LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032080.D

Acq On : 16 Jan 2018 21:45

Operator : SJ/JU

Sample : PB105700BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG011218_.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 height area % max. total

5.685 401 408 416 rBvV2 38182 63466 1.40% 0.328%
6.196 487 495 505 rBvV 761431 1294122 28.56% 6.697%
rBv 695870 1320477 29.14% 6.834%
8.276 841 849 862 rBV 760319 1427385 31.50% 7.387%
8.764 925 932 940 rBV 152101 283178 6.25% 1.465%
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9.105 982 990 1000 rBV 649603 1228018 27.10% 6.355%
9.962 1125 1136 1149 rBV 426254 813416 17.95% 4_.210%
11.649 1415 1423 1434 rBV 201061 374116 8.26% 1.936%
14.028 1820 1828 1841 rBV 1565526 2546907 56.21% 13.181%
15.397 2050 2061 2070 rBV2 340821 571239 12.61% 2.956%
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11 16.872 2304 2312 2326 rBV 1295706 2077193 45.84% 10.750%
12 18.129 2518 2526 2535 rBV2 496911 792282 17.48% 4._.100%
13 20.662 2951 2957 2969 rBV 3333360 4531394 100.00% 23.451%
14 22.465 3256 3264 3277 rBvV2 538059 1016700 22.44% 5.262%
15 26.179 3884 3896 3911 rBV 306209 983287 21.70% 5.089%

Sum of corrected areas: 19323180
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032080.D

Acq On : 16 Jan 2018 21:45

Operator : SJ/JU

Sample : PB105700BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG032080.D
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Abundance TIC: BG032080.D
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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 TIC: BG032080.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032080.D

Acq On : 16 Jan 2018 21:45

Operator : SJ/JU

Sample : PB105700BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 unknown5.69 Concentration Rank 3

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

5.69 4_.48 ng 63466 1,4-Dichlorobenzene-d4 8.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
3 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 38
4 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 28
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 16

Abundance Scan 409 (5.691 min): BG032080.D (-401) (-) m/z 43.05 100.00%
43
59
5000
i "5l 550 5h0 8bo
Oy 3 8 . m/z 59.10 64.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
5000 L IR UL UL
101 540 560 580 6.00
28 59 m/z 101.10 22 .85%
70 84
o...,..1“?.,..H.‘l....q‘.:..,?ﬁ”‘l:‘i....l.‘..7.8,.‘l..,.?‘L?.,;...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
5.0 560 580 6.00
5000 59 m/z 58.00 21.24%
o 25 31 37 83 g3 1%
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4488: Propane, 1-ethoxy-2-methyl-
31 59 5.40 5.60 5.80 6.00
m/z 41.00 11.98%
5000
41
0 25, “‘\‘47 53 73 g7 102
miz--> 10 20 30 40 50 60 70 8 90 100 110 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032080.D

Acq On : 16 Jan 2018 21:45

Operator : SJ/JU

Sample : PB105700BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
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 2 unknown8.28 Concentration Rank 1

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

8.28 100.81 ng 1427390 1,4-Dichlorobenzene-d4 8.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 25
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 850 (8.282 min): BG032080.D (-841) (-) m/z 132.00 100.00%
5000
68
5 L L e
40 54 75 104 8.00 8.20 8.40 8.60
o....,...::n:..“ﬁ::..,‘ﬁl-.',..':.,..5.‘?,..!.,.'!..,.1.1.5.,....,'...,.. m/z 134.00 33.23%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L S I R
8.00 8.20 8.40 8.60
3 78 m/z 68.10 32.82%
133
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
800 820 8.40 860
5000 67 m/z 66.10 22.20%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine P
132 8.00 8.20 8.40 8.60
m/z 69.10 15.13%
5000
33 44 g7 105
51 60 70 78 g “ 115
O S S o o T i R E A
m/z--> 30 40 50 6|0 70 8|O 90 100 110 120 130 140 800 820 840 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG011618\
Data File : BG032080.D

Acq On : 16 Jan 2018 21:45

Operator : SJ/JU

Sample : PB105700BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_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]
unknown5.69 5.69 4.5 ng 63466 1 8.76 283178 20.0
unknown8.28 8.28 100.8 ng 1427390 1 8.76 283178 20.0
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