LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107734.D

Acq On 27 Jul 2018 8:10

Operator : JU/SJ

Sample : PB111493BL

Misc :

ALS Vial : 36 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:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_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 5.207 484 488 501 rBvV 194502 314956 5.15% 0.859%
2 5.601 551 555 583 rBVY 1651486 3018198 49.31% 8.230%
3 6.595 720 724 744 rBV 1828630 3113405 50.87% 8.489%
4 6.731 744 747 772 rVB 2476552 3507958 57.31% 9.565%
5 6.960 783 786 808 rvB 465275 920687 15.04% 2.510%

7.113 808 812 836 rBV 3131305 4025377 65.77% 10.976%
7.525 878 882 925 rBV 1998202 3396098 55.48% 9.260%
8.242 1000 1004 1035 rBV 837275 1313158 21.45% 3.581%
9.313 1181 1186 1214 rBV 4555767 6120807 100.00% 16.689%
10.001 1298 1303 1319 rBV 1152201 1406023 22.97% 3.834%

=
QO ~NO®

11 10.795 1434 1438 1466 rBV 1708245 2438290 39.84% 6.648%
12 11.495 1553 1557 1580 rBV 918717 1249464 20.41% 3.407%
13 13.077 1822 1826 1845 rBV 3422732 3829982 62.57% 10.443%
14 14.142 2003 2007 2016 rBV 816843 1007654 16.46% 2.748%
15 15.671 2260 2267 2282 rBV 568329 1012585 16.54% 2.761%

Sum of corrected areas: 36674642
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\

BF107734.D

27 Jul 2018 8:10

Jus/sJ

PB111493BL

36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA_F\METHODS\8270-BF072018 .M
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 : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107734.D

Acq On 27 Jul 2018 8:10

Operator : JU/SJ

Sample : PB111493BL

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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.

5.21 6.84 ng 314956 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 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 3-Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 488 (5.207 min): BF107734.D (-484) (-) m/z 43.00 100.00%
a3
59
5000
100 480 500 520 540 560
83 : : : : :
o..,....,..??I,':...,“??!Ii....,....,.'...,....,|....,....,....,.... m/z 59.00 64.47%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRS SRS R S
4.80 5.00 5.20 5.40 5.60
m/z 101.10 18.65%
o 23 | 83 g3 1%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
480 500 520 540 560
5000 m/z 58.00 16.61%
41
Ot B3 78 86 ....J....,....,..”,....
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol e
59 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.44%
5000 29 41 83
J 101
0 . ‘ Luh. S3| 69 77 | o1 | 112 129
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107734.D

Acq On 27 Jul 2018 8:10

Operator : JU/SJ

Sample : PB111493BL

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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 unknown6.73 Concentration Rank 2

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

6.73 76.20 ng 3507960 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 17
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene, ... 132 C10H12 028749-81-7 9
4 4-Methylpyrrolo[l,2-a]pyrazine 132 C8H8N2 064608-60-2 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 747 (6.731 min): BF107734.D (-744) (-) m/z 132.00 100.00%
5000 68
40 % 640 6.60 6.80 7.00
54 : : : :
o fer eS| m/z 68.00 38.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 97 6.40 6.60 6.80 7.00
53 2 17 m/z 134.00 32 .58%
0 e |....|.8.8..|1.0.6..|...|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 26.10%
ok L 8 .@97-‘-“. s 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.40 6.60 6.80 7.00
m/z 69.10 15.43%
117
5000
01 U DAL UL B
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 : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107734.D

Acq On 27 Jul 2018 8:10

Operator : JU/SJ

Sample : PB111493BL

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.21 6.8 ng 314956 1 6.97 920687 20.0
unknown6.73 6.73 76.2 ng 3507960 1 6.97 920687 20.0
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