LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BFO77391.D

Acq On : 20 Feb 2015 19:40

Operator : TP/1Z

Sample : PB81820BL

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-BF021915_.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 1.515 52 55 57 rVvB 6486932 7597549 100.00% 24.992%
2 1.630 63 65 75 rvB2 41534 129241 1.70% 0.425%
3 1.767 75 77 86 rvv 179372 403033 5.30% 1.326%
4 1.892 86 88 110 rVB 689369 1222382 16.09% 4.021%
5 5.127 369 371 379 rBVY 377779 435901 5.74% 1.434%

5.619 412 414 417 rBV 1585742 1752805 23.07% 5.766%
6.876 521 524 527 rBV 1897835 1736115 22.85% 5.711%
7.036 536 538 541 rBV 2018240 1949094 25.65% 6.412%
7.333 562 564 566 rBvV 507841 491069 6.46% 1.615%
7.516 578 580 583 rBV 1781568 1567004 20.63% 5.155%

=
QO ~NO®

11 8.019 621 624 626 rBV 1364095 1177968 15.50% 3.875%
12 8.910 699 702 704 rBV 560354 660857 8.70% 2.174%
13 10.259 817 820 822 rBV 1967623 2659069 35.00% 8.747%
14 11.082 890 892 895 rBvV 891794 842077 11.08% 2.770%
15 12.065 975 978 980 rBV 1511697 1619882 21.32% 5.329%

16 12.934 1051 1054 1056 rBV 707850 907651 11.95% 2.986%
17 14.922 1226 1228 1231 rBV 2350891 3367703 44.33% 11.078%

18 16.225 1340 1342 1345 rBV 727472 1009860 13.29% 3.322%
19 18.008 1496 1498 1501 rVB 671595 870696 11.46% 2.864%

Sum of corrected areas: 30399956
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BFO77391.D

Acq On : 20 Feb 2015 19:40

Operator : TP/1Z

Sample : PB81820BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BFO77391.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BFO77391.D

Acq On : 20 Feb 2015 19:40

Operator : TP/1Z

Sample : PB81820BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.52 309.43 ng 7597550 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 56
2 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
3 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 55 (1.515 min): BF077391.D (-52) (-) m/z 73.10 100.00%
73
43
5000
89
e e
55 120 1.40 1.60 1.80
O L L 88 080 67 L "m/z 43.10 55.48%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 BENARDAASEDESURBE RN
120 1.40 1.60 1.80
31 89 m/z 89.10 34.03%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
L SRR SR SIS LA UL SR SULLLN FUL LS JULL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
3 120 140 160 180
5000 m/z 41.05 11.49%
27
59 74
e S L L UL LI S S SUR B
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine R EEaR R R
43 120 1.40 1.60 1.80
32 m/z 45.10 9.14%
58 89
5000 18
0 “ 24 | 1 53 1 7\2\
L SRR S S LA UL SR SULLELN FUL LS S BN SSRGS
m/z--> 10 20 30 40 50 60 70 80 90 120 140 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BFO77391.D

Acq On : 20 Feb 2015 19:40

Operator : TP/1Z

Sample : PB81820BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.13 17.75 ng 435901 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 371 (5.127 min): BF077391.D (-369) (-) m/z 43.10 100.00%
a3
59
5000
1o 480 500 520 540
o B 201 sy e9.10 62490
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL UL LS I
59 480 500 520 540
m/z 101.10 17 .55%
15 4 101
mi 1y ' 83 \‘
e L L I S L S S BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 M m/z 58.10 16.07%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime e AR ma s
43 4.80 5.00 5.20 5.40
m/z 41.10 8.55%
5000
101
15 31 | ey 86
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BFO77391.D

Acq On : 20 Feb 2015 19:40

Operator : TP/1Z

Sample : PB81820BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 6 unknown7.04 Concentration Rank 2

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

7.04 79.38 ng 1949090 1,4-Dichlorobenzene-d4 7.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 538 (7.036 min): BF077391.D (-536) (-) m/z 132.00 100.00%
132
5000 68
96 R L UL L I
40 5y -8 06 6.80 7.00 7.20 7.40
01 e B m/z 68.10 43.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L I L I
6.80 7.00 7.20 7.40
31 51 m/z 134.00 33.17%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
680 7.00 7.0 7.40
5000 m/z 66.10 27 .02%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl P
57 132 6.80 7.00 7.20 7.40
24 m/z 69.10 17 .44%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?. SN & W ) E——
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022015\
Data File : BFO77391.D

Acq On : 20 Feb 2015 19:40

Operator : TP/1Z

Sample : PB81820BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2,2-dime... 1.52 309.4 ng 7597550 1 7.33 491069 20.0
2-Pentanone, 4-hy... 5.13 17.8 ng 435901 1 7.33 491069 20.0
unknown? .04 7.04 79.4 ng 1949090 1 7.33 491069 20.0
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