LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035509.D

Aca On 29 Jun 2018 11:42

Operator : JU/SJ

Sample : PB110463BL

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-BG060718 .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

5.175 315 321 329 rVB 31835 49058 1.62% 0.405%
5.639 392 400 410 rBV 491102 769559 25.38% 6.361%
rBv 499081 868017 28.62% 7.174%
7.595 726 733 744 rBV 478975 813430 26.82% 6.723%
8.065 807 813 820 rVB 101134 172196 5.68% 1.423%
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8.383 860 867 878 rvVB 339139 599333 19.76% 4.954%
9.223 1001 1010 1024 rBV 289449 522932 17.24% 4.322%
10.867 1281 1290 1299 rBV 124615 238713 7.87% 1.973%
13.305 1696 1705 1717 rBV 910753 1361735 44.90% 11.255%
14.680 1932 1939 1948 rBV2 238847 387772 12.79% 3.205%

=
QO ~NO®

11 16.166 2185 2192 2205 rBV 810896 1188965 39.21% 9.827%
12 17.423 2400 2406 2415 rBV2 405136 596208 19.66% 4.928%
13 20.032 2843 2850 2858 rBV 2269653 3032674 100.00% 25.065%
14 21.688 3125 3132 3141 rBV 487750 796018 26.25% 6.579%
15 24.913 3669 3681 3694 rBvV2 251991 702393 23.16% 5.805%

Sum of corrected areas: 12099003
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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

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062918\

BG035509.D

29 Jun 2018 11:42

JussJ

PB110463BL

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035509.D

Aca On 29 Jun 2018 11:42

Operator : JU/SJ

Sample : PB110463BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_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.

5.18 5.70 ng 49058 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 50
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 28
3 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 23
4 2-Propanone. 1-cvclopropvl- 98 C6H100 004160-75-2 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 322 (5.181 min): BG035509.D (-315) (-) m/z 43.15 100.00%
431
5000
101.2 o] M
480 5.00 5.20 5.40 5.60
206.9 .
....,~||...'.',|....,....,-....,....,....,....4,0?? m/z 59.15  73.60%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS RN RN U L
480 5.00 5.20 5.40 5.60
m/z 101.15 25.33%
101.0
1%9w“|k"'ﬂ""l""l""|""|""|""|"
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43.0
480 500 520 540 5.60
0
5000 1010 m/z 58.15 15.05%
12.0
mz-> 0 50 100 150 200 250 300 350 400
Abundance #14316: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43.0 480 5.00 5.20 5.40 5.60
m/z 56.25 8.43%
5000
101.0
1%9M Hll ,,,|,43?P|, LY WAL UL UURLELEL SRR WU S N LS RS R
mz-> 0 50 100 150 200 250 300 350 400 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062918\
Data File : BG035509.D

Aca On 29 Jun 2018 11:42

Operator : JU/SJ

Sample : PB110463BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG060718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.60 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.60 94 .48 ng 813430 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 734 (7.601 min): BG035509.D (-726) (-) m/z 132.15 100.00%
132.2
5000 68.2
7.20 7.40 7.60 7.80 8.00
38 ll‘tﬂt....,.... e e s | m/z 68.15  48.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 I R IR L
7.20 7.40 7.60 7.80 8.00
310 ‘ m/z 134.15 34 .39%
m/z--> 50 100 150 200 250 300 350 400
Abundance
132.0
69.0 720 7.40 7.60 7.80 8.00
5000 m/z 66.15 33.67%
31.0
mz-> 50 100 150 200 250 300 350 400
Abundance #52379: Tranylcypromine-propionyl T
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.15 21.05%
5000 98.0
m/z--> 50 00 150 200 250 300 350 400 720 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\BG062918\
Data File : BG035509.D

Acq On 29 Jun 2018 11:42

Operator : JU/SJ

Sample : PB110463BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG060718_-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... 5.18 5.7 ng 49058 1 8.06 172196 20.0
unknown? .60 7.60 94.5 ng 813430 1 8.06 172196 20.0
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