LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111149.D

Aca On : 6 Dec 2018 20:22

Operator : JU/SJ

Sample : J6204-02

Misc :

ALS Vial : 10 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-BF120518 .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 3.234 193 195 214 rBvV 121288 294457 2.94% 0.311%
2 5.016 489 498 504 rBV 405112 585743 5.85% 0.619%
3 5.422 562 567 570 rBY 9600802 9013031 90.08% 9.522%
4 6.434 733 739 743 rBVY 9635280 9922915 99.17% 10.483%
5 6.575 758 763 766 rBY 10163754 9336814 93.31% 9.864%
6 6.798 797 801 806 rBV2 3922227 4806522 48.04% 5.078%
7 6.963 825 829 832 rBY 8538746 7132668 71.28% 7 .535%
8 7.363 892 897 900 rBVY 6828019 6124060 61.20% 6.470%
9 7.969 996 1000 1002 rBV 336582 293661 2.93% 0.310%
10 8.087 1015 1020 1023 rBV 4382146 3670457 36.68% 3.878%

11 8.904 1155 1159 1167 rBV 259124 315198 3.15% 0.333%
12 9.163 1198 1203 1206 rBV 11719345 10006117 100.00% 10.571%
13 9.551 1266 1269 1273 rBV 1369997 1168841 11.68% 1.235%
14 9.839 1310 1318 1322 rBV2 4792141 4015344 40.13% 4.242%
15 10.504 1427 1431 1434 rBV 492502 433194 4_.33% 0.458%

16 10.569 1437 1442 1447 rBV 240459 219370 2.19% 0.232%
17 10.622 1447 1451 1455 rBV 6125018 5514431 55.11% 5.826%
18 11.322 1566 1570 1573 rBV 4436910 3642886 36.41% 3.849%
19 11.851 1656 1660 1670 rBV 712314 829277 8.29% 0.876%
20 12.527 1767 1775 1779 rBvV4 67052 125859 1.26% 0.133%

21 12.639 1790 1794 1804 rBV 309817 363294 3.63% 0.384%
22 12.816 1818 1824 1825 rBV4 125340 163497 1.63% 0.173%
23 12.869 1826 1833 1836 rVV5 296651 750178 7.50% 0.793%
24 12.910 1836 1840 1843 rVV 8020483 7506730 75.02% 7.931%
25 12.945 1843 1846 1849 rVB4 243402 335450 3.35% 0.354%

26 13.404 1920 1924 1926 rBV2 374382 340944 3.41% 0.360%
27 13.733 1977 1980 1989 rVB7 72189 128121 1.28% 0.135%
28 13.810 1989 1993 2002 rBV 515267 651747 6.51% 0.689%
29 13.951 2013 2017 2021 rBV 2462456 2347209 23.46% 2.480%
30 14.063 2034 2036 2040 rvB4 128133 145175 1.45% 0.153%

31 14.451 2098 2102 2119 rBV2 261464 624984 6.25% 0.660%
32 14.821 2161 2165 2169 rVB 332708 334779 3.35% 0.354%
33 15.080 2205 2209 2211 rBV 209782 245556 2.45% 0.259%
34 15.392 2257 2262 2267 rVB 2137638 2455664 24.54% 2.594%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111149.D

Aca On : 6 Dec 2018 20:22

Operator : JU/SJ

Sample : J6204-02

Misc :

ALS Vial : 10 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF120518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.451 2269 2272 2276 rVB2 128736 151040 1.51% 0.160%
36 15.874 2340 2344 2348 rBV 207462 293742 2.94% 0.310%

37 15.921 2349 2352 2356 rBV5 82610 133996 1.34% 0.142%
38 17.404 2600 2604 2610 rVB8 118236 233112 2.33% 0.246%

Sum of corrected areas: 94656063
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111149.D

Aca On : 6 Dec 2018 20:22

Operator : JU/SJ

Sample : J6204-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF111149.D

6.57
1le+07 5.42 6.43

6.96

8000000
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6000000

4000000 6.80

2000000
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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: BF111149.D

1e+07

12.91
8000000
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6000000
8.09 i 11.32
4000000

2000000 9.55
so || 98ty e et

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: BF111149.D

1le+07
8000000
6000000
4000000

13.95 15.39
2000000

B.40 381,05 1445 1482 1508 45 1588 17.40

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

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111149.D

Aca On : 6 Dec 2018 20:22

Operator : JU/SJ

Sample : J6204-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.02 2.44 ng 585743 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 2-Pentanone 86 C5H100 000107-87-9 10
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 499 (5.022 min): BF111149.D (-489) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.0 4.60 4.80 5.00 520 5.40
Qe il el 899 880 | n/z 59.00 47 15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS RN LA R
59.0 460 480 500 520 5.40
m/z 101.00 17.03%
31.0 g30 1010
0”'P“W'”ﬁh'wh”l”“P'”P”'W”W'”Wh'ﬂ”“l””P”'P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
460 480 500 520 540
5000 1.0 m/z 58.00 13.72%
0 I 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime BEmEE R R S
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.91%
5000
101.0
150 310 | 80490 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111149.D

Aca On : 6 Dec 2018 20:22

Operator : JU/SJ

Sample : J6204-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 2 unknown6.57 Concentration Rank 1

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

6.57 38.85 ng 9336810 1,4-Dichlorobenzene-d4 6.80
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
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 762 (6.569 min): BF111149.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.0
40.0 54 %61 J 620 640 6.60 6.80 7.00
0 RO e m/z 68.05 45.73%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 AR RS SRR
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.64%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.10 30.18%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R L e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.42%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R B BARRE R
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111149.D

Aca On : 6 Dec 2018 20:22

Operator : JU/SJ

Sample : J6204-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 4 Vanillin Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.50 2.16 ng 433194 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 59
2 Benzaldehvde. 2-hvdroxv-4-methoxv- 152 C8H803 000673-22-3 43
3 6a-Methvl-hexahvdropentalene-1.6... 152 C9H1202 092485-86-4 38
4 d-Proline. n-proparavloxvcarbonv... 253 C13H19NO4 1000328-06-7 37
5 Benzaldehyde, 3-(chloroacetoxy)-... 228 C10H9CIO4 066267-38-7 37
Abundance Scan 1430 (10.498 min): BF111149.D (-1427) (-) m/z 152.10 100.00%
152.1
5000
43.0 65.0 1211 AR AR AR AR
: 94.1 . 10.20 10.40 10.60 10.80
o L 801 2101 sz 151.10  69.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25796: Vanillin
15.0
AN
5000 RN BN U
10.20 10.40 10.60 10.80
81.0 123.0 m/z 43.00 19.36%
0"'|%1q"|'?ﬁfl”"”J""%oﬁb 'J"'JI" DY NS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25884: Benzaldehyde, 2-hydroxy-4-methoxy-
151.0
10.20 10.40 10.60 10.80
5000 m/z 38.95 14.12%
180 390 650 B0 1p39
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #26051: 6a-Methyl-hexahydropentalene-1,6-dione T
1oao 1520 10.20 10.40 10.60 10.80
67.0 ' m/z 165.10 11.01%
5000
41.0 96.0
oL, e Bl Ll SR A WV A U
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111149.D

Aca On : 6 Dec 2018 20:22

Operator : JU/SJ

Sample : J6204-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.85 4_.55 ng 829277 Phenanthrene-d10 11.32
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Undecanoic acid 186 C11H2202 000112-37-8 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 72
Abundance Scan 1660 (11.851 min): BF111149.D (-1656) (-) m/z 43.10 100.00%
431 730
5000
129.1
M 97.0 50, 171.2 92.1213.2 256.3 11|60 11|8O 12'00 12.'20
0 el m/z 73.05 84.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L UL S UL B
83.0 11. 60 1180 1200 12 20
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  84.44%
4 A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
11|60 11. 80 12. oo 12'20
5000 129.0 m/z 57.10 74 .35%
0150\‘ 1l
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T T e T
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 55.05 68.81%
5000 129.0
0150\‘ j
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 11|60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111149.D

Aca On : 6 Dec 2018 20:22

Operator : JU/SJ

Sample : J6204-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 6 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.64 3.10 ng 363294 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 46

Abundance Scan 1794 (12.639 min): BF111149.D (-1790) (-) m/z 43.10 100.00%

4.

73.0

5000

12.40 12.60 12.80 13.00
m/z 72.95  78.69%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0

5000

12.40 12.60 12.80 13.00

m/z 57.10 78 .59%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
R N BERE R R SR
12.40 12.60 12.80 13.00
5000 129.0 m/z 55.10 73.73%
83.0
157.0 185.0 213.0 256.0
O.HPH.N”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R B e I
43.0 | 73.0 12.40 12.60 12.80 13.00
m/z 60.00 71.01%
5000 129.0

1501 ||

0...,....“‘.. R EREEEEE S R

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\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111149.D

Aca On : 6 Dec 2018 20:22

Operator : JU/SJ

Sample : J6204-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 7 Palmitoleic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.40 2.91 ng 340944 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 93
2 trans-2-Hexadecenoic acid 254 C16H3002 000929-79-3 72
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 50
4 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 47
5 Oxacyclohexadecan-2-one, 16-methyl- 254 C16H3002 004459-57-8 46

Abundance Scan 1923 (13.398 min): BF111149.D (-1920) (-) m/z 55.00 100.00%

5000
1521 1931 237.3 265.2 13.00 13.20 13.40 13.60 13.80
o’ : m/z 43.05 98.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105669: Palmitoleic acid
54,

5000 | NI LI L L L LB LB L
13.00 13.20 13.40 13.60 13.80
m/z 41.00 53.49%
1650 1920 2360
bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105683: trans-2-Hexadecenoic acid
43.0
B BN Mo e
13.00 13.20 13.40 13.60 13.80
5000 73.0 m/z 69.10 46.04%
97.0
127.0
152.0 194.0 236.0
0L18.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129357: trans-13-Octadecenoic acid S mamE i e
55.0 13.00 13.20 13.40 13.60 13.80
m/z 83.05 38.28%
5000

83.0

137.0 165.0 193.0 2220 2640
e e caainris
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111149.D

Aca On : 6 Dec 2018 20:22

Operator : JU/SJ

Sample : J6204-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 8 1-Docosene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.81 5.55 ng 651747 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 1l-Hexadecanol 242 C16H340 036653-82-4 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91

Abundance Scan 1993 (13.810 min): BF111149.D (-1989) (-) m/z 57.10 100.00%
53.1
83.1
5000

13.40 13.60 13.80 14.00 14.20
m/z 43.10 98.54%

o 139.1 168.1 196.1 248.2 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #151538: 1-Docosene

55

o

13.40 13.60 13.80 14.00 14.20
m/z 55.05 91.51%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.
R o R RE R s
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 73.47%
ol 167.0195.0222.0 250.0 280.0 308.0 336.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 M w
Abundance #95987: 1-Hexadecanol T T T
55.0 83.0 13. 40 13. 60 13. 80 14.00 14.20
m/z 69.10 67.33%
5000
. Il 140.0 168.0 196.0 2240 AﬁﬁLMVNA¢WxJ&WwﬂAHNMMMW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111149.D

Aca On : 6 Dec 2018 20:22

Operator : JU/SJ

Sample : J6204-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.45 5.33 ng 624984 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 86
2 l17-Pentatriacontene 491 C35H70 006971-40-0 76
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 76
4 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 76
5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 76
Abundance Scan 2102 (14.451 min): BF111149.D (-2098) (-) m/z 57.05 100.00%
57.0
97.1
5000

149.0 R B e o
2071 2811 3409 40114451 533.1 14.20 14.40 14.60 14.80

Oy m/z 43.10 91.32%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #69584: Cyclopentadecane
55.0
5000 70 LA L L L L L LB
14.20 14.40 14.60 14.80
m/z 55.00 70.22%
J 11390 210.0
o A - e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #234187: 17-Pentatriacontene
43.0
R R EREE RS S
14.20 14.40 14.60 14.80
5000 83.0 m/z 97.10 58.13%
25 0
o yJ 167.0210.0 267.0307.0 490.0
..,....“...,.”. B L BN i o e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #231356: Docosy! pentafluoropropionate A B B
57.0 14.20 14.40 14.60 14.80
m/z 71.05 54 _55%
97.0
5000
39.0 308.0
ob 1 171 181.0224.0264.0 353.0 454.0
L L e e e e e R R RREEEEEEE SRR R
m/z--> 50 100 150 200 250 300 350 400 450 500 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111149.D

Aca On : 6 Dec 2018 20:22

Operator : JU/SJ

Sample : J6204-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 10 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.82 2.73 ng 334779 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 68
2 Supraene 410 C30H50 007683-64-9 58
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 53
4 Farnesol isomer a 222 C15H260 1000108-92-4 53
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 50
Abundance Scan 2165 (14.821 min): BF111149.D (-2161) (-) m/z 69.10 100.00%
69.1
149.0
07. 14,60 14.80 15.00 15.20
L3900 4w 20 4 | 11910 28212651 3071 3851 oot gr ig  53.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 LI BRI BULIL SUMLLE B
14,60 14.80 15.00 15.20
m/z 149.00 33.12%
oL L] }07 0137? 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
1460 14.80 15.00 15.20
5000 m/z 41.05 31.90%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
m/z--> §o 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol A L R REmms e
69.0 14.60 14.80 15.00 15.20
m/z 95.10 14 .44%
5000
137.0
02|7:0|||JIJAOISIOIIIIIII:II'Q?OIIII ——r— ——r— T s AR e S
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111149.D

Aca On : 6 Dec 2018 20:22

Operator : JU/SJ

Sample : J6204-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 11 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.87 2.39 ng 293742 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Hexatriacontane 507 C36H74 000630-06-8 87
4 Octadecane 254 C18H38 000593-45-3 83
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 83
Abundance Scan 2343 (15.868 min): BF111149.D (-2340) (-) m/z 57.10 100.00%
57.1
5000
132 2071 211 g 1560 1580 16.00 1620
(LS 0 P . m/z 71.05 56.96%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
5000 L B BULELLN BRI UL

15.60 15.80 16.00 16.20
m/z 43.00 46.36%

13.0 169.0 225.0 281.0 337.0 394.0

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
R N RARE SRR m e
15.60 15.80 16.00 16.20
5000 m/z 85.05 38.59%
13. O
O ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
R o e e o e LA R S N e Sa RS S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane e A B ama B E T S
57.0 15.60 15.80 16.00 16.20
m/z 55.00 18.93%
5000

] 1130 160.0 225.0 281.0 337.0 393.0 449.0 506.0

L o R Ll S il L S - S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15 60 15. 80 16. OO 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120618\
Data File : BF111149.D

Acq On : 6 Dec 2018 20:22

Operator : JU/SJ

Sample - J6204-02

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.02 2.4 ng 585743 1 6.80 4806520 20.0
unknown6 .57 6.57 38.9 ng 9336810 1 6.80 4806520 20.0
Vanillin 10.50 2.2 ng 433194 3 9.84 4015340 20.0
n-Hexadecanoic acid 11.85 4.5 ng 829277 4 11.32 3642890 20.0
Octadecanoic acid 12.64 3.1 ng 363294 5 13.95 2347210 20.0
Palmitoleic acid 13.40 2.9 ng 340944 5 13.95 2347210 20.0
1-Docosene 13.81 5.5 ng 651747 5 13.95 2347210 20.0
Cyclopentadecane 14 .45 5.3 ng 624984 5 13.95 2347210 20.0
Squalene 14.82 2.7 ng 334779 6 15.39 2455660 20.0
Octacosane 15.87 2.4 ng 293742 6 15.39 2455660 20.0
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