LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090299.D

Aca On : 29 Sep 2016 19:43

Operator : UM/SJ

Sample : H4982-13 5X

Misc :

ALS Vial : 6 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-BF092016.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 1.644 3 5 25 rvB 144422 316976 28.82% 2.251%
2 4_.513 254 256 266 rBV 91091 151909 13.81% 1.079%
3 5.016 297 300 316 rBV 517279 796951 72.47% 5.659%
4 6.113 394 396 404 rBV 721318 825901 75.10% 5.864%
5 6.227 404 406 408 rBV 820445 868024 78.94% 6.164%
6 6.456 424 426 429 rBV 723488 786794 71.55% 5.587%
7 6.616 438 440 442 rBV 792935 712164 64.76% 5.057%
8 7.027 474 476 484 rBV 449625 474892 43.19% 3.372%
9 7.747 537 539 542 rBV 991836 994929 90.48% 7.065%
10 7.816 543 545 551 rVB3 7231 15678 1.43% 0.111%

11 8.833 632 634 636 rBVY 1205543 983320 89.42% 6.982%
12 9.233 667 669 672 rBvV 246455 203053 18.47% 1.442%
13 9.496 690 692 694 rBV 1332719 1099662 100.00% 7.808%

14 9.531 694 695 697 rVB 21067 15694 1.43% 0.111%
15 9.953 731 732 735 rvv2 13724 16170 1.47% 0.115%
16 10.033 738 739 742 rVB2 9886 13808 1.26% 0.098%
17 10.182 748 752 755 rBV 8130 20627 1.88% 0.146%
18 10.285 758 761 763 rBv2 301565 423108 38.48% 3.004%
19 10.433 770 774 777 rBV 18173 36309 3.30% 0.258%
20 10.868 809 812 814 rBV 12981 19403 1.76% 0.138%
21 10.971 818 821 825 rBv2 805739 1052365 95.70% 7.472%
22 11.039 825 827 832 rVB 31333 44724 4_.07% 0.318%
23 11.222 840 843 846 rBV 11906 30301 2.76% 0.215%
24 11.462 863 864 866 rBv2 14478 24231 2.20% 0.172%
25 11.496 866 867 869 rvv 26582 23791 2.16% 0.169%
26 11.542 869 871 872 rvv2 15306 25664 2.33% 0.182%
27 11.576 872 874 879 rvB2 33666 53055 4.82% 0.377%
28 11.782 888 892 896 rBvV2 26634 52137 4.74% 0.370%
29 12.011 911 912 914 rBV 10672 15281 1.39% 0.109%
30 12.091 918 919 922 rBV2 21556 20824 1.89% 0.148%
31 12.171 923 926 928 rBV 313822 357580 32.52% 2.539%
32 12.308 936 938 940 rBV2 19201 29901 2.72% 0.212%
33 12.342 940 941 942 rVvV 20674 16158 1.47% 0.115%

34 12.388 942 945 948 rvV 328349 347347 31.59% 2.466%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090299.D

Aca On : 29 Sep 2016 19:43

Operator : UM/SJ

Sample : H4982-13 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF092016.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.514 954 956 957 rBV 17178 16557 1.51% 0.118%
36 12.548 957 959 962 rvVv 682372 647165 58.85% 4 .595%
37 12.617 962 965 967 rvv2 17338 29301 2.66% 0.208%
38 12.719 970 974 976 rVvv2 31493 56081 5.10% 0.398%
39 12.788 978 980 981 rVvVv 19282 17285 1.57% 0.123%
40 12.822 981 983 986 rBV3 26914 44424 4.04% 0.315%
41 12.914 989 991 992 rBV 19212 25848 2.35% 0.184%
42 13.028 999 1001 1006 rBV3 43969 92792 8.44% 0.659%
43 13.108 1006 1008 1009 rBV 19849 25157 2.29% 0.179%
44 13.222 1016 1018 1020 rBV 28635 45812 4.17% 0.325%
45 13.337 1026 1028 1029 rBV 28862 48095 4_.37% 0.342%
46 13.474 1038 1040 1042 rBvV2 49507 62679 5.70% 0.445%
47 13.588 1047 1050 1053 rBV2 627971 1035050 94.12% 7 .350%
48 14.571 1134 1136 1140 rBV 153483 312790 28.44% 2.221%
49 14.811 1155 1157 1159 rBV 92631 96687 8.79% 0.687%
50 14.857 1159 1161 1163 rBV 88610 108181 9.84% 0.768%
51 14.914 1163 1166 1170 rVB 420230 550545 50.06% 3.909%

Sum of corrected areas: 14083180
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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:\HPCHEM1I\BNA F\DATA\BF092916\
BF090299.D

29 Sep 2016 19:43

UM/SJ

H4982-13 5X

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090299.D

Aca On : 29 Sep 2016 19:43

Operator : UM/SJ

Sample : H4982-13 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.51 3.86 ng 151909 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Hvdrazine. 1.1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 38
4 3-Hexanol 102 C6H140 000623-37-0 28
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25

Abundance Scan 256 (4.513 min): BF090299.D (-254) (-) m/z 43.05 100.00%
43
59
5000
i ik a0 4b0 ak0 |
83 : : : :
M ..+|i....,-....-,|....,....,....,....,....,2.0.7.. m/z 59.10 63.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 420 440 4.60 4.80
m/z 101.10 20.84%
15 4 101
mi 1y ' 83 L ‘
e L L I S L S S BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 420 440 4.60 480
5000 m/z 58.10 16.15%
29 101
o 15 73 85
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)- R A a ma e E
50 420 4.40 4.60 4.80
m/z 41.10 9.43%
5000 101
27 42 116
0'“'|JM'N“'“‘“T%Fﬁ"F“"|“"|“"|”"|”"|”" RN RS LR LR
m/z--> 20 40 60 80 100 120 140 160 180 200 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090299.D

Aca On : 29 Sep 2016 19:43

Operator : UM/SJ

Sample : H4982-13 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 3 unknown6.23 Concentration Rank 1

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

6.23 22.06 ng 868024 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 Xenon 132 Xe 007440-63-3 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 406 (6.227 min): BF090299.D (-404) (-) m/z 132.00 100.00%
32
5000
68
0 wst wl| 5 e a0 s 5k 65 6k0 ok 6k
O B L o e s L Bt AT m/z 68.10 35.49Y%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SR SRS LRSS R
5.80 6.00 6.20 6.40 6.60
31 78 m/z 134.10 33.18%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
580 6.00 620 640 6.60
5000 67 m/z 66.10 20.62%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132 5.80 6.00 6.20 6.40 6.60
m/z 96.10 14 .23%
5000
66
0"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I}%§l"'" [rr T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092916\
Data File : BF090299.D

Acq On : 29 Sep 2016 19:43

Operator : UM/SJ

Sample - H4982-13 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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]
2-Pentanone, 4-hy... 4.51 3.9 ng 151909 1 6.46 786794 20.0
unknown6 .23 6.23 22.1 ng 868024 1 6.46 786794 20.0
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