LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102122\
Data File : BF130744.D

Acqg On : 21 Oct 2022 14:41
Operator : CG\JU

Sample : N5186-01

Misc :

ALS vial : 8 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_ F\Methods\8270-BF102022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130744.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.740 481 485 504 rVB 305306 489462 18.19% 2.806%
2 5.175 555 559 587 rBvV 1765903 2143700 79.65% 12.289%
3  6.222 733 737 763 rBV 2156654 2289815 85.08% 13.127%
4 6.557 791 794 805 rVB 621410 589105 21.89% 3.377%
5 7.134 888 892 910 rBV 1454256 1356419 50.40% 7.776%
6 7.839 1009 1012 1022 rVB 830536 835268 31.03% 4.788%
7 8.263 1081 1084 1093 rVB2 22419 29605 1.10% 0.170%
8 8.439 1110 1114 1116 rBV 36459 35209 1.31% 0.202%
9 8.863 1183 1186 1189 rVB 38153 28445 1.06% 0.163%
10 8.922 1191 1196 1199 rBV 2793870 2691455 100.00% 15.429%
11  8.998 1205 1209 1214 rVB 88355 76161 2.83% 0.437%
12 9.316 1259 1263 1265 rVB 38699 35052 1.30% 0.201%
13 9.527 1295 1299 1302 rBV 71794 57676 2.14% 0.331%
14  9.586 1306 1309 1322 rVB 1101637 942649 35.02% 5.404%
15 10.022 1380 1383 1386 rVB 48065 36851 1.37% 0.211%

16 10.380 1440 1444 1460 rVB 1831621 1683742 62.56%

9.
17 11.069 1558 1561 1569 rBV 900104 732445 27.21%  4.199%
18 11.139 1569 1573 1578 rVB2 44286 38240 1.42% ©.219%
19 11.610 1644 1653 1664 rBV2 108917 177523 6.60% 1.018%
20 12.286 1764 1768 1780 rBV2 27516 72990 2.71% 0.418%
21 12.386 1780 1785 1793 rBV2 58271 91699 3.41% ©.526%
22 12.510 1804 1806 1811 rVB2 20733 28874 1.07% 0.166%

23 12.651 1826 1830 1833 rBV 2350535 1974593 73.37% 11.320%
24 13.704 2005 2009 2023 rBV 460468 532185 19.77% 3.051%
25 15.074 2239 2242 2254 rVB 344600 416726 15.48%  2.389%

26 17.639 2670 2678 2686 rBV6 18541 58102 2.16% ©.333%

Sum of corrected areas: 17443991
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102122\
Data File : BF130744.D

Acqg On : 21 Oct 2022 14:41
Operator : CG\JU

Sample : N5186-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF130744.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102122\
Data File : BF130744.D

Acqg On : 21 Oct 2022 14:41
Operator : CG\JU

Sample : N5186-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102022.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.740 16.62 ng 489462  1,4-Dichlorobenzene-d4 6.563

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 485 (4.740 min): BF130744.D\data.ms (-481) (-) m/z 43.10 100.00%
43.1
59.1
5000
101'1 \\‘\\\\‘\\\\‘\\\\’\\\\‘
| 83.0 4.40 4.60 4.80 5.00 ;
O v vy A m/z 59.10 66.70%
miz-> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L R IR R
4.40 4.60 4.80 5.00
101.0 m/z 101.10 24.09%
270 ‘ 83.0 |
O\\\\‘\\‘\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
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Abundance #4529: 2,3-Butanedione, monooxime
43.0
e EARREEESSSEE
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Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e EEARNmEESS ST
59.0 4.40 4.60 4.80 5.00
m/z 41.10 9.95%
5000 41.0
0 \H\‘ \‘\ ‘ 12\6'0 142.0
1 “‘H‘w“u“u‘w“w
m/z--> 20 40 60 80 100 120 140 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102122\
Data File : BF130744.D

Acqg On : 21 Oct 2022 14:41
Operator : CG\JU

Sample : N5186-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102022.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.610 4.85 ng 177523  Phenanthrene-di10 11.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1653 (11.610 min): BF130744.D\data.ms (-1644) (- m/z 73.05 100.00%

1
431 30
5000 120.1
2132 -
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Abundance #143511: n-Hexadecanoic acid
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213.0 11.50 12.00
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Abundance #92069: Tridecanoic acid
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T T
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‘ 214.0
A e
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Abundance 126199: Pentadecanoic acid T —
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102122\
Data File : BF130744.D

Acqg On : 21 Oct 2022 14:41
Operator : CG\JU

Sample : N5186-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102022.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.386 3.45 ng 91699  Chrysene-d12 13.704
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 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 55

Abundance Scan 1785 (12.386 min): BF130744.D\data.ms (-1780) (- m/z 43.10 100.00%
43.1 73.1

5000

.

185.2 241.2

28451 1200 12.50
m/z 73.10 92.20%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #179093: Octadecanoic acid
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O ’ !H‘\h‘ \‘H\‘\\wh“‘\‘\”‘”h‘f“\‘\\“\H\’\H\‘\\H“\\H‘\‘H\“\H‘\’HH‘\‘H
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43,0 73.0
— ——
12.00 12.50
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Ot bl b e ey — —
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102122\
Data File : BF130744.D

Acqg On : 21 Oct 2022 14:41
Operator : CG\JU

Sample : N5186-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102022.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 Benzenepropanoic acid, 3,5-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.639 2.79 ng 58102  Perylene-d12 15.074
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenepropanoic acid, 3,5-bis(1... 530 C35H6203 002082-79-3 78
2 3-Methyl-4-oxo-2-phenylimidazoli... 276 C15H20N203 1000191-10-7 10
3 4-Piperidinecarboxylic acid, 4-p... 219 C13H17NO2 054824-07-6 10
4 Propanamide, N-ethyl-N-(3-methyl... 219 C14H21NO 1000308-12-5 9
5 2,4,5-Trimethylaniline, N-trimet... 219 C14H21NO 1000461-90-2 9
Abundance Scan 2678 (17.639 min): BF130744.D\data.ms (-2670) (-} | m/z 57.10 100.00%
57.1
5000 219.1
1491 530.! —— —
‘ | ‘ I 17.50 18.00
oAl "‘WMW WHJ“M H_M‘ e m/z 43,08 53.77%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #341931: Benzenepropanoic acid, 3,5-bis(1,1-dimethylet
57.0
5000 —r ——
17.50 18.00
. 2190 5300 'm/z 219.10  41.24%
0 T ‘\ J ’ T “ IH\H‘\ T ! \u JJH \u! ‘L\‘\ \l\ ‘ ! \18\0‘\ \3\4:5"\0\4\0‘2\ \0\ \‘4'17\4\9 \\\ \\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #168424: 3-Methyl-4-oxo-2-phenylimidazolidine-1-carbox
57.0
T ‘ T \A T ‘ T
17.50 18.00
5000 m/z 55.05 35.11%
118.0 219.0
J }u I |L. ‘ ’ L 4[| 277.0
ot b L e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #97703: 4-Piperidinecarboxylic acid, 4-phenyl-, methyl es T —
57.0 17.50 18.00
m/z 203.10  25.98%
5000
219.0
will L
T O T . LI -
m/z--> 50 100 150 200 250 300 350 400 450 500 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102122\
Data File : BF130744.D

Acqg On : 21 Oct 2022 14:41
Operator : CG\JU

Sample : N5186-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102022.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-... 4.740 16.6 ng 489462 1 6.563 589105 20.0
n-Hexadecanoic ... 11.610 4.8 ng 177523 4 11.069 732445 20.0
Octadecanoic acid 12.386 3.5 ng 91699 5 13.704 532185 20.0
Benzenepropanoi... 17.639 2.8 ng 58102 6 15.074 416726 20.0
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