LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF010917\

Data File : BF092146.D

Acg On : 9 Jan 2017 19:15 Instrument :
Operator : UM/SJ BNA_F

Sample - 11064-03 ClientSampleld :
Misc : TP5-6-COMP11
ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF122116.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 height area % max. total
1 4.767 248 252 261 rBV 1398338 2358709 37.50% 3.299%
2 5.156 284 286 290 rvB2 35239 71078 1.13% 0.099%
3 5.236 290 293 301 rBV 5317526 5726779 91.04% 8.010%
4 5.419 307 309 315 rvB2 71985 107694 1.71% 0.151%
5 6.310 383 387 389 rBV 4217275 6290103 100.00% 8.798%
6 6.402 393 395 398 rVvvV 4158825 5736644 91.20% 8.024%
7 6.470 398 401 403 rBvV3 71471 133420 2.12% 0.187%
8 6.630 413 415 417 rBV 1371757 1188322 18.89% 1.662%
9 6.790 426 429 431 rBV 4288922 4566390 72.60% 6.387%
10 6.893 435 438 440 rBvV 64821 71471 1.14% 0.100%

11 7.202 462 465 468 rBV 3474869 3592658 57.12% 5.025%
12 7.499 487 491 493 rVB2 41025 69707 1.11% 0.097%
13 7.670 503 506 508 rBV3 66559 122714 1.95% 0.172%
14 7.739 508 512 515 rvB2 65516 163488 2.60% 0.229%
15 7.922 525 528 531 rBV 1308418 1857630 29.53% 2.598%

16 8.288 557 560 564 rBV5 24759 67548 1.07% 0.094%
17 8.562 582 584 588 rvB3 72126 112217 1.78% 0.157%
18 8.630 588 590 592 rBvV 124191 112734 1.79% 0.158%
19 8.733 597 599 601 rvB 60359 86649 1.38% 0.121%
20 8.996 619 622 625 rVB 4510300 5392641 85.73% 7.543%

21 9.088 628 630 632 rvB2 68468 81329 1.29% 0.114%
22 9.328 649 651 652 rBvY 69430 68079 1.08% 0.095%
23 9.396 655 657 659 rvv 1458818 1267236 20.15% 1.772%
24 9.522 667 668 670 rvv 239864 282187 4._.49% 0.395%
25 9.625 674 677 678 rBv2 126819 155086 2.47% 0.217%

26 9.671 678 681 682 rVV 1254440 1407271 22.37% 1.968%
27 9.842 692 696 697 rBvV3 31459 64720 1.03% 0.091%
28 9.979 706 708 714 rBV6 47460 100186 1.59% 0.140%
29 10.116 718 720 722 rVB 129291 123238 1.96% 0.172%
30 10.185 722 726 727 rBV3 44845 100031 1.59% 0.140%

31 10.208 727 728 732 rVB 116734 157414 2.50% 0.220%
32 10.334 735 739 740 rBV2 59949 115637 1.84% 0.162%
33 10.368 740 742 745 rVB4 37035 75112 1.19% 0.105%
34 10.459 747 750 752 rVvV 3262835 3318149 52.75% 4.641%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF010917\

Data File : BF092146.D

Acg On : 9 Jan 2017 19:15 Instrument :
Operator : UM/SJ BNA_F

Sample - 11064-03 ClientSampleld :
Misc : TP5-6-COMP11
ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.574 757 760 764 rVB2 630955 767947 12.21% 1.074%

36 10.779 774 778 782 rBV7 73175 219537 3.49% 0.307%

37 10.836 782 783 785 rvv2 71025 69790 1.11% 0.098%
38 10.882 785 787 788 rvV 127949 138852 2.21% 0.194%
39 10.951 792 793 796 rVB 97521 86616 1.38% 0.121%
40 10.996 796 797 799 rBvV2 50062 66667 1.06% 0.093%

41 11.031 799 800 805 rvB2 194897 250125 3.98% 0.350%
42 11.145 807 810 814 rBVv2 1555159 2147171 34.14% 3.003%
43 11.214 814 816 818 rVB 194055 231146 3.67% 0.323%
44 11.259 818 820 823 rBVvV2 37967 79014 1.26% 0.111%
45 11.385 829 831 835 rvB2 69117 117239 1.86% 0.164%

46 11.454 835 837 840 rBv2 122080 215337 3.42% 0.301%
47 11.545 843 845 849 rVB3 55624 124468 1.98% 0.174%
48 11.648 849 854 855 rBv2 199467 488673 7.77% 0.683%
49 11.671 855 856 857 rvv 187860 178315 2.83% 0.249%
50 11.694 857 858 862 rvv3 543986 900006 14.31% 1.259%

51 11.751 862 863 869 rvv2 334564 657010 10.45% 0.919%
52 11.865 871 873 877 rvv2 143107 253335 4._.03% 0.354%
53 11.945 877 880 881 rvv2 100746 146129 2.32% 0.204%
54 12.025 885 887 890 rvB3 54584 69295 1.10% 0.097%
55 12.094 890 893 894 rBvV2 96374 145009 2.31% 0.203%

56 12.197 899 902 904 rBvV2 156457 316292 5.03% 0.442%
57 12.231 904 905 908 rvB2 117352 188972 3.00% 0.264%
58 12.277 908 909 912 rVvB2 127962 136263 2.17% 0.191%
59 12.357 913 916 918 rBV 863619 1056467 16.80% 1.478%
60 12.402 918 920 922 rBV2 59645 98770 1.57% 0.138%

61 12.482 925 927 933 rBV5 190018 390103 6.20% 0.546%
62 12.574 933 935 938 rBV 1064059 1356934 21.57% 1.898%
63 12.619 938 939 943 rVB3 63226 120906 1.92% 0.169%
64 12.699 944 946 947 rBV 68860 87737 1.39% 0.123%
65 12.734 947 949 951 rVB 3873566 3709665 58.98% 5.189%

66 12.802 951 955 958 rvB2 89626 90589 1.44% 0.127%
67 12.905 961 964 966 rvB2 192562 320270 5.09% 0.448%
68 12.974 968 970 972 rBV 165712 142860 2.27% 0.200%
69 13.008 972 973 977 rVB 163165 185062 2.94% 0.259%
70 13.100 979 981 983 rBV 123084 134111 2.13% 0.188%

71 13.134 983 984 986 rVB 120933 96553 1.53% 0.135%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF010917\

Data File : BF092146.D

Acg On : 9 Jan 2017 19:15 Instrument :
Operator : UM/SJ BNA_F

Sample - 11064-03 ClientSampleld :
Misc : TP5-6-COMP11
ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF122116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 13.225 988 992 996 rBV 1773969 1891861 30.08% 2.646%
73 13.305 996 999 1005 rBVv3 108018 260299 4.14% 0.364%
74 13.420 1007 1009 1013 rVB 84933 116022 1.84% 0.162%
75 13.522 1015 1018 1019 rBV 125863 173880 2.76% 0.243%

76 13.648 1026 1029 1032 rVB3 167580 312371 4._.97% 0.437%
77 13.774 1037 1040 1047 rVV2 1260689 2216179 35.23% 3.100%
78 13.877 1047 1049 1050 rBV2 124852 115900 1.84% 0.162%
79 14.162 1072 1074 1076 rBV 134891 130049 2.07% 0.182%
80 14.540 1105 1107 1108 rBV 132059 151521 2.41% 0.212%

81 14.768 1125 1127 1131 rBV 520847 1044246 16.60% 1.461%
82 14.860 1133 1135 1137 rVB2 146971 189891 3.02% 0.266%
83 15.031 1148 1150 1153 rVB 357240 504964 8.03% 0.706%
84 15.088 1153 1155 1158 rVvVv 552045 718891 11.43% 1.005%
85 15.145 1158 1160 1168 rVB2 706015 1214416 19.31% 1.699%

86 15.568 1194 1197 1198 rBV 114109 209557 3.33% 0.293%
87 16.117 1243 1245 1252 rVB3 126473 270830 4_.31% 0.379%
88 16.414 1268 1271 1275 rVB 237119 429018 6.82% 0.600%
89 16.608 1286 1288 1291 rVB2 71344 115107 1.83% 0.161%
90 16.791 1301 1304 1310 rBV 233854 504126 8.01% 0.705%

Sum of corrected areas: 71496634
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF010917\

BF092146.D

9 Jan 2017 19:15

UM/SsJ

11064-03

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092146.D

Acq On : 9 Jan 2017 19:15

Operator : UM/SJ

Sample : 11064-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.77 39.70 ng 2358710 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 252 (4.767 min): BF092146.D (-248) (-) m/z 43.05 100.00%

43
59
5000
101

440 460 480 500 520

| 51 67 83
0...,....,....,....','....,..!.l,....,....,.-...,...:,....,....,....,....,...., m/z 59.10 60.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LI L L L L LB (L BN
59 440 4.60 4.80 5.00 5.20
m/z 101.10 20.93%
15 31 101
‘ \‘ ' 51\ 83 ‘
T T T e T T e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
T T
440 4.60 4.80 5.00 5.20
5000 41 m/z 58.10 14 .97%
68
50 126 142
mﬁwﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime e T .
43 440 460 480 500 520

m/z 41.10 9.18%

5000
101
15 3 % 60 86

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092146.D

Acq On : 9 Jan 2017 19:15

Operator : UM/SJ

Sample : 11064-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.40 Concentration Rank 1

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

6.40 96 .55 ng 5736640 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 395 (6.402 min): BF092146.D (-393) (-) m/z 132.00 100.00%
132
5000 68
© s |l P J ob0 650 640 680 G0
0 AN N - AN | R m/z 68.10  49.37%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 SRR SRR
6.00 6.20 6.40 6.60 6.80
m/z 134.00 32.40%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 6.0 6.60 6.80
5000 m/z 66.10 30.19%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine- proplonyl T R
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.05 19.28%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SN § O A W
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092146.D

Acq On : 9 Jan 2017 19:15

Operator : UM/SJ

Sample : 11064-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Benzenesulfonamide, N,4-dim... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.57 7.15 ng 767947 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide, N,4-dimethyl- 185 C8H11NO02S 000640-61-9 87
2 (O-p-Tosylisonitroso)malononitrile 249 C10H7N303S 020893-01-0 47
3 1,2-Ethanediamine, N,N"-bis(phen... 240 C16H20N2 000140-28-3 47
4 Benzenesulfonamide, N,4-dimethyl... 214 C8H10N203S 000080-11-5 47
5 4-Toluenesulfonylmethylisocyanide 195 C9HONO2S 036635-61-7 47
Abundance Scan 760 (10.574 min): BF092146.D (-757) (-) m/z 91.05 100.00%
el
5000 ij
39 6|5 R N 10.20 10.40 10.60 10.80
108 139 :
b 22l 18 .,....;'....-,...L,l.‘?f.‘. b iz 6495 23.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #46289: Benzenesulfonamide, N,4-dimethyl-
91
5000 AU
185 10,20 10.40 10.60 10.80
30 65 155 m/z 155.00 18.56%
15 | 51 78 | 108" 15 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
91
155 10.20 10.40 10.60 10.80
5000 m/z 92.05 17.61%
65
273952 ' 73 | 107121 139 172 249
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82555: 1,2-Ethanediamine, N,N-bis(phenylmethyl)- L
91 10.20 10.40 10.60 10.80
m/z 185.05 17.49%
5000 120
65
3950 | 78 | 106 | 135149 A
m/z--> 20 4'0 6|O 80 1(')0 120 140 160 180 200 220 240 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092146.D

Acq On : 9 Jan 2017 19:15

Operator : UM/SJ

Sample : 11064-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
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 Tridecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.03 2.33 ng 250125 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Tetradecane 198 C14H30 000629-59-4 83
3 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 80
4 Pentadecane 212 C15H32 000629-62-9 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 800 (11.031 min): BF092146.D (-799) (-) m/z 57.10 100.00%
57
43 71
5000
99 184 T A 110 1190 11 a0
113 127139 10.80 11.00 11.20 11.40
SN— 132169 | 196 217229 m/z 43.10 68.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45540: Tridecane
43 57
5000 n LR UL SR LU I
10,80 11.00 11.20 11.40
29 85 m/z 71.10 63.74%
ol ®msis s
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220
Abundance
57
43 UL SR SUNLE SR B
71 10.80 11.00 11.20 11.40
5000 85 m/z 85.10 46 .35%
29
15 % 113127 141 155 160 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73991: Dodecane, 2-methyl-6-propyl- A B o
43 57 10.80 11.00 11.20 11.40
- m/z 41.10 24 .86%
5000 85
99 140
L | 113 127 | 154166 182195 226
m/z--> 20 Jo éo 85 160 150 140 160 180 200 220 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092146.D

Acq On : 9 Jan 2017 19:15

Operator : UM/SJ

Sample : 11064-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
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 Anthracene, 1l-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

11.65 4_.55 ng 488673 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 1l-methyl- 192 C15H12 000610-48-0 93
2 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 93
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91

Abundance Scan 854 (11.648 min): BF092146.D (-849) (-) m/z 192.05 100.00%

192

5000
3 e 208 227 256 300 326 11.40 11.60 11.80 12.00
01 m/z 191.10 61.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #50616: Anthracene, 1-methyl-
5000

11.40 11.60 11.80 12.00
165 m/z 189.05 30.71%

44 63 gg 96 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance
192
L B K ra o e R
11.40 11.60 11.80 12.00
5000 m/z 190.10 16.96%
9 165
28 44 63 115 139
mmwwwwmmwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #50623: Phenanthrene, 1-methyl- L RREREEE S
192 11.40 11.60 11.80 12.00

m/z 193.10 16.15%

5000

165

39 63 96 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092146.D

Acq On : 9 Jan 2017 19:15

Operator : UM/SJ

Sample : 11064-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
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 5
R.T. EstConc Area Relative to ISTD R.T.
11.69 8.38 ng 900006 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Amyl Nitrite 117 C5H11NO2 000110-46-3 35
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 15
Abundance Scan 858 (11.694 min): BF092146.D (-857) (-) m/z 73.00 100.00%
43 78
5000
129
o 171 213
1 152 256 11.40 11.60 11.80 12.00
SN 186 241 30 | "m/z 43.10 98.75%
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 L B B B BULL
11.40 11.60 11. 80 12. 00
% m/z 60.00 85.09%
Illll‘llll‘l‘“ﬂlull
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 73
11.40 11.60 11.80 12.00
5000 m/z 57.10 76.38%
27 129 242
97 199
58 113 144 171 225
wﬁmmmmmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #65566: Tridecanoic acid R B AR,
78 11.40 11.60 11.80 12.00
m/z 41.10 70.06%
43
5000
129 -
214
98
‘ Il H\H 118 152 | 186
m/z--> 25 45 éo 80 100 120 140 160 180 200 220 240 260 280 300 1f4o 1160 1180 1200
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092146.D

Acq On : 9 Jan 2017 19:15

Operator : UM/SJ

Sample : 11064-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.75 6.12 ng 657010 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4Cl1202 000090-60-8 64
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 49
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 38
4 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 38
5 3-Bromo-2-furoic acid 190 C5H3Bro3 014903-90-3 35

Abundance Scan 863 (11.751 min): BF092146.D (-862) (-) m/z 189.10 100.00%

5000

11.40 11.60 11.80 12.00
m/z 190.10 96.78%

113 139 209225 245

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #49485: Benzaldehyde, 3,5-dichloro-2-hydroxy-
0

5000
11.40 11.60 11.80 12.00

m/z 192_.10 90.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
190
11.40 11.60 11.80 12.00
5000 m/z 191.10 64.89%
94

39 6378 | 110 137 163

mmmwwmﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #50616: Anthracene, 1-methyl-

11.40 11.60 11.80 12.00
m/z 94.60  35.32%

5000

44 63 g1 96 115 139

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092146.D

Acq On : 9 Jan 2017 19:15

Operator : UM/SJ

Sample : 11064-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
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 9 Docosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.87 2.36 ng 253335 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 86
2 Tridecane, l1l-i1odo- 310 C13H271 035599-77-0 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 873 (11.865 min): BF092146.D (-871) (-) m/z 57.10 100.00%
57
5000 85
4 T
113 11.60 11.80 12.00 12.20
141 180
...,....-,|'...|,.-.'..,'....-|,~..-!.,.'...,...1.?.1... 2 30 326 sz 71,10 71.04%
m/z--> mmmmmmmmmmmmmmmm
Abundance #123095: Docosane
57
5000 85 L B UL UL SULRA
nmnmnmnm
4 m/z 43.10 69.39%
L M 141 169 197 225 253 281 310
m/z--> i&&%@mmmmmmmmmmﬁ
Abundance
57
11,60 11.80 12.00 12.20
5000 85 m/z 85.10 50.16%
41
183
113,59 155 310
mwmwwmwmvwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64571: Pentadecane B B B
57 11.60 11.80 12.00 12.20
m/z 41.10 23.83%
5000 85
4
m/z--> 25 45 éo 80 100 120 140 160 180 200 220 240 260 280 300 350 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092146.D

Acq On : 9 Jan 2017 19:15

Operator : UM/SJ

Sample : 11064-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
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 9,10-Dimethylanthracene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

12.20 2.95 ng 316292 Phenanthrene-d10 11.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,10-Dimethylanthracene 206 C16H14 000781-43-1 97
2 di-p-Tolylacetylene 206 C16H14 002789-88-0 93
3 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 93
4 Phenanthrene, 2,3-dimethyl- 206 Cl6H14 003674-65-5 93
5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 91

Abundance Scan 902 (12.197 min): BF092146.D (-899) (-) m/z 206.10 100.00%

206

5000

11.80 12.00 12.20 12.40 12.60
m/z 191.10  48.79%

76 89102 176139152165178

41 55

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60343: 9,10-Dimethylanthracene

2

11:80 12.00 12.20 12.40 12.60
m/z 189.10 27.22%

5000

63 76 89 103 152165178

127

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
206
_r'_'_'_l—l_'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_r
11.80 12.00 12.20 12.40 12.60
5000 m/z 205.10 23.71%
191
39 63 76 89102115 139157165178
B a2 AR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #60352: Phenanthrene, 2,5-dimethyl- R A mmaEE T S

206 11.80 12.00 12.20 12.40 12.60

m/z 207.10 17.44%

5000

101

139152165178

115
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. OO 12. 20 12. 40 12. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092146.D

Acq On : 9 Jan 2017 19:15

Operator : UM/SJ

Sample : 11064-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.48 3.52 ng 390103 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 68
3 Pentadecanoic acid 242 C15H3002 001002-84-2 60
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 55

Abundance Scan 927 (12.482 min): BF092146.D (-925) (-) m/z 73.00 100.00%

43

5000
165185 ,1g 241

284 12.20 12.40 12.60 12.80
m/z 43.10 89.00%

m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43 73
5000 129 LA L L L L L L L
9 12.20 12.40 12.60 12.80
H ! 185 sy 224 m/z 60.00 77.55%
|15| I "“I H“ u‘h\ M\ m ‘. 157\ “. \|2}3| L .“ 2|6|5 .“. T
m/z--> 50 100 150 200 250 300 350
Abundance
43
73 12.20 12.40 12.60 12.80
5000 284 m/z 57.10 72 .24%
129
97
185 241
157 213 265 311 372
e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid e e ERRES BE s
43 3 12.20 12.40 12.60 12.80
m/z 55.10 64 .58%
5000 129
o7 199 242
157
Mo [T, | T
m/z--> 50 100 150 200 250 300 350 12 20 12. 40 12. 60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092146.D

Acq On : 9 Jan 2017 19:15

Operator : UM/SJ

Sample : 11064-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
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 11H-Benzo[a]fluorene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.91 2.89 ng 320270 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 95
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 95
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 93
4 Pyrene, l-methyl- 216 C17H12 002381-21-7 93
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 90
Abundance Scan 964 (12.905 min): BF092146.D (-961) (-) m/z 216.10 100.00%
216
5000
107 189 12.60 12.80 13.00 13.20
81 : : : :
39 63 123 149164 237251 273288 n/z 21510 82 16%
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67035: 11H-Benzo[a]fluorene
216
5000
12.60 12.80 13.00 13.20
108 m/z 213.10 22.07%
43 63 94 163 189
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216
12.60 12.80 13.00 13.20
5000 m/z 107.40 17.68%
108
57 94 139 163 189
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67037: Fluoranthene, 2-methyl-
216 12.60 12.80 13.00 13.20
m/z 217.10 17.49%
5000
108
39 74 947 123139 163 1§9‘ |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1260 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092146.D

Acq On : 9 Jan 2017 19:15

Operator : UM/SJ

Sample : 11064-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
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 Tetradecanamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.23 17.07 ng 1891860 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 64
2 Octanamide 143 C8H17NO 000629-01-6 53
3 Undecanamide, 1l1-bromo- 263 C11H22BrNO 005875-26-3 53
4 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 50
5 6,8-Dichlorooctanamide 211 C8H15CI2NO 003579-00-8 47

Abundance Scan 992 (13.225 min): BF092146.D (-988) (-) m/z 59.05 100.00%

59

5000

S

13.00 13.20 13.40 13.60
126 154169184 207222238 264281 302

0! m/z 72.05 65.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74438: Tetradecanamide
59
5000 LI I L L L L L L L L
13 00 13. 20 13. 40 13. 60
43 m/z 55.10 35.15%
H‘ W 8‘6 114129 149 168184199 227
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
59
e AR EEEREREREE
13.00 13.20 13.40 13.60
5000 m/z 41.10 29.76%
44
29 86 114 143
mmwwmwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95983: Undecanamide, 11-bromo- R R e SRR
59 13.00 13.20 13.40 13.60
m/z 43.10 24 .56%
B JA_//\
41 184
I, | 86 114 142 1677 200 220236 263

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\BF010917\
Data File : BF092146.D

Acq On : 9 Jan 2017 19:15

Operator : UM/SJ

Sample : 11064-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
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 Octadecanamide Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.31 2.35 ng 260299 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanamide 283 C18H37NO 000124-26-5 60
2 Dodecanamide 199 C12H25NO 001120-16-7 53
3 Tetradecanamide 227 C14H29NO 000638-58-4 50
4 9-Octadecenamide, (2)- 281 C18H35N0 000301-02-0 50
5 Hexadecanamide 255 C16H33NO 000629-54-9 42

Abundance Scan 999 (13.305 min): BF092146.D (-996) (-) m/z 59.00 100.00%

5000

13.00 13.20 13.40 13.60
m/z 72.00 50.33%

254271287

326

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #108158: Octadecanamide
59
5000 LI L L L L L LB LN |
13.00 13.20 13.40 13.60
43 m/z 230.10 25.10%
27 || g % 1128 156 184 212 240755 283
T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
R RBAREEEE RSy
13.00 13.20 13.40 13.60
5000 m/z 43.10 24.67%
28
86 128 156 199
WWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74439: Tetradecanamide R B
59 13.00 13.20 13.40 13.60
m/z 57.10 18.93%
5000
43 97
97 128
N VL T B Y B e onciithfii
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 00 13 20 13 40 13 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092146.D

Acq On : 9 Jan 2017 19:15

Operator : UM/SJ

Sample : 11064-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
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 5-Octadecene, (E)- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.65 2.82 ng 312371 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 92
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 90
5 3-Octadecene, (E)- 252 C18H36 007206-19-1 90

Abundance Scan 1029 (13.648 min): BF092146.D (-1026) (-) m/z 57.10 100.00%

57
83
5000 4

13.40 13.60 13.80 14.00
m/z 43.10 70.55%

139 166 194 223 250 280298316

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89785: 5-Octadecene, (E)-

g

83

5000 LA L B L LB L L B B
13. 40 13. 60 13 80 14. 00
29 m/z 55.10 68.67%
‘ | j‘ 139 168 195 224 252
A manEatLs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41 57
83 ==
13.40 13.60 13.80 14.00
5000 m/z 83.10 68.37%
111
25 139 167 196 204 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #93396: Ethanol, 2-(tetradecyloxy)- R AR RRRES T
13.40 13.60 13.80 14.00
m/z 71.10 63.25%
5000 4

i

168 196 997

127 152 258
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 1360 13.80 14.00

8270-BF122116.M Tue Jan 10 08:08:39 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092146.D

Acq On : 9 Jan 2017 19:15

Operator : UM/SJ

Sample : 11064-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
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 13-Docosenamide, (Z2)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.54 2.50 ng 151521 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 58
2 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 58
3 Octadecanamide 283 C18H37NO 000124-26-5 53
4 Behenic amide 339 C22H45N0 003061-75-4 52
5 Tetradecanamide 227 C14H29NO 000638-58-4 43
Abundance Scan 1107 (14.540 min): BF092146.D (-1105) (-) m/z 59.00 100.00%
5000
256
14.20 14.40 14.60 14.80
322
A, 282303522 347368 | 77 72.00  69.00%
m/z--> 50 100 150 200 250 300 350
Abundance #135945: 13-Docosenamide, (2)-
59
5000 41 AR ARRE K
14:20 14.40 14.60 14.80
83 m/z 55.10 50.24%
126 337
15 | Jd 07 .. 154 184206 234254 276295 319 |
m/z--> 50 100 150 200 250 300 350
Abundance
59
14.20 14.40 14.60 14.80
5000 m/z 43.10 33.66%
41
18 83 114136154 184 220 253 2Ot
m/z--> 50 100 150 200 250 300 350
Abundance #108158: Octadecanamide e ma
59 14.20 14.40 14.60 14.80
m/z 256.15 30.72%
5000
4
15 ﬁ I % 1098 156 184 212 240 265283
m/z--> 50 1(')0 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010917\
Data File : BF092146.D

Acq On : 9 Jan 2017 19:15

Operator : UM/SJ

Sample : 11064-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.03 8.32 ng 504964 Perylene-d12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Benzo[a]pyrene 252 C20H12 000050-32-8 96
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 91
4 Perylene 252 C20H12 000198-55-0 91
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abundance Scan 1150 (15.031 min): BF092146.D (-1148) (-) m/z 252.10 100.00%
252
5000
125 14.80 15.00 15.20 15.40
224 : : : :
ol—30, 74 9 il 150174198 <57 || 272202312335 365 399 m/z 250.10  29.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #89816: Benzo[e]pyrene
252
5000
14.80 15.00 15.20 15.40
m/z 253.10 19.44%
50 74 99 . ” 146 174 200 224
m/z--> 50 100 150 200 250 300 350 400
Abundance
252
' 14.80 15.00 15.20 15.40
5000 m/z 125.10 17.61%
126
51 74 100 150 174 198 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #89822: Benzo[j]fluoranthene R AR RRRES T
252 14.80 15.00 15.20 15.40
m/z 126.00 15.27%
5000
126
29 51 74 100; | 150174 200224 ||
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\BF010917\
Data File : BF092146.D

Acq On : 9 Jan 2017 19:15

Operator : UM/SJ

Sample : 11064-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
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 Nonacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.57 3.45 ng 209557 Perylene-di12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 86
2 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 86
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 86
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 1197 (15.568 min): BF092146.D (-1194) (-) m/z 57.10 100.00%
57
85
5000
113 520 15.40 1560 15.80
37 163 191 231 266 15.20 15.40 15.60 15.80
—_— ,J J Wb 2l Al TU U292 82347371 L sz 71.10  79.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57
5000 85 U DU B I B
15.20 15.40 15.60 15.80
m/z 85.10 59.80%
29 | | ”1%3J1%1\169 197 225 253 281 309 337 365 408
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15.20 15.40 15.60 15.80
5000 85 m/z 43.10 58.65%

113
141 469 211

m/z--> 50 100 150 200 250 300 350 400
Abundance #123100: Pentadecane, 8-heptyl- R L B
57 15.20 15.40 15.60 15.80
m/z 55.10 22.60%
5000 85
29 113 210
| l Ly 70141 169 “° 239 266 300

T
m/z--> 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\BF010917\
Data File : BF092146.D

Acq On : 9 Jan 2017 19:15

Operator : UM/SJ

Sample : 11064-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .M
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.-iso-Methyl ionone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.12 4.46 ng 270830 Perylene-d12 15.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 58
2 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 46
3 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 45
4 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 43
5 2,3-Dimethyl-6-(3-methyl-butyryl... 248 C15H2003 071940-30-2 35
Abundance Scan 1245 (16.117 min): BF092146.D (-1243) (-) m/z 191.20 100.00%
191
81
s ] e 278 AP g
217 412 . . . .
4 220 1,298319 399 330 m/z 81.10 33.274%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000{ 28 RN SN SRR B
15.80 16.00 16.20 16.40
g5 135 163 m/z 95.10 29.54%
||‘||‘|||“|‘Lu‘"|“u‘i||‘| — T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
15.80 16.00 16.20 16.40
5000 57 m/z 123.10 23.39%
w7 “w \’/\/\/\NWJ\_AM
m/z--> 50 100 150 200 250 300 350 400
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... B BEmma B B
191 15.80 16.00 16.20 16.40
m/z 192.15 20.43%
5000{ 43
123 149
.‘.‘.‘,“.9‘.9”.‘.M,‘h.‘}l.“”.l,.‘.“. ‘.... ———— .
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF010917\

Data File : BF092146.D

Acg On : 9 Jan 2017 19:15 Instrument :
Operator : UM/SJ BNA_F

Sample - 11064-03 ClientSampleld :
Misc : TP5-6-COMP11
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122116 .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... 4.77 39.7 ng 2358710 1 6.63 1188320 20.0
unknown6 .40 6.40 96.5 ng 5736640 1 6.63 1188320 20.0
Benzenesulfonamid... 10.57 7.2 ng 767947 4 11.15 2147170 20.0
Tridecane 11.03 2.3 ng 250125 4 11.15 2147170 20.0
Anthracene, 1l-met... 11.65 4.5 ng 488673 4 11.15 2147170 20.0
n-Hexadecanoic acid 11.69 8.4 ng 900006 4 11.15 2147170 20.0
Benzaldehyde, 3,5... 11.75 6.1 ng 657010 4 11.15 2147170 20.0
Docosane 11.87 2.4 ng 253335 4 11.15 2147170 20.0
9,10-Dimethylanth... 12.20 3.0 ng 316292 4 11.15 2147170 20.0
Octadecanoic acid 12.48 3.5 ng 390103 5 13.77 2216180 20.0
11H-Benzo[a]fluorene 12.91 2.9 ng 320270 5 13.77 2216180 20.0
Tetradecanamide 13.23 17.1 ng 1891860 5 13.77 2216180 20.0
Octadecanamide 13.31 2.4 ng 260299 5 13.77 2216180 20.0
5-Octadecene, (E)- 13.65 2.8 ng 312371 5 13.77 2216180 20.0
13-Docosenamide, ... 14.54 2.5 ng 151521 6 15.15 1214420 20.0
Benzo[e]pyrene 15.03 8.3 ng 504964 6 15.15 1214420 20.0
Nonacosane 15.57 3.5 ng 209557 6 15.15 1214420 20.0
-beta.-iso-Methyl... 16.12 4.5 ng 270830 6 15.15 1214420 20.0
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