LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030918\
Data File : BG033081.D

Aca On : 9 Mar 2018 20:38

Operator : SJ/JU

Sample : PB107212BL

Misc :

ALS Vial : 12 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:\HPCHEM1I\BNA G\METHODS\8270-BG022118.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 5.814 424 430 438 rBV 38430 63165 2.46% 0.434%
2 6.325 509 517 531 rBV 731036 1266157 49.22% 8.703%
3 8.005 795 803 818 rBV 744623 1351840 52.55% 9.292%
4 8.416 866 873 888 rBV 704109 1308311 50.86% 8.993%
5 8.909 949 957 965 rBV 170272 313007 12.17% 2.151%

9.244 1006 1014 1024 rBV 527862 965749 37 .54% 6.638%
10.108 1152 1161 1172 rBV 427543 799330 31.07% 5.494%
11.794 1440 1448 1458 rBV 252189 471189 18.32% 3.239%
14.149 1842 1849 1860 rBV 1135732 1819166 70.72% 12.504%
15.524 2076 2083 2092 rVB2 383981 631733 24.56% 4.342%

=
QO ~NO®

11 16.992 2326 2333 2348 rBvV 521452 857466 33.33% 5.894%
12 18.250 2540 2547 2557 rBV 483090 751863 29.23% 5.168%
13 20.770 2970 2976 2988 rBV 1899770 2572306 100.00% 17.681%
14 22.603 3281 3288 3306 rBV 374180 757951 29.47% 5.210%
15 26.403 3923 3935 3961 rBvV2 133997 619445 24 .08% 4._.258%

Sum of corrected areas: 14548678
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG030918\

- BG033081.D

: 9 Mar 2018 20:38

- SJ/JU

- PB107212BL

- 12 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG022118.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG033081.D
1500000
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Abundance TIC: BG033081.D
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26.40
O T T T T T T T e e e e e e e e e e e e e e e e e e
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030918\
Data File : BG033081.D

Aca On : 9 Mar 2018 20:38

Operator : SJ/JU

Sample : PB107212BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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.

5.81 4.04 ng 63165 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 429 (5.808 min): BG033081.D (-424) (-) m/z 43.05 100.00%
a3
5000 o9
101 540 560 580 6.00 6.20
bS8l sl e | n/z 59.05  51.74%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ULRRRE LR SRS LR L
540 560 5.80 6.00 6.20
59 101 m/z 58.05 15.56%
0 21 3p 38 | 48 53 ‘ 67 72 77 83 91 96,
mz-> 20 30 40 50 60 70 80 90 100 110
Abundance
43
540 560 5.80 6.00 6.20
5000 57 m/z 101.05 12.14%
29
101
38 50 78
R S L S SO LU SR SR WL
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #4119: BUtyl aldoxime, 3—methy|—, syn- | L BRI LA L N L
50 540 560 5.80 6.00 6.20
m/z 41.05 8.67%
41
5000
86
o l4e 54 | P | 101
m/z--> 20 30 40 50 60 70 80 9 100 110 540 560 5.80 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG030918\
Data File : BG033081.D

Aca On : 9 Mar 2018 20:38

Operator : SJ/JU

Sample : PB107212BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_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 unknown8.42 Concentration Rank 1

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

8.42 83.60 ng 1308310 1,4-Dichlorobenzene-d4 8.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 874 (8.422 min): BG033081.D (-866) (-) m/z 131.95 100.00%
132
5000 68 A
40 % 800 820 8.40 8.60 8.80
vl e | 308
o} i o L S A I B m/z 68.05 42 _.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 R RS UL RN R
8.00 8.20 8.40 860 8.80
33 44 105 m/z 133.95 33.06%
o e | e
0 ”'I"'W"h'k”h'l"”l'hyﬁ""I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
800 820 8.40 8.60 8.80
5000 m/z 66.05 27 .61%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl . S B R
57 132 800 820 8.40 8.60 8.80

m/z 69.05 16.54%

74
116
5000 98 /\
0 n ‘h N M\ ‘ L 158 189

m/z--> 20 40 100 120 140 160 180 8. OO 8.20 8. 40 8.60 8.80

8270-BG022118.M Mon Mar 12 14:01:43 2018

Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG030918\
Data File : BG033081.D

Acq On : 9 Mar 2018 20:38

Operator : SJ/JU

Sample : PB107212BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118_.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... 5.81 4.0 ng 63165 1 8.91 313007 20.0
unknown8 .42 8.42 83.6 ng 1308310 1 8.91 313007 20.0
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