LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101417\
Data File : BF099476.D

Acq On : 14 Oct 2017 14:55

Operator : SJ/JU

Sample : PB103186BL

Misc :

ALS Vial : 6 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
1 3.957 313 318 327 rBvV 67503 85321 3.04% 0.394%
2 5.093 507 511 529 rBVY 309836 410526 14.62% 1.894%
3 5.487 574 578 591 rBvV 2372184 2323543 82.75% 10.720%
4 6.492 744 749 752 rBV 2202883 2206552 78.58% 10.180%
5 6.628 767 772 775 rBV 2503887 2380515 84.77% 10.983%

6.851 807 810 819 rVvB 704063 558178 19.88% 2.575%
7.010 832 837 840 rBV 2086952 1930252 68.74% 8.906%
7.416 901 906 919 rBV 1409163 1491798 53.13% 6.883%
8.133 1024 1028 1036 rBV 841329 769383 27.40% 3.550%
9.210 1205 1211 1214 rBV 2801084 2808052 100.00% 12.956%

=
QO ~NO®

11 9.886 1322 1326 1340 rBV 923247 841795 29.98% 3.884%
12 10.680 1457 1461 1478 rBV 1555483 1489850 53.06% 6.874%
13 11.374 1576 1579 1588 rBV 863543 827765 29.48% 3.819%
14 12.963 1844 1849 1852 rBV 2637672 2499249 89.00% 11.531%
15 14.021 2025 2029 2040 rBV 603761 607065 21.62% 2.801%

16 15.492 2274 2279 2291 rBV 313528 444474 15.83% 2.051%

Sum of corrected areas: 21674318
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101417\
Data File : BF099476.D

Acq On : 14 Oct 2017 14:55

Operator : SJ/JU

Sample : PB103186BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

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

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

Abundance TIC: BF099476.D
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Abundance TIC: BF099476.D
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Abundance TIC: BF099476.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101417\
Data File : BF099476.D

Acq On : 14 Oct 2017 14:55

Operator : SJ/JU

Sample : PB103186BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 14.71 ng 410526 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 17
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 511 (5.093 min): BF099476.D (-507) (-) m/z 43.00 100.00%
a3
59
5000
101 U UL S IR
51| 83 | 4.80 500 520 5.40
A S UM m/z 59.00 59.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R U S SR
4.80 5.00 5.20 5.40
59 101 m/z 101.00 21.65%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.00 15.56%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R R
43 4.80 5.00 5.20 5.40
m/z 41.10 8.61%
5000
101
oL 15 3 ] 50 6o g6
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF101417\
Data File : BF099476.D

Acq On : 14 Oct 2017 14:55

Operator : SJ/JU

Sample : PB103186BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
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 3 unknown6.63 Concentration Rank 1

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

6.63 85.30 ng 2380520 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 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
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 772 (6.628 min): BF099476.D (-767) (-) m/z 132.00 100.00%
5000
68
0 st |l 7re Tisns | T % ko 5B 7
Ol byl 7 87 L MO1S L m/z 68.10 34.96%
m/z--> 40 60 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 L
5000 RS R AR UL R
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.05%
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 6.60 6.80 7.00
5000 67 m/z 66.00 22.23%
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 A e o
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.00 14.13%
5000 og 0
I L 8 I‘;ﬂm,\,\‘l,,m, s 189 I | I
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 : BF099476.D

Acq On : 14 Oct 2017 14:55

Operator : SJ/JU

Sample : PB103186BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.09 14.7 ng 410526 1 6.85 558178 20.0
unknown6 .63 6.63 85.3 ng 2380520 1 6.85 558178 20.0
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