LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1I\BNA G\DATA\BGO71318\
Data File : BG035638.D
Aca On : 13 Jul 2018 20:43 Instrument :
Operator : JU/SJ (BZII\!A_(tSS el

- _ lentosampleld :
a?zgle : J3941-01 SES-MS-PH4-COA-7-18
ALS Vial : 15 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-BG071218 .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 5.168 315 320 328 rBV 35132 54401 1.35% 0.338%
2 5.632 393 399 409 rVB 312835 514078 12.79% 3.191%
3 7.218 661 669 678 rBV 204234 377952 9.40% 2.346%
4 7.588 723 732 742 rBV 593298 1024758 25.50% 6.360%
5 8.058 803 812 818 rBV 155588 262015 6.52% 1.626%

8.381 860 867 875 rVB 578189 1013184 25.21% 6.288%
9.215 1002 1009 1019 rBV 495528 904636 22.51% 5.615%
10.860 1281 1289 1298 rBV 197975 364258 9.06% 2.261%
1507501 2333084 58.05% 14.480%
14.121 1839 1844 1857 rVB 93872 147386 3.67% 0.915%
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11 14.679 1932 1939 1947 rBV 366453 598367 14.89% 3.714%
12 16.165 2185 2192 2209 rBV 1136412 1793376 44.62% 11.131%
13 17.416 2399 2405 2417 rBV2 553569 838383 20.86% 5.203%
14 20.024 2843 2849 2860 rBV 3048386 4018882 100.00% 24.943%
15 21.681 3124 3131 3142 rBV 579791 963270 23.97% 5.978%

16 24.906 3667 3680 3691 rBvV2 309896 904232 22.50% 5.612%

Sum of corrected areas: 16112262
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO71318\

Data File : BG035638.D

Aca On : 13 Jul 2018 20:43

Operator : JU/SJ

ﬁ?ggle i J3941-01 SES-MS-PH4-COA-7-18
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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: BG035638.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO71318\

Data File : BG035638.D

Aca On : 13 Jul 2018 20:43

Operator : JU/SJ

ﬁ?ggle i J3941-01 SES-MS-PH4-COA-7-18
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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.

5.17 4_.15 ng 54401 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Guanidine 59 CH5N3 000113-00-8 47
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 38
4 Hvdrazine. 1l.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 33
5 2,3-Dimethyloxirane-2-carboxylic... 130 C6H1003 1000306-64-4 33

Abundance Scan 320 (5.168 min): BG035638.D (-315) (-) m/z 43.15 100.00%
43.1
5000
480 500 520 540 5.60
0 m/z 59.15 T74.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L R SR L
480 5.00 5.20 5.40 5.60
m/z 101.15 28.07%
m/z--> ﬁo 45 eb 85 160 120 140 160 180 200 220
Abundance
59.0
480 500 520 540 5.60
50007 180 4o m/z 58.15 20.78%
e A UL I WL S B R SR SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4488: Propane, 1-ethoxy-2-methyl-
3.0 59.0 480 5.00 5.20 5.40 5.60
m/z 41.15 9.05%
5000
0 ‘ ‘\‘ il 102.0
miz--> ""z'o"'"""e'o""s'o"'iéé"iéé"iid"ieé"isd"ééé"ééé" 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO71318\

Data File : BG035638.D

Aca On : 13 Jul 2018 20:43

Operator : JU/SJ

ﬁ?ggle i J3941-01 SES-MS-PH4-COA-7-18
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.59 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.59 78.22 ng 1024760 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 732 (7.588 min): BG035638.D (-723) (-) m/z 132.15 100.00%
13p.2
5000 68.2

7.20 7.40 7.60 7.80 8.00

o,...l.i,"..l..l,l....,....,.... el || m/z 68,15 49.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000 LIS LI L L L L L LB L L LB

7.20 7.40 7.60 7.80 8.00
m/z 66.15  35.06%

63.0
P
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132.0

7.20 7.40 7.60 7.80 8.00

5000 m/z 134.15 32.54%
69.0
ot b 4
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine B
132.0 720 740 760 780 800

m/z 69.15 22 .70%

69.0
5000 /\
0 ‘ 1l l J ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7. 60 780 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO071318\

Data File : BG035638.D

Acq On 13 Jul 2018 20:43

Operator : JU/SJ

ﬁ?ggle i J3941-01 SES-MS-PH4-COA-7-18
ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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... 5.17 4.2 ng 54401 1 8.06 262015 20.0
unknown? .59 7.59 78.2 ng 1024760 1 8.06 262015 20.0
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