LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121616\

Data File : BF091697.D

Aca On - 17 Dec 2016 2:31 Instrument :
Operator : UM/SJ BNA_F

Sample - H5940-09 ClientSampleld :
Misc : SS05-1FT

ALS Vial : 26 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF120916.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.390 110 114 121 rVB 45037 94564 1.28% 0.152%
2 4.956 247 251 262 rBVY 1504197 2501463 33.84% 4.032%
3 5.161 267 269 273 rBV 45469 77837 1.05% 0.125%
4 5.390 285 289 291 rBVY 5296332 6944343 93.96% 11.193%
5 6.430 376 380 382 rBY 6023554 7391009 100.00% 11.913%
6 6.544 387 390 393 rBY 5118869 6777068 91.69% 10.923%
7 6.773 408 410 413 rBVY 1593519 1479193 20.01% 2.384%
8 6.933 421 424 427 rBV 5380023 5022170 67.95% 8.095%
9 7.344 457 460 462 rBV 4321937 4511728 61.04% 7.272%
10 7.447 465 469 472 rVvV 99290 181323 2.45% 0.292%

11 8.065 520 523 525 rBV 2071543 1911571 25.86% 3.081%
12 9.139 614 617 620 rBV 5613224 6179947 83.61% 9.961%
13 9.539 649 652 654 rBV 2481132 2154243 29.15% 3.472%
14 9.813 674 676 678 rvB 2082002 1769964 23.95% 2.853%
15 10.259 710 715 716 rBVv3 131959 200483 2.71% 0.323%

16 10.476 730 734 735 rBV 65073 116762 1.58% 0.188%
17 10.602 742 745 748 rBV 3204401 3103231 41.99% 5.002%
18 10.728 754 756 760 rVB 223736 255673 3.46% 0.412%
19 11.173 793 795 796 rBV 154761 128094 1.73% 0.206%
20 11.299 803 806 808 rBV 1228967 1456936 19.71% 2.348%

21 11.333 808 809 810 rvv 106604 92752 1.25% 0.149%
22 11.528 823 826 830 rBV 256744 286657 3.88% 0.462%
23 11.836 851 853 855 rBvV 149384 165797 2.24% 0.267%
24 12.499 909 911 913 rvv 83966 80508 1.09% 0.130%
25 12.728 928 931 933 rBV 64011 99267 1.34% 0.160%

26 12.876 942 944 947 rBV 3540334 4479731 60.61% 7.220%
27 13.779 1020 1023 1026 rBV 412096 497784 6.73% 0.802%
28 13.928 1033 1036 1038 rBV 1348048 1455860 19.70% 2.347%
29 14.031 1043 1045 1049 rVB 79668 111347 1.51% 0.179%
30 14.408 1076 1078 1081 rBV 100538 149146 2.02% 0.240%

31 14.842 1114 1116 1117 rBV 118158 144111 1.95% 0.232%
32 15.014 1129 1131 1136 rBV2 212306 453994 6.14% 0.732%
33 15.334 1156 1159 1161 rBV 707799 899928 12.18% 1.450%
34 15.551 1176 1178 1186 rVB3 158145 413055 5.59% 0.666%

8270-BF120916.M Tue Dec 20 04:46:45 2016 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091697.D

Aca On : 17 Dec 2016 2:31

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.780 1195 1198 1200 rBV 269290 455432 6.16% 0.734%

Sum of corrected areas: 62042971
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091697.D

Aca On : 17 Dec 2016 2:31

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
6000000

TIC: BF091697.D

5.39
5000000

4000000

3000000

2000000

4.96

1000000

5.16

6.54

6.93

6.77

7.34

OF=——

5.00

5.50

Time-->

Abundance
6000000

TIC: BF091697.D

5000000

4000000

10.60
3000000
9.54

8.06 9.81

2000000

11.30
1000000

10.2610.4810:73 1114 33153 11.84

0

12.5012.73,

12.88

L~

8.50

9.00 9.50

I
Time-->  8.00 10.00 10.50 11.00 11.50

12.50

12.00

13.00

13.50

Abundance
6000000

TIC: BF091697.D

5000000

4000000

3000000

2000000

13.93

1000000

o

15.50 16.00 16.50 17.00 17.50

Time--> 14.00 14.50 15.00

18.00

18.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091697.D

Aca On : 17 Dec 2016 2:31

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

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

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

4.96 33.82 ng 2501460 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 251 (4.956 min): BF091697.D (-247) (-) m/z 43.05 100.00%
43
59
5000
101 .
460 4.80 5.00 5.20
83
...,....,....,....-,':...?.1.!J,...‘??....,.'...,....-,....,....,....,....,...., m/z 59.10 61.50%
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 59 460 480 500 520
m/z 101.10 22 .56%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520
5000 m/z 58.10 15.62%
29 101
15 73 83
wﬁmﬁwﬁwﬁmﬂwﬂmﬁ
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 T e
59 460 4.80 5.00 5.20
m/z 41.10 9.23%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091697.D

Aca On : 17 Dec 2016 2:31

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.54 Concentration Rank 1

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

6.54 91.63 ng 6777070 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 Xenon 132 Xe 007440-63-3 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 390 (6.544 min): BF091697.D (-387) (-) m/z 132.00 100.00%
32
5000 68
——r—
54 ‘ 75 104 6.20 6.40 6.60 6.80
.,....,....'I'!.‘.‘?,:!..?:1!.'.|,..':~.,..5.‘?,....,.':..,.1.1?.,....,'...,.. m/z 68.10 48.82%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 S RABRE RS RARESRERRS
6.20 6.40 6.60 6.80
33 44 0 g7 105 m/z 134.00 32.76%
5160 78 g | | us
T S N N A
Abundance
132
117 620 640 6.60 6.80
5000 m/z 66.10 30.69%
39 91
51 65
27 58 T g4 | gg 105 125
miz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14069: Xenon LI L B B BN
132 6.20 6.40 6.60 6.80
m/z 69.10 20.02%
5000
66
In 124 |
m/z--> 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 11'0 12'0 150 140 6.|20 G.L‘.O 6.60 6.|80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091697.D

Aca On : 17 Dec 2016 2:31

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.26 2.27 ng 200483 Acenaphthene-d10 9.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Octadecane 254 C18H38 000593-45-3 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 715 (10.259 min): BF091697.D (-710) (-) m/z 57.10 100.00%

5|7
5000
4

113 10 00 10.20 10.40 10.60
135 159 177
m/z 43.10 72 .09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57
85

5000 TTTT TTTT TTTT TTTT T T
10. OO 10 20 10. 40 10. 60
4 m/z 71.10 68.05%
‘ RN H\ 14169 197 225 25368 296
e 2ol el 2P O 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
10.00 10.20 10.40 10.60
5000 85 m/z 85.10 48.71%

41

2 M3 141 160 107 205 254

WTWWWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82607: Heptadecane

57 10.00 10.20 10.40 10.60
m/z 41.05 32.45%
5000 4 85
LD ‘ M3 1 169 196o11 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 00 10 20 10. 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091697.D

Aca On : 17 Dec 2016 2:31

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.73 3.51 ng 255673 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 756 (10.728 min): BF091697.D (-754) (-) m/z 57.10 100.00%

57

5000

10.40 10.60 10.80 11.00
m/z 43.10 68.52%

141 169184 207

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57
5000 IIIIIIIIIIIIIIIIIII
. 85 10.40 10.60 10.80 11.00
m/z 71.05 64 .76%
‘ h i L1183 141 169 282
.”,””P.”P”.P”q.”w””,””..”.”..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R e R
8 10.40 10.60 10.80 11.00
5000 41 > m/z 85.05 44.89%
113 141 169 197 268
WWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane T T e
57 10.40 10.60 10.80 11.00
m/z 41.10 30.41%
85
5000
4
113
‘ L M 169 g7 225 263268 296

I
...,....|....|....|....|....|....|....|....|.... R e R RARER L B o e N

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\BF121616\
Data File : BF091697.D

Aca On : 17 Dec 2016 2:31

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 1-Hexadecanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.53 3.94 ng 286657 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 95
2 Cvclotetradecane 196 C14H28 000295-17-0 91
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
4 1-Pentadecene 210 C15H30 013360-61-7 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 826 (11.528 min): BF091697.D (-823) (-) m/z 55.05 100.00%
69 8
4]
5000
510015587 185 s07zm0 201 1120 1140 1160 1130

m/z 43.10 92 .73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83798: 1-Hexadecanol
43 55
69 g3
97
5000 LA L L L L L LN |
29 11.20 11.40 11.60 11.80

”11 m/z 83.10 91.33%
Il \“ H H ‘\ | 140154168132196 224

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

55
41 69 83

%

11.20 11.40 11.60 11.80
5000 97 m/z 69.05 89.26%

29 111
125 139 153 168 196

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

%

Abundance #89786: 9-Octadecene, (E)- T
43 55 gg 11.20 11.40 11.60 11.80
83 m/z 57.10 78.64%
97
5000
29
111
125
\Hkhmﬂﬁwmmmmm 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091697.D

Aca On : 17 Dec 2016 2:31

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.84 2.28 ng 165797 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tridecanoic acid 214 C13H2602 000638-53-9 55
4 Estra-1.3.5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 43
5 Heptadecane 240 C17H36 000629-78-7 25
Abundance Scan 853 (11.836 min): BF091697.D (-851) (-) m/z 73.05 100.00%
43 L&
60
5000
129
87 213 el P T T TT
011> | ,3157171185 199 227 4 256 1160 1180 12.00 12.20
S— m/z 43.10 80.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 RN UL RIS B BULR
129 nmnmnmnm
. 213 m/z 60.00 69.49%
185
T I‘l - I‘I‘I ||||| | HH‘ MH |M T Iulwl |]|-4‘|.3|| "l . |‘| . |‘| I]:ggl . I‘I 2|2|7|?49| . I‘ —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11560 11.80 12.00 12.20
5000 129 m/z 57.05 65.75%
87 242
143 199
115 185
101 157 171 213,56
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid e e N B R s
43 6073 11.60 11.80 12.00 12.20
m/z 55.05 56.71%
5000 - e
“ ?7 1115 ‘ 171185 214
Mgl B || stst | Wage | e M
m/z--> 20 40 60 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\BF121616\
Data File : BF091697.D

Aca On : 17 Dec 2016 2:31

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 5-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.78 6.84 ng 497784 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 9-Tricosene. (2)- 322 C23H46 027519-02-4 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
4 1-Hexadecanol 242 C16H340 036653-82-4 90
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 90

Abundance Scan 1023 (13.779 min): BF091697.D (-1020) (-) m/z 57.10 100.00%

57

5000

:

13.40 13.60 13.80 14.00
m/z 83.10 98.53%

168 192 221238255 280 305 327

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106398: 5-Eicosene, (E)-

%

83

5000

13.40 13.60 13.80 14.00
m/z 55.10 95.79%

139 167

196 223 252 280
BRRRRRRR

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

55 83

3

13.40 13.60 13.80 14.00
5000 111 m/z 43.10 91.60%

29
139 322

167 195 222238 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #148859: Trichloroacetic acid, pentadecy! ester A REams Rmma s
13.40 13.60 13.80 14.00

m/z 97.05 86.15%

:

5000

%

139,55 182 210
e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091697.D

Aca On : 17 Dec 2016 2:31

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Tetrapentacontane, 1,54-dib... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14._.41 2.05 ng 149146 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 83
2 Heptadecane 240 C17H36 000629-78-7 70
3 Nonadecane 268 C19H40 000629-92-5 55
4 Tetratetracontane 619 C44H90 007098-22-8 49
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 46
Abundance Scan 1078 (14.408 min): BF091697.D (-1076) (-) m/z 57.10 100.00%

5000

%

14.00 14.20 14.40 14.60 14.80
e b rerpirrp e e || M7z 43,10 76.02%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #174828: Tetrapentacontane, 1,54-dibromo-
57
5000 LA L B L B L B L L L L
1 14. OO 14 20 14. 40 14. 60 14. 80

m/z 71.10 62.73%

\\‘AM%?§}97239281323365 415457499541583628670713755 835

m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance

%

57

14.00 14.20 14.40 14.60 14.80
5000 m/z 85.10 43.41%

99
141183 240

| R RS A AN B B SRR AR AN AL LR LARAS RARAE RARLN LURLE RRARN LR B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #99476: Nonadecane R B e TR
57 14.00 14.20 14.40 14.60 14.80
m/z 83.10 41 .54%

:

5000

i

99
j ‘ 141133 268

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 14. OO 14 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091697.D

Aca On : 17 Dec 2016 2:31

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .84 3.20 ng 144111 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 16-Octadecenal 266 C18H340 056554-87-1 90
3 17-Octadecenal 266 C18H340 056554-86-0 90
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
5 1,19-Eicosadiene 278 C20H38 014811-95-1 87

Abundance Scan 1116 (14.842 min): BF091697.D (-1114) (-) m/z 57.10 100.00%

g7

5000

.

14.60 14.80 15.00 15.20

241
166 298 " 269 302 334 370
m/z 82.10 94 .04%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #99445; Octadecanal

3

82
5000 R e

14.60 14. 80 15. 00 15. 20
m/z 43.10 91.93%
10 ||| P 100 10022225
T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57 82
R N EEEE S s E R
14.60 14.80 15.00 15.20
5000 m/z 96.05  74.89%
29 110

137 168196 224252
AL MAR A b e

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #98126: 17-Octadecenal e RARREEE RS
14.60 14.80 15.00 15.20

ks

m/z 55.10 70.52%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 14.60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121616\
Data File : BF091697.D

Aca On : 17 Dec 2016 2:31

Operator : UM/SJ

Sample = H5940-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Pentadecane, 8-hexyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.78 10.12 ng 455432 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
3 Tridecane. 3-methvl- 198 C14H30 006418-41-3 86
4 Nonacosane 408 C29H60 000630-03-5 86
5 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 86
Abundance Scan 1198 (15.780 min): BF091697.D (-1195) (-) m/z 57.10 100.00%
2000 JL\AL
|llllllll|||lllll|II
141 15.40 15.60 15.80 16.00
o 169197 238 270295 339 379 n/z  71.10 68 69%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #115577: Pentadecane, 8-hexyl-
43
71
5000 LB AR BURSN UM B
15.40 15.60 15.80 16.00
m/z 43.10 56.45%
99 127
AT T 2280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.10 55.94%
29
113141 169 210239266 309
m/z--> éo 160 1éo 260 250 300 3éo 460 4%0 560
Abundance #55024: Tridecane, 3—methy|— LI LI L L L BB B
57 15.40 15.60 15.80 16.00
m/z 55.10 20.72%
29
85
| | 113140 169 18
m/z--> éo 160 1éo 260 2éo 360 3éo 460 4%0 560 1520 1560 1580 1650 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121616\
Data File : BF091697.D

Acq On : 17 Dec 2016 2:31

Operator : UM/SJ

Sample - H5940-09

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.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_.96 33.8 ng 2501460 1 6.77 1479190 20.0
unknown6 .54 6.54 91.6 ng 6777070 1 6.77 1479190 20.0
Heneicosane 10.26 2.3 ng 200483 3 9.81 1769960 20.0
Eicosane 10.73 3.5 ng 255673 4 11.30 1456940 20.0
1-Hexadecanol 11.53 3.9 ng 286657 4 11.30 1456940 20.0
n-Hexadecanoic acid 11.84 2.3 ng 165797 4 11.30 1456940 20.0
5-Eicosene, (E)- 13.78 6.8 ng 497784 5 13.93 1455860 20.0
Tetrapentacontane... 14.41 2.0 ng 149146 5 13.93 1455860 20.0
Octadecanal 14.84 3.2 ng 144111 6 15.33 899928 20.0
Pentadecane, 8-he... 15.78 10.1 ng 455432 6 15.33 899928 20.0
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