LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011316\
Data File : BF084480.D
Aca On : 14 Jan 2016 10:07 Instrument :
Operator : SJ/UM E?Afs el

- _ lentosampleld :
3?22Ie - H1077-03 5X POST-EX-3-20160108
ALS Vial : 34 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 4.990 252 254 268 rVB 296086 465287 15.18% 1.230%
2 5.424 290 292 295 rBY 1390624 1620873 52.87% 4.284%
3 6.464 381 383 386 rBY 2000540 1709058 55.74% 4_.517%
4 6.602 392 395 397 rBVY 1654221 1753982 57.21% 4.636%
5 6.830 413 415 417 rBV 2553370 2135096 69.64% 5.643%
6 6.990 426 429 431 rVB 1297075 1355009 44.20% 3.582%
7 7.390 462 464 467 rBV 1134996 1046398 34.13% 2.766%
8 7.504 470 474 479 rVvV 19021 35203 1.15% 0.093%
9 8.122 525 528 530 rBY 3040724 2893486 94.38% 7.648%
10 8.830 588 590 593 rVB 43213 36141 1.18% 0.096%
11 8.933 596 599 601 rBV 35460 34879 1.14% 0.092%
12 9.196 619 622 624 rBY 2139695 1875319 61.17% 4_.957%
13 9.528 649 651 653 rBV 39331 47228 1.54% 0.125%
14 9.596 655 657 659 rBV 170706 236272 7.71% 0.625%
15 9.733 667 669 671 rVB 87974 73581 2.40% 0.194%
16 9.813 673 676 679 rBvV2 22225 41998 1.37% 0.111%
17 9.870 679 681 683 rVV 3095574 2794483 91.15% 7.386%
18 9.905 683 684 686 rVB 95955 71578 2.33% 0.189%
19 10.076 697 699 701 rBV 94285 88359 2.88% 0.234%
20 10.282 713 717 718 rBV 26603 36854 1.20% 0.097%
21 10.305 718 719 722 rVB 58120 51474 1.68% 0.136%
22 10.419 727 729 731 rVB 72258 68614 2.24% 0.181%
23 10.499 734 736 738 rVvV 38184 55810 1.82% 0.148%
24 10.579 740 743 745 rVB 40427 45844 1.50% 0.121%
25 10.659 747 750 752 rBV 895398 879656 28.69% 2.325%
26 10.785 759 761 765 rBV 64201 88184 2.88% 0.233%
27 10.968 773 777 778 rBV3 30274 45324 1.48% 0.120%
28 11.093 786 788 792 rBV3 35807 63994 2.09% 0.169%
29 11.162 792 794 796 rVB 77718 84930 2.77% 0.224%

30 11.231 796 800 801 rBV3 64389 114055 3.72% 0.301%

31 11.253 801 802 806 rvVvB3 71095 60669 1.98% 0.160%
32 11.356 808 811 812 rBV 2666185 2568119 83.76% 6.788%
33 11.425 815 817 819 rVB 265729 254229 8.29% 0.672%
34 11.585 828 831 832 rBV 116350 113004 3.69% 0.299%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF011316\
Data File : BF084480.D
Aca On : 14 Jan 2016 10:07 Instrument :
Operator : SJ/UM E?Afs el

- _ lentosampleld :
3?22Ie - H1077-03 5X POST-EX-3-20160108
ALS Vial : 34 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 11.653 835 837 838 rvv 53055 44794 1.46% 0.118%
36 11.688 838 840 842 rVB 37310 38378 1.25% 0.101%

37 11.859 852 855 856 rBvV 119990 157402 5.13% 0.416%
38 11.882 856 857 859 rvB 236702 182731 5.96% 0.483%
39 11.928 859 861 863 rBv2 88701 100949 3.29% 0.267%
40 11.962 863 864 868 rvB 176007 289659 9.45% 0.766%

41 12.065 868 873 876 rBvV3 24959 72535 2.37% 0.192%
42 12.145 878 880 884 rvB2 65468 169243 5.52% 0.447%
43 12.305 891 894 895 rBvV 32637 46919 1.53% 0.124%
44 12.408 900 903 904 rBV 82309 111615 3.64% 0.295%
45 12.442 904 906 908 rvv2 53953 89602 2.92% 0.237%

46 12.488 908 910 912 rvVv 104233 103343 3.37% 0.273%
47 12.568 914 917 919 rVV 1069719 1187738 38.74% 3.139%

48 12.625 919 922 924 rVvv2 31859 67838 2.21% 0.179%
49 12.716 926 930 933 rBV3 46316 98107 3.20% 0.259%
50 12.796 933 937 939 rBv2 706567 1152288 37.58% 3.046%
51 12.842 939 941 944 rVB2 64970 83367 2.72% 0.220%
52 12.911 945 947 948 rBV 77045 98503 3.21% 0.260%

53 12.934 948 949 952 rVB 1060242 1187360 38.73% 3.138%
54 13.014 952 956 960 rBv4 78678 152403 4._.97% 0.403%
55 13.116 962 965 967 rvB2 101594 191155 6.23% 0.505%

56 13.185 967 971 972 rBv4 71759 109170 3.56% 0.289%
57 13.219 972 974 978 rVvB2 122803 163740 5.34% 0.433%

58 13.276 978 979 981 rBV2 22659 38969 1.27% 0.103%
59 13.311 981 982 984 rBV 51718 61506 2.01% 0.163%
60 13.345 984 985 987 rBV2 68469 65218 2.13% 0.172%
61 13.425 990 992 994 rBV3 30358 55817 1.82% 0.148%

62 13.528 994 1001 1002 rBV7 44822 153596 5.01% 0.406%
63 13.619 1007 1009 1012 rBV 104039 150296 4_90% 0.397%
64 13.734 1016 1019 1021 rBV2 101962 164846 5.38% 0.436%
65 13.768 1021 1022 1023 rVV 95553 84220 2.75% 0.223%

66 13.837 1026 1028 1032 rVB 99451 155099 5.06% 0.410%
67 13.985 1038 1041 1046 rBV2 2008776 3065886 100.00% 8.104%
68 14.374 1073 1075 1077 rVB 121392 124457 4._.06% 0.329%
69 14.408 1077 1078 1080 rVB 79576 66517 2.17% 0.176%
70 14.499 1084 1086 1089 rBv4 56128 136063 4.44% 0.360%

71 14.854 1113 1117 1118 rBV3 84559 202846 6.62% 0.536%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\

Data File : BF084480.D

Aca On : 14 Jan 2016 10:07

Operator : SJ/UM

3?22'6 : H1077-03 5X POST-EX-3-20160108
ALS Vial : 34 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 15.002 1127 1130 1135 rVB 505489 1009781 32.94% 2.669%
73 15.105 1138 1139 1145 rVB 119747 186529 6.08% 0.493%
74 15.288 1153 1155 1158 rVB 246643 315894 10.30% 0.835%
75 15.345 1158 1160 1163 rBV 369476 492225 16.05% 1.301%

76 15.414 1163 1166 1168 rBV 1406824 1917759 62.55% 5.069%
77 15.860 1203 1205 1208 rBV3 69150 151962 4._.96% 0.402%

78 16.785 1283 1286 1290 rBV2 138096 292752 9.55% 0.774%
79 17.197 1320 1322 1327 rVB 108005 196894 6.42% 0.520%

Sum of corrected areas: 37832961
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

- Z:\HPCHEMI\BNA F\DATA\BF011316\

- BF084480.D

- 14 Jan 2016 10:07

- SJ3/UM

: H1077-03 5X POST-EX-3-20160108
1 34 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF084480.D

6.83

6.46

6.60
5.42 6.99
7.39

4.99

7.50

0
Time-->

T
5.00

T
5.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF084480.D

11.36

9.20

12.57

12.93
10.66

264

. A"

8.88%93

Time--> 8

8.50

9.00

.42
o780 %L@%

10.50 11.00 11.50 12.00

9
|
9.50

900.0:
R e
10.00

9
T

T T
.00 12.50

Abundance
3000000

2500000
2000000
1500000
1000000

500000 L

0

TIC: BF084480.D

13.99

15.41

Time-->

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\

Data File : BF084480.D

Aca On : 14 Jan 2016 10:07

Operator : SJ/UM

ﬁ?ggle : H1077-03 5X POST-EX-3-20160108
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.99 4_.36 ng 465287 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 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 254 (4.990 min): BF084480.D (-252) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 SARSE SARAEEARNS SRR
4.60 4.80 5.00 5.20 5.40
bl 83 2011 hy 59.10  56.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L AL RN LR
59.0 460 480 5.00 520 540
m/z 58.10 14.98%
0 27\\.\9 il \‘ 83.0 10:‘I"0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 480 500 520 5.40
5000 m/z 101.10 13.80%
41.0
101.0
25.0
G S S S SIS B I L L B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8114: 3-Hexanol, 4-methyl- R R R
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.04%
5000 41.0
L
0'%g?“h'wm'“ﬂi'k'|'L"w"'|"'w""|'“'|""l“"
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\

Data File : BF084480.D

Aca On : 14 Jan 2016 10:07

Operator : SJ/UM

ﬁ?ggle : H1077-03 5X POST-EX-3-20160108
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 16.43 ng 1753980 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 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 395 (6.602 min): BF084480.D (-392) (-) m/z 132.00 100.00%
132.0
5000
68.1
01 51 || e isorss 6% 010 65D oB0 7h
O prrr b el 80 L 3001sL WL "m/z 134.00  33.65%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 A IR I UL
6.20 6.40 6.60 6.80 7.00
210 510 m/z 68.10 32.87%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
A
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 20.30%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!- AR RS L
132.0 6.20 6.40 6.60 6.80 7.00
m/z 96.10 13.32%
5000
630 104.0
300 520 | /70 900 117.0
OH'W'“JH'“P“'WIM'V“ml“'w'“'ww“l“”w'“'”t“ T RS S U
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF011316\

Data File : BF084480.D

Aca On : 14 Jan 2016 10:07

Operator : SJ/UM

ﬁ?ggle : H1077-03 5X POST-EX-3-20160108
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Anthracene, 1l-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.96 2.26 ng 289659 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 56
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 46
3 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 42
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 42
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 42
Abundance Scan 864 (11.962 min): BF084480.D (-863) (-) m/z 192.10 100.00%
19p.1
5000 /‘l\/\ﬁl\
165.0 1150 1180 1200 1220
1151 139.1
0 2100 m/z 189.10 93.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #50617: Anthracene, 1-methyl-
192.0
5000 U B BN IR ----u-
11,60 11.80 12.00 12.20
82.0 165.0 m/z 190.10 83.42%
0. 180 390 630 | 9801150 1390 | m
miz--> % 4 3 100 130 140 1% 180 200
Abundance
192.0 /M
1'166'1'18'6'1'266'1'2'56""
5000 m/z 191.10 66.14%
94.0 165.0
o 39.0 63.0 115.0 139.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #50604: 1H-Indene, 2-phenyl-
192.0 11.60 11.80 12.00 12.20
m/z 94.50 33.24%
5000
165.0
o 390 630 799 96.0 1150 31399 | M

m/z--> 20 40 60 80 100 120 140 160 180 200 11. 60 11. 80 12. OO 12. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF011316\

Data File : BF084480.D

Acq On : 14 Jan 2016 10:07

Operator : SJ/UM

ﬁ?ggle - H1077-03 5X POST-EX-3-20160108
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115.M
Quant Title : 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... 4.99 4.4 ng 465287 1 6.83 2135100 20.0
unknown6 .60 6.60 16.4 ng 1753980 1 6.83 2135100 20.0
Anthracene, 1l-met... 11.96 2.3 ng 289659 4 11.36 2568120 20.0
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