LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080621\
Data File : BF124963.D

Acqg On : 6 Aug 2021 15:49
Operator : JU/CG

Sample : PB138118BL

Misc :

ALS Vvial : 11 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-BF080421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF124963.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.081 507 509 514 rBB 2849 3336 1.07% 0.193%
2 5.457 568 573 576 rBV 234902 218853 70.19% 12.667%
3 6.457 738 743 746 rBV 193709 222431 71.34% 12.874%
4 6.828 803 806 809 rBB 55777 42964 13.78%  2.487%
5 7.392 897 902 905 rBB 137941 143184 45.92%  8.287%
6 8.110 1019 1024 1027 rBB 66666 58881 18.88%  3.408%
7 9.186 1201 1207 1210 rBB 302501 281195 90.18% 16.275%
8 9.863 1317 1322 1325 rBB 84060 70739 22.69% 4.094%
9 10.651 1451 1456 1460 rBV 163110 158767 50.92% 9.189%
10 11.351 1571 1575 1578 rVB 87100 72959 23.40% 4.223%

11 12.939 1840 1845 1848 rBV 342720 311806 100.00% 18.047%

12 13.780 1983 1988 1991 rBV2 3695 5877 1.88% 0.340%

13 13.816 1991 1994 1996 rVvV 5413 6308 2.02% 0.365%

14 13.851 1996 2000 2004 rVB 17291 17963 5.76% 1.040%

15 13.986 2020 2023 2027 rBB 74170 58885 18.89% 3.408%

16 15.445 2266 2271 2276 rBB2 45988 53574 17.18% 3.101%
Sum of corrected areas: 1727722
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: PB138118BL

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080621\
BF124963.D

6 Aug 2021 15:49

Ju/CaG

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080621\
Data File : BF124963.D

Acqg On 6 Aug 2021 15:49
Operator : JU/CG

Sample : PB138118BL

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 unknownl13.816 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.816 2.14 ng 6308 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethyl N-methyl-N-formyldithiocar... 163 C5H9NOS2 102127-59-3 2
2 Acetamide, 2-fluoro- 77 C2H4FNO 000640-19-7 2
3 DL-Homocysteine, S-ethyl- 163 C6H13NO2S 000067-21-0 2
4 L-Methionine, methyl ester 163 C6H13NO2S 010332-17-9 2
5 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 2
Abundance Scan 1994 (13.816 min): BF124963.D\data.ms (-1991) (-  m/z 105.00 100.00%
105.0
163.0
5000 77.1
— —
13.50 14.00
rr—r—1t—Tr m/z 163.00 78.60%
mlz--> 20 40 60 80 100 120 140 160
Abundance #38825: Ethyl N-methyl-N-formyldithiocarbamate
74.0
5000 450 135.0 163.0 - ——
: 13.50 14.00
107.0 .
m/z 77.10 45.51%
O' ‘\1\\“\‘\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #1125: Acetamide, 2-fluoro-
44.0 ﬂ
i
13.50 14.00
5000 77.0
16.0 ‘ ‘
L A o L e e
miz--> 20 40 60 80 100 120 140 160
Abundance #38836: DL-Homocysteine, S-ethyl-
75.0
56.0
28.0
5000
101.0 145.0163.0
o AT
m/z--> 20 40 60 80 100 120 140 160
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080621\
Data File : BF124963.D

Acqg On 6 Aug 2021 15:49
Operator : JU/CG

Sample : PB138118BL

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.851 6.10 ng 17963 Chrysene-d12 13.986
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 83
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 83
3 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 74
4 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 74
5 3-Benzoylamino-2-benzyl-butyric ... 311 C19H21NO3 1000193-12-7 64
Abundance Scan 2000 (13.851 min): BF124963.D\data.ms (-1996) (-  m/z 105.00 100.00%
105.0 149.0
5000 77.0
— —
51.0 13.50 14.00
Ol e e e e e e M/Z 149,00 98.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68803: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
105.0
5000 — —
77.0 13.50 14.00
m/z 77.00 46.30%
45.0
O \\\‘\\‘\\“\‘\“\\‘\‘\\i“\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #216953: Diethylene glycol dibenzoate
105.0 149.0 ﬁ
e ARSI
13.50 14.00
5000 m/z 51.00 13.77%
77.0
51.0
ol 27.0 7] ] ‘ | 1790
R R N AR R AR ER AR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #157734: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate — ——
105.0 13.50 14.00
149.0 ITI/Z 150.00 9.42%
5000 59.0
0 290 ‘\ hi | 179.0 209.0
“‘_“‘_““H“‘H““H“‘H“"H“‘H““W““ P P
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080621\
Data File : BF124963.D

Acqg On : 6 Aug 2021 15:49
Operator : JU/CG

Sample : PB138118BL

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080421.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|
unknown13.816 13.816 2.1 ng 6308 5 13.986 58885 20.0
1,3-Dioxolane, ... 13.851 6.1 ng 17963 5 13.986 58885 20.0
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