LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090718\
Data File : BG036596.D

Aca On > 7 Sep 2018 14:25

Operator : JU/SJ

Sample : PB112677BL

Misc :

ALS Vial : 4 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-BG082318 .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

5.156 312 318 325 rBV 41364 62855 1.41% 0.287%
5.626 390 398 410 rBV 999315 1599279 35.93% 7.310%
rBvV 1082680 1820946 40.91% 8.323%
7.588 723 732 743 rBV 966631 1668818 37.49% 7.627%
8.058 804 812 820 rVB 194526 333985 7.50% 1.526%
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8.376 859 866 875 rBV 685633 1205205 27.08% 5.508%
9.216 1000 1009 1021 rBV 618845 1094718 24.59% 5.003%
10.861 1282 1289 1297 rBV 291781 513030 11.53% 2.345%
13.305 1697 1705 1719 rBV 1763430 2798362 62.87% 12.790%
14.680 1932 1939 1947 rBV2 515828 813403 18.27% 3.718%

=
QO ~NO®

11 16.166 2185 2192 2210 rBV 1237582 2030463 45.62% 9.280%
12 17.424 2399 2406 2417 rBV2 685336 1070110 24.04% 4.891%

13 19.721 2793 2797 2803 rBV 58592 64994 1.46% 0.297%
14 20.027 2843 2849 2860 rBV 3354785 4451182 100.00% 20.344%
15 20.761 2969 2974 2979 rBV 51201 61987 1.39% 0.283%

16 21.683 3125 3131 3141 rBV2 691221 1209876 27.18% 5.530%
17 24.897 3668 3678 3701 rBV2 304956 1080114 24.27% 4_.937%

Sum of corrected areas: 21879327
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090718\
Data File : BG036596.D

Aca On : 7 Sep 2018 14:25

Operator : JU/SJ

Sample : PB112677BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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: BG036596.D
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Abundance TIC: BG036596.D
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Time--> 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: BG036596.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090718\
Data File : BG036596.D

Aca On : 7 Sep 2018 14:25

Operator : JU/SJ

Sample : PB112677BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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.

5.16 3.76 ng 62855 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 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 10

Abundance Scan 319 (5.162 min): BG036596.D (-312) (-) m/z 43.10 100.00%
d.1
59.1
5000
101.1 R N AR RN
| 83.2 | 480 5.00 520 5.40
L o 1o O m/z 59.10 59.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R R L B
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 17.79%
el , 83.0 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 480 500 520 540
5000 m/z 58.10 16.46%
20.0 101.0
20 Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
54.0 480 5.00 520 5.40
m/z 41.10 7.67%
41.0
5000
86.0
500 | 890 \ 101.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090718\
Data File : BG036596.D

Aca On : 7 Sep 2018 14:25

Operator : JU/SJ

Sample : PB112677BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 99.93 ng 1668820 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 732 (7.588 min): BG036596.D (-723) (-) m/z 132.10 100.00%
13p.1
5000 68.1
%00 " o 7o 7h0 1o 75 800
e e e e e m/z 68.10 45 _85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile
132.0
5000 A L LR LR L
7.20 7.40 7.60 7.80 8.00
92.0 m/z 134.10 33.97%
65.0
39.0 117.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 720 7.40 7.60 7.80 8.00
5000 980 1160 m/z 66.10 30.20%
|||||||||||||‘|‘|‘|||‘M|||“|||H“||‘|‘| |‘H||||:|I-5|8|.(|)||||]:8|9.|0|
m/z--> 20 40 100 120 140 160 180
Abundance #14079. Benzene, 1-ethenyl-3,5-dimethyl- EREREE s e EE e e
132.0 7.20 7.40 7.60 7.80 8.00
117.0 m/z 69.10 18.18%
5000
39.0 65.0 .0
A?q""ﬁ"'l"”l""l”""W""I'”'I"" A L LR LR L
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090718\
Data File : BG036596.D

Acq On : 7 Sep 2018 14:25

Operator : JU/SJ

Sample : PB112677BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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]
2-Pentanone, 4-hy... 5.16 3.8 ng 62855 1 8.06 333985 20.0
unknown? .59 7.59 99.9 ng 1668820 1 8.06 333985 20.0
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