LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 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-BF050416.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 4.876 242 244 253 rBV 345222 483212 11.12% 0.970%
2 5.310 280 282 285 rBVY 2763107 3860376 88.82% 7.752%
3 5.721 313 318 326 rVB2 40468 70826 1.63% 0.142%
4 5.984 338 341 343 rBV 440001 381649 8.78% 0.766%
5 6.373 372 375 377 rBVY 4115748 4346076 100.00% 8.727%
6 6.499 383 386 388 rBY 3312669 4257400 97.96% 8.549%
7 6.602 394 395 403 rVB6 19668 47921 1.10% 0.096%
8 6.727 403 406 408 rBVY 1286444 1341970 30.88% 2.695%
9 6.876 417 419 422 rBV 2413189 3037206 69.88% 6.099%
10 7.002 427 430 435 rVB3 20762 52647 1.21% 0.106%
11 7.162 439 444 450 rVB5 22998 67231 1.55% 0.135%

12 7.299 453 456 458 rBV 1911268 2702576 62.18% 5.427%
13 7.676 488 489 491 rBV 87188 105153 2.42% 0.211%
14 7.756 495 496 498 rvv 102307 153082 3.52% 0.307%
15 7.813 498 501 503 rVv2 179477 340089 7.83% 0.683%

16 7.870 505 506 509 rvB 52933 49242 1.13% 0.099%
17 8.007 516 518 521 rBV 1446057 1594898 36.70% 3.203%
18 8.293 541 543 547 rVB 32505 46211 1.06% 0.093%
19 9.093 610 613 615 rBV 4358106 4098592 94.31% 8.230%
20 9.208 622 623 629 rVvB2 57374 91064 2.10% 0.183%
21 9.425 638 642 643 rBvV 42167 47375 1.09% 0.095%

22 9.482 645 647 649 rBvV 337336 339609 7.81% 0.682%
23 9.710 665 667 669 rBvV 110268 132889 3.06% 0.267%
24 9.768 669 672 673 rvVV 1403064 1732994 39.87% 3.480%

25 9.790 673 674 678 rVB2 60857 71204 1.64% 0.143%
26 9.939 685 687 688 rBvV 36114 44608 1.03% 0.090%
27 10.202 708 710 712 rVB 226964 183647 4.23% 0.369%
28 10.305 718 719 723 rVB2 39902 52826 1.22% 0.106%

29 10.419 726 729 732 rBV 63453 121836 2.80% 0.245%
30 10.545 738 740 743 rBV2 1973162 2352373 54.13% 4.724%

31 10.671 750 751 755 rBV 153994 228195 5.25% 0.458%

32 10.773 755 760 761 rVB5 20307 50032 1.15% 0.100%
33 11.128 787 791 796 rVB3 60076 147365 3.39% 0.296%
34 11.208 796 798 799 rBV 33606 47288 1.09% 0.095%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 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-BF050416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.242 799 801 802 rvV 1609406 1450170 33.37% 2.912%

36 11.311 806 807 809 rvB2 78781 80318 1.85% 0.161%
37 11.482 819 822 826 rBV2 87545 145832 3.36% 0.293%
38 11.745 840 845 846 rBvV2 54104 88950 2.05% 0.179%

39 11.779 846 848 850 rvv2 358459 556841 12.81% 1.118%
40 11.848 853 854 859 rvB 84528 144249 3.32% 0.290%

41 11.951 859 863 864 rBV3 50176 87880 2.02% 0.176%
42 12.042 868 871 872 rBv2 29170 69533 1.60% 0.140%
43 12.294 891 893 896 rBV3 57788 116802 2.69% 0.235%
44 12.374 899 900 902 rBV2 26461 44345 1.02% 0.089%

45 12.454 905 907 909 rBvV 347362 477503 10.99% 0.959%

46 12.522 911 913 915 rVB 44905 44092 1.01% 0.089%
47 12.568 915 917 922 rBV2 199508 224756 5.17% 0.451%
48 12.671 923 926 928 rBV2 331444 462465 10.64% 0.929%
49 12.716 928 930 935 rvB4 57635 113859 2.62% 0.229%
50 12.831 937 940 942 rBV 2453261 2571659 59.17% 5.164%

51 12.876 942 944 946 rVB 443196 469434 10.80% 0.943%

52 12.979 951 953 954 rBV 71504 79786 1.84% 0.160%
53 13.071 960 961 963 rVB 80343 65753 1.51% 0.132%
54 13.128 963 966 970 rBVv3 107649 202575 4.66% 0.407%
55 13.334 982 984 986 rVB 81629 80457 1.85% 0.162%

56 13.391 987 989 992 rVvB2 124087 156674 3.60% 0.315%
57 13.619 1007 1009 1011 rBV 56588 109745 2.53% 0.220%
58 13.677 1013 1014 1017 rVV3 96273 165931 3.82% 0.333%
59 13.734 1017 1019 1023 rVV2 298624 402388 9.26% 0.808%
60 13.871 1028 1031 1038 rVV2 1255113 1737841 39.99% 3.490%

61 14.362 1072 1074 1080 rBV3 197496 556434 12.80% 1.117%
62 14.785 1109 1111 1113 rBV 378596 345558 7.95% 0.694%
63 14.877 1117 1119 1123 rBV 294373 569905 13.11% 1.144%
64 14.991 1126 1129 1132 rVB2 393967 718482 16.53% 1.443%
65 15.140 1140 1142 1145 rBV2 170001 274609 6.32% 0.551%

66 15.265 1151 1153 1162 rVB 793138 1247533 28.70% 2.505%
67 15.391 1162 1164 1167 rBV3 127928 183398 4.22% 0.368%
68 15.482 1170 1172 1177 rVB3 172369 299093 6.88% 0.601%
69 15.700 1189 1191 1193 rBV 200957 289415 6.66% 0.581%
70 15.745 1193 1195 1198 rVB 269165 440819 10.14% 0.885%

71 15.894 1206 1208 1216 rVB3 290988 760018 17.49% 1.526%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 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-BF050416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 16.283 1239 1242 1249 rVB 428371 855570 19.69% 1.718%
73 17.105 1311 1314 1319 rVB3 165361 430720 9.91% 0.865%

Sum of corrected areas: 49801054
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086716.D
6.37
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 7

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

4.88 14.40 ng 483212 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
4 2-Propanone. 1-(1l-methvlethoxv)- 116 C6H1202 042781-12-4 9
5 2-Pentanone, 5-(acetyloxy)- 144 C7H1203 005185-97-7 9

Abundance Scan 244 (4.876 min): BF086716.D (-242) (-) m/z 43.10 100.00%
431
5000 591 [\\
1011 ik b b0 5o
Ol 22l 8 | w/z 59.10 49.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 460 480 500 5.20
m/z 58.10 12.65%
31.0 83.0 93010‘1.0
O S B e T e e e R R
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520
5000 m/z 101.10 12.44%
101.0
o150 310 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3602: l—Propen—Z—oI, acetate LI L L L L B LB
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.99Y%
5000
58.0
. 15.0 27.0 B | 7%.0 100.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 Bicyclo[3.1.1]hept-2-ene, 3... Concentration Rank 11

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

5.98 11.38 ng 381649 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Thept-2-ene. 3.6.6-... 136 Cl0OH16 004889-83-2 94
2 .alpha.-Pinene 136 C10H16 000080-56-8 94
3 Bicvclol3.1.1Thept-2-ene. 2.6.6-... 136 C1l0H16 002437-95-8 94
4 1.4-Cvclohexadiene. 1-methvl-4-(... 136 C10H16 000099-85-4 91
5 Bicyclo[4.1.0]hept-3-ene, 3,7,7-... 136 Cl0H16 000498-15-7 91

Abundance Scan 341 (5.984 min): BF086716.D (-338) (-) m/z 93.10 100.00%
93.1
5000
77.1
41.1 S A S
|| 531 gs, “ 105.1 12|1-1 136.1 560 5.80 6.00 6.20 6.40
0..,....,....,....,.'...,'.'.'..,.'.'.':,...!I-....,.!..,..'.'.,....,....,....,... m/z 91.10 44.17%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15289: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
93.0
5000
560 5.80 6.00 6.20 6.40
410 71.0 m/z 92.10 36.60%
no 0 mo o ||| w80 20 py
Ot \I\I\” ”\I\I ”“\”” 11 S Y S E
mz-> 10 20 3'0 40 50 60 70 80 90 100 ﬁo 12'0 I
Abundance
93.0
560 580 6.00 620 6.40
5000 m/z 77.10 30.93%
41.0 70
27.0 "~ 53.0 65.0 105.0 121.0 136.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15351: Bicyclo[3.1.1]hept-2-ene, 2,6,6-trimethyl-, (.+/-.)- B e e e N
93.0 560 5.80 6.00 6.20 6.40
m/z 79.10 26.44%
5000
39.0
970 77.0
o | moep | w0 @0
0||||||||||||||‘i|||‘||||‘||l||||‘|||| ||||||‘|||||||||||||||| N B N— -
nm/z--> 10 20 30 40 50 60 70 80 90 100 110 150 130 140 560 580 600 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 3 unknown6.50 Concentration Rank 1

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

6.50 126.90 ng 4257400 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 386 (6.499 min): BF086716.D (-383) (-) m/z 132.10 100.00%
32.1
5000 68.1
DR LS S LR
401 540 | %1 6.20 6.40 6.60 6.80
O bl el 83 L Agetaza L 7 68,10 38.27%
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 N
5000 B LR S R
6.20 6.40 6.60 6.80
210 510 m/z 134.10 33.59%
0'”'ﬂ'MHJ'WH”'P'JI“Yﬁq”'P'”I”'W'”'P'”I“'W'”
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 m/z 66.10 26 .58%
33.0 44.0 0.0 105.0
o 600 =7 g0.0 115.0
U UL IULL SIS SULILRE IR UL UL B B SRS SRR B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.78%
5000 67.0
41.0 97.0
‘ 79.0 117.0
0....|....‘l.‘...l‘..‘..l‘.‘.‘.llu.‘.‘.‘l‘....|..‘..|.1.q7.0....‘|....|"...luuu
m/z--> 30 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\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 5 Phenol, 3,5-dimethyl- Concentration Rank 17

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

7.81 8.53 ng 340089 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 3.5-dimethvl- 122 C8H100 000108-68-9 96
2 Phenol. 2.4-dimethvl- 122 C8H100 000105-67-9 94
3 Phenol. 2.5-dimethvl- 122 C8H100 000095-87-4 94
4 Phenol. 2.3-dimethvl- 122 C8H100 000526-75-0 94
5 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 90

Abundance Scan 501 (7.813 min): BF086716.D (-498) (-) m/z 122.10 100.00%
107.1 122.1
5000
77.0

39|-1 51.0 50 || 91|'1 740 7.60 7.80 8.00 8.20
et el et el || M/ 107.10 0 84.17%

0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9620: Phenol, 3,5-dimethyl-
107.0 122.0
5000
77.0 7.40 7.60 7.80 8.00 8.20
300 510 91.0 m/z 121.10 42 .06%
: : 65.0
..,.1?:9,.?32?....‘,‘....;:‘.‘..i.‘.h.,...l‘,....,.w..,.‘.‘.l,...., S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
107.0 122.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 77.05 26.71%
77.0
51.0 o0
ol 150 27.0 390 510 680
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9614: Phenol, 2,5-dimethyl- AP T
107.0 122.0 7.40 7.60 7.80 8.00 8.20
m/z 79.05 17.56%
5000
77.0
39.0 510 91.0
27.0 ) 65.0
0..,.1.5i(.),...l,...:‘,‘.‘...ﬁ‘l‘...i.‘.‘..,...l‘,....,‘a‘:..,.‘l‘.l,...., e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 6 Dodecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.67 6.29 ng 228195 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 76
2 5-Ethvldecane 170 C12H26 017302-36-2 76
3 Tetradecane 198 C14H30 000629-59-4 76
4 Tridecane 184 C13H28 000629-50-5 76
5 Hexadecane 226 C16H34 000544-76-3 62
Abundance Scan 751 (10.671 min): BF086716.D (-750) (-) m/z 57.10 100.00%
1
o W
J
SR AU BN BN
1131  139.1554 1169.1184.1 10.40 10.60 10.80 11.00
0! - m/z 43.10 83.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36159: Dodecane
il W
5000 LI BRI B SR B
41.0 85.0 10,40 10.60 10,80 11.00
m/z 71.05 46 .83%
oL 260 | | | | | 112019701490 1700
miz--> D 40 e B 100 1o 10 1k 180 200
Abundance
57.0
10.40 10.60 10.80 11.00
5000 m/z 41.05 42 .96%
410 85.0 on
. 112.0 . 170.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #55008: Tetradecane e e ARERRE R
57.0 10.40 10.60 10.80 11.00
m/z 85.05 27 .94Y%
85.0
- 1 /AMWNJAMAKFMA\wAJMAVMNfM
. 260 | |, 1180 1410 1690 1980
m/z--> ' ' 6|0 8|O 1(')0 12'0 14'10 1('30 15';0 2(')0 10 40 10 60 10. 80 11. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 7 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.78 15.36 ng 556841 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Undecanoic acid 186 C11H2202 000112-37-8 80

Abundance Scan 848 (11.779 min): BF086716.D (-846) (-) m/z 43.10 100.00%

43.1
73.0
5000

11.40 11.60 11.80 12.00
m/z 41.10 79.23%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid

SN
w
o
%

73.0
5000 L (LI LI LI L LB LB
11.40 11.60 11.80 12.00
120.0 256.0 m/z 60.00 72.82%
97.0 - -
0 1L H At 15201700 10402139 237.0
AR AR T e e
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
e
11.40 11.60 11.80 12.00
5000 m/z 73.00 69.02%
129.0 242.0
97.0 199.
o 152,0171.0 223.0
T T T e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid BB RS e s ]
73.0 11.40 11.60 11.80 12.00
43.0 m/z 57.10 68.64%
5000 129.0
185.0 228.0
LA o |
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 8 Tetradecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.57 5.17 ng 224756 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 81
2 n-Decanoic acid 172 C10H2002 000334-48-5 70
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Pentadecanoic acid 242 C15H3002 001002-84-2 53

Abundance Scan 917 (12.568 min): BF086716.D (-915) (-) m/z 43.10 100.00%

43.1
73.1
5000

12.20 12.40 12.60 12.80

0! m/z 57.10 75.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75070: Tetradecanoic acid
43.0 | 73.0
5000 LA L L L L L LB L L B
129.0 12.20 12.40 12.60 12.80
185.0 m/z 73.10 75.52%
97.0 228.0
0 18.0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
T T T
12.20 12.40 12.60 12.80
5000 m/z 55.10 73.86%
29.0 129.0
87.0 172.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid R e EEaE L
43.0 73.0 12.20 12.40 12.60 12.80
m/z 60.00 73.65%
5000
129.0
256.0
0 ‘ ‘H \‘ 157.0 185.0 2130
IIIIII‘IIIIII‘I‘II T TTTT TT 1T IIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Trifluoroacetic acid, n-oct... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

13.73  9.26 ng 402388  Chrysene-di2 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 91
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90

Abundance Scan 1019 (13.734 min): BF086716.D (-1017) (-) m/z 57.10 100.00%
51.1
5000 7.1 q_vvxajhvaJ\_JA_,,/k./w
l 1 13.40 13.60 13.80 14.00 |
|} 11392 10312002 2783 .40 13.60.13.80 14.
ol d Ly 4 3502 19312292 2783 3261 m/z 43.10 98.82%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43.0
5000 30 TT T T TTTT TTTT TTTT
1340 13.60 13.80 14.00
m/z 55.10 78.10%
oL 0000220
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
AR
13.40 13.60 13.80 14.00
5000 83.0 m/z 41.10 55.07%
125.0
0 167.0 210.0  267.0307.0 490.0 \Jﬁ/\NNA_KJVAL~A%JVJa,rV
e L A L e e L B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester LI B o e e
57.0 13.40 13.60 13.80 14.00
0,
970 m/z 83.10 53.94%
ol J ‘ 13201820 2380 830
B AR
m/z--> 50 100 150 200 250 300 350 400 450 1340 13.60 13.80 14.00

8270-BF050416.M Fri May 06 16:16:45 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 10 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.36 12.81 ng 556434 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 78
2 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 72
3 Nonadecane. 1-chloro- 302 C19H39ClI 062016-76-6 68
4 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 62
5 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 58
Abundance Scan 1074 (14.362 min): BF086716.D (-1072) (-) m/z 57.10 100.00%
57.1
5000 w\\»ﬂl
‘ 85.1
O I Il 20 2092 3143 3933 Tmyz  43.10 81.48%
m/z--> 50 100 150 200 250 300 350
Abundance #82606: Heptadecane
57.0
5000 85.0 LA B B SULLIE B
14.00 14.20 14.40 14.60
9.0 m/z 55.10 48.20%
oLl M30141016901070 2400
m/z--> 50 100 1%0 200 2%0 300 350
Abundance
57.0
14.00 14.20 14.40 14.60
5000 85.0 m/z 71.10 47.78%
1 I M
155.0 196.0224.0 255.0
O e e S T s e e o
m/z--> 50 100 150 200 250 300 350
Abundance #118727: Nonadecane, 1-chloro- R R RREEEEa
57.0 14.00 14.20 14.40 14.60
m/z 41.10 39.19%
5000
20.0 85.0
ol ‘ M\M%¥§0H14701750203023102590 302.0
m/z--> 50 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF050416.M Fri May 06 16:16:46 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 11 Oxirane, heptadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.79 11.08 ng 345558 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Ethanol. 2-(9-octadecenvloxv)-. ... 312 C20H4002 005353-25-3 91
5 Tetradecanal 212 C14H280 000124-25-4 91
Abundance Scan 1111 (14.785 min): BF086716.D (-1109) (-) m/z 57.10 100.00%
57.1
5000 9.1 Hj\V~¢‘,JN_vﬁt~\~/\\ﬁﬁv~\,
LRI BURBURN SURIUILE B B
38.1 14.40 14.60 14.80 15.00 15.20
o LJL | £%° 1s22 2242 2682 3122 35633884 | u3710  97.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107629: Oxirane, heptadecyl-
43.0 82.0
5000 R SR SULLL S B
14.40 14.60 14.80 15.00 15.20
11.0 m/z 55.10 66 .43%
L m H\ i ﬂ52 01620 2220 2640
m/z--> 200 250 300 350 400
Abundance
430 82.0
14.40 14.60 14.80 15.00 15.20
5000 m/z 82.10 63.70%
111.0
o 152.0  208.0 250.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #99447: Octadecanal AR B
43.0| 82.0 14.40 14.60 14.80 15.00 15.20
m/z 41.10 53.20%
| Hl Q1520 1040 2500
0.‘.‘.‘,‘. y ..”‘.E....,..“..t.... S e
m/z--> 50 100 150 200 250 300 350 400 1440 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 12 Cyclotetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.99 23.04 ng 718482 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 93
2 l17-Pentatriacontene 491 C35H70 006971-40-0 87
3 Cvclohexadecane 224 C16H32 000295-65-8 58
4 1-Hexadecanol 242 C16H340 036653-82-4 58
5 Cyclohexane, 1,2,4,5-tetraethyl-._. 196 C14H28 061142-24-3 58
Abundance Scan 1129 (14.991 min): BF086716.D (-1126) (-) m/z 55.10 100.00%
il Aﬂ/vav~JA\kapquf
5000
39.1 14.60 14.80 15.00 15.20 15.40
ob—rt A ALY “ bt 2001 2612 80923514394 ' m/z 83.10 86.99%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #135651: Cyclotetracosane
83.0
43
5000 336.0 AU LI SULALE BURLE B
14.60 14.80 15.00 15.20 15.40
25.0 m/z 97.10 85.35%
\ “ \ \ 167.0 2100  279.0
OIIII\I‘I\M I‘II‘I\l\IJLI\‘! |‘h.“‘. |“|“|‘i|‘“|‘|i‘|‘|‘|||‘|||“|||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
14.60 14.80 15.00 15.20 15.40
5000 83.0 m/z 43.10 80.20%
. 1250 167.0 2100 267.0307.0 490.0 ‘JJ\\JL/J
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #72491: Cyclohexadecane I RREEEEEES T
58.0 14.60 14.80 15.00 15.20 15.40
m/z 69.10 73.99%
7.0
5000
|1/
O B T T e B R R e e
m/z--> 50 100 150 200 250 300 350 400 450 ' 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 13 Benzo[e]pyrene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.14 8.80 ng 274609 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 86
2 Benzoli1fluoranthene 252 C20H12 000205-82-3 74
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 70
4 Pervlene 252 C20H12 000198-55-0 55
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 38
Abundance Scan 1142 (15.140 min): BF086716.D (-1140) (-) m/z 252.20 100.00%
259.2 365.4
5000
123.1
55.1 159.1
213.2 14.80 15.00 15.20 15.40
1,1 399.4
o 43088 S m/z 365.40 85.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89816: Benzo[e]pyrene
252.0
5000
14.80 15.00 15.20 15.40
m/z 123.10 34.17%
125.0
oL, 500 830 , | 1580 2000 ‘H
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
1480 15.00 15.20 1540
5000 m/z 250.10 30.78%
126.0
oL, 510 870 163.0 200.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #89827: Benz[e]acephenanthrylene B AN R
14.80 15.00 15.20 15.40
m/z 125.10 26.59%
5000
126.0
oL, 510 87.0 ;| 174.0 217.0
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 14 unknownl15.39 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.39 5.88 ng 183398 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 46
2 Cvclohexene. 4-(4-ethoxvcvclohex... 278 C19H340 1000141-95-1 45
3 5-(7a-1sopropenvl-4.5-dimethyvl-o... 288 C20H320 1000193-54-1 25
4 Cvclohexanemethanol. 2-(2-propen... 154 C10H180 134837-38-0 15
5 3-Hydroxy-tricyclo[4.3.1.1(3,8)]--- 210 C12H1803 1000296-62-7 14
Abundance Scan 1164 (15.391 min): BF086716.D (-1162) (-) m/z 191.20 100.00%
95.1 191.2
55.1
5000 149.1
12 a4 doma | 150 1630 1540 1560 1560
(o} %hlw+44ﬂ£4ﬂaﬁ+ﬁ7#4#w7+ﬂ m/z 95.10 87.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191.0
5000 28.0 AR DR BN BRI BN
15. 00 15 20 15. 40 15.60 15.80
950 1350 m/z 55.10 68.88%
0....|....|....|............ T
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
149.0 LRI A DAL BURIUE B
15.00 15.20 15.40 15.60 15.80
5000 95.0 m/z 81.10 67.02%
232.0
18.0 189.0 278.0
Ol M L I i e B b W o
m/z--> §o 160 1%0 200 250 300 3%0 460
Abundance #111134: 5-(7a-Isopropenyl-4,5-dimethyl-octahydroinden-4-y... I RREEEEEES T
95.0 191.0 15.00 15.20 15.40 15.60 15.80
m/z 41.10 58.51%
41.0 149.0 g
5000
231.0 288.0
0 R R S e o S
m/z--> 50 100 150 200 250 300 350 400 15. 00 15 20 15. 40 15. 60 15|80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 15 1,19-Eicosadiene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.48 9.59 ng 299093 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 74
2 1.16-Hexadecanediol 258 C16H3402 007735-42-4 64
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 62
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 50
5 E-9-Tetradecen-1-ol formate 240 C15H2802 1000130-78-2 46
Abundance Scan 1172 (15.482 min): BF086716.D (-1170) (-) m/z 57.10 100.00%
57.1
5000 96.1 \““”v~\J\VN~A\~\~/b\‘*f\~
138.2 1862 231.2 270.2 15.20 15.40 15.60 15.80
o 3222 4241 "7z 43.10 95.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105306: 1,19-Eicosadiene
55.0
96.0
5000 L B I SULRE B
15.20 15.40 15. 60 15. 80
m/z 55.10 60.74%
0150, | ‘ h bl &370 180.0211.0 250.0
m/z--> 50 150 200 250 360 3éo 460
Abundance
55.0
9.0 ' 15.20 15.40 15.60 15.80
5000 m/z 82.10 52.37%
0 L. 19802400 W
m/z--> 55 160 1%0 200 250 300 3éo 400
Abundance #99461: Oxirane, hexadecy!- e e ERRES BE s
82.0 15.20 15.40 15.60 15.80
m/z 83.10 42 .61%
5000 \\MMAM\~‘$VJ\/\—/j\\ﬁf¥\
o 166.0 211.0 250.0
miz--> 50 100 150 200 250 300 350 400 ' 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 16 Nonacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.70 9.28 ng 289415 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 90
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 89
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 86
4 Heptacosane 380 C27H56 000593-49-7 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
Abundance Scan 1191 (15.700 min): BF086716.D (-1189) (-) m/z 57.10 100.00%
57.1
5000 \\J\VA_/\,AN_/b\~\J~\__,\j\»
| 99|| ! 155.1  205.2 266.2096.2 343.3 382.3412.5 1540 1560 15.80 1600
ob——db . e e S S T o e m/z 43.10 65.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57.0
5000 L B S IR B
15.40 15.60 15. 80 16.00
99.0 m/z 71.10 56.08%
o 27,0/ \ L ‘\ 4 “1410‘ 183.0 2250 267.0 309.0 351.0  408.0
m/z--> 50 100 1éo 200 250 300 350 460
Abundance
57.0
'15.40 15.60 15.80 16.00 |
5000 m/z 85.10 40.58%
99.0
’ oA e JJM
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #122578: Tridecane, 1-iodo- R MR T
57.0 15.40 15.60 15.80 16.00
m/z 41.10 22.28%
5000
99.0 183.0
ol Ly g0 TTT 00
m/z--> 50 100 150 200 250 300 350 400 15.40 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 17 Undecane, 4-cyclohexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.75 14.13 ng 440819 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 4-cvclohexvl- 238 C17H34 013151-79-6 58
2 l17-Pentatriacontene 491 C35H70 006971-40-0 30
3 Cvclohexane. methvl- 98 C7H14 000108-87-2 30
4 Silane. trichlorocvclohexvl- 216 C6H11CI3Si 000098-12-4 30
5 Borane, bis(cyclohexyloxy)ethyl- 238 C14H27B02 1000152-32-8 30
Abundance Scan 1195 (15.745 min): BF086716.D (-1193) (-) m/z 83.10 100.00%
1 Il M/\/JL\A
5000
51 . B2 1510 15,60 15580 1600
72.1 278.2
0 ..a,...l.,i.l.w,mjf. 21 | 278232423684 4144 075790 89.72%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #81264: Undecane, 4-cyclohexyl-
83.0
43.0
5000 DU AR RN B B
1540 15.60 15.80 16.00
l m/z 43.10 78 .38%

‘ 15401950

A T St < -
m/z--> 50 100 150 200 250 300 350 400 450
Abundance

43.0
R B R
15.40 15.60 15.80 16.00
5000 83.0 m/z 55.10 71.11%
125.0
o 167.0 210.0  267.0307.0 490.0
T B L B e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #3281: Cyclohexane, methyl- R EREmm R B
83.0 15.40 15.60 15.80 16.00

m/z 97.10 70.74%

- o \‘\/\MJ/\\/M

IM\ J‘

m/z--> 50 100 150 200 250 300 350 400 450 15. 40 15. 60 15. 80 16. 00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 18 unknown24.37 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.89 24 _37 ng 760018 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Buten-1-one. 4-12.6.6-trimethyv... 192 C13H200 085949-43-5 30
2 28-Nor-17.beta.(H)-hopane 398 C29H50 036728-72-0 30
3 Butanoic acid. 4-(4-hvdroxvphenv... 209 C10H11NO4 062558-67-2 27
4 2-Buten-1-one. 1-(2.6.6-trimethv... 192 C13H200 035044-68-9 25
5 (-)-Neoclovene-(1), dihydro- 206 C15H26 1000152-82-1 25
Abundance Scan 1208 (15.894 min): BF086716.D (-1206) (-) m/z 191.20 100.00%
191.2
81.1
5000 1231
41.1
R B SURLN SO BUUR
383.4 15.60 15.80 16.00 16.20
ol SRAy.) 2232 2641 31333483 FYIMSA 7o 81.10  58.43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #50540: 3-Buten-1-one, 4-[2,6,6-trimethyl-1(or 2)-cyclohex...
177.0
69.0
5000 123.0 L B SURIUL SURUSN SULRA
15.60 15.80 16.00 16.20
390 ‘ ‘ m/z 95.10 56.05%
ol Hf‘“"‘ﬁ HIH I‘HIM‘I MIHIH‘\I ‘I‘ th . "I ——— T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
15.60 15.80 16.00 16.20
5000 m/z 177.20 52.03%
109.0
398.0
149.0 260.0 355.0
O T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #62095: Butanoic acid, 4-(4-hydroxyphenylamino)-4-oxo- Al B R
191.0 15.60 15.80 16.00 16.20
109.0 m/z 55.10 46 .46%
0 ﬂ'h'W' *J?%Qh A UL DAL UL SR R B SURLN SO SUUR
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 19 unknown27.43 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.28 27.43 ng 855570 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.5-Dihvdrothiazol-4-one. 2-(2-m... 222 C10H10N202S 022476-61-5 38
2 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 38
3 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 38
4 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 38
5 4-(3H-Imidazo[4,5-b]pyridin-2-yl... 342 C15H18N8S 1000276-08-2 37
Abundance Scan 1242 (16.283 min): BF086716.D (-1239) (-) m/z 191.20 100.00%
LR B U SN B
3974 16.00 16.20 16.40 16.60
o 2313 2842 3363 m/z 95.10 55.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #70273: 4,5-Dihydrothiazol-4-one, 2-(2-methoxyanilino)-
191.0
5000 R BRI UL BN IR
16.00 16,20 16.40 16.60
m/z 81.10 49 .23%
460 1050 449 222.0
0:::‘::“::“:‘::“:‘:::‘||.||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
191.0
16,00 16.20 16.40 16.60
5000 m/z 69.10 42.94%
Oberdlpron g oot g bt 0 ol ) L
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone e e ERRES BE s
191.0 16.00 16.20 16.40 16.60
m/z 55.10 36.82%
5000{28.0
950 1350
0...|....|..J.‘.|... |‘....|.... B I B! R RN RS R
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050516\
Data File : BF086716.D

Aca On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050416_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 20 .beta.-Sitosterol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.11 13.81 ng 430720 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 87
2 Stiamasterol. 22.23-dihvdro- 414 C29H500 1000214-20-7 43
3 .agamma.-Sitosterol 414 C29H500 000083-47-6 38
4 1-Hvdroxv-2.2.5.5-tetramethvl-4-.__. 218 C13H18N20 039753-68-9 16
5 _alpha.-Ergostenol 400 C28H480 000632-32-6 15

Abundance Scan 1314 (17.105 min): BF086716.D (-1311) (-) m/z 43.10 100.00%

43.1 145.1

?

5000

213.2

16.80 17.00 17.20 17.40

255.2 303.3

0! m/z 145.10 91.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159282: .beta.-Sitosterol
43.0
5000 LA I L L L L LB LB |
107.0 4140 16.80 17.00 17.20 17.40
‘ ‘ 145.0 213.0 303.0 : m/z 57.10 69.16%
780 ] 2550 - 381.0
oL —— I\ ‘: H:‘ ‘HH |||||Jl|||‘1uu H\I\ \Iu I‘hl n\l‘ ; ‘: I\‘wl . I\‘ : |3i4fl-|0| : I\ : Mi |“|
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
T T
16.80 17.00 17.20 17.40
5000 m/z 41.10 51.77%
414.0
105.0
. 145017802130 2730 3290 3810
B I A e e e e e B LA o o o e B L.
m/z--> 50 100 150 200 250 300 350 400
Abundance #159285: .gamma.-Sitosterol e EEman B R
43.0 16.80 17.00 17.20 17.40
m/z 55.10 51.05%
5000

T T T T
16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050516\
Data File : BF086716.D

Acq On : 5 May 2016 20:19

Operator : UM/SJ

Sample : H2829-13

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .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... 4.88 14.4 ng 483212 1 6.73 1341970 40.0
Bicyclo[3.1.1]hep... 5.98 11.4 ng 381649 1 6.73 1341970 40.0
unknown6 .50 6.50 126.9 ng 4257400 1 6.73 1341970 40.0
Phenol, 3,5-dimet... 7.81 8.5 ng 340089 2 8.01 1594900 40.0
Dodecane 10.67 6.3 ng 228195 4 11.24 1450170 40.0
n-Hexadecanoic acid 11.78 15.4 ng 556841 4 11.24 1450170 40.0
Tetradecanoic acid 12.57 5.2 ng 224756 5 13.87 1737840 40.0
Trifluoroacetic a... 13.73 9.3 ng 402388 5 13.87 1737840 40.0
Heptadecane 14.36 12.8 ng 556434 5 13.87 1737840 40.0
Oxirane, heptadecyl- 14.79 11.1 ng 345558 6 15.27 1247530 40.0
Cyclotetracosane 14.99 23.0 ng 718482 6 15.27 1247530 40.0
Benzo[e]pyrene 15.14 8.8 ng 274609 6 15.27 1247530 40.0
unknownl15.39 15.39 5.9 ng 183398 6 15.27 1247530 40.0
1,19-Eicosadiene 15.48 9.6 ng 299093 6 15.27 1247530 40.0
Nonacosane 15.70 9.3 ng 289415 6 15.27 1247530 40.0
Undecane, 4-cyclo... 15.75 14.1 ng 440819 6 15.27 1247530 40.0
unknown24 .37 15.89 24 .4 ng 760018 6 15.27 1247530 40.0
unknown27.43 16.28 27.4 ng 855570 6 15.27 1247530 40.0
-beta.-Sitosterol 17.11 13.8 ng 430720 6 15.27 1247530 40.0
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