LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091118\
Data File : BG036672.D

Aca On : 12 Sep 2018 1:19

Operator : JU/SJ

Sample : PB112760BL

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-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

5.157 312 318 328 rBV 126371 186183 3.52% 0.865%
5.621 390 397 410 rBV 818926 1296161 24.48% 6.024%
rBv 848264 1446059 27.31% 6.720%
7.584 723 731 743 rBV 780858 1340043 25.31% 6.228%
8.054 804 811 819 rVB 206693 342569 6.47% 1.592%
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8.377 857 866 874 rBV 849815 1458044 27 .54% 6.776%
9.211 1000 1008 1017 rBV 711129 1273382 24.05% 5.918%
10.856 1279 1288 1297 rBV 282846 501170 9.47% 2.329%
13.300 1697 1704 1717 rBV 2025171 3130097 59.12% 14.546%
14.675 1931 1938 1947 rBV2 471701 741198 14.00% 3.445%

=
QO ~NO®

11 16.162 2184 2191 2201 rBV 924497 1470034 27.76% 6.832%
12 17.419 2398 2405 2415 rBV2 656669 987708 18.65% 4 _590%
13 20.028 2842 2849 2871 rBV 3897841 5294825 100.00% 24.606%
14 21.685 3123 3131 3147 rBV 640386 1157659 21.86% 5.380%
15 24.893 3663 3677 3692 rBvV2 243382 892897 16.86% 4_.150%

Sum of corrected areas: 21518029
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091118\
BG036672.D
12 Sep 2018
Ju/sJ

PB112760BL

1:19

17 Sample Multiplier: 1

hod
le

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry C:\Database\NIST11.L
ration Parameters: LSCINT.P
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TIC: BG036672.D
20.03

13.30

16.16
17.42 21.68

14.68

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
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3500000
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2500000
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TIC: BG036672.D

24.89
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091118\
Data File : BG036672.D

Aca On : 12 Sep 2018 1:19

Operator : JU/SJ

Sample : PB112760BL

Misc :

ALS Vial : 17 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 10.87 ng 186183 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 319 (5.163 min): BG036672.D (-312) (-) m/z 43.10 100.00%
43.1
59.1
5000
o 480 500 520 540
o...,....-,'...~.'~|,....8,3.'1...-,|....,....,....,....,....,297.-9. m/z 59.10  60.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS SRR LSRR
480 5.00 5.20 5.40
59.0 m/z 101.10 18.76%
27|'0 11l 83.0 1010
-ttt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
480 500 520 540
5000 m/z 58.10 16.79%
41.0
101.0
0"'?%p”hh'“m""P"'I”"I'”'I"”I""P"'I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 480 5.00 5.20 5.40
m/z 41.10 9.60%
5000 41.0
“ 87.0
0'%%?“h'wm'“ﬂi'k'|'L"|“"|"'w""|"“|""|“"
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091118\
Data File : BG036672.D

Aca On : 12 Sep 2018 1:19

Operator : JU/SJ

Sample : PB112760BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.58 Concentration Rank 2

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

7.58 78.23 ng 1340040 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 730 (7.578 min): BG036672.D (-723) (-) m/z 132.10 100.00%
13p.1
5000 68.1
400 541 %.1 J 720 7.40 7.60 7.80 8.00
01 R L s L o o LI m/z 68.10 47 .71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 L I L R
720 7.40 7.60 7.80 8.00
33.0 105.0 m/z 134.10 32.86%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 7.20 7.40 7.60 7.80 8.00
5000 980 1160 m/z 66.10 31.98%
0 |||||||||‘|‘|‘|‘|||‘M|||“|||H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dimethyl- A
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.73%
117.0
5000
91.0
ST A
0||‘|||‘|||“N||m|||“|||=||‘|‘||l‘|l“| T R L M
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\BG091118\
Data File : BG036672.D

Acq On : 12 Sep 2018 1:19

Operator : JU/SJ

Sample : PB112760BL

Misc :

ALS Vial : 17 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.16 10.9 ng 186183 1 8.05 342569 20.0
unknown7 .58 7.58 78.2 ng 1340040 1 8.05 342569 20.0
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