LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011718\
Data File : BG032108.D

Acq On : 17 Jan 2018 19:51

Operator : SJ/JU

Sample : PB105719BL

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:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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

5.665 398 404 413 rVB 33550 54449 1.26% 0.305%
6.170 483 490 506 rvVB 622407 1087463 25.21% 6.096%
rBv 603653 1097181 25.43% 6.150%
8.256 836 845 853 rBV 650946 1194815 27.70% 6.698%
8.744 921 928 935 rBV 147136 269767 6.25% 1.512%
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9.079 976 985 997 rBV 540486 1020763 23.66% 5.722%
9.936 1122 1131 1142 rBV 359130 679097 15.74% 3.807%
11.623 1410 1418 1426 rBV 194266 359806 8.34% 2.017%
14.002 1816 1823 1835 rBV 1284573 2097502 48.62% 11.758%
15.377 2050 2057 2065 rVB2 335624 550475 12.76% 3.086%
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11 16.852 2301 2308 2329 rBV 1215479 1968077 45.62% 11.032%
12 18.109 2514 2522 2530 rBV 505210 789824 18.31% 4.427%
13 20.647 2948 2954 2963 rBV 3221879 4314135 100.00% 24.183%
14 22.445 3250 3260 3267 rBvV2 617789 1178723 27.32% 6.607%
15 26.141 3877 3889 3901 rBV2 364221 1177180 27.29% 6.599%

Sum of corrected areas: 17839257
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

> \\74.0.250.170\SVOASRV\HPCHEM1I\BNA_G\DATA\BG011718\
: BG032108.D

: 17 Jan 2018 19:51

: SJ/JU

: PB105719BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integ

ration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000
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TIC: BG032108.D

6.17 7.85 8.26 908

9.94
8.74 11.62
5.86 A A i

0
Time-->

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG032108.D
20.65

22.45
18.11

15.38

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

3000000

2500000

2000000

1500000

1000000

500000

07

TIC: BG032108.D

26.14

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011718\
Data File : BG032108.D

Acq On : 17 Jan 2018 19:51

Operator : SJ/JU

Sample : PB105719BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 unknown5.66 Concentration Rank 3

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

5.66 4.04 ng 54449 1,4-Dichlorobenzene-d4 8.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 43
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
3 2,3-Dimethyloxirane-2-carboxylic... 130 C6H1003 1000306-64-4 28
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17

Abundance Scan 403 (5.659 min): BG032108.D (-398) (-) m/z 43.00 100.00%
43
59
5000
101
5.40 5.60 5.80 6.00
83
0 ...,....,....,....','.'.~..,??-.'-!;....,....,.-...,...:,:...,. m/z 59.10 59.42%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
5000 R L I R UL
101 540 560 580 6.00
28 59 m/z 101.00 29.85%
70 84
BN ST P A - Y-8 A
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
540 560 580 6.00
5000 5 m/z 58.00 13.59%
15 101
0 "'I""I'?§'?%'?ZI""I??"I""I""I??"I'"'I""I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #13304: 2,3-Dimethyloxirane-2-carboxylic acid, methyl ester
43 59 540 5.60 5.80 6.00
m/z 41.00 9.36%
5000
29
0 ‘ I nm 53‘ ! 7\1 8\3 99
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011718\
Data File : BG032108.D

Acq On : 17 Jan 2018 19:51

Operator : SJ/JU

Sample : PB105719BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_.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 unknown8.26 Concentration Rank 1

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

8.26 88.58 ng 1194820 1,4-Dichlorobenzene-d4 8.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 846 (8.262 min): BG032108.D (-836) (-) m/z 132.00 100.00%
5000
68
96 HPU SAREE RARSEARRAE SAR
40 54 7 o7 5 8.00 8.20 8.40 8.60
o R B m/z 68.10 32.97%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN RSN RSN RN S
8.00 820 8.40 8.60
2 51 78 m/z 134.00 31.64%
0 ‘ b1 H Moy . !
L S L I UL SR UL UURLL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
"800 820 840 860
5000 67 m/z 66.00 22.27%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R e ]
57 132 8.00 8.20 8.40 8.60
24 m/z 96.00 14 .00%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, I | W
m/z--> 40 60 80 100 120 140 160 180 8.00 820 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG011718\
Data File : BG032108.D

Acq On : 17 Jan 2018 19:51

Operator : SJ/JU

Sample : PB105719BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG011218_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]
unknown5 .66 5.66 4.0 ng 54449 1 8.74 269767 20.0
unknown8.26 8.26 88.6 ng 1194820 1 8.74 269767 20.0
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