LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078256.D

Aca On : 6 Apr 2015 14:53

Operator : TP/1Z

Sample : PB82522BL

Misc :

ALS Vial : 7 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-BF040115.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

1.150 20 23 26 rBV 4220056 5473209 100.00% 34.797%
1.252 28 32 37 rvB2 23744 56747 1.04% 0.361%
rvB 71046 116195 2.12% 0.739%
4.693 331 333 339 rBV 78024 109004 1.99% 0.693%
5.264 380 383 394 rBV 773188 947929 17.32% 6.027%

abrwWNPEF
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6.579 495 498 500 rBV 1004057 954189 17.43% 6.067%
6.693 506 508 511 rBV 1087421 1002655 18.32% 6.375%
6.979 530 533 535 rBvV 244408 225755 4.12% 1.435%
7.162 547 549 552 rBV 856457 796627 14 .56% 5.065%
7.676 592 594 597 rBV 643813 568090 10.38% 3.612%

=
QO ~NO®

11 8.556 669 671 673 rBvY 360203 314424 5.74% 1.999%
12 9.905 787 789 791 rBV 1469804 1288825 23.55% 8.194%
13 10.716 858 860 863 rBB 354042 360035 6.58% 2.289%
14 11.699 943 946 948 rBV 649671 685824 12.53% 4 _.360%
15 12.545 1018 1020 1023 rBV 323957 378123 6.91% 2.404%

16 14.385 1179 1181 1184 rBV 63393 63540 1.16% 0.404%
17 14.545 1192 1195 1198 rBV 1556193 1535916 28.06% 9.765%

18 15.825 1304 1307 1310 rBV 405414 437202 7.99% 2.780%
19 17.597 1459 1462 1465 rBV 301166 414509 7.57% 2.635%

Sum of corrected areas: 15728798
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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:\HPCHEM1I\BNA F\DATA\BF040615\

BF078256.D
6 Apr 2015 14:53
TP/1Z
PB82522BL
7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078256.D

Aca On : 6 Apr 2015 14:53

Operator : TP/1Z

Sample : PB82522BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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.15 Concentration Rank 1

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

1.15 484.88 ng 5473210 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 23 (1.150 min): BF078256.D (-20) (-) m/z 73.10 100.00%
73
43
5000
89
—— e ———
55 1.00  1.20 140 1.60
O g L 288 e m/z 43.10 53.93%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 S N N LA N
1.00  1.20 140 1.60
a1 89 m/z 89.10 31.11%
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
43
3 100 120 140 160
5000 m/z 41.10 10.63%
27
59 74
S L L UL UL UL S I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #719: N-Ethylformamide T
30 73 1.00  1.20 140 1.60
m/z 45.10 8.65%
5000
58
44
0 1‘5\ 25“ 39\\‘\\‘ 51 11l
miz--> 10 20 3 40 50 60 70 8 9 100 120 140 160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078256.D

Aca On : 6 Apr 2015 14:53

Operator : TP/1Z

Sample : PB82522BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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.

4.69 9.66 ng 109004 1,4-Dichlorobenzene-d4 6.98
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 12
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 333 (4.693 min): BF078256.D (-331) (-) m/z 43.10 100.00%
43
59
5000
101
83 440 4.60 4.80 5.00
3 A" ..~:|,....,-....',....,....,....,....,....,2]0.7.. m/z 59.10 54.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USSR S R
440 4.60 4.80 5.00
59 m/z 101.10 20.40%
2\7\ Il H 70 83 1o
e S L I I B WL B L S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 440 4.60 480 5.00
5000 m/z 58.10 16.77%
29 101
o 15 73 85
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime A e
43 440 4.60 4.80 5.00
m/z 41.10 8.94%
5000
101
15 31 | g 86
miz--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078256.D

Aca On : 6 Apr 2015 14:53

Operator : TP/1Z

Sample : PB82522BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 unknown6.69 Concentration Rank 2

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

6.69 88.83 ng 1002660 1,4-Dichlorobenzene-d4 6.98
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 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 508 (6.693 min): BF078256.D (-506) (-) m/z 132.00 100.00%
32
5000 68
96 PSRRI NARR R S
40 42 54 o || 75 g | 104 6.40 6.60 6.80 7.00
1| M S AT | T ARAE NI - m/z 68.10 40.55%
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 RS R L S
6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.60%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 26.32%
104
oL 14 27 37 4451 58 6 77 g9 o7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14020: 4-Methylpyrrolo[1,2-a]pyrazine AR e

132 6.40 6.60 6.80 7.00
m/z 69.10 16.74%

5000 104

39 52 g5 78

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040615\
Data File : BF078256.D

Aca On : 6 Apr 2015 14:53

Operator : TP/1Z

Sample : PB82522BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040115.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 7 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.39 2.91 ng 63540 Chrysene-di12 15.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 87
3 Pentadecane. 8-methvlene- 224 C16H32 055668-09-2 37
4 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 37
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 35

Abundance Scan 1181 (14.385 min): BF078256.D (-1179) (-) m/z 56.10 100.00%
56
5000 41
73
129 U AR DR B B
97 17 1z 23957 14.00 14.20 14.40 14.60 14.80
0 m/z 57.10 58.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, butyl ester
56
5000 I""I""I'N'\"IIIIIII
41 14.00 14.20 14.40 14.60 14.80
1 957 m/z 41.10 42 .63%
0 2 | h H\ b | l57 185 213 2?9 | 288 312
m/z--> 25 45 60 éo 160 150 150 160 180 200 220 240 260 280 360 '
Abundance
56
B AR AR AR R
14.00 14.20 14.40 14.60 14.80
5000 41 m/z 43.10 41 .56%
73
26 9711, 157 185 213 239257 Lo 3pp

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #72506: Pentadecane, 8-methylene- T B i L
14.00 14.20 14.40 14.60 14.80
m/z 55.10 34.37%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.00 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040615\
Data File : BF078256.D

Acq On : 6 Apr 2015 14:53

Operator : TP/1Z

Sample - PB82522BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040115_.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]
unknownl.15 1.15 484.9 ng 5473210 1 6.98 225755 20.0
2-Pentanone, 4-hy... 4.69 9.7 ng 109004 1 6.98 225755 20.0
unknown6 .69 6.69 88.8 ng 1002660 1 6.98 225755 20.0
Hexadecanoic acid... 14.39 2.9 ng 63540 5 15.83 437202 20.0
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