LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\

Data File : BF110434.D

Aca On - 3 Nov 2018 1:32 Instrument :
Operator : JU/SJ BNA_F

Sample  : J5769-17 UGl
Misc : GOFFLE-RD-2
ALS Vial : 23 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-BF102318.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 2.287 29 34 51 rvB 311519 451588 23.57% 2.567%
2 5.198 525 529 538 rBV 56822 73187 3.82% 0.416%
3 5.581 590 594 613 rBY 1832494 1764664 92.11% 10.031%
4 6.581 759 764 784 rVB 1716684 1915781 100.00% 10.890%
5 6.728 784 789 792 rBVY 2067128 1844336 96.27% 10.483%
6 6.957 824 828 834 rBV 556523 487617 25.45% 2.772%
7 7.110 850 854 858 rBY 1580406 1426259 74.45% 8.107%
8 7.516 919 923 934 rBVY 1073839 1081295 56.44% 6.146%
9 8.239 1042 1046 1060 rBV 561313 576956 30.12% 3.279%
10 9.310 1224 1228 1238 rBvV 2240420 1845434 96.33% 10.490%

11 9.704 1291 1295 1301 rBV 189907 183577 9.58% 1.043%
12 9.998 1341 1345 1357 rVB 621255 564073 29.44% 3.206%
13 10.786 1475 1479 1489 rBV 953245 920425 48.04% 5.232%
14 11.486 1595 1598 1601 rBV 519854 506067 26.42% 2.877%

15 11.510 1601 1602 1607 rVB 102295 84878 4.43% 0.482%
16 11.992 1680 1684 1687 rBV 76845 72360 3.78% 0.411%
17 12.022 1687 1689 1693 rVB2 25147 25421 1.33% 0.144%
18 12.104 1700 1703 1706 rBV2 30330 40274 2.10% 0.229%
19 12.545 1774 1778 1780 rBV2 19131 28836 1.51% 0.164%

20 12.704 1802 1805 1809 rBV 316190 293898 15.34% 1.671%

21 12.939 1838 1845 1850 rVB 209787 266722 13.92% 1.516%

22 12.998 1850 1855 1860 rBV5 25555 37183 1.94% 0.211%
23 13.069 1863 1867 1870 rBV 1653550 1407170 73.45% 7.999%
24 13.157 1877 1882 1885 rBV3 16200 26179 1.37% 0.149%
25 13.239 1892 1896 1897 rBvV4 20213 21456 1.12% 0.122%
26 13.263 1897 1900 1901 rVvVv 31230 25286 1.32% 0.144%
27 13.498 1937 1940 1942 rBV2 29194 28426 1.48% 0.162%
28 13.616 1958 1960 1963 rBV3 28661 27942 1.46% 0.159%
29 13.951 2013 2017 2020 rBV2 134231 154528 8.07% 0.878%
30 13.986 2020 2023 2026 rVB 29777 32838 1.71% 0.187%
31 14.133 2043 2048 2051 rBV2 444210 511190 26.68% 2.906%
32 14.163 2051 2053 2057 rVB 89357 84092 4_.39% 0.478%
33 14.263 2068 2070 2072 rVB 34691 27909 1.46% 0.159%
34 14.568 2120 2122 2128 rVB 50549 56815 2.97% 0.323%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110434.D

Aca On > 3 Nov 2018 1:32

Operator : JU/SJ

Sample : J5769-17

Misc :

ALS Vial : 23 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 - 0 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-BF102318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.886 2173 2176 2179 rVB 58983 58088 3.03% 0.330%
36 14.968 2187 2190 2195 rVB 73539 80209 4._.19% 0.456%
37 15.210 2228 2231 2233 rBV 44662 62472 3.26% 0.355%
38 15.239 2233 2236 2241 rVB2 76020 89732 4.68% 0.510%
39 15.598 2293 2297 2300 rBV 58908 85790 4.48% 0.488%

40 15.663 2301 2308 2312 rVB 187126 321941 16.80% 1.830%

Sum of corrected areas: 17592894
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110434.D

Aca On > 3 Nov 2018 1:32

Operator : JU/SJ

Sample : J5769-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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: BF110434.D
6.73
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Abundance TIC: BF110434.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110434.D

Aca On > 3 Nov 2018 1:32

Operator : JU/SJ

Sample : J5769-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.29 18.52 ng 451588 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 35 (2.293 min): BF110434.D (-29) (-) m/z 73.05 100.00%

73.0
5000 43.0
55.1 87.1

220 240 2.60
O prrrrrble el e e e v m/z 43.05  38.88Y%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 T T T T T T
43.0 220 240 260
950 87.0 m/z 55.10 28.89%
29.0
0 Ll MAN L],
B o e ELALALIN I L o o R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 ——
220 240 2.60
5000 41.0 55.0 m/z 87.10 25.77%
29.0
o ] sro 1120 a0
0.,....,....,....,....,...,....,....,....,....,....,....,....
m/z--> 20 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- T T

73.0 2 20 2. 40 2.60
m/z 41.05 12.67%

5000 43.0
58.0
29.0 87‘-0
A1

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110434.D

Aca On > 3 Nov 2018 1:32

Operator : JU/SJ

Sample : J5769-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.20 3.00 ng 73187 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 529 (5.198 min): BF110434.D (-525) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 83.0 | 480 5.00 520 5.40 5.60
o) SR X 1 UHISSHSOV P | PEEREScs eMMES MRSS m/z 59.00 60.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN I LN I I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 19.75%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 480 500 550 540 560
5000 m/z 58.00 15.33%
20.0 101.0
0 e Ul 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one S I L N L B
43.0 480 5.00 520 5.40 5.60
m/z 41.10 9.12%
5000
55.0
150 27.0
bl 710 80 980
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110434.D

Aca On > 3 Nov 2018 1:32

Operator : JU/SJ

Sample : J5769-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.73 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.73 75.65 ng 1844340 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 789 (6.728 min): BF110434.D (-784) (-) m/z 132.00 100.00%
13%.0
5000 68.1
%0 540 ®o Tk ko ok 700
0 - R B m/z 68.10 39.09%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR S SRR

6.40 6.60 6.80 7.00
m/z 134.00 32.67%

310 510
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R RN RS
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.20%
41.0 97.0
‘ ‘ 117.0
ol ol B L Ll
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl EAm B
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.07%
74.0
116.0
5000 98.0
M 1y 1 ‘M W \H“ “‘ Lo/l 158.0 189.0
| R ot MMM .
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110434.D

Aca On > 3 Nov 2018 1:32

Operator : JU/SJ

Sample : J5769-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.99 2.86 ng 72360 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 55
3 Tetradecanoic acid 228 C14H2802 000544-63-8 46
4 Tridecanoic acid 214 C13H2602 000638-53-9 43
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 43
Abundance Scan 1684 (11.992 min): BF110434.D (- 1680) ) m/z 192.10 100.00%
73.
5000
11.60 11.80 12.00 12.20 12.40
0 m/z 73.00 90.87%
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0
83.0 11.60 11.80 12.00 12.20 12.40
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  83.57%
0‘
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
73.0
11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 43.00 77 .44%
0150
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid A B o
73.0 11.60 11.80 12.00 12.20 12.40
43.0 m/z 41.00 73.72%
5000 129.0
185.0 228.0
W
AR \\ 0T YT T P AU N A
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110434.D

Aca On > 3 Nov 2018 1:32

Operator : JU/SJ

Sample : J5769-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Octacosyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 6.05 ng 154528 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 76
2 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 76
3 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 70
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 68
5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 68
Abundance Scan 2017 (13.951 min): BF110434.D (-2013) (-) m/z 57.00 100.00%
5000
13.60 13.80 14.00 14.20
0 m/z 43.05 82.15%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate
57.0
97.0
5000 AR AR B S
13.60 13.80 14.00 14.20
m/z 55.00 71.06%
N ! I 3?? ;81022202640 306.0 348.0 392.0 437.0 488.0
m/z--> 50 160 150 200 250 300 350 400 450 '
Abundance #204545: Oxalic acid, isobutyl heptadecy! ester
57.0
13.60 13.80 14.00 14.20
5000 m/z 83.10 62.41%
p70 283.0
0 IJl'I'j"l"]f??.lo""I"2?8'.0'"'.I""I""I""I""I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223732: Tricosyl trifluoroacetate B B .
57.0 13.60 13.80 14.00 14.20
m/z 71.10 56.89%
97.0
5000
0 ‘ 1{3? ? 181.0 222.0 264.0  322.0 367.0 418.0
m/z--> 56 160 150 200 250 300 3%0 400 450 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110434.D

Aca On > 3 Nov 2018 1:32

Operator : JU/SJ

Sample : J5769-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Tricosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.22 ng 56815 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 62
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 58
3 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 52
4 Triacontane 422 C30H62 000638-68-6 52
5 1-lodoundecane 282 C11H23l1 004282-44-4 52
Abundance Scan 2122 (14.568 min): BF110434.D (-2120) (-) m/z 57.10 100.00%
57.1
5000 85.1
113 1 156.0 202.1 29,1 258.1 2891 328.1 14.20 14.40 14.60 14.80

D

au_r A [ |' !.:--.;..!'-.- ISR M WA VRN o PR NS e B TS m/z 43.10 60.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #164579: Tricosane

57.0

5000 85.0 A Ba aas a e oS
14.20 14.40 14.60 14.80

m/z 71.10 57.81%

Puqu.ﬁnq””.“.”u.”.”“.”.””.”.“”.”.””.“qunpnq
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185535: Heptadecane, 9-octyl-
57.0
s A
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.10 50.50%
113.0
ol [} 70141.0160.0197.0 2370 267.0294.0 323.0 352.0
SNSRI aCUE RN AL b G
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129502: Nonadecane, 9-methyl- L BT o e
57.0 14.20 14.40 14.60 14.80
m/z 41.00 25.84%
85.0
5000
113.0 490 168.0
ol 1l L ” L h M 211.0238.0 267.0
A B aaa L e AAaaanaats e e s A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110434.D

Aca On > 3 Nov 2018 1:32

Operator : JU/SJ

Sample : J5769-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Hexacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.89 2.27 ng 58088 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 74
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 72
3 Octacosane 394 C28H58 000630-02-4 72
4 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 64
5 Tetratetracontane 619 C44H90 007098-22-8 58

Abundance Scan 2177 (14.892 min): BF110434.D (-2173) (-) m/z 57.10 100.00%
57.1
5000
99.0 R N L SO B
137.1169.1 206.1 260.1 293.1 327.1357.2 14.60 14.80 15.00 15.20
0! m/z 71.05 79.93%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 L B BN BUIL U
mmmmﬁmmm
99.0 m/z 43.10 78.02%
o |.| I, 140 1830 2250 267.0 3090 _ 367.0
m/z--> 55 160 1%0 200 250 300 3éo
Abundance #141431: Eicosane, 10-methyl-
57.0
' 14.60 14.80 15.00 15.20
5000 m/z 85.10 53.16%
99.0 0
0 | I [ T =X 239.0 2810
m/z--> 55 160 150 260 250 360 3éo
Abundance #209566: Octacosane R N o = NI
57.0 14.60 14.80 15.00 15.20
m/z 55.05 32.82%
5000
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3éo ' 14.60 1480 1500 1520

8270-BF102318.M Mon Nov 05 12:22:13 2018

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110434.D

Aca On > 3 Nov 2018 1:32

Operator : JU/SJ

Sample : J5769-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 5
R.T. EstConc Area Relative to ISTD R.T.
14.97 4.98 ng 80209 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 72
2 Saualene 410 C30H50 000111-02-4 72
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 64
4 1.5.9-Decatriene., 2.3.5.8-tetram... 192 C14H24 230646-72-7 59
5 Farnesol isomer a 222 C15H260 1000108-92-4 59
Abundance Scan 2190 (14.968 min): BF110434.D (-2187) (-) m/z 69.05 100.00%
69.0
5000
137.1 10 1490 1600 1500
07.1 1911 2430 14.60 14.80 15.00 15.20
ol Lu b Pldy 1901 202800 3261 G ey sen
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 L UL R B BN

14,60 14.80 15.00 15.20
m/z 41.10 27.03%

137.0
0 .29.'°.|' A 2009 |, 1910 2310 2730 3410 4100
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
s A
14.60 14.80 15.00 15.20
5000 m/z 95.05 17.65%
137.0
0 CLk L 39707 1910 231.0 273.0 341.0 410.0
L A e L e et S
m/z--> 50 100 150 200 250 300 350 400
Abundance #79433: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl- L BT o e
69.0 14.60 14.80 15.00 15.20
m/z 137.10 12 _.86%
5000
09.0
200 1[0 161019102200
oLt o e, e s A
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110218\
Data File : BF110434.D

Acq On > 3 Nov 2018 1:32

Operator : JU/SJ

Sample - J5769-17

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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]
Butane, 2-methoxy... 2.29 18.5 ng 451588 1 6.96 487617 20.0
2-Pentanone, 4-hy... 5.20 3.0 ng 73187 1 6.96 487617 20.0
unknown6.73 6.73 75.7 ng 1844340 1 6.96 487617 20.0
n-Hexadecanoic acid 11.99 2.9 ng 72360 4 11.49 506067 20.0
Octacosyl trifluo... 13.95 6.0 ng 154528 5 14.13 511190 20.0
Tricosane 14.57 2.2 ng 56815 5 14.13 511190 20.0
Hexacosane 14.89 2.3 ng 58088 5 14.13 511190 20.0
Supraene 14.97 5.0 ng 80209 6 15.66 321941 20.0
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