LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090920\
Data File : BG046575.D

Aca On : 9 Sep 2020 16:36

Operator : CG/JU

Sample : L3808-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG082520.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.123 3 6 24 rVB 773311 1112797 21.01% 6.255%
2 5.514 406 413 422 rBV 309374 509244 9.62% 2.863%
3 7.100 676 683 696 rBV 172001 306622 5.79% 1.724%
4 7.923 814 823 833 rBV 177010 301143 5.69% 1.693%
5 9.080 1011 1020 1037 rBV 496698 907995 17.15% 5.104%

10.720 1293 1299 1313 rBV 238777 436939 8.25% 2.456%
13.181 1711 1718 1732 rBV 1444079 2330434 44.01% 13.100%
14.556 1943 1952 1970 rBV2 418661 697350 13.17% 3.920%
rBvV 1258607 2042371 38.57% 11.481%
17.300 2412 2419 2433 rBVY 680042 1036279 19.57% 5.825%
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11 19.915 2858 2864 2880 rBV 3832040 5295702 100.00% 29.769%
12 21.225 3083 3087 3091 rVB 40829 61014 1.15% 0.343%
13 21.284 3092 3097 3104 rVvVv 84904 131321 2.48% 0.738%
14 21.548 3135 3142 3153 rBV 786798 1282896 24.23% 7.212%
15 24.644 3658 3669 3685 rBV3 442145 1337153 25.25% 7.517%

Sum of corrected areas: 17789260
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG090920\
Data File : BG046575.D

Aca On : 9 Sep 2020 16:36

Operator : CG/JU

Sample : L3808-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG046575.D
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9.08
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Time--> 3.50 4.00 450 500 550 6.00 650 700 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG046575.D
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1991
3500000

3000000
2500000
2000000

1500000 13.18
16.04

1000000 2155
17.30
500000 14.56

241528

O o e L o o o e L LN o o B o e e e By B B R R

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG046575.D
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG090920\
Data File : BG046575.D

Aca On : 9 Sep 2020 16:36

Operator : CG/JU

Sample : L3808-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

3.12 73.90 ng 1112800 1,4-Dichlorobenzene-d4 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 6 (3.123 min): BG046575.D (-3) (-) m/z 73.10 100.00%
741
5000 431
55.1 87.1
651 3.20 3.30 3.40 3.50
Ol v bbbk 82 L L Tm/z 43.10 37.33%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 R AN LU R U I
43.0 3.20 3.30 3.40 3.50
580 87.0 m/z 55.10 26.00%
29.0
0 l AN .
FLN UL SN SRR SRR SUBLELS DU UL SRR IR B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 550 87.0 3.20 3.30 3.40 3.50
5000 ' m/z 87.10 25.87%
29.0
15\'0 M\ ‘ | ‘ L “\ \H\ , 97.0
e R S U S SR S S S LI B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1877: Acetamide, N-ethyl- R Eamas pa e
3d.0 3.20 3.30 3.40 3.50
m/z 41.10 11.61%
5000 43.0 87.0 /\\
15.0 72.0
0"'V'M'V'JH""M"FﬁQF%q"wl"w"'H"“|"' R U LU L U
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG090920\
Data File : BG046575.D

Aca On : 9 Sep 2020 16:36

Operator : CG/JU

Sample : L3808-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.28 2.05 ng 131321 Chrysene-d12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2-(methoxvmethvIl)... 194 C11H1403 1000156-71-2 78
2 Benzoic acid. 2-(4-nitrophenoxv)... 287 C15H13NO0O5 1000368-92-7 72
3 Benzoic acid. 2-(3-nitrophenvDe... 271 C15H13N0O4 1000368-22-4 72
4 Benzoic acid. 2-(2-chlorophenoxv... 276 C15H13CI103 1000368-25-9 72
5 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 64
Abundance Scan 3096 (21.278 min): BG046575.D (-3092) (-) m/z 105.10 100.00%
1061 1491
5000 771
P T T
51.0 21.00 21.20 21.40 21.60
bbb b} 1791 2132 2509 2820 3409 m/z 149.10 94.04%
m/z--> 50 100 150 200 250 300 350
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
105.0
5000 UL RIS RN BN I
770 21.00 21.20 21.40 21.60
m/z 77.10 38.24%
45.0
0 “'H -
m/z--> 50 100 150 200 250 300 350
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethy! ester
105.0 149.0
770 21.00 21.20 21.40 21.60
5000 m/z 51.05 8.66%
51.0
ol—— IJ .“.“. I.I\I.I ; IJ} .‘. ..|21.1'.0. — |2|87|0 ——
m/z--> 50 100 150 200 250 300 350
Abundance #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester
149.0 21.00 21.20 21.40 21.60
0
105.0 m/z 106.00 8.16%
5000 77.0
L 0 1780
m/z--> 50 100 150 200 250 300 350 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090920\
Data File : BG046575.D

Acq On : 9 Sep 2020 16:36

Operator : CG/JU

Sample - L3808-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082520_M
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]
Butane, 2-methoxy... 3.12 73.9 ng 1112800 1 7.92 301143 20.0
1,3-Dioxolane, 2-_... 21.28 2.0 ng 131321 5 21.55 1282900 20.0
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