LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085928.D

Acq On : 31 Mar 2016 15:31

Operator : UM/SJ

Sample : H2075-04

Misc :

ALS Vial : 7 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-BF032416_.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_973 233 235 246 rBvY 58446 91995 3.16% 0.349%
2 5.384 269 271 286 rBvV 2360414 2453953 84.38% 9.306%
3 6.424 360 362 365 rBV 1916860 2478946 85.24% 9.401%
4 6.550 371 373 376 rBvV 2005984 2653174 91.23% 10.061%
5 6.790 391 394 396 rBV 611147 648215 22.29% 2.458%
6 6.939 405 407 410 rBV 1826431 1989731 68.41% 7 .545%
7 7.362 441 444 446 rBV 1307934 1799876 61.89% 6.826%
8 7.464 450 453 459 rvB 39306 61899 2.13% 0.235%
9 8.070 504 506 509 rBY 915898 879760 30.25% 3.336%
10 9.156 598 601 603 rBV 2620590 2908331 100.00% 11.029%

11 9.545 633 635 637 rBvV 426380 373837 12.85% 1.418%
12 9.762 652 654 656 rBvY 64984 56014 1.93% 0.212%
13 9.830 657 660 662 rvv 908813 931805 32.04% 3.534%
14 10.265 694 698 699 rBvV 75104 106971 3.68% 0.406%
15 10.482 713 717 718 rBV 33340 46226 1.59% 0.175%

16 10.619 726 729 731 rBV 1792968 1798401 61.84% 6.820%
17 10.733 737 739 743 rVB 126543 148864 5.12% 0.565%

18 11.179 776 778 779 rBV 108601 89564 3.08% 0.340%
19 11.213 779 781 784 rVB 27340 38351 1.32% 0.145%
20 11.305 787 789 794 rBvV2 682185 994956 34.21% 3.773%
21 11.602 813 815 818 rVB 51174 50969 1.75% 0.193%
22 11.842 834 836 842 rvv2 207106 212874 7.32% 0.807%
23 11.922 842 843 847 rVB 27808 41984 1.44% 0.159%
24 12.013 848 851 853 rVvB 30206 36473 1.25% 0.138%
25 12.151 861 863 867 rvVB4 15337 33209 1.14% 0.126%
26 12.402 883 885 887 rBv2 27253 31462 1.08% 0.119%

27 12.528 894 896 897 rBV 77113 111129 3.82% 0.421%
28 12.631 902 905 912 rBV3 48133 105335 3.62% 0.399%
29 12.745 912 915 919 rBV2 82917 139304 4._.79% 0.528%
30 12.894 925 0928 931 rBV 2384854 2142218 73.66% 8.124%

31 13.122 945 948 951 rBV 35686 45608 1.57% 0.173%
32 13.465 973 978 981 rBV 50491 75413 2.59% 0.286%
33 13.591 986 989 993 rBV3 15671 29684 1.02% 0.113%

34 13.785 1004 1006 1014 rBV 304705 512871 17.63% 1.945%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085928.D

Acq On : 31 Mar 2016 15:31

Operator : UM/SJ

Sample : H2075-04

Misc :

ALS Vial : 7 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-BF032416.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.945 1017 1020 1026 rBV 679033 741216 25.49% 2.811%

36 14.117 1032 1035 1040 rBV3 27349 55682 1.91% 0.211%
37 14.414 1059 1061 1064 rBV3 23267 53077 1.82% 0.201%
38 14.688 1083 1085 1089 rBV2 35673 65459 2.25% 0.248%
39 14.779 1091 1093 1095 rVB 49783 47326 1.63% 0.179%
40 14.962 1106 1109 1113 rBV 49764 118631 4.08% 0.450%
41 15.248 1132 1134 1137 rVB 33533 43282 1.49% 0.164%
42 15.305 1137 1139 1141 rBV 45417 57360 1.97% 0.218%
43 15.362 1141 1144 1152 rVB 464189 600295 20.64% 2.276%
44 15.831 1182 1185 1189 rBV5 30164 66866 2.30% 0.254%
45 15.991 1197 1199 1208 rVB3 39457 109710 3.77% 0.416%
46 16.391 1232 1234 1237 rVB3 30181 48481 1.67% 0.184%
47 16.745 1262 1265 1273 rVB2 23067 81647 2.81% 0.310%
48 16.917 1278 1280 1284 rBV5 15897 31829 1.09% 0.121%
49 17.157 1298 1301 1306 rVB 22917 48683 1.67% 0.185%
50 17.397 1319 1322 1329 rVBS8 22846 80903 2.78% 0.307%
Sum of corrected areas: 26369849
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085928.D

Acq On : 31 Mar 2016 15:31

Operator : UM/SJ

Sample : H2075-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF085928.D
2500000 5.38

2000000 6. 4% .55
6.94

1500000
7.36

1000000

6.79
500000

o 497 WL Lf | 746

1 T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF085928.D

2500000 9/16 12.89

2000000
10.62

1500000

1000000107 9.83
11.30

500000 9.54 13

11.84
10.73 11,1,
9. %%QﬁU\ h&&1¥o£@@ﬁn,@ 74l 1312 134359

s o SV s B e =SB e e e

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085928.D

2500000

2000000
1500000

1000000

13.95

15.36
500000

14.12 14.41 14;3?734-96 13251 15.885.99 16.39  16.7%6.92 17.16 17.40

0 — T T T T T

T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085928.D

Acq On : 31 Mar 2016 15:31

Operator : UM/SJ

Sample : H2075-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 8

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

4.97 2.84 ng 91995 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 235 (4.973 min): BF085928.D (-233) (-) m/z 43.10 100.00%
a3
59
5000
101 RSADE SRR RAREERAREE N
51 | 83 | 460 4.80 5.00 5.20 5.40
o A — m/z 59.10 56.48%
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 59 AR A AR RRARE N
4.60 4.80 5.00 5.20 5.40
m/z 101.10 21.02%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520 540
5000 m/z 58.10 16.88%
29 101
ok 2 73 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R e R
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.93%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085928.D

Acq On : 31 Mar 2016 15:31

Operator : UM/SJ

Sample : H2075-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknown6.55 Concentration Rank 1

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

6.55 81.86 ng 2653170 1,4-Dichlorobenzene-d4 6.79
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 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 373 (6.550 min): BF085928.D (-371) (-) m/z 132.10 100.00%
5000 68
40 % 620 640 6.60 680
54 . . . :
0 .':7?...],]40?..,...,....,....,.... m/z 68.10  45.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S L U L I
6.20 6.40 6.60 6.80
31 51 m/z 134.10 31.94%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 680
5000 m/z 66.10 28.73%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 18.22%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?. SN G A S
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085928.D

Acq On : 31 Mar 2016 15:31

Operator : UM/SJ

Sample : H2075-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.26 2.30 ng 106971 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexadecane 226 C16H34 000544-76-3 86
4 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 80
5 Tritetracontane 605 C43H88 007098-21-7 78
Abundance Scan 698 (10.265 min): BF085928.D (-694) (-) m/z 57.10 100.00%
57
43 1
5000
% 115127 101 100 10000 10,20 1040 1060
0! m/z 71.10 67.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55008: Tetradecane
57
43
71
5000 85
10.00 10.20 10.40 10.60
29 m/z 43.10 64 .34%
oL 15 “ b L %9 113 127 141 155 169 198
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 250 250
Abundance
57
43 71 U SRR SN A
85 10.00 10.20 10.40 10.60
5000 m/z 85.10 54 _.96%
29 99
JLs mmmmmmmm m
m/z--> 25 Jo éo éo 160 150 150 1éo 180 260 250 240 \,,A
Abundance #73964: Hexadecane A S A AL
43 57 mmmmmmmm
- m/z 41.10 31.44Y%
5000 g5
. \‘ Il ) 90 113127141155 169 183 226
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 250 250 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085928.D

Acq On : 31 Mar 2016 15:31

Operator : UM/SJ

Sample : H2075-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.73 2.99 ng 148864 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 739 (10.733 min): BF085928.D (-737) (-) m/z 57.10 100.00%

57

5000

10.40 10.60 10.80 11.00

113 141 165180195210

0! m/z 71.10 74.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #73963: Hexadecane
57
5000 85 LA L L L L L LB LB |
10.40 10.60 10.80 11.00
4 m/z 43.10 68.02%
0 18 \‘ ‘ H\ i 113 L 141 169 197 226
T e T T R T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R R R R
85 10.40 10.60 10.80 11.00
5000 m/z 85.10 49.38%
41
113
ol 26 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64575: Pentadecane e B AN R
57 10.40 10.60 10.80 11.00
m/z 41.10 32.71%
5000
4 85
0 ‘ H\ I 113 " 141 169 212
”w.”q”.qunlunp.”P”.P”q.”.”..””..”.”..”q.”.. R e N REREE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 40 10 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085928.D

Acq On : 31 Mar 2016 15:31

Operator : UM/SJ

Sample : H2075-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.84 4.28 ng 212874 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 _beta.-D-Mannofuranoside, 1-0-(1... 332 C17H3206 1000155-29-9 25
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 15
Abundance Scan 836 (11.842 min): BF085928.D (-834) (-) m/z 73.10 100.00%
43 60 B
5000 129
85
B S | jps7a 1223 1160 11.80 12.00 12.20
o} m/z 43.10 81.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .4
5000 LR L B U B
nmumnmnm
m/z 60.00 79.37%
. Il ‘ H bt }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 110 1éo 180 200 220 240 260
Abundance
43 60 73
"' 1160 11.80 12.00 12.20
5000{ g 129 m/z 57.10 67.52%
87 242
143 199
115 185
101 157 171 213
O R R S i T AR AR e
m/z--> 25 Jo éo 85 160 150 110 1éo 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid e B R BAR B
60 73 11.60 11.80 12.00 12.20
43 m/z 55.10 63.20%
5000 129
; 185 228
01115 143 171
ob \‘ M , ‘ ‘ I, T* e Ll .‘..1.9??.1?
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085928.D

Acq On : 31 Mar 2016 15:31

Operator : UM/SJ

Sample : H2075-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Tetradecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.63 2.84 ng 105335 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 72
2 Dodecanoic acid 200 C12H2402 000143-07-7 53
3 Pentadecanoic acid 242 C15H3002 001002-84-2 52
4 Undecanoic acid 186 C11H2202 000112-37-8 47
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 35
Abundance Scan 905 (12.631 min): BF085928.D (-902) (-) m/z 73.00 100.00%
43 73
57
129
5000

12.40 12.60 12.80 13.00

0! m/z 43.10 85.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75072: Tetradecanoic acid
73
43
5000 LA L B L LB L L B B
12.40 12.60 12.80 13.00
29 m/z 57.10 78.14%
ol 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
43 llll|llll|llll|llll|lll
12.40 12.60 12.80 13.00
5000 129 m/z 60.00 T77.72%
85 157
29
115
101 143 | 171 200
0 15 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid At ./,\. T
43 ¢ 73 12.40 12.60 12.80 13.00

m/z 55.10 70.64%

129
5000 29

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085928.D

Acq On : 31 Mar 2016 15:31

Operator : UM/SJ

Sample : H2075-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 Tetratriacontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.47 2.03 ng 75413 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Hexatriacontane 507 C36H74 000630-06-8 90
Abundance Scan 978 (13.465 min): BF085928.D (-973) (-) m/z 57.10 100.00%
57
5000 85
mErE 15120 1340 1360 1380
OpF——— il bl e e m/z 71.10 79.06%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57
5000 85 T T T T T[T T T T T T
Bmmmnmnm
- m/z 43.10 67 .53%
0 J‘“} h‘$ H M ‘ 4 ‘1§9 197 225 253 281 311337 367 410435
miz--> 0 éo 1éo 200 2%0 360 3%0 460
Abundance
57
13.20 1340 13.60 13.80
5000 85 m/z 85.10 51.14%
29 113 141
o 169 197 225 253 281 309 337 380
miz--> 0 éo 160 1éo 260 250 360 3%0 460
Abundance #155177: Octacosane AT e
57 13.20 13.40 13.60 13.80
m/z 55.10 29.17%
5000 85
29 113 141
ol |7+ 169 197 225 253 281 309 337 365 394
miz--> 0 % 1& ﬁo ﬁ 250 ﬁo ﬁ)4® Bmmmnmnm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085928.D

Acq On : 31 Mar 2016 15:31

Operator : UM/SJ

Sample : H2075-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

13.79 13.84ng 512871  Chrysene-di2 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 3-Eicosene, (E)- 280 C20H40 074685-33-9 91

2 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 1006 (13.785 min): BF085928.D (-1004) (-) m/z 57.10 100.00%

5000

:

125 IIIIIIIIIIIIIIIIIIIIIII
139153167181 o007 234 13.40 13.60 13.80 14.00 14.20

0 m/z 83.10 95.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43
5000 [TrTrr[rrrrrrrr[rrror[rrs
29 13.40 13.60 13.80 14.00 14.20
125 m/z 55.10 92.39%
o “ | 139153167182196210224 252 280
A RARRE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57 | L DL AL LN
13.40 13.60 13.80 14.00 14.20
5000 m/z 43.10 89.04%
83
97
111
0 125140155 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester L B D
7 13.40 13.60 13.80 14.00 14.20
83 m/z 69.10 84 .94%
97
5000
125
0 139153167181196 224
1 IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085928.D

Acq On : 31 Mar 2016 15:31

Operator : UM/SJ

Sample : H2075-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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-Octadecenamide, (Z)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14.69 2.18 ng 65459 Perylene-di12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 56
2 Dodecanamide 199 C12H25NO0 001120-16-7 47
3 Tetradecanamide 227 C14H29NO 000638-58-4 38
4 Cyclohexanecarboxamide 127 C7H13NO 001122-56-1 37
5 Hexadecanamide 255 C16H33NO 000629-54-9 32

Abundance Scan 1085 (14.688 min): BF085928.D (-1083) (-) m/z 59.10 100.00%

5000

A
LI N B

14.40 14.60 14.80 15.00

139 166181 206 228 ,,

0! m/z 72.10 79.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106877: 9-Octadecenamide, (2)-
59
5000 LI L L L L LB LB LN

14.40 14.60 14.80 15.00
m/z 55.10 52.27%

1

0 [l 140154168 184108 222238 264 201
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
R A
14.40 14.60 14.80 15.00
5000 m/z 41.10 38.35%
28 43
. 73 100114128145156170 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74439: Tetradecanamide B A RRREE R
59 14.40 14.60 14.80 15.00
m/z 69.10 38.18%
5000
43 227
97
N I M o2 S (S [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085928.D

Acq On : 31 Mar 2016 15:31

Operator : UM/SJ

Sample : H2075-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 E-15-Heptadecenal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.83 2.23 ng 66866 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 76
2 1-Octadecene 252 C18H36 000112-88-9 64
3 4-Methyl-E-9-octadecene 266 C19H38 1000130-87-1 62
4 Z-5-Nonadecene 266 C19H38 1000131-11-8 62
5 Cis-1,3-di(n-hexyl)cyclohexane 252 C18H36 086701-17-9 60
Abundance Scan 1185 (15.831 min): BF085928.D (-1182) (-) m/z 55.10 100.00%
i7

5000
41
15.60 15.80 16.00 16.20
Ot m/z 97.10 95.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89757: E-15-Heptadecenal
43
5000 LA L B L LB L L B B
15. 60 15. 80 16. 00 16. 20
125 m/z 83.10 80.53%
ol ‘ 139154168182196 210224238252
RARRRRES:
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57 83 L e
97 15.60 15.80 16.00 16.20
s000] 29 m/z 57.10 70.22%

111
125 149 252
154168182196 210224238

Flele

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #98176: 4-Methyl-E-9-octadecene R AR RRRES T
43 57 15.60 15.80 16.00 16.20

m/z 69.10 61.55%

5000

125
1391531671811952102242382

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 60 15. 80 16. 00 16. 20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085928.D

Acq On : 31 Mar 2016 15:31

Operator : UM/SJ

Sample : H2075-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknownl5.99 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.99 3.66 ng 109710 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrrolidine, 1-(9-borabicyclo[3.... 191 C12H22BN 022516-41-2 43
2 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 38
3 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 38
4 Anthracene, 9-butyltetradecahydro- 248 C18H32 055133-89-6 35
5 9-(Chloromethyl)anthracene 226 C15H11cCI 024463-19-2 25

Abundance Scan 1199 (15.991 min): BF085928.D (-1197) (-) m/z 191.15 100.00%

191

5000

15.60 15.80 16.00 16.20 16.40

0 m/z 95.10 69.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #49863: Pyrrolidine, 1-(9-borabicyclo[3.3.1]non-9-yl)-
191
5000 TT T T[T T T T[T T 1T TT T T[T

15.60 15.80 16.00 16.20 16.40
m/z 81.10 48.09%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
191
R B
15.60 15.80 16.00 16.20 16.40
5000 43 m/z 177.15 44 .43%
123
149
107 206
7 60 1 173
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #145075: Anthracene, 9-dodecyltetradecahydro- I RREEEEEES T
95 191 15.60 15.80 16.00 16.20 16.40

m/z 123.10 41 _47%

5000

206 236 264280 303318
R R B e o e OV SO
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085928.D

Acq On : 31 Mar 2016 15:31

Operator : UM/SJ

Sample : H2075-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknownl7.40 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

17.40 2.70 ng 80903 Perylene-d12 15.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropanecarbonitrile, 2-[p-(-.. 276 C19H20N2 032589-51-8 27
2 Indeno[1,2,3-cd]pyrene 276 C22H12 000193-39-5 22
3 Dibenzo[def,mno]chrysene 276 C22H12 000191-26-4 22
4 Benzo[ghi]perylene 276 C22H12 000191-24-2 16
5 [4,5"-Bipyrimidine]-4",6(1H,1"H)... 276 C12H16N602 059549-59-6 12

Abundance Scan 1322 (17.397 min): BF085928.D (-1319) (-) m/z 276.10 100.00%

191

5000

120134148 164

17.00 17.20 17.40 17.60 17.80

0 m/z 191.10 69.66%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104261: Cyclopropanecarbonitrile, 2-[p-(dimethylamino)phe...
276
5000 BRI LI L L L L L L
17.00 17.20 17.40 17.60 17.80
134 261 m/z 95.10 54 _70%
39 3 77 91 1}8 147 1§5 ‘
O e e e e e e e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
276
R S IR ma e
17.00 17.20 17.40 17.60 17.80
5000 m/z 292.10 54.53%
138

oL 55 74 9 111124 159174 108 204 248

WWWWWWWWTW
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104309: Dibenzo[def,mno]chrysene

6 17.00 17.20 17.40 17.60 17.80
m/z 69.10 45.22%

5000

45 63 77 90 105 124 | 153 170183 201 222237252
I~ TTrTT I TTTrT TTTrT TT 1T TT 1T I T
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085928.D

Acq On : 31 Mar 2016 15:31

Operator : UM/SJ

Sample : H2075-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 .97 2.8 ng 91995 1 6.79 648215 20.0
unknown6 .55 6.55 81.9 ng 2653170 1 6.79 648215 20.0
Tetradecane 10.26 2.3 ng 106971 3 9.83 931805 20.0
Hexadecane 10.73 3.0 ng 148864 4 11.30 994956 20.0
n-Hexadecanoic acid 11.84 4.3 ng 212874 4 11.30 994956 20.0
Tetradecanoic acid 12.63 2.8 ng 105335 5 13.95 741216 20.0
Tetratriacontane 13.47 2.0 ng 75413 5 13.95 741216 20.0
3-Eicosene, (E)- 13.79 13.8 ng 512871 5 13.95 741216 20.0
9-Octadecenamide, ... 14.69 2.2 ng 65459 6 15.36 600295 20.0
E-15-Heptadecenal 15.83 2.2 ng 66866 6 15.36 600295 20.0
unknownl15.99 15.99 3.7 ng 109710 6 15.36 600295 20.0
unknownl17.40 17.40 2.7 ng 80903 6 15.36 600295 20.0
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