LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085611.D

Acq On : 20 Mar 2016 11:16

Operator : UM/SJ

Sample : H1815-14

Misc :

ALS Vial : 69 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-BF031816.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 5.053 240 242 251 rBV 274756 436148 10.39% 1.165%
2 5.464 275 278 280 rBV 3067227 3482803 82.94% 9.301%
3 6.493 365 368 371 rBV 2746510 3349535 79.76% 8.945%
4 6.630 377 380 382 rBvV 2938382 3993569 95.10% 10.665%
5 6.859 397 400 402 rBVY 599002 825589 19.66% 2.205%
6 7.007 411 413 416 rBvV 2551834 2985575 71.10% 7.973%
7 7.419 446 449 452 rBV 2047956 2394509 57.02% 6.395%
8 8.139 509 512 514 rBV 1306302 1130777 26.93% 3.020%
9 9.213 603 606 609 rBV 3314056 4199288 100.00% 11.214%
10 9.613 638 641 642 rBVY 494875 528310 12.58% 1.411%
11 9.831 658 660 661 rBV 40256 47652 1.13% 0.127%
12 9.888 663 665 668 rvB 942193 1124960 26.79% 3.004%
13 10.322 702 703 705 rvB 98857 83656 1.99% 0.223%
14 10.539 719 722 726 rBV 33725 62881 1.50% 0.168%

15 10.688 732 735 737 rBV 2028725 2505117 59.66% 6.690%

16 10.802 743 745 751 rVB 84973 149430 3.56% 0.399%
17 11.248 782 784 785 rBV 59381 59751 1.42% 0.160%
18 11.374 793 795 799 rBV 1189811 1121857 26.72% 2.996%
19 11.911 840 842 844 rBV 162187 233590 5.56% 0.624%
20 12.585 898 901 903 rBvV 114054 110572 2.63% 0.295%

21 12.688 908 910 916 rBV 76370 114443 2.73% 0.306%
22 12.779 916 918 920 rBV 196885 205277 4_89% 0.548%
23 12.814 920 921 922 rVB 76833 53855 1.28% 0.144%
24 12.962 931 934 936 rBV 3406808 3273959 77.96% 8.743%
25 13.191 951 954 957 rBV 93154 127378 3.03% 0.340%

26 13.488 978 980 982 rBV 133707 137732 3.28% 0.368%
27 13.534 982 984 985 rBV 166235 151900 3.62% 0.406%
28 13.854 1010 1012 1020 rBV 850412 1146710 27.31% 3.062%
29 14.014 1022 1026 1027 rBV2 606683 957015 22.79%% 2.556%
30 14.117 1032 1035 1036 rVV3 31736 64452 1.53% 0.172%

31 14.174 1038 1040 1045 rVB 317317 329340 7.84% 0.880%
32 14.482 1064 1067 1073 rBV 278755 372536 8.87% 0.995%
33 14.780 1091 1093 1095 rBV 187582 187334 4._.46% 0.500%
34 15.020 1112 1114 1118 rBV2 40866 113298 2.70% 0.303%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085611.D

Acq On : 20 Mar 2016 11:16

Operator : UM/SJ

Sample : H1815-14

Misc :

ALS Vial : 69 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 - 0 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-BF031816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.100 1119 1121 1123 rVV 122630 135936 3.24% 0.363%
36 15.442 1148 1151 1156 rBV 471154 776077 18.48% 2.073%
37 15.877 1187 1189 1191 rBV 39615 57950 1.38% 0.155%

38 15.934 1192 1194 1204 rVB3 61164 230091 5.48% 0.614%
39 16.357 1228 1231 1238 rVB3 51129 184857 4._.40% 0.494%

Sum of corrected areas: 37445709
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085611.D

Acq On : 20 Mar 2016 11:16

Operator : UM/SJ

Sample : H1815-14

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085611.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085611.D

Acq On : 20 Mar 2016 11:16

Operator : UM/SJ

Sample : H1815-14

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 4

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

5.05 10.57 ng 436148 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 242 (5.053 min): BF085611.D (-240) (-) m/z 43.10 100.00%
43
59
5000
101 N
51 | 83 480 500 520 5.40
MMM M S m/z 59.10 60.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl- j\
43
5000 RN IR LN LS A
59 480 500 520 5.40
m/z 101.10 22 .49%
"'I”"I'”'?%'”I'"W""I”"I'”'Ig?”lg?"ﬁ%"P"'l”"I'”'I"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 M m/z 58.10 16.67%
68
50 126 142
WWTWTWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3092: 5-Hexen-2-one A B mm S S
43 480 500 520 5.40
m/z 41.10 8.91%
5000
55
| W | es71 83 98
mz-> 10 2 30 40 % 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085611.D

Acq On : 20 Mar 2016 11:16

Operator : UM/SJ

Sample : H1815-14

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 unknown6.63 Concentration Rank 1

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

6.63 96.74 ng 3993570 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 380 (6.630 min): BF085611.D (-377) (-) m/z 132.10 100.00%
132
5000
68
6 R B
40 4o 54 75 104 6.20 6.40 6.60 6.80 7.00
o..,....,....,...:;-..‘.‘7.,....??.I.'....,..?‘.7,..!.,.':..,.1.1:‘3.,....,-'...,.. m/z 134.10 33.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL U AN
6.20 6.40 6.60 6.80 7.00
78 m/z 68.10 32.00%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 20.14%

15 28 39 52 8 77 00 104
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal A

132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 14 .66%

5000 67
41 97
53 117

SRS 110 .0 . S 0 S | —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 680 7.00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Metho
Quant Title

Library Search Compound Report

Z:\HPCHEM1I\BNA_F\DATA\BF031816\
BF085611.D

20 Mar 2016 11:16

UM/SJ

H1815-14

69 Sample Multiplier: 1
d

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Heptadecane Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.80 2.66 ng 149430 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Tritetracontane 605 C43H88 007098-21-7 90

Abundance Scan 745 (10.802 min): BF085611.D (-743) (-) m/z 57.10 100.00%
5,
43
5000
%9 113,57 10.40 1060 10.80 11.00 11.20
141155169 : : : : :
S— - - = m/z 71.10  79.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82607: Heptadecane
57
43
71
5000 85 LR U R
10,40 10.60 10.80 11.00 11.20
29 m/z 43.10 63.97%
9113
e TS 6080721y 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
o 10.40 10,60 10.80 11.00 11.20
5000 m/z 85.10 49 _37%

29

85

991131271411551690

wwww’wwwwwmwm
20 40 60 80 100 120 140 160 180 200 220 240 260 280

282

10.40 10.60 10.80 11.00 11.20

m/z 41.10 27 .49%

m/z-->
Abundance #73963: Hexadecane
57
43
71
5000 85
| L Lod 4 113127141155169183197 226

B R e R R B B L e AR AAN REARE REEEY B

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

10 40 10. 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085611.D

Acq On : 20 Mar 2016 11:16

Operator : UM/SJ

Sample : H1815-14

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.91 4.16 ng 233590 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 52
5 Nonanoic acid 158 C9H1802 000112-05-0 18

Abundance Scan 842 (11.911 min): BF085611.D (-840) (-) m/z 73.10 100.00%

5000

_ﬁ

11.60 11.80 12.00 12.20
m/z 60.00 76.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92228: n-Hexadecanoic acid
43

F

5000 LA L L L L L L LB
11.60 11.80 12.00 12.20
2 213 m/z 43.10 67.30%
L
110
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73
43 e
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 64 .68%
171
27 97 214
113 152 197
WTWWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #37189: n-Decanoic acid R B e w e
60 11.60 11.80 12.00 12.20
m/z 55.10 60.93%
5000 41
129
172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11. 60 11. 80 12. OO 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085611.D

Acq On : 20 Mar 2016 11:16

Operator : UM/SJ

Sample : H1815-14

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Octadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.69 2.04 ng 114443 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 18
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 11
Abundance Scan 910 (12.688 min): BF085611.D (-908) (-) m/z 73.10 100.00%
5000 129
185
2‘|‘1 284 g 12.40 12.60 12.80 13.00
hmhu.l .f..'..,...ﬁ B m/z 43.10 83.35%
m/z--> 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43
5000 RN UL BRI LN SULE
1240 12.60 12.80 13.00
185 sy 224 m/z 60.00 82.01%
|15| I ‘.‘ H‘“ u‘h\ M\ m ‘. 157\ “. ‘|2.]‘-3.‘. .“ 265 “. T
m/z--> 50 200 250 300 350
Abundance
73
43 112.40 12.60 12.80 13.00
5000 m/z 57.10 79 .25%
129
185 228
97
166
m/z--> " 50 100 150 200 250 300 350 ,._A,¢fﬁL~_,\J\~AJ&~V__,_~4/
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester A REnae e
43 12.40 12.60 12.80 13.00
m/z 55.10 68 .56%
73
5000 284
129
185
“Hm‘\”‘ T LR s | s
m/z--> 50 100 150 200 250 300 350 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085611.D

Acq On : 20 Mar 2016 11:16

Operator : UM/SJ

Sample : H1815-14

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Hexadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.78 4.29 ng 205277 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
2 2,2-Dimethyl-1,3-butanediol 118 C6H1402 000076-35-7 43
3 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 43
4 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 38
5 Cyclohexanol,2-amino-,trans- 115 C6H13NO 006982-39-4 35

Abundance Scan 918 (12.779 min): BF085611.D (-916) (-) m/z 56.05 100.00%
56
5000
73
97 129 239 257
3 1 157 185 213 36 12.40 12.60 12.80 13.00
m/z 57.10 55.95%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124073: Hexadecanoic acid, butyl ester M
56
5000 AU AR AR AR R
12:40 12.60 12.80 13.00
29 129 ya0 257 m/z 43.10 41 _66%
L h H b | 157 185 213 T | o83 312
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 350
Abundance
56
12.40 1260 12.80 13.00
5000 m/z 41.10 38.89%
85101118
SRR AL KRR U LA AR LARAS AL SARAS LA RALAN LARAN LAY SARAS AR
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester T
56 12.40 12.60 12.80 13.00
m/z 55.10 31.47%
5000
29 73
mz-> 20 45 60 80 100 150 140 160 180 200 220 240 260 280 300 320 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085611.D

Acq On : 20 Mar 2016 11:16

Operator : UM/SJ

Sample : H1815-14

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.19 2.66 ng 127378 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 954 (13.191 min): BF085611.D (-951) (-) m/z 57.10 100.00%
57
5000
2 12:80 13.00 13.20 13.40 13.60
141 . : . : :
A e 2wz 71.10 70.970
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #115570: Heneicosane
57
5000 U DR
12. 80 13. oo 13. 20 13 40 13 60
99 m/z 43.10 63.96%
miz--> 0 50 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57
12:80 13.00 13.20 13.40 13.60
5000 m/z 85.10 53.70%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #169089: Hexatriacontane N LI B B B
57 12.80 13.00 13.20 13.40 13.60

m/z 55.10 24 .92%

5000

99
26 |, 141 183 225 281 323 379 421 463 506

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 12. 80 13. OO 13. 20 13 40 13 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085611.D

Acq On : 20 Mar 2016 11:16

Operator : UM/SJ

Sample : H1815-14

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Octadecanoic acid, butyl ester Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.49 2.88 ng 137732 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecanoic acid, butyl ester

2 n-Butyl myristate
3 Nipecotic acid
4 1-Hexene, 4-methyl-

340 C22H4402
284 C18H3602
129 C6H11NO2
98 C7H14

000123-95-5 98

000110-36-1 64
000498-95-3 47
003769-23-1 30
027489-62-9 30

5 Cyclohexanol, 4-amino-, trans- 115 C6H13NO
Abundance Scan 980 (13.488 min): BF085611.D (-978) (-)
56
5000
73 129
97 285
185 241 267
3 Wb bl 057, Toos 22T s
] e e B e
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000
29 73
129 285
97 185 267
o S T e 15 g o BTy
m/z--> 50 100 150 200 250 300
Abundance
56
5000 299
73
101 % 185 2 284
39 157 255
s LN I e e e B e e e S A e e o e e o
m/z--> 50 100 150 200 250 300
Abundance #12423: Nipecotic acid
57
5000
30 84 129
Lk |
.M‘lﬂu%.k.!:.k. ——— 77—
m/z--> 50 100 150 200 250 300

m/z 56.10 100.00%

13.20 13.40 13.60 13.80

m/z 57.10 60.77%

13.20 13.40 13.60 13.80

m/z 43.10 38.37%

|

13 20 13.40 13.60 13.80

m/z 55.10 34 .93%

A M
13.20 13.40 13.60 13.80

m/z 41.10 33.31%

.

13 20 13.40 13.60 13.80

8270-BF031816.M Mon Mar 21 17:34:18 2016

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085611.D

Acq On : 20 Mar 2016 11:16

Operator : UM/SJ

Sample : H1815-14

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 5-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.85 23.96 ng 1146710 Chrysene-d12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 94
2 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 94
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 91
4 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
5 Cyclohexadecane 224 C16H32 000295-65-8 91
Abundance Scan 1012 (13.854 min): BF085611.D (-1010) (-) m/z 57.10 100.00%
57
83

5000 4

-

13.60 13.80 14.00 14.20
m/z 83.10 79.37%

139 168 106 230 252 280 328

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89785: 5-Octadecene, (E)-
55

83

-

5000
13.60 13.80 14.00 14.20
29 m/z 43.10 79.15%
J 6l 168 195 224 252
ARRRERRaREsL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
83 R e REEEEESE S SR
13.60 13.80 14.00 14.20
5000 m/z 55.10 75.33%
4 111
238
25 139 169,45 210 265 283
Wmﬁmmfmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester I B AEEn e e
57 13.60 13.80 14.00 14.20
83 m/z 97.10 70.87%
5000
4
25 | | 139 168 194210 238 g3
LERRERNRLREE R} —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085611.D

Acq On : 20 Mar 2016 11:16

Operator : UM/SJ

Sample : H1815-14

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Tridecane, 6-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .17 6.88 ng 329340 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 6-propyl- 226 C16H34 055045-10-8 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
4 Tricosane 324 C23H48 000638-67-5 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 1040 (14.174 min): BF085611.D (-1038) (-) m/z 57.10 100.00%
g7
5000 8
4

13.80 14.00 14.20 14.40

| by 1YP, 14 160 197 205 248 281 303 326

Oty ,,,,,,, m/z 71.10 73.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73970: Tridecane, 6-propyl-
43
71
5000 NN NARER B

13.80 14.00 14.20 14.40
m/z 43.10 59.69%

99 126 154 183

\ o ‘ I H 226
m/z--> 20 4IO 6|O 80 1CI)O 12|O 140 160 180 200 220 240 260 280 300 350
Abundance
57
RN AR
85 13.80 14.00 14.20 14.40
5000 m/z 85.10 51.93%

41

113
141 169 197 225 o953 282

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

Abundance #123100: Pentadecane, 8-heptyl- I Banaa e e
57 13.80 14.00 14.20 14.40
m/z 55.10 22.57%
5000 85
4
113 210
L bl it 169 19371 239255 309
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 80 14. OO 14 20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085611.D

Acq On : 20 Mar 2016 11:16

Operator : UM/SJ

Sample : H1815-14

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Hexadecane, l-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.48 7.79 ng 372536 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane, 1-iodo- 352 C16H33lI 000544-77-4 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 1067 (14.482 min): BF085611.D (-1064) (-) m/z 57.10 100.00%
57
85
5000
‘ J ) d1}3 141 169 197 225 254 295316 353 397 Ii;éOliAéoliiebliAédll
e s m/z 71.10 75.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141774: Hexadecane, 1-iodo-
57
85
5000 L B U BN B
14.20 14.40 14. 60 14.80
113 225 m/z 85.10 56.84Y%
29 141
9 .‘,L. p -“‘-“. L M0 | %2
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o 14.20 14.40 14.60 14.80
5000 m/z 43.10 56.28%
29 113
141 169 197 225 253 296
m/z--> §0 160 1%0 260 2%0 360 3%0 400
Abundance #136482: Tetracosane L
57 14.20 14.40 14.60 14.80
m/z 55.10 23.41%
85
5000
113
35 i‘ J (141 169 197 225 253 281 309 338
m/z--> 5'0 100 1&1;0 2(')0 250 3(')0 3&1,0 400 14'20 14. 40 14. 60 14I80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085611.D

Acq On : 20 Mar 2016 11:16

Operator : UM/SJ

Sample : H1815-14

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.10 3.50 ng 135936 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
4 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 1121 (15.100 min): BF085611.D (-1119) (-) m/z 57.10 100.00%
57
85
5000
L B S B B
113 14.80 15.00 15.20 15.40
141 268 326
N l| Ly 104183201 226 200%F P32 Tnsz 71.10 75.65%
m/z--> 50 100 150 200 250 300 350
Abundance #99476: Nonadecane
57
85
5000 UL AR SR U B
14.80 15.00 15. 20 15.40
29 m/z 43.10 60.96%
LL ) (M8 141 169 197 268
m/z--> 55 160 150 200 250 360 3éo
Abundance
57
o '14:80 15.00 15.20 15.40
5000 m/z 85.10 56.83%
29
13 141 169 197 225 253 296
m/z--> 55 160 150 260 2éo 360 3%0
Abundance #45563: Dodecane, 2—methy|— TT T[T T T T[T T T T[T T [Trrr]
57 14.80 15.00 15.20 15.40
m/z 99.10 19.53%
85
5000
29 141
e
I‘ILII J\ “\I —tr— |J|||||||| —— ——— : LA e R A EA
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085611.D

Acq On : 20 Mar 2016 11:16

Operator : UM/SJ

Sample : H1815-14

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 17 Bromoacetic acid, hexadecyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.93 5.93 ng 230091 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 64
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 64
3 Cyclotetracosane 336 C24H48 000297-03-0 64
4 1-Docosene 308 C22H44 001599-67-3 62
5 1-Eicosanol 298 C20H420 000629-96-9 62
Abundance Scan 1194 (15.934 min): BF085611.D (-1192) (-) m/z 83.10 100.00%
5000 /\/‘/\/VJJ\\/\M\/\
| 5 o 2 o s | e A0 00 8
g m/z 97.10 97 .75%
m/z--> 50 100 150 200 250 300 350
Abundance #145521: Bromoacetic acid, hexadecy! ester
43
69
97
5000 R A SR S SRR
15.60 15.80 16.00 16.20
‘ ‘ 123 m/z 57.10 94_4T%
141
il “A‘ m H f M166 196 222 N
m/z--> 50 200 250 300 350
Abundance
57 83
1560 15.80 16.00 16.20
5000 111 m/z 69.10 89.36%
139 167 106 200 266 294 320349 jk“*‘*“”“~f/wp\\“fV'V\/“/\‘
m/z--> 50 100 150 200 250 300 350
Abundance #135652: Cyclotetracosane e EEmAR BT R
43 83 15.60 15.80 16.00 16.20
m/z 55.10 74 .93%
111
26 | . “ I ‘L 139 167 196 224 250 279 308 336
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085611.D

Acq On : 20 Mar 2016 11:16

Operator : UM/SJ

Sample : H1815-14

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Tetratriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.36 4.76 ng 184857 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 64
2 Tetracontane 563 C40H82 004181-95-7 64
3 Heneicosane 296 C21H44 000629-94-7 58
4 Hentriacontane 437 C31H64 000630-04-6 53
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 50
Abundance Scan 1231 (16.357 min): BF085611.D (-1228) (-) m/z 57.10 100.00%
g7
85
5000
151 VAUV DR SR
206 249 __ 313 16.00 16.20 16.40 16.60
,....,....H]-in.' 283 11352 m/z 71.10 77.51%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #167078: Tetratriacontane
57
5000 U SR B B B
16. oo 16. 20 16. 40 16.60
m/z 43.10 64 .73%

29

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

3

Abundance
57
B e o S R
16.00 16.20 16.40 16.60
5000 m/z 85.10 58.25%
99
141
29 183 225 267 309 351379407 449 491 533562
[ T T T T T T e T e T T T [T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane R EARmE RS
16.00 16.20 16.40 16.60
m/z 99.10 23.81%
5000

g .

141 183 225 267296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16. OO 16. 20 16. 40 16. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085611.D

Acq On : 20 Mar 2016 11:16

Operator : UM/SJ

Sample : H1815-14

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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... 5.05 10.6 ng 436148 1 6.86 825589 20.0
unknown6 .63 6.63 96.7 ng 3993570 1 6.86 825589 20.0
Heptadecane 10.80 2.7 ng 149430 4 11.37 1121860 20.0
n-Hexadecanoic acid 11.91 4.2 ng 233590 4 11.37 1121860 20.0
Octadecanoic acid 12.69 2.0 ng 114443 4 11.37 1121860 20.0
Hexadecanoic acid... 12.78 4.3 ng 205277 5 14.01 957015 20.0
Heneicosane 13.19 2.7 ng 127378 5 14.01 957015 20.0
Octadecanoic acid... 13.49 2.9 ng 137732 5 14.01 957015 20.0
5-Octadecene, (E)- 13.85 24_.0 ng 1146710 5 14.01 957015 20.0
Tridecane, 6-propyl- 14.17 6.9 ng 329340 5 14.01 957015 20.0
Hexadecane, 1-iodo- 14.48 7.8 ng 372536 5 14.01 957015 20.0
Nonadecane 15.10 3.5 ng 135936 6 15.44 776077 20.0
Bromoacetic acid,... 15.93 5.9 ng 230091 6 15.44 776077 20.0
Tetratriacontane 16.36 4.8 ng 184857 6 15.44 776077 20.0
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