LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081619\
Data File : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample : K4356-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF073019.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.440 567 570 606 rBY 1586657 2015346 92.06% 7.057%
2 6.457 740 743 762 rBVY 1987277 2103501 96.09% 7 .365%
3 6.592 762 766 784 rVB 2168141 2189047 100.00% 7 .665%
4 6.816 801 804 816 rBV 584966 556116 25.40% 1.947%
5 6.969 827 830 846 rBVY 1537407 1562557 71.38% 5.471%
6 7.381 897 900 924 rBVY 1352370 1384099 63.23% 4 .846%
7 8.098 1019 1022 1044 rBVY 688088 719101 32.85% 2.518%
8 9.169 1200 1204 1220 rBvV 2250373 2025603 92.53% 7.093%
9 9.563 1268 1271 1278 rBV 456736 410434 18.75% 1.437%
10 9.845 1316 1319 1336 rVB 948052 896858 40.97% 3.140%

11 10.639 1450 1454 1469 rBV 1417090 1464348 66.89% 5.127%
12 11.333 1569 1572 1579 rBV 871599 893020 40.79% 3.127%
13 11.857 1658 1661 1665 rBV 59883 71636 3.27% 0.251%
14 12.110 1701 1704 1710 rVB 59742 48854 2.23% 0.171%
15 12.410 1752 1755 1759 rVB 819087 634941 29.01% 2.223%

16 12.780 1813 1818 1821 rBV 159104 129280 5.91% 0.453%
17 12.910 1837 1840 1848 rVB 1908105 1703609 77.82% 5.965%
18 13.139 1872 1879 1882 rBV 1024523 937504 42.83% 3.283%
19 13.474 1933 1936 1943 rVB 117865 110791 5.06% 0.388%

20 13.557 1947 1950 1954 rBV2 29652 27773 1.27% 0.097%
21 13.716 1974 1977 1981 rVB 80179 73081 3.34% 0.256%
22 13.804 1988 1992 2000 rBV 807300 965819 44.12% 3.382%
23 13.863 2000 2002 2008 rVvVv 63234 73830 3.37% 0.259%
24 13.945 2012 2016 2018 rVvVv 65507 59778 2.73% 0.209%

25 13.980 2018 2022 2033 rVV 671613 720884 32.93% 2.524%

26 14.116 2041 2045 2048 rBV 83877 91713 4._.19% 0.321%
27 14.239 2063 2066 2070 rBV 126384 111666 5.10% 0.391%
28 14.433 2093 2099 2109 rBV2 430647 955570 43.65% 3.346%
29 14.721 2143 2148 2151 rBV 101939 110899 5.07% 0.388%
30 14.757 2151 2154 2158 rBV3 21246 32244 1.47% 0.113%

31 14.863 2168 2172 2180 rVB 84611 83891 3.83% 0.294%
32 15.051 2196 2204 2207 rBV 310801 408766 18.67% 1.431%
33 15.086 2207 2210 2226 rVB2 202392 468342 21.39%% 1.640%
34 15.433 2261 2269 2286 rBV 462331 912886 41.70% 3.196%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081619\
Data File : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample : K4356-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

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

35 15.610 2294 2299 2308 rBV 60151 97697 4._46% 0.342%
36 15.745 2319 2322 2329 rVB2 19044 34107 1.56% 0.119%

37 15.833 2332 2337 2343 rBV 185750 271144 12.39% 0.949%
38 15.904 2343 2349 2356 rBV2 166827 477164 21.80% 1.671%

39 16.110 2381 2384 2390 rVB3 16108 24723 1.13% 0.087%
40 16.321 2415 2420 2425 rBVY 45082 74747 3.41% 0.262%
41 16.598 2463 2467 2477 rVB3 32102 56979 2.60% 0.200%
42 16.886 2511 2516 2524 rVB 33903 70407 3.22% 0.247%
43 17.027 2530 2540 2542 rBV9 31540 93447 4.27% 0.327%

44 17.468 2601 2615 2623 rBV2 376911 930708 42.52% 3.259%
45 17.727 2651 2659 2675 rBV5 132688 520393 23.77% 1.822%

46 17.933 2686 2694 2710 rVB2 265107 670404 30.63% 2.347%
47 18.274 2745 2752 2763 rVB3 106791 283458 12.95% 0.993%

Sum of corrected areas: 28559165
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 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

Abundance TIC: BF116322.D

2000000 6.46

5.44 6.97

1500000
7.38

1000000

500000

N B S .

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF116322.D

2000000 12.91

1500000 10.64

13.14

1000000 9.85
1133 12.41

8.10

500000 9.56

12.78
11.86 12.11
A

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: BF116322.D

2000000
1500000

1000000
13.80

13.98
15.43
500000 14.43 17.47

15.05
17.93
13.47 4.14.24 umgs 1980 17.73 18.27
3565 TRIBRA, i 156574\ 16.1116:32 16,60 16.89.03 v\

v 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\BF081619\
Data File : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 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 78.73 ng 2189050 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 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 766 (6.592 min): BF116322.D (-762) (-) m/z 132.00 100.00%
13%.0
5000 68.0 L
96.0 AR AR AR SR L
40.0 540 J 6.20 6.40 6.60 6.80 7.00
O‘M.'Pﬁzg. gm0 o m/z 68.00 38.99%
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 AN AR SR
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.09%
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 25.55%
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 15.35%
117.0
5000
91.0
ST A
0||‘|||‘|||“N||m|||“|||ﬁ||‘|‘||l‘||l“| T
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 : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.41 14.22 ng 634941 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
Abundance Scan 1755 (12.410 min): BF116322.D (-1752) (-) m/z 56.95 100.00%
5%.0
85.1
5000
1131 12.00 12.20 12.40 12.60 12.80
141.1
Obrrryrrtreby b b e 091 197.1225.1253.2 2962 | 77 71,05 74.60%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #141426: Heneicosane
57.0
85.0
5000 AR B U
nmnmnmnmnm
9.0 113.0 m/z 43.00 67.32%
oL, ] | | | 7] 141.0160.0197.02250253.0 296.0
m/z--> 25 45 60 85 160120140160180200220240260280300350350
Abundance #175557: Tetracosane
57.0
12.00 12.20 12.40 12.60 12.80
5000 85.0 m/z 85.10 52.51%
29.0
ol h i J\lli3014101690197022502530281 0309.0 338.0
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 140 160 180 200 220 240 260 280 300 320 340 I
Abundance #140552: Dodecane, 1-iodo- e e
57.0 12.00 12.20 12.40 12.60 12.80
m/z 41.00 28.42%
5000 85.0
29.0
. | I 113.0 15501830
m/z--> i4b&%ﬁmhmﬁmmmnmmm%m®ﬁﬁo 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 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 Octadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.78 3.59 ng 129280 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 86
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
Abundance Scan 1818 (12.780 min): BF116322.D (-1813) (-) m/z 57.00 100.00%
57.0
85.0
5000
13.0 12,40 12,60 12.80 13.00
141.1
o..l, I'“]l AL 2088 | m/z 71.00 76.20%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
5000 85.0 prorr T A""I""I"
: 12.40 12.60 12.80 13.00
29.0 m/z 43.00 66.94%
ol ‘ﬂ13014101690197022502540
m/z--> 55 100 1éo 260 2éo 360 3éo
Abundance #175557: Tetracosane
57.0
12.40 12.60 12.80 13.00
5000 85.0 m/z 85.00 53.34Y%
29.0
oL, ‘ ﬁ13°14101690197022502530281030903380
m/z--> 55 100 1éo 260 2éo 360 3éo
Abundance #202662: Heptacosane P .A, e
57.0 12.40 12.60 12.80 13.00
m/z 41.00 27 .45%
5000
85.0
0 290{ 113.0141.0169.0197.0225.0253.0281.0  323.0351.0380.0
m/z--> 50 1(')0 1&'30 2(')0 250 3(')0 3&'30 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 : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 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 Tricosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.14 26.01 ng 937504 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 1879 (13.139 min): BF116322.D (-1872) (-) m/z 57.00 100.00%
57.0
5000
S ettty
141.1 : : : .
ol L L d g 2L ges1 2252 o2 maas 0 TS0 76 04u
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57.0
5000 AU AR

12.80 13.00 13.20 13.40
m/z 43.00 63.67%

99.0
I ] | 141.0 183.0 2050 267.0
4 ||l I f lljl |l 'll i "'.I ;

324.0
0Ly B e e e ML B e |
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
12.80 13.00 13.20 13.40
5000 m/z 85.10 54.65%
99.0
0 27,0 |y, 141.0 1830 2250 281.0 337.0 394.0
o e e L e o e e B I L e o B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane .A, P ey
57.0 12.80 13.00 13.20 13.40
m/z 41.00 25.33%
5000
99.0
ol2%0 ] | i1 | 1410 1830 2250 2820
e o o e e A e S o e o LR
m/z--> 50 100 150 200 250 300 350 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 : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 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 Hexacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.47 3.07 ng 110791 Chrysene-di12 13.98
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 Heptadecane 240 C17H36 000629-78-7 87
4 Triacontane 422 C30H62 000638-68-6 86
5 Hexadecane 226 C16H34 000544-76-3 86

Abundance Scan 1935 (13.469 min): BF116322.D (-1933) (-) m/z 57.00 100.00%

57.0
5000 85.1

13.0 13.20 13.40 13.60 13.80
141.1
- F.".-'.. R — m/z 43.00 67.91%
m/z--> 50 1 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000
13.20 13.40 13.60 13.80
m/z 71.00 66.02%
29.0 13.0
oL Ld Ll [ ‘14}01690197022502530 296.0
i ., AL B i e B o e e o B
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
13.20 13.40 13.60 13.80
5000 85.0 m/z 85.10 50.11%
29.0
o1 j . ‘jﬂﬁl 14}01690197022502530 205.0323.0  367.0
e f e B e e e e R
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0 13.20 13.40 13.60 13.80
m/z 41.00 27 .96%
85.0
5000
29.0
J L | F13°1410;6901970 240.0
e Attt
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 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 Sulfurous acid, pentadecyl ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.80 26.80 ng 965819 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 91
2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 91
3 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 91
4 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 74
5 Tetradecane 198 C14H30 000629-59-4 68
Abundance Scan 1991 (13.798 min): BF116322.D (-1988) (-) m/z 57.00 100.00%

.0

-

5000
1o 13.40 13.60 13.80 14.00 14.20
141.0 169.1 ) 254.1 : : : : :
Obprrerth 197.0 224.1 8L1 "m/z 43.00 76.30%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester
43.0
71.0
5000

13.40 13.60 13.80 14.00 14.20
m/z 71.05 66.93%

ol ‘l . 1250 1550 1820 210.0

IIIIIIII L T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43.0
71.0 13.40 13.60 13.80 14.00 14.20
5000 : m/z 55.00 46 .23%
97.0
ol ‘\ ‘\ o yP220 1680 1970 2310 2610
|'“'w'“ A e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #149373: Sulfurous acid, 2-propyl tridecy! ester =T TR T
43.0 13.40 13.60 13.80 14.00 14.20
m/z 85.10 45 _.35%
5000 .0

%

97.0
] ‘\\ L] 1250 154.0 1820 217.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00 14.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 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 Tetratetracontane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.12 2.54 ng 91713 Chrysene-di12 13.98
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 Tetratetracontane 619 C44H90 007098-22-8 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2046 (14.121 min): BF116322.D (-2041) (-) m/z 57.00 100.00%
57.0 T
5000 J
13.1 13.80 14.00 14.20 14.40
169.0
ol bl 2809 m/z 71.05  75.92%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane

-

5000
13.80 14.00 14.20 14.40

m/z 43.00 59.77%

169.0 225.0 296.0

04
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 51.38%
13. O
o | 169.0 225.0 295.0 367.0
LA o A B B B AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0 13.80 14.00 14.20 14.40
m/z 55.00 25.61%
5000
13. O
o ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
|llll|lll|llll|llllllllllllllllllll llll|llll|llll|llll|lll _l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 13.80 14.00 14.20 14.40

8270-BF073019.M Wed Aug 21 01:06:39 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 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 Oxirane, tetradecyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.24 3.10 ng 111666 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. tetradecvl- 240 C16H320 007320-37-8 91
2 Tetradecanal 212 C14H280 000124-25-4 87
3 Pentadecanal- 226 C15H300 002765-11-9 74
4 18-Nonadecen-1-ol 282 C19H380 1000142-89-2 74
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 74
Abundance Scan 2066 (14.239 min): BF116322.D (-2063) (-) m/z 57.00 100.00%
- w
14.00 14.20 14.40 14.60
o 190.9200.0 m/z 43.00 90.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94324: Oxirane, tetradecyl-
410 82.0
14.00 14.20 14.40 14.60
109.0 m/z 81.95 87 .42%
o |1l 13801569 1820 2080  240.0
m/z--> 20 40 60 8 100 120 140 160 180 200 220 240
Abundance #71297: Tetradecanal
57.0 82.0
14.00 14.20 14.40 14.60
5000 m/z 55.00 65.76%
29.0
110.0
138.0 168.0
o/ B— .‘,‘.‘. .“ | ”” ‘\\ H\\ B P il : .1.?4.'?.2.1.2.(1....“.
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #82955: Pentadecanal- L B B L B B
57.0 82.0 14.00 14.20 14.40 14.60
m/z 95.95 56.51%
5000
109.0
] ! \ (=S
0 'H‘ IIIII""""I""I""I""""I""III A""I"" TTTTTrTTTTTTT
m/z--> 20 80 100 120 140 160 180 200 220 240 14.00 14.20 14.40 14.60

8270-BF073019.M Wed Aug 21 01:06:40 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 10 Dichloroacetic acid, heptad... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.43 26.51 ng 955570 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 95
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 n-Tetracosanol- 354 C24H500 000506-51-4 93

Abundance Scan 2098 (14.427 min): BF116322.D (-2093) (-) m/z 57.00 100.00%
57.0
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
27.1 14.20 14.40 14.60 14.80
0,1 .lil 2L Al 2670 891 sz 43.00 74.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57.0
97.0
5000 L S UL SR B
14.20 14.40 14.60 14.80
m/z 71.05 68 .53%
oL 2L L I 13901690 206.0238.0 295.0
m/z--> 50 160 150 200 2éo 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
97.0 14.20 14.40 14.60 14.80
5000 m/z 85.00 47 .66%
oL 20 LA L 12900102020 200 230
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol O L e e B e
430 830 14.20 14.40 14.60 14.80
' m/z 55.00 47 .44%
5000
25.0
0 \h \‘ N il L J‘L 116.70 2100 25002800
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80

8270-BF073019.M Wed Aug 21 01:06:40 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 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 Hentriacontane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.72 2.43 ng 110899 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2148 (14.721 min): BF116322.D (-2143) (-) m/z 57.00 100.00%
57.0
= M N
99.0
141.1 mmmmmmmm
o....,].J..-.1|,.".-l..',‘.-..~.2,1.~1'.1..,....,....,....,...., m/z 71.00 77.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0 \
_|_|—|_|_|_|_|—|_l_|_|_|—|_|_|_!_|—|_|_|_|_|—r

5000
14.40 14.60 14.80 15.00

m/z 43.00 66 .23%

99.0
o 1| ] 111 141.0 183.0 225.0 267.0 309.0 __367.0
e A
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0

14.40 14 60 14. 80 15.00

5000 m/z 85.05 56.85%
99.0
0l15.0] . ] | ]\J 141.0 1830 225.0 296.0
L e o o o B e LA B o o o o e e I N o
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0 14.40 14.60 14.80 15.00

m/z 54.95 23.71%

5000
99.0
J l\d 141.0 183.0 225.0 267.0 309.0 351.0 437.0

Ol L e T S asslasss

m/z--> 50 100 150 200 250 300 350 400 14. 40 14 60 14. 80 15. 00

8270-BF073019.M Wed Aug 21 01:06:41 2019 Page: 13



Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Library Search Compound Report

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 12 2-methyloctacosane

Concentration Rank 12

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

15.05 8.96 ng 408766 Perylene-d12 15.44

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91

2 Heneicosane 296 C21H44 000629-94-7 91

3 Octacosane 394 C28H58 000630-02-4 91

4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2204 (15.051 min): BF116322.D (-2196) (-) m/z 57.00 100.00%

5000

o 169.1 225.1 281.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

14.80 15.00 15.20 15.40

m/z 71.05 73.87%

14.80 15.00 15.20 15.40

m/z 43.00 58.79%

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane

57.0
14.80 15.00 15.20 15.40
5000 m/z 85.05 53.90%
13.0

ol . | 169.0 2250 2960

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

Abundance #209566: Octacosane
57.0 14.80 15.00 15.20 15.40
m/z 41.00 21.63%
5000
o ] 113.0 169.0 2250 2810 337.0 304.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.80 15. OO 15. 20 15. 40

8270-BF073019.M Wed Aug 21 01:06:41 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 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 Behenic alcohol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.09 10.26 ng 468342 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 Octacosanol 410 C28H580 000557-61-9 93
5 1-Heptacosanol 396 C27H560 002004-39-9 93
Abundance Scan 2211 (15.092 min): BF116322.D (-2207) (-) m/z 97.05 100.00%
.0
R AR SR SURIU B
185.1 14.80 15.00 15.20 15.40
0 2131 m/z 83.05 99.60%
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 LRI U B UL U
mmmmmmmm
9.0 m/z 69.00 84.70%
okl | 167.0 196.0 224.0 252.0 280.0 308.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
14.80 15.00 15,20 15.40
5000 m/z 57.00 84 .50%
29.0
ol " 167.0 195.0222.0 250.0 280.0 308.0336.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol e RN R S
55,0 83.0 14.80 15.00 15.20 15.40
m/z 43.00 82.15%
5000
29.0
ol \ 167.0 196.0  238.0 266.0 294.0
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340 14 I80 15. 00 15. 20 15. 40

8270-BF073019.M Wed Aug 21 01:06:42 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 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 Oxirane, hexadecyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.61 2.14 ng 97697 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
2 Octadecanal 268 C18H360 000638-66-4 90
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
4 Pentadecanal- 226 C15H300 002765-11-9 68
5 1,19-Eicosadiene 278 C20H38 014811-95-1 68
Abundance Scan 2299 (15.610 min): BF116322.D (-2294) (-) m/z 57.00 100.00%
5000
1650 1906 1550 15,40 15,60 1580 1600
(o ' m/z 82.00 82.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117618: Oxirane, hexadecyl-
57.0
5000 U AR DR SR B
15.20 15.40 15.60 15.80 16.00
29.0 m/z 43.00 79.59%
o Lo 211.0 250.0
m/z--> 2|04|060 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal
43.0
15.20 15.40 15.60 15.80 16.00
5000 m/z 55.00 58.23%
109.0
. N 137.0 1660 194.0 222.0 250.0
m/z--> 2IO 4|0 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl— [TT T T[T T T[T T [ TT T[T
43.0 15.20 15.40 15.60 15.80 16.00
m/z 83.00 56.20%
5000
0 I 166.0 194.0 236.0 264.0
m/z--> 2|04|060 80 100 120 140 160 180 200 220 240 260 280 15.|2IOI 15|40 15|60 15|80 16IOO

8270-BF073019.M Wed Aug 21 01:06:42 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 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 Hexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.83 5.94 ng 271144 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2336 (15.827 min): BF116322.D (-2332) (-) m/z 57.00 100.00%
57.0
290 15,60 15.80 16.00 16,20
41.1 - - - -
ol 1] .J.||, Lffpi ey w0 hjz 71.05 72.35%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 L B SN SN B
15.60 15.80 16.00 16.20
99.0 m/z 43.00 57 .34%
o |Jjjﬂdmw1%onm2mom% 367.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
57.0
15,60 15.80 16.00 16,20
5000 m/z 85.05 52.49%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 '
Abundance #141426: Heneicosane B AEEAREREEEET S
57.0 15.60 15.80 16.00 16.20
m/z 55.00 21.88%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20

8270-BF073019.M Wed Aug 21 01:06:42 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 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 n-Tetracosanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.90 10.45 ng 477164 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 1-Heptacosanol 396 C27H560 002004-39-9 95
4 Octacosanol 410 C28H580 000557-61-9 93
5 Octacosyl acetate 452 C30H6002 018206-97-8 93
Abundance Scan 2348 (15.898 min): BF116322.D (-2343) (-) m/z 57.00 100.00%
571.0 97.0
SR AR PN BN
39.1 15.60 15.80 16.00 16.20
181.1
o i 2810 m/z 83.05 90.39%%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
43.0 83.0
5000 1110 LA L L L L L L L L LB
15 60 15. 80 16 00 16. 20
1 m/z 97.00 84 .98%
oL 1}4P 01820 2240 _ 280.0309.0
m/z--> 55 100 150 260 2éo 360 3%0
Abundance #186968: n-Tetracosanol-1
57.0 97.0
15,60 15.80 16.00 16.20
5000 m/z 43.00 81.10%
” P390
o 200 LIk 4 44 680 21002380 278.0308.0337.0
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol AR BEmaE e
57.0 97.0 15.60 15.80 16.00 16.20
m/z 55.00 77 .28%
5000
39.0
ZmJ‘JH;PLA%OmWBmzmm%ommww
m/z--> 50 1(')0 1&1,0 2(')0 250 3(')0 3&1,0 15 60 15. 80 16 00 16. 20

8270-BF073019.M Wed Aug 21 01:06:43 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 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 unknownl7.47 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.47 20.39 ng 930708 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 47
2 ()-Tricvclol6.2.1.0(4.11)Tundec... 204 C15H24 1000154-06-7 45
3 _beta.-Humulene 204 C15H24 000116-04-1 43
4 1.4-Methano-1H-indene. octahvdro... 204 C15H24 087064-18-4 41
5 1,3-Dimethyl-5-(propen-1-yl)adam... 204 C15H24 057040-48-9 30
Abundance Scan 2615 (17.468 min): BF116322.D (-2601) (-) m/z 133.00 100.00%
138.0 1
5.0 285.2
5000
17,20 17.40 17.60 17.80
0’ m/z 204.10 91.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204.0
5000 L B SN B SR
95.0 161.0 17.20 17.40 17.60 17.80
41.0 m/z 55.00 69.40%
0 #9 S L e B L
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...
138.9
41.0
93. L DAL UM B B
189.0 17.20 17.40 17.60 17.80
5000 m/z 106.95 68.27%
0 '|J'h'|"' LR WURLELELAN SRR BUR
m/z--> 50 100 150 200 250 300 350 400
Abundance #64293: .beta.-Humulene e RAR REmms RS R
107.0 17.20 17.40 17.60 17.80
m/z 69.00 66.80%
41.0
5000 480 2040 /M\b\meMJ//\ﬁkﬂ\jﬁ\\M}N
0! LI{I\IIIILIIIIII T AN RS R S
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF073019.M Wed Aug 21 01:06:43 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 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 18 unknownl7.13 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.73 11.40 ng 520393 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-i1sopropvlidenetri... 204 C15H24 1000140-07-7 49
2 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 45
3 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 38
4 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 38
5 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 38
Abundance Scan 2660 (17.733 min): BF116322.D (-2651) (-) m/z 204.10 100.00%
204.1
135.1
5000 /P\\m~/\
17.40 17.60 17.80 18.00
0 m/z 135.05 70.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204.0
5000 L S SRR BN B
95.0 161.0 17.40 17.60 17.80 18.00
41.0 m/z 69.00 62.16%
o #Q\J.hl,.... e
m/z--> 50 100 150 200 250 300 350 400
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161.0 204.0
410 R B B BN IR
17.40 17.60 17.80 18.00
5000 79.0 m/z 132.95 59.68%
ﬂlgo
0‘ IL:II“I \\ ——T ——T —
m/z--> 50 100 150 200 250 300 350 400
Abundance #64227: 2,5,5,8a-Tetramethyl-6,7,8,8a-tetrahydro-5H-naphth... A e BRI e
135.0 204.0 17.40 17.60 17.80 18.00
' m/z 95.00 55.02%
BN 1 ’JL/\/\J
71.0
0 '“H'ﬁ"l""l UL DU BURLLELE SR LR B DU BN AR
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 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 unknownl17.93 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.93 14.69 ng 670404 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-4a-methvl... 204 C15H24 017066-67-0 43
2 Azulene. 1.2.3.5.6.7.8.8a-octahy... 204 C15H24 003691-11-0 38
3 .beta.-Humulene 204 C15H24 000116-04-1 30
4 _alpha.-Bulnesene 204 C15H24 1000374-19-9 27
5 1,5-Cyclodecadiene, 1,5-dimethyl... 204 C15H24 075023-40-4 25
Abundance Scan 2694 (17.933 mm) BF116322.D (-2686) (-) m/z 205.10 100.00%
5000
17.60 17.80 18.00 18.20
ob—H: m/z 95.00 97.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64524: Naphthalene, decahydro-4a-methyl-1-methylene-7-(1-...
410 93
204.0
5000 161.0 U SRR SRR SRR SRR
17.60 17.80 18 00 18.20
‘ ‘ m/z 109.05 92.12%
O'L .'L"k'lt" LRI SR SRR SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #64530: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7...
410 107.0
17,60 17.80 18.00 18.20
5000 m/z 81.00 87 .45%
TW .0 189.0
0< |ll|}|{||{||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance #64293: .beta.-Humulene AR
107.0 17.60 17.80 18.00 18.20
m/z 107.00 85.62%
41.0
5000 480 2040
0< J.I{I\IIIILIIIIIII T R R e e R
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081619\
Data File : BF116322.D

Aca On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 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 20 1,2,4,8-Tetramethylbicyclo[... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.27 6.21 ng 283458 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 52
2 Naphthalene. 1.2.3.5.6.7.8.8a-0oc... 204 C15H24 004630-07-3 49
3 Farnesvl bromide 284 C15H25Br 006874-67-5 46
4 2H-Cvclopentacvclooctene. 4.5.6.... 204 C15H24 1000221-85-8 43
5 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 35
Abundance Scan 2751 (18.268 min): BF116322.D (-2745) (-) m/z 43.00 100.00%
43.0 204.1
133.0
5000 69.0 107.0
175.0 269.2 344.2
' 231.1 3162 | 18.00 18.20 18.40 18.60
Obrrerr iy m/z 204.05 88.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64400: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-diene
204.0

18.00 18.20 18.40 18.60
m/z 133.00 52.98%

5000

133.0 161.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
410 161.0 204.0

18.00 18.20 18.40 18.60
m/z 135.00 48.64%

79.0

5000 "7 107.0 135.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #130771: Farnesyl bromide e BN man L
69. 18.00 18.20 18.40 18.60
204.0 m/z 69.00 45.99%

5000

0’ T T T

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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\BF081619\
Data File : BF116322.D

Acq On : 16 Aug 2019 15:08

Operator : HP/JU

Sample - K4356-03

Misc :

ALS Vial : 16 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 78.7 ng 2189050 1 6.82 556116 20.0
Heneicosane 12.41 14.2 ng 634941 4 11.33 893020 20.0
Octadecane 12.78 3.6 ng 129280 5 13.98 720884 20.0
Tricosane 13.14 26.0 ng 937504 5 13.98 720884 20.0
Hexacosane 13.47 3.1 ng 110791 5 13.98 720884 20.0
Sulfurous acid, p... 13.80 26.8 ng 965819 5 13.98 720884 20.0
Tetratetracontane 14.12 2.5 ng 91713 5 13.98 720884 20.0
Oxirane, tetradecyl- 14.24 3.1 ng 111666 5 13.98 720884 20.0
Dichloroacetic ac... 14.43 26.5 ng 955570 5 13.98 720884 20.0
Hentriacontane 14.72 2.4 ng 110899 6 15.44 912886 20.0
2-methyloctacosane 15.05 9.0 ng 408766 6 15.44 912886 20.0
Behenic alcohol 15.09 10.3 ng 468342 6 15.44 912886 20.0
Oxirane, hexadecyl- 15.61 2.1 ng 97697 6 15.44 912886 20.0
Hexadecane 15.83 5.9 ng 271144 6 15.44 912886 20.0
n-Tetracosanol-1 15.90 10.4 ng 477164 6 15.44 912886 20.0
unknownl7 .47 17.47 20.4 ng 930708 6 15.44 912886 20.0
unknownl17.13 17.73 11.4 ng 520393 6 15.44 912886 20.0
unknownl17.93 17.93 14.7 ng 670404 6 15.44 912886 20.0
1,2,4,8-Tetrameth... 18.27 6-2 ng 283458 6 15.44 912886 20.0

8270-BF073019.M Wed Aug 21 01:06:45 2019 Page: 23



