LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80321\
Data File : BF124922.D

Acqg On ¢ 3 Aug 2021 18:50
Operator : JU/CG

Sample : PB138173BL

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-BF072221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF124922.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.075 505 508 515 rBB 12916 17082 6.24% 1.163%
2 5.469 571 575 578 rBV 185613 191152 69.77% 13.020%
3 6.475 741 746 749 rBV 174401 191316 69.83% 13.031%
4 6.845 806 809 812 rBB 47617 34847 12.72%  2.373%
5 7.410 900 905 908 rBB 129837 125018 45.63% 8.515%
6 8.128 1023 1027 1030 rBB 59444 47096 17.19% 3.208%
7 9.204 1205 1210 1213 rBB 282544 245198 89.50% 16.701%
8 9.880 1322 1325 1328 rBB 68226 54135 19.76% 3.687%
9 10.674 1455 1460 1463 rBV 170786 147382 53.80% 10.038%
10 11.368 1574 1578 1581 rBB 72930 57286 20.91% 3.902%

11 12.957 1843 1848 1851 rBV 314168 273969 100.00% 18.661%

12 13.868 2000 2003 2006 rBB 8313 7620 2.78% 0.519%

13 14.004 2023 2026 2029 rBB 53093 43100 15.73% 2.936%

14 15.468 2271 2275 2279 rBB 31322 32973 12.04% 2.246%
Sum of corrected areas: 1468174
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080321\
BF124922.D

3 Aug 2021 18:50

Ju/CaG

: PB138173BL

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080321\
Data File : BF124922.D

Acqg On 3 Aug 2021 18:50
Operator : JU/CG

Sample : PB138173BL

Misc :

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 unknown5.075 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.075 9.80 ng 17082 1,4-Dichlorobenzene-d4 6.845

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 9
2 Diacetamide 101 C4H7NO2 000625-77-4 7
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7
4 N-(n-Propyl)acetamide 101 C5H11NO 005331-48-6 4
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 4
Abundance Scan 508 (5.075 min): BF124922.D\data.ms (-505) (-) m/z 43.10 100.00%

43.1
5000 59.0
1010 LIRS BRI
4.80 5.00 5.20 5.40

om,mwH_m‘“\”w‘l_m‘w_m,w_m_ m/z 59.60  47.40%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 590 UL L B I B AL LR
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3%0 L | 83.0 |
O\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
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Abundance #4516: Diacetamide
43.0
A AR
4.80 5.00 5.20 5.40
5000 59.0 m/z 58.10 12.91%
73.0
101.0
280 | \
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Abundance #4528: 2,3-Butanedione, monooxime A RAR e AR AR
43.0 4.80 5.00 5.20 5.40
m/z 41.10 11.25%
5000
101.0
ol 130 310 | °80 200 860
R e RARLEREA s S A RAR e RARLAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080321\
Data File : BF124922.D

Acqg On 3 Aug 2021 18:50

Operator Ju/caG

Sample : PB138173BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Diethylene glycol dibenzoate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.868 3.54 ng 7620  Chrysene-d12 14.004
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 74

2 Oxazolidine, 3-phenyl- 149 CSH11NO 020503-92-8 74
3 N-(.alpha.-Methylbenzyl)-formamide 149 C9H11NO 006948-01-2 74
4 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 64
5 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 64

Abundance Scan 2003 (13.868 min): BF124922.D\data.ms (-2000) (1 m/z 105.00 100.00%

105.0
149.0
5000 /\
— e
51.0 13.50 14.00
o e L m/z 149.00  74.84%
miz--> 50 100 150 200 250 300
Abundance #216952: Diethylene glycol dibenzoate
105.0
149.0
5000 - e
13.50 14.00
51.0 m/z 77.00 39.49%
0 w2070 250.0283.0
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miz--> 50 100 150 200 250 300
Abundance #27333: Oxazolidine, 3-phenyl-
91.0  148.0 AA
— HL——
13.50 14.00
5000 ITI/Z 51.00 11.39%
51.0
oy bl
miz--> 50 100 150 200 250 300
Abundance #27390: N-(.alpha.-Methylbenzyl)-formamide P ——
149.0 13.50 14.00
79.0 m/z 150.00 10.22%
5000
42.0
ol byl | 1169 T — —
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080321\
Data File : BF124922.D

Acqg On : 3 Aug 2021 18:50
Operator : JU/CG

Sample : PB138173BL

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072221.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|
unknown5.075 5.075 9.8 ng 17082 1 6.845 34847 20.0
Diethylene glyc... 13.868 3.5 ng 7620 5 14.004 43100 20.0
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