LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109182.D

Aca On : 20 Sep 2018 15:21

Operator : JU/SJ

Sample : PB113049BL

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 F\METHODS\8270-BF091418 .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 4.937 438 442 450 rBV 73348 100122 2.99% 0.356%
2 5.343 506 511 514 rBVY 2541574 2451440 73.13% 8.728%
3 6.354 678 683 686 rBY 2428222 2575727 76.84% 9.170%
4 6.490 701 706 709 rBVY 2812497 2610767 77 .89% 9.295%
5 6.719 741 745 748 rBVY 1160958 917549 27.37% 3.267%

6.878 767 772 775 rBV 2261603 2095303 62.51% 7.460%
7.278 834 840 843 rBV 1707932 1661138 49.56% 5.914%
8.001 958 963 966 rBV 1333717 1213932 36.22% 4.322%
3462722 3199184 95.44% 11.390%
9.748 1255 1260 1264 rBV 1545824 1460723 43.58% 5.201%
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11 10.536 1388 1394 1410 rBV 1973166 1998609 59.62% 7.116%
12 11.225 1506 1511 1515 rBV 1611794 1560773 46.56% 5.557%
13 12.813 1776 1781 1784 rBV 3513066 3351996 100.00% 11.934%
14 13.854 1953 1958 1961 rBV 1633645 1489806 44.45% 5.304%

15 14.954 2140 2145 2148 rBVY 33729 36157 1.08% 0.129%

16 15.260 2191 2197 2202 rBVY 910121 1144537 34.14% 4_.075%

17 15.307 2202 2205 2211 rVB2 45785 60509 1.81% 0.215%

18 15.712 2268 2274 2280 rBVY 45570 62779 1.87% 0.224%

19 16.177 2347 2353 2362 rBV2 34621 60198 1.80% 0.214%

20 16.724 2440 2446 2453 rBV3 18818 36480 1.09% 0.130%
Sum of corrected areas: 28087729
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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 F\DATA\BF092018\

BF109182.D

20 Sep 2018 15:21

JussJ

PB113049BL

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109182.D

Aca On : 20 Sep 2018 15:21

Operator : JU/SJ

Sample : PB113049BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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.

4.94 2.18 ng 100122 1,4-Dichlorobenzene-d4 6.72
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 443 (4.943 min): BF109182.D (-438) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
83.0 | 4.60 4.80 5.00 5.20
o SERSEEESSSY S 1 FEEBSSSSRROY | OSSNV NS m/z 59.00 56.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I LS I R
59.0 460 480 500 520
m/z 101.10 20.78%
o o | 830 093,0'%}"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 4.80 500 520
5000 m/z 58.00 17.09%
20.0 101.0
ol B0 Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- s B R
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.28%
5000 41.0
31.0
69.0 870
15.0 M 11| svop||| ‘ 98.0
L U SR I SIS UL RIS S SULI S WAL ISR A R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092018\
Data File : BF109182.D

Aca On : 20 Sep 2018 15:21

Operator : JU/SJ

Sample : PB113049BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.49 Concentration Rank 1

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

6.49 56.91 ng 2610770 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 706 (6.490 min): BF109182.D (-701) (-) m/z 132.00 100.00%
132.0
5000 68.1
RS S R A
6.20 6.40 6.60 6.80
0 B E e m/z 68.10 43.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 )
5000 RS R R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.73%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 TS50 ok ko ko
5000 9go 1160 m/z 66.00 27 .05%
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #14395: 1,3,5-Trifluorobenzene e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.43%
5000
63.0 81.0
0 3]\-0 SQ'O\ m‘ Ly | ‘\ | 99'\0\11%0 |
mz-> 40 60 80 100 120 140 160 180 620 640 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092018\
Data File : BF109182.D

Acq On : 20 Sep 2018 15:21

Operator : JU/SJ

Sample : PB113049BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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... 4.94 2.2 ng 100122 1 6.72 917549 20.0
unknown6 .49 6.49 56.9 ng 2610770 1 6.72 917549 20.0
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