LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085137.D
Acq On > 2 Mar 2016 23:34 Instrument :
Operator : SJ/I1Z gﬁA{s el

- _ lentosampleld :
3?2?6 - 11623-02 HSR-WC-29-022516
ALS Vial : 30 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 2.938 55 57 63 rvB 148758 206122 3.79% 0.437%
2 5.213 253 256 260 rBV 1255361 1695501 31.15% 3.593%
3 5.613 288 291 293 rBV 4597294 4998361 91.82% 10.591%
4 6.619 376 379 381 rBV 4357072 4662372 85.65% 9.879%
5 6.756 389 391 394 rBV 3671027 5287508 97.13% 11.204%

6.996 409 412 414 rBV 934099 1036237 19.04% 2.196%
7.145 423 425 428 rVB 3146289 3969354 72.92% 8.411%
3376156 3689785 67.78% 7.818%
8.276 521 524 528 rBV2 1563719 2588802 47.56% 5.485%
8.985 584 586 589 rBV 146131 120361 2.21% 0.255%
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11 9.350 615 618 621 rBVY 5605209 5443513 100.00% 11.534%
12 10.036 675 678 679 rBVY 1043251 1447796 26.60% 3.068%
13 10.059 679 680 682 rvVB 91792 73863 1.36% 0.157%
14 10.813 744 746 749 rBV2 2595607 3655601 67.16% 7.746%
15 11.511 805 807 810 rBV 1286697 1372417 25.21% 2.908%

16 13.099 943 946 949 rBV 4890877 4878759 89.63% 10.337%
17 14.151 1035 1038 1040 rBV 1166378 1035949 19.03% 2.195%
18 15.625 1164 1167 1170 rBV 849564 1032606 18.97% 2.188%

Sum of corrected areas: 47194907
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085137.D

Acq On : 2 Mar 2016 23:34

Operator =: SJ/1Z

ﬁ?ggle i H1623-02 HSR-WC-29-022516
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085137.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085137.D

Acq On : 2 Mar 2016 23:34

Operator =: SJ/1Z

ﬁ?ggle i H1623-02 HSR-WC-29-022516
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
Quant Title : 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 n-Propyl acetate Concentration Rank 3

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

2.94 3.98 ng 206122 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propyl acetate 102 C5H1002 000109-60-4 78
2 Acetic acid, l-methylethyl ester 102 C5H1002 000108-21-4 38
3 Isobutylamine 73 C4H11N 000078-81-9 7
4 1-Butanamine 73 C4H11N 000109-73-9 7
5 Pentane 72 C5H12 000109-66-0 4

Abundance Scan 57 (2.938 min): BF085137.D (-55) (-) m/z 43.10 100.00%
43
5000
61
73 rryrrrTrrTTTTTT T T T TTTA
a7l a9 s | g7 2.60 2.80 3.00 3.20
ot e m/z 61.10 25.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4162: n-Propyl acetate
43
5000 AR U R SRR
2.60 2.80 3.00 3.20
61 m/z 73.05 14 .32%
27 ‘ 73
0 ‘ 37 ‘ | 103
L S S SR SURILRS UL SO SN SURLLILS SURLLIL BRI B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
A
2.60 2.80 3.00 3.20
5000 m/z 42.05 10.46%
61
87
Unns '%?'I "?TI "??I U AU I SURELILS SURL L ""%O}"'I'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #736: Isobutylamine B A
30 2.60 2.80 3.00 3.20
m/z 41.05 8.76%
5000
56 73
0 "|"1?'|""l '“'“M"Fﬂ'w'|“"|"“|"'w""|“"|' AR U A SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.60 2.80 3.00 3.20

8270-BF030116.-M Thu Mar 03 18:16:36 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\

Data File : BF085137.D

Acq On : 2 Mar 2016 23:34

Operator =: SJ/1Z

ﬁ?ggle i H1623-02 HSR-WC-29-022516
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.21 32.72 ng 1695500 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 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 256 (5.213 min): BF085137.D (-253) (-) m/z 43.10 100.00%
a3
59
5000
s 450 50 850 540 560
83 : : : : :
o...,....,....,....','::..?.1.4.',...‘??....,.~...,....~,|....,....,....,....,...., m/z 59.10 57.02%
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 SN R L L
59 480 5.00 520 5.40 5.60
m/z 101.10 19.98%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
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 58.05 16.78%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3099: 5-Hexen-2-one | LLLLE AL I A L N
43 480 5.00 5.20 5.40 5.60
m/z 41.10 8.77%
5000
55
0 20| | esm 8 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030216\
Data File : BF085137.D

Acq On : 2 Mar 2016 23:34

Operator =: SJ/1Z

Sample : H1623-02

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.76 Concentration Rank 1

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

6.76 102.05 ng 5287510 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 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 391 (6.756 min): BF085137.D (-389) (-) m/z 132.10 100.00%
132
5000 68
40 54 % 6.40 660 680 7.00
o Trer lsus |l /7 68.10  47.58%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 AR SRS SN SRR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.10 32.10%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 660 680 7.00
5000 m/z 66.10 30.17%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e e e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 18.94%
5000 og 0
o -‘-“‘. ,ﬁ*%wm97,\,\‘l,,m, s 8 S | N1 R
m/z--> 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 : BF085137.D

Acq On : 2 Mar 2016 23:34

Operator : SJ/1Z

ﬁ?ggle i H1623-02 HSR-WC-29-022516
ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030116.M
Quant Title : 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]
n-Propyl acetate 2.94 4.0 ng 206122 1 7.00 1036240 20.0
2-Pentanone, 4-hy... 5.21 32.7 ng 1695500 1 7.00 1036240 20.0
unknown6.76 6.76 102.1 ng 5287510 1 7.00 1036240 20.0
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