LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091696.D

Aca On : 17 Dec 2016 2:03

Operator : UM/SJ

Sample : H6099-14 10X

Misc :

ALS Vial : 25 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-BF120916.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 4.327 193 196 200 rvB3 10845 19661 1.12% 0.094%
2 4.921 246 248 252 rBV 184313 233950 13.36% 1.123%
3 5.367 285 287 290 rBV 518219 547853 31.29% 2.630%
4 6.419 377 379 386 rVB 554403 601538 34.35% 2.888%
5 6.544 387 390 392 rBV 719045 623376 35.60% 2.993%
6 6.773 408 410 413 rBV 1493885 1318451 75.29% 6.330%
7 6.933 421 424 426 rBV 531402 499389 28.52% 2.398%
8 7.333 457 459 462 rBV 386469 370317 21.15% 1.778%
9 7.802 495 500 504 rBVS5 7255 20121 1.15% 0.097%
10 8.065 520 523 525 rBVY 1991586 1751063 100.00% 8.407%
11 8.110 526 527 533 rVB4 12585 19899 1.14% 0.096%
12 8.476 557 559 565 rVB2 9268 22479 1.28% 0.108%
13 8.773 582 585 588 rBV2 14081 26249 1.50% 0.126%
14 8.830 588 590 592 rvVv 23976 32952 1.88% 0.158%
15 8.876 592 594 597 rVB 16054 19915 1.14% 0.096%
16 9.139 614 617 619 rBV 817982 670252 38.28% 3.218%
17 9.539 650 652 654 rVB 47461 56406 3.22% 0.271%
18 9.676 662 664 666 rBV 86531 75329 4 _.30% 0.362%
19 9.813 674 676 678 rBY 1984699 1647323 94.08% 7.909%
20 9.848 678 679 681 rVB 33429 24901 1.42% 0.120%
21 10.019 692 694 701 rVB 37330 64216 3.67% 0.308%
22 10.133 701 704 708 rBV6 10886 32513 1.86% 0.156%
23 10.328 720 721 722 rBV 20086 19232 1.10% 0.092%
24 10.362 722 724 726 rVB 40710 40386 2.31% 0.194%
25 10.602 742 745 747 rBV 253789 308573 17.62% 1.481%
26 10.728 753 756 759 rVB 35929 47782 2.73% 0.229%
27 10.911 768 772 773 rBV2 11941 25547 1.46% 0.123%
28 11.105 787 789 791 rVB 35328 40562 2.32% 0.195%
29 11.151 791 793 794 rBV 11342 20518 1.17% 0.099%
30 11.173 794 795 800 rVB2 33562 53518 3.06% 0.257%

31 11.299 803 806 810 rvv2 1067497 1676157 95.72% 8.047%
32 11.368 810 812 814 rVB 127615 111975 6.39% 0.538%
33 11.528 823 826 827 rBV 64014 81488 4._.65% 0.391%
34 11.596 829 832 833 rvv3 24179 32109 1.83% 0.154%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091696.D

Aca On : 17 Dec 2016 2:03

Operator : UM/SJ

Sample : H6099-14 10X

Misc :

ALS Vial : 25 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-BF120916.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.631 833 835 837 rvB3 19469 26842 1.53% 0.129%
36 11.688 838 840 844 rBv4 17785 39163 2.24% 0.188%
37 11.756 844 846 847 rBV2 11100 21498 1.23% 0.103%
38 11.791 847 849 851 rBV 40537 72168 4.12% 0.346%
39 11.825 851 852 854 rVvB 81737 67597 3.86% 0.325%
40 11.871 854 856 858 rBvV2 39711 60946 3.48% 0.293%
41 11.905 858 859 863 rvB2 90412 132042 7.54% 0.634%
42 11.974 863 865 866 rBvV 19036 26742 1.53% 0.128%
43 12.088 873 875 876 rvB2 35477 31489 1.80% 0.151%
44 12.236 886 888 890 rvB3 26991 35010 2.00% 0.168%
45 12.339 895 897 899 rBvV 45364 86307 4._.93% 0.414%
46 12.499 909 911 913 rBV 553400 548551 31.33% 2.634%
47 12.568 913 917 918 rVvv4 13218 33846 1.93% 0.162%
48 12.602 918 920 921 rBV 35229 47911 2.74% 0.230%

49 12.728 928 931 934 rBV 537281 579165 33.08% 2.781%
50 12.876 942 944 948 rVB 532501 484668 27.68% 2.327%

51 12.945 948 950 952 rBV2 45278 86006 4.91% 0.413%
52 13.128 964 966 967 rBV 48606 42659 2.44% 0.205%
53 13.162 967 969 973 rBvV2 87041 133528 7.63% 0.641%
54 13.254 975 977 979 rBV2 146657 215610 12.31% 1.035%
55 13.357 984 986 987 rBV 89391 82262 4._.70% 0.395%

56 13.562 1002 1004 1006 rBV 82902 121102 6.92% 0.581%
57 13.928 1033 1036 1037 rBV2 1352692 1591375 90.88% 7.640%
58 14.934 1122 1124 1128 rBV 203306 353155 20.17% 1.695%
59 15.277 1151 1154 1156 rBV 173515 345697 19.74% 1.660%
60 15.334 1156 1159 1164 rVB 723216 1014256 57.92% 4 _869%

61 17.951 1385 1388 1389 rVB2 133078 207993 11.88% 0.999%
62 17.986 1389 1391 1393 rVV2 181047 394807 22.55% 1.895%
63 18.031 1393 1395 1399 rVB3 228563 542823 31.00% 2.606%
64 18.214 1406 1411 1412 rBV4 142346 375867 21.47% 1.805%
65 18.374 1421 1425 1428 rBV4 144312 470211 26.85% 2.257%

66 18.477 1431 1434 1435 rBV2 148185 251217 14.35% 1.206%
67 18.591 1442 1444 1447 rVB3 146315 234294 13.38% 1.125%
68 18.660 1447 1450 1453 rBv4 138918 383906 21.92% 1.843%
69 18.717 1453 1455 1456 rVB 107558 140823 8.04% 0.676%
70 18.808 1461 1463 1465 rBV3 162161 411827 23.52% 1.977%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091696.D

Aca On : 17 Dec 2016 2:03

Operator : UM/SJ

Sample : H6099-14 10X

Misc :

ALS Vial : 25 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 20829363
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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\BF121616\
BF091696.D
17 Dec 2016
UM/SJ
H6099-14 10X

2:03
25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000
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500000
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10.50 11.00

10.00

8.50

9.00 9.50

13.00

13.50

Abundance
2000000

1500000

1000000

500000/

ob——y

TIC: BF091696.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091696.D

Aca On : 17 Dec 2016 2:03

Operator : UM/SJ

Sample : H6099-14 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 12

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

4.92 3.55 ng 233950 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 248 (4.921 min): BF091696.D (-246) (-) m/z 43.05 100.00%
43
59
5000
1o 460 480 500 520
SN/ - N A RN B -y~ o R -1
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L I L
59 460 480 500 520
m/z 101.10 17.48%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520
5000 57 m/z 58.00 14 .03%
29
101
37 50 78
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- A e R man
50 4.60 4.80 5.00 5.20
m/z 41.10 9.11%
5000 41
31
| LT
T |'}§'|' 'ﬂll" 'Ji*t' '|??H""" RS '|"'9?|"" N D SRR SRS SRS SRR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20

8270-BF120916.M Tue Dec 20 04:46:19 2016 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091696.D

Aca On : 17 Dec 2016 2:03

Operator : UM/SJ

Sample : H6099-14 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknown6.54 Concentration Rank 2

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

6.54 9.46 ng 623376 1,4-Dichlorobenzene-d4 6.77
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 16
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 390 (6.544 min): BF091696.D (-387) (-) m/z 132.00 100.00%
32
5000 68
0 g5 el 5 g a0 g 620 6.40 6.60 6.80
R e e T B B B T LT m/z 68.10 38.28%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR R LRSS R
6.20 6.40 6.60 6.80
0,
31384451 78 m/z 134.00 32 .54%
”'WM”HPI”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
620 6.40 6.60 680
5000 67 m/z 66.00 23.18%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine A e
132 6.20 6.40 6.60 6.80
o m/z 69.05 14 .58%
5000 0
3y 60
'"'Ik"'l'l'ﬁw"'k""l"7FI'ﬁql"'al}Pﬁl'%}él""l“" T USSR AR S A
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091696.D

Aca On : 17 Dec 2016 2:03

Operator : UM/SJ

Sample : H6099-14 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 9-Borabicyclo[3.3.1]nonane,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.25 2.71 ng 215610 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Borabicvclol3.3.11nonane. 9-(2... 226 C16H23B 067753-90-6 64
2 Pvrene. 2-methvl- 216 C17H12 003442-78-2 60
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 46
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 46
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 46

Abundance Scan 977 (13.254 min): BF091696.D (-975) (-) m/z 226.10 100.00%

4

5000

13.00 13.20 13.40 13.60

241 264 287
m/z 216.10 78.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73962: 9-Borabicyclo[3.3.1]nonane, 9-(2-phenylethyl)-
91 L

116

5000
13.00 13.20 13.40 13.60

m/z 225.10 44 _16%

130

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

216

13.00 13.20 13.40 13.60
5000 m/z 215.10 41 _29Y%

108
39 63 78 94 | 122137 163 189

TWWWWWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #67037: Fluoranthene, 2-methyl- L I B

216 13.00 13.20 13.40 13.60
m/z 165.10 36.69%

5000
108
39 74 94 | 120139 163 8 |

e A B B B R e e R B o B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 00 13. 20 13. 40 13. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091696.D

Aca On : 17 Dec 2016 2:03

Operator : UM/SJ

Sample : H6099-14 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknownl7.95 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

17.95  4.10 ng 207993  Perylene-diz 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Ethvl 2-butvramido-3.3.3-trifluo... 350 C15H18F4N203 1000224-16-2 11
2 Ethvl 2-butvramido-3.3.3-trifluo... 350 C15H18F4N203 1000224-16-1 11
3 1.4-Cvclohexadiene-1-propanoic a... 290 C13H16CI1203 056700-86-8 9

4 2-0xo-n-propvl-2-(veratrvlideneh... 293 C14H19N304 339241-37-1 9
5 5H-Benzo[b]pyran-8-ol, 2,3,5,5,8... 222 C14H2202 097306-66-6 9
Abundance Scan 1388 (17.951 min): BF091696.D (-1385) (-) m/z 43.10 100.00%

a3
69
133 473
95
5000 207
237

17.60 17.80 18.00 18.20
m/z 41.00 91.18%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #140998: Ethyl 2-butyramido-3,3,3-trifluoro-2-(4-fluoroani...
43
207
71
5000 LA L L L L L LB L L B
111 17.60 17.80 18.00 18.20
277 m/z 55.10 84.67%
137
S Y W O AN
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500
Abundance
43
207 IIIIIIIIIIIIIIIIIIIIIII
n 17.60 17.80 18.00 18.20
5000 m/z 69.10 75.41%
111
277
137163 233 350
s o B L i e e B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #111787: 1,4-Cyclohexadiene-1-propanoic acid, 3-(dichlorom... R e EEaE L

17.60 17.80 18.00 18.20
m/z 67.10 70.84%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091696.D

Aca On : 17 Dec 2016 2:03

Operator : UM/SJ

Sample : H6099-14 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 6 unknownl7.99 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.99 7.79 ng 394807 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.4-dichloro-2-nitro- 191 C6H3CI2NO2 000089-61-2 25
2 t-Butvldiphenvl(prop-2-vnvloxv)s... 294 C19H220Si 088159-06-2 22
3 2-Mvristvnovl-alvcinamide 280 C16H28N202 1000111-57-7 18
4 4.6.10.10-Tetramethyl-5-oxatricv... 208 C13H2002 097371-50-1 15
5 2-Methyl-5,5-diphenyl-4-(methylt... 280 C17H16N2S 024133-96-8 15
Abundance Scan 1391 (17.986 min): BF091696.D (-1389) (-) m/z 133.10 100.00%

133 207

43 173 237

5000
P69

434 25493 17.60 17.80 18.00 18.20 18.40
m/z 207.10 84 _.10%

315 345549

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #49903: Benzene, 1,4-dichloro-2-nitro-
30 109 145

74

191

5000 R o
17.60 17.80 18.00 18.20 18.40

m/z 109.10 74 .58%

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
207 937
LN RE S R
17.60 17.80 18.00 18.20 18.40
5000 m/z 43.10 69.43%
105 181
45 77 145 294
i L B B B e B A B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106131: 2-Myristynoyl-glycinamide B A
207 17.60 17.80 18.00 18.20 18.40
55 m/z 55.10 67.37%

5000

I I I I T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091696.D

Aca On : 17 Dec 2016 2:03

Operator : UM/SJ

Sample : H6099-14 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknownl18.03 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.03 10.70 ng 542823 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan 2-carboxamide. N-(2-naphth... 237 C15H11NO2 313517-30-5 25
2 Piperazine. 1-(2-furanvlcarbonvl)- 180 C9H12N202 040172-95-0 18
3 10.12-Tricosadivnoic acid 346 C23H3802 066990-30-5 15
4 6H-Furol2".3":4.51oxazolol3.2-al... 342 C13H22N205Si2 039687-19-9 14
5 5-(7-1sopropyl-10-methyl-1-oxo-1... 374 C19H3403S2 1000187-13-1 14
Abundance Scan 1395 (18.031 min): BF091696.D (-1393) (-) m/z 55.10 100.00%

9% 133

173 o7

5000 237

273300324351 392 450 493 17.80 18.00 18.20 18.40
m/z 69.10 94 _40%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80436: Furan 2-carboxamide, N-(2-naphthyl)-
95
5000 39 LA L B L LB L L B B
17.80 18.00 18.20 18.40
L 237 m/z 95.10 93.49%
63
.w.,‘.“‘...,%.g..‘,..“.‘0.,2‘.’9..,....,....,....,....,....,.
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69 95
B e e
17.80 18.00 18.20 18.40
5000 m/z 43.10 93.33%
38
L0 B e e e o S L e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #139799: 10,12-Tricosadiynoic acid R AR RRRES T
a3 91 119 17.80 18.00 18.20 18.40
m/z 133.10 86.41%
67
5000
147
204 346
m\H ‘n 1L 361 280 318
B B e e
m/z--> 50 100 150 200 250 300 350 400 450 500 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091696.D

Aca On : 17 Dec 2016 2:03

Operator : UM/SJ

Sample : H6099-14 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 unknownl18.21 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.21 7.41 ng 375867 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Dichlorosulfanilic acid 241 C6H5CI2N03S 000088-50-6 25
2 Naphthalene. 6-ethvl-1.2.3.4-tet... 256 C19H28 301643-35-6 25
3 0.0-Diethvl 0-(5-(methvilsulfanvl... 359 C13H18N303PS2 1000298-15-7 25
4 Dodecahvdropvridoll.2-blisoauino... 207 C13H21NO 108873-36-5 15
5 Isoquinoline-4-carbonitrile, 1-e... 256 C15H16N202 1000259-91-1 15
Abundance Scan 1411 (18.214 min): BF091696.D (-1406) (-) m/z 55.05 100.00%

241

207
81 109

5000 281

143 173

381 418 469 499 17.80 18.00 18.20 18.40 18.60
m/z 241.20 88.61%

314343

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83114: 2,5-Dichlorosulfanilic acid
176 241

5000 B e EEE R EE e
17. 80 18. 00 18 20 18 40 18 60
124

55 90 1‘ m/z 43.10 74.38%
3\6\\ \“| ] d‘ ‘\L 4 ‘“h h ﬁ Md ‘“ 207 L
rerrrTrrpTT T T T T e T rerrryrrrrrTTTTT T T T T T T I T

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
241
R B LS ma o e
17.80 18.00 18.20 18.40 18.60
5000 m/z 207.10 73.43%
143
41 115
i 212
T e e e e L B e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #144389: 0,0-Diethyl O-(5-(methylsulfanyl)-4-phenyl-4H-1,2... R R e e
207 359 17.80 18.00 18.20 18.40 18.60
m/z 81.10 70.92%
97
5000
29 150
331
da H sl s 7
L e e R B LS ma o e
m/z--> O 50 150 200 250 300 350 400 450 500 17. 80 18. 00 18 20 18 40 18 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091696.D

Aca On : 17 Dec 2016 2:03

Operator : UM/SJ

Sample : H6099-14 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 9 unknownl18.37 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.37 9.27 ng 470211 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Dehvdroxv-N-(4.5-methvlenediox... 298 C16H14N204 1000111-66-9 22
2 1-(5"-Chloro-2"-methvlaminobenzo... 249 C14H16CINO 097994-57-5 20
3 2-Methvl-5.5-diphenvl-4-(methvlt... 280 C17H16N2S 024133-96-8 20
4 3.3-Diisopropoxv-1.1.1.5.5.5-hex... 324 C12H3204Si3 018082-56-9 18
5 Acetamide, N-(4-bromo-2-chloroph... 247 C8H7BrCINO 003460-23-9 14
Abundance Scan 1425 (18.374 min): BF091696.D (-1421) (-) m/z 207.10 100.00%

207

5000
281

332 B B e e s o e e
305 375 403 494 18.00 18.20 18.40 18.60

m/z 69.10 70.91%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #116319: 4-Dehydroxy-N-(4,5-methylenedioxy-2-nitrobenzylid...
105 207

5000

18.IOO 18!20 18.I4O 18!60
m/z 95.10 59.12%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
207
B A e
249 18.00 18.20 18.40 18.60
5000 m/z 241.20 55.12%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #106212: 2-Methyl-5,5-diphenyl-4-(methylthio)imidazole R e R B
165 207 18.00 18.20 18.40 18.60
m/z 109.10 53.70%
5000
82
il 139 | . 234‘ 2?0
e e R e R B
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091696.D

Aca On : 17 Dec 2016 2:03

Operator : UM/SJ

Sample : H6099-14 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 10 unknownl18.48 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.48 4.95 ng 251217 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3.5-Trichloro benzoate methvl 238 C8H5CI1302 1000290-26-5 42
2 5.9-Tetradecadienedioic acid. 5.... 338 C20H3404 1000141-72-6 38
3 Morpholine. 5-(2.4-heptadienvl)-... 195 C12H21NO 055649-56-4 25
4 Benzene. 1.4-bis(chloromethyvl)-2... 230 C12H16CI2 003022-16-0 15
5 4-Dehydroxy-N-(4,5-methylenediox... 298 C16H14N204 1000111-66-9 15
Abundance Scan 1434 (18.477 min): BF091696.D (-1431) (-) m/z 207.10 100.00%
® 109 247
133
5000 272
320 LB B B e B
| 45369 432 499 18.20 18.40 18.60 18.80
m/z 55.10 93.63%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #81365: 2,3,5-Trichloro benzoate methy!|
207
5000 SR SN BN BRI B
238 18.20 18.40 18.60 18.80
0
74 109 143 Iﬁ ‘ ‘ m/z 109.10 80.89%
\‘ I “u i I Il I
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4éo 560
Abundance
109
137 169 SR TN BN BRI B
67 18.20 18.40 18.60 18.80
5000 m/z 195.10 76.61%
09
237 289 338
m/z--> 55 160 1%0 260 2éo 360 3%0 460 4éo 560
Abundance #52672: Morpholine, 5-(2,4-heptadienyl)-2-methyl- N EREREEEES e
195 18.20 18.40 18.60 18.80
m/z 95.10 74 .39%
152
5000
122
86
'I"JJ“LM'I"MI""I”"I"”I""I”"I"'W' SR AR BN SRR B
m/z--> 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80

8270-BF120916.M Tue Dec 20 04:46:23 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091696.D

Aca On : 17 Dec 2016 2:03

Operator : UM/SJ

Sample : H6099-14 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916
ASP BNA STANDARDS FOR 5 POINT CALIBRAT

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

-M
10N

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 11 unknownl18.59 Conce
R.T. EstConc Area Relative to IST

18.59 4.62ng 234204  Perylene-di2
Hit# of 5 Tentative ID MW MolForm

"1 1.2.3-Triazol. 2-(E-4.4-dicvano-. .. 334 C17H14N6O2

2 1H-Pvrrole-2.5-dione. 1-(4-chlor... 207 C10H6CINO2
3 Indole-2-one. 2.3-dihvdro-N-hvydr... 207 C11H13NO3
4 Adamantane-1-(3.3-dichloropropvn... 242 C13H16CI2

ntration Rank 10

D R.T.

“““““ 15.33
CASH# Qual

“““ 1000152-85-7 42

001631-29-4 38
1000129-52-1 38
139185-48-1 38
1000111-57-7 35

m/z 207.10 100.00%

18.20 18.40 18.60 18.80 19.00

m/z 43.10 97 .46%

I T T I T
18.20 18.40 18.60 18.80 19.00

m/z 109.10 67 .39%

18.20 18.40 18.60 18.80 19.00

m/z 81.10 63 .50%

18.20 18.40 18.60 18.80 19.00

m/z 133.10 58 .86%

5 2-Myristynoyl-glycinamide 280 C16H28N202
Abundance Scan 1444 (18.591 min): BF091696.D (-1442) (-)
43 207
109
8L 7133 241
5000
281
306 337 37 495
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #134540: 1,2,3-Triazol, 2-(E-4,4-dicyano-3-N-methylanilino...
207
5000
167
66
30 104 M2 ||| ougars 30733
T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
207
54
5000
137
90 163
i B B L I R I A o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #60760: Indole-2-one, 2,3-dihydro-N-hydroxy-4-methoxy-3,3-...
5000
m/z--> 50 100 150 200 250 300 350 400 450 500

I T T I T
18.20 18.40 18.60 18.80 19.00

8270-BF120916.M Tue Dec 20 04:46:24 2016

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091696.D

Aca On : 17 Dec 2016 2:03

Operator : UM/SJ

Sample : H6099-14 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 12 unknownl8.66 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.66 7.57 ng 383906 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.2-Dioxaphospholane. 2-chloro... 242 C6H8CI06P 075045-09-9 25
2 Benzene-1.3-dicarboxvlic acid. 5... 252 C13H1605 181425-91-2 15
3 3-Methvlindole-2-carboxvlic acid... 207 C12H17NO2 037945-37-2 11
4 4 .5-Dimethoxvcarbonvl-9.10.19.20... 478 C30H26N204 074199-67-0 11
5 2-p-Nitrophenyl-5-isopropyloxy-o... 249 C11H11N304 041125-94-4 11
Abundance Scan 1450 (18.660 min): BF091696.D (-1447) (-) m/z 69.10 100.00%
43 69 207
95
241
155
5000 9 179
328 e e S U
369 ar8 18140 18.60 18.80 19.00
m/z 43.10 97 .56%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #83921: 1,3,2-Dioxaphospholane, 2-chloro-4,5-bis(methoxyca...
207
179
5000 59 9 LREU U BN SN R
mmmmmmmm
m/z 207.10 85.57%
29 ‘ ‘ ‘ 242
.‘L“.“‘l“.“ﬁ‘.‘.‘l‘ ‘]‘-a‘.‘l“..l“.l‘....“|....|....|....|....|....|.
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
179 207
77 133 18.I40 18.|60 18.|80 19.'00
5000 106 m/z 95.00 79.18%
51
252
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #60878: 3-Methylindole-2-carboxylic acid, 4,5,6,7-tetrahyd... R B A B
18.40 18.60 18.80 19.00
m/z 55.10 71.27%
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 "15%0'1ééd iééoliédd"

8270-BF120916.M Tue Dec 20 04:46:25 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091696.D

Aca On : 17 Dec 2016 2:03

Operator : UM/SJ

Sample : H6099-14 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 13 unknownl18.72 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.72 2.78 ng 140823 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3"-Chlorooxanilic acid N"-(3-eth... 361 C17H16CIN304 328018-74-2 47
2 Acetamide. N-(4-bromo-2-chloroph... 247 C8H7BrCINO 003460-23-9 43
3 Antra-9.10-aquinone. 1-(3-hvdrohv... 343 C20H13N303 098496-82-3 38
4 3.5-Dichloro-4-dimethylaminometh... 242 C11H12CI2N2 193695-63-5 38
5 Cyclohexane-1,3-dione, 2-allylam... 207 C12H17NO2 104926-37-6 38

Abundance Scan 1455 (18.717 min): BF091696.D (-1453) (-) m/z 207.10 100.00%

5000

18.40 18.60 18.80 19.00
m/z 173.10 58.36%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #145195: 3'-Chlorooxanilic acid N'-(3-ethoxy-4-hydroxybenz...
207

5000

18.40 18.60 18.80 19.00
m/z 69.10 40.01%

135
3963 179

252 281

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
207
B BEmma B B
18.40 18.60 18.80 19.00
5000 43 m/z 181.10 36.96%
249
126
%0 179
T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138396: Antra-9,10-quinone, 1-(3-hydrohy-3-phenyl-1-triaz... B BEmma B B
7 18.40 18.60 18.80 19.00

m/z 123.10 36.08%

5000

281 315343
L MM
miz--> 50 100 150 200 250 300 350 400 450 500 1840 18,60 18.80 19.00

8270-BF120916.M Tue Dec 20 04:46:25 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091696.D

Aca On : 17 Dec 2016 2:03

Operator : UM/SJ

Sample : H6099-14 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.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 14 unknownl8.81 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.81 8.12 ng 411827 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 t-Butvldiphenvl(prop-2-vnvloxv)s... 294 C19H220Si 088159-06-2 35
2 1.2.3-Triazol. 2-(E-4.4-dicvano-... 334 C17H14N602 1000152-85-7 35
3 Cvclohexanecarboxamide. N-furfurvl- 207 C12H17NO2 006341-32-8 20
4 Methvl (5-hvdroxv-1H-benzimidazo... 207 C9H9N303 022769-68-2 20
5 1H-Indole, l1l-methyl-2-phenyl- 207 C15H13N 003558-24-5 20
Abundance Scan 1463 (18.808 min): BF091696.D (-1461) (-) m/z 207.05 100.00%
5000
1313301 AR SRR UL BN B
394 452478 18.40 18.60 18.80 19.00 19.20
S e m/z 55.10 78.12%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #114353: t-Butyldiphenyl(prop-2-ynyloxy)silane
207 237
5000 AR BURBURA LRI SN B
1840 18.60 18.80 19.00 19.20
105 151 m/z 69.10 70.02%
5 T Piao1ss ™ || g0
m/z--> 50 100 150 260 250 300 350 400 450 500
Abundance
207
18:40 18.60 18.80 19.00 19.20
5000 m/z 173.10 62.49%
66 167
39 104 142 248 975 307334
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #60823: Cyclohexanecarboxamide, N-furfuryl- A REmEamEa LSS
81 18.40 18.60 18.80 19.00 19.20
55 207 m/z 95.10 61.97%
5000
J 111 152178
N —— N —
m/z--> 50 100 150 200 250 300 350 400 450 500 1840 18.60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121616\
Data File : BF091696.D

Acq On : 17 Dec 2016 2:03

Operator : UM/SJ

Sample : H6099-14 10X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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... 4.92 3.5 ng 233950 1 6.77 1318450 20.0
unknown6 .54 6.54 9.5 ng 623376 1 6.77 1318450 20.0
9-Borabicyclo[3.3... 13.25 2.7 ng 215610 5 13.93 1591380 20.0
unknownl17 .95 17.95 4.1 ng 207993 6 15.33 1014260 20.0
unknownl17.99 17.99 7.8 ng 394807 6 15.33 1014260 20.0
unknown18.03 18.03 10.7 ng 542823 6 15.33 1014260 20.0
unknownl18.21 18.21 7.4 ng 375867 6 15.33 1014260 20.0
unknown18.37 18.37 9.3 ng 470211 6 15.33 1014260 20.0
unknown18.48 18.48 5.0 ng 251217 6 15.33 1014260 20.0
unknown18.59 18.59 4.6 ng 234294 6 15.33 1014260 20.0
unknownl18.66 18.66 7.6 ng 383906 6 15.33 1014260 20.0
unknownl18.72 18.72 2.8 ng 140823 6 15.33 1014260 20.0
unknown18.81 18.81 8.1 ng 411827 6 15.33 1014260 20.0
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