LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF061017\

Data File : BF095866.D

Aca On : 11 Jun 2017 1:01 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 13594-07 5X EO-01-060917-C

ALS Vial : 21 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 5.286 625 629 647 rBV 64942 197596 2.84% 0.816%
2 6.957 910 913 923 rBV 73111 187610 2.70% 0.775%
3 7.039 923 927 940 rVB 151654 318112 4 _.58% 1.314%
4 7.369 979 983 995 rBV 245473 323132 4 .65% 1.335%
5 7.604 1019 1023 1037 rBV 150537 220343 3.17% 0.910%
6 8.292 1137 1140 1155 rBV 58858 124043 1.78% 0.512%
7 9.398 1319 1328 1341 rBV 343733 489496 7.04% 2.022%
8 9.498 1341 1345 1352 rVB2 63285 83570 1.20% 0.345%
9 10.486 1506 1513 1522 rVB 88733 115074 1.66% 0.475%
10 11.180 1627 1631 1636 rBvV 263960 326004 4.69% 1.346%

11 11.410 1664 1670 1675 rBVv2 110015 149550 2.15% 0.618%
12 12.221 1804 1808 1813 rBVvV2 329551 435028 6.26% 1.797%
13 12.268 1813 1816 1822 rVB2 119607 147691 2.12% 0.610%
14 13.080 1949 1954 1958 rBV 120389 136160 1.96% 0.562%
15 13.527 2026 2030 2035 rBV 78704 121579 1.75% 0.502%

16 13.851 2081 2085 2095 rVB 109442 174592 2.51% 0.721%
17 14.580 2203 2209 2212 rBV 94068 120674 1.74% 0.498%
18 14.615 2212 2215 2219 rVvVv2 322375 421402 6.06% 1.740%
19 14.656 2219 2222 2229 rVV 146600 194338 2.80% 0.803%
20 15.262 2320 2325 2328 rBV 72973 94216 1.36% 0.389%

21 15.427 2346 2353 2356 rBV 1759540 2223050 31.98% 9.181%
22 15.645 2382 2390 2397 rBV2 110504 158773 2.28% 0.656%
23 15.868 2424 2428 2434 rVB2 70679 97400 1.40% 0.402%
24 16.415 2509 2521 2523 rBV 3527325 6950557 100.00% 28.706%
25 16.450 2523 2527 2533 rVB3 3526312 4797730 69.03% 19.815%

26 16.556 2540 2545 2549 rBV 900555 995325 14.32% 4.111%
27 16.609 2549 2554 2557 rVvVv 297443 533928 7.68% 2.205%
28 16.645 2557 2560 2572 rVvVv 565138 826916 11.90% 3.415%
29 16.745 2573 2577 2582 rVB 324934 390261 5.61% 1.612%
30 16.874 2595 2599 2603 rVB 81970 102096 1.47% 0.422%

31 16.927 2605 2608 2614 rVB2 42633 72576 1.04% 0.300%
32 16.992 2615 2619 2625 rVB 266666 291985 4._.20% 1.206%
33 17.192 2648 2653 2655 rBv4 52416 105716 1.52% 0.437%
34 17.303 2665 2672 2674 rBV2 45455 89445 1.29% 0.369%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 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

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

Method
Title

35 17.345 2674 2679 2683 rVV7 116278 230091 3.31% 0.950%

36 17.409 2687 2690 2696 rVB3 68904 98886 1.42% 0.408%
37 17.521 2706 2709 2712 rVB 86713 83396 1.20% 0.344%
38 17.703 2738 2740 2747 rVB6 37350 69655 1.00% 0.288%
39 18.068 2797 2802 2808 rVB6 45735 93083 1.34% 0.384%

40 18.339 2842 2848 2851 rVV2 396987 565226 8.13% 2.334%

41 18.374 2851 2854 2862 rVB2 154586 246764 3.55% 1.019%
42 19.527 3044 3050 3053 rBV 203280 325512 4.68% 1.344%
43 19.609 3061 3064 3067 rBV 114945 151241 2.18% 0.625%
44 19.956 3120 3123 3126 rBVY 99262 99046 1.43% 0.409%
45 20.009 3129 3132 3136 rVV 216100 233684 3.36% 0.965%

Sum of corrected areas: 24212552
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

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

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 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 unknown7.04 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.04 19.69 ng 318112 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
Abundance Scan 927 (7.039 min): BF095866.D (-923) (-) m/z 132.00 100.00%
132.0
5000 681 \
96.0
400 540 6.80 7.00 7.20 7.40
o....,....,:...,.-:..,.:l-.',..7.55,0....,..!.,?'??.?....,....,~'...,.. m/z 68.10 36.18%

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
5000

6.80 7.00 7.20 7.40
m/z 134.00  30.94%

31.0 51.0

79.0
0....,‘...‘l‘,.l..,H...,...l,.‘...,....,....,....,....,....,‘... -
m/z--> 30 40 60 70 80 90 100 110 120 130 140
Abundance
132.0
I E R
6.80 7.00 7.20 7.40
5000 67.0 m/z 66.00 23.74%
41.0 53.0 97.0 1170
79.0 '
107.0
S Y Y R NSO | R PP et N 1| I
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methy!- R e
132.0 680 700 720 740

m/z 69.05 14 .54%

5000
g 510 770 104.0
0 \\. ‘M 63\0 ol 87.0 11 ‘ 115.0 |

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 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 3 Tetradecane Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
950 3.41ng 83570  Naphthalene-d8 9.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tetradecane 198 C14H30 000629-59-4 64
2 Undecane. 4.7-dimethvl- 184 C13H28 017301-32-5 59

1000309-19-0 53
1000309-34-3 53

3 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S
4 Oxalic acid. 6-ethvloct-3-vl iso... 314 C18H3404

5 Tridecane 184 C13H28 000629-50-5 50
Abundance Scan 1345 (9.498 min): BF095866.D (-1341) (-) m/z 57.05 100.00%
57.0
5000
9.20 9.40 9.60 9.80
(o m/z 43.05 78.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
57.0
41.0
5000
85.0 9.20 9.40 9.60 9.80
m/z 71.10 49 _73%
o Ll ‘ Loy 1130 1410 1690 1980
T T e T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
9.20 9.40 9.60 9.80
5000 710 m/z 85.10 38.47%
27.0
o 99.0 127.0142.0 184.0
T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexy! ester
57.0 9.20 9.40 9.60 9.80
m/z 41.10 36.84%
85.0
5000
41.0
113.0
o..Fﬂ?.uh..ﬂ,_h.,uu..,.m.,....,.”.,....,..”,.
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 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 Hexadecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.49 4.70 ng 115074 Naphthalene-d8 9.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 58
2 Tetradecane 198 C14H30 000629-59-4 53
3 Tridecane 184 C13H28 000629-50-5 53
4 Tetradecane. 1l-iodo- 324 C14H291 019218-94-1 50
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 50

Abundance Scan 1514 (10.492 min): BF095866.D (-1506) (-) m/z 57.10 100.00%
57.1
5000
85.1
oL | 112 1311 10.20 10.40 10.60 10.80
Ol bbbl "m/z 43.05  71.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000
85.0 10.20 10.40 10.60 10.80
20.0 ' m/z 71.10 57 .62%
0 ‘ “ Il ‘ , 113.0 141 0 169.0 197.0 226.0
m/z--> 20 Jo éo 8b 100 150 140 160 180 200 220
Abundance
57.0
10.20 10.40 10.60 10.80
5000 85.0 m/z 85.10 34 .89%
29.0
0 113.0 1410 169.0 198.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane
57.0 10.20 10.40 10.60 10.80
m/z 41.00 34.10%
5000
29.0 85.0
o “ I ‘ . 113.0 1410 1840
m/z--> 20 ' éo éo 100 150 140 160 180 200 220 10,20 10.40 10,60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 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 6 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.08 6.26 ng 136160 Acenaphthene-d10 12.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 10-MethvlInonadecane 282 C20H42 056862-62-5 91
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 1954 (13.080 min): BF095866.D (-1949) (-) m/z 57.10 100.00%

57.1

5000

-

12.80 13.00 13.20 13.40
m/z 43.05 70.09%

o 1131 1411 182.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57.0

s

12:80 13.00 13.20 13.40
m/z 71.10 65.77%

5000

1130 141.0 169.0 197.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
AR R e e
85.0 12.80 13.00 13.20 13.40
5000 ' m/z 85.05 43.97%
154.0
29.0
o 113.0 267.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71393: Pentadecane
57.0 12.80 13.00 13.20 13.40

m/z 41.10 33.86%

5000

[e0]
a1
o

290‘

M”‘ﬂ%gmom% mm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12. 80 13 00 13. 20 13. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 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 Decane, 2,3,5-trimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.85 8.29 ng 174592 Phenanthrene-d10 14.62
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 87
3 Heneicosane 296 C21H44 000629-94-7 80
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 78
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 72
Abundance Scan 2085 (13.851 min): BF095866.D (-2081) (-) m/z 57.05 100.00%

51.0
5000 85.0

13. 60 13 80 14. OO 14 20

| 1131 1410 169.1

o ' N N e m/z 43.10 68.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48894: Decane, 2,3,5-trimethyl-
57.0
5000 850 LA L L L L L LB

13. 60 13 80 14. OO 14 20

m/z 71.10 58.00%

290 141.0
‘ \ \‘ L \1130 \‘ 169.0
,, T T T T T e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0

13.60 13 80 14. OO 14.20

o

5000 85.0 m/z 85.05 47 .76%
29.0
o 113.0 141.0 169.0 198.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane . R R R
57.0 13. 60 13 80 14. OO 14. 20

m/z 41.05 31.06%

5000 85.0
29.0
‘ ‘ |y 30 1410 1690 197.0 2250 2530 2960

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13 80 14. OO 14 20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 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 Octacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.26 4_47 ng 94216 Phenanthrene-d10 14.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Tetradecane 198 C14H30 000629-59-4 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 2325 (15.262 min): BF095866.D (-2320) (-) m/z 57.05 100.00%
57.0
5000
J } i I99|-1 1411 15.00 15.20 15.40 15.60
O A L L e I e e B m/z 71.10 73.35%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
5000 R SRR DR BURRURE BV
15.00 15.20 15.40 15.60
m/z 43.10 69.94%
99.0
0 27\‘0\“ ‘\‘ b \H\ H‘ Il \14:‘[0 183.0 268.0
m/z--> 55 160 1%0 260 250 360 3éo
Abundance
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 49.26%
99.0
27.0 141.0 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 350
Abundance #175557: Tetracosane R B e AR
57.0 15.00 15.20 15.40 15.60
m/z 41.05 31.43%
5000
99.0
0 2@0‘ ] | |/, 1410 183.0 2250 267.0 309.0338.0
m/z--> 55 160 1%0 260 250 360 3éo ' 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 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 Hexadecanoic acid, methyl e... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.43 105.51 ng 2223050 Phenanthrene-d10 14.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 87
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
Abundance Scan 2354 (15.433 min): BF095866.D (-2346) (-) m/z 74.05 100.00%
74.0
5000
43.1
gt e | 2272 1520 1540 1560 1580
185.1 ' 270.3 . . . .
0 ...,....~,|'...:|',.~.|~l.|. ':...'~,'...1.2,1..1..,|...1.??.‘«?.,.'...',...~.,....',....,...., m/z 87.10 75.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 LI SULRIL UL BRI I
43.0 15.20 15.40 15.60 15.80
143.0 m/z 43.10 28.93%
miz> % 4 60 80 100 150 140 180 '1'86' Pty 'é&é’ g
Abundance
74.0

15.20 15.40 15.60 15.80

5000 43.0 m/z 55.05 22.29%

143.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107593: Pentadecanoic acid, methyl ester
74.0 15.20 15.40 15.60 15.80
m/z 41.05 20.26%
5000
43.0 143.0
101.0 213.0 256.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.20 15.40 15.60 15.80

8270-BF060517.M Mon Jun 12 19:33:50 2017

Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.64 7.54 ng 158773 Phenanthrene-d10 14.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 25
Abundance Scan 2389 (15.639 min): BF095866.D (-2382) (-) m/z 73.00 100.00%
43.1 30
5000 4 s
129.1
97.1
157.1 1852 2132 956.2 15.40 15.60 15.80 16.00
o} m/z 43.10 79.29%
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
‘ 1570 1gso 2130 2560 | M/Z 60.00  78.00%
0 AR I‘ﬂ' Al .‘l‘k‘.
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
5000 129.0 m/z 41.10 62.19%
970 199.0 242.0
157.0
o 1800
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid
73.0 15.40 15.60 15.80 16.00
43.0 m/z 55.00 61.76%
5000 129.0
185.0 228.0
N |
0 T | : ‘:‘:::‘ H ‘ I\h‘lllml\ M‘\ Imlwlll\lllllle:e:lol S NE— |||||||||||
miz-> 20 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00

8270-BF060517.M Mon Jun 12 19:33:51 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 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 Pentadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.87 4.62 ng 97400 Phenanthrene-d10 14.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Heptadecane 240 C17H36 000629-78-7 87
3 Heneicosane 296 C21H44 000629-94-7 83
4 Tetradecane 198 C14H30 000629-59-4 80
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
Abundance Scan 2428 (15.868 min): BF095866.D (-2424) (-) m/z 57.05 100.00%
57.0
5000
15.60 15.80 16.00 16.20
(o} m/z 71.10 81.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71396: Pentadecane
57.0
85.0
5000 L S BN BRI A
15.60 15.80 16.00 16.20
20.0 m/z 43.05 77 .33%
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 250 2éo 2§0 300
Abundance
57.0
N U I R R
85.0 15.60 15.80 16.00 16.20
5000 m/z 85.10 54 _.66%
29.0
. 1130 1410 160.0 1970  240.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane A EaE Ea e e e
57.0 15.60 15.80 16.00 16.20
m/z 41.05 26.84%
5000 85.0
29.0
o | 30410 1690 1970 2250 2530 2960
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 240 260 2§0 300 15%0 15.80 1600 16.20

8270-BF060517.M Mon Jun 12 19:33:51 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 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 Methyl stearate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.56 35.22 ng 995325 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. 16-methvl-. ... 298 C19H3802 005129-61-3 91
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
Abundance Scan 2546 (16.562 min): BF095866.D (-2540) (-) m/z 74.10 100.00%
741
5000
43.0
16.20 16.40 16.60 16.80
o} m/z 87.00 77 .15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 16.20 16.40 16.60 16.80
143.0 - - - - -
43.0 ‘ wao 20 m/z 43.05 33.56%
97.0
diso. L L0 | amo, [ o ||
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
5000 m/z 55.10 25.57%
28.0
143.0 255.0 298.0
. 51.0 101.0 171.0 1990 o0 ¢
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 16.20 16.40 16.60 16.80
m/z 41.05 21.92%
5000 43.0
. NL‘W‘PW 1430 1g50 2270 2700
miz-> 20 40 65 80 100 130 140 160 180 200 230 240 260 250 30 | | 1690 16,40 1660 16,80

8270-BF060517.M Mon Jun 12 19:33:52 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 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 9,12-Octadecadienoic acid (... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.61 18.89 ng 533928 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 99
2 Cvclodecene 138 C10H18 003618-12-0 93
3 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 91
4 Bicvclol2.2.27loctane. 2-methvl- 124 C9H16 000766-53-0 87
5 8-Dodecen-1-ol, (2)- 184 C12H240 040642-40-8 80
Abundance Scan 2554 (16.609 min): BF095866.D (-2549) (-) m/z 67.05 100.00%
67.0
95.0
so00] 440 /\/L
R e B
1501 280.2 16.20 16.40 16.60 16.80 17.00
o ,f" oyt 92001 e . m/z 81.05 81.54%
m/z--> 50 100 150 200 250 300
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67.0
95.0
41.0
5000 A LU I
16,20 16.40 16.60 16.80 17.00
m/z 55.05 54_.03%
hﬁl23.01 0.0 280.0
olL3:0 IMJjMIW b 1320%09Q2?§0|| B —
m/z--> 50 100 150 200 250 300
Abundance
67.0
410 16.20 16.40 16.60 16.80 17.00
5000 95.0 m/z 95.05 53.05%
138.0
OIIIII""I""""""""""I
m/z--> 50 100 150 200 250 300
Abundance #178355: 2-Chloroethyl linoleate
67.0 16.20 16.40 16.60 16.80 17.00
m/z 41.05 50.64%
95.0
5000
41.0
23.0
0 \ H‘E m II]-S? e : ——— 26:‘3|0| : — |34|2:J
m/z--> 50 100 150 200 250 300 16.20 16.40 16.60 16.80 17.00

8270-BF060517.M Mon Jun 12 19:33:53 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 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 Oleic Acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.64 29.26 ng 826916 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 91
2 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 91
3 Cvclohexane. 1-(cvclohexvImethyl... 208 C15H28 054934-92-8 89
4 Palmitoleic acid 254 C16H3002 000373-49-9 80
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 70
Abundance Scan 2559 (16.639 min): BF095866.D (-2557) (-) m/z 55.10 100.00%
54.1
83.1
5000

16.40 16.60 16.80 17.00

0
235.1 264.2

300.1
Ol m/z 69.10 63.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129338: Oleic Acid
55.0
83.0
5000
16.40 16.60 16.80 17.00
264.0 m/z 41.10 63.17%
L 1370 1650 1930 2220
OFrrprrrrT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
16.40 16.60 16.80 17.00
5000 264.0 m/z 83.10 56.58%
29.0 111.0 :

138.0 180.0 222.0

O R R R AR S LA L S AR SS LRSS SRS SA RN LA RRN LAl A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67970: Cyclohexane, 1-(cyclohexylmethyl)-2-ethyl-, trans-
55.0 111.0 16.40 16.60 16.80 17.00
m/z 43.10 50.56%
83.0
5000
179.0
N T
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-BF060517.M Mon Jun 12 19:33:53 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 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 11,14-Octadecadienoic acid,... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

16.87 3.61 ng 102096 Chrysene-di12 18.34

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 93
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 93
3 Methvl 6.l1l1-octadecadienoate 294 C19H3402 1000336-43-2 91
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 83
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 74

Abundance Scan 2598 (16.868 min): BF095866.D (-2595) (-) m/z 67.00 100.00%

5000

=

16.60 16.80 17.00 17.20
m/z 81.10 78.96%

04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139719: 11,14-Octadecadienoic acid, methyl ester
67.0

—

5000 LA L L L L L LB
16.60 16.80 17.00 17.20
m/z 95.10 54_.67%
123.0 150.0 1780 220.0 263.0 294.0
o} :
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
4.0 670
N e e RAEEEEEEe
16.60 16.80 17.00 17.20
5000 95.0 m/z 82.00 47 .26%

1230 150.0 1750 2990 2630 290

=

0!
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139682: Methyl 6,11-octadecadienoate o
16.60 16.80 17.00 17.20
m/z 55.05 41.25%
5000

196.0 9500 245.0

i

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

8270-BF060517.M Mon Jun 12 19:33:54 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 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 unknownl17.19 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.19 3.74 ng 105716 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Pvridinamine. 6-chloro-N-(phen... 216 C12H9CIN2 005325-71-3 38
2 6.6"-Dimethoxv-2.2"-bipvridile 216 C12H12N202 039858-88-3 35
3 4-Trifluoromethvlcinnamic acid 216 C10OH7F302 002062-26-2 27
4 Pvrene. 2-methvl- 216 C17H12 003442-78-2 22
5 _beta.-Carboline, 1,2,3,4-tetrah... 260 C14H16N203 029573-11-3 22
Abundance Scan 2653 (17.192 min): BF095866. D ( 2648) ) m/z 79.05 100.00%
79.0
41.1
239.1
5000 1080 1351 1674
187.1 292.2 A A U BN
16.80 17.00 17.20 17.40 17.60
0 m/z 91.10 97 .37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74157: 3-Pyridinamine, 6-chloro-N-(phenylmethylene)-
16.0
5000 A DRI AL B B
760 1120 mmﬂmnmﬂmnm
51.0 m/z 215.10 91.95%
‘ 139.0  181.0
Ok ,.”.“J.ﬂ.mhw”,”.w”...mw.”Jﬂ”....u.” A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
215.0
16.80 17.00 17.20 17.40 17.60
m/ 93.05 82 .63%
5000 93.0 185.0 z 1
65.0 1160 1850
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73774: 4-Trifluoromethylcinnamic acid T e B e
215.0 16.80 17.00 17.20 17.40 17.60
151.0 m/z 216.05 80.39%
5000

50.0 20 102.0
180 || ‘\ﬁ \‘$ F

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40 17.60

1884

o

8270-BF060517.M Mon Jun 12 19:33:55 2017 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 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 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.34 8.14 ng 230091 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9.cis..ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 83
2 6.9.12-Octadecatrienoic acid. me... 292 C19H3202 002676-41-7 46
3 Cvclopentanone. 2.5-dicvclopenty... 216 C15H200 005682-82-6 45
4 Bicvclol2.2.1Theptane. 7.7-dimet... 136 C10H16 000471-84-1 41
5 Methyl 6-cis,9-cis,ll-trans-octa... 292 C19H3202 1000336-37-7 41
Abundance Scan 2678 (17.339 min): BF095866.D (-2674) (-) m/z 93.10 100.00%
93.1 216.1

5000

17.00 17.20 17.40 17.60
m/z 91.00 90.19%

0!
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

292.0

5000

17.00 17.20 17.40 17.60
m/z 216.10 88.78%

189.0 221.0 261.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
79.0
17.00 17.20 17.40 17.60
5000 m/z 79.00 87.34%
55.0 107.0
150.0
194.0 292.0
0 172,0 235.0 260.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74372: Cyclopentanone, 2,5-dicyclopentylidene-  REaE
2.0 216.0 17.00 17.20 17.40 17.60

m/z 80.00 74.61%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60

5000

8270-BF060517.M Mon Jun 12 19:33:55 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 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 Methyl 13-eicosenoate Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.41 3.50 ng 98886 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 13-eicosenoate 324 C21H4002 1000336-48-4 53
2 Oxacvcloheptadecan-2-one 254 C16H3002 000109-29-5 51
3 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 47
4 cis-11-Eicosenoic acid 310 C20H3802 005561-99-9 43
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 38
Abundance Scan 2690 (17.409 min): BF095866.D (-2687) (-) m/z 55.00 100.00%
54.0
83.1
5000

1.1
137.1 R e B
1671 207.1 2410 292.3 17.00 17.20 17.40 17.60 17.80

...,....-,!..|,.|':.".,H!..,. m/z 83.10 68.18%

0
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 B L B L L L L L LB
17. OO 17. 20 17. 40 17. 60 17. 80
. m/z 69.10 58.95%
| M 138.0 166.0 208.0  250.0 324.0
Ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0
R o R R E e e R
17.00 17.20 17.40 17.60 17.80
5000 83.0 m/z 87.05 48.47%
29.0

110.0
138.0 165 01940 2360

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-
55.0 17.00 17.20 17.40 17.60 17.80

m/z 74.05 44 _29%

5000

152.0 1940 236.0

268.0
Olrrrprrrrphr b
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.00 17.20 17.40 17.60 17.80

8270-BF060517.M Mon Jun 12 19:33:56 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 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 Methyl 2-octylcyclopropene-... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.07 3.29 ng 93083 Chrysene-di12 18.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 52
2 Cvclopentanecarboxvlic acid. 2-p... 210 C13H2202 1000154-24-8 43
3 Stibine. trimethvl- 166 C3H9Sb 000594-10-5 38
4 Phenol. 2.6-dimethvl-4-nitroso- 151 C8H9NO2 013331-93-6 27
5 4-Methyl-exo-tricyclo[6.2.1.0(2.... 164 C12H20 1000215-29-8 25
Abundance Scan 2802 (18.068 min): BF095866.D (-2797) (-) m/z 81.10 100.00%
81.1
151.1

5000

251.0 308.2 17.80 18.00 18.20 18.40

(o} ; m/z 151.05 79.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate
81.0
43.0

17.I80 18.I00 18.I20 18.I40
m/z 95.10 72.01%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
81.0
R EERERE SRR R
151.0 17.80 18.00 18.20 18.40
5000 m/z 226.05 66.61%
41.0
107.0 179.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #35254: Stibine, trimethyl-
151.0 17.80 18.00 18.20 18.40
m/z 41.10 55.03%
5000
123.0
o R EERERE SRR R
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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061017\
Data File : BF095866.D

Aca On : 11 Jun 2017 1:01

Operator : SJ/MA

Sample : 13594-07 5X

Misc :

ALS Vial : 21 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 Formamide, N-[3-(dimethylam... Concentration Rank 4

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

19.53 27.86 ng 325512 Perylene-di12 20.01

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formamide. N-I3-(dimethvlamino)p... 130 C6H14N20 005922-69-0 72

2 3-(Dimethvlamino)proopvl isothioc... 144 C6H12N2S 027421-70-1 72

3 N.N-Dimethvl-2-cvclohexvloxvethy... 171 C10H21NO 071126-60-8 64

4 Dimantine 297 C20H43N 000124-28-7 64

5 2-Nonanone, 9-methoxy 172 C10H2002 1000130-73-3 64

Abundance Scan 3051 (19.533 min): BF095866.D (-3044) (-) m/z 58.05 100.00%
58.0
5000
971 157.1 - 0811 3722 366.3 19.20 19.40 19.60 19.80
o alaglim 1261, 7 1931522 2251.0280 1 2222 W m/z 72.10  7.85%
m/z--> 0 50 100 150 200 250 300 350
Abundance #13341: Formamide, N-[3-(dimethylamino)propyl]-
58.0
5000
19.20 19.40 19.60 19.80
29. m/z 59.10 7.38%
e
o ————————
m/z--> 0 50 100 150 200 250 300 350
Abundance
58.0
19.20 19.40 19.60 19.80
5000 m/z 43.10 6.49%
101.0
30.0 144.0
ol
m/z--> 0 50 100 150 200 250 300 350
Abundance #39002: N,N-Dimethyl-2-cyclohexyloxyethylamine T
58.0 19.20 19.40 19.60 19.80
m/z 157.10 6.13%
5000
oL 300 | 880 171.0
T I e A
m/z--> 0 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061017\

Data File : BF095866.D

Acq On > 11 Jun 2017 1:01 Instrument :

Operator : SJ/MA gﬁA{s el
- _ lentosampleld :

3?22'6 : 13594-07 5X EO-01-060917-C

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .04 7.04 19.7 ng 318112 1 7.37 323132 20.0
Tetradecane 9.50 3.4 ng 83570 2 9.40 489496 20.0
Hexadecane 10.49 4.7 ng 115074 2 9.40 489496 20.0
Nonadecane 13.08 6.3 ng 136160 3 12.22 435028 20.0
Decane, 2,3,5-tri... 13.85 8.3 ng 174592 4 14.62 421402 20.0
Octacosane 15.26 4.5 ng 94216 4 14.62 421402 20.0
Hexadecanoic acid... 15.43 105.5 ng 2223050 4 14.62 421402 20.0
n-Hexadecanoic acid 15.64 7.5 ng 158773 4 14.62 421402 20.0
Pentadecane 15.87 4.6 ng 97400 4 14.62 421402 20.0
Methyl stearate 16.56 35.2 ng 995325 5 18.34 565226 20.0
9,12-Octadecadien... 16.61 18.9 ng 533928 5 18.34 565226 20.0
Oleic Acid 16.64 29.3 ng 826916 5 18.34 565226 20.0
11,14-Octadecadie... 16.87 3.6 ng 102096 5 18.34 565226 20.0
unknownl17.19 17.19 3.7 ng 105716 5 18.34 565226 20.0
Methyl 9.cis.,11.... 17.34 8.1 ng 230091 5 18.34 565226 20.0
Methyl 13-eicosen... 17.41 3.5 ng 98886 5 18.34 565226 20.0
Methyl 2-octylcyc... 18.07 3.3 ng 93083 5 18.34 565226 20.0
Formamide, N-[3-(... 19.53 27.9 ng 325512 6 20.01 233684 20.0
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