LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG042117\

Data File : BG026698.D

Aca On - 21 Aor 2017 22:49 Instrument :
Operator : SJ/MA BNA_G

Sample - 12782-09 ClientSampleld :
Misc - HW-10-42017
ALS Vial : 12 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-BG041817.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

5.127 339 347 355 rBV 329655 514138 4_.59% 1.191%
5.615 423 430 440 rBvV 373704 622992 5.57% 1.443%
rBv 210870 409670 3.66% 0.949%
7.572 755 763 776 rBV 764013 1349146 12.05% 3.126%
8.030 834 841 851 rBV 527025 892912 7.98% 2.069%
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8.353 888 896 906 rBV 1999251 3394364 30.33% 7.864%
9.187 1029 1038 1049 rBV 1415909 2511050 22.44% 5.817%
10.827 1310 1317 1330 rVB 751181 1349677 12.06% 3.127%
13.265 1725 1732 1745 rBV 4529704 7103478 63.47% 16.457%
14.587 1950 1957 1960 rBV 87397 151782 1.36% 0.352%

=
QO ~NO®

11 14.640 1960 1966 1978 rVB2 1237955 2030123 18.14% 4_.703%
12 16.120 2211 2218 2230 rBV 1126738 1920318 17.16% 4._.449%
13 16.391 2260 2264 2272 rVB 64115 121913 1.09% 0.282%
14 17.372 2424 2431 2438 rBV 1857498 2798643 25.01% 6.484%
15 19.969 2867 2873 2883 rBV 8152564 11191800 100.00% 25.928%

16 21.614 3147 3153 3167 rVB 2030087 3376561 30.17% 7.822%
17 24.787 3683 3693 3711 rVB2 1234461 3426430 30.62% 7.938%

Sum of corrected areas: 43164997
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\Data\BG042117\
Data File : BG026698.D

Aca On - 21 Aor 2017 22:49

Operator : SJ/MA

Sample - 12782-09

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG041817 .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: BG026698.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG042117\
Data File : BG026698.D

Aca On : 21 Apr 2017 22:49

Operator : SJ/MA

Sample : 12782-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041817_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.

5.13 11.52 ng 514138 1,4-Dichlorobenzene-d4 8.03
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 27
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 347 (5.127 min): BG026698.D (-339) (-) m/z 43.10 100.00%
4B g
5000
480 500 520 540
m/z 59.10 82.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 32.03%
15 4 101
‘ 1 ‘ ' 51 Il 83 Il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43
480 500 520 540
0
5000 101 m/z 58.05 21.12%
28 59
70 84
15 51
mmmmmmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 j\p
Abundance #4425: Butane, 1-ethoxy- S R Raa R e A
59 4.80 5.00 5.20 5.40
31 m/z 41.10 8.41%
5000 41
73
1\5 ‘ [ 51 \‘ , ‘ 87 102
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG042117\
Data File : BG026698.D

Aca On : 21 Apr 2017 22:49

Operator : SJ/MA

Sample : 12782-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041817_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 unknown7.57 Concentration Rank 2

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

7.57 30.22 ng 1349150 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 763 (7.572 min): BG026698.D (-755) (-) m/z 132.10 100.00%
5000
96 L0 700 760 780 80
40 54 7.20 7.40 7.60 7.80 8.00
....;--..:-.,:|-.|.'.7?....|,’n.°.6..,.. b8 Tm/z  68.10  32.90%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R S UL R
720 7.0 7.60 7.80 8.00
m/z 134.10 32.72%
31
""\lw'l"'j?'”'l""l"“l""l"”l""l"”
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 20.07%
41 97
53
79 117
107
miz--> 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propionyl —Fr—r e
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.10 12 _.55%
5000 98 116 j\\
N n,m.. hlllﬂ .,mt.‘u,..“‘.,...%5?...., }??II o A N A U ——
m/z--> 40 100 120 140 160 180 200 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\Data\BG042117\
Data File : BG026698.D

Acq On 21 Apr 2017 22:49

Operator : SJ/MA

Sample : 12782-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041817 .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... 5.13 11.5 ng 514138 1 8.03 892912 20.0
unknown? .57 7.57 30.2 ng 1349150 1 8.03 892912 20.0
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