LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\

Data File : BF098626.D

Aca On : 19 Sep 2017 3:09 Instrument :
Operator : SJ/JU BNA_F

Sample - 15262-01 ClientSampleld :
Misc - 091417-SIDI-E-D-B
ALS Vial : 30 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-BF091117.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

4.798 459 461 474 rBvV 128104 174633 5.33% 0.881%
5.239 533 536 557 rBV 855275 1031864 31.47% 5.205%
rBv 620752 699137 21.32% 3.527%
6.404 731 734 742 rVB 2075963 1852449 56.49% 9.344%
6.634 769 773 783 rBV 737652 625393 19.07% 3.155%
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6.792 795 800 803 rBV 2351593 2252736 68.69% 11.363%
7.204 866 870 873 rBV 1756094 1793674 54.70% 9.047%
7.916 988 991 1007 rVB 945310 813919 24.82% 4.106%
8.998 1170 1175 1178 rBV 3657898 3279377 100.00% 16.542%
9.392 1239 1242 1250 rVB 132022 103916 3.17% 0.524%

=
QO ~NO®

11 9.669 1285 1289 1299 rVB 978786 854834 26.07% 4.312%
12 10.457 1419 1423 1435 rVB 1236341 1074546 32.77% 5.420%
13 10.574 1439 1443 1450 rBV 37450 39356 1.20% 0.199%
14 11.151 1537 1541 1547 rBV 1049643 946519 28.86% 4.774%
15 12.733 1805 1810 1813 rBV 3199973 2809996 85.69% 14.174%

16 13.633 1957 1963 1969 rBV2 38067 51211 1.56% 0.258%
17 13.780 1985 1988 1995 rVB 743418 711575 21.70% 3.589%
18 15.180 2221 2226 2237 rBV 594824 709944 21.65% 3.581%

Sum of corrected areas: 19825079
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\
Data File : BF098626.D

Aca On : 19 Sep 2017 3:09

Operator : SJ/JU

Sample : 15262-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

091417-SIDI-E-D-B
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\

Data File : BF098626.D

Aca On : 19 Sep 2017 3:09

Operator : SJ/JU

a?ggle i 15262-01 091417-SIDI-E-D-B
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .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.

4.80 5.58 ng 174633 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 461 (4.798 min): BF098626.D (-459) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 USRS RS SN UL
| | 82.9 | 440 4.60 4.80 5.00 5.20
A R R SRR AR RRARS RARRA RARLA RARSS SRS LA RALAS RARAIARRE m/z 59.00 53.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I R R L I
59.0 440 460 480 500 520
0
150 4, 1010 m/z 101.00 18.05%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
o k0 450 250 500 550
5000 m/z 58.00 16.46%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
59.0 440 4.60 4.80 5.00 5.20
m/z 41.00 8.50%
5000 41.0
e e T30 1260 1ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF091817\

Data File : BF098626.D

Aca On : 19 Sep 2017 3:09

Operator : SJ/JU

a?ggle i 15262-01 091417-SIDI-E-D-B
ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF091117 .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 unknown6.40 Concentration Rank 2

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

6.40 59.24 ng 1852450 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 733 (6.398 min): BF098626.D (-731) (-) m/z 132.00 100.00%
132.0
5000 68.0
40.0 9.0 J 6.00 6.20 6.40 6.60 6.80
R e L m/z 68.00 49_.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 NP SRR NREBE RN
6.00 6.20 6.40 6.60 6.80
310 510 ‘ ‘ m/z 66.00 33.11%
‘ [ 1 H | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 134.00 30.87%
104.0
270 510 00 o0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 6.00 6.20 6.40 6.60 6.80
m/z 68.95 18.58%
74.0
5000 98.0 116.0
MM Moo wso NN
m/z--> 20 40 100 120 140 160 180 6.00 620 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091817\

Data File : BF098626.D

Acq On : 19 Sep 2017 3:09

Operator : SJ/JU

a?ggle i 15262-01 091417-SIDI-E-D-B
ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117_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... 4.80 5.6 ng 174633 1 6.63 625393 20.0
unknown6 .40 6.40 59.2 ng 1852450 1 6.63 625393 20.0
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