LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF122118\
Data File : BF111683.D
Aca On - 21 Dec 2018 13:16 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J6378-16 P001-SS001-0006-01
ALS Vial : 4 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-BF121918.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 2.216 18 22 27 rVB 61475 86830 1.60% 0.169%
2 5.122 511 516 523 rBV 195993 264792 4 .88% 0.516%
3 5.522 578 584 587 rBVY 4704717 4705061 86.74% 9.168%
4 6.528 748 755 761 rBVY 4646869 5424591 100.00% 10.570%
5 6.669 774 779 782 rBVY 5350860 4999726 92.17% 9.742%
6 6.898 814 818 821 rBVY 1273938 1160040 21.38% 2.260%
7 7.051 840 844 848 rVB 3964505 3795010 69.96% 7 .395%
8 7.457 907 913 915 rBVY 3151699 3282572 60.51% 6.396%
9 8.175 1031 1035 1039 rBY 1756474 1529135 28.19% 2.980%
10 9.251 1213 1218 1221 rBV 5416783 4849318 89.40% 9.449%

11 9.639 1281 1284 1287 rBV 367970 261873 4._.83% 0.510%
12 9.933 1327 1334 1337 rBV 1878969 1685186 31.07% 3.284%

13 10.333 1399 1402 1406 rBV 77040 94729 1.75% 0.185%
14 10.716 1462 1467 1471 rBV 3644540 3396026 62.60% 6.617%
15 11.074 1518 1528 1531 rBvV4 55061 82370 1.52% 0.161%

16 11.357 1573 1576 1580 rBV 100715 101052 1.86% 0.197%
17 11.416 1580 1586 1589 rBV 1828372 1578163 29.09% 3.075%
18 11.868 1656 1663 1667 rBV2 83683 109362 2.02% 0.213%
19 11.945 1671 1676 1685 rVB 941175 962206 17.74% 1.875%
20 12.116 1702 1705 1713 rVB2 83283 77094 1.42% 0.150%

21 12.557 1776 1780 1783 rBV2 52268 55025 1.01% 0.107%
22 12.621 1788 1791 1794 rBV 229949 239236 4.41% 0.466%
23 12.727 1804 1809 1823 rBV 814568 835120 15.40% 1.627%
24 12.851 1825 1830 1833 rVB2 186557 198082 3.65% 0.386%
25 12.998 1851 1855 1858 rVB 3855652 3199630 58.98% 6.235%

26 13.892 2004 2007 2015 rvB2 301768 376346 6.94% 0.733%
27 14.051 2028 2034 2036 rBV2 1431016 1478965 27.26% 2.882%
28 14.074 2036 2038 2043 rVB 251417 215922 3.98% 0.421%
29 14.221 2060 2063 2068 rVB2 135089 123260 2.27% 0.240%
30 14.527 2112 2115 2119 rBV 378259 351923 6.49% 0.686%

31 14.809 2161 2163 2165 rBV 86191 76798 1.42% 0.150%
32 14.839 2165 2168 2177 rVB 207213 244125 4 _50% 0.476%
33 14.915 2178 2181 2188 rBV2 100140 112683 2.08% 0.220%
34 14.986 2190 2193 2199 rVB2 125309 149497 2.76% 0.291%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF122118\
Data File : BF111683.D
Aca On - 21 Dec 2018 13:16 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : J6378-16 P001-SS001-0006-01
ALS Vial : 4 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\HPCHEM1\BNA F\METHODS\8270-BF121918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.092 2207 2211 2214 rBV 320459 451808 8.33% 0.880%

36 15.186 2223 2227 2236 rVB2 425104 769986 14.19% 1.500%
37 15.398 2260 2263 2269 rVB 191504 231070 4._.26% 0.450%
38 15.462 2270 2274 2279 rVB 214904 258386 4.76% 0.503%
39 15.527 2280 2285 2289 rBV 825206 1087182 20.04% 2.118%
40 15.574 2289 2293 2297 rVB2 180467 276067 5.09% 0.538%

41 15.774 2324 2327 2332 rBVY 102616 130745 2.41% 0.255%
42 16.021 2364 2369 2373 rBVY 348269 530153 9.77% 1.033%
43 16.062 2373 2376 2386 rVB6 107009 190030 3.50% 0.370%
44 16.539 2453 2457 2463 rVB3 72741 116579 2.15% 0.227%
45 16.839 2503 2508 2515 rVB7 63599 125933 2.32% 0.245%

46 17.003 2531 2536 2542 rBV2 95356 180672 3.33% 0.352%
47 17.151 2555 2561 2567 rBV2 90800 204250 3.77% 0.398%
48 17.451 2609 2612 2618 rVB 67353 94601 1.74% 0.184%
49 17.633 2637 2643 2651 rBV3 205435 456863 8.42% 0.890%
50 18.462 2779 2784 2789 rBVS8 50824 113058 2.08% 0.220%

Sum of corrected areas: 51319131
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111683.D

Aca On : 21 Dec 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J6378-16 P001-5S001-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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: BF111683.D

5000000 552 6.53

4000000 7.05

7.46
3000000

2000000

1000000

5.12 k
2.2 W

L

T T 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: BF111683.D

5000000

4000000 13.00
10.72

3000000

2000000 8.17 9.93 11.42

1000000 11.94 12.73

9.64
10.33 L 11.07 11.36 11.8y 12.12 1356414,8°

A
T T

ottt
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 1250 13.00

Abundance TIC: BF111683.D

5000000
4000000
3000000

2000000
14.05

1000000 15.53

14.53 154919

13.8 16.02
7 2 '01?4-%29 13.386.57,5 77 “15.06 16,54 16.847.000.15 17.457:63 18.46
¥ A ,M_.A/\—WWW/MM_
I

e R —————————aSSsasas S e

R I T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111683.D

Aca On : 21 Dec 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J6378-16 P001-5S001-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 10

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

5.12 4_.57 ng 264792 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 516 (5.122 min): BF111683.D (-511) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
511 | 601 83.0 | 4.80 500 5.20 5.40
e ¥ NS M m/z 59.10 54.39%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R AR AR LA AR
4.80 500 5.20 5.40
59.0 1010 m/z 101.00 16.81%
21.0 350, 510 || 67.0 83.0 910 "
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 5.00 520 540
5000 m/z 58.10 14 .85%
41.0
..,....,...HHM...H:ku?%?ul:i....7?9.,.5@9,....J....“
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- B L R
59.0 4.80 500 5.20 5.40
m/z 41.05 8.87%
5000 41.0
31.0
69.0 87.0
15.0 ‘J ARSIl ‘ 98.0
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111683.D

Aca On : 21 Dec 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J6378-16 P001-5S001-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.67 Concentration Rank 1

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

6.67 86.20 ng 4999730 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
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 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 779 (6.669 min): BF111683.D (-774) (-) m/z 131.95 100.00%
131.9
5000 68.1
96.1 IREBEAREE SR UL S
401 g4 ‘ 6.40 6.60 6.80 7.00
.,....,....'I'!...,!!..,.-:.'.|,..7.E.‘,1....,...|.,?1??.?.1.1.7.,0....,-'...,.. m/z 68.10 42.61%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 S RS NS LR SRR
6.40 6.60 6.80 7.00
33.0 44.0 0.0 105.0 m/z 134.00 33.38%
%00 0.0 | 115.0
mz-> 20 30 40 50 60 70 80 % 100 110 130 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 28.73%
41.0 97.0
‘ 20.0 117.0
|||||||||||‘||‘||||‘||‘||||‘|‘i||||‘|‘|‘|‘|||||||‘||||1|0|7|0|||‘|||||||H||||||
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R AR R
132.0 6.40 6.60 6.80 7.00
m/z 69.05 17.96%
117.0
5000
39.0 910
o | Yo oo | awmo || |
\ 1l [ i \ \ 1
m/z--> 20 30 40 50 60 70 80 9'0 1(')0 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111683.D

Aca On : 21 Dec 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J6378-16 P001-5S001-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 4
R.T. EstConc Area Relative to ISTD R.T.

11.95 12.19 ng 962206 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 Undecanoic acid 186 C11H2202 000112-37-8 58

Abundance Scan 1677 (11.951 min): BF111683.D (-1671) (-) m/z 73.00 100.00%

—

m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

5

129.0 e AR NARRE S
11.60 11.80 12.00 12.20

60 | M/z 60.00 91.37%

5000

157.0 1850 213.0

73.0
5000 129.1
97.0 213.2
157.1 185.2 256.3 L L
11.60 11.80 12.00 12.20
m/z 43.10 99.20%

m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
73.0
T[T T T T T T T
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 81.00%
15.0 Ul 77, .
Eann
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid N L B
73.0 11.60 11.80 12.00 12.20

m/z 41.10 79 .88%

5000
129.0

‘ 1710 2140
H‘ h‘\ IR Y} |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20

=

e}

L ©

- S

= w
o

%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111683.D

Aca On : 21 Dec 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J6378-16 P001-5S001-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 5
R.T. EstConc Area Relative to ISTD R.T.
12.73 10.58 ng 835120 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
Abundance Scan 1809 (12.727 min): BF111683.D (-1804) (-) m/z 43.10 100.00%
5000
129.1
97.1
241.2 R DR TR AR BN
1571 185.1 2131 284.3 12.'40 12.|60 12.|80 13.'00 '
m/z 73.00 81.73%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
129.0
5000 284.0
. ) 12.40 12.60 12.80 13.00
' m/z 59.95 76.89%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
1240 12.60 12.80 13.00
5000 129.0 m/z 55.05 76.78%
J‘u' | 157.0 1g50 213.0 256.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid AR mma e
73.0 12.40 12.60 12.80 13.00
m/z 57.05 76.39%
5000 129.0 JM
R R R

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111683.D

Aca On : 21 Dec 2018 13:16

Operator : JU/SJ

Sample : J6378-16

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Behenic alcohol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.89 5.09ng 376346  Chrysene-d12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 gehenic alcohol 326 C22HA60 000661-19-8 87

2 n-Tetracosanol-1 354 C24H500 000506-51-4 87
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
4 1-Docosene 308 C22H44 001599-67-3 87
5 Octacosanol 410 C28H580 000557-61-9 81
Abundance Scan 2007 (13.892 min): BF111683.D (-2004) (-) m/z 43.05 100.00%
43.0
83.0
5000
R N REEE S R
200.1 2811 13.60 13.80 14.00 14.20
e : m/z 55.05 94 .49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55,0
5000 LA L L L L LB
13.60 13.80 14.00 14.20
m/z 57.05 91.86%
29.0 139.0
' 167.0 196.0 224.0 252.0 280.0 308.0
et
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
R N REEE S R
13.60 13.80 14.00 14.20
5000 m/z 83.05 81.22%
29.0 139.0
mEl| 167.0 195,0222.0 250.0 280.0 308.0 336.0
RRRRAREIRaRA RARs iy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 MWVJ w
Abundance #205392: Trichloroacetic acid, hexadecy! ester o
43.0 13.60 13.80 14.00 14.20
69.0 m/z 97.10 70.40%
5000
12>.0 Ty I M,L,MMJ L/\AN/\QM—
196.0 224.0
R B N Rmas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111683.D

Aca On : 21 Dec 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J6378-16 P001-5S001-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .53 4.76 ng 351923 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heptadecane 240 C17H36 000629-78-7 93
3 1-Octadecene 252 C18H36 000112-88-9 93
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 91
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 91
Abundance Scan 2115 (14.527 min): BF111683.D (-2112) (-) m/z 57.10 100.00%

57.1
5000 .

14. 20 14. 40 14 60 14. 80
el m/z 43.10 74.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105886: Octadecane
57.0

1411 169.1 197.2 2242 254.1 5811

5000 850 LN L L L L L LB L |
14.20 14.40 14.60 14.80
m/z 71.05 56.37%
290 113.0 141.0 169.0 254.0
I | il ||| 1 197.0 225.0
”w.”q.”,.“q.”q.”q.”q.”q.”..”..“..”..”q.”q”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94344: Heptadecane
57.0
T T T T
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.10 39.78%
29.0
T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104183: 1-Octadecene e e
43.0 14.20 14.40 14.60 14.80

m/z 55.10 39.10%

5000

140.0 168.0 196.0 224.0 252.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 20 14. 40 14 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111683.D

Aca On : 21 Dec 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J6378-16 P001-5S001-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.84 4.49 ng 244125 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Triacontane 422 C30H62 000638-68-6 86
5 Eicosane 282 C20H42 000112-95-8 83
Abundance Scan 2168 (14.839 min): BF111683.D (-2165) (-) m/z 57.10 100.00%
51.1
5000 f \
HRELR B B B SR
155 2 14.60 14.80 15.00 15.20
— | ,|. 4 ll Lol ot 1971 2831 2080 8373 Tnyz 43.10 66.61%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 L B B L B
mmmmmmmm
m/z 71.10 61.33%
99.0
240| Ly }410 183.0 225.0 267.0 309.0338.0
m/z--> 55 100 1%0 200 250 360 3éo
Abundance #209566: Octacosane
57.0
" 14.60 14.80 15.00 15.20
5000 m/z 85.10 43.71%
99.0
27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 160 150 200 250 360 3éo
Abundance #202662: Heptacosane T S T
57.0 14.60 14.80 15.00 15.20
m/z 41.10 22.93%
- M
99.0
27,0 | | 141.0 183 0 225.0 267.0 323.0 380.0
m/z--> 55 160 1%0 200 250 300 3éo ' 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111683.D

Aca On : 21 Dec 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J6378-16 P001-5S001-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Supraene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.92 2.07 ng 112683 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 76
2 Saualene 410 C30H50 000111-02-4 64
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 59
4 trans-Farnesol 222 C15H260 000106-28-5 53
5 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 47
Abundance Scan 2182 (14.921 min): BF111683.D (-2178) (-) m/z 69.10 100.00%
69.1
5000
121. 254.1 UL AU BN BN B
14.60 14.80 15.00 15.20
224.0 :
.?9.\0,-1.1 pddb ‘45?91.9.1,1. 40 L840 3413 477 81.05 50.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 AR IR UL SRR
14.60 14.80 15.00 15.20
3 o m/z 41.05 32.70%
29.o| L }07 O |, 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #215929: Squalene
69.0
1460 14.80 15.00 15.20
5000 m/z 95.10 17.18%
137.0
29.0“ 4 I L ¥or.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- e A RERREEESE L
69.0 14.60 14.80 15.00 15.20
m/z 254.05 16.00%
5000
136.0
239‘ ‘\ | 1050, | 177.0 21502480
m/z--> " 100 1%0 200 2%0 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111683.D

Aca On : 21 Dec 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J6378-16 P001-5S001-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Octadecanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.99 2.75 ng 149497 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 n-Tetracosanol-1 354 C24H500 000506-51-4 52
3 1-Hexacosanol 382 C26H540 000506-52-5 52
4 1.1°-Bicvclohexvl. 4-methvl-4"-p... 222 C16H30 092343-70-9 50
5 2-Heptadecenal 252 C17H320 1000143-48-6 43
Abundance Scan 2194 (14.992 min): BF111683.D (-2190) (-) m/z 57.10 100.00%

1

5000

301.2 355.1 14.60 14.80 15.00 15.20 15.40
.ﬂﬂ... .HJ. m/z 82.10 92.27%
m/z--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal

161.0 225.0
1 197.0

14.60 14.80 15.00 15.20 15.40
m/z 55.10 83.64%

5000

37:0166.0194.0222.0250.0

|
m/z--> 50 100 150 200 250 300 350

Abundance #186969: n-Tetracosanol-1
43.0
R RAREemaa
14.60 14.80 15.00 15.20 15.40
5000 83.0 m/z 43.10 78.50%
111.0
1slof fl | J.A ji | ,140.0168.0196.0 238.0266.0 308.0336.0
e e I e R
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol A e R R
43.0 14.60 14.80 15.00 15.20 15.40
m/z 83.10 66.04%
5000 83.0
111.0
1doy il | J‘J"L‘L 139.0168.0196.0224.0252.0280.0308.0336.0364.0
e e R B e
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111683.D

Aca On : 21 Dec 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J6378-16 P001-5S001-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Benzo[e]pyrene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.40 4.25 ng 231070 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 96
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 95
5 Perylene 252 C20H12 000198-55-0 93
Abundance Scan 2263 (15.398 min): BF111683.D (-2260) (-) m/z 252.10 100.00%
259.1
5000
55.1  99.0 e 159.0 198.0224.1 278.1 353 20 1520 15:40 1500 1589
S5l 990y | 1590 1980°CR7 | 2781 3653 n/7 250.10  28.84%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252.0
5000
15.00 15.20 15.40 15.60 15.80
1250 m/z 253.05 22.11%
63.0 99 0, | 1580 198 0224.0 M
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene
252.0
15.00 15.20 15.40 15.60 15.80
5000 m/z 125.10 12.26%
126.0
39.0 74.0100.0 | 163 0 198.0224.0 |
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]acephenanthrylene A e S e
252.0 15.00 15.20 15.40 15.60 15.80
m/z 126.00 11.03%
5000
126.0
74.0 100 Q ‘I 198.0224.0 |
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111683.D

Aca On : 21 Dec 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J6378-16 P001-5S001-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Oxirane, heptadecyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.77 2.41 ng 130745 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 93
2 Octadecanal 268 C18H360 000638-66-4 90
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
4 Olevl alcohol. methvl ether 282 C19H380 1000352-68-0 64
5 1,19-Eicosadiene 278 C20H38 014811-95-1 62
Abundance _ Scan 2326 (15.768 min): BF111683.D (-2324) (-) m/z 57.10 100.00%
511 g0
5000
' 741 20212291 2731 3013 | 1540 15.60 15.80 16.00
m/z 43.10 97 .65%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129467: Oxirane, heptadecyl-
43.0 82.0

5000

15.40 15.60 15.80 16.00
m/z 82.05 80.99%

166.0 194.0 236.0 264.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117604: Octadecanal

15.40 15.60 15.80 16.00
m/z 55.05 66.35%

5000

137.0 166.0 194.0 222.0 250.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117617: Oxirane, hexadecyl- A BT o e
82. 15.40 15.60 15.80 16.00

m/z 96.10 54 .32%

5000

208.0 250.0

166.0

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111683.D

Aca On : 21 Dec 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J6378-16 P001-5S001-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.02 9.75 ng 530153 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2369 (16.021 min): BF111683.D (-2364) (-) m/z 57.10 100.00%
57.1
992 1580 16.00 16.20 16.40
41.1 - - - -
| ,I. WA g foHL | 2072 23526613001 0 R0 63, 250
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- L/L\J\AW
57.0
5000 LR SN B SULBULN
15.80 16.00 16.20 16.40
m/z 71.10 57.77%
90 a0 239.0
by 2410 10 T oea0 a0s0 a0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
1580 16.00 1620 16.40
5000 m/z 85.05 43.13%
99.0
27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane AR Ea R EEee e e
57.0 15.80 16.00 16.20 16.40
m/z 55.10 21.54%
- MLVM
99.0
ﬁM]|idimw:m02%omm:mmwo
m/z--> 50 100 150 200 250 300 350 ' 15,80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122118\
Data File : BF111683.D

Aca On : 21 Dec 2018 13:16

Operator : JU/SJ

Sample : J6378-16

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.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 15 Cycloeicosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.06 3.50 ng 190030 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 53
2 n-Tetracosanol- 354 C24H500 000506-51-4 52
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 52
4 2-Thiopheneacetic acid. 2-ethvlc... 252 C14H2002S 1000278-96-1 49
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 46

Abundance Scan 2376 (16.062 min): BF111683.D (-2373) (-) m/z 83.10 100.00%
5000
| 15.80 16.00 16.20 16140
m/z 69.10 90.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127768: Cycloeicosane
54.0
83.0
5000 L B BRI SULLE BAUS
29.0 0 mmmmmmmm
11l m/z 57.10 88.61%
L, 139.0 168.0 196.0 224.0 252.0 280.0
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
| 15.80 16.00 16.20 16140
5000 111.0 m/z 97.10 85.15%
29.0 139.0
h”mmmmmmnm5mmmmm%m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104187: 9-Octadecene, (E)- L B
55.0 15.80 16.00 16.20 16.40
83.0 m/z 43.10 83.56%
5000
29.0
139.0 168.0 196.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 mmmmmmm%

8270-BF121918.M Mon Dec 24 12:43:15 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111683.D

Aca On : 21 Dec 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J6378-16 P001-5S001-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Nonadecane, 9-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.54 2.14 ng 116579 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Tetracosane 338 C24H50 000646-31-1 68
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 64
4 Tetratetracontane 619 C44H90 007098-22-8 64
5 Heptadecane 240 C17H36 000629-78-7 64

Abundance Scan 2457 (16.539 min): BF111683.D (-2453) (-) m/z 57.10 100.00%

57.1

5000

113.1141.1169.1 197 5,5, 5250,0276.1 341.0 16.20 16.40 16.60 16.80
m/z 71.10 78.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129499: Nonadecane, 9-methyl-
57.0

85.0

5000 Dl
16.20 16.40 16.60 16.80

140.0 m/z 43.10 64 .19%

29.0 ~168.0
| T |. 197.0 23902670

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

Abundance #175559: Tetracosane
57.0
R e EEAER R
85.0 16.20 16.40 16.60 16.80
5000 | m/z 85.10 56.66%
29.0 113.0
1 W\ J‘me%mNQM%w 338.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185535: Heptadecane, 9-octyl- R e EEAER R
57.0 16.20 16.40 16.60 16.80
m/z 55.00 30.56%
5000 85.0

113.0
7771410 169.0 197.0 239 0 267.0294.0 323.0 352.0

\
|||||||||||||||||||||||||||||||| |||||||||||||||||||| ILARANRRARE RRENE RERRE RERE] L LI B L N BN |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16 20 16. 40 16 60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111683.D

Aca On : 21 Dec 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J6378-16 P001-5S001-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknownl6.84 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.84 2.32 ng 125933 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Trifluoromethvl-4-chloro-5.8-d... 291 C12H9CIF3NO2 041192-87-4 43
2 2-Thiophenecarbaldehvde. 5-I5-(t... 276 C13H80S3 1000217-28-5 43
3 Oxalic acid. diamide. N.N"-bis(4... 276 C14H10F2N202 1000309-42-9 38
4 2-(p-TolvDoxazolol4.5-clauinoli... 276 C17H12N202 148563-22-8 38
5 12H-Benzothieno[2,3-d]pyrido[l1,2... 276 C1l4H16N2S2 102254-63-7 37
Abundance Scan 2508 (16.839 min): BF111683.D (-2503) (-) m/z 276.10 100.00%
276.1
43.1
5000
301.1 16.60 16.80 17.00 17.20
m/z 43.10 63.95%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #136622: 2-Trifluoromethyl-4-chloro-5,8-dimethoxy quinoline
276.0
5000 LR S B IR B
16.60 16.80 17.00 17.20
69.0 2280 m/z 57.05 59.99%
1000151 g1440 1700 19O 250 0| .
m/z--> 40 éo 85 160 120 140 160 1§0 200 220 240 260 2éo 300
Abundance #124008: 2-Thiophenecarbaldehyde, 5-[5-(thien-2-yl)thien-2...
276.0

16.60 16.80 17.00 17.20
m/z 82.10 48.81%

5000

203.0
45,0 69.0

95.0 127.01490171.0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124037: Oxalic acid, diamide, N,N*-bis(4-fluorophenyl)- R RRREE EE s
111.0 276.0 16.60 16.80 17.00 17.20
m/z 55.00 43.14%
5000
138.0
830 ‘
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.60 16. 80 17. 00 17. 20

8270-BF121918.M Mon Dec 24 12:43:17 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111683.D

Aca On : 21 Dec 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J6378-16 P001-5S001-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.15 3.76 ng 204250 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2561 (17.151 min): BF111683.D (-2555) (-) m/z 57.10 100.00%

57.1

:

5000
1131 267.1 16.80 17.00 17.20 17.40
{ 1,169-2217 1777 : : : :
oA g R e m/z 71.10 60.14%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane
5000 LA L L L L L L B B

16.80 17.00 17.20 17.40
m/z 43.10 51.37%

13.0 169.0 225.0 282.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

3

Abundance #117636: Nonadecane
57.0
R B .
16.80 17.00 17.20 17.40
5000 m/z 85.10 46 .35%
268.0
j 13.0 1690
O S N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane B B .
57.0 16.80 17.00 17.20 17.40
m/z 41.10 19.03%
o PHVWWPKMMmNANJ«JKXVVMﬁvﬁwMVj\
13. O

,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 16 80 17. 00 17. 20 17. 40

8270-BF121918.M Mon Dec 24 12:43:17 2018 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111683.D

Aca On : 21 Dec 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J6378-16 P001-5S001-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 _.beta.-Sitosterol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.63 8.40 ng 456863 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 95
2 .aamma.-Sitosterol 414 C29H500 000083-47-6 64
3 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 43
4 5-Cholestene-3-o0l. 24-methvl- 400 C28H480 1000214-17-4 38
5 Isocholesteryl methyl ether 400 C28H480 029944-53-4 35
Abundance Scan 2643 (17.633 min): BF111683.D (-2637) (-) m/z 43.10 100.00%
431
5000 105.1 145.1

17.40 17.60 17.80 18.00
m/z 55.10 59.14%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #217432: .beta.-Sitosterol
43.0
5000 LR UL SRR BN B
107.0 414.0 17.40 17.60 17.80 18.00
145.0 ' m/z 145.10 48.10%
213.0 255.0 303.0
i 0 354.0
m/z--> 5|0 100 150 200 250 300 350 400 450
Abundance #217434: .gamma.-Sitosterol
43.0

17.40 17.60 17.80 18.00
m/z 57.10 46.42%

5000
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228560: .beta.-Sitosterol acetate B REEREESEET
43.0 17.40 17.60 17.80 18.00
m/z 105.05 45_49%
5000
80 1m0 396.0
215.0 255.0 {
S NTHTN VN POk TR TR B deshoioi i
m/z--> 50 100 150 200 250 300 350 400 450 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122118\

Data File : BF111683.D

Aca On : 21 Dec 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J6378-16 P001-5S001-0006-01
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 Aromandendrene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.46 2.08 ng 113058 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aromandendrene 204 C15H24 000489-39-4 53
2 2.10.10-Trimethvltricvclol7.1.1.... 204 C14H200 1000210-81-9 53
3 Guaia-3.9-diene 204 C15H24 000489-83-8 38
4 Spirol5.5Tundec-2-ene. 3.7.7-tri... 204 C15H24 018431-82-8 38
5 2-l1sopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 1000193-57-0 30
Abundance Scan 2784 (18.462 min): BF111683.D (-2779) (-) m/z 207.05 100.00%
43.1 20f.1
135.1
95.0
5000
175.1 257.2
290.1 L UL B SRR AL
855.2 1820 18.40 18.60 18.80
m/z 189.15 84 .38%
m/z--> 50 100 150 200 250 300 350
Abundance #64276: Aromandendrene
41.0 91.0 161.0
133.0 204.0
5000 UL U BN SUNRN SR
18.20 18.40 18.60 18.80
m/z 43.10 84 .15%
'4"J' | S UL B
m/z--> 50 100 150 200 250 300 350
Abundance #64223: 2,10,10-Trimethyltricyclo[7.1.1.0(2,7)Jundec-6-en-...
20.0 180.0
41.0 UL NS BN SUNRN SR
18.20 18.40 18.60 18.80
5000 161.0 m/z 55.10 74 .54Y%
107.0r35.0
I‘HLJ{L}\J{I\IJIlIIIIIIIIII N ;
m/z--> 50 100 150 200 250 300 350
Abundance #64297: Guaia-3,9-diene A EAREE ma S
105.0 135.0161.0 504 ¢ 18.20 18.40 18.60 18.80
' m/z 135.05 71.15%
41.0
5000
79.0 ‘
f'.“.‘“”.” ‘.‘.“.l ——— e i e
m/z--> 50 100 150 200 250 300 350 18.20 18.40 18.60 18.80

8270-BF121918.M Mon Dec 24 12:43:19 2018 Page: 21



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122118\
Data File : BF111683.D
Acq On : 21 Dec 2018 13:16 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?22'6 : J6378-16 P001-SS001-0006-01
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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... 5.12 4.6 ng 264792 1 6.90 1160040 20.0
unknown6 .67 6.67 86.2 ng 4999730 1 6.90 1160040 20.0
n-Hexadecanoic acid 11.95 12.2 ng 962206 4 11.42 1578160 20.0
Octadecanoic acid 12.73 10.6 ng 835120 4 11.42 1578160 20.0
Behenic alcohol 13.89 5.1 ng 376346 5 14.05 1478970 20.0
Octadecane 14.53 4.8 ng 351923 5 14.05 1478970 20.0
Tetracosane 14.84 4.5 ng 244125 6 15.53 1087180 20.0
Supraene 14.92 2.1 ng 112683 6 15.53 1087180 20.0
Octadecanal 14.99 2.8 ng 149497 6 15.53 1087180 20.0
Benzo[e]pyrene 15.40 4.3 ng 231070 6 15.53 1087180 20.0
Oxirane, heptadecyl- 15.77 2.4 ng 130745 6 15.53 1087180 20.0
Heptadecane, 9-oc... 16.02 9.8 ng 530153 6 15.53 1087180 20.0
Cycloeicosane 16.06 3.5 ng 190030 6 15.53 1087180 20.0
Nonadecane, 9-met... 16.54 2.1 ng 116579 6 15.53 1087180 20.0
unknownl16 .84 16.84 2.3 ng 125933 6 15.53 1087180 20.0
Eicosane 17.15 3.8 ng 204250 6 15.53 1087180 20.0
-beta.-Sitosterol 17.63 8.4 ng 456863 6 15.53 1087180 20.0
Aromandendrene 18.46 2.1 ng 113058 6 15.53 1087180 20.0
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