LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027225.D

Aca On : 5 Jun 2017 23:11

Operator : SJ/MA

Sample = PB99436BL

Misc :

ALS Vial : 18 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:\HPCHEM1\BNA G\METHODS\8270-BG060517.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

5.715 338 345 357 rBV 88955 153996 3.08% 0.654%
6.150 411 419 430 rBV 1057147 1842111 36.80% 7.822%
rBvV 1086904 1984931 39.66% 8.428%
8.101 743 751 761 rBV 1028023 1904799 38.06% 8.088%
8.571 822 831 840 rVB 168479 306878 6.13% 1.303%
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8.900 877 887 897 rVB 689257 1321536 26.40% 5.611%
9.734 1019 1029 1039 rBvV 559683 1044615 20.87% 4._.436%
11.391 1303 1311 1321 rVB 257652 493906 9.87% 2.097%
13.782 1710 1718 1725 rBVY 1838371 3065526 61.25% 13.016%
15.151 1944 1951 1959 rBV2 436222 739954 14.78% 3.142%

=
QO ~NO®

11 16.632 2196 2203 2218 rBV 1488108 2456198 49.07% 10.429%
12 17.901 2413 2419 2427 rBV2 599860 987273 19.73% 4.192%
13 20.486 2852 2859 2865 rBV 3602107 5005117 100.00% 21.252%
14 22.296 3160 3167 3178 rVB 605182 1159082 23.16% 4.922%
15 26.003 3789 3798 3813 rVB2 342467 1085268 21.68% 4.608%

Sum of corrected areas: 23551190
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060517\
Data File : BG027225.D

Aca On : 5 Jun 2017 23:11

Operator : SJ/MA

Sample = PB99436BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG027225.D
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Abundance TIC: BG027225.D

3500000

3000000
2500000
2000000
1500000

1000000
26.00

500000 j\

e

Time--> 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\BG060517\
Data File : BG027225.D

Aca On : 5 Jun 2017 23:11

Operator : SJ/MA

Sample = PB99436BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.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.

5.72 10.04 ng 153996 1,4-Dichlorobenzene-d4 8.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. l-ethoxv-2-methvl- 102 C6H140 000627-02-1 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 346 (5.721 min): BG027225.D (-338) (-) m/z 43.00 100.00%
43.0
59.0
5000
o0 40 560 580 600
83.0 : : : :
o....,....','...-!|,....,~....~,|....,....,....,....,....,29‘?-?. m/z 59.00 60.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR LR LR R
5.40 5.60 5.80 6.00
59.0 m/z 101.00 20.38%
270 H g0 1010
0:::::“:”::”3::‘:||||‘||||‘||||||||||||||||||||||||
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
'5.40 560 580 6.00
5000 m/z 58.00 16.65%
41.0
102.0
15.0
G T U I UL B WAL B W LI WL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime
43.0 540 5.60 5.80 6.00
m/z 41.00 9.18%
5000
101.0
ol 180 | 600 840
m/z--> 20 40 60 80 100 120 140 160 180 200 5.40 5.60 5.80 6.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\HPCHEM1I\BNA G\DATA\BGO060517\

BG027225.D

5 Jun 2017 23:11
SJ/MA

PB99436BL

18 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

LSCINT.P

Z:\HPCHEM1\BNA G\METHODS\8270-BG060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number

R.T.

EstConc

2 unknown8.10

Relative to ISTD

8.10 124.

Hit# of 5

14 ng

Tentative ID

1904800

1,4-Dichlorobenzene-d4

1 3-Chloro-

6-fluoro-pvrazine

2 Tranvlcvpromine-propionvl

3 1-Methvlopvrrololl.2-alpvrazine

4 2H-Cvclopentaldlpvridazine.

132 C4H2CIFN2
189 C12H15N0O
132 C8H8N2

2-me... 132 C8H8N2

1000146-10-7 16
1000123-86-3 10
064608-59-9 9
022291-85-6 9

5 Xenon 132 Xe 007440-63-3 9
Abundance Scan 751 (8.101 min): BG027225.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 IIIIIIIIIIIIIIIIIIII
40.0 | 115.0 J 207.0 7.80 8.00 8.20 8.40
o LA I o e o o B o B e B m/z 68.00 43.84%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LA L L L L LB B |
7.80 8.00 8.20 8.40
0
310 510 m/z 134.00 33.00%
0 ‘ [l H | ‘ !
”..,.”.,...w....“...,... T
m/z--> 40 80 100 120 140 160 180 200
Abundance
57.0 132.0
R R EEEE S ey ]
74.0 7.80 8.00 8.20 8.40
5000 ggo 1160 m/z 66.00 28.49%
158.0 189.0
L T S o e
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine e
132.0 7.80 8.00 8.20 8.40
m/z 69.00 17.55%
5000
104.0
39.0
o....w,..w.,w“..?ﬂ’,‘.’...,.‘...,.. e — AR G 1 —
m/z--> 40 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060517\
Data File : BG027225.D

Acq On : 5 Jun 2017 23:11

Operator : SJ/MA

Sample - PB99436BL

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060517 .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... 5.72 10.0 ng 153996 1 8.57 306878 20.0
unknown8.10 8.10 124.1 ng 1904800 1 8.57 306878 20.0
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