LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121818\
Data File : BG038701.D

Aca On : 18 Dec 2018 19:19

Operator : JU/SJ

Sample : PB115799BL

Misc :

ALS Vial : 11 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-BG121218 .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

5.142 342 349 356 rBvV2 18053 31246 1.94% 0.418%
5.606 421 428 437 rBY 318851 534091 33.12% 7.140%
rBv 340969 596443 36.99% 7.973%
7.586 758 765 777 rBV 318642 562777 34.90% 7.523%
8.056 838 845 852 rBV 77807 132417 8.21% 1.770%
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8.379 893 900 909 rvB 240253 431084 26.73% 5.763%
9.231 1038 1045 1057 rBV 187209 360527 22.36% 4._.820%
10.876 1318 1325 1336 rBVY 95198 180168 11.17% 2.409%
13.315 1733 1740 1751 rBV 550387 889203 55.14% 11.887%
14.695 1966 1975 1989 rVB2 165540 272342 16.89% 3.641%

=
QO ~NO®

11 16.182 2222 2228 2247 rBV2 401612 684096 42.42% 9.145%
12 17.439 2436 2442 2452 rBV2 235498 368676 22.86% 4._.929%
13 20.042 2879 2885 2895 rBV 1247967 1612579 100.00% 21.557%
14 21.722 3163 3171 3183 rBv2 253883 434899 26.97% 5.814%
15 25.019 3721 3732 3747 rVB2 127754 389919 24.18% 5.212%

Sum of corrected areas: 7480467
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121818\
Data File : BG038701.D

Aca On : 18 Dec 2018 19:19

Operator : JU/SJ

Sample : PB115799BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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: BG038701.D
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Abundance TIC: BG038701.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121818\
Data File : BG038701.D

Aca On : 18 Dec 2018 19:19

Operator : JU/SJ

Sample : PB115799BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 4.72 ng 31246 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 9

Abundance Scan 349 (5.142 min): BG038701.D (-342) (-) m/z 43.00 100.00%
43
5000 59
| o ﬂlﬂ 480 500 520 540
L e e m/z 59.00 47 . 79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 T T T T
59 480 500 520 540
m/z 58.00 16.96%
15 31 101
25 7] 37, 53,| 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3236: 4-Penten-2-one, 4-methyl-
43
480 5.00 520 5.40
5000 m/z 101.00 14.73%
» 5 8 98
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide e
43 480 5.00 520 5.40
m/z 41.00 7.30%
5000 59
73
101
28 37 ||| 51 67 79 86
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG121818\
Data File : BG038701.D

Aca On : 18 Dec 2018 19:19

Operator : JU/SJ

Sample : PB115799BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.59 Concentration Rank 1

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

7.59 85.00 ng 562777 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 37
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16

Abundance Scan 766 (7.592 min): BG038701.D (-758) (-) m/z 131.90 100.00%
132
5000 68
oS al] 7 e o | 7o 740 70 10 850
..“.”“.”“.AH.A,H. e || m/z 68.00 39.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 I I I IR
7.20 7.40 7.60 7.80 8.00
m/z 133.90 30.29%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 R R e S N EEERE m
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 29.06%
78
31 54 S1
SN N G (NN NOUR NSNS | SN |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- A e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.61%
5000
63
15 28 39 5 °8 77 90 104 4

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 760 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG121818\
Data File : BG038701.D

Acq On : 18 Dec 2018 19:19

Operator : JU/SJ

Sample : PB115799BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.14 4.7 ng 31246 1 8.06 132417 20.0
unknown? .59 7.59 85.0 ng 562777 1 8.06 132417 20.0
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