LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122017\
Data File : BF101589.D

Acq On : 21 Dec 2017 5:12

Operator : SJ/JU

Sample : PB105190BL

Misc :

ALS Vial : 29 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 5.022 496 499 511 rBvV 172550 263033 7.94% 1.087%
2 5.422 563 567 595 rBV 2107295 2569866 77.54% 10.617%
3 6.434 736 739 758 rBV 2147850 2437203 73.54% 10.069%
4 6.569 758 762 775 rVB 2393733 2394840 72.26% 9.894%
5 6.792 797 800 815 rvB 885943 833660 25.15% 3.444%

6.951 823 827 845 rBV 2678393 2651581 80.01% 10.955%
7.363 893 897 918 rBV 2017943 2197866 66.32% 9.081%
8.075 1015 1018 1031 rBV 968905 1019292 30.76% 4.211%
9.151 1196 1201 1204 rBV 3435718 3314171 100.00% 13.693%
9.833 1312 1317 1332 rBV 913576 942450 28.44% 3.894%

=
QO ~NO®

11 10.627 1448 1452 1469 rBV 966405 1053584 31.79% 4 _.353%
12 11.321 1567 1570 1580 rBV 812238 775756 23.41% 3.205%
13 12.904 1835 1839 1842 rBV 2402312 2160377 65.19% 8.926%
14 13.968 2016 2020 2030 rBV 755924 761662 22.98% 3.147%
15 15.433 2265 2269 2277 rVB 554474 749164 22.60% 3.095%

16 16.304 2412 2417 2423 rBV3 27358 45640 1.38% 0.189%
17 16.868 2509 2513 2520 rVvB4 15016 34009 1.03% 0.141%
Sum of corrected areas: 24204154
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF122017\

BF101589.D

21 Dec 2017 5:12

SJ/JuU

PB105190BL

29 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF121417 .M
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 : BF101589.D

Acq On : 21 Dec 2017 5:12

Operator : SJ/JU

Sample : PB105190BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

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

5.02 6.31 ng 263033 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 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 499 (5.022 min): BF101589.D (-496) (-) m/z 43.00 100.00%
43
| JL
5000
101 [T T T
53 83 | 4.60 4.80 5.00 5.20 5.40
o SRS 1 PRBSBE 1 1EEEcMTS ME m/z 59.00 55.14%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
4.60 4.80 5.00 5.20 5.40
59 m/z 101.00 16.80%
0 21 37 53“‘ o7 778 o ‘O
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520 540
5000 m/z 58.00 15.44%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.03%
5000
a1 101
0 15 31 \H | 53\\\‘\ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.60 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 : BF101589.D

Acq On : 21 Dec 2017 5:12

Operator : SJ/JU

Sample : PB105190BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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 57.45 ng 2394840 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 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 762 (6.569 min): BF101589.D (-758) (-) m/z 132.00 100.00%
5000 68
© st | 7o % e 520 6k 6o 6k 700
0 B E e m/z 68.10 39.46%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R N A
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.66%
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
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 25.65%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 15.46%
5000 og M°
I I 89%‘;,&97,\,\",,“_ s 8
m/z--> 40 60 80 100 120 140 160 180 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\BF122017\
Data File : BF101589.D

Acq On : 21 Dec 2017 5:12

Operator : SJ/JU

Sample : PB105190BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121417 .M
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... 5.02 6.3 ng 263033 1 6.79 833660 20.0
unknown6 .57 6.57 57.5 ng 2394840 1 6.79 833660 20.0
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