LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121217\
Data File : BG031489.D

Aca On : 12 Dec 2017 13:15

Operator : SJ/JU

Sample - PB104888BL

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 G\METHODS\8270-BG121117.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

5.179 314 322 332 rBV 139606 221134 4_.09% 1.166%
5.667 399 405 420 rBV 528516 945043 17.49% 4.984%
rBv 525233 983030 18.19% 5.185%
7.641 734 741 762 rVB 562674 1001995 18.54% 5.285%
8.111 813 821 832 rBV 161199 285704 5.29% 1.507%
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8.434 868 876 885 rBV 665601 1169989 21.65% 6.171%
9.281 1012 1020 1033 rBV 397840 829095 15.34% 4_.373%
10.926 1293 1300 1320 rBV 165951 394684 7.30% 2.082%
13.352 1706 1713 1725 rBV 1346963 2334649 43.21% 12.313%
14.733 1940 1948 1964 rBV2 310233 593586 10.99% 3.131%

=
QO ~NO®

11 16.219 2194 2201 2219 rBV 664304 1231800 22.80% 6.497%
12 17.477 2408 2415 2431 rBV2 540153 925283 17.12% 4 _880%
13 19.698 2788 2793 2797 rBV 37831 57663 1.07% 0.304%
14 20.068 2850 2856 2867 rBV 4011588 5403598 100.00% 28.499%
15 21.748 3134 3142 3158 rBvV2 707175 1359772 25.16% 7.172%

16 25.033 3689 3701 3714 rBVv3 388387 1223733 22.65% 6.454%

Sum of corrected areas: 18960758
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121217\
Data File : BG031489.D

Aca On : 12 Dec 2017 13:15

Operator : SJ/JU

Sample - PB104888BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance :
4000000 TIC: BG031489.D
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1000000

8.43

5.67 7.28 7.64

9.28

5.18 8.11 10.93
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TIC: BG031489.D
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Time--> 00 12.50
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4000000

20107

3000000
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13.35

1000000
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17.48
14.73

19.70

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
TIC: BG031489.D
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25.03
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121217\
Data File : BG031489.D

Aca On : 12 Dec 2017 13:15

Operator : SJ/JU

Sample - PB104888BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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.

5.18 15.48 ng 221134 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane 58 C4H10 000106-97-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 322 (5.179 min): BG031489.D (-314) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ENARRENARRS LARAE R
| 83.0 | 4.80 5.00 520 5.40 5.60
o} O US| AN N — m/z 59.00 56.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I UL UL I
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.00 20.90%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
480 500 520 540 560
5000 m/z 58.00 16.13%
101.0
| 150 310 580 690  86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 480 500 520 5.40 5.60
m/z 41.10 9.58%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG121217\
Data File : BG031489.D

Aca On : 12 Dec 2017 13:15

Operator : SJ/JU

Sample - PB104888BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG121117_.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 unknown7.64 Concentration Rank 2

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

7.64 70.14 ng 1002000 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 741 (7.641 min): BG031489.D (-734) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 so || % L, | TR Tk Tho 850
e m/z 68.00 38.30%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 o 7.40 7.60 7.80 8.00
410 o . m/z 134.00  31.53%
oLl .S:L’.Ol...?’:ll.?...l — "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
90 o "7k 760 750 800
5000 ' m/z 66.00 25.46%
31.0 510
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R EEEEE s e
57.0 132.0 7.40 7.60 7.80 8.00
m/z 69.10 16.13%
74.0
5000 ogo 160
oL IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG121217\
Data File : BG031489.D

Acq On : 12 Dec 2017 13:15

Operator : SJ/JU

Sample - PB104888BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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... 5.18 15.5 ng 221134 1 8.11 285704 20.0
unknown? .64 7.64 70.1 ng 1002000 1 8.11 285704 20.0
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