LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF040218\
Data File : BF104127.D

Aca On : 2 Apr 2018 11:45

Operator : JU/SJ

Sample : PB107878BL

Misc :

ALS Vial : 4 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:\HPCHEM1I\BNA F\METHODS\8270-BF032818.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
1 5.198 526 529 540 rBV 97220 136022 4.04% 0.589%
2 5.592 593 596 623 rBVY 1475695 2067919 61.48% 8.953%
3 6.592 762 766 786 rBY 1456262 2137456 63.54% 9.254%
4 6.728 786 789 820 rVB 1772480 2450783 72.86% 10.611%
5 6.957 825 828 845 rVvVv 293374 457440 13.60% 1.981%

7.110 850 854 884 rVvB 1731604 1914027 56.90% 8.287%
7.522 920 924 962 rBV 888315 1447128 43.02% 6.266%
509285 709581 21.10% 3.072%
9.310 1224 1228 1251 rBV 2644873 2986982 88.80% 12.933%
9.998 1341 1345 1366 rBV 733346 832443 24.75% 3.604%
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11 10.792 1476 1480 1506 rBV 1603955 1907666 56.71% 8.259%
12 11.492 1595 1599 1623 rBV 713968 898931 26.72% 3.892%
13 13.080 1864 1869 1890 rBV 3028785 3363710 100.00% 14.564%
14 14.145 2046 2050 2062 rBV 807467 942277 28.01% 4._.080%
15 15.686 2303 2312 2326 rBV 492509 844342 25.10% 3.656%

Sum of corrected areas: 23096707
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF040218\
Data File : BF104127.D

Aca On 2 Apor 2018 11:45

Operator : JU/SJ

Sample : PB107878BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.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: BF104127.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF040218\
Data File : BF104127.D

Aca On : 2 Apr 2018 11:45

Operator : JU/SJ

Sample : PB107878BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.20 5.95 ng 136022 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17

Abundance Scan 529 (5.198 min): BF104127.D (-526) (-) m/z 43.00 100.00%
43
59
5000
101 )
49 83 4.80 5.00 5.20 5.40 5.60
ittt e m/z 59.00 62.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 RS SR LR
4.80 5.00 5.20 5.40 5.60
m/z 101.00 24 .57%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540 5.60
5000 m/z 58.00 15.51%
29 101
Obrrro g SBT3 83 o8
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime A T e
43 480 5.00 520 5.40 5.60
m/z 41.00 8.61%
5000
101
15 58
0 ‘ ?\8\ 37\\‘ | 51 | 69 84 , | A
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 4.&'30 5.'00 5.'20 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF040218\
Data File : BF104127.D

Aca On : 2 Apr 2018 11:45

Operator : JU/SJ

Sample : PB107878BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown6.73 Concentration Rank 1

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

6.73 107.15 ng 2450780 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 789 (6.728 min): BF104127.D (-786) (-) m/z 132.00 100.00%
132
5000 68
96 IS SRS UL R
40 54 8 06 6.40 6.60 6.80 7.00
01 e B m/z 68.10 40.34%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57 132
74
5000 98 116 T T T T T T T T
6.40 6.60 6.80 7.00
m/z 134.00 32.31%
) IR VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
'6.40 6.60 6.80 7.00
5000 m/z 66.00 24 .98%
104
39 51 65 78 o 117
O o B I T B A M e TR
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14502: 1H-Benzimidazole, 2-methyl-
132 6.40 6.60 6.80 7.00
m/z 69.05 16.33%
5000
63
15 27 39 52 7 77 92104 307 |
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF040218\
Data File : BF104127.D

Acq On 2 Apr 2018 11:45

Operator : JU/SJ

Sample : PB107878BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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... 5.20 6.0 ng 136022 1 6.96 457440 20.0
unknown6.73 6.73 107.2 ng 2450780 1 6.96 457440 20.0
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