LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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 5.434 566 569 592 rBVY 1468327 1811238 80.19% 6.063%
2 6.457 739 743 762 rBVY 1706297 1931527 85.52% 6.466%
3 6.587 762 765 775 rVB 2050774 1953517 86.49% 6.539%
4 6.816 801 804 816 rBV 482299 450555 19.95% 1.508%
5 6.969 827 830 850 rBVY 1445121 1462561 64.76% 4 .896%
6 7.381 897 900 929 rBVY 1179694 1249524 55.32% 4.183%
7 8.098 1019 1022 1048 rBV 547366 584116 25.86% 1.955%
8 9.169 1200 1204 1221 rBV 2224460 1866679 82.65% 6.249%
9 9.563 1268 1271 1284 rBV 309146 330397 14.63% 1.106%
10 9.851 1316 1320 1335 rVB 729691 703879 31.16% 2.356%

11 10.639 1450 1454 1469 rBV 1462698 1457017 64.51% 4._.877%
12 11.339 1569 1573 1579 rBV 722075 760935 33.69% 2.547%
13 11.857 1658 1661 1665 rBV 133088 137113 6.07% 0.459%

14 12.410 1753 1755 1759 rVB 29259 25864 1.15% 0.087%
15 12.639 1791 1794 1805 rBV 50629 75185 3.33% 0.252%
16 12.916 1837 1841 1844 rVB 2067427 1869973 82.79%% 6.260%
17 13.116 1871 1875 1877 rBV 43752 52713 2.33% 0.176%
18 13.139 1877 1879 1883 rVB 75477 64927 2.87% 0.217%
19 13.386 1917 1921 1928 rVB3 25589 43970 1.95% 0.147%
20 13.474 1932 1936 1939 rBV2 46835 54430 2.41% 0.182%
21 13.598 1954 1957 1961 rVB2 33345 29915 1.32% 0.100%
22 13.798 1988 1991 1999 rBV 639535 823306 36.45% 2.756%
23 13.868 2000 2003 2007 rVv2 49991 59083 2.62% 0.198%

24 13.945 2011 2016 2018 rVV2 160235 139498 6.18% 0.467%
25 13.980 2018 2022 2033 rVB 771877 859009 38.03% 2.876%

26 14.121 2042 2046 2053 rBV3 86729 116919 5.18% 0.391%

27 14.245 2064 2067 2070 rVB 62777 53319 2.36% 0.178%
28 14.433 2094 2099 2109 rBvV 861214 1244084 55.08% 4.165%
29 14.504 2109 2111 2115 rVB 54438 53904 2.39% 0.180%
30 14.727 2145 2149 2151 rBV 108360 114290 5.06% 0.383%
31 14.751 2151 2153 2158 rVB3 34086 42998 1.90% 0.144%
32 14.862 2169 2172 2178 rVB 84604 93961 4.16% 0.315%

33 15.051 2199 2204 2207 rBV 297527 356151 15.77% 1.192%
34 15.080 2207 2209 2216 rVB 224364 328673 14.55% 1.100%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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

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

Method
Title

35 15.433 2262 2269 2289 rVB 569689 1037130 45.92% 3.472%

36 15.615 2296 2300 2303 rBV 40303 52117 2.31% 0.174%
37 15.745 2319 2322 2329 rVB2 23507 39791 1.76% 0.133%
38 15.839 2333 2338 2343 rBV 189002 276129 12.23% 0.924%
39 15.898 2343 2348 2355 rBV2 74426 158522 7.02% 0.531%
40 16.109 2381 2384 2391 rVB 25059 38013 1.68% 0.127%

41 16.327 2415 2421 2430 rBV3 70378 154758 6.85% 0.518%
42 16.415 2431 2436 2442 rVB4 70838 117971 5.22% 0.395%

43 16.609 2466 2469 2475 rVB5 20378 33138 1.47% 0.111%
44 16.898 2510 2518 2524 rBV4 27522 67151 2.97% 0.225%
45 17.009 2532 2537 2543 rBV10 17975 43101 1.91% 0.144%
46 17.074 2543 2548 2554 rVB2 38582 75300 3.33% 0.252%

47 17.409 2598 2605 2609 rBV4 77288 193398 8.56% 0.647%
48 17.480 2609 2617 2634 rVB 925441 2251109 99.67% 7.536%
49 17.609 2635 2639 2646 rVB3 48301 97502 4._.32% 0.326%
50 17.721 2650 2658 2668 rBV2 255643 739315 32.73% 2.475%

51 17.950 2687 2697 2709 rVB2 919243 2258568 100.00% 7.561%
52 18.180 2726 2736 2746 rBV5 146764 502736 22.26% 1.683%
53 18.286 2747 2754 2766 rVB3 198454 535791 23.72% 1.794%

Sum of corrected areas: 29872770

8270-BF073019.M Thu Aug 22 02:26:35 2019 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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: BF116289.D

6.59
2000000

6.46

1500000 5.43 6.97
7.38

1000000

500000

B L 1 SN AL -

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: BF116289.D

2000000

1500000 10.64

1000000
9.85 11.34

8.10
500000

11.86
/L 12.4112.64 J :Ib"”llét
rr—r_>r-——-rvr—rr——— =t

T
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: BF116289.D

2000000

1500000

17.48
1000000 14.43 17.95

500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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 86.72 ng 1953520 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 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 766 (6.592 min): BF116289.D (-762) (-) m/z 132.00 100.00%
13%.0
5000 68.0
00 540 %0 so | 5o ek 560 sk 70
L L e o o B I m/z 68.00 37.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RN A AR AL R
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.09%
I'"%I!Jl'l'!'Jl""IJ"'I""I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 620 6.40 6.60 6.80 7.00
5000 980 1160 m/z 65.95 25.09%
|||||||||‘|‘|‘|‘|||‘M|||“|||H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4-dimethyl-
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.00 14.91%
117.0
5000
91.0
ST A
||‘|||‘|||“N||‘l‘|||“|||ﬁ||‘|‘||l‘|l“|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 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 : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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 3 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.86 3.60 ng 137113 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1662 (11.863 min): BF116289.D (-1658) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.0
97.0 L I L e B o
H 157.0 1850 2131 256.2 11.|60 11.'80 12.'00 12.'20
SRR 1 B m/z 42.95 75.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 R P DR U A
83.0 11.60 11.80 12.00 12.20
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  73.21%
4 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0
1160 11.80 12.00 12.20
5000 129.0 m/z 54.95 59.31%
15.0 77.
40
I I I I

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

Abundance #84452: Tetradecanoic acid B e e ey

73.0 11.60 11.80 12.00 12.20
43.0 m/z 41.00 57 .80%
5000 129.0 ‘_—\JLN

15.0 .

R e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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 4 1-Heneicosanol

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.80 19.17 ng 823306 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance m/z 57.00 100.00%

Scan 1991 (13.798 min): BF116289.D (-1988) (-)

5000

210.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55,0 83.0
5000
29.0
Ll 1390 167.0 106.0  238.0 266.0 294.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
53.0 83.0
5000
29.0
L 1390 168.0196.0  238.0 266.0
RRRRAREIRARANRARs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
5000
29.0 139.0
e 167.0195.0222.0 250.0 280.0 308.0 336.0
RRRRARENRaRAN RARs
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

13.40 13.60 13.

-

80 14.00 14.20

m/z 83.0

0 91.31%

-

13.40 13.60 13.

80 14.00 14.20

m/z 43.0

N A

13.40 13.60 13.

0 89 .54%

2

80 14.00 14.20

m/z 55.0

13.40 13.60 13.

0 89.13%

-

80 14.00 14.20

m/z 69.0

0 81.77%

13.40 13.60 13.

N

80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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 Tetratetracontane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.12 2.72 ng 116919 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2046 (14.121 min): BF116289.D (-2042) (-) m/z 57.00 100.00%
57.0
5000
13.1 13.80 14.00 14.20 14.40
AL 20t 2809 e m/z 71.00 73.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

5000
13.80 14.00 14.20 14.40

m/z 43.00 64 .01%

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0

13.80 14.00 14.20 14.40
5000 m/z 85.00 49 _87%

13.0
A0 169.0 2250 2950 367.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane

57.0 13.80 14.00 14.20 14.40
m/z 41.00 25.38%

5000

130 /169.0 2250 2810 337.0 393.0 449.0 506.0

_'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r
m/z--> 0O 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\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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 6 1-Heptacosanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.43 28.97 ng 1244080 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heptacosanol

2 l1-Heneicosanol

3 Cvclopentadecane
4 Behenic alcohol
5 n-Tetracosanol-

396 C27H560
312 C21H440
210 C15H30

326 C22H460
354 C24H500

002004-39-9 94
015594-90-8 93
000295-48-7 93
000661-19-8 93
000506-51-4 93

Abundance Scan 2098 (14.427 min): BF116289.D (-2094) (-)
57.0
97.0
5000
L4 L 939 1169.1 211.1 281.9 397.3
L 8 B o e e e I L e e e e e o e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57.0 |97.0
5000
39.0
27,0 L . 181.0 222.0 264.0294.0 3340 378.0
B A
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
(=i
550 970
5000
109 | ) || | | J 1390 1820 2040 2660
S N L L i e e o B e B O IS A
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
55.0
5000 9r.0
210.0
m/z--> 50 100 150 200 250 300 350 400

m/z 57.00 100.00%

L

14.20 14.40 14.60 14.80

m/z 43.00 79.21%

-

14.20 14.40 14.60 14.80

m/z 55.00 64 .29%

e

14. 20 14.40 14.60 14.80

m/z 71.05 61.60%

L

14.20 14.40 14.60 14.80

m/z 83.05 61.29%

1

14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.73 2.20 ng 114290 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2149 (14.727 min): BF116289.D (-2145) (-) m/z 57.00 100.00%
510
5000
99.0
41. 1 183 1 . 14.40 14.60 14.80 15.00
Y llljf oL A0 .20 m/z 71.05 75.99%
m/z--> 50 100 15 200 250 300 350 400
Abundance #129490: Eicosane
57.0
5000
14.40 14.60 14.80 15.00
99.0 m/z 43.00 59.95%
Ny 1] i 14.|1 0 1830 2250 2820
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance #141426: Heneicosane
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.05 56.47%
99.0
2sio) | 1 J L] 141.0 ;830 225.0 296.0
m/z--> §o 100 150 200 250 360 3%0 460
Abundance #219831: Triacontane
57.0 14.40 14.60 14.80 15.00
m/z 55.00 21.89%
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 4(')0 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.05 6.87 ng 356151 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 2204 (15.051 min): BF116289.D (-2199) (-) m/z 57.00 100.00%

51.0
5000

90.1
141.1 1831 252.0 1480 15/00 15.20 15140
...,.“'Il e 2283 Tz 71.05 73.21%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0

5000
1480 15,00 15.20 15140
m/z 43.00 60.26%

99.0
Ch LU ﬂ , 1410 1830 225.0 267.0 309.0 _ 367.0
iy i L o o e e e e A I B
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0

14.80 15. 00 15. 20 15.40

5000 m/z 85.05 53.87%
99.0
2600 | || | |4 141.0 1830 2250 2810 3370 3940
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57.0 14. 80 15.00 15.20 15.40

m/z 55.00 22 .95%

99.0
239.0
I 141.0 1830 281.0 323.0

. dd\\\

T T
m/z--> 50 100 150 200 250 300 350 400 14.80 15. OO 15. 20 15.40

8270-BF073019.M Thu Aug 22 02:26:39 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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 9 Behenic alcohol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.08 6.34 ng 328673 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 n-Nonadecanol-1 284 C19H400 001454-84-8 90
3 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI02 052132-58-8 70
4 1-Docosene 308 C22H44 001599-67-3 64
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 62
Abundance Scan 2209 (15.080 min): BF116289.D (-2207) (-) m/z 83.05 100.00%
570, 830
5000
R DAL S S B
14.80 15.00 15.20 15.40
S— 2130 281.0 m/z 97.00 95.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55,0
5000 L I B B B
mmmmmmmm
0.0 m/z 69.00 85.13%
1l 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1
55.0 83.0
' 14.80 15.00 15.20 15.40
5000 m/z 57.00 79.77%
29.0
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #159656: Acetic acid, chloro-, hexadecyl ester R e L Eaa
69.0 14.80 15.00 15.20 15.40
43.0 97.0 m/z 55.00 73.99%
5000
125.0
W 1540  196.0 2240 969
m/z--> "55"26"60 80 100 120 140 160 180 200 220 240 260 280 300 'ihﬁoliédoliééoliéid"

8270-BF073019.M Thu Aug 22 02:26:39 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.84 5.32 ng 276129 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2338 (15.839 min): BF116289.D (-2333) (-) m/z 57.00 100.00%
57.0
290 ' 15.60 15.80 16.00 16.20
141.1 : : : :
J,l .J.|| Ly 831 2252 2670 ' m/z 71.00 75.63%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LR B B I S
15.60 15.80 16.00 16.20
99.0 m/z 43.00 59.89%
2m‘|J]JMN1%02m2%M%O
m/z--> 50 100 15 200 250 300 350 '
Abundance #202661: Heptacosane
57.0
'~ 15.60 15.80 16.00 16.20
5000 m/z 85.05 55.73%
99.0
27,0 JJU|MW1%02m2mom% 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane e A REBRERREE e
57.0 15.60 15.80 16.00 16.20
m/z 55.00 21.31%
5000
99.0
270) | | | | | 1420 1830 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20

8270-BF073019.M Thu Aug 22 02:26:40 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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 n-Tetracosanol-1 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.90 3.06 ng 158522 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 l1-Heptacosanol 396 C27H560 002004-39-9 95
3 Octacosanol 410 C28H580 000557-61-9 93
4 Octacosvl acetate 452 C30H6002 018206-97-8 92
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 2348 (15.898 min): BF116289.D (-2343) (-) m/z 57.00 100.00%
54.0 |97.0
5000
90 1770000 2669 15160 1580 16,00 1620
A T T T e T e m/z 83.00 99 .53%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
571.0 197.0
5000 R AR SR BN B
15.60 15.80 16.00 16.20
2.0 m/z 97.00 90.11%
27,0 I ,I,l |, 1810 222.0252.0  308.0337.0
m/z--> 50 160 1%0 200 250 360 3éo '
Abundance #210517: 1-Heptacosanol
57.0 (97.0
15,60 15.80 16.00 16.20
5000 m/z 55.00 79 .95%
39.0
27,0] | ‘ | J i J? |, 181.0 222.0 264.0294.0 334.0 378.0
m/z--> 55 100 1%0 260 2%0 300 3%0 '
Abundance #215904: Octacosanol R R e R
57.0 15.60 15.80 16.00 16.20
97.0 m/z 69.00 77.26%
5000
27,0| | ‘ \‘ J ‘i Ff'ol 181.0 222.0252.0 292.0322.0 362.0392.0
m/z--> 55 160 1%0 260 2%0 360 3éo ' 15%0 15%0 1&00 1&50

8270-BF073019.M Thu Aug 22 02:26:40 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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 12 Docosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.33 2.98 ng 154758 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heneicosane 296 C21H44 000629-94-7 81
3 Octacosane 394 C28H58 000630-02-4 74
4 Docosane 310 C22H46 000629-97-0 72
5 Pentacosane 352 C25H52 000629-99-2 72
Abundance Scan 2421 (16.327 min): BF116289.D (-2415) (-) m/z 57.00 100.00%
5%.0
5000 Wf\«,_w_“ﬂ__/\J\*__,\____,
151.0
9.1 IUNAUNNSUAU AR
189.0 2819 410.3 16.00 16.20 16.40 16.60
T N m/z 71.00 72.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57.0
16.00 16.20 16.40 16.60
\ 99.0 m/z 43.00 57.04%
oo LLid | M0 1m0 o250 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
16.00 16.20 16.40 16.60
5000 m/z 85.00 56.63%
99.0
ZGLO“ \ ] ,\ | 1410 1830 225.0 296.0
m/z--> 50 100 1éo 200 250 360 3%0 460
Abundance #209565: Octacosane L B B B i
57.0 16.00 16.20 16.40 16.60
m/z 69.00 29.23%
5000
99.0
L1l ;\ | 1410 1830 2250 2810 337. 0 3940
m/z--> 55 100 1éo 260 250 300 350 460 1600 1620 1640 16%0 '

8270-BF073019.M Thu Aug 22 02:26:41 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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 13 unknownl6.42 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.42 2.27 ng 117971 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Azulene. 1.2.3.5.6.7.8.8a-octahyv... 204 C15H24 003691-11-0 44
2 Caparratriene 206 C15H26 1000374-08-7 38
3 6-I1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 35
4 Naphthalene. 1.2.3.4.4a.5.6.8a-0... 204 C15H24 000473-13-2 30
5 5-(1-1sopropenyl-4,5-dimethylbic... 332 C22H3602 1000195-69-8 30
Abundance Scan 2437 (16.421 mm) BF116289.D (-2431) (-) m/z 109.00 100.00%
5000
311 299.1 395.2 LRI SULILE UL BUILN
16.20 16.40 16.60 16.80
m/z 121.00 98.79%
m/z--> 50 100 150 200 250 300 350
Abundance #64528: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7...
of.0
41.0
5000
7710 470 189.0 16.20 16.40 16.60 16.80
\ m/z 189.00 97 .36%
II||I |'|||l|'|||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #66196: Caparratriene
69.0
109.0
16.20 16.40 16.60 16.80
5000 m/z 95.00 93.86%
q 163.0
Tl
06.0
...JJ. L H“ 11 F S—
m/z--> 50 1 o 150 200 250 300 350
Abundance #75932: 6-1sopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr... L e
95.0 16.20 16.40 16.60 16.80
m/z 107.00 90.18%
5000  41.0 218.0
340 1750 ‘
A wm
m/z--> 50 100 200 250 300 350 16.20 1640 16.60 16.80

8270-BF073019.M Thu Aug 22 02:26:41 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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 14 unknownl7.41 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

17.41 3.73 ng 193398 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 46

2 2-Chloroethvl p-tolvlcarbamate 213 C10H12CINO2 074552-28-6 18

3 Bicvclol2.2.1Theptane. 2-cvclopr... 176 C13H20 1000159-45-7 14
4 2-Chloroethvl o-tolvlcarbamate 213 C10H12CINO2 090869-76-4 14

5 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 12

Abundance Scan 2605 (17.409 min): BF116289.D (-2598) (-) m/z 43.00 100.00%

43.0

105.0

159.1 213.1

5000

-

17.00 17.20 17.40 17.60 17.80
m/z 55.00 69.79%

m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0
5000 | BN LI L L L LB L
81.0 368.0 17.00 17.20 17.40 17.60 17.80
| ||I 77.0 213.0247.0 555 -
m/z--> 50 100 150 200 250 300 350 400
Abundance #71703: 2-Chloroethy! p-tolylcarbamate
213.0
s N ma e e
133.0 17.00 17.20 17.40 17.60 17.80
5000 m/z 104 .95 58.99%
31.0 63.0 I
A bl {
m/z--> 50 100 150 200 250 300 350 400
Abundance #42636: Bicyclo[2.2.1]heptane, 2-cyclopropylidene-1,7,7-tr... T ARRES
105.0 17.00 17.20 17.40 17.60 17.80
m/z 107.00 56.54%
41.0
161.0
5000
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60 17.80

8270-BF073019.M Thu Aug 22 02:26:42 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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 15 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.48 43.41 ng 2251110 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 55
2 D-Friedoolean-14-en-3-one 424 C30H480 000514-07-8 53
3 (D)-Tricvclol6.2.1.0(4.11)Tundec... 204 C15H24 1000154-06-7 43
4 1.4-Methano-1H-indene. octahvdro... 204 C15H24 087064-18-4 41
5 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 41
Abundance Scan 2617 (17.480 min): BF116289.D (-2609) (-) m/z 133.00 100.00%
138.0 1
285.2
5000
17.20 17.40 17.60 17.80
m/z 204 .05 92.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204.0
410 910 1330
5000
17.20 17.40 17.60 17.80
m/z 285.20 67.44%
1 173.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #220492: D-Friedoolean-14-en-3-one
138.0 204.0 3000
95.0 1720 17.40 17.60 17.80
5000 409.0 m/z 55.00 67.18%
3.0 2511
Lol o )]
m/z--> 50 100 150 200 250 300 350 400
Abundance #64496: (-)-Tricyclo[6.2.1.0(4,11)]undec-5-ene, 1,5,9,9-te... L A e e
410 138.0 17.20 17.40 17.60 17.80
: 93.0 m/z 107.00 64.61%
' 189.0
5000
""lJ"'l"" e
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF073019.M Thu Aug 22 02:26:42 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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 16 Naphthalene, decahydro-4a-m... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.72 14.26 ng 739315 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 70
2 .alpha.-Bulnesene 204 C15H24 1000374-19-9 58
3 Azulene. 1.2.3.5.6.7.8.8a-octahyv... 204 C15H24 003691-11-0 53
4 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 53
5 1H-Cycloprop[e]azulene, 1a,2,3,5... 204 C15H24 021747-46-6 45
Abundance Scan 2658 (17.721 min): BF116289.D (-2650) (-) m/z 204.10 100.00%
204.1
5000
17.40 17.60 17.80 18.00
m/z 135.00 70.83%
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
5000 67.
17.40 17.60 17.80 18.00
M\ \ m/z 133.00 62.30%
miz--> 50 100 150 200 250 300 350 400
Abundance #64321: .alpha.-Bulnesene
410 107.0
17.40 17.60 17.80 18.00
5000 189.0 m/z 69.00 59.31%
1410
IUNII‘II{IIII{IIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400
Abundance #64528: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7... N B B I e
107.0 17.40 17.60 17.80 18.00
m/z 107.00 50.84%
41.0
5000
1410 189.0
2 IUNIII‘IlIIlII\IIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00

8270-BF073019.M Thu Aug 22 02:26:42 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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 17 6,10-Dimethyl-3-(1-methylet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.95 43.55 ng 2258570 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 55
2 Guaia-9.11-diene 204 C15H24 1000374-19-8 47
3 1-1sopropenvl-3-propenvicvclopen... 150 C11H18 1000192-81-2 47
4 (-)-Isolonaifolol. methvl ether 236 C16H280 1000333-80-8 46
5 1,5-Cyclodecadiene, 1,5-dimethyl... 204 C15H24 075023-40-4 44
Abundance Scan 2697 (17.950 min): BF116289.D (-2687) (-) m/z 205.05 100.00%
1
5000
424.4 17.60 17.80 18.00 18.20
m/z 109.05 97 .98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66220: 6,10-Dimethyl-3-(1-methylethylidene)-1-cyclodecene
41.0 84.0
121.0
5000 17.60 17.80 18.00 18.20
‘ 630 2060 m/z 95.00 97.10%
"|J' T .Jhij..],L... U DN DU S
m/z--> 50 100 150 200 250 300 350 400
Abundance #64305: Guaia-9,11-diene
93.0
189.0
17.60 17.80 18.00 18.20
5000 41 o 33.0 m/z 81.00 85.99%
'|L"‘“ 'J.Jl.t.\.‘.l\....l....,....|....|...
m/z--> 50 100 150 200 250 300 350 400
Abundance #23964: 1-Isopropenyl-3-propenylcyclopentane O LI I o B B
67.0 107.0 17.60 17.80 18.00 18.20
m/z 107.00 81.80%
5000
27.
Ls&o
A e L B B
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20

8270-BF073019.M Thu Aug 22 02:26:43 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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

324.1 426.3 17.80 18.00 18.20 18.40

Peak Number 18 Hop-22(29)-en-3.beta.-ol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.18 9.69 ng 502736 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 70
2 2.3.3-Trimethvl-2-(3-methvl-buta... 206 C14H220 1000193-60-6 46
3 (-)-Isolonaifolol. methvl ether 236 C16H280 1000333-80-8 46
4 4.,8-Methanoazulen-9-o0l. decahvdr... 222 C15H260 004586-22-5 46
5 Guaia-9,11-diene 204 C15H24 1000374-19-8 42
Abundance Scan 2736 (18.180 min): BF116289.D (-2726) (-) m/z 189.10 100.00%
950 1351 189.1
5000

SN N I m/z 95.00 97.50%

T I +
m/z--> 50 100 150 200 250 300 350 400
Abundance #221200: Hop-22(29)-en-3.beta.-ol
189.0
95.0
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_

5000 135.0 17.80 18.00 18.20 18.40
m/z 81.00 95.91%
[

55.0
“ LI g0 oo susosmonto
e e a2 e LA Ao ELEL SRR e
m/z--> 50 100 150 200 250 300 350 400
Abundance #66157: 2,3,3-Trimethyl-2-(3-methyl-buta-1,3-dienyl)-cyclo...
123.0
_r'_'_'_'—l_'_'_'_'—l_'_'_'_l—l_'_'_'_'—r'_

41.0 1010 17.80 18.00 18.20 18.40
5000 00 : m/z 135.05 93.67%
u‘u';l-lsii(')' f frerrprrrrrrTTT T T T T /\\—/\V/\A\t\
m/z--> 50 100 150 200 250 300 350 400
Abundance #90905: (-)-Isolongifolol, methyl ether L B e
109.0 17.80 18.00 18.20 18.40

m/z 93.00 92 .56%

41.0
5000
710 48.0 189.0
L, 20
IIIIIII‘I‘IIIIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081519\
Data File : BF116289.D

Aca On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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 19 1,2,4,8-Tetramethylbicyclo[... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.29 10.33 ng 535791 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 52
2 1.4-Dimethvl-8-i1sopropvlidenetri... 204 C15H24 1000140-07-7 49
3 1H-Cvcloproplelazulene. 1la.2.3.4... 204 C15H24 000489-40-7 43
4 9.11-Epoxvtestosterone acetate 344 C21H2804 1000128-13-7 40
5 1,4-Methanoazulen-9-o0l, decahydr... 222 C15H260 000465-24-7 38
Abundance Scan 2755 (18.292 min): BF116289.D (-2747) (-) m/z 204.05 100.00%
43.0 204.1
5000 \,q/\
18.00 18.20 18.40 18.60
m/z 43.00 90.44%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64400: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-diene
204.0
108.0
5000 LI IS SN SN B
161.0 18.00 18.20 18.40 18.60
41.0 | v m/z 135.00 54.23%
miz--> 50 100 ”1&1,0'”"6'”25'30”"366”'35'36”'466”21%6
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204.0
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—v—v—
18.00 18.20 18.40 18.60
5000 m/z 133.00 50.08%
95.0 161.0
41.0 “[
’J\‘\IJI VW“I |l|t|||||||||||||||||||||||||||
m/z--> 100 150 200 250 300 350 400 450
Abundance #64569. 1H-Cycloprop[e]azulene, 1a,2,3,4,4a,5,6,7b-octahyd... L e BB B
105.0 161.0 204.0 18.00 18.20 18.40 18.60
41.0 m/z 69.00 48.10%
B \/\\_,/V\\M
miz--> 50 100 150 200 250 300 350 400 450 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 : BF116289.D

Acq On : 15 Aug 2019 20:16

Operator : HP/JU

Sample - K4356-05

Misc :

ALS Vial : 8 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 86.7 ng 1953520 1 6.82 450555 20.0
n-Hexadecanoic acid 11.86 3.6 ng 137113 4 11.34 760935 20.0
1-Heneicosanol 13.80 19.2 ng 823306 5 13.98 859009 20.0
Tetratetracontane 14.12 2.7 ng 116919 5 13.98 859009 20.0
1-Heptacosanol 14.43 29.0 ng 1244080 5 13.98 859009 20.0
Eicosane 14.73 2.2 ng 114290 6 15.43 1037130 20.0
Hexacosane 15.05 6.9 ng 356151 6 15.43 1037130 20.0
Behenic alcohol 15.08 6.3 ng 328673 6 15.43 1037130 20.0
Heneicosane 15.84 5.3 ng 276129 6 15.43 1037130 20.0
n-Tetracosanol-1 15.90 3.1 ng 158522 6 15.43 1037130 20.0
Docosane 16.33 3.0 ng 154758 6 15.43 1037130 20.0
unknownl16 .42 16.42 2.3 ng 117971 6 15.43 1037130 20.0
unknownl7.41 17.41 3.7 ng 193398 6 15.43 1037130 20.0
1,1,4a-Trimethyl-__.. 17.48 43.4 ng 2251110 6 15.43 1037130 20.0
Naphthalene, deca... 17.72 14.3 ng 739315 6 15.43 1037130 20.0
6,10-Dimethyl-3-(... 17.95 43.5 ng 2258570 6 15.43 1037130 20.0
Hop-22(29)-en-3.b... 18.18 9.7 ng 502736 6 15.43 1037130 20.0
1,2,4,8-Tetrameth... 18.29 10.3 ng 535791 6 15.43 1037130 20.0
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