LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919 .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 5.352 378 385 401 rBVY 3472188 5157252 2.94% 0.824%
2 6.934 642 654 667 rBY 3585182 6010816 3.43% 0.960%
3 7.299 709 716 723 rBVY 3798079 6103156 3.48% 0.975%
4 7.763 789 795 802 rVB 2131066 3374968 1.93% 0.539%
5 8.081 843 849 855 rVB 2861827 4557656 2.60% 0.728%
6 8.928 986 993 997 rBV 2196778 3787106 2.16% 0.605%
7 10.551 1264 1269 1276 rVB 2875197 4801269 2.74% 0.767%
8 11.957 1500 1508 1514 rBV2 1081087 1807509 1.03% 0.289%
9 13.022 1683 1689 1697 rBV 5408842 8000290 4 _.56% 1.278%
10 13.210 1716 1721 1729 rVB 1342415 2062070 1.18% 0.329%

11 14.292 1900 1905 1910 rBV 1856684 2351137 1.34% 0.376%
12 14.410 1919 1925 1931 rVB2 4529169 6864715 3.92% 1.096%
13 15.245 2062 2067 2072 rVB 1939298 2443260 1.39% 0.390%
14 15.904 2169 2179 2185 rBV 4952096 7441615 4._.25% 1.189%
15 16.110 2209 2214 2222 rBV 2124381 3570272 2.04% 0.570%

16 16.904 2344 2349 2353 rBV 2101439 2527433 1.44% 0.404%
17 17.163 2387 2393 2396 rBV 5619195 8619363 4.92% 1.377%
18 17.204 2396 2400 2406 rVB 3325299 4560236 2.60% 0.728%
19 17.645 2471 2475 2480 rBV 1750787 2233082 1.27% 0.357%
20 17.827 2500 2506 2511 rBV 45285451 54638392 31.17% 8.726%

21 18.063 2537 2546 2556 rBV2 5900045 11064541 6.31% 1.767%
22 18.339 2587 2593 2596 rBV2 1840366 2534766 1.45% 0.405%
23 18.992 2695 2704 2706 rBV 99485310 173430218 98.94% 27.699%
24 19.021 2706 2709 2718 rVB2 106512399 175293647 100.00% 27.997%
25 19.092 2718 2721 2725 rVB2 1955287 2334860 1.33% 0.373%

26 19.139 2725 2729 2734 rVB 21602822 25069924 14.30% 4._.004%
27 19.198 2734 2739 2740 rBV 3565403 4305727 2.46% 0.688%
28 19.221 2740 2743 2749 rVB 8564159 11378214 6.49% 1.817%
29 19.345 2757 2764 2772 rVB 8361102 11843129 6.76% 1.892%
30 19.510 2788 2792 2797 rVV 5160264 6197793 3.54% 0.990%

31 19.557 2797 2800 2802 rVV3 1920977 2196779 1.25% 0.351%
32 19.592 2802 2806 2813 rVB 3439383 5365178 3.06% 0.857%
33 19.798 2836 2841 2845 rBV 9362055 11178498 6.38% 1.785%
34 20.004 2873 2876 2879 rBV 4088827 4290505 2.45% 0.685%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 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 :\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 20.127 2894 2897 2904 rVB 3585156 4644343 2.65% 0.742%

36 20.239 2912 2916 2920 rBV2 3962432 4682482 2.67% 0.748%
37 20.280 2920 2923 2929 rVV3 1438910 2233628 1.27% 0.357%
38 21.192 3074 3078 3084 rBV 2898586 3143018 1.79% 0.502%
39 21.356 3100 3106 3110 rBV2 6767604 9982840 5.69% 1.594%
40 21.939 3201 3205 3214 rVB 2524998 3765665 2.15% 0.601%

41 22.627 3318 3322 3330 rVB 2611098 4179339 2.38% 0.667%
42 23.650 3490 3496 3502 rBV2 3461798 6096491 3.48% 0.974%

Sum of corrected areas: 626123182
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018480.D
1e+08

8e+07
6e+07
4e+07

2e+07

5.35 6.93 7[.\30 7.76 8.08 8.03 10.55

o e e A e A e A

T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50
Abundance TIC: BM018480.D

I I
10.00 10.50 11.00 11.50

1e+08

8e+07

6e+07

17.83

4e+07

2e+07

1.96 ﬁ%m 14341 15.25 ﬁ%ﬂ 1m%%1m 18065 34
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Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM018480.D

1e+08

8e+07

6e+07

4e+07

2e+07

21.36
21.1 21.94 22.63 23.65

s S55eelS  e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.30 Concentration Rank 5

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

7.30 36.17 ng 6103160 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 16
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 716 (7.299 min): BM018480.D (-709) (-) m/z 131.95 100.00%
132
5000
68
40 54 9% s 700 7.20 740 7.60
ol 1 2 m/z 68.05 35.48%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RN AR MR R

7.00 7.20 7.40 7.60
m/z 134.00 32.87%

31
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
R e REEEE e
7.00 7.20 7.40 7.60
5000 m/z 66.05 24 .67%
33 . 105
o el |
ottt e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal e
132 7.00 7.20 7.40 7.60
m/z 69.05 15.48%
5000 67
41 97
117
On.w.éﬂ.”w ”q.”.....”..”..”..”..”..”.“.”“.
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 16
R.T. EstConc Area Relative to ISTD R.T.
11.96 7.53 ng 1807510 Naphthalene-d8 10.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Tetradecane 198 C14H30 000629-59-4 72
3 Hexadecane 226 C16H34 000544-76-3 72
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 64
5 Tetratetracontane 619 C44H90 007098-22-8 64
Abundance Scan 1508 (11.957 min): BM018480.D (-1500) (-) m/z 57.10 100.00%
43 97
71
5000
| 99 112 127 1> 160 184105008 11.60 11.80 12.00 12.20
okl m/z 43.10 84.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45540: Tridecane
43 57
5000 n R LR R
nmnmnmnm
29 m/z 71.10 62.02%
0 UL 99 113 127 141 155 184
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane
57
43
71 11.60 11.80 12.00 12.20
5000 85 m/z 41.10 50.11%
29
99
obts L U | P usiminssie e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane T
43 97 11.60 11.80 12.00 12.20
m/z 85.10 38.24%
5000 n
85
29
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 20
R.T. EstConc Area Relative to ISTD R.T.

13.21 6.01 ng 2062070 Acenaphthene-d10 14.41
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 90
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
5 Dodecane 170 C12H26 000112-40-3 64

Abundance Scan 1721 (13.210 min): BM018480.D (-1716) (-) m/z 57.10 100.00%

43 Y
71
5000 ‘ 85

99 12 80 13.00 13.20 13.40 13.60
| 113127141 198
el bl S 1A180160 o8 B Tm/z 43.10 82.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #55010: Tetradecane
57
43
71

5000 R EEREEEE N
12. 80 13. 00 13 20 13. 40 13 60

m/z 71.10 64 .17%

99 113127141155169 198
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73967: Hexadecane
57
43

o

_r'_'_'_'—r'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_'_
n 12.80 13.00 13.20 13.40 13.60
5000 85 m/z 41.10 47 .30%
29 99
ol 14 Ll J‘ L4 | 113127141155169183197 226

R B R L B AR Ranas o o e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45544: Tridecane T
43 57 12. 80 13. 00 13 20 13. 40 13 60

m/z 85.10 43 .25%

71
5000
85
29
15 | “\ Ld 9?1%3127141155 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40 13.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Pentadecane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
14.29 6.85 ng 2351140 Acenaphthene-d10 14.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentadecane 212 C15H32 000629-62-9 92
2 Heptadecane 240 C17H36 000629-78-7 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 1905 (14.292 min): BM018480.D (-1900) (-) m/z 57.10 100.00%

4357
71
5000
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—v—v—
99 14.00 14.20 14.40 14.60
113
0 e, ieo1ss 212 m/z 43.05 78.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #64575: Pentadecane
57
43
5000 L U B I B

14.00 14.20 14.40 14.60
m/z 71.10 62.19%

99

113127141155169183 212

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82608: Heptadecane
57
43 71 B e e AR mae
85 14.00 14.20 14.40 14.60
5000 m/z 41.10 47 .54%
29 99
113
s | )| \ 1?7141155169183197211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99476: Nonadecane L o L
57 14.00 14.20 14.40 14.60
43 71 m/z 85.10 43.11%
5000
9113
0 127141155169183197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Hexadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.25 7.12 ng 2443260 Acenaphthene-d10 14.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Eilcosane 282 C20H42 000112-95-8 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 2068 (15.251 min): BM018480.D (-2062) (-) m/z 57.10 100.00%

g7

43

5000

-

15.00 15.20 15.40 15.60
m/z 43.10 75.59%

99

o 113127 144158172 197 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73966: Hexadecane
43 97 41

5

5000

15.00 15.20 15.40 15.60
m/z 71.05 67.07%

113
127141155169183197211 226

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107651: Eicosane
57
43 IIIIIIIIIIIIIIIIIIIIIII
71 15.00 15.20 15.40 15.60
5000 m/z 85.10 47.65%
85
99
o ZT ‘ h |y 118127141155169183197211225230253 282
T T ] e T T T ] e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82607: Heptadecane e e A aRaEREEa e
57 15.00 15.20 15.40 15.60
43 m/z 41.10 43.62%
71
5000 P
%113
o 2 | | | 113127141155160183107211 240
R R R e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.11 8.28 ng 3570270 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonadecane 268 C19H40 000629-92-5 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2214 (16.110 min): BM018480.D (-2209) (-) m/z 57.10 100.00%

g7

%

5000 85
3 113 141 169 15.80 16.00 16.20 16.40
Obrrrrrerfbrbe b iy ML 109185 207 240 882 7743 10 78.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #82608: Heptadecane
57
85
5000 LA L L L L L LB L |
15.80 16.00 16.20 16.40
29 m/z 71.10 68.06%
RERRRRLY Lay ”up”q”u.”.”u.”.”u.”.uu.”.“u.uquupnq
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99476: Nonadecane
5[7
T T

15.80 16.00 16.20 16.40
m/z 85.05  47.92%

5000

113 141 169 197

%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #91035: Octadecane T e e R
57 15.80 16.00 16.20 16.40
m/z 41.05 44 .36%
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15. 80 16. OO 16 20 16 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 8 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

17.83 126.78 ng 54638400  Phenanthrene-di0 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 94
2 9-Octadecenoic acid. 12-(acetvlo... 354 C21H3804 000140-03-4 91
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 90
4 Tridecanoic acid. methyl ester 228 C14H2802 001731-88-0 89
5 Methyl 9-methyltetradecanoate 256 C16H3202 213617-69-7 83

Abundance Scan 2506 (17.827 min): BM018480.D (-2500) (-) m/z 74.05 100.00%
4
5000 43
143 L o B o
97 185 17.60 17.80 18.00 18.20
115 270
I Wpg L 163 T 209 l g46 =~ 306 341 m/z 87.05 76.63%
m/z--> 50 100 150 200 250 300 350
Abundance #100711: Hexadecanoic acid, methyl ester
74
5000 LA L B L L L L L L LB
43 17.60 17.80 18.00 18.20
143 m/z 43.10 36.38%
oL15 97115 171 199 227 270
! et
m/z--> 50 100 150 200 250 300 350
Abundance #142779: 9-Octadecenoic acid, 12-(acetyloxy)-, methyl este...
74
17.60 17.80 18.00 18.20
5000 m/z 55.10 29.53%
55
29 0 143 227
o H |4l fJ1‘123 | 163185 240270 316 357
- : =
m/z--> 50 100 150 200 250 300 350
Abundance #100724: Pentadecanoic acid, 14-methyl-, methyl ester
74 17.60 17.80 18.00 18.20
m/z 41.10 29.37%
5000 43 270
143 227
185
oL ,‘“. LU BN ‘ 831 200 . AU
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20

8270-BM010919.M Fri

Jan 11 14:12:46 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 7
R.T. EstConc Area Relative to ISTD R.T.
18.06 25.67 ng 11064500 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Undecanoic acid 186 C11H2202 000112-37-8 76

Abundance Scan 2546 (18.063 min): BM018480.D (-2537) (-) m/z 73.00 100.00%

3

5000

[

256
17.80 18.00 18.20 18.40
0 284 307327 m/z 43.10 90.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #92228: n-Hexadecanoic acid

ﬁ

5000 256
129 17.80 18.00 18.20 18.40

m/z 60.00 85.18%

157 185
d o 10D 1236............
m/z--> 50 100 150 200 250 300 350 400
Abundance #75072: Tetradecanoic acid
73
43
17.80 18.00 18.20 18.40
5000 129 m/z 41.10 81.62%
185
V v 97 228
0 ?Qd.tlﬂ".:lnnaﬂ.w 1227 ‘e
m/z--> 50 100 150 200 250 300 350 400
Abundance #65562: Tridecanoic acid
43 73 17.80 18.00 18.20 18.40
m/z 55.10 73.28%
5000
J w 129 171 214
ol ML m“ {‘ u..H,.M.. S
m/z--> 50 150 200 250 300 350 400 17.80 18.00 18.20 18.40

8270-BM010919.M Fri Jan 11 14:12:47 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 8,11-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.99 402.42 ng 173430000 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8.11-Octadecadienoic acid. methy... 294 C19H3402 056599-58-7 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
3 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99

Abundance Scan 2704 (18.992 min): BM018480.D (-2695) (-) m/z 67.10 100.00%

g7

95

_?

5000
063 R e R
178 220 204 18.60 18.80 19.00 19.20 19.40
o 321345 374401 436 484 m/z 81.10 93.06%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #114376: 8,11-Octadecadienoic acid, methyl ester
a7
41 95
5000 [Trr [ rrrrrrrrp T
18.60 18.80 19.00 19.20 19.40
294 0
J i124150 - 063 m/z 95.10 66.57%
oL g 20 T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #114393: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 §7
R ARRRET RSy L
18.60 18.80 19.00 19.20 19.40
5000 95 m/z 55.10 61.21%
I J [123149 17g 262 294
o+ B R B AL W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #114387: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67 18.60 18.80 19.00 19.20 19.40

m/z 41.10 49_42%

5000

18.60 18.80 19.00 19.20 19.40

8270-BM010919.M Fri Jan 11 14:12:47 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.02 406.74 ng 175294000 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99

Abundance Scan 2709 (19.021 min): BM018480.D (-2706) (-) m/z 55.10 100.00%

5000

-

18.80 19.00 19.20 19.40
m/z 69.10 79.44%

o 296 341366 399 435 472 512

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #115452: 9-Octadecenoic acid (2)-, methyl ester

-

5000
18.80 19.00 19.20 19.40
1 m/z 74.10 75.75%
. 137 180 222 264 296
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #115446: 16-Octadecenoic acid, methyl ester

18.80 19.00 19.20 19.40
m/z 83.10 70.84%

5000
264
23152]_80 222 206
04
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #115445: 14-Octadecenoic acid, methyl ester

18.80 19.00 19.20 19.40
m/z 97.10 64.02%

5000

-

18.80 19.00 19.20 19.40

8270-BM010919.M Fri Jan 11 14:12:48 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.14 58.17 ng 25069900 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 89
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 80
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 2729 (19.139 min): BM018480.D (-2725) (-) m/z 74.05 100.00%
74
5000 43
L e | 1% 200 =2 15130 1900 1930 1040
298 - - - -
3 - .J.'.J-.J,' p2q | i 2er | 2 341368398 461 .00 g7 05 78.13%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #116657: Octadecanoic acid, methyl ester
74
5000 43 UMDV SN AR
18.80 19.00 19.20 19.40
143 m/z 43.10 41 .45%
o 2 |I.J. 87171199 5y 255 2°
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #116689: Heptadecanoic acid, 16-methyl-, methyl ester
74
18.80 19.00 19.20 19.40
5000 m/z 55.10 31.78%
28
143 255 298
OJHMﬂmﬂﬁ%wwwm“mww”
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #108874: Heptadecanoic acid, methyl ester
74 18.80 19.00 19.20 19.40
m/z 41.10 29.94%
5000
43
143 284
OMMM%%w@mTHWMW”me
mz-> 0 50 100 150 200 250 300 350 400 450 18.80 19.00 19.20 19.40

8270-BM010919.M Fri Jan 11 14:12:48 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.34 23.73 ng 11843100 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64

Abundance Scan 2763 (19.339 min): BM018480.D (-2757) (-) m/z 43.10 100.00%

a8 73

5000

185 241

284 19.00 19.20 19.40 19.60

m/z 73.05 95.15%

ol 324350 401429 461 498

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #108843: Octadecanoic acid
43 73

5000
19.00 19.20 19.40 19.60

m/z 41.10 80.20%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester

43
73 19.00 19.20 19.40 19.60
5000 o84 m/z 55.10 78.88%
129
8 185213241
0 ‘ 157 311 372
R

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75072: Tetradecanoic acid

19.00 19.20 19.40 19.60
m/z 60.00 78.51%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00 19.20 19.40 19.60

8270-BM010919.M Fri Jan 11 14:12:49 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 9,15-Octadecadienoic acid, ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

19.51 12.42 ng 6197790 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.15-Octadecadienoic acid. methy... 294 C19H3402 017309-05-6 95
2 11.14-Eicosadienoic acid. methvl... 322 C21H3802 002463-02-7 95
3 9.11-Octadecadienoic acid. methv... 294 C19H3402 013038-47-6 95
4 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 90
5 Oxiraneoctanoic acid, 3-octyl-, ... 312 C19H3603 006084-76-0 86

Abundance Scan 2792 (19.510 min): BM018480.D (-2788) (-) m/z 67.10 100.00%

g7
5000 41
294

23150 19.20 19.40 19.60 19.80
178 220 263 . . . .
320345 387417 476 512 m/z 81.10 71_87%

0!

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #114395: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
a1 97
5000 95

19.20 19.40 19.60 19.80
m/z 95.10 56.22%

23150 294
| Illl b 1178 220 2(?3 |

o e UM
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129033: 11,14-Eicosadienoic acid, methyl ester
a9
19.20 19.40 19.60 19.80
5000 95 m/z 79.10 43.43%
23
0 F¢|}§0178 291 322
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #114391: 9,11-Octadecadienoic acid, methyl ester, (E,E)-
67 19.20 19.40 19.60 19.80

m/z 41.10 43 .35%

5000
41

i

15h
Ot
m/z--> 0 50

19.20 19.40 19.60 19.80

8270-BM010919.M Fri Jan 11 14:12:49 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Bicyclo[10.1.0]tridec-1-ene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.00 8.60 ng 4290510 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol10.1.01tridec-1-ene 178 C13H22 054766-91-5 74
2 (7R.8S)-cis-anti-cis-7.8-Epoxvtr... 178 C12H180 073285-35-5 70
3 4-Tetradecvne 194 C14H26 060212-33-1 52
4 1-Methvl-2-methvlenecvclohexane 110 C8H14 002808-75-5 49
5 1-Propanone, 1-(4-cycloocten-1-yl)- 166 C11H180 054703-58-1 46
Abundance Scan 2875 (19.998 min): BM018480.D (-2873) (-) m/z 67.10 100.00%
7
41
5000
NN R B
77205 235 19.60 19.80 20.00 20.20 20.40
Ob—rlk; 282 329 369 415444 484 n/z 81.10 73220
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #41337: Bicyclo[10.1.0]tridec-1-ene
41 g7
5000 UV
19,60 19.80 20.00 20.20 20.40
121 m/z 79.10 68.64%
149 178
0t h' I""I”"I"”I"'W""I”"I"”I""P
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #41301: (7R,8S)-cis-anti-cis-7,8-Epoxytricyclo[7.3.0.0(2,6...
67
" 1960 19.80 20.00 20.20 20.40
5000 m/z 41.10 64 .60%
O'LJJ' I""P'"I'”'I'"W""I”"I"”I'
m/z--> 50 150 200 250 300 350 400 450
Abundance #52055: 4-Tetradecyne e o
67 19.60 19.80 20.00 20.20 20.40
m/z 55.10 54 _.38%
41
5000 95
123
m/z--> 50 100 150 200 250 300 350 400 450 19,60 19.80 20.00 20.20 20.40

8270-BM010919.M Fri Jan 11 14:12:50 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 22-Tricosenoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.13 9.30 ng 4644340 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 22-Tricosenoic acid 352 C23H4402 065119-95-1 58
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 50
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 47
4 15-Tetracosenoic acid. methvl es... 380 C25H4802 002733-88-2 47
5 Hexadecanedinitrile 248 C16H28N2 006812-44-8 45
Abundance Scan 2897 (20.127 min): BM018480.D (-2894) (-) m/z 55.10 100.00%
55
83
5000
11
292 NN S
139 208 250
167 19.80 20.00 20.20 20.40
oL A1 P O O TR Ry o (R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #142078: 22-Tricosenoic acid
55
83
5000 NN RS
111 19.80 20.00 20.20 20.40
334 m/z 41.10 59.45Y%
29 139
o ] 167194222250 292
m/z--> éo 100 150 200 250 300 350 400 450 500
Abundance #115441: 15-Octadecenoic acid, methyl ester
5
19,80 20.00 20.20 20.40
5000 m/z 83.10 56.47%
29 264
oL+
m/z--> éo 100 150 200 250 300 350 400 450 500
Abundance #115462: 11-Octadecenoic acid, methyl ester, (2)- R AEmEEEE L

19.80 20.00 20.20 20.40
m/z 74.10 56 .35%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 19.80 20.00 20.20 20.40

8270-BM010919.M Fri Jan 11 14:12:50 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Eicosanoic acid, methyl ester Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
20.24 9.38 ng 4682480 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 97
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 97
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 95
4 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 90
5 Octadecanoic acid, methyl ester 298 C19H3802 000112-61-8 87
Abundance Scan 2916 (20.239 min): BM018480.D (-2912) (-) m/z 74.05 100.00%

74
5000

283 20.00 20.20 20.40 20.60
255 326
o 359 401428454 504 m/z 87.00 78 . 49%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #130939: Eicosanoic acid, methyl ester
4
5000

20.00 20.20 20.40 20.60

143 326 m/z 43.10 46 .43%
0 171199227 255 283
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #108886: Hexadecanoic acid, 15-methyl-, methyl ester
74
b RREmE EE e
20.00 20.20 20.40 20.60
5000 m/z 55.10 32.84%
43
143 284
241
101 185
o,..J.‘.,MJ.L..&.;.A.t.. S O N,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #108874: Heptadecanoic acid, methy! ester b RREmE EE e
74 20.00 20.20 20.40 20.60
m/z 41.10 30.04%
5000
43
143
|l P amsyg2e 28
o A SE R T VANV S = M MM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20 00 20 20 20. 40 20 60

8270-BM010919.M Fri Jan 11 14:12:51 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Docosanoic acid, methyl ester Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
21.19 6.30 ng 3143020 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 99
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 93
3 Octadecanoic acid. methvl ester 298 C19H3802 000112-61-8 87
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 72
5 Heneicosanoic acid, methyl ester 340 C22H4402 006064-90-0 72
Abundance Scan 3078 (21.192 min): BM018480.D (-3074) (-) m/z 74.05 100.00%

5000
143 A

199, 255, 311 354 20.80 21.00 21.20 21.40 21.60
o 171777 22759°283 386 430 469497528 n/z 87.05 80020

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #142870: Docosanoic acid, methyl ester

5000
20.80 21.00 21.20 21.40 21.60

m/z 43.10 48.98%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #108874: Heptadecanoic acid, methyl ester
74
R e EERE RS R a
20.80 21.00 21.20 21.40 21.60
5000 m/z 55.10 33.20%
43

143
241 284
E | 101 185,13 L

\J‘L \.
o L e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #116666: Octadecanoic acid, methy! ester A B R e

74 20.80 21.00 21.20 21.40 21.60

m/z 57.10 29.02%
5000
43
143
9 255 298
ol 15, 1yt 171 227 |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 20 80 21. OO 21. 20 21. 40 21. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Decane, 1-bromo-2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
21.94 7.54 ng 3765670 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 1-bromo-2-methvl- 234 C11H23Br 127839-47-8 56
2 9-Methvl-Z-10-tetradecen-1-ol ac... 268 C17H3202 1000130-99-4 53
3 Hexatriacontane 507 C36H74 000630-06-8 50
4 Heneicosane 296 C21H44 000629-94-7 46
5 Docosane, 9-butyl- 366 C26H54 055282-14-9 46
Abundance Scan 3205 (21.939 min): BM018480.D (-3201) (-) m/z 57.10 100.00%
57
5000
183 291 264 21.60 21.80 22.00 22.20
o 309341 384415 450 490 534 m/z 43.10 85 . 04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78280: Decane, 1-bromo-2-methyl-
57
5000 85 LAV N U
21.60 21.80 22.00 22.20
29 l 149 m/z 71.10 70.56%
0 ‘ [13 ,“|177 234
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #99342: 9-Methyl-Z-10-tetradecen-1-ol acetate
48
21.60 21.80 22.00 22.20
5000 81 m/z 55.10 63.67%
11
o L | 250 183211239065
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #169089: Hexatriacontane R ABma RS
21.60 21.80 22.00 22.20
m/z 85.10 54 _37%
5000

13141169197225253281309337 379 421449477506
g I I I I
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 21.60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM010919\
Data File : BM018480.D

Aca On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 9
R.T. EstConc Area Relative to ISTD R.T.
22.63 13.71 ng 4179340 Perylene-di12 23.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
2 N.N-Dimethvl-2-butoxvethvlamine 145 C8H19NO 071126-58-4 72
3 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
4 2-Propanamine. N-methvl-1-T4-I3-... 290 C18H30N20 126002-12-8 64
5 Tetradonium Bromide 335 C17H38BrN 001119-97-7 64
Abundance Scan 3323 (22.633 min): BM018480.D (-3318) (-) m/z 58.10 100.00%
58
5000 /\\J\
o
157 22.40 22.60 22.80 23.00
Ol gy 0 1291 185213 267 320 300 407437 476504 546 | 7, 72,10  7.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19735: 3-(Dimethylamino)propyl isothiocyanate
58
5000 IR SRR AR AR
2240 22.60 22.80 23.00
m/z 41.10 7.57%
ol | 144
m/z--> 0 50 160 150 200 250 300 350 400 450 500 550
Abundance #20552: N,N-Dimethyl-2-butoxyethylamine
58
2040 22,60 22.80 23.00
5000 m/z 55.10 7.56%
oL 30 | 88 145 wkuﬁﬁj\MJVM/\umewde\wmn
m/z--> 0 50 100 1%0 200 250 300 350 400 450 500 550
Abundance #27829: N,N-Dimethyloctylamine R B e e
58 22.40 22.60 22.80 23.00
m/z 157.10 7.37%
5000 uﬁwqﬂwwwwwwa/\km&va&hANMWN
0 29 | ge 128%°7
m/z--> 0 55 100 150 200 250 300 350 400 450 500 550 2240 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM010919\
Data File : BM018480.D

Acq On : 09 Jan 2019 19:30

Operator : JU/SJ

Sample : K1006-17 2X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .30 7.30 36.2 ng 6103160 1 7.76 3374970 20.0
Tridecane 11.96 7.5 ng 1807510 2 10.55 4801270 20.0
Tetradecane 13.21 6.0 ng 2062070 3 14.41 6864720 20.0
Pentadecane 14.29 6.8 ng 2351140 3 14.41 6864720 20.0
Hexadecane 15.25 7.1 ng 2443260 3 14.41 6864720 20.0
Heptadecane 16.11 8.3 ng 3570270 4 17.16 8619360 20.0
Hexadecanoic acid... 17.83 126.8 ng 54638400 4 17.16 8619360 20.0
n-Hexadecanoic acid 18.06 25.7 ng 11064500 4 17.16 8619360 20.0
8,11-Octadecadien... 18.99 402.4 ng 173430000 4 17.16 8619360 20.0
9-Octadecenoic ac... 19.02 406.7 ng 175294000 4 17.16 8619360 20.0
Octadecanoic acid... 19.14 58.2 ng 25069900 4 17.16 8619360 20.0
Octadecanoic acid 19.34 23.7 ng 11843100 5 21.36 9982840 20.0
9,15-Octadecadien... 19.51 12.4 ng 6197790 5 21.36 9982840 20.0
Bicyclo[10.1.0]tr... 20.00 8.6 ng 4290510 5 21.36 9982840 20.0
22-Tricosenoic acid 20.13 9.3 ng 4644340 5 21.36 9982840 20.0
Eicosanoic acid, ... 20.24 9.4 ng 4682480 5 21.36 9982840 20.0
Docosanoic acid, ... 21.19 6.3 ng 3143020 5 21.36 9982840 20.0
Decane, l1-bromo-2... 21.94 7.5 ng 3765670 5 21.36 9982840 20.0
3-(Dimethylamino) ... 22.63 13.7 ng 4179340 6 23.65 6096490 20.0
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