LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079437.D

Aca On : 22 May 2015 17:08

Operator : TP/1Z

Sample - PB83558BL

Misc :

ALS Vial : 8 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-BF043015.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 1.495 25 27 35 rvB3 25288 56687 1.77% 0.257%
2 1.610 35 37 45 rvVv 425872 868789 27.07% 3.943%
3 1.713 45 46 75 rvB 1138578 2196061 68.43% 9.967%
4 4.787 313 315 326 rBV 534690 799497 24.91% 3.628%
5 5.336 360 363 376 rBY 1008563 1307289 40.74% 5.933%

6.627 474 476 485 rBV 1321540 1420396 44.26% 6.446%
6.764 485 488 490 rBV 1313146 1375624 42.87% 6.243%
7.050 511 513 516 rBV 441211 414212 12.91% 1.880%
7.233 527 529 532 rBV 1802347 1813012 56.50% 8.228%
7.747 572 574 577 rBV 1524169 1394353 43.45% 6.328%

=
QO ~NO®

11 8.627 648 651 654 rBvY 625193 572872 17.85% 2.600%
12 9.976 766 769 771 rBV 3047116 2782616 86.71% 12.629%
13 10.799 838 841 843 rBV 562323 650697 20.28% 2.953%
14 11.771 924 926 929 rBV 910444 1032298 32.17% 4.685%
15 12.628 999 1001 1004 rBV2 609958 700753 21.84% 3.180%

16 14.628 1173 1176 1179 rBV 3063219 3209126 100.00% 14.564%
17 15.920 1286 1289 1291 rBV 554480 718400 22.39% 3.260%
18 17.668 1440 1442 1446 rBV 508823 721689 22.49% 3.275%

Sum of corrected areas: 22034371
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF052215\

BF079437.D

22 May 2015 17:08

TP/1Z

PB83558BL

8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079437.D

Aca On : 22 May 2015 17:08

Operator : TP/1Z

Sample - PB83558BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl.50 Concentration Rank 6

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

1.50 2.74 ng 56687 1,4-Dichlorobenzene-d4 7.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 45
2 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
3 1.2-Pentadiene. 4-methoxv-4-methvl- 112 C7H120 049833-91-2 9
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 27 (1.495 min): BF079437.D (-25) (-) m/z 73.10 100.00%
78
5000
43 55 87
ailio | e | 140 160 150
e e e e e e e e R R m/z 43.10 35.49Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 23 55 140 160 180
- 87 m/z 87.10 30.23%
. U3 ][40 | 6167 101
mz-> 10 20 30 40 50 60 70 8 90 100 110 |
Abundance
73
A"'I"'W""I"”
s 55 140 160 1.80
5000 m/z 55.00 27 .72%
27
15 81
e R RS RN RS RS RS RS LS RN SRR RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6429: 1,2-Pentadiene, 4-methoxy-4-methyl- L B e
73 1.40 160 1.80
m/z 41.10 15.33%
5000
55
‘ | ‘ \6\7 \\8\3 97 112
e R RS RN RS RS RS RS LS RN WAL SRS A T N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079437.D

Aca On : 22 May 2015 17:08

Operator : TP/1Z

Sample - PB83558BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.79 38.60 ng 799497 1,4-Dichlorobenzene-d4 7.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 315 (4.787 min): BF079437.D (-313) (-) m/z 43.10 100.00%
a3
59
5000
1o 440 460 480 500 520
83 : : : : :
o...,....,....,....','::..?.1.:],...‘??....,.~...,....~,|....,....,....,....,...., m/z 59.10 56.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USSR R UL L
59 4.40 4.60 4.80 5.00 5.20
m/z 101.10 17.46%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500 520
5000 41 m/z 58.10 17.01%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59 440 4.60 4.80 5.00 5.20
m/z 41.10 8.46%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.40 460 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052215\
Data File : BF079437.D

Aca On : 22 May 2015 17:08

Operator : TP/1Z

Sample - PB83558BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.76 Concentration Rank 3

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

6.76 66.42 ng 1375620 1,4-Dichlorobenzene-d4 7.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 488 (6.764 min): BF079437.D (-485) (-) m/z 132.00 100.00%
5000
68
0 | % J 6.40 660 6.80 7.00
40 54 . : : -
Ot {7 87 | 30515y m/z 68.10 35.01%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 LB SRS L I
6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.78%
0"M'Ml'H'l'l”'l""l'”"l" L A S S
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.40 660 6.80 7.00
5000 gg 116 m/z 66.10 21.99%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal R e
132 6.40 6.60 6.80 7.00
m/z 69.10 13.81%
5000 67
97
‘ o ‘ 117
o -‘.‘- bl es fa0s |
m/z--> 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 : Z:\HPCHEM1\BNA_F\DATA\BF052215\
Data File : BF079437.D

Acq On : 22 May 2015 17:08

Operator : TP/1Z

Sample - PB83558BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
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]
unknownl1 .50 1.50 2.7 ng 56687 1 7.05 414212 20.0
2-Pentanone, 4-hy... 4.79 38.6 ng 799497 1 7.05 414212 20.0
unknown6 .76 6.76 66.4 ng 1375620 1 7.05 414212 20.0
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