LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120315\

Data File : BF083466.D

Aca On : 3 Dec 2015 18:17

Operator : UM/I1Z

3?22'6 i G4585-07 SB-P3WC-18(0-4
ALS Vial : 9 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-BF113015.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 4.636 256 258 270 rBV 725490 1241900 25.31% 1.796%
2 5.116 298 300 315 rBVY 3672156 4067631 82.90% 5.882%
3 5.310 315 317 323 rVB 46358 74036 1.51% 0.107%
4 6.202 392 395 397 rBVY 4125297 4465098 91.00% 6.457%
5 6.305 401 404 406 rVvV 3384630 4198613 85.57% 6.071%
6 6.522 421 423 426 rBVY 1105755 1071668 21.84% 1.550%
7 6.682 434 437 440 rBV 3427522 3139977 63.99% 4.541%
8 6.785 444 446 449 rBV 81283 99720 2.03% 0.144%
9 7.105 471 474 476 rBV 2354629 2882683 58.75% 4.169%
10 7.150 476 478 481 rvv2 63127 92892 1.89% 0.134%
11 7.242 484 486 490 rvVv 47853 77213 1.57% 0.112%
12 7.836 534 538 541 rBVY 2923757 4234959 86.31% 6.124%
13 7.905 541 544 547 rVB2 55779 92540 1.89% 0.134%
14 8.259 573 575 579 rBV 76605 96600 1.97% 0.140%

15 8.430 588 590 592 rBV 242611 218754 4._46% 0.316%

16 8.533 596 599 601 rBvV 450375 612616 12.49% 0.886%
17 8.625 604 607 609 rBvV 419197 386067 7.87% 0.558%
18 8.728 611 616 618 rBv4 35209 82680 1.69% 0.120%
19 8.853 624 627 628 rBV 80807 126894 2.59% 0.183%
20 8.899 628 631 633 rVV 4759427 4906809 100.00% 7.096%

21 8.990 636 639 642 rBvV 547867 540241 11.01% 0.781%
22 9.082 645 647 651 rvVB 75600 121104 2.47% 0.175%
23 9.150 651 653 655 rBv 94880 149295 3.04% 0.216%
24 9.219 658 659 661 rBvY 102057 168440 3.43% 0.244%
25 9.299 664 666 668 rBv2 620073 762846 15.55% 1.103%

26 9.413 674 676 679 rVB 492488 634149 12.92% 0.917%
27 9.516 683 685 687 rBvV 538177 504682 10.29% 0.730%
28 9.562 687 689 691 rBVY 1563798 1611888 32.85% 2.331%
29 9.768 703 707 709 rBV3 74925 196090 4._00% 0.284%
30 9.836 711 713 715 rVB 144090 127183 2.59% 0.184%

31 9.871 715 716 720 rVB3 85561 117052 2.39% 0.169%
32 9.962 722 724 727 rBV3 54161 125553 2.56% 0.182%
33 10.019 727 729 730 rvV 388839 511276 10.42% 0.739%
34 10.099 735 736 741 rVB 274865 294588 6.00% 0.426%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120315\

Data File : BF083466.D

Aca On : 3 Dec 2015 18:17

Operator : UM/I1Z

3?22'6 i G4585-07 SB-P3WC-18(0-4
ALS Vial : 9 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.236 744 748 749 rBV 211587 284575 5.80% 0.412%

36 10.351 755 758 760 rVB 2417582 2631699 53.63% 3.806%
37 10.488 768 770 775 rVvV 470097 712599 14 .52% 1.030%
38 10.694 787 788 790 rBV 62776 88312 1.80% 0.128%
39 10.979 808 813 815 rBV 322976 409223 8.34% 0.592%
40 11.014 815 816 820 rVB 104194 116295 2.37% 0.168%

41 11.094 820 823 824 rBV 1453332 1528607 31.15% 2.210%
42 11.116 824 825 827 rvV 843948 951468 19.39% 1.376%
43 11.174 827 830 833 rvB 149672 222238 4_.53% 0.321%
44 11.494 856 858 860 rvB2 168685 189762 3.87% 0.274%
45 11.699 870 876 877 rBV3 95280 155041 3.16% 0.224%

46 11.734 877 879 882 rvV 96459 126949 2.59% 0.184%
47 11.791 882 884 886 rvv 280114 339269 6.91% 0.491%
48 11.825 886 887 889 rvv 146218 216564 4.41% 0.313%
49 11.859 889 890 894 rvB2 61824 86142 1.76% 0.125%
50 12.019 901 904 905 rBV 73617 109032 2.22% 0.158%

51 12.419 936 939 941 rBV3 57624 113272 2.31% 0.164%
52 12.522 946 948 954 rvB2 80142 178750 3.64% 0.258%
53 12.614 954 956 959 rBV 372200 547115 11.15% 0.791%
54 12.751 965 968 972 rVB 132132 172113 3.51% 0.249%
55 12.865 975 978 980 rvv2 80567 142804 2.91% 0.207%

56 12.934 980 984 986 rvVv 631533 945627 19.27% 1.367%
57 13.002 986 990 992 rvB2 119390 224145 4._.57% 0.324%
58 13.185 1002 1006 1009 rVB 3084823 4282977 87.29% 6.193%
59 13.265 1009 1013 1016 rVB 51494 94128 1.92% 0.136%
60 13.379 1020 1023 1025 rBV2 64547 161588 3.29% 0.234%

61 13.562 1036 1039 1041 rVB 79372 113115 2.31% 0.164%
62 13.688 1045 1050 1052 rBV 104450 160441 3.27% 0.232%
63 13.734 1052 1054 1058 rVB 75351 108386 2.21% 0.157%
64 13.951 1070 1073 1077 rBvV4 48931 141181 2.88% 0.204%
65 14.054 1080 1082 1085 rVVv3 80289 123621 2.52% 0.179%

66 14.168 1090 1092 1098 rVB3 49274 86272 1.76% 0.125%
67 14.317 1101 1105 1107 rBvV4 33815 75981 1.55% 0.110%
68 14.397 1107 1112 1114 rVB2 80015 177430 3.62% 0.257%
69 14.614 1129 1131 1135 rBV 252736 422737 8.62% 0.611%
70 14.705 1135 1139 1141 rVV3 1000699 1825854 37.21% 2.640%

71 14.740 1141 1142 1145 rVV 217569 273059 5.56% 0.395%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF120315\

Data File : BF083466.D

Aca On : 3 Dec 2015 18:17

Operator : UM/I1Z

3?22'6 i G4585-07 SB-P3WC-18(0-4
ALS Vial : 9 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-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 14.820 1148 1149 1155 rVB5 43579 101303 2.06% 0.146%
73 14.934 1156 1159 1161 rBV 81014 128439 2.62% 0.186%
74 15.140 1175 1177 1181 rVB2 55977 92828 1.89% 0.134%
75 15.311 1189 1192 1195 rBV 89031 219345 4_47% 0.317%

76 15.631 1218 1220 1224 rVB2 74780 112928 2.30% 0.163%
77 16.031 1252 1255 1259 rVV6 39063 135955 2.77% 0.197%
78 16.100 1259 1261 1264 rVV2 58500 140066 2.85% 0.203%
79 16.191 1267 1269 1272 rVB 82961 126253 2.57% 0.183%
80 16.260 1272 1275 1281 rVB 379892 953704 19.44% 1.379%

81 16.397 1284 1287 1290 rVB 98766 142849 2.91% 0.207%
82 16.568 1299 1302 1304 rBV2 50502 99867 2.04% 0.144%
83 16.626 1304 1307 1310 rVvVv 347924 518613 10.57% 0.750%
84 16.706 1310 1314 1317 rVV2 418805 738814 15.06% 1.068%
85 16.774 1317 1320 1325 rVV2 717223 1117796 22.78% 1.616%

86 17.014 1339 1341 1347 rVB4 55821 128062 2.61% 0.185%
87 17.128 1347 1351 1353 rBV3 42615 101764 2.07% 0.147%
88 17.346 1367 1370 1371 rBV 95721 164425 3.35% 0.238%
89 17.391 1372 1374 1377 rVV 50524 137993 2.81% 0.200%
90 18.009 1425 1428 1434 rVB3 69611 206102 4._.20% 0.298%

91 18.146 1437 1440 1445 rBV2 265451 595267 12.13% 0.861%
92 18.351 1456 1458 1463 rVB2 47906 112055 2.28% 0.162%
93 18.523 1469 1473 1481 rBV2 303357 872306 17.78% 1.261%
94 18.957 1498 1511 1517 rBV2 308285 2198499 44.81% 3.179%
95 19.700 1572 1576 1577 rBV 59999 147089 3.00% 0.213%

96 20.100 1602 1611 1620 rBV 167869 1035165 21.10% 1.497%
97 20.409 1631 1638 1641 rBV2 157487 701135 14.29% 1.014%
98 20.637 1654 1658 1666 rVB3 107058 468380 9.55% 0.677%
99 21.083 1692 1697 1711 rVB2 149853 924247 18.84% 1.337%
100 21.392 1720 1724 1729 rVB2 49162 159709 3.25% 0.231%

Sum of corrected areas: 69153066
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083466.D

Aca On : 3 Dec 2015 18:17

Operator : UM/I1Z

Sample : 64585-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF083466.D
6.20
4000000
5.12
6.30 6.68
3000000 7.84
7.10
2000000
6.52
1000000 464
8.87
| 8.4
o 5.31 L ]l [l6.78 14 90 826
A B e e o L e e s e e e A B e a  m INLANLENL A S s e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF083466.D
8|90
4000000
13.19
3000000
10.35
2000000
9.56
11.09
14.71
1000000
12.93
12.61 148474
o v : Wi 1228 SIS O0N3 1 368 093 3190514440 ] 36035 1931
e e A B e e L A e e e e e e e B L A B e e B e B e B e e e B e |
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00
Abundance TIC: BF083466.D
4000000
3000000
2000000
1000000 16.77
18.15 18.52 18.96
8.01\ 18.3 19.70 2010 204064  21.08 5q 59
O e e e e e e T e e T e e e
Time--> 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083466.D

Aca On : 3 Dec 2015 18:17

Operator : UM/I1Z

Sample : 64585-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 4

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

4.64 23.18 ng 1241900 1,4-Dichlorobenzene-d4 6.52
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-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 258 (4.636 min): BF083466.D (-256) (-) m/z 43.10 100.00%
a3
59
5000
101 440 4.60 4.80 5.00
O S 360 88 | " 58 10 55.58%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 440 4.60 4.80 5.00
m/z 101.10 16.45%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
440 460 4.80 500
5000 m/z 58.10 13.45%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
50 440 4.60 4.80 5.00
m/z 41.10 9.20%
5000
a1 101
0 15 \\3\1 \‘H 53\\\“ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083466.D

Aca On : 3 Dec 2015 18:17

Operator : UM/I1Z

Sample : 64585-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 unknown6.30 Concentration Rank 1

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

6.30 78.36 ng 4198610 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 9
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 404 (6.305 min): BF083466.D (-401) (-) m/z 132.10 100.00%
132
5000 68
6 —
40 sy | 75 104 6.00 6.20 6.40 6.60
o R e Y ??...'....,..5.‘.7,....,.':..,.1.1:‘3.,....,-'...,.. m/z 68.10 42.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 L L R I I
6.00 6.20 6.40 6.60
2 78 m/z 134.10 34 .25%
38 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 620 640 6.60
5000 m/z 66.10 25 .58%
104

66 77

14 27 37 4451 5 89 97 115

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

Abundance #13924: Imidazole, 4,5-dicyano-1-methyl- e P

132 6.00 6.20 6.40 6.60
m/z 69.10 16.20%

5000
67
45 54 H‘ ‘ 106 117

B g e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083466.D

Aca On : 3 Dec 2015 18:17

Operator : UM/I1Z

Sample : 64585-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Hexadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.02 6.34 ng 511276 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 87
3 Heptadecane 240 C17H36 000629-78-7 83
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 72
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 58

Abundance Scan 729 (10.019 min): BF083466.D (-727) (-) m/z 57.10 100.00%
57
43
71
5000 85
99 9.60 9.80 10.00 10.20 10.40
113 165
Obrrr et ol 712714018305 183 226 | sz 43,10 71.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73966: Hexadecane
43 57 41
5000 85 IREBE R AR AR AR
960 980 1000 1020 1040
- 9 .. m/z 71.10 58.56%
s T ||| | TP127141155 169183 197 211 226
m/z--> 25 45 eb 86 160 150 150 1éo 1éo 200 220 250
Abundance
57
43 71 [rrrrrrrr T
9.60 9.80 10.00 10.20 10.40
5000 m/z 85.10 39.61%
29 85
112
o 99 77" 127140 155168 183197 211 226
m/z--> 25 45 eb 86 160 150 150 160 180 200 220 250
Abundance #82608: Heptadecane e n e=aa
57 9.60 9.80 10.00 10.20 10.40
43 71 m/z 41.10 31.02%
85
5000
29 99
| 13127141185 240
o 25 L L e THTIAL1%5 160183107 011 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9. 60 9. 80 10. oo 10 20 10. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083466.D

Aca On : 3 Dec 2015 18:17

Operator : UM/I1Z

Sample : 64585-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Heptacosane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.24 3.53 ng 284575 Acenaphthene-d10 9.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 81
4 Tetracosane 338 C24H50 000646-31-1 80
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80

Abundance Scan 748 (10.236 min): BF083466.D (-744) (-) m/z 57.10 100.00%
g7
5000
| 8|5 10,00 10.20 10.40 10.60
b d LB 260 a3 w7 43.10  47.78%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57
5000 LN BN UL UL B
85 10,00 1020 10.40 10.60
m/z 71.10 47.63%
0 29| | || /M3 141 160 197 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
10,00 10.20 10.40 10,60
5000 85 m/z 41.10 23.68%
29
o 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance #45577: Undecane, 3,5-dimethyl- R A EAmAE B s L S
57 10.00 10.20 10.40 10.60
m/z 85.10 22._.07%
5000
29
LT s g
m/z--> 55 " 100 1éo 200 250 300 350 10,00 1020 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083466.D

Aca On : 3 Dec 2015 18:17

Operator : UM/I1Z

Sample : 64585-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Nonane, 5-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.49 9.32 ng 712599 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 5-butvl- 184 C13H28 017312-63-9 94
2 Hexadecane 226 C16H34 000544-76-3 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Dodecane. 4-methvl- 184 C13H28 006117-97-1 83
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 74
Abundance Scan 770 (10.488 min): BF083466.D (-768) (-) m/z 57.10 100.00%
g7
5000
41 85
113 10.20 10.40 10.60 10.80
3 S— ..J,..'..,e"...n',...l. 18818 3% m/z 43.10  77.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45546: Nonane, 5-butyl-
43 71
5000 126 L SURURR BUULI UL SUR
10,20 10.40 10.60 10.80
m/z 71.10 56.25%
0 M \‘ ‘\ {l 9\7 ‘ 155 184
m/z--> %&&m@mmmmmmmm@ﬁﬁ'
Abundance
57
110.20 10.40 10.60 10.80
5000 m/z 41.10 34 .53%
41 85
0h.25 113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107652: Eicosane e e RRRmS R
57 10.20 10.40 10.60 10.80
m/z 85.10 32.69%
5000
4 85
m/z--> 20 4'0 6|0 8|0 100 120 140 160 180 200 220 240 260 280 300 320 10,20 1040 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083466.D

Aca On : 3 Dec 2015 18:17

Operator : UM/I1Z

Sample : 64585-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.98 5.35 ng 409223 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 62
2 Hexadecane 226 C16H34 000544-76-3 62
3 3-Methvl-4-(methoxvcarbonvl)hexa... 184 C9H1204 1000104-10-8 60
4 Octacosane 394 C28H58 000630-02-4 53
5 Heneicosane 296 C21H44 000629-94-7 53
Abundance Scan 813 (10.979 min): BF083466.D (-808) (-) m/z 57.10 100.00%
57
e M
USRS SN SURRRE B
99 10.60 10.80 11.00 11.20
113 139
o 155169 m/z 43.10 72.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000 U A B SRR R
85 10. 60 10 80 11. 00 11.20
29 m/z 71.10 52.76%
0 L4 %91}3127141155169 282
m/z--> 25 45 eb 85 160 150 140 160 180 200 220 240 2éo 2éo
Abundance
43 57
10.|60 10.I80 11.'00 11.'20 '
5000 71 m/z 85.10 34.82%
85
29

99113127141155169183197 226

T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45954: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic acid R B eI e S e
57 10.60 10.80 11.00 11.20
81 m/z 41.10 31.76%
97
125
5000
152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083466.D

Aca On : 3 Dec 2015 18:17

Operator : UM/I1Z

Sample : 64585-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.79 4_.44 ng 339269 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 Tetradecanoic acid 228 C14H2802 000544-63-8 43
4 1-Chloroeicosane 316 C20H41cCl 042217-02-7 25
5 Tridecane 184 C13H28 000629-50-5 11
Abundance Scan 884 (11.791 min): BF083466.D (-882) (-) m/z 43.10 100.00%
43 73
5000
11140 11,60 11.80 12.00 12.20
o/ m— m/z 73.05 97.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256 AR B R B
11.40 11.60 11.80 12.00 12.20
2% 213 m/z 60.10 81.49%
‘ 157 185
0 T I‘l . |‘i‘l‘| IMIHI .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
11140 11,60 11.80 12.00 12.20
5000 m/z 57.10 78.10%
27 129 242
97 199
o 113 | 154171 225
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75072: Tetradecanoic acid R BEREmE R s S
73 11.40 11.60 11.80 12.00 12.20
43 m/z 41.10 72.50%
5000 129

T T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083466.D

Aca On : 3 Dec 2015 18:17

Operator : UM/I1Z

Sample : 64585-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.83 2.83 ng 216564 Phenanthrene-d10 11.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 Benzaldehvde. 3.5-dichloro-2-hvd... 190 C7H4Cl1202 000090-60-8 50
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 38
4 5H-Dibenzola.dlcvcloheptene 192 C15H12 000256-81-5 25
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 25

Abundance Scan 887 (11.825 min): BF083466.D (-886) (-) m/z 190.10 100.00%
190
5000 /J\\
1 i '1'1'éo'j\f'1'éo' 12,00 12,20
o 11122135 182 m/z 189.10 97.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #49337: 4H-Cyclopenta[def]phenanthrene
190
5000 ""I'ANI""I""I"'
o4 11.60 11.80 12.00 12.20
m/z 192.10 53.01%
0 27 3950 63 8L || 110122 137 150 163 178 |
m/z--> ﬁo 45 éo éo 160 150 1&0 160 180 260
Abundance
190
" 1160 11.80 12,00 12,20
5000 m/z 191.10 41 .85%
63
133144 172
ol 18 29 49 | TAgs a1 161
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #50622: Phenanthrene, 4-methyl-
192 11.60 11.80 12.00 12.20
m/z 94.55 28.52%
5000
40 95 165
. | 5163 8 | 1sue12 ||
m/z--> ﬁo 45 éo éo 160 150 1&0 1éo 180 260 11!60 11)80 12)00 12)20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083466.D

Aca On : 3 Dec 2015 18:17

Operator : UM/I1Z

Sample : 64585-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Bromoacetic acid, octadecyl... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14.61 4.63 ng 422737 Chrysene-di12 14.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 94
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 1131 (14.614 min): BF083466.D (-1129) (-) m/z 57.10 100.00%

57 83

5000

:

14.20 14.40 14.60 14.80 15.00
m/z 43.10 99.15%

o 311329

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #154046: Bromoacetic acid, octadecyl ester
43

69

:

97

14.20 14.40 14.60 14.80 15.00
m/z 55.10 92.22%

5000

139

5 181 224 250

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
I B EE R R EEE S
14.20 14.40 14.60 14.80 15.00
5000 111 m/z 83.10 88.40%

. 139 167 196 2220 266 294 322340
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #148859: Trichloroacetic acid, pentadecy! ester T T T
14.20 14.40 14.60 14.80 15.00

m/z 69.05 77 .86%

3

5000

i

139155 182 210
e S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083466.D

Aca On : 3 Dec 2015 18:17

Operator : UM/I1Z

Sample : 64585-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Boroxin, ethyldiphenyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

17.35 2.94 ng 164425 Perylene-d12 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Boroxin. ethvldiphenvl- 264 C14H15B303 1000151-82-0 52
2 2.4.6.8-Tetrathiatricvclol3.3.1.... 264 C10H16S4 007000-79-5 35
3 2-(4-Bromoanilino)-1-cvclopenten... 262 C12H11BrN2 191980-05-9 25
4 7.9-Diamino-5.6.8.10-tetraaza-be... 264 C13H8N60 052559-29-2 22
5 1,2-Diazine, 3,5-di[2-hydroxyphe... 264 C16H12N202 122763-54-6 17

Abundance Scan 1370 (17.346 min): BF083466.D (-1367) (-) m/z 264.20 100.00%

264

5000

162 17.00 17.20 17.40 17.60

40 g0 87106 187 211 235 351

0 m/z 263.10 69.07%
m/z--> 50 100 150 200 250 300 350
Abundance #96608: Boroxin, ethyldiphenyl-
264
5000 LA L L L L L L L
235 17.00 17.20 17.40 17.60
131 165
104 m/z 131.55 35.79%
27 83 1 Jh \‘ \‘ Waw
O “u ,‘ 4 L e S N e e
m/z--> 50 250 300 350
Abundance
264
R e o e AR
59 17.00 17.20 17.40 17.60
5000 m/z 278.20 34.86%
131 199
231
157
. 18 41 -7 99
L B e e e o e ML S B e s e LA e
m/z--> 50 100 150 200 250 300 350
Abundance #95283: 2-(4-Bromoanilino)-1-cyclopentene-1-carbonitrile
2 17.00 17.20 17.40 17.60

m/z 326.20 26 .86%

5000

m/z--> 50 100 150 200 250 300 350 17. 00 17. 20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083466.D

Aca On : 3 Dec 2015 18:17

Operator : UM/I1Z

Sample : 64585-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 Rubicene- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.96 39.34 ng 2198500 Perylene-di12 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Rubicene- 326 C26H14 000197-61-5 90
2 Acenaphtholl.2-i11fluoranthene 326 C26H14 000193-21-5 76
3 2-(4-BiphenvlvD)imidazol2.1-blbe... 326 C21H14N2S 038956-29-5 47
4 Bis(pentamethvlcvclopentadienvl)... 326 C20H30Fe 012126-50-0 47
5 Silane, (estra-1,3,5(10),16-tetr... 326 C21H300Si 069688-27-3 47
Abundance Scan 1511 (18.957 min): BF083466.D (-1498) (-) m/z 326.20 100.00%
3%6
5000 )/\\\‘y-/////\\r\\~/,\\\—//
163
VNV SRR U I
18.60 18.80 19.00 19.20
Ol 85107 137, | 192 222 248272 298 | 3%0 376400 | 75" 163.10  28.36%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131025: Rubicene-
326
5000 U R SRR B
mmmmmmmw
163 m/z 327.20 27 .48%
ol 39 74 108 136 | 185 222 248 272 298
m/z--> éo 160 1%0 260 250 360 3%0 460
Abundance
326
18/60 18.80 19.00 19.20
5000 m/z 162.10 22.12%
163
ol27 50 74 108 136 198 222 246 272 298
L L L L L L L LA L UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #130897: 2-(4-Biphenylyl)imidazo[2,1-b]benzothiazole L RS e
326 18.60 18.80 19.00 19.20
m/z 324.20 20.12%
163
5000
o /A\\N///\V\kfxuv/
o 223 266 298
m/z--> 50 100 150 200 250 300 350 400 1860 1880 1900 1920 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083466.D

Aca On : 3 Dec 2015 18:17

Operator : UM/I1Z

Sample : 64585-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 16 Acenaphtho[l,2-j]fluoranthene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.10 18.52 ng 1035170 Perylene-di12 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acenaphtholl.2-i1fluoranthene 326 C26H14 000193-21-5 90
2 Rubicene- 326 C26H14 000197-61-5 58
3 Benzene. 1.3-bis(4-phenvl-1.3-bu... 326 C26H14 037902-13-9 49
4 Bis(pentamethvlcvclopentadienvl) ... 326 C20H30Fe 012126-50-0 47
5 9-Anthracenamine, N-[(4-nitrophe... 326 C21H14N202 127387-74-0 43

Abundance Scan 1611 (20.100 min): BF083466.D (-1602) (-) m/z 326.20 100.00%
3%6
5000 H/[\\\\-_dj//\\x~1w///m\\J
163
SRR AN SN
19.80 20.00 20.20 20.40
298
ol 60 82 108 136, | 188 220 274298 || 386376400 /163 05 29.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131026: Acenaphtho[1,2-j]fluoranthene
326
5000 RN BN
19.80 20.00 20.20 20.40
163 m/z 162.10 27 .93%
oL27 50 74 108 136 | 108 222 246 272 298
m/z--> 50 100 150 200 250 300 350 400
Abundance
326
19.80 20.00 20.20 20.40
5000 m/z 327.20 26.98%
163
oL 39 74 108 136 | 182 222 248 272 298 /j/\\\\/V\d//A\\_V“v///A\\J
LA L UL DL UL L L L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #131027: Benzene, l,3—bis(4—pheny|—l,3—butadiyny|)— L L L L L B
326 19.80 20.00 20.20 20.40
m/z 324.15 20.14%
5000 v//\\\y\dv///\\\N\$//fM\\d
0 63 98 122 163 198 222 248 272 298
m/z--> 50 100 150 200 250 300 350 400 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120315\
Data File : BF083466.D

Aca On : 3 Dec 2015 18:17

Operator : UM/I1Z

Sample : 64585-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.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 20 Coronene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.39 2.86 ng 159709 Perylene-di12 16.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Coronene 300 C24H12 000191-07-1 58
2 4-Tp-Chlorophenoxyl-6-methoxy-8-... 300 C16H13CIN202 063456-90-6 50
3 2-(3-PvridvDbenzolhTlauinoline-4... 300 C19H12N202 303100-32-5 43
4 Estra-1.3.5(10)-trien-17-one. 3-... 300 C19H2403 000362-08-3 38
5 Benzothiophene-3-carbonitrile, 4... 300 C16H13CIN2S 069438-07-9 38
Abundance Scan 1724 (21.392 min): BF083466.D (-1720) (-) m/z 300.20 100.00%
300
5000
170 VNI BNISE BN BUNBISE SN
73 98 125 199 221 329350 376 21.00 21.20 21.40 21.60 21.80
0 m/z 302.20 38.06%
m/z--> 50 100 150 200 250 300 350
Abundance #117855: Coronene
300
150
5000
21.00 21.20 21.40 21.60 21.80
m/z 150.10 34.35%
44 g9 100 123 J 174194 222 246 276
m/z--> 55 160 1%0 260 2%0 300 3%0
Abundance
300
21.00 21.20 2140 21.60 21.80
5000 050 m/z 301.20 27 .85%
75 125
51
9 146 165 189507 2>
Ol M bl T Wl Wil i bl bl b L L
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #117717: 2-(3-Pyridyl)benzo[h]quinoline-4-carboxylic acid
300 21.00 21.20 21.40 21.60 21.80
m/z 149.05 21.80%
50001 40 127
150 255
75 100
. 178 202 228 274
‘—v—v—v—v—|—v—v—v— LI B O B
m/z--> 50 100 150 200 250 300 350 21.'00 21.'20 21.'40 21.|60 21.I80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF120315\
Data File : BF083466.D

Acq On : 3 Dec 2015 18:17

Operator : UM/1Z

Sample - G4585-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.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... 4.64 23.2 ng 1241900 1 6.52 1071670 20.0
unknown6 .30 6.30 78.4 ng 4198610 1 6.52 1071670 20.0
Hexadecane 10.02 6.3 ng 511276 3 9.56 1611890 20.0
Heptacosane 10.24 3.5 ng 284575 3 9.56 1611890 20.0
Nonane, 5-butyl- 10.49 9.3 ng 712599 4 11.09 1528610 20.0
Eicosane 10.98 5.3 ng 409223 4 11.09 1528610 20.0
n-Hexadecanoic acid 11.79 4.4 ng 339269 4 11.09 1528610 20.0
4H-Cyclopenta[def... 11.83 2.8 ng 216564 4 11.09 1528610 20.0
Bromoacetic acid,... 14.61 4.6 ng 422737 5 14.71 1825850 20.0
Boroxin, ethyldip... 17.35 2.9 ng 164425 6 16.77 1117800 20.0
Rubicene- 18.96 39.3 ng 2198500 6 16.77 1117800 20.0
Acenaphtho[1,2-j]... 20.10 18.5 ng 1035170 6 16.77 1117800 20.0
Coronene 21.39 2.9 ng 159709 6 16.77 1117800 20.0
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