LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122222\
Data File : BF131782.D

Acqg On : 22 Dec 2022 18:00

Operator : CG\JU

Sample : N6157-01 :

Misc : 20221418-COMPOSITE-A

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_ F\Methods\8270-BF122022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131782.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.063 501 506 516 rVB 631544 752753 38.36% 4.950%
2 5.469 570 575 578 rBV 1900937 1806612 92.07% 11.881%
3 6.487 742 748 757 rBV 1798891 1863324 94.96% 12.254%
4 6.851 807 810 814 rBV 623701 480281 24.48%  3.158%
5 7.422 902 907 910 rBV 1301866 1169025 59.57% 7.688%

8.140 1025 1029 1033 rBV 654928 609915 31.08%
9.222 1208 1213 1216 rBV 2338132 1962279 100.00% 12.
9.904 1325 1329 1332 rBV = 925705 736246 37.52%
10.622 1448 1451 1455 rBV 44799 34837 1.78%
10 10.698 1459 1464 1467 rBV 1682906 1514562 77.18%

OeohrND
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N
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11 11.398 1579 1583 1586 rBV 916516 798354 40.69% 5.250%
12 11.922 1668 1672 1676 rBV 102034 91856 4.68% 0.604%
13 12.986 1849 1853 1856 rBV 2295923 1947536 99.25% 12.808%
14 13.892 2001 2007 2023 rBv4 46648 169672 8.65% 1.116%
15 14.045 2029 2033 2037 rVB 803157 677822 34.54%  4.458%

16 14.139 2045 2049 2054 rVB 40191 37196 1.90%  0.245%
17 14.892 2174 2177 2184 rVB 39060 46575 2.37% ©.306%
18 15.533 2281 2286 2297 rVB 410019 507269 25.85% 3.336%

Sum of corrected areas: 15206114
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122222\
Data File : BF131782.D

Acqg On : 22 Dec 2022 18:00

Operator : CG\JU

Sample : N6157-01 :
Misc : 20221418-COMPOSITE-A

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131782.D\data.ms
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Abundance TIC: BF131782.D\data.ms
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Abundance TIC: BF131782.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122222\
Data File : BF131782.D

Acqg On : 22 Dec 2022 18:00

Operator : CG\JU

Sample : N6157-01 :

Misc : 20221418-COMPOSITE-A

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.063 31.35 ng 752753  1,4-Dichlorobenzene-d4 6.851

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 506 (5.063 min): BF131782.D\data.ms (-501) (-) m/z 42.95 100.00%
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101.0 N EERREEESSE L
‘ 83.0 4.80 5.00 5.20 5.40
\\\\‘\\\\“‘H\\‘\“i\\\\“\.\\\“\\\\‘\\\\‘\\ m/Z 58.95 65.03%
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Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
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15.0 101.0
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Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
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Abundance #4529: 2,3-Butanedione, monooxime e EEmERRE RS
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122222\
Data File : BF131782.D

Acqg On : 22 Dec 2022 18:00

Operator : CG\JU

Sample : N6157-01 :

Misc 20221418-COMPOSITE-A

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.922 2.30 ng 91856  Phenanthrene-di1e 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 43

Abundance Scan 1672 (11.922 min): BF131782.D\data.ms (-1668) (-, m/z 73.00 100.00%
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5000
129.0
e
M ‘ 15711852213'1 256.1 12.00
HW‘HWWqu“‘MHwhm‘_m‘_H‘_ﬂ‘ﬁu‘_u‘_u‘_ul_ m/z 60.00 74.17%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
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12.00
97.0 157.01g5 02130 256.0 43.00 68.43%
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Abundance #126199: Pentadecanoic acid
43.0 ,73.0
12.00
199.0
s ) e T
%?R‘\H‘i‘ \”\“\‘1‘1‘ 4 1\‘\””‘1‘1 \H\‘\\‘1H\“\\‘Hi\‘u\i\u‘\‘uu“uu‘\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109281: Tetradecanoic acid Hnspuings
73.0 1200
43.0 m/z 57.10 59.25%
5000
129.0
185.0 228.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122222\
Data File : BF131782.D

Acqg On : 22 Dec 2022 18:00

Operator : CG\JU

Sample : N6157-01 :

Misc : 20221418-COMPOSITE-A

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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 Dichloroacetic acid, heptad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.892 5.01 ng 169672  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
2 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 2007 (13.892 min): BF131782.D\data.ms (-2001) (-  m/z 55.05 100.00%
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— —
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Abundance #275003: Dichloroacetic acid, heptadecyl ester
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5000 T ——
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H\\“ w\\”\w ‘\‘\ ‘\h I ““1‘89‘0‘ 2330 2950
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Abundance #269867: 2- Chloropropionic acid, octadecyl ester
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— —
13.50 14.00
5000 m/z 83.00 79.18%
390 250.0
iy | “\\‘ | h L. 820 L 210 60
m/z--> 50 10 150 200 250 300 350
Abundance #155961: 1-Nonadecene TR
430 97.0 13.50 14.00
m/z 97.05 76.55%
5000 M
39.0
\‘ ‘ \‘\ H\ il \“\:11 \h L 182022402660 WWI)W‘\NJ\‘ ——

m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122222\
Data File : BF131782.D

Acqg On : 22 Dec 2022 18:00

Operator : CG\JU

Sample : N6157-01 :

Misc : 20221418-COMPOSITE-A

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122022.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-... 5.063 31.4 ng 752753 1 6.851 480281 20.0
n-Hexadecanoic ... 11.922 2.3 ng 91856 4 11.398 798354 20.0
Dichloroacetic ... 13.892 5.0 ng 169672 5 14.045 677822 20.0
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