LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020923\
Data File : BF132379.D

Acq On : 09 Feb 2023 15:26
Operator : CG\JU

Sample : 01508-09

Misc :

ALS vial : 9 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-BF013123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132379.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.899 174 179 184 rBV 48986 67119 1.61% 0.246%
2 4.690 310 315 321 rBV 68475 75649 1.82% 0.277%
3 5.290 411 417 425 rVB 825029 1071054 25.76% 3.925%
4 5.672 477 482 485 rBV 3001078 3028496 72.85% 11.099%
5 6.666 645 651 654 rBV 2796728 2957452 71.14% 10.839%

.048 712 716 719 rBV 956748 807576 19.43% 2
.607 806 811 814 rBV 2061246 2029236 48.81% 7
.331 931 934 937 rBV 1415954 1064939 25.62% 3.903%
.407 1113 1117 1120 rBV 4749646 4157403 100.00% 15.
10 10.095 1230 1234 1237 rBV 1557838 1242990 29.90% 4

11 10.807 1352 1355 1359 rBV 633623 502650 12.09%  1.842%
12 10.889 1364 1369 1372 rBV 3371612 2917768 70.18% 10.694%
13 11.589 1484 1488 1492 rBV 1508994 1282993 30.86% 4.702%
14 12.107 1567 1576 1590 rBv4 84321 274034 6.59% 1.004%
15 13.183 1755 1759 1762 rBV 4441410 4040287 97.18% 14.808%

16 14.213 1930 1934 1936 rBV 92076 83301 2.00% ©0.305%
17 14.248 1936 1940 1944 rBV 955007 822019 19.77% 3.013%
18 15.818 2201 2207 2218 rBV 621968 860196 20.69% 3.153%

Sum of corrected areas: 27285162
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 09 Feb 2023 15:26
: CG\JU
: 01508-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020923\
BF132379.D

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020923\
Data File : BF132379.D

Acq On : 09 Feb 2023 15:26
Operator : CG\JU

Sample : 01508-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.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.
5.290  26.53 ng 1071050 1,4-Dichlorobenzene-d4 7.048

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9
Abundance Scan 417 (5.290 min): BF132379.D\data.ms (-411) (-) m/z 43.05 100.00%
3.0
5000
101.0
R ARBSRREEEEs R
‘ 5.00 5.20 5.40 5.60
Obrrrrrreel?L 29T nyz s9.05 72.74%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B I B L AR B
5.00 5.20 5.40 5.60
101.0 m/z 101.00  35.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
e EESARamEEs R
5.00 5.20 5.40 5.60
m/z 58.10  18.37%
5000 101.0
70.0
15'%“ L
(O s B e BaamnEa
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #296: Guanidine R e B
59.0 5.00 5.20 5.40 5.60
m/z 41.05 8.75%
5000{ 18.0
o — MDY N, S
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020923\
Data File : BF132379.D

Acq On : 09 Feb 2023 15:26

Operator : CG\JU

Sample : 01508-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method :
Quant Title

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

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 Benzophenone Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T.
10.807 8.09 ng 502650  Acenaphthene-d10 10.095
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 43
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 43
4 Benzofurazan-5-carbohydrazide, N... 282 C14H10N403 1000272-94-4 43
5 1-Propanone, 2-bromo-1-phenyl- 212 C9H9Bro 002114-00-3 43
Abundance Scan 1355 (10.807 min): BF132379.D\data.ms (-1352) (- m/z 105.00 100.00%
105.0
5000 182.1
51.1 P —
10.50 11.00
ot e L 8T m/z 76.95  56.03%
m/z--> 50 100 150 200 250 300 350
Abundance #56927: Benzophenone
105.0
182.0
5000 — ——
10.50 11.00
51.0 m/z 182.10  48.72%
O\\\\}\\“H\\"\\\\““\\\H\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #173941: N-Methylbenzamide, N-pentafluoropropionyl-
105.0
— ——
10.50 11.00
5000 m/z 51.10 17.00%
51.0
0 | | 1600 281.0
N w2 e e e
m/z--> 50 100 150 200 250 300 350
Abundance #40424: Benzeneacetic acid, .alpha.-oxo-, methyl ester “ —
105.0 10.50 11.00
m/z 106.00 7.61%
5000
51.0
0 L ‘ il ‘ . 1640 A
— — T
m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020923\
Data File : BF132379.D

Acq On : 09 Feb 2023 15:26
Operator : CG\JU

Sample : 01508-09

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF913123.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.107 4.27 ng 274034  Phenanthrene-die 11.589
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 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Oxalic acid, cyclobutyl octadecy... 396 C24H4404 1000309-70-8 25

Abundance Scan 1576 (12.107 min): BF132379.D\data.ms (-1567) (- m/z 73.00 100.00%

3

43.0
5000
P —
12.00 12.50
Y m/z 60.00  69.97%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 ok e
213.0 12.00 12.50
‘ 157 0185.0 m/z 57.05 61.62%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0
43.0 mmf‘vm/H
' 1200 1250
5000 ITI/Z 43.05 53.41%
129.0
185.0 228.0
0,%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid —r— —
430 73.0 12.00 12.50
m/z 55.05 51.00%
5000 129.0
199.0 242.0
LA T
m/z--> 20 40 60 80 100120140160180200220240260280 12.00 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020923\
Data File : BF132379.D

Acqg On : 09 Feb 2023 15:26
Operator : CG\JU

Sample : 01508-09

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@13123.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-... 5.290 26.5 ng 1071050 1 7.048 807576 20.0
Benzophenone 10.807 8.1 ng 502650 3 10.095 1242990 20.0
n-Hexadecanoic ... 12.107 4.3 ng 274034 4 11.589 1282990 20.0
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