LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085127.D

Acq On : 2 Mar 2016 18:55

Operator : SJ/1Z

Sample : H1640-15

Misc :

ALS Vial : 23 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_F\METHODS\8270-BF030116.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
1 5.190 251 254 257 rBV 384433 411638 7.95% 1.173%
2 5.590 287 289 292 rBV 1593185 2193561 42.37% 6.250%
3 6.607 376 378 380 rBV 1764307 1410243 27.24%  4.018%
4 6.756 388 391 394 rBV 3841097 3727919 72.00% 10.622%
5 6.996 409 412 414 rVB 761281 961147 18.56% 2.738%

7.144 423 425 428 rVB 3027586 3705171 71.56% 10.557%
7.556 458 461 463 rBV 3352674 3446053 66.56% 9.818%
8.276 522 524 526 rVB 1650970 1348381 26.04% 3.842%
9.350 615 618 621 rBV 4828024 5177612 100.00% 14.752%
10.036 675 678 680 rBV 1290099 1398935 27.02% 3.986%

=
QO ~NO®

11 10.825 744 747 749 rBV 3007925 3520406 67.99% 10.030%
12 11.522 805 808 810 rBV 945940 1283136 24.78% 3.656%
13 11.579 810 813 815 rvB2 58341 69484 1.34% 0.198%
14 13.099 943 946 949 rBV 4217338 4490740 86.73% 12.795%
15 14.151 1036 1038 1041 rBV 1062424 931408 17.99% 2.654%

16 15.625 1164 1167 1170 rBV 660452 1021925 19.74% 2.912%

Sum of corrected areas: 35097759
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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_F\DATA\BF030216\

BF085127.D

2 Mar 2016 18:55

SJ/1Z

H1640-15

23 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF030116.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_F\DATA\BF030216\
Data File : BF085127.D

Acq On : 2 Mar 2016 18:55

Operator =: SJ/1Z

Sample : H1640-15

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.19 8.57 ng 411638 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 254 (5.190 min): BF085127.D (-251) (-) m/z 43.10 100.00%
43
59
5000
ot 480 500 520 540 560
83 : : : : :
o...,....,....,....',':...?.1.4.',...‘??....,.~...,....~,|....,....,....,....,...., m/z 59.10 56.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 GRS LS SR LR L
59 4.80 5.00 520 5.40 5.60
m/z 101.10 19.13%
15 31 101
Tl Ly 51 \‘ 83 .
S ) R R SR AN ARAR RRARA RAREA RARAN AARAN LALA RALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 560
5000 M m/z 58.10 15.94%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime s e R
43 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.80%
5000
101
15 3 | 8 6 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085127.D

Acq On : 2 Mar 2016 18:55

Operator =: SJ/1Z

Sample : H1640-15

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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 unknown6.76 Concentration Rank 1

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

6.76 77.57 ng 3727920 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 391 (6.756 min): BF085127.D (-388) (-) m/z 132.10 100.00%
132
5000 68
40 e J 6.40 6.60 680 7.00
54 : : : :
ol Trer |agsus | w/z 68.10  47.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR SN SRR
6.40 6.60 6.80 7.00
2 78 m/z 134.10 32.49%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.40 6.60 680 7.00
5000 gg 116 m/z 66.10 29.82%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R L
132 6.40 6.60 6.80 7.00
m/z 69.10 18.96%
117
5000
29 91
7 1R er ey )
0 |‘|||||‘|‘|l:::‘::ﬁ:||||‘|l‘||||||||||||| e R e
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085127.D

Acq On : 2 Mar 2016 18:55

Operator : SJ/1Z

Sample : H1640-15

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.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... 5.19 8.6 ng 411638 1 7.00 961147 20.0
unknown6 .76 6.76 77.6 ng 3727920 1 7.00 961147 20.0
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