LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102346.D

Acq On : 23 Jan 2018 15:26

Operator : SJ/JU

Sample : PB105838BL

Misc :

ALS Vial : 14 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_F\METHODS\8270-BF012218_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 4.922 476 482 490 rBvV 140917 204700 5.71% 0.727%
2 5.334 546 552 555 rBVY 2789882 2986844 83.27% 10.605%
3 6.357 721 726 729 rBV 2644283 2967922 82.74% 10.538%
4 6.486 743 748 751 rBV 3295021 3076779 85.78% 10.924%
5 6.716 783 787 795 rBvY 800114 754237 21.03% 2.678%

6.869 809 813 816 rBvV 2722137 2424803 67.60% 8.609%
7.281 878 883 886 rBvV 1890022 1934213 53.92% 6.868%
7.998 1000 1005 1023 rBV 1120657 1041187 29.03% 3.697%
9.075 1182 1188 1191 rBV 3675533 3587004 100.00% 12.736%
9.751 1298 1303 1319 rVB 1203794 1158843 32.31% 4.115%

=
QO ~NO®

11 10.539 1433 1437 1448 rBV 1752562 1649758 45.99% 5.858%
12 11.233 1551 1555 1563 rBV 1282635 1149961 32.06% 4.083%
13 12.821 1820 1825 1829 rBV 3226527 3388855 94.48% 12.032%
14 13.868 1999 2003 2014 rBV 1024462 1026265 28.61% 3.644%
15 15.298 2240 2246 2256 rBV 586315 813059 22.67% 2.887%

Sum of corrected areas: 28164430
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102346.D

Acq On : 23 Jan 2018 15:26

Operator : SJ/JU

Sample : PB105838BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102346.D

Acq On : 23 Jan 2018 15:26

Operator : SJ/JU

Sample : PB105838BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : 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.

4.92 5.43 ng 204700 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 482 (4.922 min): BF102346.D (-476) (-) m/z 43.00 100.00%
43
59
5000
101
460 4.80 5.00 5.20
0..,....,....','::..‘?.1.-!'1,....,....,%.3..,...:,|....,....,....,....,....,....,.... m/z 59.00 53.87%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R AR AR RN AR
460 4.80 5.00 5.20
59 101 m/z 101.00 19.86%
o 2l.35, 51 o my X
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
4.60 480 500 520
5000 m/z 58.00 15.54%
43
o 69 83 gg 123 141 159
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester o B e R
59 460 4.80 5.00 5.20
m/z 41.05 7.94%
5000 41
68
0 50 126 14
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102346.D

Acq On : 23 Jan 2018 15:26

Operator : SJ/JU

Sample : PB105838BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : 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 unknown6.49 Concentration Rank 1

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

6.49 81.59 ng 3076780 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.492 min): BF102346.D (-743) (-) m/z 132.00 100.00%
132
5000
68
‘ % 620 640 6.60 680
40 54 . . .
Ol i :|-.|.7.7, g7 | Ap_us m/z 134.00 32.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 ISR R R
a1 o7 6.20 6.40 6.60 6.80
53 . 117 m/z 68.10 29.33%
0 e |....|.8.8..|1.0.6.. ..H.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 680
5000 9g 116 m/z 66.00 18.99%
0 89 107 158 189
miz--> 40 60 80 100 120 140 160 180 A
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine Rl R i
132 6.20 6.40 6.60 6.80
m/z 96.00 12.16%
5000
104
L2 5 T e | |
mz-> 40 60 80 100 120 140 160 180 620 640 660 680
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF012318\
Data File : BF102346.D

Acq On : 23 Jan 2018 15:26

Operator : SJ/JU

Sample : PB105838BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218._M
Quant Title : 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... 4.92 5.4 ng 204700 1 6.72 754237 20.0
unknown6 .49 6.49 81.6 ng 3076780 1 6.72 754237 20.0
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