LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080249.D

Acq On : 30 Jun 2015 21:26

Operator : TP/1Z

Sample - G2837-04

Misc :

ALS Vial : 20 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-BF061715_.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 5.499 209 211 214 rVB 37205 34895 2.26% 0.398%
2 5.887 243 245 248 rBV 401138 446491 28.90% 5.097%
3 6.882 330 332 335 rBVY 253418 282112 18.26% 3.221%
4 7.053 344 347 349 rBV 826829 848746 54.94% 9.689%
5 7.282 365 367 369 rBvY 253170 215573 13.95% 2.461%
6 7.442 379 381 384 rVvB 1016487 824073 53.34% 9.408%
7 7.842 413 416 418 rBV 788458 660509 42_.76% 7.541%
8 8.573 478 480 483 rBvV 373127 300664 19.46% 3.432%
9 9.648 572 574 577 rBV 1428067 1316636 85.23% 15.031%
10 10.345 633 635 638 rBY 428464 355800 23.03% 4.062%
11 11.053 695 697 699 rvB 23839 18727 1.21% 0.214%

12 11.133 702 704 707 rBv2 597806 791862 51.26% 9.040%
13 11.842 764 766 769 rBV 268487 363002 23.50% 4.144%
14 13.511 909 912 914 rBV 1191100 1544828 100.00% 17.636%
15 14.745 1018 1020 1023 rBV 376407 386586 25.02% 4.413%

16 16.574 1177 1180 1183 rBV 272395 368961 23.88% 4.212%

Sum of corrected areas: 8759465
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF063015\
BF080249.D

30 Jun 2015 21:26

TP/1Z

G2837-04

20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080249.D

Acq On : 30 Jun 2015 21:26

Operator : TP/1Z

Sample - G2837-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.50 3.24 ng 34895 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9
3 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
5 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9

Abundance Scan 211 (5.499 min): BF080249.D (-209) (-) m/z 43.10 100.00%
a3
59
5000
101 U RS L L R
| 83 | 5.20 5.40 5.60 5.80
SRR 1 MMERMELITES § NSRS dMMRLM M m/z 59.10 60.86%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R RS RN SRR L
59 520 540 560 580 |
m/z 101.10 18.22%
25 3 37 | 83 g3 01
miz--> 20 30 40 50 60 70 8 90 100 110 120
Abundance
59
41 520 540 560 580
5000 m/z 58.10 17.12%
86
51 69 101
miz--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #7943: 2-Propanone, 1-(1-methylethoxy)- )
43 5.20 5.40 5.60 5.80
m/z 41.10 9.35%
5000
27 58 73
T |"'MH"'??H‘l“"|' 'JJI" "|'t' '|§?" |""ﬁo}"'|'%l§'|" U RS LN S IR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063015\
Data File : BF080249.D

Acq On : 30 Jun 2015 21:26

Operator : TP/1Z

Sample - G2837-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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 2 unknown7.05 Concentration Rank 1

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

7.05 78.74 ng 848746 1,4-Dichlorobenzene-d4 7.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 347 (7.053 min): BF080249.D (-344) (-) m/z 132.10 100.00%
132
5000
68
40 | % 680 7.00 7.20 7.40
54 : : : :
el L7 87 L3S M m/z 68.10 33.65%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U NI AL R I
6.80 7.00 7.20 7.40
21 51 78 m/z 134.10 33.29%
‘ L ‘ | L
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 680 7.00 7.20 7.40
5000 gg 116 m/z 66.10 21.54%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R Amamam
132 6.80 7.00 7.20 7.40
m/z 69.10 13.09%
5000 67
41 97
53
T S
||||“i“||“|‘||‘|“l‘|‘|“|‘|8|8|‘i|1|O§||“|||H|||||||||||||||| s R
m/z--> 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\BF063015\
Data File : BF080249.D

Acq On : 30 Jun 2015 21:26

Operator : TP/1Z

Sample - G2837-04

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF061715.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]
2-Pentanone, 4-hy... 5.50 3.2 ng 34895 1 7.28 215573 20.0
unknown? .05 7.05 78.7 ng 848746 1 7.28 215573 20.0
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