LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\

Data File : BF095749.D

Aca On 7 Jun 2017 16:51 Instrument :
Operator : SJ/MA BNA_F

Sample - 13488-04 ClientSampleld :
Misc - TR-04-060517-B
ALS Vial : 7 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:\HPCHEM1I\BNA F\METHODS\8270-BF060517.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 4_.593 507 511 529 rBV 61153 178073 1.18% 0.347%
2 5.275 623 627 668 rBY 1076800 1813510 12.06% 3.536%
3 6.945 905 911 922 rBVY 1166762 1726977 11.49% 3.368%
4 7.039 922 927 943 rVB 1410538 1991681 13.25% 3.884%
5 7.381 981 985 998 rBV 352146 446236 2.97% 0.870%
6 7.622 1020 1026 1044 rBV 1144177 1447212 9.63% 2.822%
7 8.298 1136 1141 1161 rBV 791834 1091478 7.26% 2.128%
8 9.410 1326 1330 1345 rBV 458612 592438 3.94% 1.155%
9 11.198 1628 1634 1645 rVB 1644150 1986987 13.22% 3.875%
10 11.886 1746 1751 1756 rBvV 248680 284303 1.89% 0.554%

11 12.233 1805 1810 1815 rBV2 488475 619660 4.12% 1.208%
12 13.098 1948 1957 1962 rBV 126423 164647 1.10% 0.321%
13 13.527 2026 2030 2037 rBV 716271 947842 6.30% 1.848%
14 13.868 2084 2088 2098 rVB 122550 244137 1.62% 0.476%
15 14.039 2112 2117 2126 rVB 397932 466692 3.10% 0.910%

16 14.627 2214 2217 2230 rVB 442918 642211 4.27% 1.252%
17 15.304 2328 2332 2340 rVB 905986 1090322 7.25% 2.126%
18 15.462 2348 2359 2362 rBV 4339692 8732389 58.09% 17.029%
19 15.680 2385 2396 2401 rBV 454769 818204 5.44% 1.596%
20 15.892 2422 2432 2437 rBV3 167114 280688 1.87% 0.547%

21 16.027 2450 2455 2459 rVB 165419 188769 1.26% 0.368%
22 16.462 2511 2529 2530 rBV2 4315463 15033278 100.00% 29.316%
23 16.598 2545 2552 2554 rBV 3268573 4474877 29.77% 8.726%
24 16.627 2554 2557 2559 rvVv 287030 383889 2.55% 0.749%
25 16.662 2559 2563 2571 rVB 722653 1162661 7.73% 2.267%

26 16.762 2577 2580 2594 rVB2 271919 433002 2.88% 0.844%
27 16.892 2597 2602 2606 rVB 138330 183858 1.22% 0.359%
28 17.015 2619 2623 2629 rVB 1181163 1307687 8.70% 2 .550%
29 17.427 2689 2693 2703 rVB2 545451 740757 4._.93% 1.445%
30 17.539 2707 2712 2721 rVB 300824 419857 2.79% 0.819%

31 17.668 2730 2734 2740 rBV 149563 176720 1.18% 0.345%
32 18.080 2799 2804 2808 rVB5 102685 173175 1.15% 0.338%
33 18.345 2845 2849 2853 rVV 384747 465247 3.09% 0.907%
34 18.392 2854 2857 2863 rVB2 201090 239012 1.59% 0.466%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 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:\HPCHEM1I\BNA F\METHODS\8270-BF060517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 20.015 3130 3133 3143 rVB 284761 331603 2.21% 0.647%

Sum of corrected areas: 51280079
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 14

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

4._.59 7.98 ng 178073 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-Hexanol 102 C6H140 000623-37-0 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 511 (4.593 min): BF095749.D (-507) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 i LI S
| 83.0 420 4.40 4.60 4.80 5.00
SRRSO ) NNESESSEOV S EEESASMRMS..5HMMPESS MM m/z 59.00 65.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A LS LR LN
59.0 420 440 4.60 480 5.00
0
150 a0 1010 m/z 101.10 23.85%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
420 440 460 480 500
5000 310 430 73.0 m/z 58.00 14.74%
84.0 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime A R maa
43.0 420 4.40 4.60 4.80 5.00
m/z 41.10 10.80%
5000
101.0
150 310 || %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 420 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 unknown7.04 Concentration Rank 4

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

7.04 89.27 ng 1991680 1,4-Dichlorobenzene-d4 7.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 927 (7.039 min): BF095749.D (-922) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 R LRI UL R
401 540 6.80 7.00 7.20 7.40
....,...::n:...,.:..,.:l-.',..7.5?,0....,..!.,.1??.?....,....,~'...,.. m/z 68.10 36.76%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RSN I R R I
6.80 7.00 7.20 7.40
310 510 m/z 134.00 32.71%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
680 7.00 7.20 7.40
5000 67.0 m/z 66.00 22.43%
41.0 97.0
53.0 . 117.0
) 107.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine O EaE s e L RS R
132.0 6.80 7.00 7.20 7.40
m/z 96.00 14 .48%
97.0
5000 0.0
31.0 52.0
\ L . 86.0 | 107.01160
miz--> 30 40 50 60 70 8 90 100 110 120 130 140 6.80 7.00 7.20 7.40

8270-BF060517.M Thu Jun 08 14:40:54 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Decane, 2,3,5-trimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.10 5.31 ng 164647 Acenaphthene-d10 12.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Dodecane. l1l-iodo- 296 C12H251 004292-19-7 80
4 Hexadecane 226 C16H34 000544-76-3 72
5 Heptadecane 240 C17H36 000629-78-7 68
Abundance Scan 1957 (13.098 min): BF095749.D (-1948) (-) m/z 57.10 100.00%
57.1
5000 85.1
41l0
113.1 12.80 13.00 13.20 13.40
bl g A2 6L Tm/z 43.05  72.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48894: Decane, 2,3,5-trimethyl-
57.0
5000 LR RN LR SN B
85.0 12.80 13.00 13.20 13.40
41.0 0
141.0 m/z 71.05 64 .57%
26. p Ll ‘\ 117 Il al 113.0 \‘ 169.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
12:80 13.00 13.20 13.40
5000 85.0 m/z 85.10 43.73%
41.0
26.0 113.0 1410 1690 1980
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #140552: Dodecane, 1-iodo-
57.0 12.80 13.00 13.20 13.40
m/z 41.05 31.37%
5000 85.0
41l0
26.0 M ‘ ‘ 113012,30 155.0 183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Dodecane, 2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.87 7.60 ng 244137 Phenanthrene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2088 (13.868 min): BF095749.D (-2084) (-) m/z 57.05 100.00%
571.0
5000 85.1
113.1 13.60 13.80 14.00 14.20
141.1
S ) e e e W/z 43.05 6915
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48854: Dodecane, 2-methyl-
57.0
85.0
5000 SR UL UL MR LR
13.60 13.80 14.00 14.20
29.0 141.0 m/z 71.05 67 .24%
LA 5o, | e
| | \ I ! \
m/z--> 20 4b eb 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
57.0

13.60 13.80 14.00 14.20
5000 650 m/z 85.10 44.73%

29.0
1130 1410 169.0 197.0 225.0 253.0  296.0
mmmmmwwwwwm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance :

#83023: Hexadecane R e e R RRm e
57.0 13 60 13. 80 14. OO 14. 20

m/z 41.05 31.75%

5000 650
20.0
| ‘ L) 80 1410 1690 1970 2260

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6 Tridecanoic acid, 12-methyl... Concentration Rank 12

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

14.04 14.53 ng 466692 Phenanthrene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 94
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
3 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 87
4 Tridecanoic acid. methyl ester 228 C14H2802 001731-88-0 86

5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 80

Abundance Scan 2117 (14.039 min): BF095749.D (-2112) (-) m/z 74.00 100.00%
74.0
5000
43.1
| | 1431 199.2 ' 13:80 14.00 14,20 14.40
97.0 : - - - -
242.2
el gl 1368, L AT L 2422 o787 00 68. 43%
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #95899: Tridecanoic acid, 12-methyl-, methyl ester
74.0
5000 1990 LB B LI LI LR
41.0 430 242.0 13.80 14.00 14.20 14.40
“ ‘ : ‘ m/z 43.10 26.83%
...,....‘,‘....“,.‘.‘.‘ ,‘....,...1?1.?..,....‘,1.7.1.9 P T PR
m/z--> 80 100 120 140 160 180 200 220 240
Abundance
74.0
ARt e
13.80 14.00 14.20 14.40
5000 m/z 41.05 23.00%
43.0
143.0
15.0 101.0 191 o 1710 199.0 242.0
e R m  ERA R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #50099: Decanoic acid, methyl ester T T
74.0 13.80 14.00 14.20 14.40
m/z 55.05 21.87%
43.0
5000
101.0 143.0
%%,,,,,,,1860 S T T
m/z--> 20 40 80 100 120 140 160 180 200 220 240 13.80 14. 00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 9-Hexadecenoic acid, methyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.30 33.96 ng 1090320 Phenanthrene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 99
2 14-Methvlpentadec-9-enoic acid m... 268 C17H3202 1000365-89-7 94
3 Methvl hexadec-9-enoate 268 C17H3202 010030-74-7 91
4 Cvclopropaneoctanoic acid. 2-hex... 282 C18H3402 010152-61-1 90
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 90
Abundance Scan 2331 (15.298 min): BF095749.D (-2328) (-) m/z 55.10 100.00%
5000 h (
110.1
152.1 194.2 2372 0y 15.00 15.20 15.40 15.60
; m/z 69.10 68.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-
55.0
5000
15.00 15.20 15.40 15.60
m/z 74.00 62.28%
‘M 1100 1559 1040 2360 1
“.“.HHHJW. 268.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55.0
15.00 15.20 15.40 15.60
5000 83.0 m/z 41.10 60.25%
110.0 236.0
miz-> 20 40 60 80 100 120 '1'216' T e S ke 'z'éc')' i
Abundance #117464: Methy| hexadec-9-enoate
55.0 15.00 15.20 15.40 15.60
m/z 83.10 46.19%
5000
29.0 ‘
AR I\I‘”‘I‘I“‘MII\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.46 271.95 ng 8732390 Phenanthrene-d10 14.63
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 94
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 93
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
Abundance Scan 2359 (15.462 min): BF095749.D (-2348) (-) m/z 74.05 100.00%
74.0
5000
43.1
143.1 UL B SURRIL I
97.1 185.2 227.2 15.20 15.40 15.60 15.80
,....-,”...|:|',.~.|'.. W d211 | tesnl852 T 2108 RteT 0 12,500
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 LR L B SUNRIM IR
43.0 1520 15.40 15.60 15.80
143.0 m/z 43.10 31.90%
“H‘Mmo ‘ ﬂleoﬂm 270.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
15.20 15.40 15.60 15.80
5000 43.0 m/z 55.05 25.79%
97.01479 1430 1850 2270 270.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester
74.0 15.20 15.40 15.60 15.80
m/z 41.10 24 .50%
5000 43.0
143.0
i ‘\ L1970 | 2280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.68 25.48 ng 818204 Phenanthrene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 2396 (15.680 min): BF095749.D (-2385) (-) m/z 73.00 100.00%
430 730
5000 129.1
97.1 213.2
157.1 185.1 256.3 15.40 15.60 15.80 16.00
m/z 60.00 85.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 R A NARAR SRR R RS

15.40 15.60 15.80 16. 00

83.0 0
1570 1ggo 2130 2560 m/z 43.05 83.43%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 15.40 15.60 15.80 16.00
m/z 57.05 69.27%
5000 1290
185.0 228.0
97.0
1570
T T T T T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0 15.40 15.60 15.80 16.00
m/z 41.05 62 .54%
5000 129.0
15.0 L_“u'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00

8270-BF060517.M Thu Jun 08 14:41:02 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 10 Cyclohexadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.89 8.74 ng 280688 Phenanthrene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 60
2 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 58
3 E-9-Tetradecenoic acid 226 C14H2602 1000131-35-8 58
4 Z-11-Tetradecenoic acid 226 C14H2602 1000130-83-3 58
5 Cetene 224 C16H32 000629-73-2 53

Abundance Scan 2432 (15.892 min): BF095749.D (-2422) (-) m/z 57.05 100.00%

5000

141.0 166.1 208.2 250.2 15.60 15.80 16.00 16.20

m/z 55.05 92 .74%

185.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81246: Cyclohexadecane
55.0 830
5000 LA LN L L L L L L L
29.0 111.0 15.60 15.80 16.00 16.20
H ‘ m/z 43.10 87.00%
139.0 224.0
el AL ML 1900 sezo 1ss0 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55.0
R e e e
15.60 15.80 16.00 16.20
5000 83.0 m/z 41.05 68.83%
29.0 111.0
137.0 1650 19402130 236.0555.0
T T T T T T T e e e T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82768: E-9-Tetradecenoic acid T A R
55.0 15.60 15.80 16.00 16.20
m/z 69.10 63.37%
5000
83.0
110.0
‘H “ H h ‘\ \\HHM H‘H‘H \HH \ Ml37 O 166 0185 0 208 0227 0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.60 15.80 16.00 16.20

8270-BF060517.M Thu Jun 08 14:41:03 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Methyl tetradecanoate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.03 5.88 ng 188769 Phenanthrene-d10 14.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 80
4 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 80
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 72
Abundance Scan 2455 (16.027 min): BF095749.D (-2450) (-) m/z 74.00 100.00%
74.0
5000 ///\
\ 11 2413 ghieep ey
199.1 : - : :
...,....,....|',..|..,'.!..,'....,..'..,....1,‘??.1.,.'...',...~.,....l...~-.,...2.?f‘..2 m/z 87.00 71.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95861: Methyl tetradecanoate
74.0
5000 ﬁ?"l""lA' RN
43.0 15.80 16.00 16.20 16.40
1430 m/z 43.10 29.53%
15.0
a0 O L Y Y LN U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
74.0
15.80 16.00 16.20 16.40
5000 m/z 55.05 24 _.53%
43.0
15.0 000 M0 g 550 2410 2840
mmmmwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107596: Pentadecanoic acid, methy! ester e e e
74.0 15.80 16.00 16.20 16.40
m/z 41.05 21.74%
5000
43.0
m/z--> 20 45 éo éo 160 120 110 1éo 180 260 220 240 2éo 280 15.80 16.00 16.20 16.40

8270-BF060517.M Thu Jun 08 14:41:03 2017

Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.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 12 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.46 468.17 ng 15033300 Phenanthrene-d10 14.63
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 (Z.2)-... 294 C19H3402 000112-63-0 99
3 Methvl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 97
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 97
5 Z,E-2,13-0Octadecadien-1-ol 266 C18H340 1000131-10-3 95
Abundance Scan 2529 (16.462 min): BF095749.D (-2511) (-) m/z 67.05 100.00%

61.0

5000

i

150.1 16. 20 16. 40 16. 60 16. 80
180.2 222.2 264.2 294.3
m/z 55.10 94 _.52%

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
67.0
5000

16.20 16.40 16.60 16.80
294.0 m/z 81.05 90.16%

150.0 1780 2000 263.0

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

67.0

41.0 95.0 16.20 16.40 16.60 16.80
5000 m/z 41.05 73.84%

150 1230 1500 1700 gppo 2630 2940

mmﬁmﬁmmﬁmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate

16.20 16.40 16.60 16.80
m/z 95.05 62.66%

294.0
123.0 150.0 178.0 920.0 263.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 20 16. 40 16. 60 16.80

5000

8270-BF060517.M Thu Jun 08 14:41:04 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 Methyl stearate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.60 192.37 ng 4474880 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 90
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 90
Abundance Scan 2552 (16.598 min): BF095749.D (-2545) (-) m/z 74.10 100.00%
74.1
5000
43.0
VLol b T s 1992 5, 292 1620 16,40 16,60 16,80 17,00
298.3 : : - : :
0 ...,....,....|',..|'..,'.!..',l..'..,..'..,|....1.7.?.2....',....22.?.? bt | M/z 87.05  76.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 2980 | 16.20 16.40 16.60 16.80 17.00
143.0 -
43.0 ‘ w00 o0 m/z 43.05  34.90%
97.0
%?.P....,...‘.‘w,..‘w. W VRS M W= T 1 R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
16.20 16.40 16.60 16.80 17.00
5000 m/z 55.10 25.82%
43.0
97.0 120.0143'0 185.0 130 2410 2840
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74.0 16.20 16.40 16.60 16.80 17.00
m/z 41.10 22.91%
5000
28.0
L 143.0 o550 2980
101.0 199.0
N R Y Y=~ N A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.20 16.40 16.60 16.80 17.00

8270-BF060517.M Thu Jun 08 14:41:05 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 9,12-Octadecadienoic acid (... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.63 16.50 ng 383889 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-0Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 96
2 Bicvclol2.2_27octane. 2-methvl- 124 C9H16 000766-53-0 87
3 4.5-Nonadiene. 2-methvl- 138 C10H18 055956-32-6 72
4 5-Dodecvne 166 C12H22 019780-12-2 72
5 6-Dodecyne 166 C12H22 006975-99-1 64

Abundance Scan 2557 (16.627 min): BF095749.D (-2554) (-) m/z 67.10 100.00%

61.1
5000 41.1

123.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67.0
41.0 '

5000 R AR EE e e
1640 16 60 16. 80 17. OO

m/z 95.10 58.46%

. "~ 150.0 1820 209.0 236.0 280.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0 95.0
124.0

16.40 16.60 16. 80 17.00
5000 41.0 m/z 55.10 48.56%

Wﬁwmﬁrwwmwmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16893: 4,5-Nonadiene, 2-methyl-

41.0 67.0 16.40 16.60 16.80 17.00
m/z 82.10 48.12%

95.0 lw

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00

5000

8270-BF060517.M Thu Jun 08 14:41:06 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Oleic Acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.66 49.98 ng 1162660 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 90
2 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 89
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 86
4 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 72
5 6-Octadecenoic acid, (2)- 282 C18H3402 000593-39-5 62

Abundance Scan 2563 (16.662 min): BF095749.D (-2559) (-) m/z 55.10 100.00%

5000

16.40 16.60 16.80 17.00
m/z 69.10 77.76%

138.1 165.1 193.1 222.2 264.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129338: Oleic Acid

5000
16.40 16.60 16.80 17.00

264.0 m/z 41.10 63.31%

165.0 1930 2220

mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
83.0 16.40 16.60 16.80 17.00
m/z 83.10 61.93%
5000 2640
20.0 111.0

138.0 1800  222.0

mwmmmwwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129357: trans-13-Octadecenoic acid R R e
16.40 16.60 16.80 17.00

m/z 97.10 50.41%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00

8270-BF060517.M Thu Jun 08 14:41:06 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 Methyl 9-cis,ll-trans-octad... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

16.89 7.90 ng 183858 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 96
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 94
3 7.10-Octadecadienoic acid. methv... 294 C19H3402 056554-24-6 94
4 6.9-Octadecadienoic acid. methvl... 294 C19H3402 056599-55-4 94
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 94

Abundance Scan 2602 (16.892 min): BF095749.D (-2597) (-) m/z 67.00 100.00%

67.0

5000

—

263.2 294.2 16.60 16.80 17.00 17.20
m/z 81.10 73.54%

73.2 197.0219.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate
67.0

—

16.I60 16.I80 17.I00 17!20
2040 'm/z 95.10 54.54%

5000

123.0 150.0

178.0 220.0 262.0

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

67.0

41.0 R e e
95.0 16.60 16.80 17.00 17.20

5000 ' m/z 82.05 49.38%

—

123.0
1500 1780  pp30 2630 2940

Wﬁmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139706: 7,10-Octadecadienoic acid, methyl ester

i}

16.60 16.80 17.00 17.20
m/z 55.00 46.83%

5000

220.0 263.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20

8270-BF060517.M Thu Jun 08 14:41:07 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 9-Octadecenoic acid (Z)-, m... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.43 31.84 ng 740757 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 64
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 64
3 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 53
4 Cvclopropaneoctanoic acid. 2-hex... 282 C18H3402 010152-61-1 53
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 47

Abundance Scan 2694 (17.433 min): BF095749.D (-2689) (-) m/z 55.10 100.00%

5000

1
83.1
111.1

. 202.3 R RN R R
1391 1001 2082 2502 17.20 17.40 17.60 17.80

m/z 69.10 65.34%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

-

5000

17.20 17.40 17.60 17.80
m/z 83.10 60.05%

180.0 222.0 264.0 296.0

m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
e
17.20 17.40 17.60 17.80
5000 87.0 m/z 97.10 55.71%
29.0 1110 264.0
1380 1800 2220 296.0

mmmmmmmm@m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129353: 9-Octadecenoic acid, (E)- T
17.20 17.40 17.60 17.80

m/z 74.00 53.22%

-

5000

264.0
165.0 193.0 222.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.20 17.40 17.60 17.80

8270-BF060517.M Thu Jun 08 14:41:07 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 Eicosanoic acid, methyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.54 18.05 ng 419857  Chrysene-di2 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Eicosanoic acid, methvl ester 326 C21H4202 001120-28-1 98
2 Methvl 18-methvlnonadecanoate 326 C21H4202 1000352-20-6 98

006929-04-0 93
001731-92-6 93

3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602
4 Heptadecanoic acid. methvl ester 284 C18H3602

5 Methyl stearate 298 C19H3802 000112-61-8 90
Abundance Scan 2712 (17.539 min): BF095749.D (-2707) (-) m/z 73.95 100.00%
74.0
5000 431
143.1
199.2 297.2 2833 4563 17.20 17.40 17.60 17.80
171.1 255.2 .
m/z 86.95 77.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester
74.0
5000 LAJ%
17.20 17.40 17.60 17.80
430 143.0 260 | M/z 43.10 37.53%
T [ P T PP T T T e T P e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74.0
RS B e
17.20 17.40 17.60 17.80
5000 43.0 m/z 55.05 28.49%
143.0
326.0
283.0
15.0 101.0 171.0 199.0 227.0 255 ¢
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester L B
74.0 17.20 17.40 17.60 17.80
m/z 143.05 23.28%
5000
43.0
143.0 284.0
241.
101 0 185. 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.20 17. 40 17. 60 17. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 unknownl7.67 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.67 7.60 ng 176720 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadien-1-one. 4.4-dim... 168 C9H1203 072054-83-2 30
2 Naphthalene. 2-butvldecahvdro- 194 C14H26 006305-52-8 22
3 Cvclohexanemethanol. 4-methvl-. ... 128 C8H160 003937-48-2 22
4 (2.6.6-Trimethvlcvclohex-1-envIm... 278 C16H2202S 056691-74-8 22
5 10-Methylundec-2-en-4-olide 196 C12H2002 1000370-40-9 15
Abundance Scan 2734 (17.668 min): BF095749.D (-2730) (-) m/z 55.00 100.00%
54.0
137.1
5000 97.1 167.2 uhwdﬂ\/A\ﬂﬁ\ﬂj\dvv_»vvv«M/\Wd
211.1 C o o Lol
2512 17.40 17.60 17.80 18.00
21933022 "w/z 137.10 51.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #37352: 2,5-Cyclohexadien-1-one, 4,4-dimethoxy-3-methyl-
137.0
5000 LR BB BUIL BRI B
109.0 ﬁmnmﬂmmm
390 770 1680 m/z 153.05 43 .96%
...lu”.‘..h‘..‘.m.‘ Hu H‘...“.‘ln‘.‘.l‘.‘l..‘i...‘. .l.. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
137.0
81.0 LR ISR SUNE SN SR
41.0 17.40 17.60 17.80 18.00
5000 m/z 69.05 43 .44%
194.0
109.0 165.0
WWWWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12635: Cyclohexanemethanol, 4-methyl-, cis- R B L
55.0 17.40 17.60 17.80 18.00
m/z 41.10 42 .46%
5000
97.0
27.0 ‘
...,.U‘..‘,“...”.L,..‘..,“....,..‘..,....,.... e — S St
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.40 1760 1780 1800
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060717\
Data File : BF095749.D

Aca On : 7 Jun 2017 16:51

Operator : SJ/MA

Sample = 13488-04

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 20 unknownl18.08 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.08 7.44 ng 173175 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 49
2 1.2.4-Triazolol4.3-alpvridine-3(... 151 C6H5N3S 006952-68-7 30
3 2-Furanone. 4-methvl-5-(l1-butene... 206 C13H1802 1000154-19-4 30
4 Cvclopentanecarboxvlic acid. 2-p... 210 C13H2202 1000154-24-8 30
5 Phenol, 2,6-dimethyl-4-nitroso- 151 C8H9NO2 013331-93-6 27
Abundance Scan 2804 (18.080 min): BF095749.D (-2799) (-) m/z 151.10 100.00%
1

5000

177.1

277.2 308.2 17.80 18.00 18.20 18.40
m/z 81.05 88.67%

210.1 237.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate

17.I80 18.IOO 18.I20 18.I40
m/z 95.10 87.63%

5000

308.0
164.0 195.0 2230 951 ¢ 277.0

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

Abundance
151.0
A o Al BRRmsma
17.80 18.00 18.20 18.40
5000 m/z 67.00 55.61%
93.0
39.0 66.0 124.0
mﬁmmmmmww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66052: 2-Furanone, 4-methyl-5-(1-butene-2-yl)-5-(2-methyl... A o Al BRRmsma
151.0 17.80 18.00 18.20 18.40
95.0 m/z 55.00 55.57%
55.0
5000 0 1230
178.0 206.0
A o Al BRRmsma
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060717\

Data File : BF095749.D

Acq On 7 Jun 2017 16:51 Instrument :
Operator : SJ/MA BNA_F

Sample - 13488-04 ClientSampleld :
Misc - TR-04-060517-B
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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... 4.59 8.0 ng 178073 1 7.38 446236 20.0
unknown7 .04 7.04 89.3 ng 1991680 1 7.38 446236 20.0
Decane, 2,3,5-tri... 13.10 5.3 ng 164647 3 12.23 619660 20.0
Dodecane, 2-methyl- 13.87 7.6 ng 244137 4 14.63 642211 20.0
Tridecanoic acid,... 14.04 14.5 ng 466692 4 14.63 642211 20.0
9-Hexadecenoic ac... 15.30 34.0 ng 1090320 4 14.63 642211 20.0
Hexadecanoic acid... 15.46 271.9 ng 8732390 4 14.63 642211 20.0
n-Hexadecanoic acid 15.68 25.5 ng 818204 4 14.63 642211 20.0
Cyclohexadecane 15.89 8.7 ng 280688 4 14.63 642211 20.0
Methyl tetradecan... 16.03 5.9 ng 188769 4 14.63 642211 20.0
10,13-Octadecadie... 16.46 468.2 ng 15033300 4 14.63 642211 20.0
Methyl stearate 16.60 192.4 ng 4474880 5 18.34 465247 20.0
9,12-Octadecadien... 16.63 16.5 ng 383889 5 18.34 465247 20.0
Oleic Acid 16.66 50.0 ng 1162660 5 18.34 465247 20.0
Methyl 9-cis,11-t... 16.89 7.9 ng 183858 5 18.34 465247 20.0
9-Octadecenoic ac... 17.43 31.8 ng 740757 5 18.34 465247 20.0
Eicosanoic acid, ... 17.54 18.1 ng 419857 5 18.34 465247 20.0
unknownl7.67 17.67 7.6 ng 176720 5 18.34 465247 20.0
unknown18.08 18.08 7.4 ng 173175 5 18.34 465247 20.0
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