LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.248 491 495 505 rVB 577094 606802 4.67% 0.885%
2 5.643 557 562 565 rBvY 3286604 2947990 22.71%  4.299%%
3 6.631 726 730 742 rVB 3242263 3216258 24.78%  4.690%
4 6.790 752 757 760 rBvV 3583264 3122967 24.06%  4.554%
5 7.019 793 796 800 rVB 1969106 1744428 13.44% 2.544%
6 7.178 819 823 826 rBvV 2859116 2374222 18.29% 3.462%
7 7.578 887 891 894 rBV 2302633 2009413 15.48% 2.930%
8 8.307 1011 1015 1018 rBVY 2557212 2195083 16.91% 3.201%
9 9.378 1193 1197 1200 rBV 4216756 3496670 26.94% 5.099%
10 9.772 1260 1264 1268 rBV 293031 264870 2.04% 0.386%

11 10.072 1309 1315 1319 rBV 2620195 2292706 17.66% 3.343%
12 10.483 1381 1385 1387 rBV 242203 212560 1.64% 0.310%
13 10.701 1418 1422 1425 rBV 158427 184162 1.42% 0.269%
14 10.860 1446 1449 1453 rBV 1728290 1696307 13.07% 2.474%
15 10.960 1463 1466 1471 rBV 372396 481547 3.71% 0.702%

16 11.407 1539 1542 1545 rBV 446465 340917 2.63% 0.497%
17 11.436 1545 1547 1554 rVB 217266 245856 1.89% 0.359%
18 11.572 1566 1570 1572 rBV 2020797 1911145 14.72% 2.787%
19 11.589 1572 1573 1577 rVB 209132 163541 1.26% 0.238%
20 11.836 1612 1615 1618 rVB 418652 306080 2.36% 0.446%

21 11.942 1629 1633 1636 rVB 4087693 3455228 26.62% 5.039%
22 12.072 1652 1655 1658 rBV 248200 247249 1.90% 0.361%
23 12.248 1681 1685 1692 rVB 312532 346900 2.67% 0.506%
24 12.636 1746 1751 1753 rBV 11422158 12981057 100.00% 18.929%
25 12.660 1753 1755 1761 rVV2 11380973 9805373 75.54% 14.299%

26 12.736 1765 1768 1772 rVV 2667211 2143631 16.51% 3.126%
27 12.789 1774 1777 1781 rVvV 434654 387629 2.99% 0.565%
28 12.971 1805 1808 1811 rBV2 199342 203203 1.57% 0.296%
29 13.024 1812 1817 1822 rVB2 382733 577442 4._.45% 0.842%
30 13.160 1836 1840 1843 rBV 3068809 2633345 20.29% 3.840%

31 13.301 1862 1864 1866 rBV 335746 293457 2.26% 0.428%
32 13.466 1889 1892 1895 rBV2 330595 287270 2.21% 0.419%
33 13.548 1903 1906 1908 rBV2 127925 145750 1.12% 0.213%
34 13.577 1908 1911 1915 rVB2 364645 339480 2.62% 0.495%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.901 1962 1966 1968 rBV2 244606 301471 2.32% 0.440%

36 14.071 1992 1995 2003 rBV7 131661 220755 1.70% 0.322%
37 14.136 2004 2006 2009 rVB 240094 194190 1.50% 0.283%
38 14.230 2017 2022 2025 rBV 2068131 2148704 16.55% 3.133%
39 14.254 2025 2026 2033 rVB 208618 163058 1.26% 0.238%
40 15.807 2286 2290 2297 rVB 1327948 1887375 14.54% 2.752%

Sum of corrected areas: 68576091
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF081318\

BF108114.D

13 Aug 2018 14:22

JussJ

J4272-13 2X

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BF108114.D

5.64

5.25

0=
Time-->

T 1
5.00 5.50

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BF108114.D

9.38

8.31 10.07

10.4810.70 [L0:96 59 11.84 12 012.25

0 :
Time-->

T
13.00

11.50

12.00

T
12.50

T T T
10.00 10.50 11.00

Abundance

1e+07

8000000

6000000

4000000

2000000

0

TIC: BF108114.D

14.23
15.81

T
Time--> 13.50

T T
18.00

16.00

16.50

T T
17.00 17.50

L T
14.50 15.00

T
15.50

T L
14.00 18.50

8270-BF080818.

M Tue Aug 14 18:25:02 2018 Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.25 6.96 ng 606802 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 495 (5.248 min): BF108114.D (-491) (-) m/z 43.05 100.00%
43
5000 %9
101 RN USRS LS IR S
5.00 5.20 5.40 5.60
O S0l S8 e0 8 | “m/z 59.10  51.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR LS UL I A
59 500 520 540 5.0
m/z 58.10 15.70%
15 31 101
o 25,7 37, 53, 83 ,
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59
500 520 540 560
5000 m/z 101.10 14 .51%
41
‘\‘\ | \‘\ 53‘\\\ 73 86 ‘
e S S UL SULIULS SURI L IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- A B R R
59 5.00 5.20 5.40 5.60
m/z 41.05 8.78%
5000
a1 101
15 31 53 69 83
0"'l“"|“'“N“'“Jmh'l“w“i“'“l“"lﬁ"|'“'l'“'l' IR R SRR R S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.79 Concentration Rank 4

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

6.79 35.81 ng 3122970 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 757 (6.790 min): BF108114.D (-752) (-) m/z 132.00 100.00%
5000 68
96 SRS AR R
40 54 J 6.40 6.60 6.80 7.00 7.20
o Jrer lapsus o "m/z 68.10  44.35%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RN R AN LS R
6.40 6.60 6.80 7.00 7.20
31 51 78 m/z 134.00 34 .06%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
6.40 660 680 7.00 7.20
5000 m/z 66.10 28.91%
33 aa o 105
Ll % | lu |
miz--> B e 8o 160 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e ERE Ry
57 132 6.40 6.60 6.80 7.00 7.20
24 m/z 69.10 17.66%
5000 og 0
o -‘-“‘. ,’{*%,Iqu\,y 18189 S| |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.96 5.04 ng 481547 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Hexadecane, 7-methyl- 240 C17H36 026730-20-1 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 1466 (10.960 min): BF108114.D (-1463) (-) m/z 57.10 100.00%
57
43
5000
%9 10.60 10,80 11,00 11.20
113127
o 141154167 182 197 215 240 n/z 43.10 25 66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94344: Heptadecane
g7
43 71
5000 85 UM VAR B
10,60 10.80 11.00 11.20
m/z 71.05 57.67%
29 9 113127
L5 ] I ) % 18127141155 169183 17211 240
m/z--> 20 40 60 80 100 120 150 1éo 1éo 200 220 240
Abundance #94353: Hexadecane, 7-methyl-
57
1 AU SRR SUGE I
23 10.60 10.80 11.00 11.20
5000 m/z 85.10 34.27%
85
112 1
0 ‘Hmﬁ”\mmhmmmmmm
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240
Abundance #48835: Tridecane T e
43 57 10.60 10.80 11.00 11.20
m/z 41.10 32.57%
71
5000
85
29
oL 15 ‘\ bl %9 113 127 141 155 184
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.41 3.57 ng 340917 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 83
Abundance Scan 1543 (11.413 min): BF108114.D (-1539) (-) m/z 57.10 100.00%
g7
43
5000 s LV
85
99 0 1120 1140 1160 11.80
3197 11.00 11.20 11.40 11.60 11.80
ot NPT 167182196 22 gma Sl B SN
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105886: Octadecane
57

43 | 11 L

11.00 11.20 11.40 11.60 11.80
m/z 71.10 53.36%

5000

99
113127141 155169183197011905 254

04
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57
43 |||||||||I||||I||||I||
7n 11.00 11.20 11.40 11.60 11.80
5000 m/z 85.10  38.46%
85
29 0
o | | | % 113127141155160183197211225239253 282
SN Y Y Y i o e 2 LS S LR
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83024: Hexadecane L Lo L
43 57 11.00 11.20 11.40 11.60 11.80
m/z 41.10 29.23%
7
5000
85
29
. \‘ IB %9113127141155169183 226
MY Y S oo o2 R S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Heptacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.44 2.57 ng 245856 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Heptadecane 240 C17H36 000629-78-7 86
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
4 Hexacosane 366 C26H54 000630-01-3 78
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 72
Abundance Scan 1548 (11.442 min): BF108114.D (-1545) (-) m/z 57.10 100.00%
g7
5000 85
|| 113 ot 11,20 11,40 11.60 11.80
141 : : : :
ol b d L L UZPI60 [ 24288 Thn/z 71.10  64.62%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
g7
5000 R SR B SO B
85 11.20 11.40 11.60 11.80
m/z 43.10 44 _26%
o 29| | 4118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
11,20 11.40 11.60 11.80
5000 g5 m/z 85.10 41 _.09%
29
m/z--> 50 100 150 200 250 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- A R e s S e
57 11.20 11.40 11.60 11.80
m/z 41.10 26 .99%
5000 g5
29\ 113
oL Ll T 18 on ass om
m/z--> 50 100 150 200 250 300 350 11.20 1140 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Tridecane, 6-propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.84 3.20 ng 306080 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 6-propyl- 226 C16H34 055045-10-8 93
2 Hexadecane 226 C16H34 000544-76-3 90
3 Pentadecane 212 C15H32 000629-62-9 86
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 81
Abundance Scan 1616 (11.842 min): BF108114.D (-1612) (-) m/z 57.05 100.00%
57
43
71
e M\A/\M\J\\A
99 11,60 11.80 12.00 12.20
113127
O el 141157 183197211 233 268 n/z  43.10 68 00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83030: Tridecane, 6-propyl-
43 57
T MM
5000 85
11.60 11.80 12.00 12.20
m/z 71.10 58.89%
‘ 99 1131 183
Ol ..":.,'a-...l-,..-..,.'I..?“.l..h. ECE A R—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83025: Hexadecane
43 5’ §
11.60 11.80 12.00 12.20
5000 1 m/z 85.10 39.18%
85
29
o ‘ ‘ L 4 w 99113127141155169183197 226
m/z--> 20 45 60 80 160 120 140 160 180 200 220 240 260
Abundance #71393: Pentadecane R B m B T S
57 11.60 11.80 12.00 12.20
43 m/z 41.10 30.01%
71
5000 85
29 99
0 15 \‘ ‘ \ \‘ i ‘ 113127141155169183 212
m/z--> 20 45 60 80 100 150 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.94 36.16 ng 3455230 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
Abundance Scan 1633 (11.942 min): BF108114.D (-1629) (-) m/z 74.10 100.00%
7
5000 43
Tl Lo e 221 o0 a0 1200 a0
171185199 241 270 . . . .
0 ,....,....||,.... Mo 1150 | 15717AI0919918 | 241086210085 7287 05 73.72%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119408: Hexadecanoic acid, methyl ester
7%
5000 SRR SV AN SRR
43 11.60 11.80 12.00 12.20
143 m/z 43.10 40.78%
LTl o Csnnagsisonszran o
miz-> % 40 60 80 100 130 140 160 180 200 230 250 260 250
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74
1160 11,80 12,00 12.20
5000 43 m/z 55.10 32.39%

J o7 1291?3157171185199213227241 270

0 .‘... Tt .... H e e e e
m/z--> 2I0 4I0 6I0 8I0 l(I)O léO léIlO 160 180 200 220 240 ZéO ZéO
Abundance #95860: Methy! tetradecanoate R Eaamanieee e
74 11.60 11.80 12.00 12.20
m/z 41.10 29.54%
5000
43

29 || 57
| 8 111 129143157171185199213 242

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. OO 12 20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.07 2.59 ng 247249 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 78
3 Octadecanoic acid 284 C18H3602 000057-11-4 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 43

Abundance Scan 1655 (12.072 min): BF108114.D (-1652) (-) m/z 43.10 100.00%

60

:

5000
143157171 213 097241256 274 900 11.80 12.00 12.20 12.40
0 m/z 60.00 75.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43
5000 129 T T T T T T T T T

T T T T
11.80 12.00 12.20 12.40

83
m/z 73.00 74.27%
213
143157171185199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
s
43 57
11.80 12.00 12.20 12.40
5000 - 129 m/z 57.10 71.13%
‘ 143157 214
ok bl A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid o et S et
43 57 738 11.80 12.00 12.20 12.40
m/z 55.10 68.82%
5000 129

N
[e¢]
S

14357171

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

T T T T
11.80 12.00 12.20 12.40

8270-BF080818.M Tue Aug 14 18:25:11 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.25 3.63 ng 346900 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Pentadecane 212 C15H32 000629-62-9 87
4 Eicosane 282 C20H42 000112-95-8 86
5 Undecane, 3-methyl- 170 C12H26 001002-43-3 86
Abundance Scan 1685 (12.248 min): BF108114.D (-1681) (-) m/z 57.10 100.00%
57
5000 85
3 113 12.00 12.20 12.40 12.60
0 ...,....-,...I,..'..,'...:-l,..a.,.-..l.‘,‘.l..lﬁf?. 181201219 243 264262 | m/z 43.10 70.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
57
5000 85
12.00 12.20 12.40 12.60
29 m/z 71.10 54_17%
ol I [ ) 13 141 169 197 225 253 281 300 338
m/z--> 25 45 60 85 1601201501é0180200220240260280300320340
Abundance #48835: Tridecane
57
" 12.00 12:20 12.40 12.60
5000 m/z 85.10 38.05%
85
29
0 } ” | 113 141 184
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 180 200 220 240 260 280 300 350 34'10
Abundance #71393: Pentadecane P TR T T
57 12.00 12.20 12.40 12.60
m/z 41.10 27 .78%
5000 85
29
ol ||, 118 141 159 212
m/z--> 25&&&Mmmﬂm&mmmmmmmmmﬁmh 12.00 12.20 12.40 12.60

8270-BF080818.M Tue Aug 14 18:25:12 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.64 135.85 ng 12981100 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
4 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
Abundance Scan 1752 (12.642 min): BF108114.D (-1746) (-) m/z 67.10 100.00%
87 g1
41
5000
135150 263 1240 1260 12.80 13.00
178 294
o — 192206220234 7279 m/z 81.10 83.19%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
81
5000 A AN B SR I
6 12.40 12.60 12.80 13.00
m/z 55.10 72 .35%
U0 135149,64175

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67
41 81 R RN s

12.40 12.60 12.80 13.00
m/z 41.10 58.45%

5000

. 124 150164178 993

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester e e R mE e
6 12.40 12.60 12.80 13.00
m/z 95.10 54 _89%

5000
294

263

124
190164178197 220234048

R

mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 14-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.66 102.61 ng 9805370 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
4 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 98
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 97

Abundance Scan 1755 (12.660 min): BF108114.D (-1753) (-) m/z 55.10 100.00%

5000

|

222 %gmm 12,40 12,60 12.80 13.00

o} m/z 41.10 64 .88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester
5000 LA L L L L LB L B
12. 40 12. 60 12. 80 13. OO
264 m/z 69.10 62.65%
2 PN 180 222
o 152 207236 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester
55
RN Im i e
41 12.40 12.60 12.80 13.00
5000 m/z 74.10 54.88%
264
2
o 138152 180 57222554 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester A e R RE
55 12.40 12.60 12.80 13.00
m/z 83.10 49 _75%
41 74
5000
264
o 2 138152 180 507222534 278 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12.60 12.80 13.00

8270-BF080818.M Tue Aug 14 18:25:14 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.74 22.43 ng 2143630 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
Abundance Scan 1769 (12.742 min): BF108114.D (-1765) (-) m/z 74.10 100.00%
7
5000 43
h T 199 255 1540 1760 12.80 1300
298 - : : -
0 ...,....,....',..|l..,1:-...'~,'..1~.1.?..'..,|....-,.1.7.1. b 22?210 2 T 05 7770
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate A
7%
5000 BRI SUUR SN IS
143 o 298 12.40 12.60 12.80 13.00
199 m/z 43.10 43.10%
9
SN 0 1 1 OV O AP - I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74
12.40 12,60 12.80 13.00
5000 m/z 55.10 32.11%
28 43
‘ 143 255 298
101 199
N 71 - N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131300: Heptadecanoic acid, methy! ester B EE s L e e aa
74 12.40 12.60 12.80 13.00
m/z 41.10 26.71%
5000
43
143
o AL B9 115, [ ysg 185 213 241y55 224 /“LA
m/z--> 20 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00 |
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Bicyclo[10.1.0]tridec-1-ene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.30 2.73 ng 293457 Chrysene-di2 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicyclo[10.1.0]tridec-1-ene 178 C13H22 054766-91-5 89
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 83
3 Methyl 5,11,14-eicosatrienoate 320 C21H3602 1000336-40-2 83
4 Cyclooctene, 4-ethenyl- 136 C10H16 001124-45-4 81
5 Cis-8-methyl-exo-tricyclo[5.2.1.... 150 C11H18 1000215-29-3 76
Abundance Scan 1864 (13.301 min): BF108114.D (-1862) (-) m/z 67.10 100.00%
67
41

5000

13.00 13.20 13.40 13.60
m/z 55.10 69.68%

| 191 219235755 575 204312 335

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #44125: Bicyclo[10.1.0]tridec-1-ene

13.IOO 13.I20 13.I40 13!60
m/z 81.10 68.91%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
4 6/7

13.00 13.20 13.40 13.60
m/z 79.10 65.29%

5000
(o}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #161551: Methyl 5,11,14-eicosatrienoate A REEEEEaSEE
67 13.00 13.20 13.40 13.60
m/z 41.10 64.22%
5000
5
0 54 11, 252271289 320
Eanaara R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Eicosanoic acid, methyl ester Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.47 2.67 ng 287270 Chrysene-d12 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97
2 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 96
3 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 95
4 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 93
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91

Abundance Scan 1893 (13.471 min): BF108114.D (-1889) (-) m/z 74.05 100.00%
5000
13.20 13.40 13.60 13.80
o’ m/z 87.10 80.06%
m/z--> 50 100 150 200 250 300 350
Abundance #166219: Eicosanoic acid, methyl ester
5000 —v—v—v—rv—v—rv—rv—rv—v—rv—v—v—v—rv—v—rrw
13.20 13.40 13.60 13.80
43 143 326 m/z 43.10 48.16%
283
ol15 ,l| IlI., al2ius, | a7 199 227 255 7T |
m/z--> 50 100 150 200 250 300 350
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74
13.20 13.40 13.60 13.80
5000 m/z 55.10 33.25%
43
143 284
97 241
o4 l .“‘- Walyass, | 16778 213 ) 26| |
m/z--> 50 100 150 200 250 300 350
Abundance #131300: Heptadecanoic acid, methy! ester N B E e
74 13.20 13.40 13.60 13.80
m/z 57.10 31.19%
5000
43
143 284
o1 J .“‘- ‘L‘\,‘Hf’{l}?‘, L1635 13 2T I
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 unknownl3.58 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.58 3.16 ng 339480 Chrysene-di12 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Bromo-1-heptanol, bromomethyld... 344 C10H22Br20Si 1000376-04-8 16
2 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C10H160 015358-88-0 14
3 1,11-Dibromoundecane 312 C11H22Br2 016696-65-4 12
4 4-Undecene, 6-methyl- 168 C12H24 1000061-85-4 11
5 4-Decene, 6-methyl-, (E)- 154 C11H22 036229-57-9 11
Abundance Scan 1911 (13.577 min): BF108114.D (-1908) (-) m/z 55.10 100.00%
56
5000
97
L T 15120 1340 1360 1380
ol 4 193 I ZBBL 209 304 332355 | nso 43.10  42.14%
m/z--> 50 100 150 200 250 300 350
Abundance #179313: 7-Bromo-1-heptanol, bromomethyldimethylsilyl ether
55 97
5000 UM BJARRR AN UL

13.20 13.40 13.60 13.80
m/z 41.10 41.10%

75
o Ll s u L || 180 217 247
m/z--> 50 100 150 200 250 300 350
Abundance #25367: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a...
55
R R W o
83 13.20 13.40 13.60 13.80
5000 m/z 69.10 33.80%
27
L
oLy o
m/z--> 50 100 150 200 250 300 350
Abundance #153917: 1,11-Dibromoundecane R ma e AR
55 13.20 13.40 13.60 13.80
m/z 97.10 32.85%
50000 o9
97 135
I P
ol L W73 Ly 1 %% | 204 25 314 S ——
m/z--> 50 100 150 200 250 300 350 13. 20 13 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 unknownl13.90 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.90 2.81 ng 301471 Chrysene-di12 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(5H)-Furanone, 4-methyl-5,5-bis... 206 C13H1802 099202-98-9 35
2 Phenol, 2,6-dimethyl-4-nitroso- 151 C8H9NO2 013331-93-6 35
3 3,7,11,Trimethyl-8,10- dodecedie... 266 C17H3002 1000374-10-3 25
4 N"-(2,4,6(1H,3H,5H)-Trioxopyrimi... 319 C12H9N506 1000225-72-5 25
5 Silane, (3,3-dimethylbut-2-yloxy... 208 C12H200Si 1000163-31-6 25
Abundance Scan 1966 (13.901 min): BF108114.D (-1962) (-) m/z 81.00 100.00%
1 151
43
5000
[P P oo 0 0 a0
277 . . . .
o 5/ 30312 40 ' 477 151.10  88.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66035: 2(5H)-Furanone, 4-methyl-5,5-bis(2-methyl-2-propenyl)
95 151
5000 %5 123 R B SRR R
13.60 13.80 14.00 14.20
29 m/z 95.10 70.16%
o v b 178 206
m/z--> 50 100 150 200 250 300 350 400
Abundance #24888: Phenol, 2,6-dimethyl-4-nitroso-
151
13.60 13.80 14.00 14.20
5000 m/z 67.05 59.19%
39
108
o L,ﬁ“\ﬂﬂut O
m/z--> 50 100 150 200 250 300 350 400
Abundance #115779: 3,7,11, Trimethyl-8,10- dodecedienylacetate A REEEEEaSEE
81 13.60 13.80 14.00 14.20
m/z 43.10 52.75%
43
5000
137
0 ,J.nt.fﬁgﬂ.ﬂ., LA — N —
m/z--> 50 100 150 200 250 300 350 400 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Cyclopentadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14 .07 2.05 ng 220755 Chrysene-di12 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 90
2 1-Heneicosanol 312 C21H440 015594-90-8 78
3 Cyclotetracosane 336 C24H48 000297-03-0 60
4 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 56
5 1-Docosanol, methyl ether 340 C23H480 1000333-91-9 50
Abundance Scan 1995 (14.071 min): BF108114.D (-1992) (-) m/z 230.10 100.00%
230
43 o
5000 111
6 13 P | o s a6 13180 14100 1420 1440
obr——ylin m/z 43.10 82 .15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
55
83
5000 LRI BN B UL ISR
11 13.80 14.00 14.20 14.40
29 m/z 57.10 77 .05%
NI
m/z--> s 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
13.80 14.00 14.20 14.40
5000 111 m/z 83.10 73.85%
L L L) 30 167 196 238 266 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #174180: Cyclotetracosane A EEEEE T
55 83 13.80 14.00 14.20 14.40
m/z 69.10 72 .74%
5000 111 336
29
m/z--> 50 100 1%0 260 2éo 360 3%0 400 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108114.D

Acq On : 13 Aug 2018 14:22

Operator : JU/SJ

Sample : J4272-13 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.25 7.0 ng 606802 1 7.02 1744430 20.0
unknown6.79 6.79 35.8 ng 3122970 1 7.02 1744430 20.0
Heptadecane 10.96 5.0 ng 481547 4 11.57 1911150 20.0
Octadecane 11.41 3.6 ng 340917 4 11.57 1911150 20.0
Heptacosane 11.44 2.6 ng 245856 4 11.57 1911150 20.0
Tridecane, 6-propyl- 11.84 3.2 ng 306080 4 11.57 1911150 20.0
Hexadecanoic acid... 11.94 36.2 ng 3455230 4 11.57 1911150 20.0
n-Hexadecanoic acid 12.07 2.6 ng 247249 4 11.57 1911150 20.0
Tetracosane 12.25 3.6 ng 346900 4 11.57 1911150 20.0
9,12-Octadecadien... 12.64 135.8 ng 12981100 4 11.57 1911150 20.0
14-Octadecenoic a... 12.66 102.6 ng 9805370 4 11.57 1911150 20.0
Methyl stearate 12.74 22.4 ng 2143630 4 11.57 1911150 20.0
Bicyclo[10.1.0]tr... 13.30 2.7 ng 293457 5 14.23 2148700 20.0
Eicosanoic acid, ... 13.47 2.7 ng 287270 5 14.23 2148700 20.0
unknownl13.58 13.58 3.2 ng 339480 5 14.23 2148700 20.0
unknown13.90 13.90 2.8 ng 301471 5 14.23 2148700 20.0
Cyclopentadecane 14_.07 2.0 ng 220755 5 14.23 2148700 20.0
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