LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038045.D

Aca On : 16 Nov 2018 22:34

Operator : JU/SJ

Sample : PB114870BL

Misc :

ALS Vial : 17 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-BG111318.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

5.169 314 320 328 rBV 37119 64871 2.06% 0.399%
5.627 391 398 409 rBV 772000 1288738 40.85% 7.935%
rBv 794431 1419570 45.00% 8.741%
7.613 728 736 744 rBV 753795 1346957 42.70% 8.294%
8.083 809 816 824 rVB 149151 267486 8.48% 1.647%
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8.406 864 871 879 rVB 572405 1017240 32.25% 6.263%
9.264 1008 1017 1033 rVB 472348 887071 28.12% 5.462%
10.903 1289 1296 1305 rVB 216390 394739 12.51% 2.431%
13.342 1703 1711 1723 rBV 1338736 2087186 66.16% 12.851%
14.722 1939 1946 1954 rBV2 330827 561507 17.80% 3.457%

=
QO ~NO®

11 16.209 2192 2199 2215 rBV3 937134 1468389 46.55% 9.041%
12 17.466 2404 2413 2421 rBV2 458819 709964 22.51% 4_.371%
13 20.069 2850 2856 2863 rBV 2429972 3154663 100.00% 19.424%
14 21.750 3135 3142 3152 rBV 470105 798676 25.32% 4.918%
15 25.075 3692 3708 3722 rBV2 244711 773794 24 _.53% 4.764%

Sum of corrected areas: 16240851
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG111618\
Data File : BG038045.D

Aca On : 16 Nov 2018 22:34

Operator : JU/SJ

Sample : PB114870BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.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: BG038045.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038045.D

Aca On : 16 Nov 2018 22:34

Operator : JU/SJ

Sample : PB114870BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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.

5.17 4.85 ng 64871 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
3 Guanidine 59 CH5N3 000113-00-8 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 320 (5.169 min): BG038045.D (-314) (-) m/z 43.00 100.00%
43.0
59.0
5000
510 | . 1°|1-° 480 5.00 520 540 5.60
T B o o R L e m/z 59.00 58.49%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA IR LU I
59.0 480 500 520 540 5.60
m/z 58.00 17.07%
III""::?I:IIH'O'"'III"'I":II'"'I""I8'3.'0''I9'3.'0':'I-(T:II-'.(?''I
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #3236: 4-Penten-2-one, 4-methyl-
43.0
480 500 520 540 5.60
5000 m/z 101.00 16.26%
29‘.0 N 55,0 83.0 98.0
mz-> 20 30 40 50 60 70 8 9 100
Abundance #257: Guanidine s e R Rmam
43.0 59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 6.75%
5000
2?0
| 1 |
m/z--> 20 30 40 50 60 70 80 9 100 ' 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111618\
Data File : BG038045.D

Aca On : 16 Nov 2018 22:34

Operator : JU/SJ

Sample : PB114870BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 unknown7.61 Concentration Rank 1

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

7.61 100.71 ng 1346960 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 735 (7.607 min): BG038045.D (-728) (-) m/z 132.00 100.00%
132.0
5000 68.0
200 540 % s | o 7k 70 750 5b
e B m/z 68.00 43.41%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR AR AN RS
7.20 7.40 7.60 7.80 8.00
310 510 m/z 133.90 31.41%
n ||.,.!.J,....,J...,..'.,....,....,....
m/z--> 20 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
720 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 29.34%
41.0 97.0
‘ ‘ 117.0
"“i“' .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e R maa
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.61%
74.0
5000 98.0 116.0
SN | ST ﬂ“,. A rm‘--‘jw i 1980 %8?|0l L NN G
m/z--> 40 60 80 100 120 140 160 180 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111618\
Data File : BG038045.D

Acq On : 16 Nov 2018 22:34

Operator : JU/SJ

Sample : PB114870BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_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... 5.17 4.8 ng 64871 1 8.08 267486 20.0
unknown7 .61 7.61 100.7 ng 1346960 1 8.08 267486 20.0
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