LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112018\
Data File : BG038097.D

Aca On : 20 Nov 2018 22:44

Operator : JU/SJ

Sample : PB114966BL

Misc :

ALS Vial : 17 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.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

5.163 314 319 329 rBV2 29416 50254 2.04% 0.382%
5.633 391 399 410 rBV 619590 1047375 42.56% 7.962%
rBv 653382 1146633 46.59% 8.717%
7.613 728 736 745 rBV 610762 1082572 43.99% 8.230%
8.083 810 816 827 rVB 134628 238466 9.69% 1.813%
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8.406 864 871 879 rBvV 458177 823927 33.48% 6.263%
9.264 1009 1017 1028 rBV 386603 713173 28.98% 5.421%
10.903 1289 1296 1304 rVB 190577 354979 14.42% 2.698%
13.342 1703 1711 1718 rBV 1068620 1675404 68.08% 12.736%
14.723 1938 1946 1957 rBV2 295471 500480 20.34% 3.805%

=
QO ~NO®

11 16.209 2192 2199 2216 rBV 685898 1105754 44 .93% 8.406%
12 17.466 2405 2413 2424 rBvV2 388872 616018 25.03% 4.683%
13 20.069 2850 2856 2864 rBV 1913909 2460881 100.00% 18.707%
14 21.750 3135 3142 3152 rBV2 399607 690072 28.04% 5.246%
15 25.075 3694 3708 3724 rBV 196078 648700 26.36% 4_.931%

Sum of corrected areas: 13154688
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG112018\
Data File : BG038097.D

Aca On - 20 Nov 2018 22:44

Operator : JU/SJ

Sample : PB114966BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG111318.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: BG038097.D

1500000

1000000

5.63 7.23 761
8.41
500000 0.26

8.08 10.90

516

R R L L e o A

Time--> 3.50 4.00 4.50 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 12.50
Abundance TIC: BG038097.D

20107
1500000
13.34
1000000

16.21

500000 17.47 21.75

14.72

O rrrrr T T T e e T T T T T T T T T T T T T T T T T T T T T T T PR T e

Time--> 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
Abundance TIC: BG038097.D

1500000

1000000

500000

25.08

T T e e e

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

8270-BG111318.M Wed Nov 21 15:23:25 2018 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112018\
Data File : BG038097.D

Aca On : 20 Nov 2018 22:44

Operator : JU/SJ

Sample : PB114966BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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.

5.16 4.21 ng 50254 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 37
3 3-0Octanol 130 C8H180 000589-98-0 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
5 Propylamine 59 C3HON 000107-10-8 9

Abundance Scan 318 (5.157 min): BG038097.D (-314) (-) m/z 42.95 100.00%
43
5000 %9
101 GRS L UL R
51 | 86 | 480 5.00 5.20 5.40
T . L . m/z 59.00 52.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR IR I L
59 480 500 520 540
m/z 101.00 19.29%
25“31 ‘ ‘ 83 o3 101
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59
a 480 500 520 540
5000 m/z 58.00 18.78%
86
51| & \ 101
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol AL B m IR
59 480 5.00 5.20 5.40
m/z 41.00 8.63%
5000 29 41 83
101
‘ Ul 53 8 77 | o1 | 112 109
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG112018\
Data File : BG038097.D

Aca On : 20 Nov 2018 22:44

Operator : JU/SJ

Sample : PB114966BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG111318_.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 unknown7.61 Concentration Rank 1

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

7.61 90.79 ng 1082570 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 735 (7.607 min): BG038097.D (-728) (-) m/z 131.90 100.00%
132
5000 68
40 54 o 720 7.40 7.60 7.80 8.00
qrer | wsus M | W/z 68.00  46.19%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 SRARARARAE RS AR

7.20 7.40 760 7.80 8.00

33 44 105 m/z 133.90 33.54%
60 70 | ‘
b e s U
m/z--> 40 60 100 120 140 160 180
Abundance #52379. Tranylcypromine-propionyl
57 132
24 e e
7.20 7.40 7.60 7.80 8.00
5000 9g 116 m/z 66.00 29.54%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.16%
5000 67
97
I
e ,‘..“.‘.,‘.“l Wk 88 ,1.053. .“,..H. e e
m/z--> 60 80 100 120 140 160 180 7.20 740 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG112018\
Data File : BG038097.D

Acq On : 20 Nov 2018 22:44

Operator : JU/SJ

Sample : PB114966BL

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG111318_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... 5.16 4.2 ng 50254 1 8.08 238466 20.0
unknown7 .61 7.61 90.8 ng 1082570 1 8.08 238466 20.0
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