LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092218\

Data File : BG036911.D

Aca On = 23 Sep 2018 3:18 Instrument :
Operator : JU/SJ ?:II\:gﬁ(t;Sam ol
3?22'6 i J5019-18 0&@1&ﬂPgF{>s
ALS Vial : 12 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-BG092018 .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 5.153 311 317 330 rVB 24651 42755 1.04% 0.291%
2 5.617 389 396 415 rBV 182053 358291 8.75% 2.441%
3 7.203 660 666 687 rBV 108657 265657 6.49% 1.810%
4 7.579 722 730 749 rBV 361054 722800 17 .65% 4.925%
5 8.043 803 809 825 rBV 106451 215823 5.27% 1.471%

8.366 855 864 883 rBvV 547574 1045280 25.53% 7.122%
9.207 999 1007 1024 rBV 456085 950459 23.21% 6.476%
154040 314629 7.68% 2.144%
13.296 1695 1703 1723 rBVY 1348895 2319093 56.64% 15.802%
14.118 1837 1843 1856 rVB 91760 147566 3.60% 1.005%
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11 14.671 1930 1937 1952 rBV3 282260 500643 12.23% 3.411%
12 16.157 2183 2190 2208 rBV 739693 1223919 29.89%% 8.339%
13 17.415 2397 2404 2417 rBV 401190 669069 16.34% 4 _559%
14 20.023 2842 2848 2859 rBV 2966668 4094465 100.00% 27.898%

15 21.322 3064 3069 3073 rBV3 33715 58433 1.43% 0.398%
16 21.680 3123 3130 3140 rBV2 464755 798839 19.51% 5.443%
17 23.161 3377 3382 3390 rVB3 25700 51968 1.27% 0.354%
18 23.966 3512 3519 3526 rVB4 28054 62551 1.53% 0.426%

19 24.888 3666 3676 3688 rBV3 272254 834069 20.37% 5.683%

Sum of corrected areas: 14676309
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG092218\

Data File : BG036911.D

Aca On : 23 Sep 2018 3:18

Operator : JU/SJ

ﬁ?ggle i J5019-18 091918-TIPC-F-D-S
ALS Vial :© 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092018.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: BG036911.D

2500000
2000000
1500000

1000000

8.37
500000 758 9.21

5.62 10.85
5.15 7.20 8.04

R T o e e L o Tt ISUEREMEE | o U MU NEMRMRSMM | MO

Time--> 350 4.00 4.50 5.00 550 600 650 700 750 8.00 8.50 9.00 950 1000 10.50 1100 1150 1200 12.50
Abundance TIC: BG036911.D
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2500000
2000000

15000007 13 30

1000000
16.16

500000 17.41 21.68

14.67
14.12 IL ‘L 21.32
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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 TIC: BG036911.D

2500000

2000000

1500000

1000000

500000
24.89

23.16 23.97

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\HPCHEMI1\BNA G\DATA\BG092218\

Data File : BG036911.D

Aca On : 23 Sep 2018 3:18

Operator : JU/SJ

ﬁ?ggle i J5019-18 091918-TIPC-F-D-S
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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.

5.15 3.96 ng 42755 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 317 (5.153 min): BG036911.D (-311) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 D SARRE SRS R AR
| 831 | 480 5.00 520 5.40
o S | D S E m/z 59.10 52.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L IS B
59.0 480 500 520 540
0
150 a0 1010 m/z 101.10 17.03%
: 83.0
0 Tl i . .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8387: 2-Pentanal, 2,4-dimethyl-
54.0
480 500 520 540
5000 m/z 58.10 14.83%
43.0 101.0
0 150 \3\1‘0 | ‘ ‘ ‘ H‘\ | 710 83\0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3158: 5-Hexen-2-one
43.0 480 5.00 520 5.40
m/z 41.10 10.45%
5000
55.0
150 27.0
0 ...,.a‘..,..:‘l‘,....‘,‘:a..,.‘.‘..,....7,1'.()...,8.3".0..,..?82'?....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG092218\

Data File : BG036911.D

Aca On : 23 Sep 2018 3:18

Operator : JU/SJ

ﬁ?ggle i J5019-18 091918-TIPC-F-D-S
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG092018_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 unknown7.58 Concentration Rank 2

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

7.58 66.98 ng 722800 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 9

Abundance Scan 730 (7.579 min): BG036911.D (-722) (-) m/z 132.10 100.00%
1321
5000 68.1
40.0 %l'l 1151 7.20 7.40 7.60 7.80 8.00
01 et b e e e m/z 68.10 50.17%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
13p.0
5000 R S L U
7m'Mo7m'm08m
33.0 105.0 m/z 134.10 32.51%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 150 1éo 1éo
Abundance #14503: 1H-Benzimidazole, 2-methyl-
13p.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 32.23%

15.0 39\0 I 63“\0 760 L 10\40 ‘

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propiony! e A RAREE DS R
57.0 132.0 7.20 7.40 7.60 7.80 8.00

m/z 69.10 19.91%
74.0
116.0
5000 98.0
S SSSNSSSEN MU VMO ¥ 1 O e
m/z--> 20 40 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG092218\

Data File : BG036911.D

Acq On = 23 Sep 2018 3:18

Operator : JU/SJ

ﬁ?ggle i J5019-18 091918-TIPC-F-D-S
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092018_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... 5.15 4.0 ng 42755 1 8.04 215823 20.0
unknown7 .58 7.58 67.0 ng 722800 1 8.04 215823 20.0
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