LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077865.D

Aca On : 20 Mar 2015 16:07

Operator : TP/1Z

Sample : PB82217BL

Misc : W/DOD

ALS Vial : 4 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-BF031115.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

1.298 33 36 39 rBV 4463399 5710840 100.00% 32.143%
1.767 75 77 85 rvB 93565 127886 2.24% 0.720%
rBv 111762 157372 2.76% 0.886%
5.413 394 396 399 rBV 842332 1071983 18.77% 6.034%
6.704 507 509 511 rBV 1181822 1054878 18.47% 5.937%
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6.842 518 521 523 rBV 1164833 1181062 20.68% 6.648%
7.127 544 546 548 rBV 294055 276632 4._.84% 1.557%
7.310 560 562 565 rBV 1030940 922539 16.15% 5.192%
7.825 604 607 609 rBvV 653029 695340 12.18% 3.914%
8.705 681 684 686 rBvV 389121 382416 6.70% 2.152%

=
QO ~NO®

11 10.053 799 802 804 rBV 1539482 1539193 26.95% 8.663%
12 10.876 871 874 876 rBV 337907 455851 7.98% 2.566%
13 11.848 957 959 962 rBV 884856 865004 15.15% 4_.869%
14 12.705 1032 1034 1037 rBV 472219 469503 8.22% 2.643%
15 14.705 1206 1209 1211 rBV 1788154 1848770 32.37% 10.406%

16 15.985 1318 1321 1324 rBV 508544 524002 9.18% 2.949%
17 17.711 1469 1472 1475 rBV 389084 483489 8.47% 2.721%

Sum of corrected areas: 17766760
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1\BNA F\DATA\BF032015\
BF0O77865.D

20 Mar 2015 16:07

TP/1Z

PB82217BL

W/DOD

4 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF031115.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\BF032015\
Data File : BF077865.D

Aca On : 20 Mar 2015 16:07

Operator : TP/1Z

Sample : PB82217BL

Misc : W/DOD

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknownl1.30 Concentration Rank 1

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

1.30 412.88 ng 5710840 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 Oxirane-2-carboxylic acid, ethyl... 116 C5H803 1000192-50-3 9

Abundance Scan 36 (1.298 min): BF077865.D (-33) (-) m/z 73.10 100.00%
73
43
5000
89
rrrrrryTTTTTTTTTT T T T
55 1.00 1.20 140 1.60
O g L 28 e m/z 43.05 54.78%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 NSRS RN SRR
1.00 120 1.40 1.60
a1 89 m/z 89.10 31.78%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
LR FEL LN SN SRR FURLALEL UL UL UL SURLLLN ILR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30 73
100 120 140 160
5000 m/z 41.05 10.75%
58
44
5 25 39 51
L S L L L UL UL S L UL UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #837: 1-Propanol, 2-methyl- T
43 1.00 120 140 1.60
33 m/z 45.10 8.55%
5000
27
59 74
0 ‘ [ L Ly | ‘
LR FEL LN FLEL LN SR FUNLELEL UL UL UL SURLLL IR SRS R SR
m/z--> 10 20 30 40 50 60 70 80 90 1.00 120 1.40 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077865.D

Aca On : 20 Mar 2015 16:07

Operator : TP/1Z

Sample : PB82217BL

Misc : W/DOD

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.89 11.38 ng 157372 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 350 (4.887 min): BFO77865.D (-348) (-) m/z 43.10 100.00%
a3
59
5000
101 SRR SRR U L
| 83 | 4.60 4.80 5.00 5.20
o BN NSO | R A S m/z 59.10 59.82%
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 59 460 480 500 520
m/z 101.00 21.31%
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
43
- 460 480 500 520
5000 m/z 58.00 16.30%
29 101
o 15 73 83
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 EEmmaE s R D
59 4.60 4.80 5.00 5.20
m/z 41.10 9.05%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF077865.D

Aca On : 20 Mar 2015 16:07

Operator : TP/1Z

Sample : PB82217BL

Misc : W/DOD

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 unknown6.84 Concentration Rank 2

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

6.84 85.39 ng 1181060 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 521 (6.842 min): BF077865.D (-518) (-) m/z 132.00 100.00%
32
5000
68
6 TTTTT T T T T T T T T T T T
40 ,_ 54 75 104 6.60 6.80 7.00 7.20
Obrrrerrerrrr e AT POl 87 L Syt 115 | Tm/z 68.10  34.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 URRBE UL L R L
6.60 6.80 7.00 7.20
2 78 m/z 134.00 33.46%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 660 6.80 7.00 7.20
5000 67 m/z 66.10 21.62%
41 97
53 117
79
ol 34 60 89 | 105 124
wmwmwwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R o A
132 6.60 6.80 7.00 7.20
m/z 69.10 13.70%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
Data File : BF077865.D

Acq On : 20 Mar 2015 16:07

Operator : TP/1Z

Sample : PB82217BL

Misc : W/DOD

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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 .30 1.30 412.9 ng 5710840 1 7.13 276632 20.0
2-Pentanone, 4-hy... 4.89 11.4 ng 157372 1 7.13 276632 20.0
unknown6 .84 6.84 85.4 ng 1181060 1 7.13 276632 20.0
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