LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\

Data File : BF113429.D

Acq On : 29 Mar 2019 22:46 Instrument :

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

3?22Ie : K1685-11 2X AU-06.032810.8

ALS Vial : 19 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-BF032519_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 5.310 545 548 573 rBY 869385 1078825 10.98% 2.093%
2 6.345 721 724 742 rBV 1132242 1201810 12.23% 2.331%
3 6.475 742 746 757 rVV 1279814 1207729 12.29% 2.343%
4 6.698 781 784 792 rBVY 815860 749815 7.63% 1.455%
5 6.857 807 811 820 rBV 1076578 925874 9.42% 1.796%
6 7.263 876 880 887 rBY 677608 678722 6.91% 1.317%
7 7.981 999 1002 1005 rBV 998982 943088 9.60% 1.829%
8 8.698 1118 1124 1128 rBvV2 117527 131547 1.34% 0.255%
9 8.792 1137 1140 1150 rVB 118917 128484 1.31% 0.249%
10 9.057 1181 1185 1196 rBV 1633288 1373023 13.97% 2.663%

11 9.328 1226 1231 1239 rBV 226347 281764 2.87% 0.547%
12 9.392 1239 1242 1245 rVV 110750 116661 1.19% 0.226%
13 9.451 1249 1252 1257 rVB2 94671 126806 1.29% 0.246%
14 9.592 1273 1276 1283 rBV 168353 151646 1.54% 0.294%
15 9.733 1294 1300 1303 rBV 1270821 1159651 11.80% 2.250%

16 9.786 1307 1309 1315 rVB 212506 179046 1.82% 0.347%
17 9.939 1331 1335 1338 rBvV 142517 139068 1.42% 0.270%
18 10.275 1389 1392 1399 rVB 291989 325993 3.32% 0.632%
19 10.516 1428 1433 1446 rBV 858789 957069 9.74% 1.857%
20 10.645 1451 1455 1460 rVB2 68808 102588 1.04% 0.199%

21 10.745 1469 1472 1475 rBV 254823 201981 2.06% 0.392%
22 11.110 1531 1534 1542 rVB 96655 128897 1.31% 0.250%
23 11.210 1548 1551 1553 rBV 1297537 1117058 11.37% 2.167%
24 11.233 1553 1555 1560 rVV 1257630 1032994 10.51% 2.004%
25 11.286 1561 1564 1568 rVB 277520 243603 2.48% 0.473%

26 11.445 1587 1591 1594 rBV 96662 109512 1.11% 0.212%
27 11.533 1604 1606 1611 rVB2 304808 250946 2.55% 0.487%
28 11.616 1616 1620 1623 rBV 4932435 4383084 44.60% 8.502%
29 11.710 1633 1636 1639 rBV 136437 131176 1.33% 0.254%
30 11.751 1639 1643 1647 rBV2 419333 512738 5.22% 0.995%

31 11.822 1652 1655 1658 rVvV 300023 327359 3.33% 0.635%
32 11.927 1665 1673 1678 rBV8 102532 192473 1.96% 0.373%
33 12.010 1684 1687 1690 rVB2 133336 136884 1.39% 0.266%
34 12.304 1731 1737 1739 rBV 6672730 9827974 100.00% 19.065%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\

Data File : BF113429.D

Acq On : 29 Mar 2019 22:46 Instrument :

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

a?ggle : K1685-11 2X AU-06.032810.8

ALS Vial : 19 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
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.327 1739 1741 1747 rVB 7223614 8557314 87.07% 16.600%

36 12.404 1750 1754 1756 rBV 2800132 2635654 26.82% 5.113%
37 12.451 1761 1762 1770 rVV5 323721 479133 4._.88% 0.929%
38 12.651 1788 1796 1798 rBV 811230 982137 9.99% 1.905%
39 12.792 1814 1820 1823 rBV 1486981 1427486 14.52% 2.769%
40 12.869 1829 1833 1836 rBV2 67542 113002 1.15% 0.219%

41 12.974 1845 1851 1856 rBVY 265949 394747 4.02% 0.766%
42 13.039 1857 1862 1865 rVV2 422107 483260 4.92% 0.937%
43 13.080 1866 1869 1873 rVB2 98829 118155 1.20% 0.229%
44 13.121 1873 1876 1879 rVB 246572 189681 1.93% 0.368%
45 13.204 1887 1890 1892 rVv2 78558 105536 1.07% 0.205%

46 13.227 1892 1894 1898 rVB3 115095 113873 1.16% 0.221%
47 13.545 1941 1948 1951 rVB4 151026 252237 2.57% 0.489%
48 13.786 1986 1989 1991 rVV 223915 171469 1.74% 0.333%
49 13.839 1993 1998 2001 rVV2 1433374 1756910 17.88% 3.408%
50 13.863 2001 2002 2010 rVB 416994 318768 3.24% 0.618%

51 14.316 2076 2079 2082 rVB3 116878 117292 1.19% 0.228%
52 14.604 2125 2128 2131 rBV 153817 141336 1.44% 0.274%
53 14.674 2137 2140 2143 rBV 176549 158048 1.61% 0.307%
54 14.851 2166 2170 2172 rBV 289257 399397 4._.06% 0.775%
55 14.915 2178 2181 2184 rVB 155592 152296 1.55% 0.295%

56 15.127 2214 2217 2223 rVB 160289 189283 1.93% 0.367%
57 15.186 2223 2227 2231 rVV 259102 321745 3.27% 0.624%

58 15.245 2232 2237 2248 rVB 835367 1268067 12.90% 2.460%
59 15.662 2305 2308 2314 rVB 118203 148325 1.51% 0.288%

Sum of corrected areas: 51551039
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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\BF032919\

AU-06-032819-B

BF113429.D

29 Mar 2019 22:46

JussJ

K1685-11 2X

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF113429.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\

Data File : BF113429.D

Acq On 29 Mar 2019 22:46

Operator : JU/SJ

a?ggle ; K1685-11 2X AU-06.032810.8
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 unknown6.47 Concentration Rank 4

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

6.47 32.21 ng 1207730 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 38
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 16
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 745 (6.469 min): BF113429.D (-742) (-) m/z 132.00 100.00%
32
5000 68
40 % J " 620 640 660 680
54 : : :
| e s N Wiz 68.00 43.24%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000
69 6.20 6.40 6.60 6.80
39 o m/z 134.00 32.78%
8 g 89 103
'yﬁl” U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 o " 620 640 660 680
5000 m/z 66.00 27 .08%
a1 51 8
‘ L H l I
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 16.46%
5000 og 0
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SN N | G —
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\

Data File : BF113429.D

Acq On 29 Mar 2019 22:46

Operator : JU/SJ

a?ggle ; K1685-11 2X AU-06.032810.8
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 3 Naphthalene, 1,6-dimethyl- Concentration Rank 9

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

9.33 4.86 ng 281764 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 64
2 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 64
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 64
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 60
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 60

Abundance Scan 1231 (9.328 min): BF113429.D (-1226) (-) m/z 73.90 100.00%
55 P g 156
41 141
5000 111
% 128 9.00 9.20 9.40 9.60
m/z 55.00 81.87%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28500: Naphthalene, 1,6-dimethyl-

1%6

141

5000

9.00 9.20 9.40 9.60
m/z 156.00 78 .70%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #28472: Naphthalene, 2,6-dimethyl-
156
141
9.00 9.20 9.40 9.60
5000 m/z 87.00 77.58%
77 115 128
51 63
AN Al Y . NS MY 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28474: Naphthalene, 1,7-dimethyl-
1417 156 9.00 9.20 9.40 9.60
m/z 40.95 55.16%
5000
115
63 77 128
S Z bl 2 A2 L L e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\

Data File : BF113429.D

Acq On 29 Mar 2019 22:46

Operator : JU/SJ

a?ggle ; K1685-11 2X AU-06.032810.8
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Undecanoic acid, 10-methyl-... Concentration Rank 14

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

9.79 3.09 ng 179046 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid, 10-methyl-, met... 214 C13H2602 005129-56-6 94
2 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 91
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 83
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 80
5 Nonanoic acid, methyl ester 172 C10H2002 001731-84-6 70

Abundance Scan 1310 (9.792 min): BF113429.D (-1307) (-) 74.00 100.00%
Mol
5000
43 5 171
| 101 115 129 1T3 157 | I1£|;3 214 9.40 9.60 9.80 10.00 10.20

...,....||....'||.'.'..,.!.'.,'.'.'.",.II.“.|.'...'|....|.l.'..|...'.|.... m/z 86.90 80.84Y%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72721: Undecanoic acid, 10-methyl-, methyl ester
4
87
5000

9.40 9.60 9.80 10.00 10.20
55 143 71 m/z 55.00 27.28%
i) 39005120 | am | 188 g9 214

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #72688: Dodecanoic acid, methyl ester
74
g7 L AR R.
9.40 9.60 9.80 10.00 10.20
5000 m/z 42.95 25.51%
a3 % 143
29 ‘ ‘ 101 115 129 71183
R 20T 0wl B

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84485: Tridecanoic acid, methyl ester R R
74 9.40 9.60 9.80 10.00 10.20

m/z 41.00 17.57%
87
5000 43
55
143
U] 101195129 71" 457 477 189197 228

s B e LA Bam O e e R A EE I S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9. 40 9.60 9. 80 10. OO 10. 20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032919\

Library Search Compound Report

BF113429.D

29 Mar 2019 22:46

JussJ

K1685-11 2X

19 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R.T. EstConc Area Relative to ISTD R.T.
10.75 3.62ng 201981  Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Methyl tetradecanoate 242 C15H3002 000124-10-7 94

5 Methyl tetradecanoate

2 Tridecanoic acid, 12-methyl-, me... 242 C15H3002

Concentration Rank 12

005129-58-8 86

AU-06-032819-B

3 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 86
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 80
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 80
Abundance Scan 1473 (10.751 min): BF113429.D (-1469) (-) m/z 73.95 100.00%
7%
87
5000
43
‘ 5r 143 19
101,.-129 | 15744 185 10.40 10.60 10.80 11.00
115 171 242
...,....,|....“,..'.~. ':.l..'-,'....,..'..,....,....,....|-...-.,....,... m/z 87.00 74.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95863: Methyl tetradecanoate
7%
87
5000 |||||||||||||||||||
10.40 10.60 10.80 11.00
‘ m/z 43.00 28.83%
101 199213
nl u.:..-,u..1.1.5.1.2.9.,I...l??l.?.l.l??..l....,...?ﬁ‘?..
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance #95898. Tridecanoic acid, 12-methyl-, methyl ester
74
e
87 10.40 10.60 10.80 11.00
5000 m/z 55.00 22.83%
199
143
‘M L) 191115129 | 157471185 | 211 242
”.“.”,”.w.” R i e e AR aa
m/z--> 20 80 100 120 140 160 180 200 220 240
Abundance #72688. Dodecanoic acid, methyl ester s S
74 10.40 10.60 10.80 11.00
g7 m/z 40.95 21.09%
5000
43 90
20 ‘ ‘ 101 115 129 171183
s o e S e e W e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\

Data File : BF113429.D

Acq On 29 Mar 2019 22:46

Operator : JU/SJ

a?ggle ; K1685-11 2X AU-06.032810.8
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 9-Hexadecenoic acid, methyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.53 4.49 ng 250946 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 81
2 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 49
3 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 49
4 Cyclopentadecanone, 2-hydroxy- 240 C15H2802 004727-18-8 46
5 Palmitoleic acid 254 C16H3002 000373-49-9 45
Abundance Scan 1605 (11.527 min): BF113429.D (-1604) (-) m/z 55.00 100.00%

5000

-

111124138152 179194, 237 11.20 11.40 11.60 11.80

m/z 41.00 67.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-

-

5000
11.20 11.40 11.60 11.80

m/z 69.00 66 .28%

Ul 57182 94 236

1
165179 268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105682: Hexadecenoic acid, Z-11-
41 5

-

11.20 11.40 11.60 11.80
m/z 73.95 51.69%

5000
97

m
124138152165179192 218 236 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105678: cis-9-Hexadecenoic acid e A
55 11.20 11.40 11.60 11.80

m/z 43.00 45_.42%

69

41

5000 97

1
124138152165179194 918 236 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\

Data File : BF113429.D

Acq On 29 Mar 2019 22:46

Operator : JU/SJ

a?ggle ; K1685-11 2X AU-06.032810.8
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.62 78.48 ng 4383080 Phenanthrene-d10 11.21
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 96
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1621 (11.622 min): BF113429.D (-1616) (-) m/z 74.00 100.00%
7
87
5000
43
129 | 1617118519950 11140 1160 11180 1260
101115 171185199 241 270 - - - -
”.“”.l”hpm.ﬁhhhmn.hwl}ﬁ(”..“.“?ﬁJhAn”.“m., m/z 87.00 77.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 L IR BN SURRN BN
43 11.40 11.60 11.80 12.00
143 m/z 43.00 31.01%
h N 101475129 | 157171185199213227241 270
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74
87 11,40 11,60 11.80 12.00
5000 43 m/z 55.00 25.05%

| J \“ 101715129 ‘3157171185199213227241 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84483: Tridecanoic acid, methyl ester

74 11.40 11.60 11.80 12.00

g7 m/z 41.00 21.67%
5000
43
w5 | T ] e | e 199 22
,,,,,,, T e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\

Data File : BF113429.D

Acq On 29 Mar 2019 22:46

Operator : JU/SJ

a?ggle ; K1685-11 2X AU-06.032810.8
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Phenanthrene, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.71 2.35 ng 131176 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 94
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
Abundance Scan 1636 (11.710 min): BF113429.D (-1633) (-) m/z 192.00 100.00%
192
5000
30 50 63 82 105115126 139150 1?5176 208 11.40 11,60 11.80 1200 _
v e e el Wl m/z 191.00 58.00%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #54743: Phenanthrene, 2-methyl-
192
5000

11.40 11.60 11.80 12.00
m/z 188.95  32.62%

27 39 51 63 82 94 115196 139 152 | 176

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

Abundance #54752: Phenanthrene, 1-methyl-
192
11.40 11.60 11.80 12.00
5000 m/z 193.00 18.23%
165
28 39 51 63 B h 115126 139 152 | 176 ||
B Bt B B e M KL R/ B o L o s S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54739: Anthracene, 1-methyl-
192 11.40 11.60 11.80 12.00
m/z 190.00 16.54%
5000
165
44 63 74 86 9 115126 139 152 ‘w 176 |||
L B B B S B o o B o o B B
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00

8270-BF032519.M Mon Apr 01 09:26:40 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\

Data File : BF113429.D

Acq On 29 Mar 2019 22:46

Operator : JU/SJ

a?ggle ; K1685-11 2X AU-06.032810.8
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 6
R.T. EstConc Area Relative to ISTD R.T.
11.75 9.18 ng 512738 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1643 (11.751 min): BF113429.D (-1639) (-) m/z 72.90 100.00%
4 60 73
5000 129
97 213 e N S R S -
115 | 5157171 192 097 256 1140 1160 11.80 12.00
m/z 42.95 90.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
A
5000 129 LN UL UL BULLULE SR I
11.40 11.60 11.80 12.00
m/z 60.00 84 .09%
TJJ 143157171185199213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73
43
11.40 11.60 11.80 12.00
5000 129 m/z 56.95 74 .98%
29 . 185 228
01115 | 143..5171
r I‘I‘I I\I‘I\I 1 T 1 I?TI I:J-HI\I |‘i“= | v - | ‘: : :|I-|5‘7|‘i‘| : |“| Illgwgllzel'? T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 66.77%
5000 129
29
199
‘ 143157171185 242
ELEI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\

Data File : BF113429.D

Acq On 29 Mar 2019 22:46

Operator : JU/SJ

a?ggle ; K1685-11 2X AU-06.032810.8
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.82 5.86 ng 327359 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 81
2 6H-Cyclobuta[ jk]phenanthrene 190 C15H10 083469-43-6 59
3 2,2°-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 38
4 2,6-Dichlorobenzaldoxime 189 C7H5CI2NO 025185-95-9 25
5 Hydrazinecarboxaldehyde, 2-[3-(m... 190 C4H6N40S2 038362-25-3 14

Abundance Scan 1655 (11.822 min): BF113429.D (-1652) (-) m/z 189.95 100.00%
190
5000
94 e M
63 81 163 11.60 11.80 12.00 12.20
e 50 l 3 127139150 ) 176 I 203 | "7z 189.00  94.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 11.60 11.80 12.00 12.20
m/z 191.00 31.67%
27 3950 63 8L || 110122 137 150 163 178
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
11.60 11.80 12.00 12.20
m/z 192.00 31.54%
5000
94
"'I""I""I""?%"LI""I""I""qu"l'l"l""l
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52770: 2,2'-Bis(4,5-dimethylimidazole) Pt e
189 11.60 11.80 12.00 12.20
m/z 94.40 24 _35%
5000
42 122 175
1 27 | 53 66 g0 95107 | 13 181627 |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20

8270-BF032519.M Mon Apr 01 09:26:42 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\
Data File : BF113429.D

Acq On 29 Mar 2019 22:46

Operator : JU/SJ

Sample : K1685-11 2X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M

Quant Title ; ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 7-Hexadecenoic acid, methyl...

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.93 3.45 ng 192473 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 76
2 9-Hexadecenoic acid, methyl este... 268 C17H3202 001120-25-8 62
3 Methyl 9-tetradecenoate 240 C15H2802 1000336-47-3 58
4 Methyl Z-11-tetradecenoate 240 C15H2802 1000130-82-8 58
5 13-Borabicyclo[7.3.0]tridecane, ... 250 C16H31BO 1000156-41-8 44
Abundance Scan 1673 (11.927 min): BF113429.D (-1665) (-) m/z 55.00 100.00%
41
5000
180
137149 166 11.60 11.80 12.00 12.20
Al m/z 40.95 65.56%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117506: 7-Hexadecenoic acid, methyl ester, (2)-
41
74
5000
11.60 11.80 12.00 12.20
110453 m/z 69.00 53.72%
) 137152 165 179 194907219 236 268
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117512: 9-Hexadecenoic acid, methyl ester, (2)-
55
43 11.60 11.80 12.00 12.20
5000 69 m/z 43.00 52.32%
110 124 152
o ,\HH hh ’ ‘H \H\‘ 44,138 166170 90 505238 268
m/z--> 40 80 100 120 140 160 180 200 220 240 260
Abundance #94125: Methyl 9-tetradecenoate
55 11.60 11.80 12.00 12.20
m/z 74.00 51.65%
5000 4
110123 137 ;, 166 208
||||||F \HH\ \H\\M\I\MIH\\‘ SRR |U|| |||2|4|.O||||||||| T A RN B
m/z--> 40 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF032519.M Mon Apr 01 09:26:43 2019

AU-06-032819-B
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\

Data File : BF113429.D

Acq On 29 Mar 2019 22:46

Operator : JU/SJ

a?ggle ; K1685-11 2X AU-06.032810.8
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Heptadecanoic acid, methyl ... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.01 2.45 ng 136884 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 52
2 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 42
3 Hexadecanoic acid, 15-methyl-, m._.. 284 C18H3602 006929-04-0 38
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 38
5 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 38
Abundance Scan 1687 (12.010 min): BF113429.D (-1684) (-) m/z 204.00 100.00%
74 204
5000
43
7 101 143
12977 163 185 11.60 11.80 12.00 12.20 12.40
...,....','...n:,..l-.',h'-..--,I..l.l.?....ﬂ..n.. S e 28 | "m/z 74.00 85.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131297: Heptadecanoic acid, methyl ester
74
5000 LRI IR SR SN
11.60 11.80 12.00 12.20 12.40
143 m/z 86.95 58.90%
” , || 88 11112 129" | 157171185199 907241255 284
m/z--> 26 40 éo 80 100 150 140 160 1éo 260 220 240 260 280
Abundance #64594: Naphthalene, 2-phenyl-
204
1160 11.80 12.00 12.20 12.40
5000 m/z 201.95 39.01%

101
28 51 76 126 150 17649g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131317: Hexadecanoic acid, 15-methyl-, methy! ester R R S AR A
74 11.60 11.80 12.00 12.20 12.40
m/z 202.95 31.56%
5000 43
143
L Em‘ “ n 97 111 129 | 157171185199 227241255 285
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11. 80 12. 00 12. 20 12.40

8270-BF032519.M Mon Apr 01 09:26:44 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\

Data File : BF113429.D

Acq On 29 Mar 2019 22:46

Operator : JU/SJ

a?ggle ; K1685-11 2X AU-06.032810.8
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.30 175.96 ng 9827970 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99

Abundance Scan 1736 (12.298 min): BF113429.D (-1731) (-) m/z 66.95 100.00%

6 81

5000

12.00 12.20 12.40 12.60
m/z 81.00 84.50%

150

0 220234 263 204

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
6

178192

41

——

12.IOO 12.I20 12.I40 12.I60
m/z 55.00  65.45%

5000

294
263

150
X '* ‘ 164178192206220234249
I TITT T

m/z--> 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 6/7

-

81

12.00 12.20 12.40 12.60
m/z 94.95 57.03%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester

6/7 12.00 12.20 12.40 12.60
81 m/z 41.00 52.06%

-

5000

124 150 294

263

164
178192206220234249
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\

Data File : BF113429.D

Acq On 29 Mar 2019 22:46

Operator : JU/SJ

a?ggle ; K1685-11 2X AU-06.032810.8
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.33 153.21 ng 8557310 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl_... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
4 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99

Abundance Scan 1741 (12.327 min): BF113429.D (-1739) (-) m/z 55.00 100.00%

69

5000

12.00 12.20 12.40 12.60
m/z 69.00 68.38%

296
o 278

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

69

12.00 12.I20 12.40 12.60
m/z 41.00 67.17%

5000

111

222 26

10101 166180 236

207 4578 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
69 12.00 12.20 12.40 12.60
5000 m/z 74.00 61.98%

87
264

11
125 143 166180 507222535

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

Abundance #141283: 15-Octadecenoic acid, methyl ester P
56 12.00 12.20 12.40 12.60
69 m/z 83.00 54 .98%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

8270-BF032519.M Mon Apr 01 09:26:46 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\

Data File : BF113429.D

Acq On 29 Mar 2019 22:46

Operator : JU/SJ

a?ggle ; K1685-11 2X AU-06.032810.8
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 11H-Benzo[b]fluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.97 4.49 ng 394747 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 95
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 94
3 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 93
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 93
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 91
Abundance Scan 1850 (12.969 min): BF113429.D (-1845) (-) m/z 216.00 100.00%
216
5000
4155 3 189 12.60 12.80 13.00 13.20
1p9 155 : : : :
124139159170 235 253 293 n/z 21500 83 190
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74418: 11H-Benzo[b]fluorene
216
5000

12.60 12.80 13.00 13.20
m/z 213.00 23.88%

107
39 6377 9 122 139 163 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #74425: Fluoranthene, 2-methyl-
216
12.60 12.80 13.00 13.20
5000 m/z 217 .05 19.01%
108
39 74 94" 122139 163 189 |
R e e AARRARATRREESEL LSS B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74417: TH-Benzol[c]fluorene Ag R Saa mu e Ee
216 12.60 12.80 13.00 13.20
m/z 94.30 17.62%
5000
108
9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20

8270-BF032519.M Mon Apr 01 09:26:47 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\

Data File : BF113429.D

Acq On 29 Mar 2019 22:46

Operator : JU/SJ

a?ggle ; K1685-11 2X AU-06.032810.8
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 11H-Benzo[a]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.04 5.50 ng 483260 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 89
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 89
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 76
4 Pyrene, l-methyl- 216 C17H12 002381-21-7 58
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 52
Abundance Scan 1862 (13.039 min): BF113429.D (-1857) (-) m/z 216.00 100.00%
216
5000
55
83 107 12.80 13.00 13.20 13.40
3 123 189 . . . .
133 236250267 292 324 | h77 215.00  94.71%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74420: 11H-Benzo[b]fluorene
216
108

5000
12.80 13.00 13.20 13.40

m/z 55.00 33.13%

3 187

123139 16

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74421: 11H-Benzo[a]fluorene
216
R N RARE R RS e
12.80 13.00 13.20 13.40
5000 m/z 213.00 23.04%
108
63 93| 137 163 189 ||
T T T [ P R T e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #74424: Fluoranthene, 2-methyl-
216 12.80 13.00 13.20 13.40
m/z 69.00 18.05%
5000
108
47 63 81 123139 163 18°
R N RARE R RS e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\

Data File : BF113429.D

Acq On 29 Mar 2019 22:46

Operator : JU/SJ

a?ggle ; K1685-11 2X AU-06.032810.8
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 unknownl3.55 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.55 2.87 ng 252237 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Inden-2-one, l1l-bromooctahydro... 230 C10H15BrO 054725-15-4 41
2 5-l1sopropyl-2,8-dimethyl-9-oxatr... 222 C14H2202 1000185-23-8 38
3 Ethanone, 1-(3-hydroxytricyclo[3... 194 C12H1802 039917-38-9 30
4 3,4-Dimethoxyphenylethylamine, N... 277 C12H14F3NO3 013230-71-2 11
5 L-Fenchone 152 C10H160 007787-20-4 11
Abundance Scan 1949 (13.551 min): BF113429.D (-1941) (-) m/z 151.05 100.00%
181
135 177
6 308 PN SUNISA BN B
194 550237 961277 13.20 13.40 13.60 13.80
m/z 81.00 95.15%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #85497: 2H-Inden-2-one, 1-bromooctahydro-7a-methyl-, (3a.a...
181
95
39
67 A REEE RS EE s e
5000 133 13 20 13. 40 13 60 13. 80 '
m/z 95.00 66 .43%
0| 232
BT S o RS
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #79252: 5-Isopropyl-2,8-dimethyl-9-oxatricyclo[4.4.0.0(2,8...
95
151
NS UNISA BN B
43 13.20 13.40 13.60 13.80
5000 m/z 43.00 42 .59%
194
27
\H \IIL”\‘I\ .‘.\..“l'.‘.‘.H‘ ﬁ%.l‘...??.. .|..:!'.7|7...“.|....22.2... e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #56264: Ethanone, 1-(3-hydroxytricyclo[3.3.1.1(3,7)]dec-1-yl) B B .
151 13.20 13.40 13.60 13.80
m/z 67.00 41.66%
43
5000
93
194
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\

Data File : BF113429.D

Acq On 29 Mar 2019 22:46

Operator : JU/SJ

a?ggle ; K1685-11 2X AU-06.032810.8
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 Supraene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14 .67 2.49 ng 158048 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 Squalene 410 C30H50 000111-02-4 80
3 7,11-Dimethyldodeca-2,6,10-trien. .. 208 C14H240 125529-10-4 64
4 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 52
5 2,6-Octadiene, 2,7-dimethyl- 138 C10H18 016736-42-8 50
Abundance Scan 2139 (14.668 min): BF113429.D (-2137) (-) m/z 69.00 100.00%
69
5000 ’N\_/le___
4 R AR SUNILE SR B
256 14.40 14.60 14.80 15.00
I 11 Mg 1‘?0 187207229 <77 281301325 3710 | n77 81.00 56.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 LR UL UL IR SR
14,40 14.60 14.80 15.00
41 m/z 41.00 25.34%
e d 117 1 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69
14.40 14.60 14.80 15.00
5000 m/z 68.00 12.00%
41
‘ o5 137
Y u 117 | 161 191 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol R EEEEE RS
69 14.40 14.60 14.80 15.00
m/z 95.00 11.89%
5000
41
95
m/z--> 50 160 1%0 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\

Data File : BF113429.D

Acq On 29 Mar 2019 22:46

Operator : JU/SJ

a?ggle ; K1685-11 2X AU-06.032810.8
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 20 Tetracosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.66 2.34 ng 148325 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Pentacosane 352 C25H52 000629-99-2 93
3 2-methyloctacosane 408 C29H60 1000376-72-8 87
4 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 87
5 Heneicosane 296 C21H44 000629-94-7 83
Abundance Scan 2308 (15.662 min): BF113429.D (-2305) (-) m/z 57.00 100.00%
g7
85
5000

113 15.40 15.60 15.80 16.00
155175 216239 267288308 338 365387 414 : : : :
J.H\ oy 2286000 P 207288308 R e Al m/z 71.00 68.64%

m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
85
5000 TT T[T T T T[T T rrrrrrr1
15.40 15.60 15.80 16.00
- m/z 43.00 65.17%
1 ] |113 141 169 107 225 253 338
= L e R S E
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
e R Eaa s
15.40 15.60 15.80 16.00
5000 85 m/z 85.00 52 .00%
113
29 | A W 169189211 239 267 295 33 352
o 8 ' : L e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane B EERR Bam e L
57 15.40 15.60 15.80 16.00
m/z 41.00 20.99%
5000 85
113
290 || 77 4 169 197 225 267 295 365 393
T T T T e R Eaa s
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF032919\

Data File : BF113429.D

Acq On : 29 Mar 2019 22:46 Instrument :

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

a?zgle : K1685-11 2X AU-06.032810.8

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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]
unknown6 .47 6.47 32.2 ng 1207730 1 6.70 749815 20.0
Naphthalene, 1,6-... 9.33 4.9 ng 281764 3 9.73 1159650 20.0
Undecanoic acid, ... 9.79 3.1 ng 179046 3 9.73 1159650 20.0
Methyl tetradecan... 10.75 3.6 ng 201981 4 11.21 1117060 20.0
9-Hexadecenoic ac... 11.53 4.5 ng 250946 4 11.21 1117060 20.0
Hexadecanoic acid... 11.62 78.5 ng 4383080 4 11.21 1117060 20.0
Phenanthrene, 2-m... 11.71 2.4 ng 131176 4 11.21 1117060 20.0
n-Hexadecanoic acid 11.75 9.2 ng 512738 4 11.21 1117060 20.0
4H-Cyclopenta[def... 11.82 5.9 ng 327359 4 11.21 1117060 20.0
7-Hexadecenoic ac... 11.93 3.5 ng 192473 4 11.21 1117060 20.0
Heptadecanoic aci... 12.01 2.5 ng 136884 4 11.21 1117060 20.0
10,13-Octadecadie... 12.30 176.0 ng 9827970 4 11.21 1117060 20.0
9-Octadecenoic ac... 12.33 153.2 ng 8557310 4 11.21 1117060 20.0
11H-Benzo[b]fluorene 12.97 4.5 ng 394747 5 13.84 1756910 20.0
11H-Benzo[a]fluorene 13.04 5.5 ng 483260 5 13.84 1756910 20.0
unknown13.55 13.55 2.9 ng 252237 5 13.84 1756910 20.0
Supraene 14.67 2.5 ng 158048 6 15.24 1268070 20.0
Tetracosane 15.66 2.3 ng 148325 6 15.24 1268070 20.0
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