LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012017\

Data File : BF092367.D

Aca On : 20 Jan 2017 12:30 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22'6 : 11260-01 MH-0-12FT-COMP

ALS Vial : 3 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-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 heiaht area % max. total
1 4.633 246 249 264 rBVY 1052087 1878167 29.21% 3.755%
2 5.101 288 290 293 rBVY 2802325 3845268 59.81% 7.687%
3 6.187 383 385 392 rBVY 3408226 3919116 60.96% 7.835%
4 6.290 392 394 397 rVB 3809420 3658057 56.90% 7.313%
5 6.519 412 414 417 rBV 955388 878149 13.66% 1.756%
6 6.679 425 428 430 rBV 3043272 3353032 52.15% 6.703%
7 7.102 462 465 467 rBV 2559121 3623450 56.36% 7.244%
8 7.810 524 527 529 rBVY 1780135 1793634 27.90% 3.586%
9 8.896 618 622 624 rBVY 4765577 6429399 100.00% 12.854%
10 9.296 655 657 659 rBV 596523 595373 9.26% 1.190%
11 9.513 674 676 677 rBV 79801 76027 1.18% 0.152%

12 9.559 677 680 682 rBVY 1860157 1972155 30.67% 3.943%
13 10.005 717 719 721 rVB 132778 138066 2.15% 0.276%
14 10.222 735 738 742 rBV 47606 82215 1.28% 0.164%
15 10.348 746 749 751 rBV 3413810 3550633 55.22% 7.098%

16 10.473 758 760 765 rVB 160560 268158 4_.17% 0.536%
17 10.919 797 799 801 rBV 110923 153216 2.38% 0.306%
18 11.033 807 809 812 rBV 2092784 1907613 29.67% 3.814%
19 11.353 834 837 839 rBvV 87927 104514 1.63% 0.209%
20 11.594 855 858 862 rBv2 163281 210082 3.27% 0.420%

21 12.462 932 934 937 rBV2 53862 76880 1.20% 0.154%
22 12.622 945 948 950 rBV 5118422 5278316 82.10% 10.552%
23 13.114 988 991 996 rBV 1724188 1756311 27.32% 3.511%
24 13.194 996 998 1004 rvB2 58957 112180 1.74% 0.224%
25 13.582 1026 1032 1036 rBV3 66169 280900 4._.37% 0.562%

26 13.662 1036 1039 1044 rVB 1552220 1632804 25.40% 3.264%
27 14.451 1103 1108 1111 rBVZ2 74011 215823 3.36% 0.431%
28 14.508 1111 1113 1119 rVB 116974 180311 2.80% 0.360%
29 15.011 1155 1157 1159 rBV 969078 1182967 18.40% 2.365%
30 15.400 1188 1191 1195 rVB 73710 116466 1.81% 0.233%

31 15.560 1203 1205 1211 rVB6 30008 71204 1.11% 0.142%
32 15.800 1223 1226 1233 rVV 78472 156183 2.43% 0.312%
33 16.268 1264 1267 1273 rVB2 63346 130941 2.04% 0.262%
34 16.817 1308 1315 1325 rBV 53987 227969 3.55% 0.456%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\

Data File : BF092367.D

Aca On - 20 Jan 2017 12:30

Operator : UM/SJ

ﬁ?ggle i 11260-01 MH-0-12FT-COMP
ALS Vial : 3 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 17.468 1367 1372 1378 rVB3 28045 96997 1.51% 0.194%
36 18.234 1435 1439 1446 rVB2 20924 67727 1.05% 0.135%

Sum of corrected areas: 50020303
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF012017\
BF092367.D
20 Jan 2017 12:30

UM/SJ

11260-01

3 Sample Multiplier: 1

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

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

MH-0-12FT-COMP

Abundance
5000000

4000000

3000000

2000000

1000000

TIC: BF092367.D

5.10

4.63

6.
6.19

29

6.68

6.52

7.10

0=
Time--> 2.

00 2.

50

R
3.50

3.00

4.00

T
4.50 5.00

Abundance
5000000

4000000

3000000

1000000

2000000{7 g1

8.90

9.30

9.56

9.51

TIC: BF092367.D

10.35

11.03

10.0 10.47 ]
10. 010.2 10.9

A
LU (N RN S B S N B S R S B B SR B S R B N B

11.59
11.35 i

12.46

13.11

319 EJ

oA
Time-->

9.00

9.50

10.00

10.50 11.00

11.50 12.00

12.50

13.00 13.50

Abundance
5000000

4000000

3000000

2000000

.66

1000000

15.01

15.405 56 15.80

TIC: BF092367.D

16.27 16.82

17.47

18.23

14.50

15.00

15.50

16.00

16.50 17.00

17.50

18.00

18.50

19.00

8270-BF122116.M Mon Jan 23 18:19:02 2017

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\
Data File : BF092367.D

Aca On : 20 Jan 2017 12:30

Operator : UM/SJ

Sample : 11260-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

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

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

4.63 42.78 ng 1878170 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 249 (4.633 min): BF092367.D (-246) (-) m/z 43.05 100.00%
43.0
59.1
5000
1010 lllllllllllllllllll
420 440 460 480 500
Obrrrprrerprrrprttre et 0. 830 | M7z 59.10  58.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A B R R L
59.0 4m do4mA&05M
0
150 4, 1010 m/z 101.00 19.75%
0"'I'""I'""I"'"I"'"I""I'"'I'"'??'(')'I"'al""'l""I""I""I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0

57.0 420 4.40 4.60 4.80 5.00
5000 m/z 58.00 14 .99%
29.0 101.0
15.0

e
10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester

73.0 85.0
m/z-->
59.0 420 4.40 4.60 4.80 5.00

m/z 41.10 9_.12%
5000 41.0
Ll lso 1260 1420
o} S 1] Sy 1R 5 bl .2 SRS th NSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\

Data File : BF092367.D

Aca On : 20 Jan 2017 12:30

Operator : UM/SJ

ﬁ?ggle i 11260-01 MH-0-12FT-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 unknown6.29 Concentration Rank 1

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

6.29 83.31 ng 3658060 1,4-Dichlorobenzene-d4 6.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 394 (6.290 min): BF092367.D (-392) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 ISR SRR A L
400 540 ‘ 6.00 6.20 6.40 6.60
0..,....,....,...:,“.'..:,!!..,:!.'.|,..':-.,??:9,..!.,397.'9...,....,'...,... m/z 68.10 47.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RSN RS A L
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 33.14%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
600 620 640 6.60
5000 m/z 66.00 29.70%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140 /\
Abundance #14006: 5-Aminoindole A s L

132.0 6.00 6.20 6.40 6.60
m/z 69.10 19.45%

5000

104.0
66.0
140 27.0 390 510 70 g90 || 1150 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\

Data File : BF092367.D

Aca On : 20 Jan 2017 12:30

Operator : UM/SJ

ﬁ?ggle i 11260-01 MH-0-12FT-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.47 2.81 ng 268158 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 760 (10.473 min): BF092367.D (-758) (-) m/z 57.05 100.00%

5%.0

5000
113.1 155.0 185.0 10.20 10.40 10.60 10.80
o m/z 43.10 72.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 e B T T L A W L M B B o
85.0 1020 1040 10.60 10.80
29.0 m/z 71.10 61.75%
o ‘ L /130 1410 1600 282.0
T T T T T e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
71.0 e
10.20 10.40 10.60 10.80
5000 m/z 85.10 40.39%

99.0 126.0 1540 183.0

0 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73963: Hexadecane e R S
57.0 10.20 10.40 10.60 10.80
m/z 91.00 37.16%
5000 85.0
29.0
okl “ | 4 ] 1130 1410 1600 197.0 2260
AR AR B R e RAAAN SARRSRRRREEE S o ERRRREEE e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\

Data File : BF092367.D

Aca On : 20 Jan 2017 12:30

Operator : UM/SJ

ﬁ?ggle i 11260-01 MH-0-12FT-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Tridecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.59 2.20 ng 210082 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 2H-Pvran-2-one. tetrahvdro-4-hvd... 130 C6H1003 000503-48-0 11
5 Ethanol, 2-(dodecyloxy)- 230 C14H3002 004536-30-5 11
Abundance Scan 858 (11.594 min): BF092367.D (-855) (-) m/z 73.00 100.00%
431 730
5000 129.0
11.20 11.40 11.60 11.80 12.00
0 m/z 43.10 83.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
430 | 730
5000 AR DAL UL BB B
umumumnmnm
1290 o 2140 m/z 60.00 83.63%
97.0 :
0 ,.L. A }mk..hh bk .,}??.?.. s L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11.20 11.40 11.60 11.80 12.00
5000 129.0 m/z 57.05 73.27%
970 199.0 242.0
157.0
o 180 0
m/z--> 25 46 éo 85 160 150 150 1éo 180 200 220 250 2é0
Abundance #75071: Tetradecanoic acid S A B e
73.0 11.20 11.40 11.60 11.80 12.00
43.0 m/z 55.10 64 .64%
5000 1290
185.0 228.0
¥ |
Ol ‘\ ‘H‘ \H ‘H\ H‘ ||‘|||‘||||‘1|6|6|P|||||‘||||||||||||||| S — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 20 11. 40 11. 60 11. 80 12. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\

Data File : BF092367.D

Aca On : 20 Jan 2017 12:30

Operator : UM/SJ

ﬁ?ggle i 11260-01 MH-0-12FT-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 Tetradecanamide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.11 21.51 ng 1756310 Chrysene-di12 13.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 72
2 Undecanamide. 11-bromo- 263 C11H22BrNO 005875-26-3 59
3 Octanamide 143 C8H17NO 000629-01-6 56
4 Hexadecanamide 255 C16H33NO 000629-54-9 56
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 50

Abundance Scan 991 (13.114 min): BF092367.D (-988) (-) m/z 59.00 100.00%

54.0
5000

12.80 13.00 13.20 13.40

1261 9541 184.2 210.2 238.2 264.3

(o} m/z 72.00 67.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74438: Tetradecanamide
59.0
5000 LI L L L L L LB B BN |
12.80 13.00 13.20 13.40
m/z 55.10 34.80%
o 280 1860 1140 1490 184020502270
R B R Baaaa Lo e L A RARE s aaa s S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
T TR
12.80 13.00 13.20 13.40
5000 m/z 41.10 29.53%
184.0
0 29.0 86.0 114.0 142.0163.0 2200  263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19501: Octanamide T T T
59.0 12.80 13.00 13.20 13.40
m/z 43.10 24 .34%
5000
200 86.0 1140 143.0
o SR | S e U TS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 80 13 00 13. 20 13. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\

Data File : BF092367.D

Aca On : 20 Jan 2017 12:30

Operator : UM/SJ

ﬁ?ggle i 11260-01 MH-0-12FT-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 11-Tricosene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.58 3.44 ng 280900 Chrysene-di12 13.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Tricosene 322 C23H46 052078-56-5 90
2 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 90
3 1-Octadecanol 270 C18H380 000112-92-5 90
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 87
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 87

Abundance Scan 1032 (13.582 min): BF092367.D (-1026) (-) m/z 83.10 100.00%

5000
140.1 191.0 234.1 13.20 13.40 13.60 13.80 14.00
0 m/z 43.10 98.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene
43.0
I‘/\‘._/w_
5000 83.0

13 20 13. 40 13. 60 13. 80 14. oo
111.0 m/z 97.10 94 _.56%

\‘ ‘1400 1680 1960 2240 2660 2940 322.0

m/z--> 2|O 4IO 6|O 8|O 1CI)O 12|O 140 160 180 200 220 240 260 280 300 32|O M
Abundance
43.0
69.0 AU R
97.0 13.20 13.40 13.60 13.80 14.00
5000 m/z 55.05 93.82%

123.0

—

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #100813: 1-Octadecanol R e B
43.0 13.20 13.40 13.60 13.80 14.00
m/z 69.00 93.20%
5000
. “ l 1390 168.0 196.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 20 13. 40 13. 60 13. 80 14. OO
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF012017\

BF092367.D

20 Jan 2017 12:30

UM/SsJ

11260-01 MH-0-12FT-COMP
3 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

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 Octadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14 .45 3.65 ng 215823 Perylene-d12 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 64
2 Eicosane 282 C20H42 000112-95-8 64
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 49
4 Triacontane 422 C30H62 000638-68-6 43
5 Octacosane 394 C28H58 000630-02-4 41
Abundance Scan 1108 (14.451 min): BF092367.D (-1103) (-) m/z 57.10 100.00%
51.1
5000
' 14:20 14.40 14,60 14.80
0 m/z 71.10 72.84%
m/z--> 0 50 100 150 200 250 300 350
Abundance #91036: Octadecane
57.0
5000 LB SIS I I S
14.20 14.40 14.60 14.80
29.0 99.0 m/z 43.10 60.43%
ooy ly | 1410 1830 22502540
m/z--> 0 50 100 150 200 250 300 350
Abundance
57.0
" 14:20 14.40 14,60 14.80
5000 m/z 85.05 54 _.93%
29.0
. 9.0 1410 1830 225005402820
m/z--> 0 50 100 150 200 250 300 350
Abundance #115572: Eicosane, 2-methyl- L e e
57.0 14.20 14.40 14.60 14.80
m/z 360.20 37.31%
5000
29.0 99.0 253.0
0 il J\ .i l \J d 1141.0\ \18\30‘ 224.0 l 28:}0
m/z--> 0 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF122116.
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\

Data File : BF092367.D

Aca On : 20 Jan 2017 12:30

Operator : UM/SJ

ﬁ?ggle i 11260-01 MH-0-12FT-COMP
ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122116.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 1,5,9-Undecatriene, 2,6,10-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .51 3.05 ng 180311 Perylene-d12 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 90
2 Saualene 410 C30H50 007683-64-9 83
3 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 64
4 1.6-Octadiene. 3.5-dimethvl-. tr... 138 C10H18 074630-87-8 64
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 59
Abundance Scan 1113 (14.508 min): BF092367.D (-1111) (-) m/z 69.10 100.00%
69.1
2000 ‘_,_‘/L
AL AL DR SN B
121 1 14.20 14.40 14.60 14.80
Ob et bl o J631 2031 24102761 3602 777 81.05  49.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #50585: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0
5000 L DAL IS UL B
14.20 14.40 14. 60 14.80
m/z 41.05 24 .59%
29.0 ‘ 123.0
0 “.‘ﬁ“l“.“‘H‘”H.‘.‘lul??q ——— —— T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14.20 14.40 14.60 14.80
5000 m/z 95.05 10.79%
137.0
o0l.290 107.0 191.0 231.0 273.0 341.0 410.0 WN/\/\WW
m/z--> §o 160 1%0 260 250 300 3%0 460
Abundance #16326: 1,5-Heptadiene, 3,3,6-trimethyl- L L B B R B
69.0 14.20 14.40 14.60 14.80
m/z 68.05 9.49Y%
5000
0 27\0\ TR | T 12\30 V\/\
mz-> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF122116.M Mon Jan 23 18:19:07 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\

Data File : BF092367.D

Aca On : 20 Jan 2017 12:30

Operator : UM/SJ

ﬁ?ggle i 11260-01 MH-0-12FT-COMP
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integratio

EaE R R ok SR R e

Z:\HPCHEM1I\BNA F\METHODS\8270-BF122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NISTO2.L
n Parameters: LSCINT.P

EA R R R S R R e S R R R AR AR R e Rk R R G R R R S R R S R R S R R R R AR R o e S e

Peak Number 10 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.80 2.64 ng 156183 Perylene-di12 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 87
4 Tridecane. 3-methvl- 198 C14H30 006418-41-3 86
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 1226 (15.800 min): BF092367.D (-1223) (-) m/z 57.10 100.00%
57.1
85.0
5000
1 L o B e MR,
mwmnnlml 15.40 15.60 15.80 16.00 16.20
oL lh.-l rcRol2el 0 Tn/z 71.10 74.02%
m/z--> 50 150 200 250 300 350
Abundance #115570: Heneicosane
57.0
85.0
5000 AR DR DR B
mmmmmmmmmm
m/z 43.10 61.51%
29.0 113.0
m/z--> 55 160 150 260 250 360 350
Abundance
57.0
15.40 15.60 15.80 16.00 16.20
5000 85.0 m/z 85.05 54 _12%
o 1130141.0160.0197.0 239 0267 0294.0 323.0 352.0
B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #151357: Octadecane, 1-iodo- e e
57.0 15.40 15.60 15.80 16.00 16.20
m/z 55.00 21.88%
5000 85.0
29.0
0 UL 130 15501850510 2530
m/z--> % 100 ﬁo 200 @ 300 350 mmmmmmmmmm

8270-BF122116.M

Mon Jan 23 18:19:08 2017

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012017\

Data File : BF092367.D

Aca On : 20 Jan 2017 12:30

Operator : UM/SJ

ﬁ?ggle i 11260-01 MH-0-12FT-COMP
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

= 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 Pentacosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
16.27 2.21 ng 130941 Perylene-d12 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 81
2 Heneicosane 296 C21H44 000629-94-7 81
3 Octacosane 394 C28H58 000630-02-4 74
4 Triacontane 422 C30H62 000638-68-6 72
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 72

Abundance Scan 1267 (16.268 min): BF092367.D (-1264) (-) m/z 57.10 100.00%
57.1
5000 }\kvuwNN/\_\v/\&N~Av_,akwﬁ¢~
99.1 276.1 HURUNAR SN SR B
| I| | 155.2 91 0 245.1 16.00 16.20 16.40 16.60
ol T RE VBRI i MRS Y P m/z 71.05 73.79%
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane
57.0
5000 LI UL SR BRI B
16. oo 16 20 16. 40 16. 60
99.0 m/z 43.10 57.78%
o nqkhmwlﬂomm2%0%m3mowm
m/z--> 55 100 1éo 260 250 360 3%0 '
Abundance
57.0
1600 16.20 16.40 16.60
5000 m/z 85.10 56.58%
99.0
27.0 1M01%02%D2%M%0
m/z--> 55 160 150 200 2%0 360 3%0 '
Abundance #155178: Octacosane B A m e S
57.0 16.00 16.20 16.40 16.60
m/z 55.05 23.59%
e MWW
99.0
0 27,00 | | | | 141 0 1830 225.0 281.0 337.0 394.0
m/z--> % 1& 1m 2m 250 3& 3% ' mmmmmmmm

8270-BF122116.M

Mon Jan 23 18:19:09 2017

Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF012017\

Data File : BF092367.D

Acq On : 20 Jan 2017 12:30

Operator : UM/SJ

3?22'6 i 11260-01 MH-0-12FT-COMP
ALS Vial : 3 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... 4.63 42.8 ng 1878170 1 6.52 878149 20.0
unknown6 .29 6.29 83.3 ng 3658060 1 6.52 878149 20.0
Eicosane 10.47 2.8 ng 268158 4 11.03 1907610 20.0
Tridecanoic acid 11.59 2.2 ng 210082 4 11.03 1907610 20.0
Tetradecanamide 13.11 21.5 ng 1756310 5 13.66 1632800 20.0
11-Tricosene 13.58 3.4 ng 280900 5 13.66 1632800 20.0
Octadecane 14 .45 3.6 ng 215823 6 15.01 1182970 20.0
1,5,9-Undecatrien... 14.51 3.0 ng 180311 6 15.01 1182970 20.0
Heneicosane 15.80 2.6 ng 156183 6 15.01 1182970 20.0
Pentacosane 16.27 2.2 ng 130941 6 15.01 1182970 20.0

8270-BF122116.M Mon Jan 23 18:19:09 2017 Page: 14



