LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\

Data File : BF094846.D

Acg On : 3 May 2017 21:38

Operator : SJ/MA

3?22'6 i 12914-10 SB-11-COMP(0-1.0
ALS Vial : 9 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-BF050217 .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 5.048 524 529 547 rBV 273652 527157 19.38% 2.265%
2 5.678 632 636 663 rBY 1665012 2469745 90.78% 10.611%
3 6.248 729 733 742 rVB 22101 34131 1.25% 0.147%
4 7.272 901 907 921 rBV 1783092 2471530 90.84% 10.619%
5 7.389 921 927 935 rVB 2113229 2635474 96.87% 11.323%

7.725 980 984 996 rVB 449897 498758 18.33% 2.143%
7.966 1019 1025 1034 rBV 1652711 1917672 70.49% 8.239%
8.625 1131 1137 1154 rBV 1247286 1570597 57.73% 6.748%
611933 716931 26.35% 3.080%
11.519 1623 1629 1641 rBVY 2307591 2720629 100.00% 11.689%
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11 12.207 1741 1746 1753 rBV 442546 520276 19.12% 2.235%
12 12.572 1803 1808 1818 rBV2 641016 819388 30.12% 3.520%

13 13.419 1948 1952 1957 rVB2 31017 34961 1.29% 0.150%
14 13.866 2023 2028 2040 rBV 1243233 1659576 61.00% 7.130%
15 14.189 2080 2083 2086 rBV 36312 46283 1.70% 0.199%
16 14.924 2203 2208 2211 rBV2 22939 29245 1.07% 0.126%
17 14.971 2211 2216 2228 rVB 675730 817016 30.03% 3.510%
18 15.942 2376 2381 2389 rBV3 50450 74359 2.73% 0.319%
19 17.301 2606 2612 2616 rBV 2051167 2366929 87.00% 10.169%
20 18.577 2822 2829 2834 rBV4 20219 53478 1.97% 0.230%

21 18.636 2834 2839 2848 rVB 596325 706468 25.97% 3.035%
22 20.300 3117 3122 3133 rBV 420460 539466 19.83% 2.318%
23 22.506 3492 3497 3504 rVB7 22029 44901 1.65% 0.193%

Sum of corrected areas: 23274970
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094846.D

Acq On : 3 May 2017 21:38

Operator : SJ/MA

Sample : 12914-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF094846.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094846.D

Acq On : 3 May 2017 21:38

Operator : SJ/MA

Sample : 12914-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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.

5.05 21.14 ng 527157 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 529 (5.048 min): BF094846.D (-524) (-) m/z 43.00 100.00%
a3
59
5000
101 URREE RS L IR
51 | 83 | 480 5.00 5.20 5.40
S S U, m/z 59.10 59.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl- /\\
43
5000 LN IS LR LS AR
59 480 5.00 520 5.40
m/z 101.10 21.36%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 m/z 58.10 14 .86%
41
29 101
50 73 86
wﬁmmwmwwmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e L A Ram
59 480 5.00 5.20 5.40
m/z 41.10 9.34%
5000 41
68
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094846.D

Acq On : 3 May 2017 21:38

Operator : SJ/MA

Sample : 12914-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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 unknown7.39 Concentration Rank 1

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

7.39 105.68 ng 2635470 1,4-Dichlorobenzene-d4 7.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 927 (7.389 min): BF094846.D (-921) (-) m/z 132.00 100.00%
5000 68
40 | % J 7.00 7.20 7.40 7.60 7.80
54 - - - - -
iy | 77 e | doeus ) h/z 68.10  37.50%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I LA I L
7.00 7.20 7.40 7.60 7.80
21 51 78 m/z 134.00 32.45%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 67 m/z 66.00 23.39%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180 N
Abundance #52379: Tranylcypromine-propionyl A o e
57 132 7.00 7.20 7.40 7.60 7.80
24 m/z 69.10 15.02%
5000 og 0
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050317\
Data File : BF094846.D

Acq On : 3 May 2017 21:38

Operator : SJ/MA

Sample : 12914-10

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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... 5.05 21.1 ng 527157 1 7.72 498758 20.0
unknown? .39 7.39 105.7 ng 2635470 1 7.72 498758 20.0
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