LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095648.D
Aca On 2 Jun 2017 22:45 Instrument :
Operator : SJ/MA E?Afs el

- _ lentosampleld :
3?22'6 : 13440-03 5X EO-02-RO-5078-060117
ALS Vial : 18 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-BF050217 .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

5.475 641 644 664 rBvV 77256 259094 1.25% 0.524%
7.122 920 924 936 rBV2 83136 265099 1.28% 0.536%
rvB 195152 446844 2.15% 0.903%
7.534 990 994 1005 rBV 326192 460592 2.22% 0.931%
7.775 1031 1035 1048 rBvV 210125 319136 1.54% 0.645%
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9.569 1331 1340 1348 rBvV 515195 797552 3.84% 1.611%
9.651 1351 1354 1363 rVB3 167202 269453 1.30% 0.544%
rvB2 278956 396284 1.91% 0.801%
11.345 1638 1642 1646 rVV 409257 503322 2.43% 1.017%
11.563 1674 1679 1686 rVB2 332061 488110 2.35% 0.986%
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11 12.398 1816 1821 1823 rBV2 525889 646787 3.12% 1.307%
12 12.427 1823 1826 1833 rVB 384965 482264 2.32% 0.974%
13 13.245 1960 1965 1969 rBV 390193 461284 2.22% 0.932%
14 14.015 2091 2096 2106 rBV 406053 649617 3.13% 1.313%
15 14.745 2214 2220 2224 rBV 349440 431349 2.08% 0.872%

16 14.798 2224 2229 2233 rVV 523529 701596 3.38% 1.418%
17 15.415 2330 2334 2337 rBV 266761 329904 1.59% 0.667%
18 15.592 2355 2364 2368 rBV 4281780 7409064 35.72% 14.970%
19 15.804 2395 2400 2406 rvB2 237709 312434 1.51% 0.631%
20 16.021 2432 2437 2445 rBV 258426 334114 1.61% 0.675%

21 16.598 2519 2535 2537 rBV3 5335496 20743117 100.00% 41.912%
22 16.715 2549 2555 2558 rBV 2690875 3197892 15.42% 6.461%
23 16.780 2558 2566 2568 rVVv2 851766 1938377 9.34% 3.917%
24 16.809 2568 2571 2582 rVV 1444278 2180445 10.51% 4._.406%
25 16.921 2588 2590 2600 rVB 185748 320732 1.55% 0.648%

26 17.021 2602 2607 2612 rBV2 179426 252998 1.22% 0.511%
27 17.156 2626 2630 2633 rVB 266728 299320 1.44% 0.605%
28 17.339 2657 2661 2666 rvv4 132388 209439 1.01% 0.423%
29 17.556 2692 2698 2707 rVB4 240603 524043 2.53% 1.059%
30 17.668 2714 2717 2722 rBV2 292206 457328 2.20% 0.924%

31 18.497 2853 2858 2861 rBV2 452857 654185 3.15% 1.322%
32 18.527 2861 2863 2870 rVB2 323095 383503 1.85% 0.775%
33 19.162 2966 2971 2974 rBV4 140765 260956 1.26% 0.527%
34 19.674 3052 3058 3068 rBV 866329 1434926 6.92% 2.899%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095648.D

Aca On 2 Jun 2017 22:45

Operator : SJ/MA

ﬁ?ggle : 13440-03 5X EO-02-RO-5078-060117
ALS Vial : 18 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-BF050217.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.768 3071 3074 3082 rBV2 136335 278460 1.34% 0.563%

36 20.174 3140 3143 3153 rVB 280676 392653 1.89% 0.793%

Sum of corrected areas: 49492273
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095648.D

Aca On : 2 Jun 2017 22:45

Operator : SJ/MA

Sample : 13440-03 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

EO-02-R0O-5078-060117
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095648.D

Aca On 2 Jun 2017 22:45

Operator : SJ/MA

ﬁ?ggle : 13440-03 5X EO-02-RO-5078-060117
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 unknown7.21 Concentration Rank 7

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

7.21 19.40 ng 446844 1,4-Dichlorobenzene-d4 7.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
3 1-Aminoindan 133 C9H1iIN 034698-41-4 9
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 939 (7.210 min): BF095648.D (-936) (-) m/z 132.00 100.00%

132.0
5000 68.0
96.1

400 540 : 6.80 7.00 7.20 7.40 7.60
o.,....,....,.'...,.:..,.:I-.',..'..8,1.(.’..,..!.,?1??.‘,’....,....,'...,.. m/z 68.05  36.48%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!l-
132.0
5000

6.80 7.00 7.20 7.40 7.60

104.0
63.0 m/z 134.00 29.52%
39.0 51.0 77.0 900 117.0
Y O Y I N NN | RN
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance
132.0
e
570 6.80 7.00 7.20 7.40 7.60
5000 7. m/z 66.05 21.34%
70.0
31.0 60.0
44.0 86.0 116.0
o} NN NI YIS VMEVT WS Mt N MM LR | I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14755: 1-Aminoindan L L
132.0 6.80 7.00 7.0 7.40 7.60
m/z 96.10 12.79%
5000
116.0
Sl RO S Y IS O | AT A SN O
mz--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095648.D

Aca On 2 Jun 2017 22:45

Operator : SJ/MA

ﬁ?ggle : 13440-03 5X EO-02-RO-5078-060117
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 Tridecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.65 9.94 ng 396284 Naphthalene-d8 9.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Hexadecane 226 C16H34 000544-76-3 53
3 Octane. 2-methvl- 128 C9H20 003221-61-2 52
4 Tetradecane 198 C14H30 000629-59-4 49
5 Pentadecane 212 C15H32 000629-62-9 49
Abundance Scan 1524 (10.651 min): BF095648.D (-1516) (-) m/z 57.05 100.00%
57.0
5000
85.1 131.1
39 105.1 160.1 mmmmmmnm
o .,'.||'...i'....lf‘f‘:'%.,....,.... m/z 43.10 71.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0
5000 LN BRI BN IS B
85.0 mmmmmmnm
29.0 m/z 71.10 60.76%

0 \‘ ‘\ H Il \‘ I 1130 . 1410 1840
LI o o o o L AL B B o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance

57.0

10 40 10.60 10.80 11.00

5000 m/z 85.10 35.52%
85.0
29.0
o 1130 1410 1690 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12671: Octane, 2-methyl-
43.0 10.40 10.60 10.80 11.00

m/z 41.10 33.14%

5000
71.0
260 | | ‘ ——

oAl e e e e e St i A A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095648.D

Aca On 2 Jun 2017 22:45

Operator : SJ/MA

ﬁ?ggle : 13440-03 5X EO-02-RO-5078-060117
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Tetradecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.56 15.09 ng 488110 Acenaphthene-d10 12.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 86
4 Tridecane. 7-methvl- 198 C14H30 026730-14-3 74
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 64
Abundance Scan 1679 (11.563 min): BF095648.D (-1674) (-) m/z 57.10 100.00%
57.1 d
5000 85.0
39 113.1 1451 11.20 11.40 11.60 11.80
o g ME L 91 a7an ase2 T3 08 70.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane
57.0
5000 85.0 L AL UL BN B B
0.0 nmnmnmnm
' m/z 71.10 57.21%
198.0
bl 4 PO, 1430 1690 B0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57.0
—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—v—v—v—v—|—r
11.20 11.40 11.60 11.80
5000 m/z 85.05 37 .86%
85.0
29.0
0 113.0 141 0 169.0 197.0 226.0
m/z--> ﬁo Jo éo 85 160 150 140 1éo 180 260 250
Abundance #48835: Tridecane R L L B B
57.0 11.20 11.40 11.60 11.80
m/z 41.05 35.49Y%
5000
85.0
29.0
0 \‘ ‘\ H -y 1 1130 . 1410 1840
m/z--> ﬁo Jo éo 50 160 150 140 160 180 260 250 1150 1140 1160 1180 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095648.D

Aca On 2 Jun 2017 22:45

Operator : SJ/MA

ﬁ?ggle : 13440-03 5X EO-02-RO-5078-060117
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.24 14.26 ng 461284 Acenaphthene-d10 12.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 97
2 Tetradecane 198 C14H30 000629-59-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90

Abundance Scan 1964 (13.239 min): BF095648.D (-1960) (-) m/z 57.10 100.00%

517.1

5000

-

13.00 13.20 13.40 13.60

1131 1412

182.1 226.2

o m/z 43.05 70.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83026: Hexadecane
57.0
5000 850 llllllll lllllllllll
13. 00 13 20 13. 40 13 60
9.0 1130 m/z 71.10 63.41%
226.0
gt e e 10,1690 1070 260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R e Eanaanas
13.00 13.20 13.40 13.60
5000 85.0 m/z 85.10 41 .15%

29.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane B e A et
57.0 13.00 13.20 13.40 13.60
m/z 41.10 33.06%
85.0
5000
290 113.0
o ‘ . (70 169.0 107.0 2250 2530 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 00 13 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095648.D

Aca On 2 Jun 2017 22:45

Operator : SJ/MA

ﬁ?ggle : 13440-03 5X EO-02-RO-5078-060117
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Octadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.74 12.30 ng 431349 Phenanthrene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 2219 (14.739 min): BF095648.D (-2214) (-) m/z 57.10 100.00%

517.1
5000 :

14.40 14.60 14.80 15.00

1131 1411 169.2 1971

0! m/z 43.10 70.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105886: Octadecane
57.0
5000 85.0 LI L B L B L B B
14.40 14.60 14.80 15.00
m/z 71.10 63.57%
29.0 130 1410
0 | H | 169 0 197.0 225.0 254 0
T e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R RERERRRR RS
85.0 14.40 14.60 14.80 15.00
5000 m/z 85.10 48.31%
29.0 113.0

141.0 169.0 197.0 225.0 253.0 296.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94344: Heptadecane e B R S S
57.0 14.40 14.60 14.80 15.00
m/z 41.05 32.56%
- T AJ\«pﬁwthmjk\ﬁmhaj\xﬂﬁq
29.0
b b 4| 1130 1410 1690 1070 2400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095648.D

Aca On 2 Jun 2017 22:45

Operator : SJ/MA

ﬁ?ggle : 13440-03 5X EO-02-RO-5078-060117
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Heptacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.42 9.40 ng 329904 Phenanthrene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentadecane 212 C15H32 000629-62-9 87
3 Tetradecane 198 C14H30 000629-59-4 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 2335 (15.421 min): BF095648.D (-2330) (-) m/z 57.10 100.00%
57.1
5000
99.1
15.20 15.40 15.60 15.80
141.1
0 ‘,I| A g pepl et e+ [ W/z 71.10 71.85%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 R AU AL SO
15.20 15.40 15.60 15.80
m/z 43.05 67.48%
0 ZﬁOL || ‘ggoJ 141.0 1830 2250 2670  323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
15.20 15.40 15.60 15.80
5000 m/z 85.10 47 .02%
o 27,0 90 1410 18302120
m/z--> 50 100 150 200 250 300 350
Abundance #59879: Tetradecane BN e R et e
57.0 15.20 15.40 15.60 15.80
m/z 41.10 29.32%
5000
2qo} | | 99.0 1410 198.0
0.t.‘.l...J.J‘l.“.“..‘l‘....‘l........l....l....
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095648.D

Aca On 2 Jun 2017 22:45

Operator : SJ/MA

ﬁ?ggle : 13440-03 5X EO-02-RO-5078-060117
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.59 211.21 ng 7409060 Phenanthrene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 92
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 80
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 72
Abundance Scan 2364 (15.592 min): BF095648.D (-2355) (-) m/z 74.10 100.00%
74.1
5000
43.1
143.1 LN DU AR B I
97.1 185.2 227.2 15.20 15.40 15.60 15.80 16.00
- .,‘. . .|.|', Ml a2y | 163118520050 10 2708 N e s 73 260
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 R UM BRI BRI I
43.0 15,20 15.40 15.60 15.80 16.00
143.0 m/z 43.10 31.98%
> 20 40 80 8 '1'66' 20 140 160 '1'86' pligpny '2'216' Py
Abundance
74.0
15.20 15.40 15.60 15.80 16.00
5000 43.0 m/z 55.05 25.37%
ol 97.0 Y30 1850 550
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methyl ester
74.0 15.20 15.40 15.60 15.80 16.00

m/z 41.05 24 .20%

5000
43.0

0,,,, 0 LN S S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15.60 15.80 16.00

143.0
H L 1010951 9 7 1710 2130 2560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095648.D

Aca On 2 Jun 2017 22:45

Operator : SJ/MA

ﬁ?ggle : 13440-03 5X EO-02-RO-5078-060117
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.80 8.91 ng 312434 Phenanthrene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 2-Butenoic acid. 2-methoxyv-3-met... 144 C7H1203 056009-32-6 25
5 Tridecane 184 C13H28 000629-50-5 15
Abundance Scan 2399 (15.798 min): BF095648.D (-2395) (-) m/z 73.00 100.00%
431  73.0
5000 129 1
97.0 213.2 e e e e B
1571 1911 256.2 15.40 15.60 15.80 16.00 16.20
o} m/z 60.00 90.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0
83.0 15.40 15.60 15.80 16.00 16.20
1570 1850 2130 256.0 m/z 43.10 89.22%
‘\ I ‘ il
Oy

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

Abundance
43.0 73.0
15.40 15.60 15.80 16.00 16.20
5000 129.0 m/z 57.10 88.07%
97.0 199.0 242.0
157.0
180.0
O T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid S B B i e B
43.0 73.0 15.40 15.60 15.80 16.00 16.20
’ m/z 41.05 68.57%
5000
129.0 171.0 214.0
[ ol .0
ol el At gl L L 1920 | geso L
m/z--> 20 40 60 80 100 120 140 160 180 =200 220 240 260 15.40 15.60 15.80 16.00 16.20

8270-BF050217 .M Mon Jun 05 17:55:54 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095648.D

Aca On 2 Jun 2017 22:45

Operator : SJ/MA

ﬁ?ggle : 13440-03 5X EO-02-RO-5078-060117
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Hexacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

16.02 9.52 ng 334114 Phenanthrene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Pentadecane 212 C15H32 000629-62-9 87
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 86

Abundance Scan 2437 (16.021 min): BF095648.D (-2432) (-) m/z 57.10 100.00%

57.1
5000 85.0

15.80 16.00 16.20 16.40

.31311411169219712252

Ol . T T m/z 71.10 64 .53%
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57.0
5000 85.0 IIIIIIIIIIIIIIIIIII
15. 80 16 00 16. 20 16. 40
m/z 43.10 62.89%
29.0 13.0
0 |l h b ol ‘\141 0169 0197.0225.0254.0
e A —r T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
e AR AREEE pa e
15.80 16.00 16.20 16.40
5000 m/z 85.05 45 .94%
85.0
29.0
o 113.0141.0169.0197.0226.0
— T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane AR R R RS B E e St
57.0 15.80 16.00 16.20 16.40
m/z 41.10 30.47%
5000 85.0
29.0 13.0
oL } ﬂ ~141.0169.0197.0225.0253.0  295.03230  367.0
—r .,.. i e o B e e e
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40

8270-BF050217 .M Mon Jun 05 17:55:54 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095648.D

Aca On 2 Jun 2017 22:45

Operator : SJ/MA

ﬁ?ggle : 13440-03 5X EO-02-RO-5078-060117
ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .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 12 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.60 591.31 ng 20743100 Phenanthrene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 2535 (16.598 min): BF095648.D (-2519) (-) m/z 67.05 100.00%
67.0
411
5000
R EmmE N A aE
178.2 202.1 263.2 . 16.20 16.40 16.60 16.80 17.00
o — 234.2 2903 "m/z 81.10 87.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0

3

5000
16.20 16.40 16.60 16.80 17.00

m/z 55.10 68 .52%

1230 149.0 178 262.0 294.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
410 670
16.20 16.40 16.60 16.80 17.00
5000 95.0 m/z 95.10 59.23%
294.0
. 1230 1500 1780 20200  263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
16.20 16.40 16.60 16.80 17.00
m/z 41.10 58.06%
5000
123.0
. 1500 1780  9p30 2630 2940

1 1 T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16.40 16.60 16.80 17.00

8270-BF050217.M Mon Jun 05 17:55:55 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\
Data File : BF095648.D

Aca On : 2 Jun 2017 22:45

Operator : SJ/MA

Sample : 13440-03 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 13 Methyl stearate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.72 97.77 ng 3197890 Chrysene-di12 18.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 94
3 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 93
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 90

Abundance Scan 2556 (16.721 min): BF095648.D (-2549) (-) m/z 73.95 100.00%
74.0
5000
43.1
16,40 16.60 16.80 17.00
o} m/z 87.05 77.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143129: Methy| stearate
74.0
5000 AR A D DU
43.0 16.40 16.60 16.80 17.00
143.0 298.0 m/z 43.10 33.17%
et T2 | 4110 1990 220 20 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
16.40 16.60 16.80 17.00
5000 m/z 55.10 25.83%
43.0
| 15.0 1010 1430 . 1990 2420
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester e R T
74.0 16.40 16.60 16.80 17.00
m/z 143.10 21.13%
5000 298.0
43.0
143.0
18.0 ‘ 97.0 199.0 255.0
0..J“JH,AH.L&W,leJ”ﬂuwﬁn\.”s%?ypn”.‘”.?%EQ‘H.L.U”,.”.L. s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.40 16.60 16.80 17.00

8270-BF050217 .M Mon Jun 05 17:55:56 2017

EO-02-R0O-5078-060117

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095648.D

Aca On 2 Jun 2017 22:45

Operator : SJ/MA

ﬁ?ggle : 13440-03 5X EO-02-RO-5078-060117
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 6
R.T. EstConc Area Relative to ISTD R.T.
16.78 59.26 ng 1938380 Chrysene-di12 18.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 Bicvclol2.2_27octane. 2-methvl- 124 C9H16 000766-53-0 87
3 1.11-Dodecadiene 166 C12H22 005876-87-9 87
4 8-Hexadecvne 222 C16H30 019781-86-3 81
5 3-Tetradecyne 194 C14H26 060212-32-0 74

Abundance Scan 2566 (16.780 min): BF095648.D (-2558) (-) m/z 67.10 100.00%

67.1

41.1
5000

-

16.40 16.60 16.80 17.00
m/z 81.05  85.49%

) 149.1 173 1 196.0 220.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127649: 9,12-Octadecadienoic acid (Z,2)-
67.0

%

5000
16.40 16.60 16.80 17.00
1250 2800 m/z 55.10 78.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0 095.0
124.0 e
16.40 16.60 16.80 17.00
soool A0 m/z 41.10 62.46%

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35153: 1,11-Dodecadiene
55.0 16.40 16.60 16.80 17.00
810 m/z 95.10 59.09%
5000
29.0 109.0
0 H M ‘ ‘\ I 1380 1660

,, e e e e e e e e e

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-BF050217.M Mon Jun 05 17:55:57 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095648.D

Aca On 2 Jun 2017 22:45

Operator : SJ/MA

ﬁ?ggle : 13440-03 5X EO-02-RO-5078-060117
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 9-Octadecenoic acid, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.81 66.66 ng 2180450 Chrysene-di12 18.50

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 94
2 Oleic Acid 282 C18H3402 000112-80-1 93
3 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 78
4 Oxalic acid. allvl octadecvl ester 382 C23H4204 1000309-24-5 64
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 56

Abundance Scan 2571 (16.809 min): BF095648.D (-2568) (-) m/z 55.10 100.00%

5000

=

138.1 166.1 1932 222.2 264.3 16.40 16.60 16.80 17.00 17.20
o : 29421 "m/z 69.10 83.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129352: 9-Octadecenoic acid, (E)-

=

5000 AL o e e
16.40 16.60 16.80 17.00 17.20
m/z 83.10 69.41%
180.0 222.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
R e ERA e
83.0 16.40 16.60 16.80 17.00 17.20
5000 m/z 41.10 67.06%
290 111.0
’ 264.0

o 138.0 165.0 104.0 222.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #129348: 6-Octadecenoic acid, (2)- REREE B e
16.40 16.60 16.80 17.00 17.20

m/z 97.10 55.97%

=

5000

180.0 222.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.40 16.60 16.80 17.00 17.20

8270-BF050217.M Mon Jun 05 17:55:57 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095648.D

Aca On 2 Jun 2017 22:45

Operator : SJ/MA

ﬁ?ggle : 13440-03 5X EO-02-RO-5078-060117
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 10-trans,l12-cis-octa... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

17.02 7.73 ng 252998 Chrysene-di12 18.50

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
2 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 98
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 95
4 9.11-Octadecadienoic acid. methv... 294 C19H3402 013038-47-6 95
5 7,10-Octadecadienoic acid, methy... 294 C19H3402 056554-24-6 93

Abundance Scan 2607 (17.021 min): BF095648.D (-2602) (-) m/z 67.05 100.00%

5000

E

16.80 17.00 17.20 17.40
m/z 81.10 69.38%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate

67.0

-

5000 LA B L L L L L L L B
16.80 17.00 17.20 17.40
294.0 m/z 95.10 54 _45Y%
123.0 150.0
178.0 220.0 263.0
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
16.80 17.00 17.20 17.40
5000 9.0 m/z 82.10 42.09%
0.0 294.0
1230 1300 1760 200 2620
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- I REREEAnE s sy s
410 670 16.80 17.00 17.20 17.40
m/z 79.00 40.77%
5000 95.0
123.0 150.0 294.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40

8270-BF050217.M Mon Jun 05 17:55:58 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095648.D

Aca On 2 Jun 2017 22:45

Operator : SJ/MA

ﬁ?ggle : 13440-03 5X EO-02-RO-5078-060117
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 Methyl 13-eicosenoate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.56 16.02 ng 524043 Chrysene-di12 18.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 13-eicosenoate 324 C21H4002 1000336-48-4 58
2 cis-11-Eicosenoic acid 310 C20H3802 005561-99-9 53
3 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 50
4 Cvclopentadecanone. 2-hvdroxv- 240 C15H2802 004727-18-8 50
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 49
Abundance Scan 2699 (17.562 min): BF095648.D (-2692) (-) m/z 55.05 100.00%
58.0
83.0

5000

203.3 LIS LI L L L L L L L B

208.1  250.3 17.20 17.40 17.60 17.80

(o} m/z 83.05 77.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164499: Methyl 13-eicosenoate
55.0
5000 LA L L L L L L

17.20 17.40 17.60 17.80
m/z 43.10 70.26%

' 138.0 166.0 208.0 250.0

324.0

Ol
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0
e e B
17.20 17.40 17.60 17.80
5000 83.0 m/z 69.10 66.91%
20,0 111.0
0 13801650 2080 2500 2020
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129353: 9-Octadecenoic acid, (E)- R AR EEEEE T
55.0 17.20 17.40 17.60 17.80
83.0 m/z 57.05 60.38%
5000
264.0
i 137.0 165.0 193.0 222.0
ol R e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.20 17.40 17.60 17.80

8270-BF050217.M Mon Jun 05 17:55:59 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095648.D

Aca On 2 Jun 2017 22:45

Operator : SJ/MA

ﬁ?ggle : 13440-03 5X EO-02-RO-5078-060117
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 12

R.T. EstConc Area Relative to ISTD R.T.
17.67 13.98 ng 457328 Chrysene-di12 18.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 98
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 93
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 93
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
5 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 87

Abundance Scan 2717 (17.668 min): BF095648.D (-2714) (-) m/z 74.00 100.00%
74.0
5000 431
143.1
1851 21612412 2833 gy 17.40 17.60 17.80 18.00
o} : m/z 87.05 77 .04%
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
17.40 17.60 17.80 18.00
43.0 143.0 360 | M/z 43.10 37.25%
01150 \‘ , 1010 \ 171019902270255028‘30‘ |
m/z--> 20 40 éo éo 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74.0
17.40 17.60 17.80 18.00
5000 m/z 55.00 26 .33%
43.0
143.0 284.0
101.0 185.0 513 o 2410
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131300: Heptadecanoic acid, methy! ester AR EEEEE RS
74.0 17.40 17.60 17.80 18.00
m/z 57.10 23.21%
5000
43.0
284.0
bbb MRS, L 00240 D | S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17,40 17.60 17.80 18.00

8270-BF050217.M Mon Jun 05 17:55:59 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095648.D

Aca On 2 Jun 2017 22:45

Operator : SJ/MA

ﬁ?ggle : 13440-03 5X EO-02-RO-5078-060117
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 11,13-Eicosadienoic acid, m... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.16 7.98 ng 260956 Chrysene-di12 18.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11.13-Eicosadienoic acid. methvl... 322 C21H3802 056599-57-6 59
2 cis-11-Hexadecenal 238 C16H300 053939-28-9 56
3 8.11-Eicosadienoic acid. methvl ... 322 C21H3802 056599-56-5 53
4 1.19-Eicosadiene 278 C20H38 014811-95-1 53
5 13-Octadecenal, (2)- 266 C18H340 058594-45-9 46

Abundance Scan 2971 (19.162 min): BF095648.D (-2966) (-) m/z 45.05 100.00%

5000

18.80 19.00 19.20 19.40

0 m/z 55.10 92.77%
m/z--> 50 100 150 200 250 300
Abundance #162984: 11,13-Eicosadienoic acid, methyl ester
67.0
41.0 95.0
5000 LA L L L L L B
18.80 19.00 19.20 19.40
124.0, 0, 322.0 m/z 67.00 63.04%
W\\H | 8.02060 2480 29%0
0 ‘””“‘““‘. L mmam
m/z--> 50 150 200 250 300
Abundance
55.0
e B B
18.80 19.00 19.20 19.40
5000 810 m/z 41.05 60.04%
29.0 111.0
o 138.0 167.0194.0220.0
T T T T T T T T T
m/z--> 50 100 150 200 250 300
Abundance #162982: 8,11-Eicosadienoic acid, methyl ester L Ba e
67.0 18.80 19.00 19.20 19.40
410 %5.0 m/z 69.10 57.17%
o WMMM
123.0150.0 322.0
L, [ 17802050 2480 291.0
0 all. TN — ...lt,..‘.., e B B
m/z--> 50 100 150 200 250 300 18. 80 19. 00 19. 20 19. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060217\

Data File : BF095648.D

Aca On 2 Jun 2017 22:45

Operator : SJ/MA

ﬁ?ggle : 13440-03 5X EO-02-RO-5078-060117
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_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 3-(Dimethylamino)propyl iso... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.67 73.09 ng 1434930 Perylene-di12 20.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
2 l-Hexanamine. 2-ethvIl-N.N-dimethvl- 157 C10H23N 028056-87-3 72
3 Formamide. N-I3-(dimethvlamino)p... 130 C6H14N20 005922-69-0 72
4 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 64
5 Tetradonium Bromide 335 C17H38BrN 001119-97-7 64
Abundance Scan 3057 (19.668 min): BF095648.D (-3052) (-) m/z 58.10 100.00%
58.1
5000 /L
R i R R
1571 19.40 19.60 19.80 20.00
Ol 2L P 2182 2671 307.3336330%4 1 77775 10 7.03%
m/z--> 0 50 100 150 200 250 300 350
Abundance #20564: 3-(Dimethylamino)propy! isothiocyanate
58.0
5000 SRR SUNRA IR SR
19.40 19.60 19.80 20.00
m/z 59.10 5.64%
101.0
0 15\0\\‘ - Jd o ‘ 1440
m/z--> 0 50 100 150 200 250 300 350
Abundance
58.0
1040 19.60 19.80 20.00
5000 m/z 55.10 5.30%
oL 180 100.0129.0157.0 vka\N”Nwﬂﬁ/aN}K\~Mﬂﬂwn“*’“””“
m/z--> 0 50 100 150 200 250 300 350
Abundance #13341: Formamide, N-[3-(dimethylamino)propyl]- R EERERE SRR R
54.0 19.40 19.60 19.80 20.00
m/z 41.10 5.03%
5000
29
0 \‘ T“ I ‘“8‘6.0 13\00
m/z--> 0 50 100 150 200 250 300 350 19,40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF060217\
Data File : BF095648.D
Acq On 2 Jun 2017 22:45 Instrument :
Operator : SJ/MA gﬁA{s el

- _ lentosampleld :
3?2?6 - 15440-03 X E0-02-R0O-5078-060117
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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]
unknown7 .21 7.21 19.4 ng 446844 1 7.54 460592 20.0
Tridecane 10.65 9.9 ng 396284 2 9.57 797552 20.0
Tetradecane 11.56 15.1 ng 488110 3 12.40 646787 20.0
Hexadecane 13.24 14.3 ng 461284 3 12.40 646787 20.0
Octadecane 14.74 12.3 ng 431349 4 14.80 701596 20.0
Heptacosane 15.42 9.4 ng 329904 4 14.80 701596 20.0
Hexadecanoic acid... 15.59 211.2 ng 7409060 4 14.80 701596 20.0
n-Hexadecanoic acid 15.80 8.9 ng 312434 4 14.80 701596 20.0
Hexacosane 16.02 9.5 ng 334114 4 14.80 701596 20.0
9,12-Octadecadien... 16.60 591.3 ng 20743100 4 14.80 701596 20.0
Methyl stearate 16.72 97.8 ng 3197890 5 18.50 654185 20.0
9,12-Octadecadien... 16.78 59.3 ng 1938380 5 18.50 654185 20.0
9-Octadecenoic ac... 16.81 66.7 ng 2180450 5 18.50 654185 20.0
Methyl 10-trans,1... 17.02 7.7 ng 252998 5 18.50 654185 20.0
Methyl 13-eicosen... 17.56 16.0 ng 524043 5 18.50 654185 20.0
Eicosanoic acid, ... 17.67 14.0 ng 457328 5 18.50 654185 20.0
11,13-Eicosadieno... 19.16 8.0 ng 260956 5 18.50 654185 20.0
3-(Dimethylamino)... 19.67 73.1 ng 1434930 6 20.17 392653 20.0
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