LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103358.D

Aca On : 2 Mar 2018 11:32

Operator : SJ/JU

Sample : PB106964BL

Misc :

ALS Vial : 5 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-BF022218.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 5.122 513 516 526 rBV 70345 102341 2.83% 0.338%
2 5.510 577 582 600 rBY 3345306 3564100 98.49% 11.756%
3 6.510 748 752 771 rBVY 2958333 3439713 95.05% 11.346%
4 6.651 771 776 779 rBVY 3201285 3313492 91.56% 10.929%
5 6.875 810 814 821 rBVY 1052031 894842 24.73% 2.952%

7.034 836 841 844 rBV 2618919 2624605 72.53% 8.657%
7.439 905 910 925 rBV 2201590 2351288 64.97% 7.755%
8.157 1028 1032 1050 rBV 1181797 1183191 32.70% 3.903%
9.233 1210 1215 1230 rBV 3417592 3618762 100.00% 11.936%
9.916 1327 1331 1341 rBV 1215226 1234316 34.11% 4.071%

=
QO ~NO®

11 10.710 1462 1466 1482 rBV 1686786 1880242 51.96% 6.202%
12 11.410 1581 1585 1599 rBV 1254280 1219601 33.70% 4.023%
13 12.998 1850 1855 1858 rBV 3043935 3155116 87.19% 10.407%
14 14.063 2032 2036 2049 rBvV 941912 1025339 28.33% 3.382%
15 15.568 2286 2292 2304 rBV 429932 710863 19.64% 2.345%

Sum of corrected areas: 30317811
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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:\HPCHEM1I\BNA F\Data\BF030218\

BF103358.D

2 Mar 2018 11:32

SJ/Ju

PB106964BL

5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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\BF030218\
Data File : BF103358.D

Aca On : 2 Mar 2018 11:32

Operator : SJ/JU

Sample : PB106964BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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.

5.12 2.29 ng 102341 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 10

Abundance Scan 516 (5.122 min): BF103358.D (-513) (-) m/z 43.00 100.00%
43
59
5000
, o “l’l 480 5.00 520 540
1 S -1 YO | - S SN m/z 59.00 59.24%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRS SRS RARAN RAR
4.80 500 5.20 5.40
m/z 101.00 16.56%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 5.00 520 540
5000 m/z 58.00 16.03%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
50 480 500 5.20 5.40
m/z 41.00 9.75%
5000 41
31
| LT
N .1 O Y M-
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\Data\BF030218\
Data File : BF103358.D

Aca On : 2 Mar 2018 11:32

Operator : SJ/JU

Sample : PB106964BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.65 Concentration Rank 1

8270-BF022218.M Mon Mar

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

6.65 74.06 ng 3313490 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF103358.D (-771) (-) m/z 132.00 100.00%
32
5000 68
© s |l 7o S | e by ok 7k
g e L Weus W~ m/z 67.95 39.04%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 S AR RS RS A
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 33.17%
79
||||||||||||||||8|8|||1|0§|| ||H||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.0 7.00
5000 m/z 66.00 27.16%
33 44 o 105
60 " g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T AT
57 132 6.40 6.60 6.80 7.00
24 m/z 68.95 15.09%
5000 og °
N T .JH 8 p@97.kk,..“ N - ,.1??.
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\BF030218\
Data File : BF103358.D

Acq On : 2 Mar 2018 11:32

Operator : SJ/JU

Sample : PB106964BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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... 5.12 2.3 ng 102341 1 6.87 894842 20.0
unknown6 .65 6.65 74.1 ng 3313490 1 6.87 894842 20.0
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