C5H11NO2 1000452-56-3 32

Abundance Scan 307 (5.043 min): BM033684.D\data.ms (-302) (-) m/z 43.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33684.D

Acqg On : 08 Jan 2022 00:16
Operator : CG/JU

Sample : N1e71-02

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.566 3.93 ng 293613  Naphthalene-d8 10.795
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
3 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 52
5 Acetaldehyde, di-sec-butyl acetal 174 C10H2202 005314-41-0 50
Abundance Scan 1246 (10.566 min): BM033684.D\data.ms (-1236) (- m/z 57.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33684.D

Acqg On : 08 Jan 2022 00:16
Operator : CG/JU

Sample : N1e71-02

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.242 2.22 ng 274526  Phenanthrene-di10 17.348
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 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 64

Abundance Scan 2551 (18.242 min): BM033684.D\data.ms (-2546) (- m/z 73.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33684.D

Acqg On : 08 Jan 2022 00:16
Operator : CG/JU

Sample : N1e71-02

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Phenol, 4,4'-(1-methylethyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.765 3.02 ng 423922  Chrysene-d12 21.512
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 97
2 3,4'-Isopropylidenediphenol 228 C15H1602 046765-25-7 70
3 2,2-Bis-(4-hyxroxyphenyl)-butane 242 C16H1802 000077-40-7 58
4 3,4,6-Trichloro-guaiacol 226 C7H5C1302 060712-44-9 53
5 Diphenolic acid 286 C17H1804 000126-00-1 50
Abundance Scan 2810 (19.765 min): BM033684.D\data.ms (-2805) (- m/z 213.10 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33684.D

Acqg On : 08 Jan 2022 00:16
Operator : CG/JU

Sample : N1e71-02

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.647 10.18 ng 1431416  Chrysene-d12 21.512
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 97
2 Palmitoleamide 253 C16H31NO 106010-22-4 80
3 Tetradecanamide 227 C14H29NO 000638-58-4 72
4 Octadecanamide 283 C18H37NO 000124-26-5 59
5 Octanamide 143 C8H17NO 000629-01-6 59

Abundance Scan 2960 (20.647 min): BM033684.D\data.ms (-2953) (- m/z 59.05 100.00%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33684.D

Acqg On : 08 Jan 2022 00:16
Operator : CG/JU

Sample : N1e71-02

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 1-Tetracosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.224 5.72 ng 804043  Chrysene-di2 21.512
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 3058 (21.224 min): BM033684.D\data.ms (-3054) (-  m/z 55.10 100.00%
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AR S0 2242 297.0 3690 481, ;57,10 99.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #244231:; 1-Tetracosene
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33684.D

Acqg On : 08 Jan 2022 00:16
Operator : CG/JU

Sample : N1e71-02

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM010522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 13-Docosenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.636 2.36 ng 331966 Chrysene-d12 21.512
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 97
2 Palmitoleamide 253 C16H31NO 106010-22-4 64
3 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 58
4 Dodecanamide 199 C12H25NO 001120-16-7 41
5 3-Hexadecanone 240 C16H320 018787-64-9 38

Abundance Scan 3298 (22.636 min): BM033684.D\data.ms (-3294) - m/z 59.05 100.00%
59.0
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%

2250 2300
1 57813373
A V‘t27814291489°549 m/z 57.10 80.10%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #245085: 13-Docosenamide, (Z)-
59.0
5000 — —
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‘ m/z 72.10 75.52%
337.0
f‘ f\ih\uh!ﬂfu\%"\\\\‘\2f4\.\0‘\0\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #139496: Palmitoleamide
59.0
ey ==
22.50 23.00
5000 m/z 55.10 67.48%

126.0 2530
ﬂmmmt 194.0

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

=

Abundance #174775: 9-Octadecenamide, (Z)-
59.0 22.50 23.00
m/z 43.10 62.75%
- \Vhwwwwvw/\hwwdkAMWW
Dl a0 e e
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@10722\
Data File : BM@33684.D

Acqg On : 08 Jan 2022 00:16
Operator : CG/JU

Sample : N1e71-02

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@10522.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|
.alpha.-Hydroxy... 5.043 2.7 ng 144110 1 7.972 1050240 20.0
Ethanol, 2-(2-b... 10.566 3.9 ng 293613 2 10.795 1492350 20.0
n-Hexadecanoic ... 18.242 2.2 ng 274526 4 17.348 2468150 20.0
Phenol, 4,4'-(1... 19.765 3.0 ng 423922 5 21.512 2811730 20.0
9-Octadecenamid... 20.647 10.2 ng 1431410 5 21.512 2811730 20.0
1-Tetracosene 21.224 5.7 ng 804043 5 21.512 2811730 20.0
13-Docosenamide... 22.636 2.4 ng 331966 5 21.512 2811730 20.0
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