LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101417\
Data File : BF099480.D

Acq On : 14 Oct 2017 16:47

Operator : SJ/JU

Sample : PB103259BL

Misc :

ALS Vial : 10 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-BF092317 .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

5.087 507 510 527 rBV 254705 329193 13.96% 1.761%
5.487 574 578 598 rBV 1894211 1983137 84.12% 10.606%
rBvV 1820592 1871077 79.37% 10.007%
6.622 767 771 775 rBV 2152611 2018042 85.60% 10.793%
6.851 807 810 820 rVB 694914 557967 23.67% 2.984%
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7.010 832 837 840 rBV 1661686 1638125 69.49% 8.761%
7.416 902 906 909 rBV 1294501 1209731 51.31% 6.470%
8.134 1024 1028 1044 rBvV 856407 759025 32.20% 4._.060%
9.204 1205 1210 1214 rBV 2334405 2357464 100.00% 12.609%
9.886 1322 1326 1341 rBV 893882 832337 35.31% 4._.452%
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11 10.681 1457 1461 1472 rBV 1231175 1183715 50.21% 6.331%
12 11.375 1576 1579 1588 rBV 916045 819960 34.78% 4 _.385%
13 12.963 1844 1849 1852 rBV 2059400 2108331 89.43% 11.276%
14 14.021 2025 2029 2043 rBvV 555156 573997 24 _.35% 3.070%
15 15.492 2273 2279 2290 rBV 302038 431282 18.29%% 2.307%

16 16.410 2430 2435 2441 rVB2 13280 24016 1.02% 0.128%

Sum of corrected areas: 18697399
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101417\
Data File : BF099480.D

Acq On : 14 Oct 2017 16:47

Operator : SJ/JU

Sample : PB103259BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF099480.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101417\
Data File : BF099480.D

Acq On : 14 Oct 2017 16:47

Operator : SJ/JU

Sample : PB103259BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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.

5.09 11.80 ng 329193 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 511 (5.093 min): BF099480.D (-507) (-) m/z 43.00 100.00%
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Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L L L L L L L LB
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R e S R
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Abundance #4425: Butane, 1-ethoxy- R maa
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101417\
Data File : BF099480.D

Acq On : 14 Oct 2017 16:47

Operator : SJ/JU

Sample : PB103259BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 2 unknown6.62 Concentration Rank 1

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

6.62 72.34 ng 2018040 1,4-Dichlorobenzene-d4 6.85
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 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 771 (6.622 min): BF099480.D (-767) (-) m/z 132.00 100.00%
5000 68
9 s e S pens | 3 ok k0 5h0 150
Ol el 47 87 L JO0US m/z 68.10 37.88%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 UL VL LSS R A
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 32.13%
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
620 640 660 6.80 7.00
5000 67 m/z 66.00 23.05%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e o A R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 14 .53%
5000 og 0
I L 8 I‘;ﬂm,\,\‘l,,m, s 189 S || OO
m/z--> 40 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101417\
Data File : BF099480.D

Acq On : 14 Oct 2017 16:47

Operator : SJ/JU

Sample : PB103259BL

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.09 11.8 ng 329193 1 6.85 557967 20.0
unknown6 .62 6.62 72.3 ng 2018040 1 6.85 557967 20.0
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