LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041615\
Data File : BG016463.D

Acq On : 16 Apr 2015 19:41

Operator : TP/1Z

Sample - PB82807BL

Misc :

ALS Vial : 8 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-BG040615.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

2.747 6 10 22 rVB3 23469 49999 1.81% 0.325%
4.774 349 355 361 rBvV 112097 148322 5.37% 0.964%
rBv 903279 1268048 45.91% 8.243%
6.854 702 709 718 rBV 896067 1328540 48.10% 8.636%
7.201 760 768 778 rBV 891485 1383802 50.10% 8.995%
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7.659 840 846 853 rVB 194505 295163 10.69% 1.919%
7.976 893 900 910 rVvB 665093 1040021 37.65% 6.761%
8.817 1036 1043 1054 rBV 489296 786645 28.48% 5.114%
10.444 1313 1320 1328 rBVY 267779 427198 15.47% 2.777%
12.924 1735 1742 1751 rBV 1261503 1803596 65.30% 11.724%

=
QO ~NO®

11 14.304 1971 1977 1985 rBV2 367932 563326 20.39% 3.662%
12 15.797 2224 2231 2242 rBV 848769 1202315 43.53% 7.816%
13 17.042 2437 2443 2453 rVB2 508235 708022 25.63% 4.603%
14 19.674 2885 2891 2900 rBV 2172967 2762220 100.00% 17.956%
15 21.226 3150 3155 3165 rBV 664588 821328 29.73% 5.339%

16 23.458 3528 3535 3544 rBV 422514 794825 28.77% 5.167%

Sum of corrected areas: 15383370
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG041615\

BG016463.D

16 Apr 2015 19:41

TP/1Z

PB82807BL

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041615\
Data File : BG016463.D

Acq On : 16 Apr 2015 19:41

Operator : TP/1Z

Sample - PB82807BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown4.77 Concentration Rank 3

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

4.77 10.05 ng 148322 1,4-Dichlorobenzene-d4 7.66
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 40
3 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 Propanamide, N-ethyl- 101 C5H11NO 005129-72-6 10

Abundance Scan 354 (4.768 min): BG016463.D (-349) (-) m/z 43.10 100.00%
a3
59
5000
101
83 440 4.60 4.80 5.00 5.20
e e ool 89 "m/z 59.10  68.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
5000 101 440 460 480 500 520
28 59 m/z 101.10 28.89%
70 84
...,..1“?.,..H.‘l....q‘.:..,?ﬁ”‘l:‘i....l.‘..7.8,.‘l..,.?“?.,;...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
440 460 480 500 520
5000 5 m/z 58.05 19.77%
15 101
25 31 37 53 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4387: Propane, 1-ethoxy-2-methyl-
31 59 4.40 4.60 4.80 5.00 5.20
m/z 41.10 9.02%
5000
41
25, “‘\‘47 53] | B gy 12
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041615\
Data File : BG016463.D

Acq On : 16 Apr 2015 19:41

Operator : TP/1Z

Sample - PB82807BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3 unknown7.20 Concentration Rank 1

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

7.20 93.77 ng 1383800 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 768 (7.201 min): BG016463.D (-760) (-) m/z 132.00 100.00%
5000
68
| % J 6.80 7.00 7.20 7.40 7.60
40 54 : : : : :
el {7 87 L AOWS W “m/z 68.10  35.15%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A L IR L
6.80 7.00 7.20 7.40 7.60
21 51 78 m/z 134.00 33.57%
‘ L H | L
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 21.30%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 13.43%
5000 og 0
N ...,....,.?% . WQ7.M‘. A 188 189 /8 U A VN
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041615\
Data File : BG016463.D

Acq On : 16 Apr 2015 19:41

Operator : TP/1Z

Sample - PB82807BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown4 .77 4.77 10.1 ng 148322 1 7.66 295163 20.0
unknown?7 .20 7.20 93.8 ng 1383800 1 7.66 295163 20.0
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