LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122017\

Data File : BF101590.D

Acg On : 21 Dec 2017 5:39 Instrument :
Operator : SJ/JU BNA_F

Sample - 16971-01 ClientSampleld :
Misc : 121517-TIDO-F-D-B
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:\HPCHEMI1\BNA_F\METHODS\8270-BF121417 .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 5.010 494 497 509 rBvV 88758 136970 3.69% 0.571%
2 5.416 563 566 585 rBV 1205143 1608276 43.32% 6.704%
3 6.434 736 739 758 rBvY 739183 1114415 30.02%  4.646%
4 6.569 758 762 768 rBV 2262388 2342761 63.11% 9.766%
5 6.792 797 800 811 rBV 926447 884773 23.83% 3.688%
6 6.951 823 827 842 rBV 2995554 2970622 80.02% 12.383%
7 7.363 893 897 922 rBV 2226833 2592124 69.82% 10.806%
8 8.075 1015 1018 1035 rBV 1103402 1183409 31.88% 4.933%
9 9.151 1196 1201 1204 rBV 3960003 3712347 100.00% 15.475%
10 9.833 1313 1317 1321 rBV 1006098 946765 25.50% 3.947%
11 9.863 1321 1322 1330 rVB 56254 44378 1.20% 0.185%

12 10.628 1448 1452 1466 rBV 1204182 1292416 34.81% 5.388%
13 11.322 1566 1570 1573 rBV 917948 838709 22.59% 3.496%
14 12.904 1835 1839 1842 rBV 2851171 2599568 70.02% 10.837%
15 13.792 1986 1990 1999 rBvV4 30890 60865 1.64% 0.254%

16 13.968 2016 2020 2027 rBV 850413 823885 22.19% 3.434%
17 15.433 2265 2269 2278 rVB 650607 836305 22.53% 3.486%

Sum of corrected areas: 23988588
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF122017\

BF101590.D

21 Dec 2017 5:39

SJ/JuU

16971-01

30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M

Quant Title

TIC Library

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122017\
Data File : BF101590.D

Acq On : 21 Dec 2017 5:39

Operator : SJ/JU

Sample - 16971-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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.

5.01 3.10 ng 136970 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 497 (5.010 min): BF101590.D (-494) (-) m/z 42.95 100.00%
43
I p\th
5000
6 | o 1‘|’1 460 480 500 520 5.40
o RSNV 1 FSMBL S0V O SSSSD M m/z 59.00 52.91%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRR A SRR
460 4.80 5.00 5.20 5.40
m/z 101.00 14 .94%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 500 520 5.40
5000 m/z 58.00 13.89%
a1 101
o 15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43 460 4.80 5.00 5.20 5.40
m/z 41.00 9.31%
5000
101
o 15 253137 [ 5 %8 6 86
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF122017\
Data File : BF101590.D

Acq On : 21 Dec 2017 5:39

Operator : SJ/JU

Sample - 16971-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown6.57 Concentration Rank 2

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

6.57 52.96 ng 2342760 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 762 (6.569 min): BF101590.D (-758) (-) m/z 132.00 100.00%
32
5000 68
0 s |l 7w Pue s 520 6k 6o 6k 7o
Obrrrrrrr e el e e m/z 68.10 40.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR LS LA N
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.09%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 26.10%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 15.95%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 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\BF122017\
Data File : BF101590.D

Acq On : 21 Dec 2017 5:39

Operator : SJ/JU

Sample - 16971-01

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.01 3.1 ng 136970 1 6.79 884773 20.0
unknown6 .57 6.57 53.0 ng 2342760 1 6.79 884773 20.0
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