LSC Area Percent Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085350.D

Acq On : 10 Mar 2016 23:21

Operator : UM/SJ

Sample : H1744-04

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-BF030316.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 5.133 246 249 254 rVB 61189 94846 2.56% 0.397%
2 5.533 282 284 287 rBV 1439591 1522945 41.12% 6.369%
3 6.562 371 374 376 rBVY 745219 930133 25.11% 3.890%
4 6.699 384 386 389 rBV 2078305 2904905 78.43% 12.148%
5 6.939 404 407 409 rBV 1056889 869616 23.48% 3.637%

7.099 418 421 423 rVB 3086647 2939252 79.36% 12.291%
7.499 453 456 459 rBV 1993655 2103812 56.80% 8.798%
8.219 517 519 522 rBV 947654 996856 26.91% 4.169%
3092960 3703847 100.00% 15.489%
9.979 670 673 675 rBV 1049244 907124 24.49% 3.793%
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11 10.768 739 742 744 rBV 2020167 1922802 51.91% 8.041%
12 11.465 801 803 805 rBvV 890533 801008 21.63% 3.350%
13 12.014 849 851 860 rvB2 22731 43651 1.18% 0.183%
14 13.054 939 942 944 rBV 2246105 2821780 76.19% 11.800%
15 14.105 1031 1034 1036 rBV 462926 650264 17.56% 2.719%

16 15.568 1158 1162 1164 rBV 443504 700568 18.91% 2.930%

Sum of corrected areas: 23913409
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LSC Report - Integrated Chromatogram

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085350.D

Acq On : 10 Mar 2016 23:21

Operator : UM/SJ

Sample : H1744-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085350.D
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085350.D

Acq On : 10 Mar 2016 23:21

Operator : UM/SJ

Sample : H1744-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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.

5.13 2.18 ng 94846 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 12

Abundance Scan 249 (5.133 min): BF085350.D (-246) (-) m/z 43.05 100.00%
43
59
5000
101
| 51 83 4.80 5.00 5.20 5.40 :
R T s e A I e L L e m/z 59.10 63.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR RS RN A
4.80 500 5.20 5.40
59 m/z 101.10 26.27%
21 37 53 ‘ 67 77 83 a1 }?1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540
0
5000 101 m/z 58.10 18.42%
28 59
70 84
15 53 78 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3950: 2,3-Butanedione, monooxime A e A
43 4.80 5.00 5.20 5.40
m/z 41.10 10.95%
5000
101
15 58
\ 28 g7l 1 | 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085350.D

Acq On : 10 Mar 2016 23:21

Operator : UM/SJ

Sample : H1744-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknown6.70 Concentration Rank 2

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

6.70 66.81 ng 2904910 1,4-Dichlorobenzene-d4 6.94
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 Benzene, 1l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 386 (6.699 min): BF085350.D (-384) (-) m/z 132.10 100.00%
5000 68
9 R IR A LN
40 54 - 06 6.40 6.60 6.80 7.00
m/z 68.10 46.04%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R I L L
6.40 6.60 6.80 7.00
m/z 134.10 31.66%
31 51
"'I"MNH'H'I"'j?"'W""I""I”"I""I"”
m/z--> 20 40 6 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 28.59%
158 189
miz--> 20 40 60 80 100 120 140 160 180
Abundance #13608: Benzene, 1-ethenyl-3,5-dimethy!l- A
132 6.40 6.60 6.80 7.00
117 m/z 69.10 18.46%
5000
39 51 65 77 o
T }?I ?7' e |""|""|1??"|' ““' N SN ISR SR S LR
m/z--> 20 40 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 : S:\HPCHEM1\BNA_F\DATA\BF031016\
Data File : BF085350.D

Acq On : 10 Mar 2016 23:21

Operator : UM/SJ

Sample : H1744-04

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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... 5.13 2.2 ng 94846 1 6.94 869616 20.0
unknown6.70 6.70 66.8 ng 2904910 1 6.94 869616 20.0
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