LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084599.D

Aca On : 22 Jan 2016 19:46

Operator =: SJ/1Z

Sample : H1217-02 10X

Misc :

ALS Vial : 17 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-BF123115.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 4.201 183 185 190 rBvV 19097 31088 1.86% 0.199%
2 4.887 242 245 250 rBV 573513 595296 35.68% 3.815%
3 5.333 282 284 287 rBV 700982 618805 37.09% 3.966%
4 5.744 318 320 322 rBV 34577 33338 2.00% 0.214%
5 6.384 374 376 378 rBV 754436 666195 39.93% 4.269%
6 6.510 384 387 389 rBV 826626 686267 41.13% 4 .398%
7 6.739 405 407 410 rVB 1158846 1176842 70.54% 7.542%
8 6.899 419 421 423 rBV 635885 528173 31.66% 3.385%
9 7.310 454 457 459 rBV 414657 413546 24.79% 2.650%
10 8.030 518 520 522 rBVY 2000715 1668387 100.00% 10.692%
11 9.105 612 614 617 rBV 685291 665421 39.88% 4.264%
12 9.196 619 622 625 rBV 19132 25594 1.53% 0.164%
13 9.447 640 644 647 rBV2 11724 25312 1.52% 0.162%
14 9.505 647 649 653 rvv 59672 76258 4_.57% 0.489%
15 9.722 667 668 671 rVB 25801 33690 2.02% 0.216%
16 9.779 671 673 675 rVV 1275167 1606899 96.31% 10.298%
17 9.813 675 676 681 rVB5 31184 33713 2.02% 0.216%
18 10.225 710 712 714 rVB 50763 42593 2.55% 0.273%
19 10.328 720 721 724 rVB 34415 31932 1.91% 0.205%
20 10.442 728 731 734 rBV 22334 37167 2.23% 0.238%
21 10.568 740 742 745 rBV 410365 372625 22.33% 2.388%
22 10.705 751 754 757 rVB2 39335 75316 4_.51% 0.483%
23 10.899 766 771 773 rBv4 10103 26110 1.56% 0.167%
24 11.150 791 793 797 rVB3 29590 68435 4_.10% 0.439%

25 11.265 801 803 804 rVvV 1838448 1542562 92.46% 9.886%

26 11.288 804 805 807 rvv 229443 169613 10.17% 1.087%

27 11.333 807 809 811 rvB2 40645 56312 3.38% 0.361%
28 11.505 821 824 827 rBV3 11375 28394 1.70% 0.182%
29 11.768 845 847 848 rBV 26840 28327 1.70% 0.182%
30 11.836 852 853 855 rBv2 15642 19696 1.18% 0.126%
31 11.882 855 857 861 rvB2 31984 66979 4.01% 0.429%
32 11.973 861 865 869 rBv7 13077 38658 2.32% 0.248%
33 12.065 871 873 874 rBV 17803 19100 1.14% 0.122%
34 12.259 887 890 893 rBV5 12065 26034 1.56% 0.167%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084599.D

Aca On : 22 Jan 2016 19:46

Operator =: SJ/1Z

Sample : H1217-02 10X

Misc :

ALS Vial : 17 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-BF123115.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.316 893 895 896 rBvV 22876 27264 1.63% 0.175%
36 12.362 896 899 901 rvB3 15078 33718 2.02% 0.216%

37 12.476 907 909 911 rBV 199398 209131 12.53% 1.340%
38 12.694 925 928 930 rBV2 141525 208179 12.48% 1.334%
39 12.739 930 932 936 rVB4 18450 35756 2.14% 0.229%
40 12.854 940 942 944 rvV 441767 512063 30.69% 3.282%

41 12.922 946 948 949 rBV2 16231 21870 1.31% 0.140%
42 13.025 956 957 959 rVvB 36581 35880 2.15% 0.230%
43 13.094 961 963 965 rBvY 39513 42197 2.53% 0.270%
44 13.128 965 966 968 rBV2 17983 28278 1.69% 0.181%
45 13.334 982 984 987 rBvV 27926 36360 2.18% 0.233%
46 13.436 991 993 995 rBV2 18870 28606 1.71% 0.183%
47 13.642 1009 1011 1013 rBVvV3 17057 30782 1.85% 0.197%
48 13.894 1031 1033 1039 rVB 1115448 1224281 73.38% 7.846%
49 14.076 1047 1049 1051 rBV3 21792 40968 2.46% 0.263%
50 14.545 1088 1090 1092 rBvV2 45045 68072 4.08% 0.436%
51 14.899 1119 1121 1125 rBvVY 70933 137380 8.23% 0.880%
52 14.991 1127 1129 1131 rVB2 58044 68486 4_.10% 0.439%
53 15.174 1143 1145 1148 rVB 45678 63222 3.79% 0.405%
54 15.231 1148 1150 1153 rBvVY 64451 97637 5.85% 0.626%
55 15.288 1153 1155 1158 rBVY 767467 994068 59.58% 6.371%
56 15.734 1192 1194 1196 rBvV 39953 65106 3.90% 0.417%
57 16.317 1243 1245 1248 rBV2 35663 59984 3.60% 0.384%
Sum of corrected areas: 15603965
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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\BF012216\
BF084599.D

22 Jan 2016 19:46

SJ/1Z

H1217-02 10X

17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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\BF012216\
Data File : BF084599.D

Aca On : 22 Jan 2016 19:46

Operator : SJ/1Z

Sample : H1217-02 10X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2

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

4.89 10.12 ng 595296 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 245 (4.887 min): BF084599.D (-242) (-) m/z 43.05 100.00%
a3
59
5000
1 460 480 5.00 520
o.”“”.“”w.”qm.ﬁ%ﬂ,nﬁﬁ”.fiw.““L”,””“”.“”w.“w m/z 59.10 58.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L R L
59 460 480 5.00 5.20
m/z 101.10 18.59%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 4.80 500 520
5000 41 m/z 58.10 15.39%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester SRRENSNEE 1 SMNNS-—
59 4.60 4.80 5.00 5.20

m/z 41.10 8.84%

5000 41

68
1 50, 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084599.D

Aca On : 22 Jan 2016 19:46

Operator : SJ/1Z

Sample : H1217-02 10X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown6.51 Concentration Rank 1

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

6.51 11.66 ng 686267 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 387 (6.510 min): BF084599.D (-384) (-) m/z 132.00 100.00%
5000 68
6 BB SARARSERE REE
40 40 54 o | B g | 104 6.20 6.40 6.60 6.80
O R e L 1 A m/z 68.10 35.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
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5000 A AR R LRSS LA
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3 78 m/z 134.00 32.77%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
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5000 67 m/z 66.10 22.87%
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wwmwmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole N EaaaEE

132 6.20 6.40 6.60 6.80
m/z 69.10 15.24%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 660 6.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012216\
Data File : BF084599.D

Acq On : 22 Jan 2016 19:46

Operator : SJ/1Z

Sample : H1217-02 10X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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]
2-Pentanone, 4-hy... 4.89 10.1 ng 595296 1 6.74 1176840 20.0
unknown6 .51 6.51 11.7 ng 686267 1 6.74 1176840 20.0
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