LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012718\

Data File : BF102518.D

Acq On - 27 Jan 2018 18:53 Instrument :
Operator : SJ/JU BNA_F

Sample - J1009-03 ClientSampleld :
Misc : AU-05-012518-B
ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 height area % max. total
1 5.328 546 551 567 rBV 3434927 3717448 9.93% 3.946%
2 6.363 722 727 739 rBV 3324637 3827037 10.22%  4.063%
3 6.487 743 748 751 rBV 3857776 3717312 9.93% 3.946%
4 6.716 783 787 793 rBVY 910305 863380 2.31% 0.917%
5 6.869 809 813 816 rBV 3135835 2745291 7.33% 2.914%
6 7.281 879 883 886 rBvV 2209531 2329444 6.22% 2.473%
7 7.998 1002 1005 1008 rVB 1152772 1030334 2.75% 1.094%
8 9.075 1183 1188 1191 rBV 3627293 3327445 8.89% 3.532%
9 9.463 1250 1254 1257 rBV 488598 483396 1.29% 0.513%
10 9.751 1299 1303 1306 rVB 1165414 1077115 2.88% 1.143%

11 10.175 1372 1375 1378 rVB 537053 386807 1.03% 0.411%
12 10.539 1434 1437 1447 rVB 1777775 1723192 4._.60% 1.829%
13 10.645 1452 1455 1464 rVB 424355 533894 1.43% 0.567%
14 11.233 1552 1555 1558 rBV 985468 842635 2.25% 0.894%
15 11.651 1618 1626 1628 rBV 7928330 13960190 37.29% 14.819%

16 11.945 1669 1676 1679 rBV3 344284 470675 1.26% 0.500%
17 12.374 1734 1749 1751 rBV5 8498926 37437989 100.00% 39.742%
18 12.439 1755 1760 1763 rVB 6336220 7259413 19.39% 7.706%
19 12.657 1792 1797 1801 rBvV2 253130 378534 1.01% 0.402%
20 12.833 1820 1827 1829 rBV 2126684 2212869 5.91% 2.349%

21 13.004 1850 1856 1857 rBV3 290544 422194 1.13% 0.448%
22 13.063 1861 1866 1873 rVB2 754877 1125072 3.01% 1.194%
23 13.145 1876 1880 1882 rBV 1015971 934064 2.49% 0.992%
24 13.568 1949 1952 1957 rVB2 305592 440796 1.18% 0.468%
25 13.710 1973 1976 1986 rVB 347953 480755 1.28% 0.510%

26 13.810 1989 1993 1997 rBV 1070713 908534 2.43% 0.964%
27 13.880 2001 2005 2008 rBV 765463 733737 1.96% 0.779%
28 15.304 2243 2247 2253 rBV 633199 832633 2.22% 0.884%

Sum of corrected areas: 94202185
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102518.D

Acqg On : 27 Jan 2018 18:53

Operator : SJ/JU

ﬁ?ggle i J1009-03 AU-05-012518-B
ALS Vvial :© 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA_F\METHODS\8270-BF012218 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF102518.D
8000000

6000000

4 6.49
000000 533 6.36 .
7.28

2000000

L

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: BF102518.D

14037
8000000 11.65

6000000

4000000 9.07

2000000 10.54
8.00 9.75 11.23

ﬂ 9.46 10.17 0.65 A\i 11.95
. ) AA.A..J%/\A.. AAJl L in )
Oy

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF102518.D

8000000
6000000
4000000
2000000

T

S

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102518.D

Acg On : 27 Jan 2018 18:53

Operator : SJ/JU

ﬁ?ggle i J1009-03 AU-05-012518-B
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 unknown6.49 Concentration Rank 4

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

6.49 86.11 ng 3717310 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.492 min): BF102518.D (-743) (-) m/z 132.00 100.00%
32
5000
68
96 e e 6 k0 ARY
40 ,- 54 75 104 6.20 6.40 6.60 6.80
..,....,....,...-.,".'..7.,:...??:l-.'....,..f.‘?,..!.,.-:..,.1.1.5.,....,"...,.. m/z 134.00 34.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR R LR
6.20 6.40 6.60 6.80
78 m/z 68.10 32.68%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 65.95 20.36%
41 97
53 2 117
34 60 89 105 124
wwmmwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole L T B
132 6.20 6.40 6.60 6.80

m/z 69.05 12 .85%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102518.D

Acg On : 27 Jan 2018 18:53

Operator : SJ/JU

ﬁ?ggle i J1009-03 AU-05-012518-B
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.17 7.18 ng 386807 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Tetradecane 198 C14H30 000629-59-4 91
3 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 80
4 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 72
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72

Abundance Scan 1374 (10.169 min): BF102518.D (-1372) (-) m/z 57.10 100.00%

57
43

5000

9.80 10.00 10.20 10.40
m/z 43.10 70.09%

o 99 113 127 140 154166 182 196
mz-> 20 40 60 80 100 120 140 160 180 200 220

Abundance #83028: Hexadecane
57
71
5000 43 85 IIIIIIIIIIIIIIIIIIIIIII
9.80 10.00 10.20 10.40
m/z 71.10 48.14%
99 113 127 226
29 \‘\ \‘\ i \‘ \‘ i 14\.1 155 169 183 197 |
T T e T e T e e e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43
71
9.80 10.00 10.20 10.40
5000 85 m/z 41.00 32.21%
29
99

113 127 141 155 169 182 198

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

Abundance #83051: Dodecane, 2-methyl-6-propyl- R B AR

43 57 9.80 10.00 10.20 10.40

m/z 85.05 31.40%
71
5000 85
9 140
WL | 7 131277 " 154166 182105 226
L o B e L R e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102518.D

Acg On : 27 Jan 2018 18:53

Operator : SJ/JU

ﬁ?ggle i J1009-03 AU-05-012518-B
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.65 12.67 ng 533894 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tridecane 184 C13H28 000629-50-5 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Decane, 3-methyl- 156 C11H24 013151-34-3 87
Abundance Scan 1456 (10.651 min): BF102518.D (-1452) (-) m/z 57.10 100.00%
57
5000 85
4
113 10.40 10.60 10.80 11.00
,,\ b g A8 183 0 32 Tm/z 71.10  65.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94346: Heptadecane
57
85
5000 AR SR BN AN S
10,40 10.60 10.80 11.00
29 m/z 43.10 64 .98%
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
10,40 1060 10.80 11.00
5000 m/z 85.10 38.02%
85
29
113 14 184
mmmﬁwwﬁvﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71393: Pentadecane G REE s S e
57 10.40 10.60 10.80 11.00
m/z 41.10 30.11%
5000 85
29
m/z--> 2b$eb%mmmmmmmmmnmm%mmﬁmﬁ' 10,40 10.60 10.80 11.00
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Library Search Compound Report

8270-BF012218 .M Mon Jan 29 13:44:11 2018

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102518.D

Acg On : 27 Jan 2018 18:53

Operator : SJ/JU

ﬁ?ggle i J1009-03 AU-05-012518-B
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 5 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.65 331.35 ng 13960200 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 95
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 87
Abundance Scan 1626 (11.651 min): BF102518.D (-1618) (-) m/z 74.05 100.00%
7
87
5000 43
H T | 20105120 227 "1l 1160 1180 1200
171185199 241 270 . . . .
I T Y v .l..,|. RICGIDINAR | Anessl | Thyz 87.05  75.99%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 I SN SN SN S
43 11:40 11.60 11.80 12.00
7 143 m/z 43.05 36.66%
TM || 101495129 157171185199213227241 270
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
74
87 11,40 11.60 11.80 12.00
5000 43 m/z 55.05 29.12%
57 143
101975129 157171185199 228
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methyl tetradecanoate
74 11.40 11.60 11.80 12.00
m/z 41.05 28.61%
87
5000
43
29 7 143
| ‘ ?M | .| 1011151207 1 157171185199213 242
mz-> 20 Jo 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:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102518.D

Acg On : 27 Jan 2018 18:53

Operator : SJ/JU

ﬁ?ggle i J1009-03 AU-05-012518-B
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 Methyl Z-11-tetradecenoate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.95 11.17 ng 470675 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl Z-11-tetradecenoate 240 C15H2802 1000130-82-8 70
2 1,13-Tetradecadiene 194 C14H26 021964-49-8 60
3 Methyl 9-tetradecenoate 240 C15H2802 1000336-47-3 50
4 Methyl myristoleate 240 C15H2802 056219-06-8 50
5 9-Methylbicyclo[3.3.1]nonane 138 C10H18 025107-01-1 46
Abundance Scan 1677 (11.951 min): BF102518.D (-1669) (-) m/z 55.00 100.00%

5000

137 152166490, 208221 250 11.60 11.80 12.00 12.20
m/z 41.05 64 .23%

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

Abundance #94132: Methyl Z-11-tetradecenoate
41 55
69
5000
11.60 11.80 12.00 12.20
‘ 166 208 m/z 69.05 56.48%
37 240
|----|‘-‘--‘ HH\ m\m “M ; \H 1?]: A .1.7|9 194 H 225| “....,
m/z--> 20 40 100 120 140 160 180 200 220 240
Abundance
55
41 5 82 11.60 11.80 12.00 12.20
5000 ! 9% m/z 73.95 53.36%
29 109
123 137 152 166179 194
IR L o e B B A B e e e o S R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94125: Methyl 9-tetradecenoate R e
55 11.60 11. 80 12. 00 12 20

m/z 67.00 46.01%

5000 [
‘ F m 110123 137 ., 166 208 0
M”H \ \h \‘HM\\H \ \‘ m\ \ M\ \M I \ “ H ! f\

m/z--> 20 40 100 120 140 160 180 200 220 240 11. 60 11.80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102518.D

Acg On : 27 Jan 2018 18:53

Operator : SJ/JU

ﬁ?ggle i J1009-03 AU-05-012518-B
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.37 888.59 ng 37438000 Phenanthrene-d10 11.23
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, methy... 294 C19H3402 002566-97-4 99
3 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 98
4 Methyl 7,12-octadecadienoate 294 C19H3402 1000336-43-8 96
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 96
Abundance Scan 1748 (12.369 min): BF102518.D (-1734) (-) m/z 67.10 100.00%
67

5000

E—

12.00 12.20 12.40 12.60
m/z 81.05 86.86%

178193 220235 263 204

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

;

5000

12.IOO 12.I20 12.I4O 12.60
m/z 55.10  85.09%

263
136 164179195 220237
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 67
Tt T
12.00 12.20 12.40 12.60
5000 82 m/z 41.05 73.14%
109
135150 178 262 204
mwmwﬁmwwwmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
I

Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester R e e R
12.00 12.20 12.40 12.60

m/z 95.10 60.19%

5000

—

1 1 T
12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102518.D

Acg On : 27 Jan 2018 18:53

Operator : SJ/JU

ﬁ?ggle i J1009-03 AU-05-012518-B
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L
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 Methyl stearate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.44 172.30 ng 7259410 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 1760 (12.439 min): BF102518.D (-1755) (-) m/z 74.05 100.00%
74
5000 23
143 255 I\llllllll rYrrr|rrror | TrTT
97 199 298 12.20 12.40 12.60 12.80
0...,....,'....',..l'..,'.!..'-,'..1'.1.?..'..,....' 22 120 2R Th/z 87.05  76.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74
5000 R S B B S
143 - 298 12120 12:40 12.60 12.80
‘ 199 m/z 43.05 36.30%
9
AL BT, e a0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
' 12.20 12.40 12.60 12.80
5000 m/z 55.10 26.43%
55 143 255
o7 199 298
115 171 227 270
WWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 J{__
Abundance #95859: Methyl tetradecanoate Emma e REREE R
74 12.20 12.40 12.60 12.80
m/z 41.10 23.44%
5000
> 143 199 J[__
2 | ‘M L0 s | am o1 262
m/z--> ﬁo 45 60 80 160 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

8270-BF012218 .M Mon Jan 29 13:44:14 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102518.D

Acg On : 27 Jan 2018 18:53

Operator : SJ/JU

ﬁ?ggle i J1009-03 AU-05-012518-B
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 Methyl 9-cis,ll-trans-octad... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.66 10.32 ng 378534 Chrysene-d12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
2 9,12-Octadecadienoic acid (Z,Z2)-... 294 C19H3402 000112-63-0 99
3 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 97
4 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 96
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 95
Abundance Scan 1798 (12.663 min): BF102518.D (-1792) (-) m/z 67.05 100.00%
5000 /\‘
10 s gy g | 1540 1900 1580 1300
m/z 81.00 72 .39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate
5000 AR BRI RN RN IR
12:40 12.60 12.80 13.00
0 294 m/z 95.10 56.53%
135150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67
95 LELELEN LI UL BB L
12.40 12.60 12.80 13.00
5000 41 m/z 82.10 42 .51%
110
135150 og3 294
15 178 205220 37 279
wﬁmmmmmmﬁmﬁrr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139709: Methy! 10-trans, 12-cis-octadecadienoate o BRI A T s

12.40 12.60 12.80 13.00
m/z 55.05 41.12%

294 }
150
135 178193 220 263

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102518.D

Acg On : 27 Jan 2018 18:53

Operator : SJ/JU

ﬁ?ggle i J1009-03 AU-05-012518-B
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.00 11.51 ng 422194 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl 9.cis.,1l.trans.t,13.tran... 292 C19H3202 1000336-42-6 95
2 6,9,12-Octadecatrienoic acid, me... 292 C19H3202 002676-41-7 78
3 Bicyclo[3.2.0]heptane, 2-methylene- 108 C8H12 089243-94-7 64
4 Cyclobutene, 4,4-dimethyl-1-(2,7... 190 C14H22 062338-42-5 62
5 Methyl 6-cis,9-cis,ll-trans-octa... 292 C19H3202 1000336-37-7 62
Abundance Scan 1855 (12.998 min): BF102518.D (-1850) (-) m/z 79.05 100.00%

5000

12.60 12.80 13.00 13.20 13.40
m/z 55.00 71.01%

163177 194 216 235252 273 292

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate
79 9 292

5000 T T T T T
5 107159 12.60 12.80 13.00 13.20 13.40

135150 m/z 93.10 66.69%
164 189203 221235

261

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

Abundance
79
R B B
93 12.60 12.80 13.00 13.20 13.40
5000 m/z 41.05 65.80%
55 107
121 150 292
135 175 194
221235349763
mﬁmmmwwwwm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5499: Bicyclo[3.2.0]heptane, 2-methylene- N e o
79 93 12.60 12.80 13.00 13.20 13.40

m/z 67.00 59.69%
5000
108
27 41
6

R o BN B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102518.D

Acg On : 27 Jan 2018 18:53

Operator : SJ/JU

ﬁ?ggle i J1009-03 AU-05-012518-B
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 cis-13-Eicosenoic acid, met... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.06 30.67 ng 1125070 Chrysene-d12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 1000333-52-1 99
2 cis-11-Eicosenoic acid, methyl e... 324 C21H4002 1000333-63-8 99
3 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 98
4 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 94
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 94
Abundance Scan 1866 (13.063 min): BF102518.D (-1861) (-) m/z 55.05 100.00%

5000

12.80 13.00 13.20 13.40
m/z 69.10 65.84%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164512: cis-13-Eicosenoic acid, methyl ester

5000

12.I80 13.IOO 13.I20 13.40
m/z 41.05 58.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
R S REEmE s
83 12.80 13.00 13.20 13.40
5000 m/z 43.10 55.19%
111 292
250
29 137153 180 208227 274 324

mmmmmrmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164509: 11-Eicosenoic acid, methyl ester BN BB R e
12.80 13.00 13.20 13.40

m/z 74.00 51.91%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102518.D

Acg On : 27 Jan 2018 18:53

Operator : SJ/JU

ﬁ?ggle i J1009-03 AU-05-012518-B
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 Eicosanoic acid, methyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.15 25.46 ng 934064 Chrysene-d12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 98
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 90
4 Methyl stearate 298 C19H3802 000112-61-8 90
5 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 89

Abundance Scan 1881 (13.151 min): BF102518.D (-1876) (-) m/z 74.00 100.00%
5000
143
199 227 o5 283 12.80 13.00 13.20 13.40
o m/z 87.00 78.31%
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
A
5000 NSRS SRR B
12.80 13.00 13.20 13.40
43 143 326 m/z 43.10 39.37%
sl s o e o g 20
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74
1280 13.00 13,20 13.40
5000 m/z 55.00 31.66%
43
143
26 97 115 163 185 5 241 B4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154941: Nonadecanoic acid, methy! ester B B .
74 12.80 13.00 13.20 13.40
m/z 41.10 25.37%
5000
43
143
312
15 { ngr 115 | ‘ 171 199 227 269‘
m/z--> 25&&)mmmmmmmmmmnmm%mmmmh 12:80 13.00 13.20 13.40 |
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102518.D

Acg On : 27 Jan 2018 18:53

Operator : SJ/JU

ﬁ?ggle i J1009-03 AU-05-012518-B
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 2-(1-Hydroxycyclohexyl)-furan Concentration Rank 11

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

13.57 12.02 ng 440796 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(1-Hydroxycyclohexyl)-furan 166 C10H1402 036169-67-2 58
2 Tricyclo[4.3.1.1(3,8)]Jundecan-3-o0l 166 C11H180 014504-80-4 42
3 Naphthalene, decahydro-2,2-dimet... 166 C12H22 031124-85-3 38
4 4-Ethyl-2-hexynal 124 C8H120 071932-97-3 25

5 1-Chlorosulfonyl-3-methyl-1-azas... 251 C9H14CINO3S 016933-89-4 22

Abundance Scan 1952 (13.568 min): BF102518.D (-1949) (-) m/z 95.10 100.00%

5000

13.20 13.40 13.60 13.80

187 205220

(o} m/z 81.05 97 .80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #34835: 2-(1-Hydroxycyclohexyl)-furan
81
5000 43 LI L B B B
166 13.20 13.40 13.60 13.80
m/z 151.10 73 .03%
107 138
H\ [ \‘ | ‘\

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

Abundance
95
AL E A e
13.20 13.40 13.60 13.80
5000 m/z 55.00 39.86%
166
55 79 110
40 135150
mmmm’mmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #35204: Naphthalene, decahydro-2,2-dimethyl- L BT o e
9 151 13.20 13.40 13.60 13.80
m/z 166.15 35.00%
5000 55
29 H % 110 166
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\
Data File : BF102518.D

Acq On : 27 Jan 2018 18:53

Operator : SJ/JU

Sample - J1009-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 Nonadecyl pentafluoropropio... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.71 13.10 ng 480755 Chrysene-d12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
2 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
3 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
Abundance Scan 1976 (13.710 min): BF102518.D (-1973) (-) m/z 57.10 100.00%
57
83
5000
111
139 13.40 13.60 13.80 14.00
L .,..1..,1.6.7..,2.“...2?0.2.7?.,3.1.6..,....,....,...., m/z 43.10 72.36%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate
57
5000 AN IR IS R
125 13.40 13.60 13.80 14.00
m/z 55.00 67.94%
21 | ‘ ‘\ \h ‘L ‘\‘1?3 182210238 266 311 412
m/z--> 50 250 300 350 400 450 '
Abundance
57
o7 13.40 13.60 13.80 14.00
5000 m/z 83.10 60.49%
- 125
169196200 266294 339 490
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #231356: Docosy! pentafluoropropionate A e  EEERE T
57 13.40 13.60 13.80 14.00
m/z 69.10 56.33%
97
5000
125
2? ‘ | ‘l 153181 224250 280308 353 454
m/z--> 50 100 1&1;0 200 250 300 350 400 450 ' 13.40 13.60 13.80 14.00

8270-BF012218 .M Mon Jan 29 13:44:19 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102518.D

Acg On : 27 Jan 2018 18:53

Operator : SJ/JU

ﬁ?ggle i J1009-03 AU-05-012518-B
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
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 15 Docosanoic acid, methyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.81 24_.76 ng 908534 Chrysene-d12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid, methyl ester 354 C23H4602 000929-77-1 99
2 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 97
3 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 93
4 Octadecanoic acid, 10-methyl-, m... 312 C20H4002 002490-19-9 90
5 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 90

Abundance Scan 1993 (13.810 min): BF102518.D (-1989) (-) m/z 73.95 100.00%
7
5000 43
143
97 199 255 311 g5y 13.40 13.60 13.80 14.00 14.20
o B N P 2 < IR m/z 87.00 78.86%
m/z--> 50 100 150 200 250 300 350
Abundance #186930: Docosanoic acid, methyl ester
74
43
5000 A "|""|'T4H|'
13.40 13.60 13.80 14.00 14.20
o 143 354 m/z 43.10 43.98%
15 | ‘L ‘H \‘w“ \‘\H “\\ 1\15\ 171 I 19\9 227 2§5 283 3:}1‘ |
m/z--> 50 100 150 200 250 300 350
Abundance
74
13.40 13.60 13.80 14.00 14.20
5000 m/z 55.05 31.21%
43 312
143
18 9115 " 1e3185 213 241 269
m/z--> 50 100 150 200 250 300 350
Abundance #186936: Methyl 20-methyl-heneicosanoate A EEE TS
74 13.40 13.60 13.80 14.00 14.20
m/z 57.05 28.58%
5000
55 143 354
311
‘ ‘ 97 ‘ 199 255 ‘
SN ) I IR A WP £ L VRO L S e
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012718\

Data File : BF102518.D

Acg On : 27 Jan 2018 18:53

Operator : SJ/JU

3?22'6 i J1009-03 AU-05-012518-B
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 .49 6.49 86.1 ng 3717310 1 6.72 863380 20.0
Hexadecane 10.17 7.2 ng 386807 3 9.75 1077120 20.0
Heptadecane 10.65 12.7 ng 533894 4 11.23 842635 20.0
Hexadecanoic acid... 11.65 331.4 ng 13960200 4 11.23 842635 20.0
Methyl Z-11-tetra... 11.95 11.2 ng 470675 4 11.23 842635 20.0
10,13-Octadecadie... 12.37 888.6 ng 37438000 4 11.23 842635 20.0
Methyl stearate 12.44 172.3 ng 7259410 4 11.23 842635 20.0
Methyl 9-cis,11-t... 12.66 10.3 ng 378534 5 13.88 733737 20.0
Methyl 9.cis.,11.... 13.00 11.5 ng 422194 5 13.88 733737 20.0
cis-13-Eicosenoic... 13.06 30.7 ng 1125070 5 13.88 733737 20.0
Eicosanoic acid, ... 13.15 25.5 ng 934064 5 13.88 733737 20.0
2-(1-Hydroxycyclo... 13.57 12.0 ng 440796 5 13.88 733737 20.0
Nonadecyl pentafl... 13.71 13.1 ng 480755 5 13.88 733737 20.0
Docosanoic acid, ... 13.81 24.8 ng 908534 5 13.88 733737 20.0
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