LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081619\
Data File : BF116319.D

Aca On : 16 Aug 2019 13:47

Operator : HP/JU

Sample : K4356-13

Misc :

ALS Vial : 13 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 5.439 567 570 601 rBY 1505317 1907891 91.16% 7.410%
2 6.457 740 743 762 rBVY 1775364 2030824 97 .03% 7.887%
3 6.592 762 766 785 rVB 2063042 2092949 100.00% 8.129%
4 6.816 801 804 817 rBV 616662 601164 28.72% 2.335%
5 6.975 827 831 848 rBVY 1462635 1497798 71.56% 5.817%
6 7.381 897 900 917 rBV 1216918 1295340 61.89% 5.031%
7 8.098 1019 1022 1045 rBV 756489 789899 37.74% 3.068%
8 9.169 1200 1204 1216 rBvV 2291016 2039519 97.45% 7.921%
9 9.563 1268 1271 1284 rBV 429234 423673 20.24% 1.645%
10 9.851 1316 1320 1332 rVB 1003978 963388 46.03% 3.742%

11 10.639 1450 1454 1470 rBV 1417071 1465698 70.03% 5.693%
12 10.763 1473 1475 1486 rVB 74422 107113 5.12% 0.416%
13 11.333 1569 1572 1579 rBV 940295 1005840 48.06% 3.907%
14 11.857 1658 1661 1674 rBvV2 128861 194251 9.28% 0.754%
15 12.410 1752 1755 1759 rVB 63525 50699 2.42% 0.197%

16 12.592 1776 1786 1789 rBV 27565 35812 1.71% 0.139%
17 12.639 1791 1794 1807 rBV 66265 116730 5.58% 0.453%
18 12.910 1837 1840 1851 rVB 2080513 1937676 92.58% 7.526%
19 13.133 1872 1878 1889 rBV 134719 172719 8.25% 0.671%
20 13.474 1933 1936 1943 rBV3 31612 34610 1.65% 0.134%

21 13.592 1954 1956 1960 rVB 32499 27177 1.30% 0.106%
22 13.804 1988 1992 2010 rBV 520546 932153 44 .54% 3.620%
23 13.980 2018 2022 2033 rBV 768640 809443 38.67% 3.144%

24 14.115 2042 2045 2048 rBV 83444 83930 4._.01% 0.326%
25 14.139 2048 2049 2060 rVV6 23337 48942 2.34% 0.190%
26 14.239 2063 2066 2071 rVB 54542 48706 2.33% 0.189%
27 14.433 2088 2099 2109 rBV2 628332 1227004 58.63% 4_765%
28 14.504 2109 2111 2116 rVB 55411 59237 2.83% 0.230%
29 14.721 2144 2148 2152 rBV 283179 278316 13.30% 1.081%
30 14.762 2152 2155 2158 rVV2 25787 43951 2.10% 0.171%

31 14.798 2158 2161 2167 rVV 130052 137614 6.58% 0.534%
32 14.862 2169 2172 2177 rVB3 46115 47684 2.28% 0.185%
33 15.051 2199 2204 2207 rBV 350414 398369 19.03% 1.547%
34 15.092 2207 2211 2226 rVB2 102379 294573 14.07% 1.144%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081619\
Data File : BF116319.D

Aca On : 16 Aug 2019 13:47

Operator : HP/JU

Sample : K4356-13

Misc :

ALS Vial : 13 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 15.415 2261 2266 2267 rBV 316966 332870 15.90% 1.293%

36 15.439 2267 2270 2291 rVB 536393 849339 40.58% 3.299%

37 15.745 2319 2322 2331 rVB3 19560 38230 1.83% 0.148%
38 15.839 2332 2338 2345 rBV 241269 362566 17.32% 1.408%
39 15.927 2346 2353 2354 rBV3 15864 32785 1.57% 0.127%
40 16.109 2380 2384 2390 rBV3 19279 38427 1.84% 0.149%
41 16.321 2414 2420 2433 rBvV 120329 221285 10.57% 0.859%
42 16.892 2511 2517 2526 rBvV2 42189 81692 3.90% 0.317%
43 17.468 2602 2615 2621 rBv4 104371 268759 12.84% 1.044%
44 17.727 2653 2659 2663 rBV6 27339 70522 3.37% 0.274%
45 17.933 2686 2694 2708 rVB3 80986 202573 9.68% 0.787%
46 18.180 2729 2736 2738 rBV6 24231 48012 2.29% 0.186%
Sum of corrected areas: 25747752
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116319.D

Aca On : 16 Aug 2019 13:47

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 13 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: BF116319.D

6.59
2000000
6.46

1500000 5.44 6.97
7.38

1000000

500000

e
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: BF116319.D

12.91
2000000

1500000 10.64

1000000 11.33

8.10

500000 9.56

11.86 13.13

2155

| NI A ST S e e !

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: BF116319.D

10.76

2000000

1500000

1000000

13.98

500000
15.84

16.32
15.7 5.936.11

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

17.47
17.7317:93 18.18

8270-BF073019.M Wed Aug 21 01:05:43 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116319.D

Aca On : 16 Aug 2019 13:47

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 13 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 69.63 ng 2092950 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 766 (6.592 min): BF116319.D (-762) (-) m/z 132.00 100.00%
13%.0
5000 68.0 L
96.0 NS AR R
40.0 54.0 J 6.20 6.40 6.60 6.80 7.00
O‘M.'Pﬁo. dogtiae o m/z 68.00 38.81%
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 NS AR S
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.45%
01 U DAL UL B
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 25.35%
0 |||||||||‘|‘|‘|‘| ‘M ||“|||‘H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 100 120 140 160 180
Abundance #14105: B|cyc|o[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 15.45%
117.0
5000
91.0
ST A
0||‘|||‘|||“N||‘l‘|||“|||=||‘|‘||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\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116319.D

Aca On : 16 Aug 2019 13:47

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 13 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 Benzenesulfonamide, N,4-dim... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.76 2.13 ng 107113 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 94
2 Cvclohepta-2.4.6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 64
3 EthvIl(E/Z2)-.alpha.-cvano-4-nitro... 416 C19H16N207S 1000287-26-8 53
4 Benzenesulfonamide. N.4-dimethvl... 214 C8H10N203S 000080-11-5 53
5 Pyridine-2-carbonitrile, 3,5,6-t... 375 C13H8CI3N302S 255713-77-0 47
Abundance Scan 1475 (10.763 min): BF116319.D (-1473) (-) m/z 91.00 100.00%
91.0
5000
185.0
39.0 10.40 10.60 10.80 11.00
o .'.in.l.-..l,-..ll?f.",gl...|'.,....,....,....,....,... m/z 64.95 26.27%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #49672: Benzenesulfonamide, N,4-dimethyl-
91.0
5000 DAL SRS
10.40 10.60 10.80 11.00
30.0 185.0 m/z 185.00 21.17%
0 ..Il:i‘.ll...ll‘.!]]3.9'O|...|.|.... ————
mz-> 0 50 100 150 200 250 300 350 400
Abundance #49677: Cyclohepta-2,4,6-trienesulfonic acid, methylamide
91.0
10.40 10.60 10.80 11.00
5000 185.0 m/z 154.90 20.57%
30.0
o ..‘!‘;i‘.ll.‘.l ..{1.3?'?....,.... T
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217737: Ethyl(E/Z)-.alpha.-cyano-4-nitro-.beta.-(p-tosylo... T ,[.\. e
91.0 155.0 10.40 10.60 10.80 11.00
m/z 92.00 18.71%
5000
29.0
0 o l\; | 1123.0 | 188.0 234.0 276.0  336.0371.0 416.0
mz-> 0 50 100 150 200 250 300 350 400 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116319.D

Aca On : 16 Aug 2019 13:47

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 13 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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.86 3.86 ng 194251 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
Abundance Scan 1662 (11.863 min): BF116319.D (-1658) (-) m/z 73.00 100.00%

| | | 256.2 11.60 11.80 12.00 12.20
N— m/z 42.95 77.21%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41/0

5000 129.0 L L I B DL

1160 1180 12.00 12.20
of TM

60 | M/z 60.00 76.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

o

73.0
43.0
5000 1260
uu 97.0 157.0 1850 2131

157.0 1850 213.0

Abundance #72646: Tridecanoic acid
430 | 739
T R
11.60 11.80 12.00 12.20
5000 m/z 57.00 67.01%
‘ 129.0 171.0 214.0
‘ 97.0 ‘ :
ol Ll W% | | as20 | oeso |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0 11.60 11.80 12.00 12.20
43.0 m/z 41.00 59.95%
5000 129.0
185.0 228.0
L o]
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF073019.M Wed Aug 21 01:05:44 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116319.D

Aca On : 16 Aug 2019 13:47

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 13 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 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

12.64 2.32 ng 116730 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 52
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 18

Abundance Scan 1794 (12.639 min): BF116319.D (-1791) (-) m/z 73.00 100.00%

43.0 730

3

5000 129.0
12.40 12.60 12.80 13.00
01 m/z 43.00 98.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

.0

:

129.0 R
12.40 12.60 12.80 13.00

m/z 60.00 85.64%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43.0 73.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 57.00 84 .34%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0 12.40 12.60 12.80 13.00
m/z 54.95 73.09%
5000 129.0
83.0
157.0 185.0 213.0 256.0
01 N e o e
m/z--> 20 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\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116319.D

Aca On : 16 Aug 2019 13:47

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 13 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 Tritetracontane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
1313 4.27ng 172719 Chrysene-d12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tritetracontane 605 C43H88 007098-21-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91

3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S

4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 91

1000309-12-5 91

5 Octadecane, 1-chloro- 288 C18H37CI 003386-33-2 90
Abundance Scan 1877 (13.127 min): BF116319.D (-1872) (-) m/z 57.00 100.00%
57.0 F
5000
11.0
M l 12 80 13.00 13.20 13.40
O.HH“.”,”Ew.”.,”.w.”.“.”,”..P.”,”.w.”.“.”,”. m/z 43.00 77.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
5000 TT TTT T [TTTT LB B |
12. 80 13. OO 13 20 13.40
m/z 71.00 67.57%
o 101690 225.0 281.0 337.0 393.0 463.0 519.0 575.0
o A A E e o o e o e e e e RS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
12.80 13.00 13.20 13.40
5000 m/z 85.10 47 .88%
o N‘W°m0momomom04mo 561.0 615.0
I LA I e I o e o e e e A REEREEE S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43.0 12.80 13.00 13.20 13.40
m/z 55.00 47 .34%
5000
7.0
R D W LD W - N — B e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 12. 80 13. 00 13 20 13. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116319.D

Aca On : 16 Aug 2019 13:47

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 13 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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.80 23.03 ng 932153 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Cvclopentadecane 210 C15H30 000295-48-7 92
4 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 1991 (13.798 min): BF116319.D (-1988) (-) 57.00 100.00%

51.0 g30
5000

139.1 13.40 13.60 13.80 14.00 14.20
168.1 .
0 196.1 m/z 43.00 88.50%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol
55 83.0

13.40 13.60 13.80 14.00 14.20
m/z 83.00 83.34%

29.0
Lo " 167.0 196.0 224.0 252.0 280.0 308.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55,0 83.0

13.40 13.60 13.80 14.00 14.20
5000 111.0 m/z 55.00 81.59%
29.0
1390 167.0 1960  238.0 266.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 L\/\
Abundance . =%ﬁirv—v—v—v—rv—v—v—v—rv—r

0
#69584: Cyclopentadecane
55.0 13.40 13.60 13.80 14.00 14.20

m/z 68.95 75.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 40 13.60 13.80 14.00 14.20

o

o

5000

139.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116319.D

Aca On : 16 Aug 2019 13:47

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 13 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 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.12 2.07 ng 83930 Chrysene-di12 13.98
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 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2046 (14.121 min): BF116319.D (-2042) (-) m/z 57.00 100.00%
57.0
5000
99.1
41.0 13.80 14.00 14.20 14.40
Y ‘|l|fl,.1533.0,....,........,.... m/z 71.00 75.01%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
13.80 14.00 14.20 14.40
99.0 m/z 43.00 59.72%
oL 270 ||JJMW:m02%O%m%M
m/z--> 55 100 1éo 260 2éo 360 3éo
Abundance #202662: Heptacosane
57.0
13.80 14.00 14.20 14.40
5000 m/z 85.00 57 .39%
99.0
27,00 || | [Ty, 1410 1830 225.0 267.0 323.0 380.0
m/z--> 55 160 1éo 200 250 300 3éo
Abundance #175557: Tetracosane
57.0 13.80 14.00 14.20 14.40
m/z 41.00 22 .79%
5000
99.0
0 27,0 I L 1410‘ 183.0 225.0 267.0 309.0338.0
LI B B B N B B B B B R |||||||||||||||||||| —v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|'
m/z--> 55 160 1éo 200 250 360 3éo 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116319.D

Aca On : 16 Aug 2019 13:47

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : 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 9 1-Heptacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.43 30.32 ng 1227000 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 90
Abundance Scan 2098 (14.427 min): BF116319.D (-2088) (-) m/z 57.00 100.00%
57.0
5000 97.0
7.1 14.20 14.40 14.60 14.80
ol Ll 4 i W 201 2252 2810 | "m/z 43.00 71.04%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0
5000
14.20 14.40 14.60 14.80
00 m/z 71.05 65.47%
0 27,0 ]ll | 168.0 209.0238.0 278.0308.0 348.0378.0
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
580 oo g
14.20 14.40 14.60 14.80
5000 m/z 55.00 48 .60%
oL 260 | ‘l | | %680 2100  266.02050
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol L e e
430 830 14.20 14.40 14.60 14.80
' m/z 85.00 46.88%
5000 1110
oLt ” B! ‘f“‘f’-‘{ 1820 2240  280.0309.0
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116319.D

Aca On : 16 Aug 2019 13:47

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 13 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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.72 6.55 ng 278316 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
Abundance Scan 2148 (14.721 min): BF116319.D (-2144) (-) m/z 57.00 100.00%
57.0
5000
99.0 14.40 14.60 14.80 15.00
141.1 . . . :
o...J,.J..J.'li' s e+ m/z 71.05 74.09%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
14.40 14.60 14.80 15.00
99.0 m/z 43.00 59.09%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #209566: Octacosane
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.05 55.30%
99.0
0 27,00 | | | | 1410 1830 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 350 '
Abundance #175557: Tetracosane
57.0 14.40 14.60 14.80 15.00
m/z 55.00 21 .50%
5000
99.0
OZW |l |, 1410 1830 2250 267.0 338.0
|||||||||||||||||||||||||||||||| —v—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—r
m/z--> 50 160 150 200 250 360 3%0 ' 14.40 14.60 14.80 15.00

8270-BF073019.M Wed Aug 21 01:05:47 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116319.D

Aca On : 16 Aug 2019 13:47

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 13 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 Squalene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.80 3.24 ng 137614 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
4 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 64
Abundance Scan 2161 (14.798 min): BF116319.D (-2158) (-) m/z 69.00 100.00%
69.0
5000
07.01 14.40 14.60 14.80 15.00 15.20
N I T ' .17.4:9.2?7.'9 2820 sl Tn/z 81.00 49.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69.0
5000
14.40 14.60 14.80 15.00 15.20
m/z 41.00 22.80%
ol290 4 |, || |, || | JrGl 0191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
1440 14.:60 1480 15.00 15.20
5000 m/z 95.00 12 .43%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
m/z--> éo 100 150 200 250 300 350 400
Abundance #100905: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl- W
69.0 14.40 14.60 14.80 15.00 15.20
m/z 67.95 12.03%
5000
136.0
o0 9‘ ‘\ | 1050, | 177.0 21502480
m/z--> " 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116319.D

Aca On : 16 Aug 2019 13:47

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 13 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 2-methyloctacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.05 9.38 ng 398369 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptadecane 240 C17H36 000629-78-7 91

Abundance Scan 2204 (15.051 min): BF116319.D (-2199) (-) m/z 57.00 100.00%
51.0
5000
st 14.80 15.00 15.20 15.40
141.1 : : : :
o...J, l|| L 831 252 2671 | m/z 71.05 76.01%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
51.0
5000
14.80 15.00 15.20 15.40
99.0 m/z 43.00 60.10%
02m|jjﬂdmm1%02mzmom% 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57.0
" 14:80 15.00 15.20 15.40
5000 m/z 85.05 54 .84%
99.0
0 2700 || Ly 1410 1830 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57.0 14.80 15.00 15.20 15.40
m/z 55.00 22.68%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 14.80 15.00 15.20 15.40

8270-BF073019.M Wed Aug 21 01:05:48 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116319.D

Aca On : 16 Aug 2019 13:47

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 13 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 n-Tetracosanol-1 Concentration Rank 7

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

15.09 6.94 ng 294573 Perylene-di12 15.44

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heptacosanol 396 C27H560 002004-39-9 94

2 n-Tetracosanol-1 354 C24H500 000506-51-4 91

3 n-Heptadecanol-1 256 C17H360 001454-85-9 76
4 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 70

5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 64
Abundance Scan 2211 (15.092 min): BF116319.D (-2207) (-) m/z 83.00 100.00%

83.0
43.0
111.1
5000
1 53.0 193.0 281.9 ' 14.80 15.00 15.20 15.40
0 Al e m/z 97.00 97.60%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0

14.80 15.00 15.20 15.40
m/z 69.00 83.04%

5000

39.0
]1 ],. 9-68 0 209.0238.0 278.0308.0 348.0378.0

(0} L e e e e e e .
m/z--> 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 |97.0
14.80 15.00 15.20 15.40
5000 m/z 55.00 77.91%
39.0
0 27000 1[0 y | }680 21002380 278.0308.0337.0
B B am e T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #107662: n-Heptadecanol-1 R e R R
55.0 14.80 15.00 15.20 15.40
97.0 m/z 57.00 75.70%
5000
26.0
ol 260, H.[.L,.E.ﬁ y 2080 21002380
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116319.D

Aca On : 16 Aug 2019 13:47

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 13 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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.84 8.54 ng 362566 Perylene-d12 15.44
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 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hentriacontane 437 C31H64 000630-04-6 91
Abundance Scan 2338 (15.839 min): BF116319.D (-2332) (-) m/z 57.00 100.00%
57.0
5000
%0 15.60 15.80 16.00 16.20
141.1 . . . .
oL L1 || '| oy 83L 2251 %10 ' m/z 71.05 75.76%
m/z--> 50 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000
15.60 15.80 16.00 16.20
99.0 m/z 43.00 57 .53%
o |.| I, 140 183.0 2250 267.0 309.0 _ 367.0
m/z--> 55 160 1%0 200 250 300 3éo
Abundance #209566: Octacosane
57.0
" 15.60 15.80 16.00 16.20
5000 m/z 85.05 54 .94Y%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 160 150 200 250 360 3éo
Abundance #215181: 2-methyloctacosane
57.0 15.60 15.80 16.00 16.20
m/z 55.00 21.66%
5000
99.0
0280 ] I | U | 0 1830 2250 267.0 300.0 _ 365.0304.0
m/z--> 55 100 1%0 260 250 300 3éo ' 15%0 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116319.D

Aca On : 16 Aug 2019 13:47

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 13 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 Triacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.32 5.21 ng 221285 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2420 (16.321 min): BF116319.D (-2414) (-) m/z 57.00 100.00%
57.0
5000
99.0
141.1 16.00 16.20 16.40 16.60
ol A1 .].'||, L. 8L . m/z 71.05 83.85%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
16.00 16.20 16.40 16.60
99.0 m/z 43.00 63.33%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1éo 260 2%0 360 3%0 '
Abundance #194493: Hexacosane
57.0
16.00 16,20 16.40 16.60
5000 m/z 85.00 58.95%
99.0
oLl §ohy, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1éo 200 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57.0 16.00 16.20 16.40 16.60
m/z 55.00 24 .33%
5000
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> % 1& 1% 2& 250 300 3% ' mmmmmmmm
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081619\
BF116319.D

16 Aug 2019 13:47

HP/JuU

K4356-13

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

-M

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 _alpha.-Guaiene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.47 6.33 ng 268759 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _alpha.-Guaiene 204 C15H24 003691-12-1 55
2 9(1HY)-Phenanthrenone. 2.3.4.4a.1... 300 C20H2802 000511-05-7 53
3 4H-1-Benzopvran-4-one. 3.7-dihvd... 300 C16H1206 057396-72-2 46
4 cis-Thuiopsene 204 C15H24 000470-40-6 46
5 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 43

Abundance Scan 2615 (17.468 min): BF116319.D (-2602) (-) m/z 132.95 100.00%
55.0 13p. 1
285.2
5000
17.20 17.40 17.60 17.80
o m/z 204.10 94 .78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64302: .alpha.-Guaiene
41.0 105.0 147.0
204.0
5000
17.20 17.40 17.60 17.80
m/z 55.00 83.02%
0
m/z--> 50 100 150 200 250 300 350 400
Abundance #145024: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexahydro-6...
285.0
17.20 17.40 17.60 17.80
5000 m/z 69.00 70.82%
217.0
41.0
Cmense =0 |||
ol lelnl b .ll‘.‘”. \llu I\.Ulng IJhl‘ul — |‘l| : III b T
m/z--> 50 100 150 200 250 300 350 400
Abundance #144344: 4H-1-Benzopyran-4-one, 3,7-dihydroxy-2-(3-hydroxy... AR EEEEE RS
285.0 17.20 17.40 17.60 17.80
m/z 95.00 67.23%
5000
120.0 229.0
39.0 840 {
0 -”-‘J-H‘ln"l“.'w.&.k““l".‘“.L“.J.“#‘:!J.?:O. J.‘.l? .".M.J.||----|----|--- R B ma
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF073019.M Wed Aug 21 01:05:50 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116319.D

Aca On : 16 Aug 2019 13:47

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 13 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 _.beta.-Humulene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.93 4.77 ng 202573 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Humulene 204 C15H24 000116-04-1 56
2 Azulene. 1.2.3.5.6.7.8.8a-octahy... 204 C15H24 003691-11-0 50
3 1-Isopropenvl-4_.5-dimethvibicvcl... 330 C21H300S 1000195-85-4 43
4 (-(2D-Lonaipinane 206 C15H26 1000156-12-3 30
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 25
Abundance Scan 2694 (17.933 min): BF116319.D (-2686) (-) m/z 205.10 100.00%
81.0 205.1
5000
280.9 17.60 17.80 18.00 18.20
o} - m/z 81.00 86.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64293: .beta.-Humulene
5000 UL BN SUNRN SRR
17.60 17.80 18.00 18.20
m/z 94.95 81.08%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64531: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7...
41.0 101.0
90| | e 17780 17150 18100 1820
5000 ' 189.0 m/z 109.00 79.93%
161.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #169477: 1-Isopropenyl-4,5-dimethylbicyclo[4.3.0]nonan-5-y... B EAREaEE T S
.0 17.60 17.80 18.00 18.20
m/z 107.00 78.94Y%
5000
29.0
o 237.0262.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081619\
Data File : BF116319.D

Acq On : 16 Aug 2019 13:47

Operator : HP/JU

Sample - K4356-13

Misc :

ALS Vial : 13 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 69.6 ng 2092950 1 6.82 601164 20.0
Benzenesulfonamid... 10.76 2.1 ng 107113 4 11.33 1005840 20.0
n-Hexadecanoic acid 11.86 3.9 ng 194251 4 11.33 1005840 20.0
Octadecanoic acid 12.64 2.3 ng 116730 4 11.33 1005840 20.0
Tritetracontane 13.13 4.3 ng 172719 5 13.98 809443 20.0
Behenic alcohol 13.80 23.0 ng 932153 5 13.98 809443 20.0
Heneicosane 14.12 2.1 ng 83930 5 13.98 809443 20.0
1-Heptacosanol 14.43 30.3 ng 1227000 5 13.98 809443 20.0
Octacosane 14.72 6.5 ng 278316 6 15.44 849339 20.0
Squalene 14.80 3.2 ng 137614 6 15.44 849339 20.0
2-methyloctacosane 15.05 9.4 ng 398369 6 15.44 849339 20.0
n-Tetracosanol-1 15.09 6.9 ng 294573 6 15.44 849339 20.0
Hentriacontane 15.84 8.5 ng 362566 6 15.44 849339 20.0
Triacontane 16.32 5.2 ng 221285 6 15.44 849339 20.0
-alpha.-Guaiene 17.47 6.3 ng 268759 6 15.44 849339 20.0
-beta.-Humulene 17.93 4.8 ng 202573 6 15.44 849339 20.0
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