LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0@4008.D

Acqg On : 19 Nov 2020 17:08
Operator : CG/JU

Sample : PB133123BL

Misc :

ALS vial : 6 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_P\METHODS\8270-BP110320.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@4008.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.923 3 6 25 rVB 7072225 8203777 100.00% 19.501%
2 5.799 487 495 508 rBV 2504226 3846139 46.88% 9.143%
3 7.446 767 775 787 rBV 2424951 3877212 47.26% 9.216%
4 8.269 905 915 923 rBV 468873 746685 9.10% 1.775%
5 9.434 1103 1113 1124 rBV 1528461 2519739 30.71% 5.990%

6 11.099 1389 1396 1409 rBV 596264 991677 12.09% 2
7 13.516 1799 1807 1822 rBV 3682838 5248138 63.97% 12.
8 14.893 2034 2041 2053 rBV 880141 1302832 15.88% 3.097%
9 16.375 2285 2293 2308 rBV 2440630 3617946 44.10% 8
10 17.628 2499 2506 2516 rBV 1048998 1499357 18.28% 3

11 20.128 2925 2931 2936 rBV 5836222 7184298 87.57% 17.078%

12 21.380 3141 3144 3151 rVB 194883 225716 2.75% ©.537%
13 21.657 3187 3191 3197 rBV 1050526 1403011 17.10%  3.335%
14 24.133 3606 3612 3620 rVB 701550 1401772 17.09%  3.332%

Sum of corrected areas: 42068299
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
BP©0©4008.D

: 19 Nov 2020 17:08

: CG/JU

: PB133123BL

: 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4008.D

Acqg On : 19 Nov 2020 17:08
Operator : CG/JU

Sample : PB133123BL

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Propane, 2,2-dimethoxy- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.923 219.74 ng 8203780 1,4-Dichlorobenzene-d4 8.269

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 64
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
3 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrC1302 1000115-31-4 9

4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 6 (2.923 min): BP004008.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1

N

5000
3.003.103.203.30
obdil| 157821712754 3520415547695367 1/, 23.5  55.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 U R R R RN
3.003.103.203.30
m/z 89.05 31.91%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43.0
3.003.103.203.30
5000 m/z 41.10 10.18%
O e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #184729: 1,3-Dioxolane, 2-(3-bromo-5,5,5-trichloro-2,2-d PP T
73.0 3.003.103.203.30

m/z 45.10 8.37%

5000

>

0\”““”\“““wH‘w‘”w”w”wHw”w”w”w”w AR NARAL AR AARA AR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.003.103.203.30
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0O@4008.D

Acqg On : 19 Nov 2020 17:08
Operator : CG/JU

Sample : PB133123BL

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Bromomethyl-2-phenyl[1,3]... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.381 3.22 ng 225716 Chrysene-d12 21.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromomethyl-2-phenyl[1,3]dioxo... 242 C1@H11Bro02 003418-21-1 78
2 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 72
3 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64
4 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 64
5 Benzoic acid, (2-methyl-3-nitrop... 271 C15H13NO4 1000367-95-0 56
Abundance Scan 3144 (21.380 min): BP004008.D\data.ms (-3141) (- m/z 105.00 100.00%
105.0
5000
= —
4500 21.00 21.50
oL 42004 | |184.1  2931352.9 419.2 4872546 1/, 149 05  79.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95124: 2-Bromomethyl-2-phenyl[1,3]dioxolane
149.0
5000 = e
21.00 21.50
77.0 m/z 77.00 45.67%
0 \\‘\l‘l\‘\‘\\“‘\\\\ T T T T T T T T T T T T T [T [T T[T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
149.0
== —=
77.0 21.00 21.50
5000 m/z 51.05 11.90%
0 211.0 287.0
T T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl- P —r
149.0 21.00 21.50
m/z 150.00 8.08%
5000
77.0
0 JJLWJ‘H\\\H\M\\W\H\M\H‘H\W\H\M\\W\H\M T —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0@4008.D

Acqg On : 19 Nov 2020 17:08
Operator : CG/JU

Sample : PB133123BL

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Propane, 2,2-di... 2.923 219.7 ng 8203780 1 8.269 746685 20.0
2-Bromomethyl-2... 21.381 3.2 ng 225716 5 21.663 1403010 20.0
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