LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032959.D

Aca On : 2 Mar 2018 23:32

Operator : SJ/JU

Sample : PB107014BL

Misc :

ALS Vial : 14 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

5.820 424 431 441 rBV2 55812 92117 2.39% 0.477%
6.325 510 517 530 rBV 765338 1341282 34.75% 6.943%
rBv 777688 1428826 37.02% 7.396%
8.423 865 874 886 rBV 757370 1399076 36.25% 7.242%
8.916 950 958 967 rVB 202069 361648 9.37% 1.872%
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9.251 1007 1015 1024 rBV 840817 1535815 39.79% 7.950%
10.114 1152 1162 1171 rBV 672144 1243512 32.22% 6.437%
11.800 1441 1449 1459 rVB 286271 528199 13.68% 2.734%
14.162 1843 1851 1858 rBV 1726779 2814863 72.93% 14.571%
15.531 2077 2084 2093 rVB2 431138 712865 18.47% 3.690%

=
QO ~NO®

11 16.999 2327 2334 2351 rBV 837976 1322442 34.26% 6.846%
12 18.256 2541 2548 2558 rBV2 575458 883199 22.88% 4.572%
13 20.776 2971 2977 2985 rBV 2884990 3859941 100.00% 19.981%
14 22.615 3281 3290 3305 rBV2 475273 941757 24 .40% 4_875%
15 26.422 3921 3938 3951 rBV 237167 852293 22.08% 4.412%

Sum of corrected areas: 19317835
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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:\HPCHEM1I\BNA G\DATA\BG030218\
BG032959.D
2 Mar 2018 23:32
SJ/JU
PB107014BL

14 Sample Multiplier: 1

hod
le

= Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
ry : C:\Database\NIST11.L
ration Parameters: LSCINT.P

Abundance
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2000000

1500000
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TIC: BG032959.D

801 8.42 5% 10.11

8.92 11.80

5.82
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Time-->
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TIC: BG032959.D

20178

14.16

17.00

18.26
15.53 22.62

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

2500000

2000000

1500000

1000000

500000

TIC: BG032959.D

26.42

0

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 : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032959.D

Aca On : 2 Mar 2018 23:32

Operator : SJ/JU

Sample : PB107014BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG022118.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.82 5.09 ng 92117 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 28
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 17
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 431 (5.820 min): BG032959.D (-424) (-) m/z 43.05 100.00%
43
59
5000
o | o 1‘|’1 540 560 580 6.00 6.20
O i e m/z 59.05 55.68%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRI SRR U RN
540 5.60 5.80 6.00 6.20
m/z 58.05 19.96%
15 31 101
o | 25 7 37, 53 83
miz--> e A e A A AR A
Abundance
59
540 560 580 6.00 6.20
5000 m/z 101.05 15.92%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- T B e
59 540 5.60 5.80 6.00 6.20
m/z 41.05 7.50%
5000
a1 101
0 15 ! 3\1 ! ‘ N 53\\ 69 8\3
m/z--> 10 20 30 40 50 6|O 7'0 80 90 100 110 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG030218\
Data File : BG032959.D

Aca On : 2 Mar 2018 23:32

Operator : SJ/JU

Sample : PB107014BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA G\METHODS\8270-BG022118_.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 unknown8.42 Concentration Rank 2

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

8.42 77.37 ng 1399080 1,4-Dichlorobenzene-d4 8.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 874 (8.423 min): BG032959.D (-865) (-) m/z 131.95 100.00%
5000 68
20 96 RS SRS RAREE RS LA
54 7 o7 5 8.00 8.20 8.40 8.60 8.80
o} B B o o m/z 68.05 41.28%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AL L RN R
8.00 8.20 8.40 8.60 8.80
2 51 78 m/z 133.95 33.21%
0 ‘ b1 H 1 . !
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
8.00 820 840 8.60 8.80
5000 67 m/z 66.05 26.66%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl LB e e e
57 132 8.00 8.20 8.40 8.60 8.80
24 m/z 69.05 16.49%
5000 og M°
o I 89%‘;,&97,\,\",,“_ s 8 N A W
m/z--> 40 60 80 100 120 140 160 180 800 820 840 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG030218\
Data File : BG032959.D

Acq On : 2 Mar 2018 23:32

Operator : SJ/JU

Sample : PB107014BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG022118.M
Quant Title : 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... 5.82 5.1 ng 92117 1 8.92 361648 20.0
unknown8 .42 8.42 77.4 ng 1399080 1 8.92 361648 20.0
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