LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084594.D
Aca On - 22 Jan 2016 17:27 Instrument :
Operator : SJ/1Z E?Afs el

- _ lentosampleld :
3?22'6 : H1187-03 P001-SS017-1824-01
ALS Vial : 12 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-BF123115.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 4.213 184 186 191 rBvV 246249 336975 6.21% 0.668%
2 4.922 243 248 250 rBVY 2416473 4052412 74.74% 8.029%
3 5.356 283 286 288 rBVY 3779429 4857694 89.59% 9.624%
4 5.744 318 320 323 rBV 259173 235171 4.34% 0.466%
5 6.396 374 377 379 rBVY 4055143 4287305 79.07% 8.494%
6 6.522 385 388 390 rBVY 4387086 5144607 94.88% 10.193%
7 6.739 405 407 410 rBV 715827 888086 16.38% 1.759%
8 6.899 419 421 424 rVB 3366375 3108681 57.33% 6.159%
9 7.310 454 457 460 rBV 2548422 2870024 52.93% 5.686%
10 7.425 462 467 472 rVV 58432 81962 1.51% 0.162%

11 8.030 518 520 522 rBV 1488702 1254619 23.14% 2.486%
12 9.116 612 615 617 rBVY 4076496 4782791 88.21% 9.476%
13 9.505 647 649 651 rBvY 531044 575007 10.61% 1.139%
14 9.722 666 668 671 rvv 72127 95059 1.75% 0.188%
15 9.779 671 673 676 rVB 1019190 1331475 24.56% 2.638%

16 10.225 711 712 714 rVB 162649 136741 2.52% 0.271%
17 10.442 728 731 735 rBV 46200 86767 1.60% 0.172%
18 10.579 740 743 745 rBV 2904298 3733254 68.85% 7.396%
19 10.705 751 754 758 rBV 149243 246876 4 _55% 0.489%
20 10.888 768 770 775 rBV 28507 68031 1.25% 0.135%

21 11.151 791 793 794 rBV 114885 121296 2.24% 0.240%
22 11.265 801 803 805 rBV 2137165 1778029 32.79% 3.523%
23 11.322 806 808 813 rVvB 31390 54592 1.01% 0.108%
24 11.814 848 851 853 rBvV 168315 176363 3.25% 0.349%
25 12.854 939 942 945 rBV 4886086 5422002 100.00% 10.742%

26 13.082 959 962 965 rBV3 26734 60819 1.12% 0.120%
27 13.757 1019 1021 1031 rBV 929910 1322548 24.39%% 2.620%
28 13.894 1031 1033 1036 rBV 1247573 1412744 26.06% 2.799%
29 14.408 1074 1078 1083 rBV3 48996 144714 2.67% 0.287%

30 14.751 1106 1108 1110 rBV 82367 86033 1.59% 0.170%
31 14.991 1127 1129 1131 rBV 45138 56045 1.03% 0.111%
32 15.288 1152 1155 1158 rBV 851196 1025861 18.92% 2.032%
33 15.734 1191 1194 1196 rBV 40547 68737 1.27% 0.136%

34 15.791 1196 1199 1204 rBV5 57578 181408 3.35% 0.359%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084594.D

Aca On - 22 Jan 2016 17:27

Operator : SJ/1Z

3?22 le H1187-03 P001-55017-1824-01
ALS Vial : 12 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-BF123115.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.831 1286 1290 1292 rBV5 20463 54855 1.01% 0.109%
36 17.334 1332 1334 1341 rVB4 27277 76027 1.40% 0.151%
37 17.643 1357 1361 1368 rBVS 48272 126073 2.33% 0.250%
38 18.089 1395 1400 1404 rVB3 22144 70741 1.30% 0.140%
39 18.980 1474 1478 1483 rVB4 19666 61923 1.14% 0.123%

Sum of corrected areas: 50474347
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\
Data File : BF084594.D

Aca On : 22 Jan 2016 17:27

Operator : SJ/1Z

Sample : H1187-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

P001-SS017-1824-01

Abundance TIC: BF084594.D

4000000 536
3000000
4.92

2000000

1000000

4.21 5.74

6.52

6.40

6.90

6.74

7.31

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00

S L ————— U | G N R Y

Abundance TIC: BF084594.D

9.12
4000000

3000000 10.58

11.26
2000000

8.03

1000000
9.50 JL

10.22 10.7 11.1 11.81

. ]\ 9, 2210.44 1% 90,89 11181 32 i

13.08 J

I
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

12.50

13.00 13.50

Abundance TIC: BF084594.D

4000000

3000000

2000000

13.89
1000000} 76 15.29

14.41 14.7514.99 K 18539 16.83 17.33 17.64

18.09

18.98

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

et e

18.00

18.50

19.00

8270-BF123115.M Mon Jan 25 16:05:12 2016

Page: 3




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084594.D

Aca On - 22 Jan 2016 17:27

Operator : SJ/1Z

3?22 le H1187-03 P001-55017-1824-01
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4.21 7.59 ng 336975 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 87
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86

Abundance Scan 186 (4.213 min): BF084594.D (-184) (-) m/z 55.10 100.00%
55 83
5000 43
98
——
3.80 4.00 4.20 4.40 4.60
0 ...,....,....,..??‘;':..‘.‘?l.'::.,..‘?7.,...77.,....,....,.... m/z 83.10 89.74%
m/z--> 10 30 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 AR AR L LN
29 98 380 400 420 440 4.60
m/z 43.05 41.46%
0 “ 37“‘ 49 ||, 61 67 77 | 89 ‘
L S SUILIL I SULLS UL UL SURILL IUSIL UL B
m/z--> 10 40 50 70 90 100
Abundance
55 83
—_—
41 3.80 4.00 4.20 4.40 4.60
5000 m/z 39.10 30.24%
27 98
15 69
34 49 63 77 91
G S S UL SULALILS S IS SIS UL IS W
m/z--> 10 30 40 50 60 70 90 100
Abundance #3109: 3-Hexen-2-one e
83 3.80 4.00 4.20 4.40 4.60
55 m/z 98.10 27.86%
5000 43
98
29
. 23 ] a7l|| 49| 638 77 | o |
m/z--> 10 ' ' 4 50 ' 70 80 90 100 380 400 420 440 4.60

8270-BF123115.M Mon Jan 25 16:05:12 2016

Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084594.D

Aca On - 22 Jan 2016 17:27

Operator : SJ/1Z

3?22 le H1187-03 P001-55017-1824-01
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.92 91.26 ng 4052410 1,4-Dichlorobenzene-d4 6.75
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 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2 039961-72-3 9

Abundance Scan 248 (4.922 min): BF084594.D (-243) (-) m/z 43.10 100.00%
43
59
5000
ot 460 480 500 520
o...,....,....,...37.','....,??!.,...‘??...7?,??..,...:,|....,. m/z 59.10 60.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L LI LI L
59 460 480 500 520
m/z 101.10 19.09%
o 25 3L 37 83 g3 01
miz--> A N e A A AR
Abundance
43
- 460 480 500 520
5000 m/z 58.10 14.81%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- ..,....,....,....,.../.\,
59 4.60 4.80 5.00 5.20
m/z 41.10 9.92%
5000 41
69 87
A .
0'”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P DI SARDE SR NLAE SR
m/z--> 10 20 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084594.D

Aca On - 22 Jan 2016 17:27

Operator : SJ/1Z

3?22 le H1187-03 P001-55017-1824-01
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6

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

5.74 5.30 ng 235171 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 1.3-Dioxolane. 2-(1-methvlethvl)- 116 C6H1202 000822-83-3 12
3 Morpholine. 2.6-dimethvl- 115 C6H13NO 000141-91-3 9
4 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 9
5 Hexane, 2-methyl- 100 C7H16 000591-76-4 9

Abundance Scan 320 (5.744 min): BF084594.D (-318) (-) m/z 43.10 100.00%
43 73
5000
R
55 100 115 540 5.60 5.80 6.00
Obrr sl 49 8 | m/z 73.10 86.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 A R R A
540 5.60 5.80 6.00
m/z 41.10 9.97%
15 29 37, 5 o 83 100 11‘5
O R R R e T AR
s @ 4 B o ® % 16 15
Abundance
73
540 5.60 5.80 6.00
5000 m/z 115.10 9.36%
43
0 27 56 86 101 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7620: Morpholine, 2,6-dimethyl- e
30 540 5.60 5.80 6.00
42 m/z 42.10 7.22%
71
5000 56
115
m/z--> 10 20 30 4'0 5'0 6|O 70 80 90 100 110 120 540 560 580 600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084594.D

Aca On - 22 Jan 2016 17:27

Operator : SJ/1Z

3?22 le H1187-03 P001-55017-1824-01
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown6.52 Concentration Rank 1

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

6.52 115.86 ng 5144610 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 388 (6.522 min): BF084594.D (-385) (-) m/z 132.00 100.00%
32
5000 68
40 g 54 | 75 ® 10 '6.20 640 6.60 6.80
104 : . : .
ot 28 02 B e | WP ms W w/z 68.10  36.87%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IBESARBE AR AR SRR
6.20 6.40 6.60 6.80
2 78 m/z 134.00 33.90%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.10 24 .45%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- L L L L L B L |
132 6.20 6.40 6.60 6.80
m/z 69.10 15.49%
5000
63 81
o 3137 44 50 57 74 88 101 112 |
0 S S S S AR Y 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084594.D

Aca On - 22 Jan 2016 17:27

Operator : SJ/1Z

3?22 le H1187-03 P001-55017-1824-01
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.22 2.05 ng 136741 Acenaphthene-d10 9.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 86
3 Tetradecane 198 C14H30 000629-59-4 80
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 53
5 Pentadecane 212 C15H32 000629-62-9 53
Abundance Scan 712 (10.225 min): BF084594.D (-711) (-) m/z 57.10 100.00%
57
43
5000
99 113 10.00 10.20 10.40 10.60
o 12714 m/z 43.10 77.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
43 %7
5000 & LRI U SRS BN B
g5 mmmmmmmm
29 m/z 71.10 48 .07%
0 ‘ L L w 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance
43 o7
71 10.00 10.20 10.40 10.60
5000 m/z 85.10 35.59Y%
85
29
oL 15 99 113 127 141 155 184
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #55008: Tetradecane R e
57 10.00 10.20 10.40 10.60
43 m/z 41.10 33.68%
71
5000 85
29
OEJW\HM?MMmmm 198
m/z--> ﬁo Jo éo éo 160 150 140 160 180 260 250 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084594.D

Aca On - 22 Jan 2016 17:27

Operator : SJ/1Z

3?22 le H1187-03 P001-55017-1824-01
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.78 ng 246876 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 754 (10.705 min): BF084594.D (-751) (-) m/z 57.10 100.00%
57
5000 P
3 113 10.40 10.60 10.80 11.00
Olrrrrrreirl bl 0 208 S | m/z 43.10  68.08%
m/z--> mmmmmmmmmmmmmmmm
Abundance #64571: Pentadecane
57
5000 85 U SRR DR SRR
mmmmmmum
4 m/z 71.10 60.38%
m/z--> %&&%m@mmmmmmmmmﬁ
Abundance
57
10,40 10.60 10.80 11.00
5000 85 m/z 85.10 37.03%

41
113 141 169 197 205 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82606: Heptadecane RS s R
57 10.40 10.60 10.80 11.00
m/z 41.10 25.77%
5000 85
4
113
R ECHR 00 PO P AN N [ Ao imoanth
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 40 10 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084594.D

Aca On - 22 Jan 2016 17:27

Operator : SJ/1Z

3?22 le H1187-03 P001-55017-1824-01
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.76 18.72 ng 1322550 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 1021 (13.757 min): BF084594.D (-1019) (-) m/z 57.10 100.00%
a7
83
4]
5000
139 13.40 13.60 13. 80 14. oo
o.”“”qL. 167182 208 230 281 m/z B5 .10  94.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
97
5000 AU U
29 13. 40 13. 60 13. 80 14.00
195 m/z 43.10 91.12%
NECEN 153168
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
4 o
83 13.40 13.60 13.80 14.00
5000 m/z 83.10 76.62%
111
o 139154 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106398: 5-Eicosene, (E)- T T
55 13.40 13.60 13. 80 14. oo
m/z 69.10 69.54Y%
83
5000
29
0 J d L 139154 182 209
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13. 60 13. 80 14. oo '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084594.D

Aca On - 22 Jan 2016 17:27

Operator : SJ/1Z

3?22 le H1187-03 P001-55017-1824-01
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Acetic acid, octadecyl ester Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.41 2.05 ng 144714 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. octadecvl ester 312 C20H4002 000822-23-1 86
2 l17-Pentatriacontene 491 C35H70 006971-40-0 74
3 1-Eicosanol 298 C20H420 000629-96-9 72
4 Pentafluoropropionic acid. undec... 318 C14H23F502 1000283-04-0 72
5 Dichloroacetic acid, dodecyl ester 296 C14H26C1202 083005-01-0 59
Abundance Scan 1078 (14.408 min): BF084594.D (-1074) (-) m/z 57.10 100.00%
5000 H ll
LRI BRI IR BURIL B
167 207 239 14.00 14.20 14.40 14.60 14.80
O bl '“l'" T e L m/z 55.10 90.93%
mz-> 0 50 150 200 250 300 350 400 450
Abundance #124064: Acetic acid, octadecyl ester
43
69 97
5000 AR SR B S B
14.00 14.20 14.40 14.60 14.80
125 m/z 83.10 76 .37%
0 15 \‘ | HH ‘“ ‘ ‘\ \\15\3‘181 224252 297
mz-> 0 50 200 2%0 300 350 400 450 '
Abundance
43
14.00 14.20 14,40 14.60 14.80
5000 83 m/z 43.10 72 .35%
111
o 139167 196 224 267292 321 462 490
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #116747: 1-Eicosanol I RREEEEEES T
43 14.00 14.20 14.40 14.60 14.80
m/z 97.10 60.90%
83
5000
111
N J l [139167196 252
mz-> 0 50 100 150 200 250 300 350 400 450 ' 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084594.D

Aca On - 22 Jan 2016 17:27

Operator : SJ/1Z

3?22 le H1187-03 P001-55017-1824-01
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 17-Pentatriacontene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.79 3.54 ng 181408 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 86
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 72
3 1-Eicosanol 298 C20H420 000629-96-9 70
4 l1soheptadecanol 256 C17H360 057289-07-3 64
5 Cycloeicosane 280 C20H40 000296-56-0 64
Abundance Scan 1199 (15.791 min): BF084594.D (-1196) (-) m/z 97.10 100.00%
97
5000
125
163 200 15940 1560 1580 1606 16,20
0 m/z 57.10 99.66%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 AR DR B SR B
15. 40 15 60 15. 80 16. oo 16 20
1 m/z 43.10 99.46%
o H‘Md \ ﬁ39167196224 267292 321 462 490
miz--> 0 5 150 200 2%0 360 3éo 460 4%0 '
Abundance
57
83 LRI SR SRS SURILRN B
15.40 15.60 15.80 16.00 16.20
5000 m/z 83.05 97.61%
29 111
o 139167 196 224 252 280
miz--> 0 55 160 1éo 200 250 360 3éo 460 4%0 '
Abundance #116747: 1-Eicosanol I RREEEEEES T
43 15.40 15.60 15.80 16.00 16.20
m/z 55.10 80.00%
83
5000
111
N J l [139167196 252
miz--> 0 5'0 1(')0 1éo 2(')0 251,0 3(')0 3&'30 4(')0 4&1,0 ' 15. 40 15 60 15. 80 16. oo 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012216\

Data File : BF084594.D

Aca On - 22 Jan 2016 17:27

Operator : SJ/1Z

3?22 le H1187-03 P001-55017-1824-01
ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 11 unknownl7.64 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.64 2.46 ng 126073 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Cedrene oxide 220 C15H240 1000159-39-1 38
2 lIsocvclocitral 152 C10H160 001335-66-6 38
3 1-Formvl-2.2-dimethvl-3-cis-(2-m... 220 C15H240 1000144-10-0 38
4 2.3.3-Trimethvl-2-(3-methvl-buta... 206 C14H220 1000193-60-6 30
5 2,4a,8,8-Tetramethyldecahydrocyc... 206 C15H26 074022-04-1 30
Abundance Scan 1361 (17.643 min): BF084594.D (-1357) (-) m/z 107.00 100.00%
g1 | 107 205
55 123
5000 161 189
245 313

[L45

” ‘ 17.40 17.60 17.80 18.00

Of m/z 95.10 90.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69499: .alpha.-Cedrene oxide

205

17.40 17.60 17.80 18.00
m/z 81.05 82.64%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67 121
a1 s B
17.40 17.60 17.80 18.00
5000 o5 m/z 205.20 82.21%
152
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69588: 1-Formyl-2,2-dimethyl-3-cis-(2-methyl-but-2-enyl)-... R e L  REmay na
69 17.40 17.60 17.80 18.00
m/z 109.05 78.84%
5000
109
205
136 164 ‘
0.”,””,””“.”“”.“”.“”..”.”.Jﬁz e — SNBSS B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.40 17.60 17. 80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF012216\

Data File : BF084594.D

Acq On : 22 Jan 2016 17:27

Operator : SJ/1Z

3?22 le H1187-03 P001-SS017-1824-01
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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]
3-Penten-2-one, 4. .. 4.21 7.6 ng 336975 1 6.75 888086 20.0
2-Pentanone, 4-hy... 4 .92 91.3 ng 4052410 1 6.75 888086 20.0
2-Pentanone, 4-me... 5.74 5.3 ng 235171 1 6.75 888086 20.0
unknown6 .52 6.52 115.9 ng 5144610 1 6.75 888086 20.0
Hexadecane 10.22 2.0 ng 136741 3 9.78 1331480 20.0
Pentadecane 10.70 2.8 ng 246876 4 11.27 1778030 20.0
1-Docosene 13.76 18.7 ng 1322550 5 13.89 1412740 20.0
Acetic acid, octa... 14.41 2.0 ng 144714 5 13.89 1412740 20.0
17-Pentatriacontene 15.79 3.5 ng 181408 6 15.29 1025860 20.0
unknownl7 .64 17.64 2.5 ng 126073 6 15.29 1025860 20.0
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