LSC Area Percent Report

Data Path : V:\HPCHEM1I\BNA F\DATA\BF070916\
Data File : BF088884.D
Aca On 9 Jul 2016 21:30 Instrument :
Operator : UM/SJ gﬁA{s el

- _ lentosampleld :
3?22Ie - 81317 25X P001-SS005-0006-01
ALS Vial : 22 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-BF063016.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

1.804 17 19 49 rVB 506463 718563 100.00% 15.596%

1

2 5.301 323 325 327 rBB 54571 70789 9.85% 1.536%
3 6.342 415 416 420 rBB 73158 82434 11.47% 1.789%
4 6.479 426 428 430 rBB 106199 83711 11.65% 1.817%
5 6.719 447 449 451 rBB 537388 444710 61.89% 9.652%
6 6.867 461 462 464 rBB 46352 57779 8.04% 1.254%
7 7.279 496 498 500 rBB 64097 51771 7.20% 1.124%
8 8.010 559 562 564 rBvV 464259 590370 82.16% 12.814%
9 9.085 653 656 658 rBvV 77761 86052 11.98% 1.868%
10 9.759 712 715 717 rBV 575293 675770 94.04% 14.668%
11 10.536 781 783 785 rBB 46277 40681 5.66% 0.883%
12 11.108 831 833 837 rBv2 5718 8088 1.13% 0.176%
13 11.233 841 844 846 rBV 674721 689144 95.91% 14.958%
14 12.434 947 949 951 rBV 8183 9096 1.27% 0.197%
15 12.662 966 969 970 rBV3 7187 12151 1.69% 0.264%
16 12.697 970 972 974 rVvvV3 4960 8106 1.13% 0.176%
17 12.811 980 982 984 rBV 89577 74627 10.39% 1.620%
18 12.971 984 996 997 rBV7 13244 62075 8.64% 1.347%

19 13.851 1071 1073 1076 rBV 468617 447020 62.21% 9.703%
20 15.234 1191 1194 1196 rBV 261315 394292 54.87% 8.558%

Sum of corrected areas: 4607229
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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

V:\HPCHEM1I\BNA F\DATA\BF070916\
BF088884 .D
9 Jul 2016 21:30
UM/SJ
H3813-17 25X

P001-SS005-0006-01

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\

Data File : BF088884.D

Aca On 9 Jul 2016 21:30

Operator : UM/SJ

ﬁ?ggle : H3813-17 25X P001-SS005-0006-01
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.48 Concentration Rank 2

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

6.48 3.76 ng 83711 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 Xenon 132 Xe 007440-63-3 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 428 (6.479 min): BF088884.D (-426) (-) m/z 132.00 100.00%
5000 68
96 UL R R U
40 54 75 104 6.20 6.40 6.60 6.80
01 m/z 68.10 43.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LS I UL L IR
6.20 6.40 6.60 6.80
78 m/z 134.00 32.40%
31 54 51
0"P'”P'”J”J“J'WH”'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
620 640 6.60 6.80
5000 m/z 66.10 27 .22%
104

66 77

14 27 37 44 51l 58 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A A
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- e L aaa

132 6.20 6.40 6.60 6.80
m/z 69.10 18.04%

5000
104
63

3? 51 | 7( 20 117 |
| i 1l 1 Al N 1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA F\DATA\BF070916\

Data File : BF088884.D

Aca On 9 Jul 2016 21:30

Operator : UM/SJ

ﬁ?ggle : H3813-17 25X P001-SS005-0006-01
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknownl2.97 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.97 2.78 ng 62075 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Hvdroxv-5-isopropvl-6-methvl-h__.. 182 C11H1802 1000187-15-9 22
2 5-Bromopentanoic acid. 1-(cvclop... 276 C12H21Br02 1000293-35-4 12
3 1-Heptanal. 3.5.5-triethvl- 198 C13H260 1000160-77-0 10
4 Ethanol. 2-bromo- 124 C2H5BroO 000540-51-2 10
5 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 9
Abundance Scan 996 (12.971 min): BF088884.D (-984) (-) m/z 57.10 100.00%
57 §
43 meererwﬁmydf/Jﬂ
5000
12,60 12.80 13.00 13.20
) SN | m/z 69.10 95.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47043: 5-Hydroxy-5-isopropyl-6-methyl-hepta-3,6-dien-2-one
43
5000 97 UL AR UGS
12/60 12.80 13.00 13.20
1l e 139 m/z 55.10 79.71%
o H R e | L L ser am
m/z--> 20 Jo 60 80 100 150 140 160 180 200
Abundance
55
o 12,60 12.80 13.00 13.20
5000 41 67 163 m/z 95.10 76.61%
2 i 135
153
0 110791 183193 209
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59803: l—HeptanaI, 3,5,5—triethy|— LA L L L L B L N N B
57 12.60 12.80 13.00 13.20
m/z 97.10 76.01%
5000 41 69
29 151
109 125
N \ | J ‘H | ‘ 169
0'|'l"|""l‘|"' "'|'”'|"*'|'““|""|"" RUUUNA SRS SRS SUNLRE I
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_ F\DATA\BFO070916\

Data File : BF088884.D

Acq On > 9 Jul 2016 21:30

Operator : UM/SJ

ﬁ?ggle - H3g8l3-17 25X PO01-SS005-0006-01
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .48 6.48 3.8 ng 83711 1 6.72 444710 20.0
unknownl12 .97 12.97 2.8 ng 62075 5 13.85 447020 20.0
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