LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035914.D

Acq On : 26 Jul 2018 18:33

Operator : JU/SJ

Sample : PB111441BL

Misc :

ALS Vial : 4 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-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 height area % max. total
1 5.137 309 315 323 rBvV 77395 120534 3.24% 0.773%
2 5.607 388 395 412 rBVY 606427 1016258 27.30% 6.519%
3 7.193 657 665 676 rBY 642898 1117631 30.02% 7.169%
4 7.558 720 727 740 rBVY 613970 1084939 29.15% 6.959%
5 8.027 801 807 819 rvB 129811 228338 6.13% 1.465%

8.345 854 861 873 rVB 457856 820945 22.05% 5.266%
9.185 994 1004 1018 rBV 344907 683102 18.35% 4._.382%
10.830 1276 1284 1295 rBV 147904 303279 8.15% 1.945%
1105698 1817840 48.83% 11.660%
14.648 1927 1934 1943 rBV2 279177 504027 13.54% 3.233%
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11 16.140 2181 2188 2204 rBV 899652 1602549 43.05% 10.279%
12 17.391 2395 2401 2412 rBV 467133 788095 21.17% 5.055%
13 20.000 2839 2845 2858 rBV 2806813 3722511 100.00% 23.878%
14 21.656 3120 3127 3144 rBV 523465 926735 24.90% 5.944%
15 24.858 3661 3672 3685 rBv2 281802 853171 22.92% 5.473%

Sum of corrected areas: 15589954
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA_G\DATA\BG072618\

BG035914.D

26 Jul 2018 18:33

JussJ

PB111441BL

4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG035914.D

5.61 7.19 756

8.34
9.18

5.14 8.03

10.83

0

Time--> 3.50

400 450 5.00 550 6.00 6.50 7.00 750 8.00 8.50

T T
9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

2500000

2000000

1500000

13.27

1000000

500000

0

TIC: BG035914.D

16.14

17.39
14.65

20L00

21.66

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

2500000

2000000

1500000

1000000

500000

TIC: BG035914.D

24.86

Ol

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

8270-BG071218.

M Fri Jul 27 13:09:48 2018

Page: 2




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035914.D

Acq On : 26 Jul 2018 18:33

Operator : JU/SJ

Sample : PB111441BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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 10.56 ng 120534 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
3 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 28
4 2,2,3,3,5,8,11-Heptamethyl-4,7,1._._ 348 C18H4004Si 1000367-07-2 28
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 27

Abundance Scan 315 (5.137 min): BG035914.D (-309) (-) m/z 43.15 100.00%
a3
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101 R L
480 5.00 5.20 5.40
ob e bl 70 252 285 869 %7 sz 59.15  63.68%
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rryrrrTyrTrT T T T T T

480 5.00 5.20 5.40
m/z 101.15  25.47%
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Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
T R
4.80 5.00 5.20 5.40
5000 m/z 58.15 15.54%
101
5 |7
0 .‘.“.l,ilal‘.l.,‘....,....,....,....,....,....,.
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59 4.80 5.00 5.20 5.40
m/z 41.15 8.70%
5000 101
]
04 r—tr————rr— 7
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035914.D

Acq On : 26 Jul 2018 18:33

Operator : JU/SJ

Sample : PB111441BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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 unknown7.56 Concentration Rank 1

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

7.56 95.03 ng 1084940 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

Abundance Scan 727 (7.558 min): BG035914.D (-720) (-) m/z 132.15 100.00%
132
5000 68
96 UL IR UL I I
40 378 7.20 7.40 7.60 7.80
0 b b Ak m/z 68.15 50.92%
m/z--> 50 100 150 200 250 300 350
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o A
7.20 7.40 7.60 7.80
70 m/z 134.15 34 .88%
31 g
0 JJJI‘H'”\ UL UL UL SR SR S
m/z--> 50 100 150 200 250 300 350
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl-

132

7.20 7.40 7.60 7.80

5000 m/z 66.15 34.64%
67
91
bl A ]
ol o o 0
m/z--> 50 100 150 200 250 300 350
Abundance #52379: Tranylcypromine-propionyl R EEEaREE L
57 132 7.20 7.40 7.60 7.80

m/z 69.15 23.17%

5000 98

158 189

o M S L o1 SUMMIMIEMMS

T |
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG072618\
Data File : BG035914.D

Acq On : 26 Jul 2018 18:33

Operator : JU/SJ

Sample : PB111441BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10.6 ng 120534 1 8.02 228338 20.0
unknown? .56 7.56 95.0 ng 1084940 1 8.02 228338 20.0
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