LSC Area Percent Report

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

Data File : BG036912.D

Aca On = 23 Sep 2018 3:57 Instrument :
Operator : JU/SJ ?:II\:gﬁ(t;Sam ol
3?22'6 i J5019-19 0&@1&ﬂPgF4»B
ALS Vial : 13 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

5.150 312 317 325 rBV 30462 50719 1.14% 0.322%
5.615 390 396 414 rBV 219222 426793 9.59% 2.713%
rBv 131729 307978 6.92% 1.957%
7.577 722 730 748 rBV 416969 815563 18.33% 5.183%
8.047 801 810 825 rBV 114700 234938 5.28% 1.493%
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8.370 856 865 887 rBV 580729 1121037 25.20% 7.125%
9.205 1000 1007 1027 rBV 487919 1049060 23.58% 6.668%
10.850 1277 1287 1300 rBV 162740 338514 7.61% 2.151%
13.294 1696 1703 1722 rBVY 1508666 2540556 57.11% 16.147%
14.116 1836 1843 1852 rBV 28581 50619 1.14% 0.322%

=
QO ~NO®

11 14.669 1930 1937 1950 rBvV2 307851 530589 11.93% 3.372%
12 16.155 2183 2190 2205 rBV 836944 1397888 31.42% 8.885%
13 17.418 2398 2405 2423 rBV2 431556 718591 16.15% 4_.567%
14 20.021 2842 2848 2861 rBV 3069944 4448796 100.00% 28.275%
15 21.678 3124 3130 3140 rBV2 486166 847228 19.04% 5.385%

16 24.886 3666 3676 3688 rBvV2 286799 854996 19.22% 5.434%

Sum of corrected areas: 15733865
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG092218\

Data File : BG036912.D

Aca On : 23 Sep 2018 3:57

Operator : JU/SJ

ﬁ?ggle i J5019-19 091918-TIPC-F-U-B
ALS Vial : 13 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: BG036912.D
3000000

2500000
2000000
1500000

1000000

8.37
500000 7.58 9.20

5.61 10.85
5.15 .21 8.05
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Time--> 3.50 4.00 4.50 5. OO 5. 50 6. OO 6. 50 7. OO 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11. 50 12. OO 12.50
Abundance TIC: BG036912.D
3000000 20102

2500000

2000000

1500000 13.29

1000000 16.16

21.68
17.42
500000 14.67

14.12

L0 L B e o o e o B LA e L B R B

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: BG036912.D
3000000

2500000

2000000

1500000

1000000

500000 24.89

T T T 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\HPCHEMI1\BNA G\DATA\BG092218\

Data File : BG036912.D

Aca On : 23 Sep 2018 3:57

Operator : JU/SJ

ﬁ?ggle i J5019-19 091918-TIPC-F-U-B
ALS Vial : 13 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 4.32 ng 50719 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 59
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 317 (5.150 min): BG036912.D (-312) (-) m/z 43.10 100.00%
43.1
59.1
5000
| 62 1°|“ 480 500 520 540
ot e e m/z 59.10 52.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 T8 S0 Sk Sk
0
150 a0 1010 m/z 101.10 16.00%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
54.0
410 480 500 520 540
5000 m/z 58.10 14.67%
86.0
0 50'0‘\\\ I 6%0 ‘ 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanal, 2,4-dimethyl-
54.0 480 5.00 5.20 5.40
m/z 41.10 8.81%
5000
43.0 101.0
0 150 \3\1‘0 | ‘ ‘ ‘ H‘\ ! 710 83\0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

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

Data File : BG036912.D

Aca On : 23 Sep 2018 3:57

Operator : JU/SJ

ﬁ?ggle i J5019-19 091918-TIPC-F-U-B
ALS Vial : 13 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 69.43 ng 815563 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 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 731 (7.583 min): BG036912.D (-722) (-) m/z 132.10 100.00%
130.1 ﬁ
5000 68.1
40.1 %I'l 7.20 7.40 7.60 7.80 8.00
01 e i el e e m/z 68.10 45_70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 A UL UL LR
7.20 7.40 7.60 7.80 8.00
33.0 105.0 m/z 134.10 33.28%
51.0 70.0 86.0
01 B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.48%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 17.85%
74.0
5000 98.0 116.0
0 ||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG092218\

Data File : BG036912.D

Acq On = 23 Sep 2018 3:57

Operator : JU/SJ

ﬁ?ggle i J5019-19 091918-TIPC-F-U-B
ALS Vial : 13 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 4.3 ng 50719 1 8.04 234938 20.0
unknown7 .58 7.58 69.4 ng 815563 1 8.04 234938 20.0
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