LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022715\
Data File : BF077512.D

Aca On : 27 Feb 2015 18:34

Operator : TP/1Z

Sample : 6G1385-06

Misc :

ALS Vial : 11 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 1.550 55 58 61 rvB 360554 459728 13.30% 2.055%
2 1.721 70 73 80 rvv 549495 723985 20.94% 3.236%
3 1.847 81 84 108 rvB 911030 1700439 49.18% 7 .600%
4 5.036 361 363 369 rVB 104015 118112 3.42% 0.528%
5 5.550 405 408 410 rBV 588804 724223 20.94% 3.237%

6.807 516 518 521 rBV 370547 418731 12.11% 1.871%
6.967 529 532 534 rBV 1801061 1631591 47.19%% 7.292%
7.253 555 557 560 rBvV 441675 516357 14.93% 2.308%
7.447 571 574 576 rVB 1773157 1730118 50.04% 7.732%
7.950 615 618 620 rBV 1464571 1346867 38.95% 6.020%

=
QO ~NO®

11 8.830 693 695 697 rvVB 713355 697870 20.18% 3.119%
12 10.179 811 813 816 rvVB 3139603 2783101 80.49% 12.439%%

13 10.408 831 833 835 rBv2 63135 85348 2.47% 0.381%
14 11.002 883 885 887 rBvV 696176 826541 23.90% 3.694%
15 11.048 887 889 891 rvB 52059 54661 1.58% 0.244%

16 11.802 952 0955 957 rVvB 447893 419556 12.13% 1.875%
17 11.985 968 971 974 rBvV 1773771 1698708 49.13% 7.592%
18 12.854 1044 1047 1049 rBvV 646783 899294 26.01% 4.019%
19 14.842 1218 1221 1224 rBV 3184877 3457754 100.00% 15.454%
20 16.134 1331 1334 1337 rBV 1038006 1040933 30.10% 4.652%

21 17.860 1482 1485 1488 rBV 768199 1040856 30.10% 4.652%

Sum of corrected areas: 22374773
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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\BF022715\

BFO77512.D

27 Feb 2015 18:34

TP/1Z

G1385-06

11 Sample Multiplier: 1

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022715\
Data File : BF077512.D

Aca On : 27 Feb 2015 18:34

Operator : TP/1Z

Sample : 6G1385-06

Misc :

ALS Vial : 11 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 4

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

1.72 28.04 ng 723985 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 73 (1.721 min): BF077512.D (-70) (-) m/z 73.10 100.00%
3
43
5000
55 87 S § W
1.40 1.60 1.80 2.00
Ol S 50 el m/z 43.05 55.69%
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000
43 55 1.40 1.60 1.80 2.00
87 m/z 87.10 26.63%
o M\$2 \‘ |49 | 60 67 101
'w"'w"'w"'w"'w'"w"'w"'w"'w"'w"'w
m/z--> 10 40 50 60 70 80 90 100
Abundance
73
- 87 140 160 1.80 200
5000 m/z 55.10 25.74%
29
15 67 97
e S S I I IS I SULIL LS SULILLS IR WA
m/z--> 10 30 40 50 60 70 80 90 100
Abundance #2025: 1,3-Dioxolane, 2-methyl-
73 1.40 1.60 1.80 2.00
m/z 41.05 12.83%
43
5000
29 58
15 ‘ 87
0"|"‘"|"H'|‘ ?6|l“'?%“'|'“'|'“'|'”'|'”'|'“'| L SARDENRASE SR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022715\
Data File : BF077512.D

Aca On : 27 Feb 2015 18:34

Operator : TP/1Z

Sample : 6G1385-06

Misc :

ALS Vial : 11 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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.04 4_.57 ng 118112 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 23
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 363 (5.036 min): BF077512.D (-361) (-) m/z 43.10 100.00%
43
59
5000
i ik S0 520 540
83 : : : :
0 ...,....,....,....','.':..,??':'.,....,....,.-...,...:,|....,. m/z 59.10 52.50%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 20.31%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
a1 " 480 500 520 540
5000 m/z 58.10 16.45%
86
51 69 101
e S S S SIS S I IULILS SULILLS SIS LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8126: 2-Hexanol, 2-methyl- P e
50 4.80 5.00 5.20 5.40
m/z 41.05 8.92%
5000
43 101
31
A S A . N
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022715\
Data File : BF077512.D

Aca On : 27 Feb 2015 18:34

Operator : TP/1Z

Sample : 6G1385-06

Misc :

ALS Vial : 11 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 unknown6.97 Concentration Rank 3

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

6.97 63.20 ng 1631590 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 532 (6.967 min): BF077512.D (-529) (-) m/z 132.00 100.00%
32
5000 68
6 rrrrrryrTTTrT T T T T T T T
40 _ 54 | 75 104 6.60 6.80 7.00 7.20 7.40
o R . ??...' S -1 Wi S N m/z 68.10 38.55%
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 A LR LI R
6.60 6.80 7.00 7.20 7.40
2 78 m/z 134.00 32.59%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 67 m/z 66.10 24.86%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R B R E R
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 15.54%
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 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022715\
Data File : BF077512.D

Aca On : 27 Feb 2015 18:34

Operator : TP/1Z

Sample : 6G1385-06

Misc :

ALS Vial : 11 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 7 unknownl0.41 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.41 2.07 ng 85348 Acenaphthene-d10 11.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopropvl phenvl ketone 146 C10H100 003481-02-5 18
1-T2-0-BENZOYL-3.5-0-DIBENZYL-al... 562 C35H34N205 1000129-82-2 16
3 Ethanone. 2-(benzovloxv)-1-phenvl- 240 C15H1203 033868-50-7 14
4 2.5-Cvclohexadiene-1.4-dione. 5-... 333 C15H12BrNO3 296243-33-9 14
5 Benzene, 1,1"-(oxydiethylidene)bis- 226 C16H180 000093-96-9 12
Abundance o Scan 833 (10.408 min): BF077512.D (-831) (-) m/z 105.00 100.00%
105
5000
77 YA PO
39 l i146 10.00 10.20 10.40 10.60 10.80
ol b AUt m/z 115.10 35.38%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #20651: Cyclopropyl phenyl ketone
105
5000 77
10.00 10.20 10.40 10.60 10.80
146 m/z 77.00 22.91%
218\\ | \‘
O e o B O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
105
A et
10.00 10.20 10.40 10.60 10.80
5000 m/z 117.10 18.91%
77
43 46
Ol rr bbbl L L7200 237265295327 382 426 17T 548
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82334: Ethanone, 2-(benzoyloxy)-1-phenyl- e e
105 10.00 10.20 10.40 10.60 10.80
m/z 129.10 15.11%
5000 77
o 01 \ 240
m/z--> 50 100 150 200 250 300 350 400 450 500 550 10.00 10.20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022715\
Data File : BF077512.D

Aca On : 27 Feb 2015 18:34

Operator : TP/1Z

Sample : 6G1385-06

Misc :

ALS Vial : 11 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 unknownl11.80 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.80 10.15 ng 419556 Acenaphthene-d10 11.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Nitroso-2-phenvl-5-oxazolidinone 192 C9H8N203 074471-73-1 38
2 Benzene. 1.1"-(oxvdiethvlidene)bis- 226 C16H180 000093-96-9 27
3 Ethanone. 2-hvdroxv-1.2-diphenvl- 212 C14H1202 000119-53-9 27
4 Benzamide. N-butvl- 177 C11H15NO 002782-40-3 25
5 Benzamide, N-(1,1-dimethylethyl)- 177 C11H15NO 005894-65-5 25
Abundance Scan 955 (11.802 min): BF077512.D (-952) (-) m/z 105.10 100.00%
105
5000
147
a e 20 1250 T 1500 %0
2 63 166 : : : : :
0 129 212 m/z 106.10  45.11%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50930: 3-Nitroso-2-phenyl-5-oxazolidinone
105
77 148 .
5000 R AR SR TS
g1 nmnmnmnmnm
- 51 118 m/z 147.10 33.86%
0 ml,ml,mlml,,,,|,m|”1,3f1|m}§},,,|,}?%|,,,,|,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
11140 11,60 11.80 12.00 12.20
5000 m/z 107.10 32.97%
77 121
15 27 39 51 63 ol 148 167 211
m/z--> 25 Jo éo éo 160 150 150 160 180 260 '
Abundance #64412: Ethanone, 2-hydroxy-1,2-diphenyl- e e
105 11.40 11.60 11.80 12.00 12.20
7 m/z 77.10 24 . 45Y%
5000
51
o 2839 | 63 | 89 152 165 178 194 212 i
m/z--> % & & % ﬁoﬁ01%1&1® ﬁ ' nmnmnmnmnm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF022715\
Data File : BF077512.D

Acq On : 27 Feb 2015 18:34

Operator : TP/1Z

Sample - G1385-06

Misc :

ALS Vial : 11 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... 1.72 28.0 ng 723985 1 7.26 516357 20.0
2-Pentanone, 4-hy... 5.04 4.6 ng 118112 1 7.26 516357 20.0
unknown6 .97 6.97 63.2 ng 1631590 1 7.26 516357 20.0
unknown10.41 10.41 2.1 ng 85348 3 11.01 826541 20.0
unknownl1l.80 11.80 10.2 ng 419556 3 11.01 826541 20.0
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