LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122215\
Data File : BF084010.D
Aca On = 23 Dec 2015 1:29 Instrument :
Operator : UM/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : 64916-01 20151214MGP220BRV136.5
ALS Vial : 19 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-BF122215.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 5.001 253 255 262 rBB 81233 87906 4 _.99% 0.798%
2 5.447 292 294 303 rBV 418830 541619 30.76% 4.918%
3 6.476 382 384 386 rBV 342141 369506 20.98% 3.355%
4 6.602 393 395 397 rBVY 1286817 1105676 62.79% 10.041%
5 6.830 413 415 417 rBV 273912 256634 14.57% 2.330%

6.979 426 428 431 rBvY 746598 1023216 58.11% 9.292%
7.390 461 464 467 rBvV 801481 758176 43.06% 6.885%
410524 352570 20.02% 3.202%
9.196 619 622 624 rBV 1469498 1760901 100.00% 15.991%
9.870 679 681 683 rvVB 376073 405083 23.00% 3.679%
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11 10.156 704 706 709 rBV 102437 120472 6.84% 1.094%
12 10.568 741 742 744 rBV 28790 27503 1.56% 0.250%
13 10.659 747 750 752 rBV 1092994 1092335 62.03% 9.919%
14 11.356 809 811 813 rBV 324886 426740 24.23% 3.875%
15 11.619 832 834 836 rBvV 38675 29655 1.68% 0.269%

16 12.934 947 949 952 rBV 1449444 1737600 98.68% 15.779%
17 13.837 1026 1028 1034 rBB 22685 36182 2.05% 0.329%

18 13.985 1039 1041 1044 rBV 426272 469288 26.65% 4.262%
19 15.414 1164 1166 1174 rBV 282906 411003 23.34% 3.732%

Sum of corrected areas: 11012065
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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\BF122215\

BF084010.D

23 Dec 2015 1:29

UM/SsJ

G4916-01

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

20151214MGP220BRV136.5
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122215\

Data File : BF084010.D

Aca On - 23 Dec 2015 1:29

Operator : UM/SJ

3?22 le G4916-01 20151214MGP220BRV136.5
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.00 6.85 ng 87906 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Acetone 58 C3H60 000067-64-1 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 255 (5.001 min): BF084010.D (-253) (-) m/z 43.10 100.00%
43
59
5000
101
0 53|| 83 4.60 4.80 5.00 5.20 5.400
-ttt e m/z 59.10 67.81%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SR S SR
59 460 4.80 5.00 520 5.40
m/z 101.10 28.80%
15 31 101
o 25 7 37 53 ‘ 83
miz--> R N A A A TS
Abundance
43
460 480 500 520 5.40
5000 m/z 58.10 16.93%
101
15 58
0 28 g7 51 69 84
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #205: Acetone T REmas Rmn e R
43 460 4.80 5.00 5.20 5.40
m/z 41.10 9.98%
5000
15
58
27
0"W?'”IJ"P'JH"”Il”'l”"P"W'”'I”"P"W"”I' SR S R
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122215\

Data File : BF084010.D

Aca On - 23 Dec 2015 1:29

Operator : UM/SJ

3?22 le G4916-01 20151214MGP220BRV136.5
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 unknown6.60 Concentration Rank 1

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

6.60 86.17 ng 1105680 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 395 (6.602 min): BF084010.D (-393) (-) m/z 132.00 100.00%
5000 68
40 75 % 104 620 6.40 6.60 6.80 7.00
54 - - - - -
ol 48t & 15 m/z 68.10 37.85%
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 I LS LN R R
620 6.40 6.60 6.80 7.00
78 m/z 134.00 32.74%
31 54 51
0"P'“P'”J”J“J'WL“'P”lP'”I”“I”'W'”'P”'P'”I“” N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 25 .50%
104
ol 14 27 37 44 51 5 % 77 g9 97 | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- AR REE S e
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 16.59%
5000
63 81
m/z--> 10 20 30 40 §0 65 fo 85 do 100 1io 120 130 140 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF122215\

Data File : BF084010.D

Aca On - 23 Dec 2015 1:29

Operator : UM/SJ

3?22 le G4916-01 20151214MGP220BRV136.5
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122215_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 Ether, p-methylbenzyl vinyl Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.16 5.95 ng 120472 Acenaphthene-d10 9.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ether. p-methvlbenzvl vinvl 148 C10H120 026437-10-5 59
2 Benzene., 1.1"-(1.2-dimethvl-1.2-... 210 C16H18 005789-35-5 53
3 Benzene. (l-bromoethvl)- 184 C8H9Br 000585-71-7 50
4 Benzene. 1l-(bromomethvl)-4-methvl- 184 C8H9Br 000104-81-4 50
5 Phenol, o-[(.alpha.-methylbenzyl... 262 C14H1403S 029634-38-6 50
Abundance Scan 706 (10.156 min): BF084010.D (-704) (-) m/z 105.10 100.00%
105
5000
Iy 550 1000 10,20 100
39 51 63 : : : :
o‘wﬂﬁﬁw...,....,....,....,....,...., m/z 79.10  20.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #21685: Ether, p-methylbenzyl vinyl
105
ol .
5000 UV SRS SR
9.80 10.00 10.20 10.40
. 77 m/z 77.10 18.60%
0 (P51 6 | el | 119130 148
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
105
9.80 10.00 10.20 10.40
5000 m/z 103.10 14.76%
77
0 27 39 51 65 91 117128139 152 165 178189 210
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #45876: Benzene, (l—bromoethyl)— LI L L L L L |/\| T
105 9.80 10.00 10.20 10.40
m/z 106.10 8.90%
5000
15 27 39 |1 6 || 91 | 169 184
m/z--> 20 40 60 8 100 120 140 160 180 200 9.80 10.00 10.20 10.40 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF122215\

Data File : BF084010.D

Acq On = 23 Dec 2015 1:29

Operator : UM/SJ

3?22 le - 64916-01 20151214MGP220BRV136.5
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122215_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 5.00 6.8 ng 87906 1 6.83 256634 20.0
unknown6 .60 6.60 86.2 ng 1105680 1 6.83 256634 20.0
Ether, p-methylbe... 10.16 6.0 ng 120472 3 9.87 405083 20.0
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