LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
Data File : BP0@4009.D

Acqg On : 19 Nov 2020 17:42
Operator : CG/JU

Sample : PB133118BL

Misc :

ALS vial : 7 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@@4009.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 23 rVB 7578672 8699614 100.00% 19.497%
2 5.799 487 495 511 rBV 2655485 4059323 46.66% 9.098%
3 7.446 767 775 792 rBV 2568724 4105624 47.19% 9.201%
4 8.269 906 915 926 rVB 508858 796676  9.16% 1.785%
5 9.434 1105 1113 1124 rBV 1631123 2660608 30.58% 5.963%

6 11.099 1384 1396 1408 rBV 637632 1058767 12.17% 2
7 13.516 1797 1807 1821 rBV 3860517 5575225 64.09% 12.
8 14.893 2033 2041 2051 rBV 950288 1369598 15.74%  3.069%
9 16.375 2285 2293 2312 rBV 2655257 3878219 44.58% 8
10 17.622 2499 2505 2516 rBV 1099290 1591162 18.29% 3

11 20.128 2925 2931 2936 rBV 6125932 7621836 87.61% 17.082%

12 21.380 3141 3144 3150 rVB 154852 171866 1.98% 0.385%
13 21.657 3186 3191 3196 rBV 1165426 1523731 17.51%  3.415%
14 24.133 3606 3612 3624 rVB 735284 1507795 17.33%  3.379%

Sum of corrected areas: 44620044
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

: 19 Nov 2020 17:42
: CG/JU
: PB133118BL

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP111920\
BP004009.D

: 7 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@4009.D

Acqg On : 19 Nov 2020 17:42
Operator : CG/JU

Sample : PB133118BL

Misc :

ALS vial : 7 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 unknown2.923 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.923 218.40 ng 8699610 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 38
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 1-Hexen-4-o0l, 1-chloro-3,5-dimet... 162 C8H15C10 100244-09-5 9

5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrC1302 1000115-31-4 9
Abundance Scan 6 (2.923 min): BP004009.D\data.ms (-3) (-) m/z 73.05 100.00%

73.0
5000

3.003.103.203.30

I 133.8 203.1261.1  374.4 437.9499.2

0 T e e e e e e e m/z 43.05 55.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4788: Propane, 2,2-dimethoxy-
73.0
5000 LR L B R B R L
3.003.103.203.30
m/z 89.05 31.46%
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 10.28%
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2137: Propane, 2-methoxy-2-methyl- ST
73.0 3.003.103.203.30
m/z 45.05 8.40%
5000
o‘m‘wh‘p‘”H‘HH‘w_‘H_H‘_Hwwm‘www
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@4009.D

Acqg On : 19 Nov 2020 17:42
Operator : CG/JU

Sample : PB133118BL

Misc :

ALS vial : 7 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 Benzoic acid, 2-(4-nitrophe... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.380 2.26 ng 171866 Chrysene-d12 21.657
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 72
2 2-Bromomethyl-2-phenyl[1,3]dioxo... 242 C1@H11Bro02 003418-21-1 72
3 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 72
4 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 59
5 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 58
Abundance Scan 3144 (21.380 min): BP0O04009.D\data.ms (-3141) (- m/z 105.00 100.00%
105.0
5000
— —
43l 166.9 ‘ 21.00 21.50
oL43LL | W69 2811 3562 433.34902547. /7 149.00  79.64%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
149.0
77.0
5000 = -
21.00 21.50
m/z 77.00 43.70%
ol by Ll 211.0 287.0
\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
149.0
= —
21.00 21.50
5000 m/z 51.00 12.20%
77.0
Ottt b e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl- = —rs
149.0 21.00 21.50
m/z 150.05 7.77%
5000
77.0
O\\NHmJM\H\\H‘H\W\H\W\HW\H‘H\W\H\M\HM T 7
m/z--> 50 100 150 200 250 300 350 400 450 500 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@4009.D

Acqg On : 19 Nov 2020 17:42
Operator : CG/JU

Sample : PB133118BL

Misc

ALS vial : 7 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|
unknown2.923 2.923 218.4 ng 8699610 1 8.269 796676 20.0
Benzoic acid, 2... 21.380 2.3 ng 171866 5 21.657 1523730 20.0
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