LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091018\

Data File : BG036642.D

Aca On : 11 Sep 2018 2:09 Instrument :

Operator : JU/SJ ?:II\:gﬁ(t;Sam ol

agmple : J4830-10 omm1&DB£iED¢A
isc :

ALS Vial : 18 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-BG082318 .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

5.155 313 318 328 rVB 38785 59725 1.27% 0.310%
5.625 391 398 407 rBV 340855 563019 11.93% 2.923%
rBv2 236812 411658 8.72% 2.137%
7.582 724 731 740 rBV 635154 1088748 23.08% 5.653%
8.052 804 811 818 rBV 195537 334213 7.08% 1.735%
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8.375 859 866 876 rvB 832286 1450636 30.75% 7.532%
9.215 1000 1009 1018 rBV 740856 1320729 27.99% 6.857%
10.860 1279 1289 1298 rVB 274506 501385 10.63% 2.603%
13.305 1697 1705 1712 rBV 2085419 3241713 68.71% 16.831%
14.121 1839 1844 1852 rBV 168802 252387 5.35% 1.310%

=
QO ~NO®

11 14.679 1932 1939 1947 rBV2 464450 758275 16.07% 3.937%
12 15.966 2153 2158 2163 rBV 43593 57152 1.21% 0.297%
13 16.160 2184 2191 2212 rBV 945321 1523401 32.29% 7.910%
14 17.423 2399 2406 2415 rBV 602149 958739 20.32% 4.978%
15 20.026 2843 2849 2861 rBV 3343885 4718216 100.00% 24.497%

16 21.683 3124 3131 3150 rBV2 604532 1066071 22.59% 5.535%
17 23.375 3413 3419 3424 rBV 30510 57118 1.21% 0.297%
18 24.897 3668 3678 3695 rBvV2 264080 897162 19.01% 4.658%

Sum of corrected areas: 19260347
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091018\

Data File : BG036642.D

Aca On : 11 Sep 2018 2:09

Operator : JU/SJ

ﬁ?ggle i J4830-10 090618-DBRI-E-D-M
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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: BG036642.D

3000000
2500000
2000000
1500000

1000000 8.38

758 9.22

500000
5.63 791 8.05 10.86
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Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG036642.D
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3000000

2500000

13.30
2000000

1500000

1000000 16.16
17.42 21.68
500000 14.68
14.12

15.9

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: BG036642.D

3000000

2500000

2000000

1500000
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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 : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091018\

Data File : BG036642.D

Aca On : 11 Sep 2018 2:09

Operator : JU/SJ

ﬁ?ggle i J4830-10 090618-DBRI-E-D-M
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 3.57 ng 59725 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 3-Heptanol 116 C7H160 000589-82-2 25
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 319 (5.161 min): BG036642.D (-313) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 ERRARA AR SRR AR
| 83.1 | 4.80 5.00 5.20 5.40
O Lt et T B R m/z 59.10 54_.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L N R I
480 5.00 520 5.40
59.0 m/z 58.10 20.15%
270 83.0 101.0
S AR RS AR ?}3q"'|" §?]q ARRRE '?}3q IBESRRBEN
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
59.0
480 5.00 520 5.40
5000 m/z 101.10 18.13%
43.0 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e e
43.0 480 5.00 520 5.40
m/z 41.10 6.58%
5000
101.0
o 180 30 || %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091018\

Data File : BG036642.D

Aca On : 11 Sep 2018 2:09

Operator : JU/SJ

ﬁ?ggle i J4830-10 090618-DBRI-E-D-M
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 65.15 ng 1088750 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 731 (7.582 min): BG036642.D (-724) (- m/z 132.10 100.00%
13p.1
5000 68.1
96.1 R L LS LR
m15“_‘ 7.20 7.40 7.60 7.80 8.00
0 ..,....,....,...:l'!...,..'..,.-!.'.| ..'?.0,.1...,..I.,.':..,l.l.“?.l,.... b2 "m/z  68.10  46.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
5000 R P R L

7.20 7.40 7.60 7.80 8.00
m/z 134.10 33.17%

150 27.0 390 510 %30 770 90.0 10400 ||
e et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R e R )
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 30.64%
7
L [mo ™0 eso | |
Obr e T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #14770: Cyclopropanamine, 1-phenyl- A RN mmma
132.0 720 740 760 780 800

m/z 69.10 19.12%

104.0
5000
51.0 77.0
w0 Lo ) s | e |
i I | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 760 7.80 8.00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG091018\

Data File : BG036642.D

Acq On : 11 Sep 2018 2:09

Operator : JU/SJ

ﬁ?ggle i J4830-10 090618-DBRI-E-D-M
ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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 3.6 ng 59725 1 8.05 334213 20.0
unknown7 .58 7.58 65.2 ng 1088750 1 8.05 334213 20.0
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