LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77591.D
Aca On 4 Mar 2015 19:39 Instrument :
Operator : TP/1Z EﬁAfs el

- _ lentosampleld :
3?22'6 : @1426 06 DCW-WW-069-3315
ALS Vial : 13 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: CENTROID

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\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 heiaht area % max. total
1 1.515 51 55 58 rvB 276976 443944 16.92% 2.679%
2 1.675 66 69 72 rBv 481779 600207 22.88% 3.623%
3 1.824 80 82 93 rBv 146377 215932 8.23% 1.303%
4 3.458 220 225 229 rBV 33847 67627 2.58% 0.408%
5 4.990 358 359 366 rVB 86784 110029 4_.19% 0.664%

5.504 402 404 407 rBvV 564392 717777 27 .36% 4_.332%
6.785 513 516 518 rBV 428404 449156 17.12% 2.711%
6.933 526 529 531 rBV 1560655 1473456 56.17% 8.893%
378139 354576 13.52% 2.140%
7.413 568 571 573 rVB 1123437 1434934 54.70% 8.661%
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11 7.916 612 615 617 rBV 1172089 1128788 43.03% 6.813%
12 8.796 690 692 695 rBvV 570433 489054 18.64% 2.952%

13 9.505 752 754 756 rBV 51155 42523 1.62% 0.257%
14 10.145 808 810 812 rBV 2661730 2287587 87.20% 13.807%
15 10.648 852 854 856 rvB 49110 40649 1.55% 0.245%

16 10.968 880 882 885 rBV 578635 550072 20.97% 3.320%
17 11.505 926 929 932 rBV2 33533 49636 1.89% 0.300%
18 11.871 959 961 964 rVB 150838 127332 4._.85% 0.769%
19 11.951 965 968 970 rBV 1348135 1389010 52.95% 8.383%
20 12.808 1041 1043 1046 rBvV 574611 562451 21.44% 3.395%

21 14.808 1215 1218 1221 rBV 2653198 2623351 100.00% 15.833%
22 15.974 1317 1320 1328 rBV 65395 88224 3.36% 0.532%

23 16.088 1328 1330 1333 rBV 559891 664265 25.32% 4_.009%
24 17.803 1477 1480 1483 rBV 561539 657973 25.08% 3.971%

Sum of corrected areas: 16568553
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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\BF030415\

BFO77591.D

4 Mar 2015 19:39

TP/1Z

G1426-06

W

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

DCW-WW-069-3315
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\

Data File : BFO77591.D

Aca On 4 Mar 2015 19:39

Operator : TP/1Z

ﬁ?ggle i &1426_06 DCW-WW-069-3315
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

1.68 33.85 ng 600207 1,4-Dichlorobenzene-d4 7.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 69 (1.675 min): BF077591.D (-66) (-) m/z 73.10 100.00%
73
5000 43
S5 87 B B
1.40 1.60 1.80 2.00
..,....,....,...3.3,|:.'..5,°..|..,..‘??,'..-..,....,....,... m/z 43.05 38.69%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.40 1.60 1.80 2.00
55 87 m/z 55.10 26.37%
‘ﬁg 3 ||| 50 ‘ 67
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
PR 87 140 1.60 180 200
5000 m/z 87.10 24 _25%
29
15 67 97
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- R a s L
73 1.40 1.60 1.80 2.00
m/z 41.05 12 .59%
5000 43
58
29 3(
L1 N .
m/z--> 10 20 30 40 50 60 70 8 9 100 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\

Data File : BFO77591.D

Aca On 4 Mar 2015 19:39

Operator : TP/1Z

ﬁ?ggle i &1426_06 DCW-WW-069-3315
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.99 6.21 ng 110029 1,4-Dichlorobenzene-d4 7.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 359 (4.990 min): BFO77591.D (-358) (-) m/z 43.10 100.00%
a3
59
5000
101 4.60 4.80 5.00 5.20 5.40
83 : : : : :
...,....,....,....','.-:..??.'.hl,....,....,.~...,...:,l....,. m/z 59.10 53.28%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR LA S R
59 4.60 4.80 5.00 5.20 5.40
m/z 101.10 17 .44%
15 31 101
\ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
a 460 480 500 520 540
5000 m/z 58.10 16.28%
86
51 69 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime R e R
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 10.14%
5000
101
15 253137 || 51 %8 9 86
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\

Data File : BFO77591.D

Aca On 4 Mar 2015 19:39

Operator : TP/1Z

ﬁ?ggle i &1426_06 DCW-WW-069-3315
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 6 unknown6.93 Concentration Rank 1

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

6.93 83.11 ng 1473460 1,4-Dichlorobenzene-d4 7.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 529 (6.933 min): BFO77591.D (-526) (-) m/z 132.00 100.00%
32
5000 68
——— e ————
40 ., 54 75 104 6.60 6.80 7.00 7.20
et AT A OL U 2 B LI s W h/z 68.10  37.00%
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 SRR R SRR
6.60 6.80 7.00 7.20
78 m/z 134.00 33.15%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.60 6.80 7.00 7.20
5000 67 m/z 66.10 23.52%
41 97
53 2 117
34 60 89 105 124
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A R e
132 6.60 6.80 7.00 7.20

m/z 69.10 15.03%

5000
104
51 66
14 27 37 4491 58 | 5,89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\
Data File : BFO77591.D

Aca On : 4 Mar 2015 19:39

Operator : TP/1Z

Sample : G1426-06

Misc oW

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 8 Benzophenone Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.87 4.63 ng 127332 Acenaphthene-d10 10.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 49
3 1-Propanone. 3-chloro-1-phenvl- 168 C9HOCIO 000936-59-4 47
4 _alpha...alpha.-Dichloroacetophe... 188 C8H6CI20 002648-61-5 47
5 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 47

Abundance Scan 961 (11.871 min): B;bFO77591.D (-959) (-) m/z 105.00 100.00%
105
77
5000 182
51 Y A N
152 11.60 11.80 12.00 12.20
SN - N N T SN N (- NN e m/z 77.10 64.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44108: Benzophenone
105
77 182
5000 U DU DU UM U
11.60 11.80 12.00 12.20
5t m/z 182.10 45.69%
27 39 | 63 | . 126 152 I
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105
27 1160 11.80 12.00 12,20
5000 m/z 51.10 23.93%
51
14 27 39 65 9 125 154
miz--> 20 40 60 80 100 120 140 160 180
Abundance #35369: 1-Propanone, 3-chloro-1-phenyl- A e
105 11.60 11.80 12.00 12.20
m/z 106.10 7.91%
5000 77
51
14 27 39 | 63 | g1 | 115 133 168
m/z--> 20 40 i 80 100 120 140 160 180 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030415\

Data File : BFO77591.D

Aca On 4 Mar 2015 19:39

Operator : TP/1Z

ﬁ?ggle i &1426_06 DCW-WW-069-3315
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF021915_.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 9 3-Eicosene, (E)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.97 2.66 ng 88224 Chrysene-di12 16.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
2 9-Eicosene. (EBE)- 280 C20H40 074685-29-3 86
3 1-Docosene 308 C22H44 001599-67-3 76
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 70
5 1-Eicosanol 298 C20H420 000629-96-9 68
Abundance Scan 1320 (15.974 min): BFO77591.D (-1317) (-) m/z 57.10 100.00%
87
41
5000 111
| 139 15.60 15.80 16.00 16.20
et m/z 43.10 95.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106400: 3-Eicosene, (E)-
41 57

5000 LA L L L L L L L L L L
15.60 15.80 16.00 16.20
m/z 83.10 92.74%
25 | 139154 182 210 252 280
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57 83
A A
al A e
15.60 15.80 16.00 16.20
5000 m/z 55.10 92.40%
111
25 139154 181196 223 252 280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene

15.60 15.80 16.00 16.20
m/z 69.10 87.17%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.60 15.80 16.00 16.20

8270-BF021915.M Thu Mar 05 12:46:00 2015 Page: 7



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030415\

Data File : BFO77591.D

Acq On : 4 Mar 2015 19:39

Operator : TP/1Z

3?22'6 i &1426_06 DCW-WW-069-3315
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF021915_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]
Butane, 2-methoxy... 1.68 33.9 ng 600207 1 7.22 354576 20.0
2-Pentanone, 4-hy... 4_.99 6.2 ng 110029 1 7.22 354576 20.0
unknown6 .93 6.93 83.1 ng 1473460 1 7.22 354576 20.0
Benzophenone 11.87 4.6 ng 127332 3 10.97 550072 20.0
3-Eicosene, (E)- 15.97 2.7 ng 88224 5 16.09 664265 20.0
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