LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032218\
Data File : BF103850.D

Aca On : 22 Mar 2018 14:33

Operator : JU/SJ

Sample : PB107541BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF031518.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 heiaht area % max. total
1 5.204 526 530 541 rBV 69325 99057 2.75% 0.389%
2 5.593 592 596 600 rBY 2270166 2177222 60.49% 8.551%
3 6.587 760 765 768 rBY 2259987 2058300 57.19% 8.084%
4 6.740 786 791 794 rBVY 2392312 2201373 61.16% 8.646%
5 6.969 826 830 834 rBV 976596 764152 21.23% 3.001%

7.128 853 857 860 rBV 2861514 2471983 68.68% 9.709%
7.534 920 926 929 rBV 1969901 1922532 53.41% 7.551%
8.251 1044 1048 1052 rBV 1247209 1041605 28.94% 4.091%
9.328 1226 1231 1234 rBV 3899755 3599274 100.00% 14.137%
10.010 1343 1347 1361 rVB2 1382371 1196436 33.24% 4._.699%

=
QO ~NO®

11 10.798 1477 1481 1493 rBV 1572015 1501602 41.72% 5.898%
12 11.504 1597 1601 1604 rBV 1447874 1196449 33.24% 4._.699%
13 13.092 1866 1871 1874 rBV 3514195 3409463 94.73% 13.391%
14 14.174 2051 2055 2059 rBV 1079822 970632 26.97% 3.812%
15 15.745 2314 2322 2334 rBV 637614 850490 23.63% 3.340%

Sum of corrected areas: 25460570
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF032218\

BF103850.D

22 Mar 2018 14:33

JussJ

PB107541BL

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032218\
Data File : BF103850.D

Aca On : 22 Mar 2018 14:33

Operator : JU/SJ

Sample : PB107541BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

5.20 2.59 ng 99057 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
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 (5.198 min): BF103850.D (-526) (-) m/z 43.00 100.00%
43
59
5000
101 USRS SR RARAS
| | 83 | 480 5.00 520 5.40 5.60
N KRR AR IS RN RS R RLERN RN RN LR R RALRS RARAN BARRY m/z 59.00 55.86%
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 59 RS S IR
480 5.00 520 5.40 5.60
m/z 101.00 20.87%
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 5.00 520 540 5.60
5000 M m/z 58.00 17.19%
68
50 126 142
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4083: Morpholine, 4—methy|— S I L N L
43 480 5.00 520 5.40 5.60
m/z 41.00 11.42%
5000
101
71
15 28
"w'Lw'“m'“'ﬁh'v?ﬁv'“b'“wgﬁw'“k““l“'w'“w'“w'”'l RS S I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032218\
Data File : BF103850.D

Aca On : 22 Mar 2018 14:33

Operator : JU/SJ

Sample : PB107541BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.74 Concentration Rank 2

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

6.74 57.62 ng 2201370 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 791 (6.740 min): BF103850.D (-786) (-) m/z 132.00 100.00%
5000 68
0 s 1o Pysus | TR ok T
bl L7 87 L AP1S L m/z 68.00 37.62%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 USRI SRS N R
6.40 6.60 6.80 7.00
21 51 78 m/z 134.00 33.37%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 23.35%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R Emma o ERRA
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 14 .66%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SR | G A N
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032218\
Data File : BF103850.D

Acq On : 22 Mar 2018 14:33

Operator : JU/SJ

Sample : PB107541BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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... 5.20 2.6 ng 99057 1 6.97 764152 20.0
unknown6 .74 6.74 57.6 ng 2201370 1 6.97 764152 20.0
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