LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116293.D

Aca On : 15 Aug 2019 22:04

Operator : HP/JU

Sample : K4356-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073019.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 5.440 566 570 592 rBV 897667 1289636 87.01% 6.646%
2 6.451 739 742 762 rBVY 1165559 1432703 96.67% 7.383%
3 6.587 762 765 774 rVV 1573790 1482117 100.00% 7.638%
4 6.816 801 804 815 rBV 480210 461806 31.16% 2.380%
5 6.969 827 830 848 rBVY 1042399 1074499 72.50% 5.537%
6 7.381 897 900 925 rBV 809574 933443 62.98% 4.810%
7 8.098 1019 1022 1045 rVvB 571025 588287 39.69% 3.032%
8 9.169 1200 1204 1216 rBVY 1526384 1343635 90.66% 6.924%
9 9.563 1268 1271 1286 rBV 257480 290480 19.60% 1.497%
10 9.851 1316 1320 1333 rBV 759840 720712 48.63% 3.714%

11 10.639 1450 1454 1471 rBV 973354 1066074 71.93% 5.494%
12 11.339 1569 1573 1582 rBV 706162 770366 51.98% 3.970%

13 11.857 1658 1661 1665 rBV 23240 26615 1.80% 0.137%
14 12.410 1752 1755 1758 rVB 21289 17148 1.16% 0.088%
15 12.910 1837 1840 1853 rVB 1515794 1367888 92.29% 7.049%
16 13.139 1872 1879 1884 rBV 38530 42493 2.87% 0.219%
17 13.480 1933 1937 1942 rBV2 27142 29298 1.98% 0.151%
18 13.598 1953 1957 1961 rBV2 19049 18333 1.24% 0.094%
19 13.798 1988 1991 2000 rBv2 222011 322381 21.75% 1.661%
20 13.868 2000 2003 2007 rVB2 32227 33684 2.27% 0.174%
21 13.945 2012 2016 2018 rVVv2 54150 49876 3.37% 0.257%
22 13.980 2018 2022 2034 rVB 764132 819093 55.27% 4.221%
23 14.121 2042 2046 2055 rBV 46257 59629 4.02% 0.307%
24 14.245 2063 2067 2070 rBV 71360 63079 4._.26% 0.325%
25 14.433 2094 2099 2109 rBvV 234374 419778 28.32% 2.163%
26 14.721 2144 2148 2152 rBV 61601 66635 4_50% 0.343%
27 14.862 2169 2172 2177 rVB 57029 55943 3.77% 0.288%

28 15.051 2198 2204 2207 rBV 117950 155834 10.51% 0.803%
29 15.080 2207 2209 2221 rVB4 49087 100551 6.78% 0.518%
30 15.433 2262 2269 2285 rVB 500981 831385 56.09% 4.284%

31 15.615 2296 2300 2306 rBV6 17365 28439 1.92% 0.147%
32 15.839 2333 2338 2344 rBvV 75033 109008 7.35% 0.562%
33 15.904 2344 2349 2352 rBV5 15419 29526 1.99% 0.152%
34 16.109 2381 2384 2389 rVB3 15453 22944 1.55% 0.118%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116293.D

Aca On : 15 Aug 2019 22:04

Operator : HP/JU

Sample : K4356-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.327 2416 2421 2427 rBV 35089 59776 4._.03% 0.308%
36 16.892 2513 2517 2522 rVB4 13860 23418 1.58% 0.121%

37 17.474 2601 2616 2628 rBV2 620029 1411117 95.21% 7.272%
38 17.715 2650 2657 2677 rBV5 129075 416334 28.09% 2.146%
39 17.939 2686 2695 2706 rVB2 367321 854633 57.66% 4.404%
40 18.174 2725 2735 2746 rBV7 60430 219597 14.82% 1.132%

41 18.280 2746 2753 2765 rVB3 113600 296658 20.02% 1.529%

Sum of corrected areas: 19404851
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116293.D

Aca On : 15 Aug 2019 22:04

Operator : HP/JU

Sample - K4356-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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: BF116293.D

1400000

1200000 6.45
6.97

1000000
5.44

800000 738

600000
6.82
400000

200000

o ) e S

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF116293.D

1400000
1200000
1000000 10.64

800000 9.85 11.34

600000 8.10

400000
9.56

200000
11.86 12.41 13.14

rr N e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF116293.D

1400000
1200000
1000000

800000 13.98
17.47
600000 15.43

400000 17.94

13.80 14.43
17.72 18.28

200000 15.05 15.84
134860 13189441824 14.72.861p.08 15.62"15.9016.1116.33 16.89 181

O e e e e e e ey

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116293.D

Aca On : 15 Aug 2019 22:04

Operator : HP/JU

Sample - K4356-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknown6.59 Concentration Rank 1

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

6.59 64.19 ng 1482120 1,4-Dichlorobenzene-d4 6.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 766 (6.592 min): BF116293.D (-762) (-) m/z 132.00 100.00%
132.0
5000 68.0
00 50 || 7m0 %60 550 64 650 68> 700
el 80 L0000 Tm/z 68.00  37.72%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 R S IR L R

6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.87%

31.0 51.0
..,....,'...'!-,.:..,'....,....,..74.",9...,....,....,....,...., -
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14396: 1,2,4-Trifluorobenzene
132.0
R R e e S ERmEE n
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 25.27%
63.0 81.0
31.0 101.0 112.0
- ....ﬂ....,...?? P.J.ﬂl.:i,..ﬂ.il .21 TR [
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.00 15.02%
5000
63.0 81.0
3]_ 0 50 0 ‘ 101 0 112 0 ‘
Ll I | I | 11
R BN EaE o o o S R R R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BF081519\
Data File : BF116293.D

Aca On : 15 Aug 2019 22:04

Operator : HP/JU

Sample - K4356-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 3 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.80 7.87 ng 322381 Chrysene-di12 13.98
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 95
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1991 (13.798 min): BF116293.D (-1988) (-) m/z 57.00 100.00%
51.0 g30
5000
s 15140 13160 1380 1400 1420
; m/z 43.00 91.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
580 83.0
5000 LRI AN BURRUR SN B
13.40 13.60 13.80 14.00 14.20
29.0 m/z 55.00 85.80%
I 167.0 196.0  238.0 266.0 294.0
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
550 83.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.00 83.54%
29.0
5 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 25 Jo eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #227401: Heptadecy! heptafluorobutyrate R T T T T T
57.0 13.40 13.60 13.80 14.00 14.20
m/z 69.00 80.10%
83.0
5000
Z?OJ 1 139.0 1690 2100 2380 oo 0
m/z--> 2'0 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 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\BF081519\
Data File : BF116293.D

Aca On : 15 Aug 2019 22:04

Operator : HP/JU

Sample - K4356-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 1-Heptacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.43 10.25 ng 419778 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 2- Chloropropionic acid, octadec... 360 C21H41Cl02 088104-31-8 91
Abundance Scan 2098 (14.427 min): BF116293.D (-2094) (-) m/z 57.00 100.00%
57.0
U AL DU ML B
25.1 14.20 14.40 14.60 14.80
155.0
elll.l-. ooy 2008 2820 . m/z 43.00 77.67%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
54.0 197.0
5000 LI BUULIL UL B B
250 14:20 14,40 14.60 14.80
m/z 71.00 64.92%
29.0 L I | }67019502230 264.0292.0322.0 378.0
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
97.0 1420 14.40 14.60 14.80
5000 m/z 55.00 59.73%
29.0 250 1690 238.0
.“. J.‘ll.‘. J‘Il}llhl j IIII 197()”'{' ..28.3'.0|....|....
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 LB R
57.0 |97.0 14.20 14.40 14.60 14.80
m/z 82.95 59.26%
5000
l 25.0
29.0
vl I J 1“\41540 195.0224.0252.0 308.0337.0
m/z--> 50 100 150 200 250 300 350 14:20 14.40 14.60 14.80

8270-BF073019.M Thu Aug 22 02:27:35 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116293.D

Aca On : 15 Aug 2019 22:04

Operator : HP/JU

Sample - K4356-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Eicosane, 2-methyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.05 3.75 ng 155834  perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Eicosane. 2-methvl- 206 C21H44 001560-84-5 91

2 Heneicosane 296 C21H44 000629-94-7 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 90
Abundance Scan 2204 (15.051 min): BF116293.D (-2198) (-) m/z 57.00 100.00%
57.0
5000
99.0 R SRR S SRR B
| l ]1 » 1411 1531 252.0 14.80 15.00 15.20 15.40
b el Wl ey m/z 71.05 72 .88%
m/z--> 0 50 100 150 200 250 300 350
Abundance #141430: Eicosane, 2-methyl-
57.0
5000 L S B SUURS B
14.80 15.00 15.20 15.40
99.0 2530 m/z 43.00 57 .88%
2610‘ Ll 140 1830 | 296.0
m/z--> 0 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57.0
1480 15.00 15.20 15.40
5000 m/z 85.05 54 .44%
99.0
26/0| J L JJ L] 141.0 183, o 225.0 296.0
m/z--> 0 50 100 1%0 200 250 300 350 '
Abundance #215181: 2-methyloctacosane B R R e e
57.0 14.80 15.00 15.20 15.40
m/z 55.00 22 .03%
5000
99.0
26,0) ‘ ] ” 141.0 183.0 2250 267.0 309.0  365.0
m/z--> 0 50 100 1%0 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116293.D

Aca On : 15 Aug 2019 22:04

Operator : HP/JU

Sample - K4356-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17-Pentatriacontene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

15.08 2.42ng 10051  Perylene-di2 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 17-Pentatriacontene 491 C35H70 006971-40-0 52

2 Tricosvl pentafluoropropionate
3 Tricosvl heptafluorobutvrate

4 Triacontvl trifluoroacetate

5 Hexacosyl trifluoroacetate

486 C26H47F502
536 C27H47F702
534 C32H61F302
478 C28H53F302

1000351-81-0 43
1000351-83-4 43
1000351-75-7 43
1000351-75-0 43

Abundance Scan 2209 (15.080 min): BF116293.D (-2207) (-) m/z 83.00 100.00%
83.
43.
5000
25.0 R L T
| | N "9 200 14.80 15.00 15.20 15.40
A A o L B e m/z 97.00 91.87%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #234187: 17-Pentatriacontene
43.0
5000 83.0 L IMLLELE e e
14.80 15.00 15.20 15.40
m/z 69.00 82.00%
25.0
129167.0210.0 267.0307.0 490.0
A e e L B S e e e S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #233557: Tricosyl pentafluoropropionate
57.0
AR
97.0 14.80 15.00 15.20 15.40
5000 m/z 57.00 T4.77%
39.0
1 “ 20181.0 22402640 322.0 367.0 468.0
B e e L B B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238204: Tricosy! heptafluorobutyrate T T
57.0 14.80 15.00 15.20 15.40
m/z 55.00 63.42%
97.0
5000
‘ l 13?'?1381.0 222.0265.0 322.0 367.0 518.0
B s B AR
m/z--> 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116293.D

Aca On : 15 Aug 2019 22:04

Operator : HP/JU

Sample - K4356-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.84 2.62 ng 109008 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2338 (15.839 min): BF116293.D (-2333) (-) m/z 57.00 100.00%
5%.0
5000
o 15160 1580 1600 16,20
—_— .I.J], L. 8t 0 | m/z 71.00 77.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 L B B I B
15.60 15.80 16. oo 16 20
99.0 m/z 43.00 58.65%
2500, | J | }4}9 183.0 225.0 296.0
m/z--> éo 100 150 260 250 360 3%0 460
Abundance #94346: Heptadecane
57.0
" 15.60 15.80 16.00 16.20
5000 m/z 85.05 56.80%
99.0
25)0, ‘ | J j 1410 1830 240.0
m/z--> éo 160 1éo 200 250 360 3%0 460
Abundance #219831: Triacontane B I B e
57.0 15.60 15.80 16.00 16.20
m/z 55.00 21.98%
5000
99.0
Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 5'0 100 1&'30 200 250 3(')0 350 4c')o 15|60 15. 80 16. oo 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116293.D

Aca On : 15 Aug 2019 22:04

Operator : HP/JU

Sample - K4356-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

17.47 33.95ng 1411120  Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 55
.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 46
H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 45
.4-Methano-1H-indene. octahvdro... 204 C15H24 087064-18-4 45
aphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 010219-75-7 45

aObhwN R
ZRNRE R

Abundance Scan 2615 (17.468 mm) BF116293.D (-2601) (-) m/z 133.00 100.00%

5000

l%

17.20 17.40 17.60 17.80
m/z 204.10 90.99%

m/z--> 50 100 150 200 250 300 350 400
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204.0
41.0 91.0 133.0
5000
17.20 17.40 17.60 17.80
] m/z 55.00 70.20%
p- L I I T T 1T T T 1 T T T T I T T 1T I L
m/z--> 50 100 150 O 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204.0
e HLa e AR
17.20 17.40 17.60 17.80
5000 m/z 107.00 65.21%
95.0 161.0
41.0
m/z--> 50 100 15 200 250 300 350 400
Abundance #64452: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahydro-1,...
133.0 204.0 17.20 17.40 17.60 17.80
: m/z 68.95 63.64%
41.0
5000
91.0
I{IKI‘I‘JIIII T T 1 T IIIIIIIIIIIII IIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116293.D

Aca On : 15 Aug 2019 22:04

Operator : HP/JU

Sample - K4356-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 9 1,4-Dimethyl-8-isopropylide... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.72 10.02 ng 416334 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-isopropvlidenetri... 204 Cl15H24 1000140-07-7 58
2 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 55
3 ()-Tricvclol6.2.1.0(4.11)Tundec... 204 C15H24 1000154-06-7 52
4 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 50
5 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 43

Abundance Scan 2658 (17.721 min): BF116293.D (-2650) (-) m/z 204.10 100.00%
204.1
69.0 134.9
5000 105.0 287.2
3.0 | 25('1 ‘ 411.2 17.40 17.60 17.80 18.00
1 T 0 m/z 134.95 66.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204.0
5000 LR DR SO ISR SN
95.0 161.0 17,40 17.60 17.80 18.00
m/z 69.00 63.36%
4]0|.|.'..|................l..
m/z--> 50 100 150 200 250 300 350 400
Abundance #64525: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-...
105.0 204.0
161.0 17,40 17.60 17.80 18.00
5000 67. m/z 132.95 61.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64496: (—)—Tricycl0[6.2.l.O(4,ll)]undec 5-ene, 1,5,9,9-te... e e e e e e e
410 133.0 17.40 17.60 17.80 18.00
Y 0 m/z 109.05 51.94%
' 189.0
5000
i.'.l.\lJuluuluuuu............|..
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00

8270-BF073019.M Thu Aug 22 02:27:38 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116293.D

Aca On : 15 Aug 2019 22:04

Operator : HP/JU

Sample - K4356-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 6,10-Dimethyl-3-(1-methylet... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.94 20.56 ng 854633 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.10-Dimethvl-3-(1l-methvlethvlid... 206 C15H26 069239-71-0 64
2 1-1sopropenvl-3-propenvicvclopen... 150 C11H18 1000192-81-2 48
32.6.6.9.27.67.67.9"-0Octamethvl-I... 410 C30H50 1000189-48-2 47
4 Guaia-9.11-diene 204 C15H24 1000374-19-8 47
5 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 45
Abundance Scan 2695 (17.939 min): BF116293.D (-2686) (-) m/z 205.10 100.00%
. 1
5000 /\
17.60 17.80 18.00 18.20
m/z 95.00 99.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66220: 6,10-Dimethyl-3-(1-methylethylidene)-1-cyclodecene
41.0 830
121.0
5000 17.60 17.80 18.00 18.20
‘ 630 206.0 m/z 81.00 93.08%
T T 'Jhtj"JlL"' U DAL PURL A S
m/z--> 50 100 150 200 250 300 350 400
Abundance #23964: 1-1sopropenyl-3-propenylcyclopentane
67.0 107.0
17.60 17.80 18.00 18.20
5000 m/z 109.00 92.96%
27.0 t
I.M‘. -.,.“..h.s?'?...,.... S —
m/z--> 50 100 150 200 250 300 350 400
Abundance #215949: 2,6,6,9,2',6',6',9'-Octamethy|-[8,8’]bi[tricyc|0[... LI L L L LA
205.0 17.60 17.80 18.00 18.20
m/z 107.00 81.95%
5000 95.0
55.0 149.0 410.0
L“I \N JI T A 245'0 285.0 325.0 367'0 A
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20

8270-BF073019.M Thu Aug 22 02:27:38 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116293.D

Aca On : 15 Aug 2019 22:04

Operator : HP/JU

Sample - K4356-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 2,2,6-Trimethyl-1-(2-methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.17 5.28 ng 219597 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 53
2 1H-Cvclopentalalpentalen-7-ol. d... 264 C17H2802 057984-03-9 49
3 2-Butenal. 2-methvl-4-(2.6.6-tri... 206 C14H220 003155-71-3 43
4 Cvclopropaldlnaphthalen-2(4aH)-o... 204 C14H200 004677-90-1 41
5 2-l1sopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 1000193-57-0 38
Abundance Scan 2734 (18.168 min): BF116293. D (-2725) (-) m/z 95.00 100.00%
69.0 95.0 189.

123.0

5000 163.1

SN
w
o

|| 218.1 2819 A e

17.80 18.00 18.20 18.40

— m/z 189.10 96.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75924: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta...

41.0 95.0

?

5000
17.80 18.00 18.20 18.40

m/z 69.00 90.19%

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

Abundance #114217: 1H-Cyclopenta[a]pentalen-7-ol, decahydro-3,3,4,7a...

43.0 204.0

81.0 eSS s
123.0 148.0 17.80 18.00 18.20 18.40

m/z 107.00 88.85%

:

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66155: 2-Butenal, 2-methyl-4-(2,6,6-trimethyl-1-cyclohexe...

5

17.80 18.00 18.20 18.40
m/z 81.00 84.74%

5000

i

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 80 18. 00 18 20 18. 40

8270-BF073019.M Thu Aug 22 02:27:39 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116293.D

Aca On : 15 Aug 2019 22:04

Operator : HP/JU

Sample - K4356-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 12 Naphthalene, 1,2,3,5,6,7,8,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.28 7.14 ng 296658 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 60
2 1.4-Dimethvl-8-i1sopropvlidenetri... 204 C15H24 1000140-07-7 50
3 4-Camphenylbutan-2-one 206 C14H220 1000140-09-7 47
4 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 45
5 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 43
Abundance Scan 2753 (18.280 min): BF116293.D (-2746) (-) m/z 204.10 100.00%
43.0 204.1

5000

S

)

18.00 18.20 18.40 18.60
m/z 43.00 97.24%

i~

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161.0 204.0

41.0

:

18.I00 18!20 18.I4O 18!60
m/z 133.00 51.66%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204.0

.

18.00 18.20 18.40 18.60
5000 m/z 135.00 49 _99Y%

95.0 .
123.0 161.0

41.0 67.0

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

Abundance #66094: 4-Camphenylbutan-2-one

43.0 206.0 18.00 18.20 18.40 18.60
m/z 69.00 46.97%

-

105.0 133.0

5000

i

I T T T
18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081519\
Data File : BF116293.D

Acq On : 15 Aug 2019 22:04

Operator : HP/JU

Sample - K4356-11

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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]
unknown6 .59 6.59 64.2 ng 1482120 1 6.82 461806 20.0
1-Heneicosanol 13.80 7.9 ng 322381 5 13.98 819093 20.0
1-Heptacosanol 14.43 10.3 ng 419778 5 13.98 819093 20.0
Eicosane, 2-methyl- 15.05 3.8 ng 155834 6 15.43 831385 20.0
17-Pentatriacontene 15.08 2.4 ng 100551 6 15.43 831385 20.0
Heneicosane 15.84 2.6 ng 109008 6 15.43 831385 20.0
1,1,4a-Trimethyl-._. 17.47 34.0 ng 1411120 6 15.43 831385 20.0
1,4-Dimethyl-8-is... 17.72 10.0 ng 416334 6 15.43 831385 20.0
6,10-Dimethyl-3-(... 17.94 20.6 ng 854633 6 15.43 831385 20.0
2,2,6-Trimethyl-1_.. 18.17 5.3 ng 219597 6 15.43 831385 20.0
Naphthalene, 1,2,... 18.28 7.1 ng 296658 6 15.43 831385 20.0
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