LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030526.D

Aca On : 28 Oct 2017 14:03

Operator : SJ/JU

Sample : PB103627BL

Misc :

ALS Vial : 4 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:\HPCHEM1\BNA G\METHODS\8270-BG101617.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 5.241 326 332 340 rBV 183332 276325 5.56% 1.142%
2 5.717 406 413 423 rBVY 1054791 1655962 33.33% 6.842%
3 7.321 677 686 696 rBY 1001553 1740492 35.03% 7.191%
4 7.697 741 750 763 rBVY 1013310 1737989 34.98% 7.181%
5 8.167 821 830 837 rBV 224990 394758 7.94% 1.631%

8.491 877 885 894 rVB 775910 1347744 27.12% 5.569%
9.331 1020 1028 1039 rBV 591221 1031452 20.76% 4.262%
10.982 1301 1309 1318 rBV 324026 569382 11.46% 2.353%
13.408 1715 1722 1733 rBV 1847585 2794409 56.24% 11.546%
14.783 1948 1956 1964 rBV2 552885 869371 17.50% 3.592%

=
QO ~NO®

11 16.264 2200 2208 2221 rBV 1581552 2474384 49.80% 10.224%
12 17.521 2415 2422 2432 rBV 849584 1229675 24.75% 5.081%

13 19.795 2805 2809 2813 rBV 55669 61492 1.24% 0.254%
14 20.112 2857 2863 2869 rBV 3750190 4968741 100.00% 20.530%
15 20.829 2981 2985 2992 rVB2 45107 50861 1.02% 0.210%

16 21.793 3140 3149 3159 rBvV 925831 1515985 30.51% 6.264%
17 25.106 3702 3713 3726 rVB2 506973 1483734 29.86% 6.130%

Sum of corrected areas: 24202756
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030526.D

Aca On : 28 Oct 2017 14:03

Operator : SJ/JU

Sample : PB103627BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG030526.D
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Abundance TIC: BG030526.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030526.D

Aca On : 28 Oct 2017 14:03

Operator : SJ/JU

Sample : PB103627BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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.

5.24 14.00 ng 276325 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 332 (5.241 min): BG030526.D (-326) (-) m/z 43.00 100.00%
43.0
59.0
5000
100 " '5.00 520 540 5.60
ob o alesoll e | 7 85000 8,780
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R L IR
5.00 5.20 5.40 5.60
59.0 1010 m/z 101.00 18.07%
0 21.0 350, | 510 ‘ 67.0 83.0 91.0 "
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
" '5.00 520 540 5.60
5000 m/z 57.95 15.37%
41.0
29.0 101.0
0 50.0 73.0  86.0
L UL SU BRI SURLELEL IR SRR UELEL UL SURBLELS SURILELE I B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- AR ey s L
59.0 5.00 5.20 5.40 5.60
m/z 41.05 8.70%
5000
410 101.0
o150 30 T 10 | 690 830
m/z--> 10 20 30 40 50 60 70 8 9 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102817\
Data File : BG030526.D

Aca On : 28 Oct 2017 14:03

Operator : SJ/JU

Sample : PB103627BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG101617_.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 unknown7.70 Concentration Rank 1

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

7.70 88.05 ng 1737990 1,4-Dichlorobenzene-d4 8.17
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 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 750 (7.697 min): BG030526.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 U L UL L LR
40.0 540 7.40 7.60 7.80 8.00
0 gL0 N — m/z 68.00 40.42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR R AR MR AR
7.40 7.60 7.80 8.00
310 5L0 m/z 134.00 32.27%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
740 7.60 7.80 800
5000 67.0 m/z 66.00 26.81%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R e o EREEE!
57.0 132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.08%
74.0
5000 98.0 116.0
0 T II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| N A mEE e e
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102817\
Data File : BG030526.D

Acq On : 28 Oct 2017 14:03

Operator : SJ/JU

Sample : PB103627BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG101617 .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... 5.24 14.0 ng 276325 1 8.17 394758 20.0
unknown?7 .70 7.70 88.0 ng 1737990 1 8.17 394758 20.0
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