LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011817\
Data File : BF092353.D

Acq On : 18 Jan 2017 16:10

Operator : UM/SJ

Sample - PB96092BL

Misc :

ALS Vial : 13 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-BF122116.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

4._.656 248 251 264 rBV 1056049 2029992 35.12% 4.694%
5.136 290 293 295 rBV 3988947 4676308 80.91% 10.814%
rBV 4167387 4383169 75.84% 10.136%
6.313 394 396 399 rVB 4619059 4245337 73.45% 9.817%
6.542 414 416 419 rBV 1054173 915671 15.84% 2.117%
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6.702 427 430 432 rBV 2710929 3505610 60.65% 8.106%
7.113 463 466 469 rBV 2486887 2649049 45.83% 6.126%
7.833 526 529 531 rBV 1029400 1207243 20.89%% 2.792%
8.907 620 623 626 rBVY 5102614 5779658 100.00% 13.365%
9.570 679 681 684 rBV 1433440 1680768 29.08% 3.887%
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11 10.370 748 751 753 rBV2 2448646 3240805 56.07% 7.494%
12 11.056 808 811 813 rBV 1359630 1619586 28.02% 3.745%
13 12.645 947 950 952 rBV 3648186 5116688 88.53% 11.832%
14 13.674 1038 1040 1043 rBV 830158 1114734 19.29% 2.578%
15 15.034 1156 1159 1172 rVB 805828 1080240 18.69% 2.498%

Sum of corrected areas: 43244858
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092353.D

Acq On : 18 Jan 2017 16:10

Operator : UM/SJ

Sample - PB96092BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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: BF092353.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092353.D

Acq On : 18 Jan 2017 16:10

Operator : UM/SJ

Sample - PB96092BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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.

4._.66 44 _34 ng 2029990 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 251 (4.656 min): BF092353.D (-248) (-) m/z 43.00 100.00%
43
59
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101
4.40 4.60 4.80 5.00
o.”“”.“”w.”qm.ﬁ%ﬂ,nﬁﬁ”.fﬁw.nqL.w”.w””“.”““., m/z 59.10 57.31%
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 R I UL IR UL
59 440 460 480 5.00
m/z 101.00 19.12%
15 31 ‘ 101
0'”PL'P”H“”Wm'ﬁ{hl“”P'“ﬁ%W'“WL'W”'W”“P'”P“W
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Abundance
59
440 460 480 500
5000 m/z 57.95 14 .95%
41
0 50 73 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R EE e AR R .
59 440 460 480 5.00

m/z 41.10 9.06%

5000 41
68
1| 50 | 126 142
...,....,....,....,....,....,....,....,....,....,....,....,....,....,....,

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF011817\
Data File : BF092353.D

Acq On : 18 Jan 2017 16:10

Operator : UM/SJ

Sample - PB96092BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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 unknown6.31 Concentration Rank 1

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

6.31 92.73 ng 4245340 1,4-Dichlorobenzene-d4 6.54
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 396 (6.313 min): BF092353.D (-394) (-) m/z 132.00 100.00%
132
5000 68
© sl Tiows | ok ok ok ok
0 AN N - AN | R m/z 68.10 47.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN SRS RS LR
6.00 6.20 6.40 6.60
2 51 m/z 134.00 33.23%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
600 620 640 6.60
5000 m/z 66.00 29.27%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 i
Abundance #48639: Tranylcypromine-propionyl R R mas me
57 132 6.00 6.20 6.40 6.60
24 m/z 69.05 18.87%
5000 og 116
| ...,...‘n,m..u“,.uh.,Mh..h,..“‘.,...¥5§...., 189 SN G £ W
m/z--> 20 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60

8270-BF122116.M Thu Jan 19 15:39:11 2017 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF011817\
Data File : BF092353.D

Acq On : 18 Jan 2017 16:10

Operator : UM/SJ

Sample - PB96092BL

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.66 44_.3 ng 2029990 1 6.54 915671 20.0
unknown6 .31 6.31 92.7 ng 4245340 1 6.54 915671 20.0
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