LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090323.D
Aca On : 30 Sep 2016 20:22 Instrument :
Operator : UM/SJ E?Afs el

- _ lentosampleld :
3?2?:'6 - F15023-04 15X C-AREA-ABI54-09272016
ALS Vial : 16 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-BF092016.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 1.633 3 4 29 rvVvB 3350594 8716597 100.00% 28.586%
2 1.941 29 31 45 rVB 56963 208255 2.39% 0.683%
3 2.776 101 104 118 rBvV 152973 471653 5.41% 1.547%
4 5.016 298 300 309 rBV 221139 317975 3.65% 1.043%
5 6.124 395 397 404 rBV 406647 542967 6.23% 1.781%
6 6.227 404 406 409 rvv 337222 386169 4_.43% 1.266%
7 6.456 423 426 428 rBV 674590 775239 8.89% 2.542%
8 6.547 432 434 438 rBV 289552 467886 5.37% 1.534%
9 6.604 438 439 443 rVB 348497 308784 3.54% 1.013%
10 7.027 473 476 478 rBV 168558 240094 2.75% 0.787%
11 7.542 517 521 523 rBV3 50133 95124 1.09% 0.312%

12 7.656 529 531 534 rVB 176438 179187 2.06% 0.588%
13 7.747 536 539 541 rvv 988572 1019990 11.70% 3.345%
14 7.839 545 547 549 rVB 107589 87635 1.01% 0.287%
15 8.090 567 569 572 rBV 207111 268225 3.08% 0.880%

16 8.490 600 604 612 rVB3 32370 90338 1.04% 0.296%
17 8.822 631 633 635 rVB 712460 557238 6.39% 1.827%
18 9.222 666 668 671 rvv2 151839 216635 2.49% 0.710%
19 9.485 689 691 693 rBV 1218404 1003527 11.51% 3.291%
20 10.136 744 748 752 rBV7 25600 91291 1.05% 0.299%

21 10.273 757 760 761 rvv2 172698 254469 2.92% 0.835%
22 10.502 778 780 782 rBv2 121311 126981 1.46% 0.416%
23 10.536 782 783 786 rBV2 149683 166036 1.90% 0.545%
24 10.959 817 820 822 rBV 608359 861184 9.88% 2.824%
25 11.028 824 826 827 rBV 220743 368472 4.23% 1.208%

26 11.211 839 842 844 rBv2 176189 261882 3.00% 0.859%
27 11.531 868 870 872 rBv2 258660 311782 3.58% 1.022%
28 12.251 931 933 936 rBV 157069 174483 2.00% 0.572%
29 12.536 956 958 961 rBV 293908 354523 4_.07% 1.163%
30 12.777 977 979 981 rBV 287748 368214 4.22% 1.208%

31 13.462 1037 1039 1042 rBV 724001 1008585 11.57% 3.308%
32 13.577 1047 1049 1052 rVvVv 510616 657976 7.55% 2.158%
33 14.102 1093 1095 1098 rBV 1055672 1336434 15.33% 4 _.383%
34 14.685 1143 1146 1149 rBV2 1003617 1699180 19.49% 5.572%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090323.D

Aca On : 30 Sep 2016 20:22

Operator : UM/SJ

3?22'6 : H5023-04 5X C-AREA-ABI54-09272016
ALS Vial : 16 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-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.131 1183 1185 1188 rVB 620089 856820 9.83% 2.810%
36 15.325 1199 1202 1204 rBV 1176306 1887017 21.65% 6.188%
37 15.931 1252 1255 1265 rVB2 716658 1595480 18.30% 5.232%

38 16.297 1285 1287 1294 rVB 533801 1200322 13.77% 3.936%
39 16.754 1324 1327 1330 rVB 493636 958234 10.99% 3.142%

Sum of corrected areas: 30492883
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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\BF093016\

BF090323.D

30 Sep 2016 20:22

UM/SJ

H5023-04 5X C-AREA-ABI54-09272016
16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

|

3500000163

TIC: BF090323.D

6.46

6.1823 | 680
5.02 ' -
1.94 2.78 .03 75

0
Time-->

2.50

3.00

3.50

4.00

I
4.50 5.00

5.50

6.00

6.50

7.00

2.00 7.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

7.75

7.697.84

TIC: BF090323.D

13.46

8.09 10.27140504
10.1

\.

8.49

Time-->

9.50

10.00 10.50 11.00 11.50 12.00 12.50 13.00

8.50

8.00 9.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF090323.D

Time-->

14.50 15.00 15.50 16.00 16.50 17.00

14.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090323.D

Aca On : 30 Sep 2016 20:22

Operator : UM/SJ

ﬁ?ggle : H5023-04 5X C-AREA-ABI54-09272016
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl.94 Concentration Rank 18

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

1.94 5.37 ng 208255 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. l-ethoxv- 88 C5H120 000628-32-0 25
2 Cvclohexaneacetic acid. .alpha.-... 170 C10H1802 006051-00-9 9
3 1-Propanol. 2-methvl-2-nitro- 119 C4HONO3 000076-39-1 9
4 Oxirane. (butoxvmethvl)- 130 C7H1402 002426-08-6 9
5 Acetic acid, nitro-, ethyl ester 133 C4H7NO4 000626-35-7 9

Abundance Scan 31 (1.941 min): BF090323.D (-29) (-) m/z 88.00 100.00%
55 88
5000 39
73
| || |‘ 1.80 2.00 2.20
Ok A m/z 55.05 88.38%
m/z--> 20 40 60 80 100 120 140 160
Abundance #2102: Propane, 1-ethoxy-
31 5
5000 L R R LI A R L B
43 180 200 220
88 m/z 39.10 40.81%
15 ‘\ \‘ | 73
S S L B L B BRI S
m/z--> 20 40 60 80 100 120 140 160
Abundance
88
RIS RS AL AR B
1.80 2.00 2.20
5000 41 55 m/z 45.00 39.99Y%
73
o 98 112 125 141 153 170
LS LA L S SR UL UL DAL AL
m/z--> 20 40 60 80 100 120 140 160
Abundance #9054: 1-Propanol, 2-methyl-2-nitro- BRI w e A, (\-
31 55 3 1.80 2.00 2.20
m/z 53.10 36.32%
41
5000
89
S L L L B B B B S \ﬁ\AI'A'I"”I""P
m/z--> 20 40 60 80 100 120 140 160 1.80 2.00 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090323.D

Aca On : 30 Sep 2016 20:22

Operator : UM/SJ

ﬁ?ggle : H5023-04 5X C-AREA-ABI54-09272016
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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-Pentanol, 4-methyl- Concentration Rank 10

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

2.78 12.17 ng 471653 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 4-methvl- 102 C6H140 000108-11-2 83
2 2-Hexanol 102 C6H140 000626-93-7 83
3 2-Hexanol. (R)- 102 C6H140 026549-24-6 64
4 2-Pentanol. 3-methvl- 102 C6H140 000565-60-6 64
5 Diisopropyl ether 102 C6H140 000108-20-3 56

Abundance Scan 104 (2.776 min): BF090323.D (-101) (-) m/z 45.10 100.00%
45
5000 /\\\\~\~______
69 AARESE SRR AR SRR
39| | 5 57 | 87 2.40 2.60 2.80 3.00 3.20
O T o e B e e R I R E RS m/z 43.10 22.40%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4443: 2-Pentanol, 4-methyl-
45
5000 AR AR RAARE BB
240 260 2.80 3.00 3.20
97 39‘ 69 m/z 69.10 19.28%
o 18 |33 | 515 63 | 87 101
miz--> b % % 40 so 60 70 8 90 100
Abundance
45
240 260 2.80 3.00 320
5000 m/z 41.10 15.14%
27 69
AN SN TS AU 2
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4421: 2-Hexanol, (R)- e LB B R
45 2.40 2.60 2.80 3.00 3.20
m/z 39.10 6.46%
5000 ,vv/\\\\ﬁk\vwv\f—
69
0 15 ‘%9 39, 55 ‘ 87 101
m/z--> 10 20 30 ' 50 60 70 8 9 100 240 260 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090323.D

Aca On : 30 Sep 2016 20:22

Operator : UM/SJ

ﬁ?ggle : H5023-04 5X C-AREA-ABI54-09272016
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.23 Concentration Rank 13

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

6.23 9.96 ng 386169 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 406 (6.227 min): BF090323.D (-404) (-) m/z 132.00 100.00%
32
5000
68
96 NEBENARNY SR RSEREAA
40 54 h 81 | 5.80 6.00 6.20 6.40 6.60
O L o e B m/z 68.10 34 .82%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
5.80 6.00 6.20 6.40 6.60
31 51 m/z 134.00 33.67%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
580 6.0 6.20 6.40 6.60
5000 67 m/z 66.10 20.12%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil e REEn e
132 5.80 6.00 6.20 6.40 6.60
m/z 96.10 13.64%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 580 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090323.D

Aca On : 30 Sep 2016 20:22

Operator : UM/SJ

ﬁ?ggle : H5023-04 5X C-AREA-ABI54-09272016
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 1-Hexanol, 2-ethyl- Concentration Rank 11

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

6.55 12.07 ng 467886 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 Heptane. 1.1"-oxvbis- 214 C14H300 000629-64-1 64
3 2-Ethvl-1-hexanol. methvl ether 144 C9H200 1000365-10-2 50
4 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 42
5 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000357-82-9 42

Abundance Scan 434 (6.547 min): BF090323.D (-432) (-) m/z 57.10 100.00%
5000 %
41
70 83
H | 98 11, 6.20 6.40 6.60 6.80
N L m/z 41.10 31.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13661: 1-Hexanol, 2-ethyl-
57
5000 41 USSR RS SR
29 6.20 6.40 6.60 6.80
70 83 m/z 43.10 28.66%
o5 Mol o B
m/z--> 20 40 60 80 100 120 140 160
Abundance
57
620 640 660 680
5000 m/z 55.10 24 .04%
70
0 45 83 117 129 171
miz--> 20 40 60 80 100 120 140 160
Abundance #21168: 2-Ethyl-1-hexanol, methyl ether AL e ma e
45 37 6.20 6.40 6.60 6.80
m/z 70.10 20.29%
70
5000
83 112
i L %
o Ll e
m/z--> 20 40 60 80 100 120 140 160 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090323.D

Aca On : 30 Sep 2016 20:22

Operator : UM/SJ

ﬁ?ggle : H5023-04 5X C-AREA-ABI54-09272016
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 7 |Isoborneol Concentration Rank 19

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

8.09 5.26 ng 268225 Naphthalene-d8 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoborneol 154 C10H180 000124-76-5 59
2 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 52
3 1.5-Hexadiene. 2.5-dimethvl- 110 C8H14 000627-58-7 50
4 endo-Borneol 154 C10H180 000507-70-0 50
5 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 50

Abundance Scan 569 (8.090 min): BF090323.D (-567) (-) m/z 95.05 100.00%
9%
5000
81
41 L e L
55 9 10121 435 455 170 780 8.00 8.20 8.40
0 m/z 81.10 32.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26617: Isoborneol
95
5000
7% 8.00 8.20 8.40
0
a4 67 8 110 121 156 m/z 93.10 24 .54Y%
o :.I'Elg.‘.‘ \‘\ . -“-‘H .‘:Hl -“.“‘l .‘l“l —— I" - l\l . |1|5f"| ——
m/z--> 20 40 60 80 100 120 140 160
Abundance
95
67 780 800 820 840
5000 41 o m/z 41.10 18.70%
27 29 110
e L S B S UL UL UL S
m/z--> 20 40 60 80 100 120 140 160
Abundance #5998: 1,5-Hexadiene, 2,5-dimethyl- A RS BEE
5 95 7.80 MmSZ)Sm
68 m/z 69.10 16.24%
5000
29 39 81
110
0..1.5|....|....| “l|H|“|||‘l|||‘|||||||||||||||||| "'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090323.D

Aca On : 30 Sep 2016 20:22

Operator : UM/SJ

ﬁ?ggle : H5023-04 5X C-AREA-ABI54-09272016
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 8 Bicyclo[3.1.1]heptane, 2,6,... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.03 8.56 ng 368472 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.11lheptane. 2.6.6-tri... 138 C10H18 006876-13-7 55
2 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 000473-55-2 52
3 Citronellvl isobutvrate 226 C14H2602 000097-89-2 35
4 (-)-trans-Pinane 138 C10H18 033626-25-4 30
5 2-Dodecyne 166 C12H22 000629-49-2 30

Abundance Scan 826 (11.028 min): BF090323.D (-824) (-) m/z 68.10 100.00%

_

137 178 TTT T[T T T T[T T T T [ TT T T [TTT

5000 4‘
10. 80 11. OO 11. 20 11. 40
195208 232245
o/ A 259 m/z 95.10 81.02%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #17013: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, (1.alpha....
41 55 95

5000

10.80 11.00 11.20 11.40
m/z 82.10 72.18%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55 95
A B S e
4l 82 10.80 11.00 11.20 11.40
5000 69 m/z 57.10 68.26%
123
27 109
138
Ol el e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82773: Citronellyl isobutyrate R R RmEEE R S
69 g2 10.80 11.00 11.20 11.40
43 95 m/z 69.10 65.58%
123
5000
109
% 138
0...,.2.?.,‘H.“lf.“ .“..‘.‘.,....,l...‘,.... R RRRREma R A B am s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.80 11.00 11. 20 11. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090323.D

Aca On : 30 Sep 2016 20:22

Operator : UM/SJ

ﬁ?ggle : H5023-04 5X C-AREA-ABI54-09272016
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Butanoic acid, 3-methyl-, 3... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.21 6.08 ng 261882 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl-., 3.7-di... 240 C15H2802 068922-10-1 50
2 Behenic alcohol 326 C22H460 000661-19-8 38
3 n-Tetracosanol-1 354 C24H500 000506-51-4 38
4 Cvclopentane. decvl- 210 C15H30 001795-21-7 38
5 Cyclohexanol, 1-ethynyl- 124 C8H120 000078-27-3 35

Abundance Scan 842 (11.211 min): BF090323.D (-839) (-) m/z 43.10 100.00%

5000
194 222 549 278 10.80 11.00 11.20 11.40 11.60
0 m/z 57.10 99.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #94176: Butanoic acid, 3-methyl-, 3,7-dimethyl-6-octenyl este
9 95
123
5000 41 | AL LI L L L L L L L L
10.80 11.00 11.20 11.40 11.60
m/z 82.10 99.07%
[0} 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
R B R
10.80 11.00 11.20 11.40 11.60
5000 11 m/z 83.10 98.50%
29 139

167 196 224 252 280 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 A RREEE RS E ST
83 10.80 11.00 11.20 11.40 11.60

m/z 81.10 96 .74%

5000 ‘

o \“ 167 195 222 250 280 308 336
”w””“”.”” -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090323.D

Aca On : 30 Sep 2016 20:22

Operator : UM/SJ

ﬁ?ggle : H5023-04 5X C-AREA-ABI54-09272016
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.53 7.24 ng 311782 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 91
4 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25
5 Tridecane 184 C13H28 000629-50-5 25
Abundance Scan 870 (11.531 min): BF090323.D (-868) (-) m/z 73.10 100.00%
78
43 5
5000 129
97 115 157171 213 AN T BN BN
92 098 256 ogs 11.20 11.40 11.60 11.80
(o} m/z 60.00 74 .00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129
11.20 11.40 11.60 11.80
m/z 43.10 69.78%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
11.20 1140 11.60 11.80
5000 129 m/z 57.10 66.09%
29 87 199
i) ” 143157 185 » 242
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid R R mEEE
73 11.20 11.40 11.60 11.80
43 m/z 55.10 58.06%
129
50000 08 284
(o} R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1150 11h0 1f60 11%0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090323.D

Aca On : 30 Sep 2016 20:22

Operator : UM/SJ

ﬁ?ggle : H5023-04 5X C-AREA-ABI54-09272016
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknownl2.25 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.25 4_.05 ng 174483 Phenanthrene-d10 10.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentanone. 2-(l1-methvlpropvl)- 140 C9H160 006376-92-7 47
2 Cvclohexanamine. N.N-dimethvl- 127 C8H17N 000098-94-2 46
3 I1.1"-Bicvclopentyl1-2-one 152 C10H160 004884-24-6 43
4 Ethvl 7-(2-oxocvclopentvlheptan... 240 C14H2403 040687-10-3 40
5 2H-Azepin-2-one, 3-(dimethylamin... 156 C8H16N20 070394-23-9 38
Abundance Scan 933 (12.251 min): BF090323.D (-931) (-) m/z 84.10 100.00%
au
Tod (5 e - e e e
ol 3 29 177194 237 258273 291 310 n/z 55.10 26 30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #18772: Cyclopentanone, 2-(1-methylpropyl)-
84
5000 55 LR UL BRI R B
nmnmnmnm
m/z 97.10 25.98%
0 “'l"'w"JMvd“'f"' %%% '“%?9“'|"“|"'w"'w""""v"'v"'v"'v
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
84
1200 12.20 12.40 1260
5000 m/z 57.10 25.22%
- 127 )\\J/AhJ\AﬁV\JAJJKJJ\JVAﬁf}V“
oL15 58 110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #25142: [l,l'—BicycIopentyI]—Z—one LA L L L L
84 12.00 12.20 12.40 12.60
m/z 43.10 23.98%
5000
67
41
o SN 1 WA fé?..”,.”.,”.q..” S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 00 12 20 12. 40 12. 60

8270-BF092016.M Mon Oct 03 18:00:00 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090323.D

Aca On : 30 Sep 2016 20:22

Operator : UM/SJ

ﬁ?ggle : H5023-04 5X C-AREA-ABI54-09272016
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 5-Octadecene, (E)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.78 11.19 ng 368214 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Octadecene. (E)- 252 C18H36 007206-21-5 97
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 97
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 1-Nonadecene 266 C19H38 018435-45-5 93
5 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 91
Abundance Scan 979 (12.777 min): BF090323.D (-977) (-) m/z 83.10 100.00%
1 MA‘/\IJ\\/\/\//\
5000
3 1 12.40 12.60 12.80 13.00
R 283 305 831 m/z 69.10 91.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104186: 5-Octadecene, (E)-
55
83
5000 SRR SURAIR SUULRA SULLILE
12:40 12,60 12.80 13.00
29 111 m/z 57.10 83.63%
0 | J‘ 139 168 195 224 252
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
1240 1550 1580 1300
5000 111 m/z 55.10 83.37%

139

i

167 196 222 266 294 320340

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1 A REaRE RS
55 8B 12.40 12.60 12.80 13.00

m/z 97.10 81.09%

5000

%

29
N 168 196 238 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12. 40 12. 60 12. 80 13. 00

139

8270-BF092016.M Mon Oct 03 18:00:01 2016 Page: 13



Library Search

Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090323.D

Aca On : 30 Sep 2016 20:22

Operator : UM/SJ

ﬁ?ggle : H5023-04 5X C-AREA-ABI54-09272016
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 13 1-Heneicosanol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.46 30.66 ng 1008590 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 n-Nonadecanol - 284 C19H400 001454-84-8 93
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 90

Abundance Scan 1039 (13.462 min): BF090323.D (-1037) (-) m/z 83.10 100.00%
1 W\_ANM
5000 111
3 139 13.20 13.40 13.60 13.80
o .~l, L1150 168 196 224 261 201 817 349370 | nz7 57.10  91.09%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55
5000 LI BRI B SR B
Bmmmmmmm
29 m/z 97.10 88.25%
0 \“ \‘\ | “ H \H\ ‘ \ \ h 167 196 238 266 294
m/z--> 56 o 2%0 360 3%0
Abundance
55 83
13.20 13.40 13.60 13.80
5000 11 m/z 69.10 81.52%
29
0 139 167 106 224 252 280 308 ,»~«J~v—f‘*”JA“—VV’¢A_j“A/N~
m/z--> 55 160 1%0 260 2%0 300 3%0
Abundance #131391: n-Nonadecanol-1 o R T
55 83 13.20 13.40 13.60 13.80
m/z 55.10 80.81%
5000 111 JNMwﬁ\p}\//vdAvﬂp/Jx,f\_»w
29
m/z--> % @ @ ﬁ 250 @ @ Bmmmmmmm

8270-BF092016.M Mon Oct 03 18:00:02 2016

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\
Data File : BF090323.D

Aca On : 30 Sep 2016 20:22

Operator : UM/SJ

Sample : H5023-04 5X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 14 Ethanol, 2-(tetradecyloxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.10 40.62 ng 1336430 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
3 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 91
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
5 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 87
Abundance Scan 1095 (14.102 min): BF090323.D (-1093) (-) m/z 57.10 100.00%
57
83
5000
111
139 13.80 14.00 14.20 14.40
ol ] A .L A7.168 210 238 266 308 343 380 412 | 7,7 83 10  69.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
5000 SR SR B BRI A
13.80 14.00 14.20 14.40
29 i m/z 71.10 68.64%
168 196
O.J.“‘.“.“‘ “ h ‘h h “‘gl‘. . \ 227 |258..|....|....|..
m/z--> 50 200 250 300 350 400
Abundance
57 83
13.80 14.00 14.20 14.40
5000 11 m/z 43.10 67.07%
. 139 167 196 222 266 294 320 hﬂﬂ_wa_A_ﬂ_JAuN,N,WJN-A-
m/z--> 50 100 150 200 250 300 350 400
Abundance #204545: Oxalic acid, isobutyl heptadecy! ester R  ERmmaT B
57 13.80 14.00 14.20 14.40
m/z 97.10 66 .28%
5000 -ﬂfK/ﬁkJA\~ﬁ/ﬂL~/\$A/f\~va
29
0 ‘ 1 N l 139 169 210 238 2§3
T rfrrrrTrrrrTTT T TTT T T T T T T T T T T AL AL AL A
m/z--> 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40

8270-BF092016.M Mon Oct 03 18:00:03 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090323.D

Aca On : 30 Sep 2016 20:22

Operator : UM/SJ

ﬁ?ggle : H5023-04 5X C-AREA-ABI54-09272016
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 15 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .69 39.66 ng 1699180 Perylene-d12 14 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 90
4 Triacontane 422 C30H62 000638-68-6 90
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
Abundance Scan 1146 (14.685 min): BF090323.D (-1143) (-) m/z 57.10 100.00%
7
85
5000
141 169 14.40 14.60 14.80 15.00
o 197 225 253 295 323 351 379 418440 n/z 71.10 83.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 L L B BRI B
mmmmmmmm
29 113 m/z 85.10 67 .85%
0 \‘ A ‘ “\ h h‘ u‘ \ \1\169 197 225 253 296
m/z--> 55 100 1%0 260 2éo 360 3éo 460 '
Abundance
57
14.40 14.60 14.80 15.00
5000 85 m/z 43.10 49 .86%
o 13 154 183 211 239 281 v_,ﬁ/»~\J\~/J\qu\~vJ\\AJAL
LRI SN DAL SURLELEA SURLELELE SRR UL SR SRR
m/z--> 50 100 150 200 250 300 350 400
Abundance #140553: 1-lodo-2-methylundecane Al Eama s B
57 14.40 14.60 14.80 15.00
m/z 99.15 23.12%
5000
85
29 ‘
bl s, e o 206
m/z--> 50 100 150 200 250 300 350 400 14.40 1460 1480 1500

8270-BF092016.M Mon Oct 03 18:00:03 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090323.D

Aca On : 30 Sep 2016 20:22

Operator : UM/SJ

ﬁ?ggle : H5023-04 5X C-AREA-ABI54-09272016
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Pentadecanal- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.13 20.00 ng 856820 Perylene-di12 14 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanal- 226 C15H300 002765-11-9 86
2 Tetradecanal 212 C14H280 000124-25-4 74
3 Cvclohexane. (1-hexvltetradecvl)- 364 C26H52 004443-60-1 43
4 Eicosane. 9-cvclohexvl- 364 C26H52 004443-61-2 43
5 Ecgonine methyl ester 199 C10H17NO3 106293-60-1 38
Abundance Scan 1185 (15.131 min): BF090323.D (-1183) (-) m/z 82.10 100.00%
8p
5000 -)xNJN,\,,\,v}\~V‘/ﬂxjijh~\
10 14.80 15.00 15.20 15.40
B8 . . . )
o A L A7 202225250 292 330 362 3% 431 m/z 57.10 94.99%
m/z--> 100 150 200 250 300 350 400
Abundance #82955:; Pentadecanal-
5000 UL SRR SO B B
14.80 15.00 15.20 15.40
109 m/z 43.10 73.59%
137
0 “'MM“I”'"I""I""I""I""I""I
m/z--> 100 150 200 250 300 350 400
Abundance
57 82
14.80 15.00 15.20 15.40
5000 m/z 96.10 71.03%
29
109
168
138 7 194
e L U L DL L L B S S
m/z--> 50 100 150 200 250 300 350 400
Abundance #193382: Cyclohexane, (1-hexyltetradecyl)- R R mEEE
43 14.80 15.00 15.20 15.40
83 m/z 83.10 59.21%
5000
“ 111
181
0 ‘ 1139 T 211 252 2?0 306 335 362
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 350 4(')0 ' 14|80 15. oo 15 20 15'40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090323.D

Aca On : 30 Sep 2016 20:22

Operator : UM/SJ

ﬁ?ggle : H5023-04 5X C-AREA-ABI54-09272016
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Oxirane, hexadecyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.93 37.24 ng 1595480 Perylene-d12 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Tetracosanal 352 C24H480 057866-08-7 90
3 Pentadecanal- 226 C15H300 002765-11-9 89
4 Octadecanal 268 C18H360 000638-66-4 72
5 Hexadecanal 240 C16H320 000629-80-1 64
Abundance Scan 1255 (15.931 min): BF090323.D (-1252) (-) m/z 82.10 100.00%
7 8
5000 \J“\A~—~\A«\,/x\__,,ﬁ/\/\yv,
L H° 138 15.60 15.80 16.00 16.20
o 180 208 250 278 306 334 362 390 418 455 m/z 57.10 93 _38%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117617: Oxirane, hexadecyl-
43 8
5000 LI L UL BN
15.60 15.80 16.00 16.20
109 m/z 96.10 72 .04%
138
A l\ | H\ (P e 20
m/z--> 50 150 200 250 300 350 400 450
Abundance
57 82
334 UL SN BRI SRR
15.60 15.80 16.00 16.20
5000 m/z 43.10 66 .00%
110
o 138 166 194 222 250 278 306
mz-> 50 100 150 200 250 300 350 400 450
Abundance #82954: Pentadecanal- R R EEEEE B
7 82 15.60 15.80 16.00 16.20
m/z 83.10 63 .88%
2000 W
29
109
0 (138, 152208
m/z--> 50 1(')0 150 2(')0 250 300 350 400 450 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090323.D

Aca On : 30 Sep 2016 20:22

Operator : UM/SJ

ﬁ?ggle : H5023-04 5X C-AREA-ABI54-09272016
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 19 2-Heptacosanone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.30 28.02 ng 1200320 Perylene-di12 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptacosanone 394 C27H540 007796-19-2 83
2 2-Tetradecanone 212 C14H280 002345-27-9 59
3 2-Nonadecanone 282 C19H380 000629-66-3 59
4 Oxirane. 3-ethvl-2.2-dimethvl- 100 C6H120 001192-22-9 52
5 2-Pentadecanone 226 C15H300 002345-28-0 47
Abundance Scan 1287 (16.297 min): BF090323.D (-1285) (-) m/z 59.10 100.00%
5p
5000 \
—v—v—rv—v—v—vj—v—v—v—vj—v—v—v—v—rv—v—v—v—
111 16.00 16.20 16.40 16.60
o — ll [d37164101 233261 309 348 300418 450 | 510 68,03k
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209553: 2-Heptacosanone
509
5000 RS DARAA AR
16.00 16.20 16.40 16.60
85 394 m/z 71.10 57.07%
o H‘M\m111;37 169194 236 264 292 334 365
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
58
16.00 16.20 16.40 16.60
5000 m/z 43.10 54 _.26%
29
o 8 7154 212 N»J\q\ﬂNﬂbN/\\/\J\Nx/\/\
mz-> 50 100 150 200 250 300 350 400 450
Abundance #129460: 2-Nonadecanone R EEEER RS S
58 16.00 16.20 16.40 16.60
m/z 57.10 30.72%
- MLAM
29 85
oL Al | | (111138 180 222 282
m/z--> 50 100 150 200 250 300 350 400 450 16.00 16.20 16.40 16.60

8270-BF092016.M Mon Oct 03 18:00:06 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF093016\

Data File : BF090323.D

Aca On : 30 Sep 2016 20:22

Operator : UM/SJ

ﬁ?ggle : H5023-04 5X C-AREA-ABI54-09272016
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 20 Guaia-3,9-diene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.75 22.37 ng 958234 Perylene-d12 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guaia-3.9-diene 204 C15H24 000489-83-8 50
2 4.6.6-Trimethvl-2-(3-methvlbuta-... 218 C15H220 1000190-22-2 45
3 Aciphvllene 204 C15H24 087745-31-1 43
4 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 38
5 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 35
Abundance Scan 1327 (16.754 min): BF090323.D (-1324) (-) m/z 204.20 100.00%
5000 N__U,__j\_,~/\b\.-__,\__
16.40 16.60 16,80 17.00
o m/z 135.10 79 .49%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64297: Guaia-3,9-diene
105 135161 50,
41
5000 B AU UL B
81 16,40 16.60 16.80 17.00
m/z 133.10 68.61%
0 Jll"'J""I""I""I""I""I'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
41 107
16.40 16.60 16,80 17.00
5000 T 133 18 m/z 107.10 60.90%
161
189
L L L A UL UL WL W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64263: Aciphyllene R e R R
95 16.40 16.60 16.80 17.00
147 1g9 m/z 95.10 54 _.89%
5000
119
0"'l"“" "|J t |“"'|""|""|""|""|' NN BN I
m/z--> 100 150 200 250 300 350 400 450 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF093016\
Data File : BF090323.D
Acqg On - 30 Sep 2016 20:22 Instrument :
Operator : UM/SJ gﬁA{s el

- _ lentosampleld :
3?2?6 - F15023-04 15X C-AREA-ABI54-09272016
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknownl.94 1.94 5.4 ng 208255 1 6.46 775239 20.0
2-Pentanol, 4-met. .. 2.78 12.2 ng 471653 1 6.46 775239 20.0
unknown6.23 6.23 10.0 ng 386169 1 6.46 775239 20.0
1-Hexanol, 2-ethyl- 6.55 12.1 ng 467886 1 6.46 775239 20.0
Isoborneol 8.09 5.3 ng 268225 2 7.75 1019990 20.0
Bicyclo[3.1.1]hep... 11.03 8.6 ng 368472 4 10.96 861184 20.0
Butanoic acid, 3-... 11.21 6.1 ng 261882 4 10.96 861184 20.0
n-Hexadecanoic acid 11.53 7.2 ng 311782 4 10.96 861184 20.0
unknownl12 .25 12.25 4.0 ng 174483 4 10.96 861184 20.0
5-Octadecene, (E)- 12.78 11.2 ng 368214 5 13.58 657976 20.0
1-Heneicosanol 13.46 30.7 ng 1008590 5 13.58 657976 20.0
Ethanol, 2-(tetra... 14.10 40.6 ng 1336430 5 13.58 657976 20.0
Heneicosane 14.69 39.7 ng 1699180 6 14.91 856820 20.0
Pentadecanal - 15.13 20.0 ng 856820 6 14.91 856820 20.0
Oxirane, hexadecyl- 15.93 37.2 ng 1595480 6 14.91 856820 20.0
2-Heptacosanone 16.30 28.0 ng 1200320 6 14.91 856820 20.0
Guaia-3,9-diene 16.75 22.4 ng 958234 6 14.91 856820 20.0
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