LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021617\
Data File : BF092985.D

Acq On : 16 Feb 2017 17:13

Operator : SJ/MA

Sample - PB96992BL

Misc :

ALS Vial : 3 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-BF013017 .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

5.036 255 258 268 rBV 776663 1071354 26.43% 3.259%
5.459 292 295 298 rBV 3297260 3250737 80.20% 9.888%
rBvV 3332521 3371638 83.18% 10.256%
6.625 395 397 400 rBV 3009145 3183988 78.55% 9.685%
6.853 415 417 420 rBvV 599080 775507 19.13% 2.359%
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7.013 429 431 434 rBV 2525976 2496287 61.59% 7.593%
7.425 464 467 469 rBV 2148843 2043206 50.41% 6.215%
8.145 527 530 532 rBV 1154321 1107571 27.33% 3.369%
9.219 621 624 626 rBVY 3817120 3954037 97.55% 12.028%
9.893 680 683 685 rBVY 1333722 1266489 31.25% 3.853%

=
QO ~NO®

11 10.682 749 752 754 rBV 2044736 2250809 55.53% 6.847%
12 11.368 810 812 815 rBV 1023104 1246418 30.75% 3.791%
13 12.957 948 951 954 rBV 3149143 4053258 100.00% 12.330%
14 14.008 1040 1043 1045 rBV 1535800 1407238 34.72% 4.281%

15 14.774 1107 1110 1115 rVB3 28273 55989 1.38% 0.170%

16 15.437 1165 1168 1171 rBVY 1033668 1296336 31.98% 3.943%

17 16.351 1245 1248 1255 rVB4 19190 43532 1.07% 0.132%
Sum of corrected areas: 32874394
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
Data File : BF092985.D

Acq On : 16 Feb 2017 17:13

Operator : SJ/MA

Sample - PB96992BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF092985.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
Data File : BF092985.D

Acq On : 16 Feb 2017 17:13

Operator : SJ/MA

Sample - PB96992BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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.

5.04 27.63 ng 1071350 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 258 (5.036 min): BF092985.D (-255) (-) m/z 43.05 100.00%
43
59
5000
101 480 500 520 540
sl sl e s | e 10 57520
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR AR LN LN I
59 480 500 520 5.40
m/z 101.10 17.04%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.10 15.67%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59 480 5.00 520 5.40
m/z 41.10 9.23%
5000
41
29 101
"'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021617\
Data File : BF092985.D

Acq On : 16 Feb 2017 17:13

Operator : SJ/MA

Sample - PB96992BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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 unknown6.62 Concentration Rank 1

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

6.62 82.11 ng 3183990 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 397 (6.625 min): BF092985.D (-395) (-) m/z 132.10 100.00%
5000 68
P 6% 610 660 680 750
AN W - N | N m/z 68.10 45.88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 A I I L
6.20 6.40 6.60 6.80 7.00
m/z 134.10 32.03%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 29.26%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl e EEA s maE R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 18.16%
5000 og 116
S n,m...“,.nh.,uh..h, W .- N 189 SN | G SN
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF021617\
Data File : BF092985.D

Acq On : 16 Feb 2017 17:13

Operator : SJ/MA

Sample - PB96992BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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... 5.04 27.6 ng 1071350 1 6.86 775507 20.0
unknown6 .62 6.62 82.1 ng 3183990 1 6.86 775507 20.0
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