LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040915\
Data File : BG016307.D

Aca On : 10 Apr 2015 2:37

Operator : TP/1Z

Sample : PB82581BL

Misc :

ALS Vial : 17 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-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 heiaht area % max. total
1 2.794 13 18 23 rBv2 28967 48580 1.37% 0.243%
2 4.810 355 361 369 rBV 127083 168601 4_.75% 0.842%
3 5.286 434 442 454 rBV 1172046 1652132 46.50% 8.255%
4 6.884 706 714 725 rBVY 1235845 1855430 52.22% 9.270%
5 7.236 766 774 783 rBVY 1148415 1826235 51.40% 9.124%

7.695 843 852 864 rBvV 215845 338259 9.52% 1.690%
8.018 900 907 916 rVB 797124 1259203 35.44% 6.291%
8.852 1038 1049 1059 rBvV 661380 1034072 29.11% 5.167%
10.485 1319 1327 1333 rBVY 320771 524918 14.77% 2.623%
12.959 1741 1748 1754 rBV 1666213 2419675 68.11% 12.090%

=
QO ~NO®

11 14.334 1976 1982 1989 rBV2 491092 727135 20.47% 3.633%
12 15.826 2229 2236 2250 rBV 1135318 1607586 45.25% 8.032%
13 17.078 2443 2449 2454 rBV 673473 918876 25.86% 4_.591%
14 19.704 2890 2896 2907 rBV 2915344 3552792 100.00% 17.751%
15 21.255 3153 3160 3165 rBvV 748261 985450 27.74% 4.924%

16 22.806 3419 3424 3429 rBV5 26148 46795 1.32% 0.234%

17 23.376 3516 3521 3532 rVB6 32064 63832 1.80% 0.319%

18 23.494 3534 3541 3552 rVvVv2 502209 930000 26.18% 4.647%

19 24.028 3627 3632 3639 rVB2 27562 55104 1.55% 0.275%
Sum of corrected areas: 20014675
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040915\
Data File : BG016307.D

Aca On : 10 Apr 2015 2:37

Operator : TP/1Z

Sample : PB82581BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG016307.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040915\
Data File : BG016307.D

Aca On : 10 Apr 2015 2:37

Operator : TP/1Z

Sample : PB82581BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.81 9.97 ng 168601 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
4 Acetone 58 C3H60 000067-64-1 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 361 (4.810 min): BG016307.D (-355) (-) m/z 43.10 100.00%
a3
59
5000
101
51 | 83 440 4.60 4.80 5.00 5.20
1 - Rees mosn s N m/z 59.10 65.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRI SRR UL RN R
440 4.60 4.80 5.00 5.20
59 101 m/z 101.10 27.44%
o 2035 | NI
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
440 460 480 500 5.20
5000 M m/z 58.05 19.37%
68
o 50 126 142
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38492: 1,8-Nonanediol, 8-methy!- R BAREEEEEs e o
59 440 4.60 4.80 5.00 5.20
m/z 41.10 7.74%
5000
43
o I 123 141 159
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040915\
Data File : BG016307.D

Aca On : 10 Apr 2015 2:37

Operator : TP/1Z

Sample : PB82581BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.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 3 unknown7.24 Concentration Rank 1

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

7.24 107.98 ng 1826240 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 30
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 775 (7.242 min): BG016307.D (-766) (-) m/z 132.00 100.00%
5000 68
40 54 7 % 105 11e J 7.0 720 7.40 7.60
o AL e | weus . m/z 68.10 36.11%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL L AU U
7.00 7.20 7.40 7.60
2 51 78 m/z 134.00 34.01%
0= 'JMI'H'l'l*'l""l“"'l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
7.0 720 7.40 7.60
5000 67 m/z 66.10 22.30%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl i
57 132 7.00 7.20 7.40 7.60
24 m/z 69.10 13.44%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, AR | S
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040915\
Data File : BG016307.D

Acq On = 10 Apr 2015 2:37

Operator : TP/1Z

Sample - PB82581BL

Misc :

ALS Vial : 17 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]
2-Pentanone, 4-hy... 4.81 10.0 ng 168601 1 7.69 338259 20.0
unknown? .24 7.24 108.0 ng 1826240 1 7.69 338259 20.0
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