LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121718\
Data File : BG038665.D
Acq On : 17 Dec 2018 16:23 Instrument :
Operator : JU/SJ (B.‘,'I\!A_(tSS ol

- _ lentosampleld :
a?ch:le - J6378-20 P001-SS001-1218-01
ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG121218_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 height area % max. total
1 5.138 345 349 356 rBvY 25318 42273 2.40% 0.350%
2 5.608 422 429 443 rVB 492057 812273 46.13% 6.733%
3 7.212 695 702 713 rBVY 508215 955202 54.25% 7.918%
4 7.588 758 766 777 rVB 476842 841833 47.81% 6.978%
5 8.058 840 846 853 rBvY 162887 282517 16.05% 2.342%

8.381 894 901 910 rVB 349467 621883 35.32% 5.155%
9.239 1039 1047 1061 rBV 300909 570832 32.42% 4.732%
10.878 1317 1326 1339 rBV 213149 402466 22.86% 3.336%
13.317 1733 1741 1749 rBV 728556 1149250 65.27% 9.527%
14.139 1876 1881 1890 rBV2 38731 57254 3.25% 0.475%

=
QO ~NO®

11 14.697 1969 1976 1989 rVvB2 360137 593982 33.74% 4.924%
12 16.184 2222 2229 2240 rBvV2 701122 1129421 64.15% 9.362%
13 17.447 2436 2444 2457 rBv2 507100 807628 45.87% 6.695%
14 18.305 2585 2590 2601 rBV2 22917 39422 2.24% 0.327%
15 20.044 2880 2886 2893 rBV 1366585 1760719 100.00% 14.595%

16 21.319 3098 3103 3113 rBV3 32614 62193 3.53% 0.516%
17 21.725 3164 3172 3180 rBV 548656 918676 52.18% 7.615%
18 23.176 3413 3419 3426 rBV3 17742 34282 1.95% 0.284%
19 23.370 3446 3452 3458 rVB4 11403 23779 1.35% 0.197%
20 23.992 3552 3558 3565 rVB4 10355 22485 1.28% 0.186%

21 25.027 3712 3734 3748 rBV3 307516 935211 53.12% 7.752%

Sum of corrected areas: 12063581
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038665.D

Acq On : 17 Dec 2018 16:23

Operator : JU/SJ

ﬁ?ggle i J6378-20 P001-SS001-1218-01
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG038665.D
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400000 8.38
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Abundance TIC: BG038665.D
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Time--> 13.00 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: BG038665.D

1200000

1000000

800000

600000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038665.D

Acq On : 17 Dec 2018 16:23

Operator : JU/SJ

ﬁ?ggle i J6378-20 P001-SS001-1218-01
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.14 2.99 ng 42273 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 40
3 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 33
4 3-0Octanol 130 C8H180 000589-98-0 28
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 28

Abundance Scan 349 (5.138 min): BG038665.D (-345) (-) m/z 43.00 100.00%
43
59
5000
| s o “l’l 480 500 520 540
O e e o B L L B R m/z 59.00 61.35%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 T
59 480 500 520 540
m/z 58.00 16.81%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
4.80 5.00 5.20 5.40
5000 m/z 101.00 14 .52%
a1 101
o 15 31 53 69 83
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #30194: 2-Nonanone, 9-hydroxy- R A Ry
43 58 480 500 520 5.40
m/z 41.00 11.56%
5000
1 82
0"w"'w'"w"'J*"w*“'P'J”m"'w"'w'??w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038665.D

Acq On : 17 Dec 2018 16:23

Operator : JU/SJ

ﬁ?ggle i J6378-20 P001-SS001-1218-01
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 59.60 ng 841833 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 23
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 766 (7.588 min): BG038665.D (-758) (-) m/z 131.90 100.00%
5000 68
40 54 % J 720 7.40 7.60 7.80 8.00
7 ) ) ) ) .
ol |7?.7.!,]19??1.5,..-.,....,....,.... m/z 68.00 41.89%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o A RRARARARSSRNASERASRSRY
7.20 7.40 7.60 7.80 8.00
70 m/z 133.90 34.02%
31 44 60 86
U |l'h 'P"“ Ana '”I%O§}%§ LA UL SR S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 31.85%
69
39 57
48 78 89 103
-1
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R REman E R D
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 69.00 18.46%
5000 og M°
ol L ‘L!JD.Z‘.\‘”\H. s 189 7 S A W
m/z--> 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\HPCHEMI\BNA_G\DATA\BG121718\

Data File : BG038665.D

Acq On : 17 Dec 2018 16:23

Operator : JU/SJ

ﬁ?ggle i J6378-20 P001-SS001-1218-01
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_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... 5.14 3.0 ng 42273 1 8.06 282517 20.0
unknown? .59 7.59 59.6 ng 841833 1 8.06 282517 20.0
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