LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111146.D

Aca On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample : J6206-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF120518 .M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total

1 3.251 196 198 215 rBvV 79611 223961 1.48% 0.161%

2 5.028 490 500 506 rBV 624977 937448 6.18% 0.676%

3 5.428 562 568 571 rBY 13021940 13614713 89.75% 9.814%

4 6.345 721 724 727 rBV 224769 208726 1.38% 0.150%

5 6.440 733 740 744 rBV2 12851242 15169788 100.00% 10.935%

6 6.575 758 763 767 rBVY 13337618 13977124 92.14% 10.076%

7 6.804 798 802 806 rBY 3809185 3033341 20.00% 2.187%

8 6.963 825 829 832 rBVY 11464193 10523322 69.37% 7.586%

9 7.363 892 897 900 rBVY 8822378 9424609 62.13% 6.794%
10 8.086 1015 1020 1023 rBV 4514677 3882043 25.59% 2.798%
11 9.163 1198 1203 1207 rBV 13851974 14533778 95.81% 10.477%
12 9.551 1266 1269 1273 rBV 1406723 1174255 7.74% 0.846%
13 9.839 1314 1318 1322 rVB2 4902487 4240924 27.96% 3.057%
14 10.627 1447 1452 1455 rBV 8846717 8372197 55.19% 6.035%
15 11.322 1566 1570 1573 rBV 4819478 3965685 26.14% 2.859%
16 11.857 1656 1661 1672 rBVY 1570205 1565671 10.32% 1.129%
17 12.639 1790 1794 1806 rBY 1131420 1327196 8.75% 0.957%
18 12.727 1806 1809 1813 rBvV 159766 162295 1.07% 0.117%
19 12.910 1836 1840 1843 rBV 11145820 10519045 69.34% 7.583%
20 13.127 1873 1877 1879 rBV 233047 248200 1.64% 0.179%
21 13.151 1879 1881 1885 rVB 262139 230861 1.52% 0.166%
22 13.810 1990 1993 2001 rBVY 3203448 3365080 22.18% 2.426%
23 13.957 2013 2018 2021 rBVY 2643516 2551956 16.82% 1.840%
24 14.139 2045 2049 2055 rBV 415472 477526 3.15% 0.344%
25 14.257 2066 2069 2076 rVB3 158125 179808 1.19% 0.130%
26 14.445 2098 2101 2108 rBVY 5400417 5701883 37.59% 4.110%
27 14.757 2149 2154 2161 rBV4 315494 501906 3.31% 0.362%
28 14.821 2162 2165 2170 rVvV 258922 261526 1.72% 0.189%
29 14.886 2173 2176 2182 rVB 249388 248245 1.64% 0.179%
30 15.098 2209 2212 2219 rVB 1161790 1441887 9.50% 1.039%
31 15.392 2257 2262 2267 rVB 2250813 2588460 17.06% 1.866%
32 15.639 2300 2304 2308 rBv2 302969 377560 2.49% 0.272%
33 15.751 2319 2323 2333 rVB4 233090 407412 2.69% 0.294%
34 15.874 2339 2344 2348 rBV 422213 594534 3.92% 0.429%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111146.D

Aca On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample : J6206-03

Misc :

ALS Vial : 7 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.921 2348 2352 2360 rVVv2 317156 540209 3.56% 0.389%
36 16.645 2472 2475 2482 rVB2 150502 250493 1.65% 0.181%
37 16.951 2523 2527 2532 rVB3 93114 164464 1.08% 0.119%
38 17.404 2598 2604 2611 rBV6 234731 533821 3.52% 0.385%
39 17.498 2614 2620 2630 rVB6 162530 446155 2.94% 0.322%
40 17.727 2655 2659 2664 rBV7 90243 167621 1.10% 0.121%
41 18.186 2731 2737 2744 rBV7 106901 286504 1.89% 0.207%
42 18.927 2858 2863 2870 rVB8 128458 300603 1.98% 0.217%

Sum of corrected areas: 138722835
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\

BF111146.D

6 Dec 2018 19:00

JussJ

J6206-03

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF111146.D

5.43 6.4%

5.03
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Time-->
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|
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1.2e+07
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8000000

6000000

4000000

2000000

TIC: BF111146.D
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8.09
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I
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jeshnes)

Olor—r
Time-->

10.50 11.00 11.50

9.50 10.00 12.00

12.50

13.00

Abundance

1.2e+07
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8000000

6000000

4000000

2000000

0

TIC: BF111146.D

14.44
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13.96 15.39

15.10

15.64 355392 16.64 16.95 17405017.73
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18.9

1434 26 142839

Time-->

1
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111146.D

Aca On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample : J6206-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

503 6.18ng 937448  1,4-Dichlorobenzene-da 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Pentanone. 4-hydroxv-d-methyl- 116 C6H1202 000123-42-2 56

017348-59-3 36
001116-98-9 25

2 Propane. 2-methvl-2-(l1-methvleth... 116 C7H160
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9
Abundance Scan 500 (5.028 min): BF111146.D (-490) (-) m/z 43.00 100.00%

43.0
5000 91
e e e
| 711 830 1%1 4.60 4.80 5.00 5.20 5.40
Obrrr e A el e e m/z 59.10 50.84Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [TT I T[T r[rrrr[rrrrprrrs
59.0 460 4.80 5.00 520 5.40
0
150 1010 m/z 101.10 15.76%
310 83.0
1wl Ly | . |
O B e A A S R n s e o e SO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
e
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 14 .93%
41.0
29.0 101.0
o ol L 730 860 |
i R R L a R e e e R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 460 4.80 5.00 5.20 5.40
m/z 41.10 9.10%
5000 41.0
o T O =Y 1260 1420
R e o B A B = = e S E
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111146.D

Aca On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample : J6206-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 unknown6.57 Concentration Rank 1

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

6.57 92.16 ng 13977100 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 762 (6.569 min): BF111146.D (-758) (-) m/z 132.00 100.00%
13R.0
5000 68.0
400 o1 J oo | 650 o 6k ohy 70
0 T e I R m/z 68.05 46 .46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 L N R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.42%
0 I L S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14511: (5-Methyl-2- pyrldyl)acetonltrlle
2.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 29.95%
92.0
65.0
O '%ggq T '|‘m' SRR Il"%¥7lq T "I N S S SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14396: 1,2,4-Trifluorobenzene L L L L L DL B
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 18.76%
5000 630 810
31.0 112.0
0.,..‘..‘,%8.(.)‘““.“.i‘.l..‘,‘.‘.l‘.,..“. N RN S
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111146.D

Aca On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample : J6206-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.86 7.90 ng 1565670 Phenanthrene-d10 11.32
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 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1662 (11.863 min): BF111146.D (-1656) (-) m/z 43.05 100.00%
5000

157.1 185.2 256.3 5208 11.60 11.80 12.00 12.20

o} . m/z 73.00 90.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
6Q.

%

5000
11.60 11.80 12.00 12.20
0
157.0 1950 2130 256.0 m/z 60.00 87 .79%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
e e  EE R s
11.60 11.80 12.00 12.20
5000 129.0 m/z 41.10 76.30%
disol | Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72648: Tridecanoic acid I B B e e L B B
73.0 11.60 11.80 12.00 12.20
m/z 57.10 70.63%
43.0
5000
129.0
%6.0 1710 2140
8q | ||
Ollllllll‘l‘l‘lll‘l‘l‘ II”\”JI\I ;lll‘llll‘llllllllllllllll TTTT lllllllllllllllllll _l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—rl_l_ﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111146.D

Aca On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample : J6206-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.64 10.40 ng 1327200 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 1794 (12.639 min): BF111146.D (-1790) (-) m/z 43.05 100.00%
i WWL\J
5000
129.1
185.2 241.3 oA 150 150en 1200
101.1 572 . 284.4 12.40 12.60 12.80 13.00
o 202 L 232 | S m/z 57.10 83.99%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

%

5000

12.40 12.60 12.80 13.00
m/z 73.10 78.73%

04
m/z--> 50 100 150 200 250 300 350
Abundance #95855: Pentadecanoic acid
43.0 73.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 76.57%
199.0 242.0
el
o O
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester EEEE s e AR
43.0 12.40 12.60 12.80 13.00
m/z 55.05 69.10%
73.0
129.0
185.0213.0241.0
oL L | BTOTTRONO | ano  4m0 | W
m/z--> 50 O 150 200 250 300 350 12.40 12. 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111146.D

Aca On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample : J6206-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 26.37 ng 3365080 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 2- Chloropropionic acid. hexadec... 332 C19H37Cl02 086711-81-1 91
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
Abundance Scan 1993 (13.810 min): BF111146.D (-1990) (-) m/z 57.10 100.00%
51.1
97.0
5000
26.1 13.40 13.60 13.80 14.00 14.20
I [P Jera1062  spo2803 1754310 98.03%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene

55.0
97.0 \

5000 USRS
13.40 13.60 13.80 14.00 14.20
m/z 55.05 90.25%
ol14.0 ]139 0168.0 308.0
- I T T L T I T T I T T 7T I T T

m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
580 970

13.40 13.60 13.80 14.00 14.20

5000 m/z 83.05  78.42%
oL 2600, | A | ﬂ L P3h 168.0 2100  266.0295.0
a0 b I Bl -
miz--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol PP e e
510 (97.0 13.40 13.60 13.80 14.00 14.20

m/z 69.10 68 .45%

5000

39.0
I h 168.0 200.0238.0 278.0308.0 348.0378.0

m/z--> 50 100 150 200 250 300 350 13. 40 13. 60 13. 80 14.00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111146.D

Aca On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample : J6206-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Triacontyl heptafluorobutyrate Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.14 3.74 ng 477526 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Triacontyl heptafluorobutvrate
2 17-Pentatriacontene

3 Octacosvl heptafluorobutvrate
4 Tricosyl trifluoroacetate

5 Hexacosyl heptafluorobutyrate

634 C34H61F702
491 C35H70

606 C32H57F702
436 C25H47F302
578 C30H53F702

1000351-83-2 91
006971-40-0 91
1000351-83-6 91
1000351-75-1 91
1000351-83-3 91

Abundance Scan 2049 (14.139 min): BF111146.D (-2045) (-) m/z 57.05 100.00%
57.0
5000
A
N 1380 14100 1420 1440
J 166.2 : : ' :
oAb L 002 22l 2i82 e M/z 43.10  87.28%
miz--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241861: Triacontyl heptafluorobutyrate
57.0
5000
11.0 13.80 14.00 14.20 14.40
m/z 55.10 56.83%
o 111‘6,9-0 222.0 278.0 334.0  420.0466.0 616.0
PR T e R e
miz--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #234187: 17-Pentatriacontene
43.0
13.80 14.00 14.20 14.40
5000 o m/z 83.05 50.81%
o I | 153.0 210.0 267.0 321.0 490.0
AT T R b L e SRR SN2 21 S
miz--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241205: Octacosy! heptafluorobutyrate AT
57.0 13.80 14.00 14.20 14.40
m/z 71.10 50.49%
5000
11.0
ol anego 236.0 292.0 392.0438.0 588.0
e B T R R e e  Ea A
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111146.D

Aca On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample : J6206-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14 .44 44.69 ng 5701880 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 2100 (14.439 min): BF111146.D (-2098) (-) m/z 57.10 100.00%
57.1
97.1
5000
39.2 14.20 14.40 14.60 14.80
O — | ‘ I | Jl E3)a1m020712302 3083 3852 3973 | 43 107 94.550%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
580 oo ¢
5000
14.20 14.40 14.60 14.80
m/z 55.10 84.14%
ol19. 39-0 1850 224.0 266.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
510 479
" 14.20 14.40 14.60 14.80
5000 m/z 83.05 65.48%
0 | } 1] l [ \\Ff'? 182.0 222.0 266.0 311.0 412.0
m/z--> 55 160 1éo 200 2éo 360 350 460
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester R R R A
57.0 14.20 14.40 14.60 14.80
m/z 69.10 59.63%
97.0
5000
169.0
oL i Ao 200 ae00 4200
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF120518_.M Fri Dec 07 15:11:56 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111146.D

Aca On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample : J6206-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Heptadecyl heptafluorobutyrate Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.76 3.88 ng 501906 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
2 Docosvl heptafluorobutvrate 522 C26H45F702 1000351-83-1 91
3 9-Tricosene. (2)- 322 C23H46 027519-02-4 90
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 87
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 87

Abundance Scan 2155 (14.762 min): BF111146.D (-2149) (-) m/z 57.10 100.00%
°11 970
5000
207.1
1 1B5.2 283.0 355.0 14.40 14.60 14.80 15.00
Ot bbbl gqu b m/z 43.10 89.42%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000
14.40 14.60 14.80 15.00
m/z 55.10 88.84Y%
LU0 oo e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237282: Docosy! heptafluorobutyrate
57.0
97.0
14.40 14.60 14.80 15.00
5000 m/z 83.05 85.37%
39 308.0
ol L A 181.0 224.0265.0 353.0 504.0
m/z--> 55 160 150 260 2§o 360 3%0 460 4%0 560
Abundance #163018: 9-Tricosene, (2)-
53.0 97.0 14.40 14.60 14.80 15.00
m/z 97.05 83.49%
5000
322.0
ol “ Jf?'? 182.0 224.0266.0 |
m/z--> 5'0 1(')0 1&1,0 2(')0 2§o 3(')0 3&1;0 4(')0 4&1;0 5(')0 14.40 14.60 14.80 15.00

8270-BF120518_.M Fri Dec 07 15:11:57 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111146.D

Aca On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample : J6206-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Phthalic acid, monocyclohex... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
14.82 2.02 ng 261526 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. monocvclohexvl ester 248 C14H1604 007517-36-4 64
2 Phthalic acid. di(oct-3-vl) ester 390 C24H3804 1000377-72-3 64
3 2-(Pentvloxvcarbonvl)benzoic acid 236 C13H1604 1000373-49-7 59
4 Phthalic acid. hept-3-vl isohexv... 348 C21H3204 1000356-98-9 53
5 1,2-Benzenedicarboxylic acid, bu... 362 C22H3404 000089-18-9 53
Abundance Scan 2165 (14.821 min): BF111146.D (-2162) (-) m/z 149.00 100.00%
149.0
5000
43.0 69.1 J
97.0 14.60 14.80 15.00 15.20
ol o d23L, | 7492052 2531 3072 38511 nz57167 00 40.59%
m/z--> 50 100 150 200 250 300 350
Abundance #100548: Phthalic acid, monocyclohexyl ester
149.0
5000
14.60 14.80 15.00 15.20
55.0 l m/z 43.00 28.27%
ol 11,50 1220 2050 240
m/z--> 50 100 150 200 250 300 350
Abundance #207673: Phthalic acid, di(oct-3-yl) ester
149.0
14.60 14.80 15.00 15.20
5000 m/z 69.10 27 .02%
20.0 57‘.0 10‘4.0 27?-0
m/z--> " 50 100 150 200 250 300 350
Abundance #90420: 2-(Pentyloxycarbonyl)benzoic acid
149.0 14.60 14.80 15.00 15.20
m/z 57.10 26 .85%
5000
L3080 1950 | 1700 gm0
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF120518_.M Fri Dec 07 15:11:57 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111146.D

Aca On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample : J6206-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Oxirane, hexadecyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.64 2.92 ng 377560 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
2 Octadecanal 268 C18H360 000638-66-4 87
3 15-Octadecenal 266 C18H340 056554-93-9 83
4 Oxirane. tetradecvl- 240 C16H320 007320-37-8 64
5 1,19-Eicosadiene 278 C20H38 014811-95-1 64

Abundance Scan 2304 (15.639 min): BF111146.D (-2300) (-) m/z 57.10 100.00%

5000

1001 A s
0 151.0 180.9 209.1 2352 267.0 292.4 15.40 15.60 15.80 16.00

m/z 43.10 83.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117617: Oxirane, hexadecyl-

5000 LIRS
15.40 15.60 15.80 16.00
m/z 82.10 69.02%
0 166.0 208.0 250.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117607: Octadecanal

15.40 15.60 15.80 16.00
m/z 55.10 61.53%

5000

. 137.0 1660 194.0 2220 2500
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115865: 15-Octadecenal b RREmE EE e
15.40 15.60 15.80 16.00

m/z 96.05 53.39%

5000

137.0 168.0 196.0 224.0 251.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.40 15 60 15. 80 16 00

8270-BF120518_.M Fri Dec 07 15:11:58 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111146.D

Aca On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample : J6206-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 unknownl5.75 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.75 3.15 ng 407412 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzocvclohepten-7-ol. 2.3.4.... 222 C15H260 006892-80-4 45
2 Epicedrol 222 C15H260 1000156-22-8 41
3 1.4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 38
4 p-Toluthioamide 151 C8HONS 002362-62-1 35
5 Naphthalene, decahydro-2,2-dimet... 166 C12H22 031124-85-3 35
Abundance Scan 2323 (15.751 min): BF111146.D (-2319) (-) m/z 43.05 100.00%
43.0
151.1
5000
4883 | 15.40 15.60 15.80 16.00
Oy m/z 151.05 74 .96%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #79482: 1H-Benzocyclohepten-7-ol, 2,3,4,4a,5,6,7,8-octahyd...
.0

5000 LA L L L L L B
15.40 15.60 15.80 16.00
222.0 m/z 95.10 61.69%
0 sy e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #79380: Epicedrol
95.0
R o R N mEEaE
150.0 15.40 15.60 15.80 16.00
5000 m/z 55.00 47 .13%

43.0

OFPAL_M l Jll m l ! L 22?0

i |
LA L L B L

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #24832: 1,4 Benzodioxan-6-amine R B .

151.0 15.40 15.60 15.80 16.00

m/z 135.05 39.74%
95.0
5000
41.0

oA e M.

m/z--> 0 50 100 150 200 250 300 350 400 450 15.40 15.60 15.80 16.00

8270-BF120518_.M Fri Dec 07 15:11:59 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111146.D

Aca On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample : J6206-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Pentacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.87 4.59 ng 594534 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
Abundance Scan 2343 (15.868 min): BF111146.D (-2339) (-) m/z 57.10 100.00%
51.1
5000 85.0
13.1 41 1 15.60 15.80 16.00 16.20
0...IJ.!J'- ;411692 2081 25272611  327.13552 m/z 43.10 64.64%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 85.0 LRI BRI BUGRILN UL B

15.60 15.80 16.00 16.20
m/z 71.10 56.05%

113.0941 0169 0

anIILﬂJJJ znwwMMM%mmmﬂo
ot e P S ST T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
e T
15.60 15.80 16.00 16.20
5000 85.0 m/z 85.05 38.74%
29.0 113.0
oL, 1 | 77 141.0169.0197.0225.0253.0 295.0323.0 367.0
e RSt s S M S Lt S
m/z--> 50 100 150 200 250 300 350
Abundance #129493: Eicosane e e
57.0 15.60 15.80 16.00 16.20
m/z 55.05 19.93%
5000 85.0
20,0 282.0
: 113.0
141.01609. 0197. 0225 0
m/z--> 50 100 150 200 250 300 350 1560 15.80 16.00 16.20

8270-BF120518_.M Fri Dec 07 15:11:59 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111146.D

Aca On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample : J6206-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 n-Tetracosanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.92 4_.17 ng 540209 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 Octacosanol 410 C28H580 000557-61-9 90
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 1-Heneicosanol 312 C21H440 015594-90-8 81
Abundance Scan 2352 (15.921 min): BF111146.D (-2348) (-) m/z 43.10 100.00%
43.1 97.1
5000
39 1 2071 2511 15.60 15.80 16.00 16.20
I by JRET0 20022831 8210 0 Tn/z 57.10  96.34%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
571.0 197.0
5000 LR DL BN BN B
15 60 15. 80 16. 00 16.20
m/z 55.00 94 .08%
39.0
o 2710 i ,Il } f 181.0 222.0252.0 308.0337.0
m/z--> 50 160 150 200 2%0 360 3éo '
Abundance #210517: 1-Heptacosanol
57.0 (97.0
15,60 15.80 16.00 16.20
5000 m/z 97.10 84 .98%
39.0
27,0] | ‘ J’ } I 1? |, 181.0 222.0 264.0294.0 334.0 378.0
m/z--> 55 100 1%0 200 2%0 300 3%0 '
Abundance #215904: Octacosanol B
57.0 15.60 15.80 16.00 16.20
97.0 m/z 83.10 82.48%
5000 l J
Ozm l‘JLfﬁqmmznmaommmm3wmwo
m/z--> 55 160 1%0 200 250 360 3éo 1560 1580 1600 1620 '

8270-BF120518_.M Fri Dec 07 15:12:00 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111146.D

Aca On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample : J6206-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 _.gamma.-Sitosterol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.40 4.12 ng 533821 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 90
3 Stiamastan-3.5-diene 396 C29H48 1000214-16-4 38
4 Cholestan-3-one. 4.4-dimethvl-., ... 414 C29H500 002097-85-0 30
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 27
Abundance Scan 2603 (17.398 min): BF111146.D (-2598) (-) m/z 43.05 100.00%
43.0
5000

303.3

381.4414.5 17.00 17.20 17.40 17.60 17.80
m/z 57.10 59.37%

43.1

O iy
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol

5000

17.00 17.20 17.40 17.60 17.80
m/z 55.05 56.41%

04
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol
43.0
R B R ARama
17.00 17.20 17.40 17.60 17.80
5000 81.0 m/z 107 .05 47 .91%
145.0 414.0
78.0 2130 2550 3290 4o
i LG 89. '
O AL Bl
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #210541: Stigmastan-3,5-diene A B o
43.0 17.00 17.20 17.40 17.60 17.80
m/z 95.05 44 .32%
396.0
5000
\ 81.0 147.0
o s | 90290 25502880 s | 0T
m/z--> 0 50 100 150 200 250 300 350 400 17. 00 17. 20 17. 40 17. 60 17.80

8270-BF120518_.M Fri Dec 07 15:12:00 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111146.D

Aca On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample : J6206-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 unknownl7.50 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.50 3.45 ng 446155 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Dioxabicvclol3.2.1Toctane. 6... 263 C14H17N0O4 055821-20-0 43
2 Cvclopentanecarboxvlic acid. 3-m... 204 C13H1602 1000307-57-4 43
3 3.5-Bis(trifluoromethvpvrazol 204 CBH5H2F6N2 014704-41-7 38
4 Aromandendrene 204 C15H24 000489-39-4 38
5 4-Nitrophenyl trifluoromethanesu... 271 C7H4F3NO5S 017763-80-3 38
Abundance Scan 2620 (17.498 min): BF111146.D (-2614) (-) m/z 41.00 100.00%
41.
5000
3410 4014 17.20 17.40 17.60 17.80
o} m/z 55.05 78.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #113039: 2,4-Dioxabicyclo[3.2.1]octane, 6,7-dimethyl-3-(4-...
69.0
5000 LRI BSNA BURRUSE SRS SUNI
263.0 17.20 17.40 17.60 17.80
‘ 100.0 179.0 m/z 69.05 73.55%
0..J!l|m.”L...!J.l.,.... UL DALY SR S
m/z--> 50 100 150 200 250 300 350 400
Abundance #64152: Cyclopentanecarboxylic acid, 3-methylphenyl ester
69.0
17.20 17.40 17.60 17.80
5000 m/z 81.10 59.78%
08.0
] 204.0
L3 4[| 130 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #64632: 3,5-Bis(trifluoromethyl)pyrazol B B A Eame
69.0 17.20 17.40 17.60 17.80
204.0 m/z 204.15 47 .72%
5000 106.0137.0
OIIIIIIJLIJ!ILIIIIIMIIIIIIIII T
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF120518_.M Fri Dec 07 15:12:01 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111146.D

Aca On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample : J6206-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 unknownl18.19 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.19 2.21 ng 286504 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caparratriene 206 C15H26 1000374-08-7 46
2 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 46
3 Epialobulol 222 C15H260 1000150-05-1 46
4 Globulol 222 C15H260 051371-47-2 38
5 1,4-Methanoazulen-7-o0l, decahydr... 222 C15H260 018319-27-2 35
Abundance Scan 2738 (18.192 mm) BF111146.D (-2731) (-) m/z 207.10 100.00%
55.0
5000
241-2283.0316 5 393.3429.0 17.80 18.00 18.20 18.40 18.60
o1y m/z 55.00 80.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66196: Caparratriene
69.0
09.0
5000 LA AR R BN B
163.0 17.80 18.00 18.20 18.40 18.60
m/z 189.10 79.74%
Foeo
0= ‘L'l"" URLERELAY DAL S SURL AL UL
m/z--> 50 100 150 200 250 300 350 400
Abundance #221200: Hop-22(29)-en-3.beta.-ol
189.0
o B0 17.80 18.00 18.20 18.40 18.60
5000 135.0 m/z 93.05 68.56%
Lo e suosmomo
0: ||‘|| ||||I||||‘ I:l‘:':‘ I\I\II
m/z--> 50 100 150 200 250 300 350 400
Abundance #79381: Epiglobulol BT
43.0 17.80 18.00 18.20 18.40 18.60
m/z 109.10 67.56%
82.0
5000 161 0
\ 2040
O.H.“.‘llh ‘H“I\“Lh\ ...|.... T R AR RS T
m/z--> 50 250 300 350 400 17.80 18.00 18.20 18.40 18.60

8270-BF120518_.M Fri Dec 07 15:12:01 2018 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111146.D

Aca On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample : J6206-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 unknownl18.93 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.93 2.32 ng 300603 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2Z.4E)-3.7.11-Trimethvl-2.4.10-... 206 C15H26 172549-29-0 46
2 2-Oxabicvclol4.4.01dec-9-en-8-on... 208 C13H2002 122723-58-4 25
3 Cvclohexane-1-methanol. 3.3-dime... 208 C14H240 1000196-01-5 25
4 2(3H)-0xazolone. dihvdro-4-hvdro... 267 C13H21N303 1000319-29-4 25
5 cis,cis-2,8-Dimethylspiro[5.5]Jun... 180 C13H24 095530-75-9 22
Abundance Scan 2864 (18.933 min): BF111146.D (-2858) (-) m/z 123.05 100.00%
5000
3023 3420 4113 | 185018.6018.7018.8018.90
0 m/z 55.05 92 .66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66217: (2Z,4E)-3,7,11-Trimethyl-2,4,10-dodecatriene
69.
109.0
5000 RSB RBARESA RREAA RARR
163.0 18/5018.60 18.7018.80 18.90
3910 m/z 95.00 87 .23%
l I Foeo
0 A
m/z--> 50 100 150 200 250 300 350 400
Abundance #67782: 2-Oxabicyclo[4.4.0]dec-9-en-8-one, 1,3,7,7-tetrame...
69.0
18.5018.6018.7018.8018.90
5000 m/z 69.05 79.28%
208.0
Ll g 290 ] |
U “NH-”-ku---- UL SR UL UL U
m/z--> 50 100 150 200 250 300 350 400
Abundance #67884: Cyclohexane-1-methanol, 3,3-dimethyl-2-(3-methyl-1... R A RRES B
109.0 18.5018.60 18.7018.80 18.90
m/z 109.10 76 .73%
41.0
5000 9.0
140.0 17702080
ol ."‘I.‘h‘.‘.{.l"{.... T AR RS mmana I
m/z--> 50 100 150 200 250 300 350 400 18/5018.60 18.7018.80 18.90
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120618\
Data File : BF111146.D

Acq On : 6 Dec 2018 19:00

Operator : JU/SJ

Sample - J6206-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518_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... 5.03 6.2 ng 937448 1 6.80 3033340 20.0
unknown6 .57 6.57 92.2 ng 13977100 1 6.80 3033340 20.0
n-Hexadecanoic acid 11.86 7.9 ng 1565670 4 11.32 3965690 20.0
Octadecanoic acid 12.64 10.4 ng 1327200 5 13.96 2551960 20.0
1-Docosene 13.81 26.4 ng 3365080 5 13.96 2551960 20.0
Triacontyl heptaf... 14.14 3.7 ng 477526 5 13.96 2551960 20.0
1-Heneicosanol 14.44 44.7 ng 5701880 5 13.96 2551960 20.0
Heptadecyl heptaf... 14.76 3.9 ng 501906 6 15.39 2588460 20.0
Phthalic acid, mo... 14.82 2.0 ng 261526 6 15.39 2588460 20.0
Oxirane, hexadecyl- 15.64 2.9 ng 377560 6 15.39 2588460 20.0
unknownl15.75 15.75 3.1 ng 407412 6 15.39 2588460 20.0
Pentacosane 15.87 4.6 ng 594534 6 15.39 2588460 20.0
n-Tetracosanol-1 15.92 4.2 ng 540209 6 15.39 2588460 20.0
-.gamma.-Sitosterol 17.40 4.1 ng 533821 6 15.39 2588460 20.0
unknownl17 .50 17.50 3.5 ng 446155 6 15.39 2588460 20.0
unknown18.19 18.19 2.2 ng 286504 6 15.39 2588460 20.0
unknown18.93 18.93 2.3 ng 300603 6 15.39 2588460 20.0
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