LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102935.D

Aca On : 12 Feb 2018 22:46

Operator : SJ/JU

Sample : PB106452BL

Misc :

ALS Vial : 28 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-BF020318.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 2.216 13 22 27 rVB 47917 71768 1.69% 0.214%
2 5.128 507 517 528 rBV 101738 136798 3.22% 0.408%
3 5.510 577 582 585 rBVY 4284109 4246151 100.00% 12.661%
4 6.510 747 752 755 rBVY 3560096 3975447 93.62% 11.854%
5 6.657 772 777 780 rBVY 3842982 4098740 96.53% 12.222%

6.881 812 815 819 rBV 1262913 1123869 26.47% 3.351%
7.039 838 842 846 rBV 3431821 3303430 77.80% 9.850%
7.445 906 911 914 rBV 2662906 2738617 64.50% 8.166%
8.163 1029 1033 1037 rBV 1450121 1422420 33.50% 4.241%
9.239 1211 1216 1230 rBV 3960922 4189061 98.66% 12.491%

=
QO ~NO®

11 9.922 1328 1332 1342 rBV2 1405646 1335347 31.45% 3.982%
12 10.710 1462 1466 1481 rBV 1738062 1720563 40.52% 5.130%
13 11.410 1581 1585 1592 rBV 1121663 974265 22.94% 2.905%
14 12.992 1850 1854 1858 rBV 2572279 2571241 60.55% 7.667%
15 14.051 2030 2034 2045 rBvV 938312 873569 20.57% 2.605%

16 15.539 2281 2287 2302 rBV 518213 755029 17.78% 2.251%

Sum of corrected areas: 33536315
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF021218\
BF102935.D
12 Feb 2018 22:46

SJ3/J

U

PB106452BL

28

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102935.D

Aca On : 12 Feb 2018 22:46

Operator : SJ/JU

Sample : PB106452BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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.

5.13 2.43 ng 136798 1,4-Dichlorobenzene-d4 6.88
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 33
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 1,2-Butanediol 90 C4H1002 000584-03-2 25

Abundance Scan 517 (5.128 min): BF102935.D (-507) (-) m/z 43.00 100.00%
43
59
5000
SRR AR RARRERARRS Y
53 83 1c|)1 480 5.00 5.20 5.40
SMMEDSNSEMRHSMEEMBSS M 11N PRSI SLudME ST M m/z 59.00 60.29%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LS LI RS
59 480 500 520 540
m/z 58.00 16.82%
25 3 37 | 83 g3 0%
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.00 15.89%
41
29 101
53 73 86
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- EAm T e o
59 480 5.00 5.20 5.40
m/z 41.00 9.33%
5000
a1 101
S NN N < P AN, S A
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF021218\
Data File : BF102935.D

Aca On : 12 Feb 2018 22:46

Operator : SJ/JU

Sample : PB106452BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.66 Concentration Rank 1

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

6.66 72.94 ng 4098740 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 777 (6.657 min): BF102935.D (-772) (-) m/z 131.95 100.00%
5000 68
40 % J 640 660 6.80 7.00
54 . : : :
| f7 s | apsus )l "n/z 68.00 38.84%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U U I UL
6.40 6.60 6.80 7.00
21 51 78 m/z 134.00 33.83%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
640 660 6.80 7.00
5000 67 m/z 65.95 26.54%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 15.20%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SN £ 0 A S —
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF021218\
Data File : BF102935.D

Acq On : 12 Feb 2018 22:46

Operator : SJ/JU

Sample : PB106452BL

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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... 5.13 2.4 ng 136798 1 6.88 1123870 20.0
unknown6 .66 6.66 72.9 ng 4098740 1 6.88 1123870 20.0
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