LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF051820\
Data File : BF120351.D

Aca On : 18 May 2020 19:33

Operator : MA/SJ

Sample : L2506-08 2X

Misc :

ALS Vial : 14 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-BF051420.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

5.210 528 531 548 rBV 2702635 3092692 10.25% 3.051%
6.257 705 709 724 rBV 2732404 3015857 9.99% 2.976%
1307495 1605441 5.32% 1.584%
6.751 789 793 811 rBV 2302591 2622486 8.69% 2.587%
7.169 860 864 877 rBV 1687424 1904473 6.31% 1.879%
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7.886 982 986 1006 rBV 1889837 2043011 6.77% 2.016%
8.963 1164 1169 1179 rBV 3487478 3481901 11.54% 3.435%
488892 381491 1.26% 0.376%
9.639 1278 1284 1288 rBV 2555538 2398396 7.95% 2.366%
10.427 1414 1418 1430 rVB 1987798 2039455 6.76% 2.012%

QOO ~NO®
©
W
(o]
w
=
N
w
N
=
N
w
\l
=
N
N
=
=
<
os]

11 11.121 1532 1536 1538 rBV 2601993 2344345 7.77% 2.313%
12 11.145 1538 1540 1544 rVvVv 883121 818687 2.71% 0.808%
13 11.533 1601 1606 1609 rBV 10101186 9917512 32.86% 9.785%
14 11.674 1624 1630 1637 rBvV2 1380731 1836577 6.08% 1.812%
15 11.833 1651 1657 1665 rBV6 158247 377048 1.25% 0.372%

16 12.233 1716 1725 1727 rBV 14376567 30185155 100.00% 29.782%
17 12.257 1727 1729 1733 rVB2 13733747 13123192 43.48% 12.948%
18 12.292 1733 1735 1737 rVB 492268 397439 1.32% 0.392%
19 12.321 1737 1740 1744 rBV2 5593218 5636980 18.67% 5.562%
20 12.357 1744 1746 1748 rBV 1160192 1060304 3.51% 1.046%

21 12.451 1759 1762 1766 rBV 450488 363578 1.20% 0.359%
22 12.563 1775 1781 1784 rBV 1077173 1244871 4.12% 1.228%
23 12.710 1800 1806 1814 rVB 3530772 3421200 11.33% 3.376%
24 12.892 1831 1837 1840 rBV 233447 364225 1.21% 0.359%
25 12.962 1844 1849 1852 rBV3 453627 567146 1.88% 0.560%

26 13.039 1859 1862 1866 rBV 428188 417889 1.38% 0.412%
27 13.609 1956 1959 1966 rVB3 502730 627036 2.08% 0.619%
28 13.757 1979 1984 1987 rBV2 1574198 1916600 6.35% 1.891%
29 14.245 2063 2067 2072 rBV3 351290 504727 1.67% 0.498%
30 14.533 2113 2116 2124 rVB2 200362 339226 1.12% 0.335%

31 14.756 2151 2154 2164 rVB 407017 727861 2.41% 0.718%
32 15.086 2207 2210 2215 rVB 379553 440423 1.46% 0.435%
33 15.139 2215 2219 2223 rBV 1153872 1461969 4._.84% 1.442%
34 18.750 2828 2833 2842 rVB5 250232 674286 2.23% 0.665%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF051820\
Data File : BF120351.D

Aca On : 18 May 2020 19:33

Operator : MA/SJ

Sample : L2506-08 2X

Misc :

ALS Vial : 14 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
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 101353479
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120351.D

Aca On : 18 May 2020 19:33

Operator : MA/SJ

Sample : L2506-08 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEMI1I\BNA F\METHODS\8270-BF051420._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance
1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BF120351.D

5.21

6.26

0
Time-->

T
5.00

5.50

Abundance
1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF120351.D

8.96

7.89 10.43

11.12

1

.14

11.53

11.67

11.83

2.32

Time-->

T
10.50

11.00

11.50

12.00

12.50

13.00

Abundance
1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

13.61 14.24 14531476  15.09

TIC: BF120351.D

13.76 15.14

18.75

Time-->

™1
13.50

14.00 14.50 15.00

15.50

16.00 16.50

17.00

I
17.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120351.D

Aca On : 18 May 2020 19:33

Operator : MA/SJ

Sample : L2506-08 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.53 84 .61 ng 9917510 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 92
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 80
5 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 80
Abundance Scan 1605 (11.527 min): BF120351.D (-1601) (-) m/z 73.95 100.00%
!
87
5000
43

7 T e

143
[ 101115129 157171185199213227241 270 11.20 11.40 11.60 11.80
,....~,...:||,..'..,':'!..h,'....,..'..,'.... e oo e e || m/z  87.00  71.62%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
4
87
5000 IIIIIIIIIIIIIIIIIIIII
43 11.20 11.40 11.60 11.80
7 143 m/z 43.10 30.19%

101975129 | 157171185199213227241 270

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

Abundance
74
87 11.20 11.40 11.60 11.80
5000 43 m/z 55.00 29.12%
29 | o7 143
101115129 157171185199213227241 270
B o e Al REass s Rt M e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methyl ester
74 11.20 11.40 11.60 11.80

m/z 41.00 21.66%

87
5000
43
29 7 143
? | 5| o 15717118519620777 26
|....|....|....,....,....,....,.... T e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120351.D

Aca On : 18 May 2020 19:33

Operator : MA/SJ

Sample : L2506-08 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.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 3 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.67 15.67 ng 1836580 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1629 (11.668 min): BF120351.D (-1624) (-) m/z 59.95 100.00%
43 0 7B
5000
129
97 115 171 213 N A RN A AR
143157171185 oo 227 541 256 11.40 11.60 11.80 12.00
e m/z 72.95 95.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256
11.40 11.60 11.80 12.00
213 m/z 57.00 84 .41%
L, 143157171185 199
m/z--> "éb” 'ﬁb II60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.40 11.60 11.80 12.00
5000 - 129 m/z 43.00 83.31%
87 15 ah 214
101 143157 185
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
3 60 73 11.40 11.60 11.80 12.00
m/z 55.00 70.24%
5000 129
29
199
‘ ‘ 143 157171 185 242
,;§|,\,,,|\,\, .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120351.D

Aca On : 18 May 2020 19:33

Operator : MA/SJ

Sample : L2506-08 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.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 Tridecane, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.83 3.22 ng 377048 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl- 198 C14H30 001560-96-9 72
2 Heptacosane 380 C27H56 000593-49-7 72
3 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 64
4 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 64
5 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 64
Abundance Scan 1656 (11.827 min): BF120351.D (-1651) (-) m/z 57.00 100.00%
57
5000 P
—v—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
113 137 165 197 257 11.60 11.80 12.00 12.20
b R m/z 71.10 53.30%
m/z--> 50 100 150 200 250 300 350
Abundance #59889: Tridecane, 2-methyl-
57
85 11.60 11.80 12.00 12.20
29 m/z 43.05 49_75%
155
B O e
m/z--> 50 100 150 200 250 300 350
Abundance
57
11.60 11.80 12.00 12.20
5000 m/z 85.00 37.12%
85
29 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #125656: Sulfurous acid, butyl decyl ester B e e R
57 11.60 11.80 12.00 12.20
m/z 41.00 21.73%
5000 85
29 ‘

T
m/z--> 50 100 150 200 250 300 350 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120351.D

Aca On : 18 May 2020 19:33

Operator : MA/SJ

Sample : L2506-08 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.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 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.23 257.52 ng 30185200 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
3 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99

Abundance Scan 1724 (12.227 min): BF120351.D (-1716) (-) m/z 67.00 100.00%

a7
81

5000

o

12.00 12.20 12.40 12.60
m/z 81.05 82.30%

178192 263 979294

220234

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
6

——

12.IOO 12.I20 12.I40 12!60
m/z 55.05 66.83%

5000

294

263

150164178192206220234249

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

41 677

—

81 12.00 12.20 12.40 12.60
5000 95 m/z 95.05 56.61%

109

123 149164178 262 294

WWWW—WTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester

-

12.00 12.20 12.40 12.60
m/z 41.05  44.02%

5000

124 150 294

263

=

164
178192206220234249

S Emaams et

mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120351.D

Aca On : 18 May 2020 19:33

Operator : MA/SJ

Sample : L2506-08 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.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 13-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.26 111.96 ng 13123200 Phenanthrene-d10 11.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 96
2 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 93
3 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 92
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 91
5 9,12,15-0Octadecatrienoic acid, m... 292 C19H3202 000301-00-8 87

Abundance Scan 1730 (12.263 min): BF120351.D (-1727) (-) m/z 79.00 100.00%

5000

—

149 204 12.00 12.20 12.40 12.60
131 173189 236 261 202 . . . .
m/z 93.00 66.19%

49 64

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141292: 13-Octadecenoic acid, methyl ester

—

12,00 12.20 12.40 12.60
m/z 108.10  44.25%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 74
97 R BRI o a  a
264 12.00 12.20 12.40 12.60
5000 m/z 80.00 37.70%
- 123138153 180 222
207 246 | 57929

Wmmmmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141291: 11-Octadecenoic acid, methyl ester

-

12.00 12.20 12.40 12.60
m/z 91.00 32.74%

5000

N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. OO 12 20 12. 40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120351.D

Aca On : 18 May 2020 19:33

Operator : MA/SJ

Sample : L2506-08 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.45 3.79 ng 363578 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 1762 (12.451 min): BF120351.D (-1759) (-) m/z 60.00 100.00%

43

5000

185 oa1 V/UL

12.20 12.40 12.60 12.80
e m/z 57.00 99.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 57 7,

5000
1220 12140 1260 1280
m/z 73.00 95.76%

2 143 171
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57

nmnmnmnm
5000 129 m/z 43.00 93.07%
87

27 115 143157171185199 242
214
wﬁmmﬁmﬁwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

143157171

o

43 60 12.20 12.40 12.60 12.80
m/z 55.00 77.37%
5000
143187171185 213
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120351.D

Aca On : 18 May 2020 19:33

Operator : MA/SJ

Sample : L2506-08 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.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 11H-Benzo[b]fluorene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.89 3.80 ng 364225 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 91
2 Pvrene. 1-methvl- 216 C17H12 002381-21-7 91
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 91
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 91
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 91
Abundance Scan 1837 (12.892 min): BF120351.D (-1831) (-) m/z 216.10 100.00%
216
5000
41 55 69 107 189 12.60 12.80 13.00 13.20
93 : : : :
ol 121136150 165 240254 273 m/z 215.10 74 48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74422: 11H-Benzo[b]fluorene
216
5000 12.60 12.80 13.00 13.20
108 m/z 213.05 20.43%
57 94 139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216
12.60 12.80 13.00 13.20
5000 m/z 217.10 15.54%
95 189
14 39 63 110 134149163

Wmﬁwwmﬁﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74424: Fluoranthene, 2-methyl- e BEa I B S
216 12.60 12.80 13.00 13.20
m/z 107.30 15.39%

5000

189

49 63 77 122 139 163
R R a e e m e SRR VASESNMISS /SMS  Sh
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120351.D

Aca On : 18 May 2020 19:33

Operator : MA/SJ

Sample : L2506-08 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.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 cis-11-Eicosenoic acid, met... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.96 5.92 ng 567146 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 95
2 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 86
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 64
4 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 55
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 46
Abundance Scan 1849 (12.962 min): BF120351.D (-1844) (-) m/z 55.00 100.00%
55
216

5000

293 5oy 12.60 12.80 13.00 13.20
m/z 216.05  80.41%

234250 275

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164513: cis-11-Eicosenoic acid, methyl ester
55

5000
12.60 12.80 13.00 13.20

m/z 215.05 76 .74%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
by 12.60 12.80 13.00 13.20
5000 97 292 m/z 57.00 59.17%
3 123 208 250
1 139 4es1g1 T 07 | 274 324
mwmmwmwmvmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74424: Fluoranthene, 2-methyl- R AR EEEEE T
216 12.60 12.80 13.00 13.20
m/z 69.00 52.77%
5000
108
4763 8L | | 139 163 109
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12 60 12. 80 13. OO 13 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120351.D

Aca On : 18 May 2020 19:33

Operator : MA/SJ

Sample : L2506-08 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.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 Eicosanoic acid, methyl ester Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
13.04 4.36 ng 417889 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 97
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 95
3 Methvl 18-methvIlnonadecanoate 326 C21H4202 1000352-20-6 90
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87

Abundance Scan 1862 (13.039 min): BF120351.D (-1859) (-) m/z 74.00 100.00%
74
5000 43
12.80 13.00 13.20 13.40
o} m/z 86.95 T4 _47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester
74
5000 ww%
12.80 13.00 13.20 13.40
43 143 326 m/z 43.00 40.57%
15 W4 s, [ 171, 199 227 255 283|
m/z--> ﬁo 45 60 80 100 120 150 160 180 200 220 240 260 280 300 350
Abundance
74
" 12/80 13.00 13.20 13.40
5000 m/z 55.00 31.64%
43
143 284
241
26 9 115 16718% 213 267
mmmmm‘m‘wmmmmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166215: Methy| 18-methylnonadecanoate b RREmE EE e
74 12.80 13.00 13.20 13.40
m/z 57.00 25.34Y%
5000 43
143
326
283
15 | ‘\ ‘ \h‘ ‘i \‘\ 1(15 \ 171 199 227 255 ‘
m/z--> i&ebmmmmmmmmmnmmmmmmﬁ n%nmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120351.D

Aca On : 18 May 2020 19:33

Operator : MA/SJ

Sample : L2506-08 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.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 5-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.61 6.54 ng 627036 Chrysene-di12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 90
3 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 90
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 90
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 90
Abundance Scan 1959 (13.609 min): BF120351.D (-1956) (-) m/z 57.00 100.00%
57
5000 ] t { 230
‘ 111
LRI BRI SRS SUNL B
139 200 13.20 13.40 13.60 13.80 14.00
A ‘ J AP AT, g 252280 s m/z 55.00 73.34%
m/z--> 50 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
55
5000 AR BN BRI SURLRA I
1320 13.40 13.60 13.80 14.00
29 ]‘ 111 m/z 43.00 64 .66%
J | L L 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 13.20 13.40 13.60 13.80 14.00
5000 m/z 83.00 57 .29%
111
29
139 169 519238  og3 434
mz-> 50 100 150 200 250 300 350 400
Abundance #209361: Eicosy! trifluoroacetate T
S 1320 13.40 13.60 13.80 14.00
! m/z 97.10 52.75%
5000
125
TLLGLL } |1°182 210 252280 %5 376
m/z--> 50 100 150 200 250 300 350 400 1320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120351.D

Aca On : 18 May 2020 19:33

Operator : MA/SJ

Sample : L2506-08 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9-Tricosene, (2)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

1424 s527ng 504727  Chrysene-di2 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 o-Tricosere. (2>- 322 C23H46 027519-02-4 93

2 Heptadecvl heptafluorobutvrate
3 Docosvl trifluoroacetate
4 Cvclooctacosane

452 C21H35F702
422 C24H45F302
392 C28H56

959085-66-6 90
1000351-75-5 90
000297-24-5 90

5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 90

Abundance Scan 2066 (14.239 min): BF120351.D (-2063) (-) m/z 57.00 100.00%
g7
5000 a5
240
11 14.00 14.20 14.40 14.60
141169 207 67 : : : :
A 319348 397429 475 545 /7 4300 62 620
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163018: 9-Tricosene, (2)-
55 |97
5000 LIRS
- 14.00 14.20 14.40 14.60
302 m/z 71.05 48 .73%
2] lr 153182210238266294
-
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
R B B
97 14.00 14.20 14.40 14.60
5000 m/z 55.00 48.31%
29 125
169 510238 283 434
T T T T e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219709: Docosy! trifluoroacetate T
57 14.00 14.20 14.40 14.60
97 m/z 85.00 34.98%
5000
125
29 l 1153181210238 280308 353 404
R I B T R B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120351.D

Aca On : 18 May 2020 19:33

Operator : MA/SJ

Sample : L2506-08 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.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 13 Docosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .53 4.64 ng 339226 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 91
2 Hexacosane 366 C26H54 000630-01-3 83
3 Tricosane 324 C23H48 000638-67-5 83
4 Heneicosane 296 C21H44 000629-94-7 83
5 Eicosane 282 C20H42 000112-95-8 80
Abundance Scan 2115 (14.527 min): BF120351.D (-2113) (-) m/z 57.00 100.00%
57
5000 J85
113 14.20 14.40 14.60 14.80
141 214242
AL 185211202 | 293 343 304 435 846 | 70743 00 48.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153223: Docosane
57
5000 85 LN BLSAL BULRLL B B
14.20 14.40 14.60 14.80
113 m/z 71.05 44 .30%
[ 182011030067 310

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
SN
14.20 14.40 14.60 14.80
5000 85 m/z 85.10  39.35
29
113141169197205253 295323 367
i e e -
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164579: Tricosane R R mEEE
57 14.20 14.40 14.60 14.80
m/z 55.00 17.41%
5000 85
29 1}i1?1169197225253281 52

m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.20 14. 40 14 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF051820\
Data File : BF120351.D

Aca On : 18 May 2020 19:33

Operator : MA/SJ

Sample : L2506-08 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF051420.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 14 D:A-Friedoursan-3-one Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.75 9.22 ng 674286 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D:A-Friedoursan-3-one 426 C30H500 089950-00-5 50
2 Bicvclol3.1.1Theptan-3-one. 2-(b... 192 C13H200 1000163-96-1 45
3 2.2.6-Trimethvl-1-(2-methvl-cycl... 218 C15H220 1000188-72-8 42
4 5-Bromo-4-ox0-4.5.6.7-tetrahvdro... 216 C6H5BrN202 300574-36-1 35
5 Cyclohexanone, 2,3,3-trimethyl-2... 206 C14H220 069296-90-8 30
Abundance Scan 2833 (18.750 min): BF120351.D (-2828) (-) m/z 69.00 100.00%

95

:

5000

18.40 18.60 18.80
m/z 95.10 88.22%

403426

302324 353

m/z--> 50 100 150 200 250 300 350 400
Abundance #221196: D:A-Friedoursan-3-one

-

I 1'8.I40 18.I60 18.I8O
m/z 109.10  77.25%

5000

m/z--> 50 100 150 200 250 300 350 400
Abundance

D
©
©
(@]

a1 L e LA B e e
18.40 18.60 18.80
5000 m/z 123.10 73.55%
123
149
192
— T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #75924: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta... T
4 5 18.40 18.60 18.80
m/z 55.00 64.12%
67 123
5000 Wl\rvvw/\/\/\/\,\/\'\
147 218
‘l 175
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80

8270-BF051420.M Tue May 19 06:49:59 2020 Page: 16



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051820\
Data File : BF120351.D

Acq On : 18 May 2020 19:33

Operator : MA/SJ

Sample : L2506-08 2X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051420.M
Quant Title : 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]
Hexadecanoic acid... 11.53 84.6 ng 9917510 4 11.12 2344350 20.0
n-Hexadecanoic acid 11.67 15.7 ng 1836580 4 11.12 2344350 20.0
Tridecane, 2-methyl- 11.83 3.2 ng 377048 4 11.12 2344350 20.0
10,13-Octadecadie... 12.23 257.5 ng 30185200 4 11.12 2344350 20.0
13-Octadecenoic a... 12.26 112.0 ng 13123200 4 11.12 2344350 20.0
Octadecanoic acid 12.45 3.8 ng 363578 5 13.76 1916600 20.0
11H-Benzo[b]fluorene 12.89 3.8 ng 364225 5 13.76 1916600 20.0
cis-11-Eicosenoic... 12.96 5.9 ng 567146 5 13.76 1916600 20.0
Eicosanoic acid, ... 13.04 4.4 ng 417889 5 13.76 1916600 20.0
5-Eicosene, (E)- 13.61 6.5 ng 627036 5 13.76 1916600 20.0
9-Tricosene, (2)- 14.24 5.3 ng 504727 5 13.76 1916600 20.0
Docosane 14.53 4.6 ng 339226 6 15.14 1461970 20.0
D:A-Friedoursan-3... 18.75 9.2 ng 674286 6 15.14 1461970 20.0
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