LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110718\
Data File : BG037859.D

Aca On : 7 Nov 2018 10:54

Operator : JU/SJ

Sample : PB114539BL

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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG101818.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

5.177 316 321 329 rVB 38550 66779 1.81% 0.344%
5.635 391 399 414 rBV 896856 1492763 40.50% 7.691%
rBv 949278 1714220 46.51% 8.832%
7.621 728 737 751 rBV 889393 1603006 43.49% 8.259%
8.091 810 817 824 rBV 186721 330968 8.98% 1.705%
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8.414 865 872 885 rVB 647109 1195645 32.44% 6.160%
9.272 1009 1018 1027 rBV 572065 1056723 28.67% 5.445%
10.911 1289 1297 1307 rVB 280357 537364 14.58% 2.769%
13.350 1703 1712 1721 rBV 1699108 2713562 73.62% 13.981%
14.730 1940 1947 1961 rBV2 477374 807116 21.90% 4.158%

=
QO ~NO®

11 16.211 2192 2199 2228 rBV 976864 1693859 45.95% 8.727%
12 17.474 2407 2414 2424 rBV2 590867 956809 25.96% 4 _.930%
13 20.077 2850 2857 2872 rBV 2508123 3686043 100.00% 18.991%
14 21.757 3136 3143 3158 rBV2 471631 943255 25.59% 4 _.860%
15 25.095 3700 3711 3726 rBV3 163895 610845 16.57% 3.147%

Sum of corrected areas: 19408957

8270-BG101818.M Fri Nov 09 14:24:48 2018 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG110718\
Data File : BG037859.D

Aca On 7 Nov 2018 10:54

Operator : JU/SJ

Sample : PB114539BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG101818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance : .
2500000 TIC: BG037859.D

2000000
1500000
1000000 5.64 7.24 7.62

500000
10.91

5.18
R I L o 5 T L L R o o o o = FUSEBMMBRIMSHR.

Time--> 350 4.00 450 5.00 5. 50 6. OO 6. 50 7. OO 7.50 8.00 8.50 9.00 9.50 10 00 10 50 11. OO 11. 50 12. OO 12.50
Abundance : .
2500000 TIC: BG037859.D

20.08

2000000
13.35

1500000

1000000 16.21

17.47
500000 14.73 21.76
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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 : .
2500000 TIC: BG037859.D

2000000

1500000

1000000

500000
25.09

R A R L L R RRmAS B L 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110718\
Data File : BG037859.D

Aca On : 7 Nov 2018 10:54

Operator : JU/SJ

Sample : PB114539BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 4.04 ng 66779 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
3 1-Butanol. 3-methoxv- 104 C5H1202 002517-43-3 12
4 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 322 (5.183 min): BG037859.D (-316) (-) m/z 43.00 100.00%
43.0
59.0
5000
100.9 R S IR U I
82.9 480 500 520 540 5.60
0"I""I""I""'Il':"l"!"l""l""I'I"'I"'II""I""I""I""I""I""I"" m/z 59.00 66.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A R LR LR
480 500 520 540 5.60
59.0 m/z 58.00 23.93%
270 g3 1010
OFrrprrrr et e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methyl-
54.0
480 500 520 540 560
5000 m/z 100.90 20.14%
43.0
0 ‘\ MH‘ Iyt 8‘3\0 98.0 123'0 141.0 159.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4769: 1-Butanol, 3-methoxy- R i ma s )
59.0 480 500 520 540 5.60

m/z 41.00 10.49%

5000

31.0
15.0 “‘ 45.0 72.0 89.0 1030

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.80 5.00 520 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110718\
Data File : BG037859.D

Aca On : 7 Nov 2018 10:54

Operator : JU/SJ

Sample : PB114539BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.62 Concentration Rank 1

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

7.62 96.87 ng 1603010 1,4-Dichlorobenzene-d4 8.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 737 (7.621 min): BG037859.D (-728) (-) m/z 131.90 100.00%
131.9
5000 68.0
96.0 R BRRRE LS LA S
40.0 54.0 J 7.20 7.40 7.60 7.80 8.00
0 |.'=8,1-9...,':.1.1‘?-?.. I — m/z 68.00 41.60%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR SR I L

7.20 7.40 7.60 7.80 8.00
m/z 133.90  33.55%

310 510
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
I REREE E e
7.20 7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 27.42%
41.0 97.0
‘ ‘ 117.0
ol ol B L Ll
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R Baaa m s
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.09%
74.0
5000 98.0 116.0
AN PRI RN T YY1 0 SO A S
m/z--> 40 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\BG110718\
Data File : BG037859.D

Acq On : 7 Nov 2018 10:54

Operator : JU/SJ

Sample : PB114539BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_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 4.0 ng 66779 1 8.09 330968 20.0
unknown7 .62 7.62 96.9 ng 1603010 1 8.09 330968 20.0
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