LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\
Data File : BF103852.D

Acq On : 22 Mar 2018 15:26

Operator : JU/SJ

Sample : PB107548BL

Misc :

ALS Vial : 14 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-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 height area % max. total
1 5.222 529 533 542 rvVB 138687 185155 4.24% 0.522%
2 5.598 592 597 600 rBV 3474640 3800835 87.11% 10.717%
3 6.592 760 766 769 rBvV 3172004 3733333 85.56% 10.527%
4 6.739 786 791 795 rBV 3616260 3824411 87.65% 10.784%
5 6.969 826 830 834 rBV 1117646 890735 20.41% 2.512%

7.128 853 857 860 rBV 3404820 3058897 70.10% 8.625%
7.534 920 926 929 rBV 2423967 2455833 56.28% 6.925%
8.251 1044 1048 1052 rBV 1414653 1206743 27.66% 3.403%
9.328 1225 1231 1234 rBV 4590733 4363449 100.00% 12.303%
10.010 1343 1347 1358 rVB2 1566914 1386313 31.77% 3.909%

=
QO ~NO®

11 10.804 1477 1482 1485 rBV 2654713 2632870 60.34% 7.424%
12 11.504 1597 1601 1604 rBV 1664279 1379197 31.61% 3.889%
13 13.098 1866 1872 1875 rBV 3854010 4289684 98.31% 12.096%
14 14.157 2048 2052 2055 rBV 1203854 1068517 24.49% 3.013%
15 15.698 2307 2314 2323 rBV 725687 1013936 23.24% 2.859%

16 16.162 2388 2393 2400 rVB 40608 61403 1.41% 0.173%

17 16.703 2479 2485 2493 rVB3 36703 69063 1.58% 0.195%

18 17.345 2588 2594 2600 rBV3 20923 44733 1.03% 0.126%
Sum of corrected areas: 35465107
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA_F\DATA\BF032218\

BF103852.D

22 Mar 2018 15:26

JussJ

PB107548BL

14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.M

Quant Title

TIC Library

= 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\
Data File : BF103852.D

Acq On : 22 Mar 2018 15:26

Operator : JU/SJ

Sample : PB107548BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.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.

5.22 4.16 ng 185155 1,4-Dichlorobenzene-d4 6.97
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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 533 (5.222 min): BF103852.D (-529) (-) m/z 43.00 100.00%
43
59
5000
101 SN SRR RS AR
53 83 | 480 5.00 5.20 5.40 5.60
o} Y 1) YU Y| L M N m/z 59.10 59.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rerryrerrfrrrTyTrT Ty T T

480 5.00 520 5.40 5.60
59 m/z 101.00 21.14%

101
0 21 37 53 ‘ 67 77 83 91
R I R RRE.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R )
57 4.80 500 520 5.40 5.60
5000 m/z 58.00 18.25%
29 101
o 15 37 51 73 83 95
I AR ma e R A R SRR ea s e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4076: Morpholine, 4-methyl- T BRaar B
43 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.73%
5000
15 - 101
27 56
0 | 1,33 |l 49 %62 | 77 86
R B s e R Baama ma e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\
Data File : BF103852.D

Acq On : 22 Mar 2018 15:26

Operator : JU/SJ

Sample : PB107548BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.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 2 unknown6.74 Concentration Rank 1

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

6.74 85.87 ng 3824410 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 791 (6.739 min): BF103852.D (-786) (-) m/z 132.00 100.00%
132
5000 68
40 % 640 660 680 7.00
54 - - - -
0 Th our N | m/z 68.10  40.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRS SRS RN RARRE
a1 o7 6.40 6.60 6.80 7.00
53 - 117 m/z 134.00 32.71%
0 ...|....“i“..“.“.l“.“l‘.‘.“l‘ ..l:I.-O.7. .“luuHuluuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 660 680 7.00
5000 m/z 66.00 25.31%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl Emmma s e B
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 16.01%
5000 g °
| ...,...‘n,m..u“,.uh.,Mh..h,..“‘.,...¥5§...., 189 SRS | G 1 SN
m/z--> 20 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF032218\
Data File : BF103852.D

Acq On : 22 Mar 2018 15:26

Operator : JU/SJ

Sample : PB107548BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518.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... 5.22 4.2 ng 185155 1 6.97 890735 20.0
unknown6 .74 6.74 85.9 ng 3824410 1 6.97 890735 20.0
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