LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102034.D

Aca On : 11 Jan 2018 22:21

Operator : SJ/JU

Sample : J1088-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF010918.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 4.928 477 483 494 rVB 232827 348017 7.96% 0.816%
2 5.334 547 552 555 rBVY 4062427 4281516 97.92% 10.038%
3 6.363 721 727 731 rBVY 3805616 4372526 100.00% 10.251%
4 6.492 744 749 752 rBVY 4279227 4265903 97.56% 10.001%
5 6.728 785 789 792 rBVY 1470841 1251327 28.62% 2.934%
6 6.881 811 815 818 rBVY 3650206 3262503 74.61% 7.649%
7 7.292 879 885 888 rBY 2851488 2702666 61.81% 6.336%
8 7.369 893 898 901 rVvVv 73661 67117 1.53% 0.157%
9 8.004 1002 1006 1010 rBVvV 1872328 1624908 37.16% 3.810%
10 9.086 1185 1190 1193 rBV 4446563 4059629 92.84% 9.518%
11 9.169 1200 1204 1208 rVB2 66224 67490 1.54% 0.158%

12 9.480 1253 1257 1260 rBV 477483 423323 9.68% 0.992%
13 9.692 1291 1293 1297 rVB 173791 141711 3.24% 0.332%
14 9.757 1300 1304 1308 rVB 1675449 1504119 34.40% 3.526%
15 10.192 1376 1378 1382 rVB 185417 147121 3.36% 0.345%

16 10.410 1410 1415 1418 rBV 54711 73105 1.67% 0.171%
17 10.545 1433 1438 1441 rBV 2366249 2090857 47.82% 4.902%
18 10.669 1456 1459 1467 rBV 152929 179666 4.11% 0.421%
19 11.116 1532 1535 1537 rBV 82016 64708 1.48% 0.152%
20 11.239 1552 1556 1559 rBV 1483420 1265112 28.93% 2.966%

21 11.263 1559 1560 1564 rVvVv 151654 86491 1.98% 0.203%
22 11.310 1564 1568 1572 rVB3 44543 61592 1.41% 0.144%
23 11.768 1643 1646 1651 rBV2 166865 170834 3.91% 0.401%
24 11.851 1656 1660 1662 rBV 52389 52052 1.19% 0.122%
25 12.286 1731 1734 1737 rBV 56121 53990 1.23% 0.127%

26 12.445 1758 1761 1765 rBV 199679 179355 4._.10% 0.420%
27 12.657 1794 1797 1798 rBV2 67580 66576 1.52% 0.156%
28 12.674 1798 1800 1804 rVB 217583 169918 3.89% 0.398%
29 12.827 1822 1826 1829 rBV 2748323 2450876 56.05% 5.746%
30 13.621 1955 1961 1964 rBV3 26852 53833 1.23% 0.126%

31 13.721 1975 1978 1982 rBV2 301012 315784 7.22% 0.740%
32 13.868 1998 2003 2006 rBV2 1508133 1632339 37.33% 3.827%
33 13.898 2006 2008 2013 rVB 101812 98690 2.26% 0.231%
34 14.174 2052 2055 2061 rVB3 104346 92716 2.12% 0.217%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102034.D

Aca On : 11 Jan 2018 22:21

Operator : SJ/JU

Sample : J1088-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.357 2082 2086 2092 rBV 248315 277882 6.36% 0.651%

36 14.651 2134 2136 2143 rVB6 28893 54267 1.24% 0.127%
37 14.721 2145 2148 2152 rVV 61222 64872 1.48% 0.152%
38 14.792 2156 2160 2166 rVB 275464 274167 6.27% 0.643%
39 14.880 2172 2175 2179 rBV 86253 139984 3.20% 0.328%
40 14.974 2187 2191 2193 rBVY 160891 202363 4.63% 0.474%

41 15.168 2221 2224 2228 rVB 62636 69694 1.59% 0.163%
42 15.227 2230 2234 2239 rBVY 85039 103536 2.37% 0.243%
43 15.292 2240 2245 2249 rBVY 907126 1087026 24.86% 2.548%
44 15.527 2280 2285 2290 rBV 381944 494254 11.30% 1.159%
45 15.745 2317 2322 2326 rBY 224924 328645 7.52% 0.770%

46 15.792 2326 2330 2336 rVB5 60909 105973 2.42% 0.248%
47 16.498 2444 2450 2458 rVB2 262906 478484 10.94% 1.122%
48 16.656 2473 2477 2485 rVB2 35564 64408 1.47% 0.151%
49 17.068 2542 2547 2551 rBV2 33616 61922 1.42% 0.145%
50 17.215 2565 2572 2579 rBV9 78888 187924 4 _30% 0.441%

51 17.645 2639 2645 2654 rBV3 121512 287802 6.58% 0.675%
52 17.750 2658 2663 2671 rVV9 65303 158995 3.64% 0.373%
53 17.839 2671 2678 2689 rVB4 120939 336949 7.71% 0.790%
54 17.974 2696 2701 2708 rVB10 38264 80060 1.83% 0.188%
55 18.227 2739 2744 2750 rVB6 52863 116455 2.66% 0.273%

Sum of corrected areas: 42654032
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102034.D

Aca On : 11 Jan 2018 22:21

Operator : SJ/JU

Sample : J1088-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF102034.D

5.33

4000000
6.36 6.88

3000000

2000000
6.73

1000000

1?3 L t
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7.37

L T e e L ML -

' I
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

A
LI B B B BN B B

Abundance TIC: BF102034.D

4000000

10.54

20000007 8.00
9.76

11.24

1000000

) 1019, . ||10.67 1177, 441267
17 ; 104119 111426, Li%es @ﬁl@h

3000000 12.83
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Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

=
13.00 13.50

Abundance TIC: BF102034.D

4000000

3000000

2000000

13.87

1000000

16.50
1666 17.07.22  176A7H 97 1823

e e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

19.00

8270-BF010918.M Fri Jan 12 10:32:46 2018

Page: 3




Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102034.D

Aca On : 11 Jan 2018 22:21

Operator : SJ/JU

Sample : J1088-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

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

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

4.93 5.56 ng 348017 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 483 (4.928 min): BF102034.D (-477) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 IBESSERDE RS RN AR
| 83.1 | 460 4.80 5.00 5.20
ot e m/z 59.00 54.48%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 75 ko b Sk
0
150 a0 1010 m/z 101.10 17.77%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 5.00 520
5000 m/z 58.00 14.98%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LA L L L B L LR |
43.0 460 4.80 5.00 5.20
m/z 41.00 8.74%
5000
58.0
1§.o 270 N 7%.0 100.0
o T e
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102034.D

Aca On : 11 Jan 2018 22:21

Operator : SJ/JU

Sample : J1088-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.49 Concentration Rank 1

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

6.49 68.18 ng 4265900 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 749 (6.492 min): BF102034.D (-744) (-) m/z 132.00 100.00%
13p.0
5000 68.1
400 o1 550 o0 6o B0
0! - I B e B B m/z 68.10 40.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
5000 S RS RRASE AN RARS
6.20 6.40 6.60 6.80
104.0 m/z 134.00 32.93%
510 66.0
o R4 1 Nul BN R A | —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 o5 o o o0
5000 9go 1160 m/z 66.00 26.32%
0 158.0 189.0
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R ma e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.09%
5000 67.0
41.0 97.0
‘ ‘ 117.0
o---.----“a“--“-“-.“-‘w‘-‘ﬁ.?'-o-w‘e.----“.--“- e S | |
m/z--> 20 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 : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102034.D

Aca On : 11 Jan 2018 22:21

Operator : SJ/JU

Sample : J1088-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 Tridecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.67 2.84 ng 179666 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Eilcosane 282 C20H42 000112-95-8 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 1459 (10.669 min): BF102034.D (-1456) (-) m/z 57.05 100.00%
57.0
5000 85.0
11311401 1680 o, 1040 1060 1080 1100
Obrrrprereiltetl el e dr el et e e aa || m/z 43.05 73.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #48835: Tridecane
57.0
5000 L B BN UL R
85.0 mmmmmmnm
29.0 m/z 71.10 65.38%
0 ‘ \\ ‘\ \‘ \‘ 11301410 1840
m/z--> 25 Jo éo 85 160 120 140 160 180 200 220 240 260 280 360 350
Abundance
57.0
10.40 10.60 10.80 11.00
5000 m/z 85.05 40.98%
85.0
29.0

113.0 141.0 169.0 197.0 225.0 253.0 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #94345: Heptadecane A S R a e

57.0 10.40 10.60 10.80 11.00
m/z 41.10 28.09%

5000 85.0
29.0
. | JM80141016901060 240.0

A L B L A AAARE ARARA Ramaasasss Lo S N B B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102034.D

Aca On : 11 Jan 2018 22:21

Operator : SJ/JU

Sample : J1088-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 n-Hexadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.70 ng 170834 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 80
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 68
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 64
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 64

Abundance Scan 1646 (11.768 min): BF102034. D ( 1643) ) m/z 73.00 100.00%

30

5000

11.40 11.60 11.80 12.00

0! m/z 43.05 94 _.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0 UL R BN U
11.40 11.60 11.80 12.00

1570 1gso 2130 2560 | M/z 19210 92.54%

83.0

\um F?“

O e T T T T e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192.0
IIIIIIIIIIIIIIIIIAIIIIIII
11.40 11.60 11.80 12.00
5000 m/z 60.00 89.34%
96.0 165.0
0 63.0 115.0 139.0
T T T T T T [T T T e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-
192.0 11.40 11.60 11.80 12.00

m/z 57.05 84 .92%

5000
1650 L\’J\'Mh/‘
39.0 630 M 115.0 139.0 I

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 : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102034.D

Aca On : 11 Jan 2018 22:21

Operator : SJ/JU

Sample : J1088-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 1-Heneicosanol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.72 3.87 ng 315784 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 1-Docosene 308 C22H44 001599-67-3 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 Octadecvyl trifluoroacetate 366 C20H37F302 079392-43-1 87
5 Behenic alcohol 326 C22H460 000661-19-8 83

Abundance Scan 1978 (13.721 min): BF102034.D (-1975) (-) m/z 57.05 100.00%

510 g31
5000

13140 13,60 13.60 14.00
0’ m/z 43.05  94.35%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55.0 83.0

5000 R EEEREEEEEEEE RS
13 40 13 60 13. 80 14. OO

m/z 55.10 90.31%

29.0
o 167.0 196.0  238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0

97.0 1340 13.60 13.80 14.00
5000 m/z 83.10 80.42%

29.0

125.0
ol 153.0181.0 308.0

mﬁmmmmmmwwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 e B R e
13.40 13.60 13.80 14.00

m/z 97.10 75.95%

5000

E

167.0 195.0222.0 250.0 280.0 308.0 336.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102034.D

Aca On : 11 Jan 2018 22:21

Operator : SJ/JU

Sample : J1088-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 17-Pentatriacontene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.36 3.40 ng 277882 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 87
2 8-Heptadecene 238 C17H34 002579-04-6 86
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 81
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 76
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 76
Abundance Scan 2087 (14.362 min): BF102034.D (-2082) (-) m/z 57.10 100.00%
51.1
97.1
5000
01 1632 s 14100 1450 1440 1460
ob gl . m/z 43.10 76.31%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43.0
5000 83.0 U D UL B B
mmmmmmmm
m/z 55.00 71.12%
25.0
oL ‘h‘Md\t > 167.0 2100  267.0307.0 490.0
m/z--> §0 160 1%0 260 2%0 360 3éo 460 4éo '
Abundance
55.0
97.0 14.00 14.20 1440 1460
5000 m/z 97.10 65.55%
238.0
139.0
e S L L UL AL UL W WL WL WL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester A EEEaE S
57.0 14.00 14.20 14.40 14.60
97.0 m/z 69.05 58.49Y%
5000
ol L ‘ 1,16?0210025202970 448.0
m/z--> §0 160 1%0 260 2%0 360 3éo 460 4éo ' 1400 1420 1440 1J60 '
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102034.D

Aca On : 11 Jan 2018 22:21

Operator : SJ/JU

Sample : J1088-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Oxirane, hexadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.79 5.04 ng 274167 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
4 Tetradecanal 212 C14H280 000124-25-4 83
5 Hexadecanal 240 C16H320 000629-80-1 83

Abundance Scan 2160 (14.792 min): BF102034.D (-2156) (-) m/z 57.10 100.00%

1 g1

5000

14.40 14.60 14.80 15.00 15.20
m/z 43.10 90.19%

ol 166.1 194.0 224.0 2541 2821

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecyl-
82.0

5000 | BLNLIL L BN L L LB B
14.40 14.60 14.80 15.00 15.20
109.0 m/z 82.10 80.34%
o 1380 1660 2080  250.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
_r'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_'_'_'—r'_r
14.40 14.60 14.80 15.00 15.20
5000 m/z 55.05 67.02%
110.0

250.0
1380 166.0 194.0 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl- A B R e
14.40 14.60 14.80 15.00 15.20

m/z 96.05 53.72%

5000

110.0
138.0

166.0 194.0 236.0 264.0

T T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102034.D

Aca On : 11 Jan 2018 22:21

Operator : SJ/JU

Sample : J1088-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.97 3.72 ng 202363 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Pentacosane 352 C25H52 000629-99-2 86
Abundance Scan 2190 (14.968 min): BF102034.D (-2187) (-) m/z 57.10 100.00%
57.1
L NI BRI U
1411 2071 14.60 14.80 15.00 15.20
0....|,.. IFI-I.:,l?Sl,....,2?6.'9..,....,.. m/z 71.05 71.09%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 LR DA DN DU BURLES
85.0 1460 14.80 15.00 1520
29.0 m/z 43.05 63.03%
ol L h | ﬂ1?014101690197022502530281030903380
m/z--> éo 160 150 260 2éo 360 3éo
Abundance
57.0
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.05 50.72%
. 290 113.0141.0160.0197.0225.0253.0 295.0323.0 367.0
m/z--> éo 160 1%0 260 2éo 360 3éo
Abundance #141426: Heneicosane R & e E SR
57.0 14.60 14.80 15.00 15.20
m/z 55.00 26.39%
85.0
29.0 13 0
ol L [ 1410169.0107.0225.0253.0 _296.0
m/z--> 5'0 100 1&1,0 2(')0 2éo 3(')0 3éo 14 60 14. 80 15. oo 15. 20 '
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102034.D

Aca On : 11 Jan 2018 22:21

Operator : SJ/JU

Sample : J1088-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Heptadecane, 2,6,10,15-tetr... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.74 6.05 ng 328645 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 94
2 Heneicosane 296 C21H44 000629-94-7 92
3 Heptacosane 380 C27H56 000593-49-7 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
Abundance Scan 2321 (15.739 min): BF102034.D (-2317) (-) m/z 57.05 100.00%
57.0
99.0 15.40 15.60 15.80 16.00
141.1 266.1 . . . .
o...J,l Lo 50 1831 2260 2661 | h/; 71.05  60.52%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 L DAL SUGRILE AR IR
15,40 15,60 15.80 16.00
99.0 m/z 43.05 56 .84%
0 I h b L 40 1830 2390 2960
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.05 46.03%
99.0
o 27.0 141.0 1830 2250 267.0296.0
mz-> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane R BRI
57.0 15.40 15.60 15.80 16.00
m/z 55.00 21.25%
5000
27,0 990 1410
oLzl gL iy 1830 2250 2670 3230 3800 IS —
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00

8270-BF010918.M Fri Jan 12 10:32:56 2018
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102034.D

Aca On : 11 Jan 2018 22:21

Operator : SJ/JU

Sample : J1088-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 unknownl7.22 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.22 3.46 ng 187924 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 27
2 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 14
3 Alloaromadendrene 204 C15H24 025246-27-9 12
4 2-(4-Fluorophenoxv)-N"-(5-methvl... 276 C14H13FN203 339121-32-3 11
5 Pregn-5-en-3-ol, 21-bromo-20-met... 394 C22H35BrO0 055103-80-5 10
Abundance Scan 2573 (17.221 min): BF102034.D (-2565) (-) m/z 43.00 100.00%
43.0
107.0 1451
5000
"' 17.00 1720 17.40 17.60
0 m/z 57.05 68.23%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #228560: .beta.-Sitosterol acetate
43.0
5000 L BRI BN BRI B
81.0 17.00 17.20 17. 40 17. 60
‘ ‘ 147.0 396.0 m/z 55.00 62.54%
ol -H‘- | ‘\IM‘JH“I I WI‘H‘I b n20 2550 2080 3540 | 4560
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0
"' 17.00 1720 17.40 17.60
5000 m/z 107.00 60.29%
81.0 368.0
145.0 329.0
1790213024702830 414.0
O o o o
m/z--> éo 160 1%0 260 250 360 3éo 460 4éo
Abundance #64327: Alloaromadendrene  E REEmmes o
41.0 17.00 17.20 17.40 17.60
91.0 m/z 145.10 55.29%
5000 161.0
‘ N L 204.0
OIIHII I\\I ?OM‘M{{ e
m/z--> 1 250 300 350 400 450 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102034.D

Aca On : 11 Jan 2018 22:21

Operator : SJ/JU

Sample : J1088-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 5-(1-Naphthyl)tricyclo[4.1.... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.64 5.30 ng 287802 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-(1-NaphthvDtricvclol4.1.0.0(2... 218 C17H14 107729-05-5 87
2 Anthracene. 9-(2-propenvl)- 218 C17H14 023707-65-5 76
3 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 62
4 2(1H)Naphthalenone. 3.5.6.7.8.8a... 218 C15H220 1000188-66-5 58
5 BH-Oxazolo[3,2-a]pyridine-8-carb... 218 C12H14N202 1000337-58-3 52
Abundance Scan 2644 (17.639 min): BF102034.D (-2639) (-) m/z 218.20 100.00%
218.2
5000
69.1 950
431 119.0 189.1
257.0 283.0 17.40 17.60 17.80 18.00
of m/z 203.20 75 .49%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75998: 5-(1-Naphthylytricyclo[4.1.0.0(2,7)]hept-3-ene
218.0
5000
17.40 17.60 17.80 18.00
m/z 69.10 32.36%
o 39.0 63.0 g7
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218.0
' 17.40 17.60 17.80 18.00
5000 m/z 94.95 30.50%
189.0
270 630 1010 a5 1650
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75966: Pyrene, hexadecahydro- R EEEES
218.0 17.40 17.60 17.80 18.00
m/z 189.10 25.95%
41.0
5000
0<
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102034.D

Aca On : 11 Jan 2018 22:21

Operator : SJ/JU

Sample : J1088-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 unknownl7.75 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.75 2.93 ng 158995 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6.beta.Bicvclol4.3.01nonane. 5.b... 332 C15H251 1000195-85-9 43
4-(1.3.3-Trimethvl-bicvclol4.1.0... 206 C14H220 077143-31-8 41
3 1-Formvl-2.2-dimethvl-3-cis-(2-m... 220 C15H240 1000144-10-0 35
4 Caparratriene 206 C15H26 1000374-08-7 27
5 Sesquirosefuran 218 C15H220 039007-93-7 25
Abundance Scan 2663 (17.750 min): BF102034.D (-2658) (-) m/z 109.10 100.00%
' 205.2
5000
313.3 N
A 28ﬁ| 424|1.3 17.40 17.60 17.80 18.00
o i ,....,....,....,... m/z 95.10 76.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #170433: 6.beta.Bicyclo[4.3.0]nonane, 5.beta.-iodomethyl-1...
109.0
41.0
149.0
w000 2050 1710 1750 17180 1500
m/z 205.15  74.06%
o JLL Loyl eeo 30
m/z--> 50 100 150 200 250 300 350 400
Abundance
109.0
43.0 17.40 17.60 17.80 18.00
5000 m/z 69.10 62.25%
149.0
77.0 191.0
0"'I""I""I""""""""I""I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #77627: 1-Formyl-2,2-dimethyl-3-cis-(2-methyl-but-2-enyl)-... R EE R a s
69.0 17.40 17.60 17.80 18.00
m/z 81.00 60.17%
5000
109.0
205.0
“ 164.0
S N e S
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102034.D

Aca On : 11 Jan 2018 22:21

Operator : SJ/JU

Sample : J1088-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Octadecanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.84 6.20 ng 336949 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 64
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 64
3 1.19-Eicosadiene 278 C20H38 014811-95-1 52
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 52
5 1,16-Hexadecanediol 258 C16H3402 007735-42-4 52

Abundance Scan 2678 (17.839 min): BF102034.D (-2671) (-) m/z 57.00 100.00%

.0
82.0

5000

5

17.60 17.80 18.00 18.20
m/z 43.05  83.15%

137.0 166.2 192.0

241.0 287.2

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117605: Octadecanal
82.0

:

17.I60 17.I80 18.I00 18!20
m/z 82.00 73.79%

5000

250.0
1380 1660 194.0 2220

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43.0 82.0
T T T R T
17.60 17.80 18.00 18.20
5000 m/z 96.05 58.69%
110.0

138.0 1660 1040  236.0 264.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126193: 1,19-Eicosadiene I B L R
17.60 17.80 18.00 18.20

m/z 83.05 52 .33%

-

5000

:

180.0 208.0 250.0 278.0
RN s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011118\
Data File : BF102034.D

Aca On : 11 Jan 2018 22:21

Operator : SJ/JU

Sample : J1088-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 4,4,9,9-Tetramethyl-4,9-dis... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.23 2.14 ng 116455 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4.9.9-Tetramethvl-4.9-disilatr... 218 C12H18Si2 1000280-67-7 50
2 Anthracene. 9-(2-propenvl)- 218 C17H14 023707-65-5 49
3 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 46
4 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 43
5 4-Allyl-5-pyridin-3-yl-2,4-dihyd... 218 C10H10N4S 1000300-40-5 43
Abundance Scan 2745 (18.233 min): BF102034.D (-2739) (-) m/z 218.20 100.00%
218.2
5000
43.1 95.1
69.0 1351 11 1891 N
| | | 257.2 289.1 18.00 18.20 18.40 18.60
o I||I I|I|||I| L1} "..'.Il....,....',.'...,..'.. m/z 203.20 91.58%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75659: 4,4,9,9-Tetramethyl-4,9-disilatricyclo[6.2.0.0(3,6...
203.0
5000
18.00 18.20 18.40 18.60
430 m/z 43.10 38.41%
83.0 159.0
0 "'WL"w"“|h“”}g%9ﬁ%%gﬁ'“u"“l'”””"“h"“ SR RN AR
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218.0
" 18.00 18:20 18.40 18.60
5000 m/z 95.10 34.62%

oLo 189.0
270 630 1910 1394 1650

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75967: Pyrene, hexadecahydro- Al EREEEEET S
218.0 18.00 18.20 18.40 18.60
m/z 189.10 27.60%
175.0

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60

8270-BF010918.M Fri Jan 12 10:33:00 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF011118\
Data File : BF102034.D

Acq On : 11 Jan 2018 22:21

Operator : SJ/JU

Sample - J1088-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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... 4 .93 5.6 ng 348017 1 6.73 1251330 20.0
unknown6 .49 6.49 68.2 ng 4265900 1 6.73 1251330 20.0
Tridecane 10.67 2.8 ng 179666 4 11.24 1265110 20.0
n-Hexadecanoic acid 11.77 2.7 ng 170834 4 11.24 1265110 20.0
1-Heneicosanol 13.72 3.9 ng 315784 5 13.87 1632340 20.0
17-Pentatriacontene 14_36 3.4 ng 277882 5 13.87 1632340 20.0
Oxirane, hexadecyl- 14.79 5.0 ng 274167 6 15.29 1087030 20.0
Tetracosane 14 .97 3.7 ng 202363 6 15.29 1087030 20.0
Heptadecane, 2,6,... 15.74 6.0 ng 328645 6 15.29 1087030 20.0
unknownl17.22 17.22 3.5 ng 187924 6 15.29 1087030 20.0
5-(1-NaphthyDtri... 17.64 5.3 ng 287802 6 15.29 1087030 20.0
unknownl7.75 17.75 2.9 ng 158995 6 15.29 1087030 20.0
Octadecanal 17.84 6.2 ng 336949 6 15.29 1087030 20.0
4,4,9,9-Tetrameth... 18.23 2.1 ng 116455 6 15.29 1087030 20.0
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