LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 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-BF060517.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 1.540 7 9 51 rVB 1011494 2120572 100.00% 11.831%
2 4.440 498 502 519 rBvV2 58534 183243 8.64% 1.022%
3 5.145 619 622 651 rBV 565334 1409763 66.48% 7 .865%
4 6.834 905 909 919 rBvV 729956 1250214 58.96% 6.975%
5 6.916 919 923 947 rVB 1012616 1843096 86.92% 10.283%
6 7.257 977 981 993 rBV 231708 354608 16.72% 1.978%
7 7.492 1017 1021 1045 rBV 782281 1168820 55.12% 6.521%
8 8.180 1134 1138 1169 rBV 498379 909629 42.90% 5.075%
9 9.298 1323 1328 1347 rBV 292464 492988 23.25% 2.750%
10 11.074 1624 1630 1651 rBVY 1239028 1720095 81.11% 9.596%

11 11.774 1745 1749 1759 rBvV 114603 161811 7.63% 0.903%
12 12.110 1802 1806 1813 rBV2 428256 555356 26.19% 3.098%
13 13.410 2022 2027 2044 rBV 602520 993589 46.85% 5.543%
14 13.739 2078 2083 2092 rBV2 15765 25625 1.21% 0.143%
15 14.509 2209 2214 2229 rVB2 350348 563747 26.58% 3.145%

16 15.545 2384 2390 2399 rBvV2 123552 166312 7.84% 0.928%

17 16.251 2506 2510 2518 rBV2 30242 44181 2.08% 0.246%
18 16.321 2518 2522 2526 rVV 54480 63591 3.00% 0.355%
19 16.362 2526 2529 2538 rVB 24771 43391 2.05% 0.242%
20 16.898 2611 2620 2626 rVB 1226754 1477673 69.68% 8.244%
21 16.956 2626 2630 2634 rBV 22259 24737 1.17% 0.138%
22 17.303 2685 2689 2694 rVB 85116 93097 4_.39% 0.519%
23 17.997 2803 2807 2813 rVB5 15990 21663 1.02% 0.121%

24 18.150 2829 2833 2842 rBV2 108408 202027 9.53% 1.127%
25 18.245 2845 2849 2859 rVvVv 308487 471772 22.25% 2.632%

26 18.956 2963 2970 2978 rBV2 89499 133951 6.32% 0.747%
27 19.386 3038 3043 3048 rVB 142752 163610 7.72% 0.913%
28 19.680 3086 3093 3103 rBV2 77174 176489 8.32% 0.985%
29 19.921 3130 3134 3145 rBvV 236919 365414 17.23% 2.039%

30 20.174 3173 3177 3181 rBV5 21320 26035 1.23% 0.145%
31 20.350 3203 3207 3210 rBV 75468 84357 3.98% 0.471%
32 20.386 3210 3213 3220 rVV5 42876 75500 3.56% 0.421%
33 20.521 3232 3236 3244 rVB9 12579 25864 1.22% 0.144%
34 21.121 3331 3338 3345 rBV7 21956 55751 2.63% 0.311%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 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-BF060517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 21.427 3384 3390 3395 rBV7 43523 97634 4.60% 0.545%
36 21.597 3417 3419 3427 rVBS8 19566 31855 1.50% 0.178%
37 21.697 3431 3436 3442 rVV7 20602 49375 2.33% 0.275%
38 21.762 3442 3447 3456 rVB7 38508 91478 4_.31% 0.510%
39 21.927 3469 3475 3482 rBV9 30458 80734 3.81% 0.450%

40 22.797 3616 3623 3630 rBV7 43893 104883 4._.95% 0.585%

Sum of corrected areas: 17924530
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF096164.D
1200000

1.54 6.92
1000000

7.49
800000 6.88

600000 5.15
8.18

400000

7.26
200000

4.44

T T
6.00 6.50

e T .

T T T T T T
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50
Abundance TIC: BF096164.D
1200000 11.07

[
7.00 7.50 8.00 8.50

1000000

800000

600000 1341

12.11
400000 14.51
9.30

200000 1177 15.54

13.74 }\ 1

(O e e e LA o e e e e e o o e e e B e LA B o e e e B o e e e B L B B o e e o e e LA e o st oy s e ey s e

Time--> 9.50 10.00 1050 11.00 1150 12.00 12.50 13.00 1350 1400 1450 15.00 1550 16.00 16.50
Abundance TIC: BF096164.D
12000001 16.90

1000000

800000

600000

400000

18.24

200000

21.1221.8%886.93 22.80

Wﬁwﬁwﬁwﬁwﬁwﬁwﬁw
Time--> 17.00 1750 18.00 1850 19.00 19.50 20.00 20.50 21.00 2150 22.00 22,50 23.00 23.50 24.00

.52
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.44 10.34 ng 183243 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
3 Acetone 58 C3H60 000067-64-1 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 502 (4.440 min): BF096164.D (-498) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 R RAREAREEmEE TSR
83.0 420 440 460 4.80
01 m/z 59.10 61.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI UL I L I
59.0 420 440 460 4.80
0
150 1010 m/z 101.10 21.39%
o 80 830
mz-> 10 20 30 40 % 60 70 85 90 100 110 120 130 140 1% 180
Abundance
59.0
420 440 4.60 480
5000 m/z 58.00 19.11%
43.0
0 83.0 980 123.0 141.0 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #213: Acetone - e —
43.0 420 440 460 4.80

m/z 41.10 9.89%

5000
58.0
15.0
| 230
e SNMBSNS. AN |

o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown6.92 Concentration Rank 2

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

6.92 103.95 ng 1843100 1,4-Dichlorobenzene-d4 7.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 924 (6.922 min): BF096164.D (-919) (-) m/z 132.00 100.00%
13p.0
5000 681
w01 %1 o& ko 7bo 750
0! I B e B B m/z 68.10 35.69%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000 NP AR AR
6.60 6.80 7.00 7.20
104.0 m/z 134.00 32.47%
510 66.0
o R4 1 Nul BN R A | —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
660 6.80 7.00 7.0
5000 67.0 m/z 66.05 21.46%
41.0 97.0
117.0
82.0
R S B S LS UL WL B W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R N REmssmasss
57.0 132.0 6.60 6.80 7.00 7.20
m/z 69.10 13.27%
74.0
5000 98.0 116.0
0 ||||||||||||‘|‘|‘|‘| |‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| I EEEREEE R R RS
m/z--> 20 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.54 5.90 ng 166312 Phenanthrene-d10 14.51
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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 30
Abundance Scan 2389 (15.539 min): BF096164.D (-2384) (-) m/z 73.00 100.00%
73.0
I A\
5000
129.1
97.1 149.0 213.2 T R
M‘ 185.1 256.2 15.20 15.40 15.60 15.80
of al L m/z 60.00 77.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0 L BRI DU B AR
83.0 1520 1540 1560 15.80
‘ 1570 1gso 2130 2560 | M/Z 43.05  73.05%
0 AR I‘ﬂ' Al .‘l‘k‘.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 730
15.20 15.40 15.60 15.80
5000 129.0 m/z 57.05 66.21%
970 199.0 242.0
157.0
o 1800
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #72646: Tridecanoic acid
430 | 730 15.20 15.40 15.60 15.80
: m/z 41.05 62.06%
5000
129.0
970 ‘ 171.0 214.0
0 ‘ ”\I‘I\”‘IH il ‘,‘l“...”,‘....|..‘..|EL.5.2.?.... .‘].'9.5.0...‘. M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 6 Heneicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

16.32 2.26 ng 63591 Phenanthrene-d10 14.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heptadecane 240 C17H36 000629-78-7 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2522 (16.321 min): BF096164.D (-2518) (-) m/z 57.05 100.00%

57.0
| 1411 16.00 16.20 16.40 16.60

ob— 1"'-'.-'.',-........,....,....,.... m/z 71.10 69.50%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0

5000 ||||||||||||||||||
16 00 16 20 16. 40 16 60
99.0 m/z 43.05 62.38%
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
R SRR R e
16.00 16.20 16.40 16.60
5000 m/z 85.05  46.43%
99.0
0 27.0 1410 1830 226.0
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0 16.00 16.20 16.40 16.60
m/z 41.00 33.23%
5000
27,0 990 1410
0 \ L ) 183. 0 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 7 Tetracosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.30 3.95 ng 93097 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2688 (17.298 min): BF096164.D (-2685) (-) m/z 57.10 100.00%
57.1
]2 s "17000 1720 1740 1760
ol b > m/z 71.10 64.86%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LRI SR SO U SO
17.00 17.20 17. 40 17. 60
99.0 m/z 43.05 60.55%
m/z--> 50 100 1éo 200 250 360 3éo
Abundance
57.0
| 17.00 17.20 17.40 17.60
5000 m/z 85.05 47 .00%
99.0
0 141.0 183.0 239.0 296.0
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #202662: Heptacosane T TR s
57.0 17.00 17.20 17.40 17.60
m/z 41.10 23.85%
5000
27,0 990 1410
ol 2oL L | Ty, 1410 1830 2250 2670 3230 3800 T
m/z--> 50 100 150 m 250 300 350 ﬂ%ﬂ%ﬂ%ﬂm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 8 Behenic alcohol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.15 8.56 ng 202027 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 2833 (18.150 min): BF096164.D (-2829) (-) m/z 83.10 100.00%
591 ,83.1
5000 111.1 lvmdk—fM/Jwvﬂp\NMJNMWW\A)NV
1801 17180 1800 1850 1840
(o} m/z 55.10 98.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
550 83.0
5000 111.0 LN SUNRA SRR B
17.80 18.00 18.20 18.40
m/z 57.05 96.45%
29.0 139.0 1670
oLerrr NI .0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
17.80 18.00 18.20 1840
5000 111.0 m/z 69.10 94.04%
29.0 139.0

167.0 195.0222.0 250.0 280.0 308.0 336.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol B A

55,0 83.0 17.80 18.00 18.20 18.40

m/z 43.10 93.40%
B //\/\/\J\M
29.0
o I 1390167.0 106.0  238.0 266.0294.0
Asaanseaaesieate e e I oS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 1-Decanol, 2-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.96 5.68 ng 133951 Chrysene-di12 18.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
2 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 91
3 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 87
4 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 87
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 74
Abundance Scan 2971 (18.962 min): BF096164.D (-2963) (-) m/z 57.10 100.00%
57.1

-

5000
l | 239.0 18.60 18.80 19.00 19.20
Ot b e e e e e m/z 43.05 72.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #95994: 1-Decanol, 2-hexyl-
57.0
5000 LA L L L L L B
1.0 18.60 18.80 19.00 19.20
m/z 83.05 63.23%
‘ H |, 196.0
B e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
R e e N
18.60 18.80 19.00 19.20
5000 m/z 55.05 59.96%
111.0
ol 167.0 225.0 281.0 341.0 401.0 460.0 532.0 678.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #241205: Octacosy! heptafluorobutyrate AR BEEEE eSS
57.0 18.60 18.80 19.00 19.20
m/z 69.10 58.98%
5000
111.0
bbbk 420 002020 320 w0 AL
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 650 18. 60 18 80 19. OO 19 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.39 8.95 ng 163610 Perylene-d12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 1.5.9-Decatriene. 2.3.5.8-tetram... 192 Cl14H24 230646-72-7 72
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 64
5 trans-Farnesol 222 C15H260 000106-28-5 59

Abundance Scan 3044 (19.392 min): BF096164.D (-3038) (-) m/z 69.05 100.00%

69.0
5000

19 00 19.20 19.40 19.60 19.80
38|9 175.0
0..-.|,"-.' ]-1"'-1.“..,2.17.1..,.... | m/z 81.10 53.99%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0

5000 B R R R e
19. 00 19. 20 19. 40 19 60 19. 80

m/z 41.05 20.59%

ol bk ﬁ [0 s o oo w0
m/z--> 50 150 200 250 300 350 400
Abundance
69.0
RN B e
19.00 19.20 19.40 19.60 19.80
5000 m/z 137.10 13.13%
137.0
0 29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #54705: 1,5,9-Decatriene, 2,3,5,8-tetramethy!-
69.0 19.00 19.20 19.40 19.60 19.80
m/z 68.10 13.03%
5000
29.0 137.0
L 179 [ amo
0..2‘,“.“‘.'.H : —,—— T —
m/z--> 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60 19.80

8270-BF060517.M Wed Jun 28 18:20:36 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Octacosane Concentration Rank 5

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

19.68 9.66 ng 176489 Perylene-d12 19.92

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 3093 (19.680 min): BF096164.D (-3086) (-) m/z 57.10 100.00%
57.1
. MM_jk—\/\//L/
LT 1640 10,60 10,80 2000
41.0 . . . .
197.2 281.0
/- ||,.| e m/z 71.10 76.24%
miz--> 50 15 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 LA L L L L L LB LB
19.40 19.60 19.80 20.00
99.0 m/z 43.05 61.96%
o210 ‘ h i \\ | }41 -0 1830 2250 2810 337.0  394.0
e : A A . AL i
m/z--> 5 100 150 200 250 300 350
Abundance
57.0
A
19.40 19.60 19.80 20.00
5000 m/z 85.10 53.66%
99.0
01280 141.0 1830 2250 267.0 309.0  365.0394.0
m e e L vt
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane i T
57.0 19.40 19.60 19.80 20.00
m/z 55.05 26.75%
5000
99.0
oLl b ;\ 141.0 1830 2250 267.0 300.0  367.0
A d g 7Tl 1830 2250 267.0 i AL M MMM
miz--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00

8270-BF060517.M Wed Jun 28 18:20:

37 2017

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Tetratetracontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

20.35 4.62 ng 84357 Perylene-d12 19.92

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 3207 (20.350 min): BF096164.D (-3203) (-) m/z 57.10 100.00%

5000

%

20.00 20.20 20.40 20.60

o m/z 71.05 71.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
5000 LA L L L L L B
20.00 20.20 20.40 20.60
m/z 43.05 55.50%
ol h || ‘1f9‘1690 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
m/z--> O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R e e N EE R
20.00 20.20 20.40 20.60
5000 m/z 85.05 51.19%
113.0
0 169.0 2390 594 ¢ 3520
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209565: Octacosane R B E R
57.0 20.00 20.20 20.40 20.60
m/z 55.00 22 .88%
o VW/\/\‘\/V\/\/K/\/\MN\WV\,
13.0
ol | ,169.0 2250 2810 3370 3940
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 20 00 20. 20 20. 40 20 60

8270-BF060517.M Wed Jun 28 18:20:37 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 13 Tetratriacontyl pentafluoro... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.39 4.13 ng 75500 Perylene-di12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 64
2 Octatriacontvl trifluoroacetate 647 CA0H77F302 1000351-88-7 64
3 Dodecane. 1l-cvclopentvl-4-(3-cvc... 348 C25H48 007225-68-5 64
4 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 64
5 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 64
Abundance Scan 3214 (20.391 min): BF096164.D (-3210) (-) m/z 83.10 100.00%
5000
20.00 20.20 20.40 20.60 20.80
ob——14L m/z 97.10 98.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #242008: Tetratriacontyl pentafluoropropionate
57.0
5000 AU AR BN
11.0 20.00 20.20 20.40 20.60 20.80
m/z 55.10 96.80%
ol 1 id ‘h i " ‘6‘7 0 222.0 278.0 334.0 390.0  476.0 622.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 |
Abundance
57.0
20.00 20.20 20.40 20.60 20.80
5000 m/z 43.10 82.70%
111.0
o 167.0 222 0 278 o 334.0 390.0 446.0 504.0 577.0628.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 |
Abundance #183013: Dodecane, 1-cyclopentyl-4-(3-cyclopentylpropyl)- AR BRI
83.0 20.00 20.20 20.40 20.60 20.80
m/z 57.00 76 .33%
5000
39.0 0
0 1 186.0 | 289.0 347.0
m/z--> 5'0 100 150 200 250 300 350 400 450 500 550 600 20,00 20.20 20.40 20.60 20.80

8270-BF060517.M Wed Jun 28 18:20:38 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown21.12 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.12 3.05 ng 55751 Perylene-di12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 47
2 Hexadecane 226 C16H34 000544-76-3 47
3 Dodecane. 2-methvyl- 184 C13H28 001560-97-0 47
4 Hexatriacontane 507 C36H74 000630-06-8 47
5 Heneicosane 296 C21H44 000629-94-7 47
Abundance Scan 3338 (21.121 min): BF096164.D (-3331) (-) m/z 57.10 100.00%
51.1
85.1
5000
11301372 2780 T TTTT TTrTT TT 1T TTTT
1 |‘ N 161.0 1931 2080 21100 21.20 2140
O rprrrrprere .“,u”w”t. m/z 71.05 80.70%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94345: Heptadecane
57.0
5000 U USRI B
85.0 2080 2100 21.20 2140
29.0 m/z 43.10 72.27%
. || | |30 1410 1690 196.0 2400
m/z--> 6 ﬁo 45 eb éo 160 150 150 1éo 1éo 200 220 240 2éo 2éo
Abundance
57.0
20.80 21.00 21.20 21.40
5000 85.0 m/z 85.10 54 _.69%
29.0 113.0

141.0 169.0 197.0 226.0

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48851: Dodecane, 2-methyl- A  EAREEESSTT
43.0 20.80 21.00 21.20 21.40
m/z 99.10 28.58%
5000 1.0
99.0 141.0
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20.80 21.00 21.20 21.40

8270-BF060517.M Wed Jun 28 18:20:40 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 (-)-Tricyclo[6.2.1.0(4,11)]--- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.43 5.34 ng 97634 Perylene-d12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-Tricvclol6.2.1.0(4.11)Tundec... 204 C15H24 1000154-06-7 50
2 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 46
3 .alpha.-Guaiene 204 C15H24 003691-12-1 43
4 1H-Cvcloproplelazulene. l1la.2.3.5... 204 C15H24 021747-46-6 42
5 _beta.-Humulene 204 C15H24 000116-04-1 42
Abundance Scan 3391 (21.433 min): BF096164.D (-3384) (-) m/z 133.00 100.00%

133.0

430 69.0 91

5000
21.20 21.40 21.60 21.80
0! m/z 95.10 83.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64496: (-)-Tricyclo[6.2.1.0(4,11)Jundec-5-ene, 1,5,9,9-te...
41.0 105.0 133.0
810 189.0
5000 LA B L L L L I
161.0 2120 2140 21.60 21.80
m/z 69.05 80.68%
0 ;nl:L.M“H.”.H”..”..”.P”.P”.P”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
204.0
910 1330 LA B L L L L I
41.0 21.20 21.40 21.60 21.80
5000 161.0 m/z 107.10 79.73%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64292: .alpha.-Guaiene
105.0 21.20 21.40 21.60 21.80
147.0 m/z 43.05 77.12%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 21. 20 21. 40 21 60 21. 80

8270-BF060517.M Wed Jun 28 18:20:40 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown21.70 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
21.70 2.70 ng 49375 Perylene-di12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3a-Methvl-3.3a-dihvdropvrrolol3.... 218 C11H10N20S 017163-68-7 35
2 Methane. methoxvbis(2-vinvlphenvl)- 250 C18H180 1000210-69-5 25
3 2H-Cvclopropalalnaphthalen-2-one... 218 C15H220 006831-17-0 25
4 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 23
5 Indeno[2,1-b]chromene, 218 C16H100 000243-24-3 18
Abundance Scan 3436 (21.697 min): BF096164.D (-3431) (-) m/z 218.10 100.00%
218.1
55.1
5000 94.0 119.0 1490 189.0
276.1

| 21.40 21.60 21.80 22.00
e | m/z 203.10  78.14%

o L || .-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75415: 3a-Methyl-3,3a-dihydropyrrolo[3,2-b][1,4]benzothia...
0

160.0

5000
21.40 21.60 21.80 22.00

m/z 55.10 51.58%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218.0
A Emma s e
21.40 21.60 21.80 22.00
5000 m/z 119.00 44 _96%
910 1150 178.0
570 510 147.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75950: 2H-Cyclopropala]naphthalen-2-one, 1,1a,4,5,6,7,7a, ...
218.0 21.40 21.60 21.80 22.00

m/z 189.00 43.96%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 21.40 21.60 21.80 22.00

8270-BF060517.M Wed Jun 28 18:20:41 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 17 unknown21.76 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.76 5.01 ng 91478 Perylene-d12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Alloaromadendrene 204 C15H24 025246-27-9 40
2 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 010219-75-7 25
3 1.4-Methano-1H-indene. octahvdro... 204 C15H24 087064-18-4 25
4 1.5-Cyclodecadiene. 1.5-dimethvl... 204 C15H24 075023-40-4 25
5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 25
Abundance Scan 3447 (21.762 min): BF096164.D (-3442) (-) m/z 95.05 100.00%
95.0
55.0
5000
21.40 21.60 21.80 2200
Ot m/z 205.15 74 .92%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64332: Alloaromadendrene
41.0 91.0
670 133.0 161.0
5000
21.40 21.60 21.80 22.00
m/z 55.05 74 .70%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
161.0
41.0 N
93.0 2040 21.'40 21.|60 21.|80 22.'00 '
5000 119.0 : m/z 108.10 72.13%
67.0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64551: 1,4-Methano-1H-indene, octahydro-1,7a-dimethyl-4-(...
21.40 21.60 21.80 22.00
m/z 109.10 70.17%
5000
0

T T
21.40 21.60 21.80 22.00

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

8270-BF060517.M Wed Jun 28 18:20:42 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown21.93 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.93 4.42 ng 80734 Perylene-d12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentadiene. 2.3.4.5-tet... 190 C14H22 1000161-28-7 35
1-(2-PvridvD)piperazine 163 C9H13N3 034803-66-2 18
3 Tricvclol4.3.0.0(7.91nonane. 2.... 206 C15H26 054832-82-5 16
4 Caparratriene 206 C15H26 1000374-08-7 14
5 Acetic acid, 3-hydroxy-6-isoprop... 278 C17H2603 1000185-44-8 14
Abundance Scan 3476 (21.933 min): BF096164.D (- 3469) ) m/z 189.10 100.00%
951 121.1 8b.1
55.0
5000 77. 161.1 2071
229.1
21.60 21.80 22.00 22.20
0 m/z 121.10 90.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53198: 1,3-Cyclopentadiene, 2,3,4,5-tetramethyl-1-(4-pent...
135.0
41.0 107.0
5000 175.0 21.60 21.80 22.00 22.20
79.0 m/z 95.10 85.86%
0 H ‘ Q8OH\ H\ I\‘\Im ”‘.‘.“‘ .1.#5.3.0‘...2 .:I'..?'.O....l....
m/z--> 100 120 140 160 180 200 220
Abundance
95.0 121.0
21'60 21.80 22.00 22.20 |
m/z 55.05 79.79%%
5000 163.0 (i
28.0 56.0
0 77.0 1450
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66230: Tricyclo[4.3.0.0(7,9)]nonane, 2,2,5,5,8,8-hexameth... A E RS
410 690 135.0 21.60 21.80 22.00 22.20
> m/z 93.00 71.49%
5000 1910
163.0
0 R B e R e 1 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 21.60 21.80 22.00 22.20

8270-BF060517.M Wed Jun 28 18:20:45 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062317\
Data File : BF096164.D

Aca On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample : 13842-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown22.80 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.80 5.74 ng 104883 Perylene-di12 19.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2Z2.4E)-3.7.11-Trimethvl-2.4.10-... 206 C15H26 172549-29-0 46
2 Methvl Camphorsulfonates 246 C11H1804S 046471-67-4 45
3 Caparratriene 206 C15H26 1000374-08-7 41
4 4 _.8a-Dimethvl-6-(2-methvl-oxiran... 234 C15H2202 1000189-11-4 38
5 6-l1sopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 38
Abundance Scan 3623 (22.797 min): BF096164.D (-3616) (-) m/z 69.05 100.00%
69.0
5000
a0 218.2
| o 2461 2731 2240 22'60 22.80 23.00 23.20
O m/z 95.10 87.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66217: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene
41.0 69.0
109.0
5000 AU
163.0 nmnmnmmmmm
136.0 m/z 81.00 72 .25%
191.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
gLo 109.0 151.0
22.40 22.I60 22.I80 23.'00 23.'20
soo0l 430 m/z 109.10 66.09%
246.0
oh 61.0 129.0 1890 215.0
A A N S N N N N N N e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66196: Caparratriene A EEE TS
41.0 69.0 95.0 22.40 22.60 22.80 23.00 23.20
121.0 m/z 123.05 65.86%
5000
163.0
191.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 22.40 22.60 22.80 23.00 23.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062317\
Data File : BF096164.D

Acq On : 23 Jun 2017 17:39

Operator : SJ/MA

Sample - 13842-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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]
2-Pentanone, 4-hy... 4.44 10.3 ng 183243 1 7.26 354608 20.0
unknown6 .92 6.92 104.0 ng 1843100 1 7.26 354608 20.0
n-Hexadecanoic acid 15.54 5.9 ng 166312 4 14.51 563747 20.0
Heneicosane 16.32 2.3 ng 63591 4 14.51 563747 20.0
Tetracosane 17.30 4.0 ng 93097 5 18.24 471772 20.0
Behenic alcohol 18.15 8.6 ng 202027 5 18.24 471772 20.0
1-Decanol, 2-hexyl- 18.96 5.7 ng 133951 5 18.24 471772 20.0
Squalene 19.39 8.9 ng 163610 6 19.92 365414 20.0
Octacosane 19.68 9.7 ng 176489 6 19.92 365414 20.0
Tetratetracontane 20.35 4.6 ng 84357 6 19.92 365414 20.0
Tetratriacontyl p... 20.39 4.1 ng 75500 6 19.92 365414 20.0
unknown21.12 21.12 3.0 ng 55751 6 19.92 365414 20.0
(-)-Tricyclo[6.2.... 21.43 5.3 ng 97634 6 19.92 365414 20.0
unknown21.70 21.70 2.7 ng 49375 6 19.92 365414 20.0
unknown21.76 21.76 5.0 ng 91478 6 19.92 365414 20.0
unknown21.93 21.93 4.4 ng 80734 6 19.92 365414 20.0
unknown22 .80 22.80 5.7 ng 104883 6 19.92 365414 20.0
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