LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042315\
Data File : BG016660.D

Aca On : 23 Apr 2015 19:43

Operator : TP/1Z

Sample - PB82889BL

Misc :

ALS Vial : 11 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-BG042315.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

4.706 338 343 352 rBV 203710 274175 9.19% 1.884%
5.194 420 426 436 rBvY 808683 1139775 38.20% 7.830%
rBv 800686 1192442 39.97% 8.192%
7.138 750 757 768 rBV 811443 1245132 41.74% 8.554%
7.597 829 835 843 rBvV 178356 265625 8.90% 1.825%
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7.914 882 889 899 rBvV 624720 968868 32.48% 6.656%
8.760 1024 1033 1047 rBvV 428280 696502 23.35% 4._.785%
10.382 1300 1309 1323 rBV 216865 375341 12.58% 2.579%
12.867 1725 1732 1746 rBV 1146967 1669443 55.96% 11.469%
14.248 1961 1967 1978 rBV2 295270 478972 16.05% 3.291%

=
QO ~NO®

11 15.746 2216 2222 2234 rBV 702932 1045600 35.05% 7.183%
12 16.991 2427 2434 2448 rBV 442730 637274 21.36% 4_.378%
13 19.630 2877 2883 2892 rBV 2453966 2983409 100.00% 20.496%
14 21.181 3142 3147 3155 rBV 674302 816145 27.36% 5.607%
15 23.384 3515 3522 3532 rBV 421451 767307 25.72% 5.271%

Sum of corrected areas: 14556010
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042315\
Data File : BG016660.D

Aca On : 23 Apr 2015 19:43

Operator : TP/I1Z

Sample : PB82889BL

Misc :

ALS Vial :© 11 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG042315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG016660.D
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Abundance TIC: BG016660.D
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Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BG016660.D
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Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042315\
Data File : BG016660.D

Aca On : 23 Apr 2015 19:43

Operator : TP/1Z

Sample - PB82889BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.71 20.64 ng 274175 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Guanidine 59 CH5N3 000113-00-8 38
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 32
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propanamide, N-ethyl- 101 C5H11NO 005129-72-6 9

Abundance Scan 344 (4.712 min): BG016660.D (-338) (-) m/z 43.10 100.00%
a3
59
5000
101
R B e e
83 4.40 4.60 4.80 5.00
e e D3l €9 7T T Tm/z 59.10 68.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R U R R L
4.40 4.60 4.80 5.00
59 m/z 101.10 35.06%
21 37 53 ‘ 67 77 83 a1 }?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43 59
440 460 480 500
5000 18 m/z 58.05 20.36%
28
12
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R RAREEEE R R
43 4.40 4.60 4.80 5.00
m/z 41.10 8.64%
5000 101
28 59
‘ 70 84
"'I'%?'I"lMW"' Nﬂ.l..,?ﬂlli....l.H.Zﬁ 'l"l'?§'|""|' RS AR RN LR SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042315\
Data File : BG016660.D

Aca On : 23 Apr 2015 19:43

Operator : TP/1Z

Sample - PB82889BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042315.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.14 Concentration Rank 1

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

7.14 93.75 ng 1245130 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 757 (7.138 min): BG016660.D (-750) (-) m/z 132.00 100.00%
5000
68
40 54 || 7 a7 105115 J '6.80 7.00 7.20 7.40
S S0 N TN N2 2 N | N m/z 68.10  33.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S AR RS AR AR
6.80 7.00 7.20 7.40
21 51 78 m/z 134.00 33.34%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.0
5000 67 m/z 66.10 20.86%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 13.25%
5000 og M°
SN -NM 8 .p®97.hq ol 158 ..,.1§?. N GRNNN GO
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042315\
Data File : BG016660.D

Acq On : 23 Apr 2015 19:43

Operator : TP/1Z

Sample - PB82889BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG042315_.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]
2-Pentanone, 4-hy... 4.71 20.6 ng 274175 1 7.60 265625 20.0
unknown?7 .14 7.14 93.8 ng 1245130 1 7.60 265625 20.0
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