LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF012618\
Data File : BF102479.D
Aca On > 26 Jan 2018 20:03 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : J1286-01 GL-WF-01-COMPOSITE
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-BF012218.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 4.916 478 481 490 rBV 66513 92199 2.26% 0.178%
2 5.334 548 552 569 rBY 3308768 3371685 82.57% 6.492%
3 6.369 723 728 738 rBVY 3409795 3728220 91.30% 7.179%
4 6.492 745 749 752 rBVY 3623148 3330310 81.55% 6.413%
5 6.722 784 788 796 rBVY 1168035 959140 23.49% 1.847%
6 6.875 810 814 818 rBVY 2932090 2663253 65.22% 5.128%
7 7.286 880 884 887 rBVY 1965090 1757510 43.04% 3.384%
8 8.004 1002 1006 1020 rBVY 1461354 1253598 30.70% 2.414%
9 9.080 1185 1189 1192 rBVY 3706579 3115158 76.29% 5.998%
10 9.475 1252 1256 1260 rBV 584280 504233 12.35% 0.971%
11 9.663 1284 1288 1290 rBV 83086 78306 1.92% 0.151%
12 9.686 1290 1292 1295 rVB 74478 58014 1.42% 0.112%
13 9.757 1300 1304 1314 rVV 1360334 1212195 29.68% 2.334%
14 9.874 1321 1324 1328 rVB2 77387 64367 1.58% 0.124%
15 10.180 1373 1376 1379 rBvV 68670 63436 1.55% 0.122%
16 10.222 1379 1383 1388 rVB6 50368 59628 1.46% 0.115%
17 10.274 1388 1392 1396 rvB2 64826 61282 1.50% 0.118%
18 10.322 1396 1400 1402 rBvV3 36285 48913 1.20% 0.094%

19 10.469 1421 1425 1429 rBV 105751 118404 2.90% 0.228%
20 10.551 1435 1439 1448 rBV 1249629 1274330 31.21% 2.454%

21 10.657 1454 1457 1463 rBV2 75106 101792 2.49% 0.196%
22 10.780 1475 1478 1483 rBV2 83074 83311 2.04% 0.160%
23 11.104 1530 1533 1543 rVB3 49389 94120 2.30% 0.181%
24 11.245 1551 1557 1559 rBV 1011853 991624 24.28% 1.909%
25 11.269 1559 1561 1563 rVV 553286 469490 11.50% 0.904%

26 11.292 1563 1565 1568 rVB 290764 239451 5.86% 0.461%
27 11.369 1573 1578 1588 rVB2 174156 249801 6.12% 0.481%
28 11.451 1589 1592 1595 rBV 240155 189517 4.64% 0.365%

29 11.604 1615 1618 1624 rVB3 53382 64425 1.58% 0.124%
30 11.686 1628 1632 1635 rBV6 34854 58242 1.43% 0.112%
31 11.721 1635 1638 1643 rVB2 65738 92965 2.28% 0.179%
32 11.927 1668 1673 1680 rBV3 163509 186609 4._.57% 0.359%
33 12.327 1739 1741 1744 rVB3 45324 42632 1.04% 0.082%

34 12.386 1748 1751 1756 rVB 126996 123739 3.03% 0.238%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF012618\
Data File : BF102479.D
Aca On > 26 Jan 2018 20:03 Instrument :
Operator : SJ/JU E?Afs el

- _ lentosampleld :
3?22'6 : J1286-01 GL-WF-01-COMPOSITE
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-BF012218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.457 1760 1763 1766 rBV 101683 94225 2.31% 0.181%
36 12.492 1766 1769 1774 rVB2 78964 95168 2.33% 0.183%
37 12.686 1799 1802 1805 rVvVv 90916 84467 2.07% 0.163%

38 12.827 1820 1826 1830 rBV 2094442 2052122 50.25% 3.951%
39 13.051 1860 1864 1868 rVB3 120867 156775 3.84% 0.302%
40 13.257 1896 1899 1900 rBV 111532 89359 2.19% 0.172%

41 13.298 1904 1906 1911 rVB 129275 123340 3.02% 0.237%
42 13.727 1975 1979 1985 rBVY 639087 744529 18.23% 1.434%
43 13.810 1990 1993 1997 rBV 88346 117042 2.87% 0.225%
44 13.886 2002 2006 2009 rBV 844717 785618 19.24% 1.513%
45 13.974 2018 2021 2026 rBV2 195356 190455 4.66% 0.367%

46 14.045 2030 2033 2037 rVvVv 90563 115449 2.83% 0.222%
47 14.351 2081 2085 2091 rBV 1008355 1307205 32.01% 2.517%
48 14.586 2123 2125 2129 rVB3 129338 138535 3.39% 0.267%
49 14.645 2132 2135 2138 rVB 168351 163473 4._00% 0.315%
50 14.709 2144 2146 2153 rVB 331820 347900 8.52% 0.670%

51 14.786 2156 2159 2163 rVV 155721 171231 4._.19% 0.330%
52 14.974 2185 2191 2193 rBV 3072570 3897784 95.45% 7.505%
53 14.998 2193 2195 2201 rVB 386631 452977 11.09% 0.872%
54 15.321 2246 2250 2257 rBV2 552003 704330 17.25% 1.356%
55 15.745 2316 2322 2327 rVV 2646611 4083568 100.00% 7.863%

56 15.798 2328 2331 2337 rVB2 177726 300848 7.37% 0.579%
57 16.774 2493 2497 2504 rVB 466395 918715 22.50% 1.769%
58 17.292 2576 2585 2595 rVB3 1010200 2810827 68.83% 5.412%
59 17.450 2608 2612 2619 rVB2 307813 580464 14.21% 1.118%
60 17.692 2647 2653 2661 rBV3 439435 1288348 31.55% 2.481%

61 17.780 2664 2668 2680 rVB6 494872 1421149 34.80% 2.737%
62 18.015 2703 2708 2713 rBV5 329114 853456 20.90% 1.643%
63 18.221 2739 2743 2753 rVB3 459102 1041808 25.51% 2.006%

Sum of corrected areas: 51933066
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\

Data File : BF102479.D

Aca On : 26 Jan 2018 20:03

Operator : SJ/JU

ﬁ?ggle i J1286-01 GL-WF-01-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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: BF102479.D

3500000 533 6.39
3000000 6.87
2500000
2000000 .29
1500000
6.72
1000000

500000

4.92
L O D B S . i A B .

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF102479.D

3500000

3000000

2500000

12.83

2000000
8.00

1500000 9.76 10.55

1000000

500000

A
T T T T [ T T T T [ T T T T [ T T T T

M ‘ A NANAA AN
0 e L e o e e e e L LA B e e e e e e T
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: BF102479.D

3500000

15.74
3000000

2500000

2000000

14.35 17.29

1500000

1000000¢:

500000

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\

Data File : BF102479.D

Aca On : 26 Jan 2018 20:03

Operator : SJ/JU

ﬁ?ggle i J1286-01 GL-WF-01-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown6.49 Concentration Rank 4

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

6.49 69.44 ng 3330310 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

py
Abundance Scan 749 (6.492 min): BF102479.D (-745) (-) m/z 132.00 100.00%
132.0
5000 68.0
\
40.0 540 | e %.1 5o J 6.20 640 6.60 6.80
ol el @2 Lo 2o m/z 68.05 39.61%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 ISR RREEE AR R
6.20 6.40 6.60 6.80
310 5L0 m/z 134.00 32.59%
0""'H‘ll'H'l'l""l""l""'l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.00 25.08%
41.0 97.0
117.0
o 54,0 81.0
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e
57.0 132.0 6.20 6.40 6.60 6.80
240 m/z 69.05 16.05%
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
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 : U:\HPCHEM1\BNA F\DATA\BF012618\

Data File : BF102479.D

Aca On : 26 Jan 2018 20:03

Operator : SJ/JU

ﬁ?ggle i J1286-01 GL-WF-01-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 Bicyclo[2.2.1]heptane, 2-me... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.37 5.04 ng 249801 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptane. 2-methvl-_... 110 C8H14 000872-78-6 52
2 1ll-Tetradecvn-1-ol acetate 252 C16H2802 033925-72-3 49
3 1.19-Eicosadiene 278 C20H38 014811-95-1 38
4 2.4-Nonadiene. (E.E)- 124 C9H16 056700-78-8 38
5 3-Methyl-hexahydrophthalide 154 C9H1402 002205-25-6 18

Abundance Scan 1578 (11.369 min): BF102479.D (-1573) (-) m/z 57.00 100.00%

) .0

5000

11.00 11.20 11.40 11.60

0 m/z 82.05 91.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6034: Bicyclo[2.2.1]heptane, 2-methyl-, exo-
67.0
41.0
5000 %0
11.00 11.20 11.40 11.60
m/z 81.00 90.39%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 82.0
T T
11.00 11.20 11.40 11.60
5000 m/z 68.05 86.10%
109.0 194.0
0 137.0 168.0 227.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126193: 1,19-Eicosadiene
55.0 11.00 11.20 11.40 11.60
m/z 43.05 82.62%
5000 82.0

109.0

138.0 180.0 208.0 250.0 278.0
FreTreeeerT
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

o

I I T
11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\

Data File : BF102479.D

Aca On : 26 Jan 2018 20:03

Operator : SJ/JU

ﬁ?ggle i J1286-01 GL-WF-01-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Sulfurous acid, octadecyl 2... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.73 18.95 ng 744529 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 90
2 Tridecane 184 C13H28 000629-50-5 89
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 86
4 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 83
5 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 83
Abundance Scan 1979 (13.727 min): BF102479.D (-1975) (-) m/z 57.10 100.00%
57.1
ISR N BN BRI UGS
13.40 13.60 13.80 14.00
141.1
— 169.1196.2 225.1250.1 280.3 307.1 mn/z 43.10 68.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43.0
71.0
5000 R UL SRR UL IR
1340 13.60 13.80 14.00
1250 m/z 71.10 59.52%
ol "~ 155.0183.0  224.0 2530
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
13.40 13.60 13.80 14.00
5000 m/z 55.00 44 _15%
29.0 85.0

112.0 141.0 184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127770: 9-Eicosene, (E)- RS B
13.40 13.60 13.80 14.00

m/z 85.10 42 _.19%

%

5000
29.0

%

139.0 168.0 196.0 223.0 252.0 280.0
o atathmih vt
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102479.D

Aca On : 26 Jan 2018 20:03

Operator : SJ/JU

Sample : J1286-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 5 Ethyl _alpha.-hydroxymyristate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.97 4.85 ng 190455 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl _.alpha.-hvdroxvmvristate 272 C16H3203 129086-73-3 90
2 Erucic acid 338 C22H4202 000112-86-7 87
3 cis-1-Chloro-9-octadecene 286 C18H35CI 016507-61-2 86
4 cis-11-Eicosenoic acid 310 C20H3802 005561-99-9 81
5 n-Propyl ll-octadecenoate 324 C21H4002 1000336-71-7 74
Abundance Scan 2020 (13.968 min): BF102479.D (-2018) (-) m/z 55.05 100.00%
58.0
5000 ’A_vVMJKNM\,MAANW*A-fJ\““
$20.3 3539 13750 1350 1400 1420
o} m/z 69.10 82.78%
m/z--> 50 100 150 200 250 300 350
Abundance #121110: Ethyl .alpha.-hydroxymyristate
43.0
83.0
5000 199.0 RS R s e e
11.0 13.60 13.80 14.00 14.20
m/z 41.00 76 .65%
o) M— IHIHI Tl ‘:“:“‘: ‘lels?(l)l "l |2|27|0| T |27|‘2|0| T
m/z--> 50 100 150 200 250 300 350
Abundance
55.0) |97.0
320.0 13.60 13.80 14.00 14.20
5000 m/z 57.05 67 .08%
0
27,0 179.0208.0236.0  278.0
O o S B T e o o S
m/z--> 50 100 150 200 250 300 350
Abundance #133063: cis-1-Chloro-9-octadecene B REE S RSt
83.0 13.60 13.80 14.00 14.20
m/z 43.00 52.87%
5000 11.0
286.0
RECRED Y LMJ\H R0 02020 200 T I
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\

Data File : BF102479.D

Aca On : 26 Jan 2018 20:03

Operator : SJ/JU

ﬁ?ggle i J1286-01 GL-WF-01-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.35 33.28 ng 1307210 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Eicosane 282 C20H42 000112-95-8 95
3 Octadecane 254 C18H38 000593-45-3 93
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 91
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
Abundance Scan 2085 (14.351 min): BF102479.D (-2081) (-) m/z 57.10 100.00%
57.1
5000 \__AJL-~__,}t_,-,~ﬂ_.Jxv
l] ﬁO““1%22M%M2%2%M 392.0 14.00 14,20 14.40 1480 __
O (22522561 2942 8362 39201 "m/z 71.10 64.97%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane
57.0
5000 D DR B S B
mmmmmmmm
99.0 m/z 43.10 60.04%
L7 e 1410 1830 2250 26602960
miz--> 0 55 160 1%0 200 2%0 360 3éo 400
Abundance
57.0
14.00 14.20 1440 14.60
5000 m/z 85.10 47 .97%
. 270 90 1410 1830 2050 2820
mz-> 0 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane B B EE e e
57.0 14.00 14.20 14.40 14.60
m/z 55.05 23.23%
99.0
ol 21° ‘ | " | | 1410 1830 224.0254.0
miz--> 0 50 1(')0 1%0 2(')0 251,0 3(')0 3&'30 400 14. oo 14. 20 14. 40 14 60 '
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\

Data File : BF102479.D

Aca On : 26 Jan 2018 20:03

Operator : SJ/JU

ﬁ?ggle i J1286-01 GL-WF-01-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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

0——

m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
57.0

5000 e R e
14.40 14.60 14.80 15.00

m/z 71.10 58.52%

99.0
027\Y0m ‘\ “\ ﬂ H‘ \‘ %4:\[0‘ 183.0 254.0
e — T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0

14. 40 14.60 14.80 15.00

Peak Number 7 Octadecane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

14.64 4.64 ng 163473 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 80
Abundance Scan 2134 (14.639 min): BF102479.D (-2132) (-) m/z 57.10 100.00%

57.1 q

5000
99.1  149.0
mmmmmmmm

d Ly | 1831 227025012941 3462 393 | 757 43.10  62.68%

5000 m/z 85.10 44 .14%
99.0
o 1410 1830 2390 .10 3230
LA A o o e o B e IR B e e e e B A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #152416: Tridecane, 1-iodo-
57.0 14.40 14.60 14.80 15.00

m/z 55.10 27 .27%

- ‘J\w/\/\/\/\/‘]\/\'
. 183.0
2mof | ‘9? ° 1410 % 310.0

T
m/z--> 50 100 150 200 250 300 350 400 14.40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102479.D

Aca On : 26 Jan 2018 20:03

Operator : SJ/JU

Sample : J1286-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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

Concentration Rank 15

Peak Number 8 Supraene

R.T. EstConc Area Relative to ISTD R.T.
14.71  9.88ng 347900  Perylene-diz 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 supraere 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 86

3 Docosa-2.6.10.14.18-pentaen-22-a. ..
4 2.6.10.14-Hexadecatetraenoic aci...
5 1,5,9-Undecatriene, 2,6,10-trime...

384 C27H440
332 C22H3602
192 C14H24

1000163-04-7 83
024035-35-6 64
062951-96-6 64

Abundance Scan 2146 (14.709 min): BF102479.D (-2144) (-) m/z 69.10 100.00%
69.1
I 137.1 Mmmmmmmm
1 1751 ) . .
ol kA JO3 5 1751 2812 2861 3352 377.0 4141 m/z 81.10 51.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 LA L L L L L L LB
mmmmmmmm
m/z 41.05 21.23%
o 294‘d | yoqoH d 191.0 231.0 273.0 341.0 410.0
T e B e e
m/z--> 100 150 200 250 300 350 400
Abundance
69.0
L B R
mmmmmmmm
5000 m/z 95.10 13.56%
137.0
o 29.0 105.0 191.0 231. 0 273.0 341.0 410.0
T T T T T T [ T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... B e
69.0 14.40 14.60 14.80 15.00
m/z 68.10 9.69%
5000
111.0
ol \ | m\ f[4 -0 192.0 231.0 2730 315.0 384.0
4l L L s A e
m/z--> 100 50 200 250 300 350 400 14. 40 14. 60 14. 80 15. oo

8270-BF012218 .M Mon Jan 29 09:57:11 2018

GL-WF-01-COMPOSITE

Page: 10



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\

Data File : BF102479.D

Aca On : 26 Jan 2018 20:03

Operator : SJ/JU

ﬁ?ggle i J1286-01 GL-WF-01-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 Octadecanal Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.79 4.86 ng 171231 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 93
2 Tridecanal 198 C13H260 010486-19-8 93
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 9-Octadecen-1-ol. (2)- 268 C18H360 000143-28-2 90
5 Pentadecanal- 226 C15H300 002765-11-9 90

Abundance Scan 2160 (14.792 min): BF102479.D (-2156) (-) m/z 69.10 100.00%

5000 10.1

52.1 189 1221.1 56 1288.2320.3 357.1 394.2 14.40 14.60 14.80 15.00 15.20

I m/z 43.10 99.24%
m/z--> 50 100 150 200 250 300 350
Abundance #117604: Octadecanal
43.0
82.0
5000 LA B L L L L L L L LB

14.40 14.60 14.80 15.00 15.20
m/z 82.00 85.56%

0 I \zﬁ 0\\1540 1940 L 2500
- L I T I L I L I T T T 7T I

m/z--> 50 100 150 200 250 300 350
Abundance
57.0
A RE R e
96.0 14.40 14.60 14.80 15.00 15.20
5000 ' m/z 55.10 84.63%
27.0 154.0
198.0
ol — g e
m/z--> 50 100 150 200 250 300 350
Abundance #117616: Oxirane, hexadecyl- A B R e
43.0 820 14.40 14.60 14.80 15.00 15.20
m/z 95.10 83.35%
5000
23.0
o |, 166.0 208.0 250.0
- IIIIIIIIIIIIII IIIIIIIIIIIIIII IIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 14. 40 14. 60 14. 80 15. OO 15. 20

8270-BF012218 .M Mon Jan 29 09:57:11 2018 Page: 11



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\

Data File : BF102479.D

Aca On : 26 Jan 2018 20:03

Operator : SJ/JU

ﬁ?ggle i J1286-01 GL-WF-01-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Pentadecane, 8-hexyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.97 110.68 ng 3897780 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 94
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 94
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2190 (14.968 min): BF102479.D (-2185) (-) m/z 57.10 100.00%

517.1
5000

90.1
141.2 183.2 14160 1480 1500 1520 |
ol A b ||, L o2 2953 3373 37524084 Tn/z 71.10  65.46%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43.0
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_

5000 85.0
14.60 14.80 15.00 15.20
m/z 43.10 58.16%

1270 196.0
ol d iy to%s70 | 2300 2800 {
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0

14. 60 14. 80 15. OO 15.20

5000 m/z 85.10 47.73%
9.0 154.0
0 197.0 239.0 281.0
L e e e e e e s e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane AR R R e
57.0 14.60 14.80 15.00 15.20

m/z 55.10 22 .00%

5000
99.0
27‘0} ‘ | || j 1410 1830 2250 267.0 300.0  365.0

ol i L L e e e SN

m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF012218 .M Mon Jan 29 09:57:12 2018 Page: 12



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\

Data File : BF102479.D

Aca On : 26 Jan 2018 20:03

Operator : SJ/JU

ﬁ?ggle i J1286-01 GL-WF-01-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Cyclohexane, 1,2,4,5-tetrae... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.00 12.86 ng 452977 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.4.5-tetraethvl-... 196 C14H28 061142-24-3 59
2 Cvclopropane. 1-(1.2-dimethvlpro... 252 C18H36 041977-42-8 58
3 Cvclopentane. 1.1.3.4-tetramethyv... 126 C9H18 020309-77-7 47
4 2.4-Dimethvl-1.5-diazabicvclol3.... 112 C6H12N2 1000283-20-9 43
5 2,3,4-Trimethyl-hex-3-enal 140 C9H160 1000193-72-9 30
Abundance Scan 2195 (14.998 min): BF102479.D (-2193) (-) m/z 97.10 100.00%
55.0 91
5000
39.1 14.60 14.80 15.00 15.20 15.40
207.1 : : : : :
ol .h, ‘ ].1, wdaly 3700 2521 2010 3352369240321 /7 83.10  94.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #58327: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alph...
58.0
97.0
5000 AR SR BRI I B
14.60 14.80 15.00 15.20 15.40
167.0 m/z 55.00 78.79%
02,5J,0‘,‘ .“-“1‘ IEESL 1 fero
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14.60 14.80 15.00 15.20 15.40
5000 m/z 69.10 78.11%
111.0
0 1530 2090 252 0
m/z--> 50 100 150 200 250 300 350 400
Abundance #11629: Cyclopentane, 1,1,3,4-tetramethyl-, trans- e o
83.0 14.60 14.80 15.00 15.20 15.40
41.0 m/z 111.10 48 _.53%
- M‘/\J\’\w
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40

8270-BF012218 .M Mon Jan 29 09:57:13 2018 Page: 13



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\

Data File : BF102479.D

Aca On : 26 Jan 2018 20:03

Operator : SJ/JU

ﬁ?ggle i J1286-01 GL-WF-01-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 unknownl15.80 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.80 8.54 ng 300848 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Cvclohexvlnonadecane 350 C25H50 1000357-25-1 49
2 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 41
3 5-Nitro-2-thienvimethvlenecvcloh... 281 C12H15N303S 042826-29-9 41
4 7-Oxabicvclol4.1.01lheptane. l1-me... 112 C7H120 001713-33-3 38
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 38
Abundance Scan 2331 (15.798 min): BF102479.D (-2328) (-) m/z 83.10 100.00%
83.1
43.1
5000
25.1157.2 LR DAL DAL SN B
217.1 297.2 15.40 15.60 15.80 16.00 16.20
I l . ,r el i (2502 T 3303 3892 4362 Tz 97.10 77.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #184201: 4-Cyclohexylnonadecane
83.0
5000{ 43.0 LR AL DA SO B
15.40 15.60 15.80 16.00 16.20
0
\ ‘ 13T0 266.0 570 m/z 57.10 76.22%
ol LAy, 80 | T sse0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
97.0 AR
15.40 15.60 15.80 16.00 16.20
5000 m/z 55.00 60.61%
o 139.0 182.0 2240 280.0 3250 426.0 /\N‘Nv/kh‘i\d/\P\N__HJ\“A*Q_N_*
m/z--> 50 100 150 200 250 300 350 400
Abundance #127950: 5-Nitro-2-thienylmethylenecyclohexanecarboxylic h... B e e e
83.0 15.40 15.60 15.80 16.00 16.20
m/z 43.10 59.58%
5000
41.0
27.0
0 NI L \‘ 171.0 28%"'0
m/z--> 50 100 150 200 250 300 350 400 1540 15.60 15.80 16.00 16.20

8270-BF012218 .M Mon Jan 29 09:57:14 2018 Page: 14



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\

Data File : BF102479.D

Aca On : 26 Jan 2018 20:03

Operator : SJ/JU

ﬁ?ggle i J1286-01 GL-WF-01-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.77 26.09 ng 918715 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
3 Heneicosane 296 C21H44 000629-94-7 90
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2496 (16.768 min): BF102479.D (-2493) (-) m/z 57.10 100.00%
57.1
ot 16.40 16.60 16.80 17.00
411 : - - -
ol i d LIS 1911 2523 3162 360239224264 ns7T 71 10 62.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000 AU AR AR B
16,40 16.60 16.80 17.00
m/z 43.10 50.34%
ol L\ | ‘9?0‘ 141.0 183.0 225.0 267.0 323.0  380.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.10 46 .05%
99.0
o 1410 1830 2390 5510 3230
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane AN B RS RS
57.0 16.40 16.60 16.80 17.00
m/z 99.10 17.11%
5000
99.0
0l15.0 J | ,J | 141.0 1830 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400 16.40 16,60 16.80 17.00

8270-BF012218 .M Mon Jan 29 09:57:15 2018 Page: 15



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\

Data File : BF102479.D

Aca On : 26 Jan 2018 20:03

Operator : SJ/JU

ﬁ?ggle i J1286-01 GL-WF-01-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 15 unknownl7.29 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

17.29 79.82 ng 2810830 Perylene-di12 15.32

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-(1.5-Dimethvlhexy1)-10.13-dim... 414 C29H500 1000210-86-9 43
2 Phosphinic acid. (2-methviphenvl... 232 C13H1302P 018593-18-5 10
3 Quinoline-4-carboxvlic acid. 6-m... 231 C13H13NO3 005345-57-3 10
4 3.4-Dibromo-3.4-dihvdro-2H-phena... 390 C17H12Br20 096862-50-9 10
5 Quinoline, 2-[2-(3-pyridyl)ethen... 232 C16H12N2 001586-51-2 10

Abundance Scan 2585 (17.292 min): BF102479.D (-2576) (-) m/z 43.10 100.00%
431 231.2
5000
17.00 17.20 17.40 17.60
0 m/z 55.10 87.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217457: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylhexa. ..
43.0
81.0
5000 LA L L L L L LB
17.00 17.20 17.40 17.60
‘ m/z 231.15 85.35%
0 I\‘I \I\ H\\
m/z--> 100 150 200 250 300 350 400
Abundance
231.0
e e mae
17.00 17.20 17.40 17.60
5000 165.0 m/z 161.10 65.65%
65.0
115.0 190.4
‘r—r——rTr T
m/z--> 50 100 150 200 250 300 350 400
Abundance #86743: Quinoline-4-carboxylic acid, 6-methoxy-, ethyl ester R e EREE mEm e
231.0 17.00 17.20 17.40 17.60
m/z 95.10 63.08%
5000 159.0 ﬂwﬁkff\wwwj/\ﬁw/\x/wwf\p
116.0
290 770
ol il b d o ..?bﬁb. e N —
m/z--> 50 100 150 200 2% mo 350 400 ﬂ%ﬂ%ﬂ%ﬂm

8270-BF012218 .M Mon Jan 29 09:57:16 2018

Page: 16



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\

Data File : BF102479.D

Aca On : 26 Jan 2018 20:03

Operator : SJ/JU

ﬁ?ggle i J1286-01 GL-WF-01-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 3a-Methyl-3,3a-dihydropyrro... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.45 16.48 ng 580464 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3a-Methvl-3.3a-dihvdropvrrolol3.... 218 C11H10N20S 017163-68-7 50
2 Benzolblnaphthol2.3-d1furan 218 C16H100 000243-42-5 49
3 (1S.6R.99)-5.5.9.10-Tetramethvlt. .. 218 C16H26 1000298-97-8 38
4 9.11-Dimethviltetracvclol7.3.1.0(... 218 C16H26 053263-99-3 38
5 5-Methanesulfonyl-3-methoxy-isot... 218 C6H6N203S2 157138-41-5 38
Abundance Scan 2612 (17.450 min): BF102479.D (-2608) (-) m/z 218.20 100.00%
218.2
5000
95.1
> 138.1 475, 1 17.20 17.40 17.60 17.80
409.4 : : :
o ol l. |1 39312801 3102 81927004 | m/z 203.20  81.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75415: 3a-Methyl-3,3a-dihydropyrrolo[3,2-b][1,4]benzothia...
1600 2080
39.0
5000 R SURUE B UM B
17.20 17.40 17.60 17.80
750 116.0 m/z 95.10 29.71%
0 JH\ “‘“\h\u‘ﬂ”\“h\‘ H‘H HH \“ \\ \H\ ‘; I\\I\l — ——rT T
m/z--> 150 200 250 300 350 400
Abundance
218.0
" 17.20 17.40 17,60 17.80
5000 m/z 69.10 27 .56%
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #75986: (1S,6R,9S)-5,5,9,10-Tetramethyltricyclo[7.3.0.0(1,... LB e e
108.0 218.0 17.20 17.40 17.60 17.80
162.0 m/z 81.00 26.35%
5000
41.0
77.0
Ll \ \-M--. I I
m/z--> 50 150 200 250 300 350 400 17.20 17.40 17.60 17.80

8270-BF012218 .M Mon Jan 29 09:57:16 2018 Page: 17



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\

Data File : BF102479.D

Aca On : 26 Jan 2018 20:03

Operator : SJ/JU

ﬁ?ggle i J1286-01 GL-WF-01-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF012218.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 17 _beta.-Amyrin Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.69 36.58 ng 1288350 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-Amvrin 426 C30H500 000559-70-6 81
2 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 50
3 2H-Cvclopropalalnaphthalen-2-one... 218 C15H220 006831-17-0 50
4 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 49
5 Benzo[b]naphtho[2,3-d]furan 218 C16H100 000243-42-5 43
Abundance Scan 2653 (17.692 min): BF102479.D (-2647) (-) m/z 218.20 100.00%

218.2
5000

17.40 17.60 17.80 18.00
257.2 426.2
o 204.2 337.1 3814 > 503.20 83 78%

m/z--> 50 100 150 200 250 300 350 400
Abundance #221180: .beta.-Amyrin
218.0

5000 LA L L L L LB LB
17. 40 17. 60 17. 80 18 00
£9.0 m/z 69.10  29.95%
o229 L L ﬁ i Lﬁ‘% 1724 I 2570 207.0 337.0 _393.0420.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
218.0
R REREE R R
175.0 17.40 17.60 17.80 18.00
5000 670 m/z 55.10 28.55%
135.0
29.0
0 103.0
L e e o L o o o B IBLAN  w o
m/z--> 50 100 150 200 250 300 350 400
Abundance #75950: 2H-Cyclopropala]naphthalen-2-one, 1,1a,4,5,6,7,7a,... R e e R
218.0 17. 40 17. 60 17. 80 18 00

m/z 95.10 27 .25%

77.0
5000 147.0
41.0 9 E J\
I H\h\ \ F\ }

o A

m/z--> 50 100 O 250 300 350 400 17. 40 17. 60 17. 80 18 00

8270-BF012218 .M Mon Jan 29 09:57:17 2018 Page: 18



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\

Data File : BF102479.D

Aca On : 26 Jan 2018 20:03

Operator : SJ/JU

ﬁ?ggle i J1286-01 GL-WF-01-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Lup-20(29)-en-3-one Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.78 40.35 ng 1421150 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 83
2 Spirol4.51dec-6-en-8-one. 1.7-di... 220 C15H240 039510-36-6 44
3 2.4a.8.8-Tetramethvldecahvdrocvc... 206 C15H26 074022-04-1 41
4 2.2.6-Trimethvl-1-(2-methvl-cvcl... 218 C15H220 1000188-72-8 38
5 2,4,6-Trimethyl-2-(4-methyl-pent... 206 C14H220 1000193-58-6 38
Abundance Scan 2668 (17.780 min): BF102479.D (-2664) (-) m/z 205.20 100.00%
55.0 109.1 205.2
5000
17.40 17.60 17.80 18.00
0 m/z 109.10 97 .48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220485: Lup-20(29)-en-3-one
205.0
109.0
424.0
5000 R SRR BN SULLILE I
69. 49.0 17,40 17.60 17.80 18.00
m/z 81.10 87 .24%
29.
04
m/z--> 50 100 150
Abundance
109.0
a0 1710 17160 17180 38l00
5000 m/z 55.00 84 .46%
149.0
76.0 220.0
e T B UL W L DAL UL SN B
m/z--> 50 100 150 200 250 300 350 400
Abundance #66222: 2,4a,8,8-Tetramethyldecahydrocyclopropa[d]naphthalene B e e e
81.0 128.0 17.40 17.60 17.80 18.00
41.0 m/z 107.05 82.80%
5000 191.0
0 Jl%ﬂ?..,....,....,. S e
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:\HPCHEM1\BNA F\DATA\BF012618\

Data File : BF102479.D

Aca On : 26 Jan 2018 20:03

Operator : SJ/JU

ﬁ?ggle i J1286-01 GL-WF-01-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 unknownl18.02 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.02 24 .23 ng 853456 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caparratriene 206 C15H26 1000374-08-7 49
2 Guaia-9.11-diene 204 C15H24 1000374-19-8 45
3 Lonaifolenaldehvde 220 C15H240 019890-84-7 45
4 1.5-Cvclodecadiene. 1.5-dimethvl... 204 C15H24 015423-57-1 44
5 Ledol 222 C15H260 000577-27-5 42
Abundance Scan 2709 (18.021 min): BF102479.D (-2703) (-) m/z 81.10 100.00%
) 1351  189.2
43.1
5000
315.3347 0 383.2 4265 - I1I78IOI IléOIOI IléZIOI Ilé4lol I
0 ' m/z 189.15 92.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66196: Caparratriene
69.0
09.0
5000 R SUNILN SO SO I
163.0 17.80 18.00 18.20 18.40
m/z 107.10 90.52%
AL L L e
ok b IR 11 T E—
m/z--> 50 100 150 200 250 300 350 400
Abundance
93.0
189.0 R SRR BN SUUL U
17.80 18.00 18.20 18.40
5000{ 41 o 133.0 m/z 109.10 88.44%
A L L WL UL WAL
m/z--> 50 100 150 200 250 300 350 400
Abundance #77531: Longifolenaldehyde N B B !
95.0 17.80 18.00 18.20 18.40
m/z 95.10 87.83%
41.0
5000 1350 205.0
0 pki#H»--- UL UL LR UL R SUNN SO SO IR
m/z--> 50 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF012618\
Data File : BF102479.D

Aca On : 26 Jan 2018 20:03

Operator : SJ/JU

Sample : J1286-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 20 Stigmast-4-en-3-one Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.22 29.58 ng 1041810  Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Stiomast-4-en-3-one 412 Co9H480 001058-61-3 50

2 2.4-Diaminophenol 124 C6H8N20 000095-86-3 38
3 Norfenefrine 153 C8H11NO2 000536-21-0 38
4 5-Ethylcvclopent-1-enecarboxalde... 124 C8H120 036431-60-4 38
5 1-Methyl-3,5-diisopropoxybenzene 208 C13H2002 1000281-22-2 35

Abundance Scan 2743 (18.221 min): BF102479.D (-2739) (-) m/z 124.10 100.00%
124.1 f
61.1 197 2893 5505 370.4 4124 18100 18.20 18.40 18.60
(o : m/z 229.20 39.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #216708: Stigmast-4-en-3-one
124.0
43.0
5000 LA B L L L L L LB
18. OO 18 20 18. 40 18. 60
m/z 43.10 36.46%
04
m/z--> 50 100 150 200 250 300 350 400
Abundance
124.0
R R EaEEE s
18.00 18.20 18.40 18.60
5000 m/z 55.10 27 .64%
52.0
18.0
o T
m/z--> 50 100 150 200 250 300 350 400
Abundance #26442: Norfenefrine L e
30.0 18.00 18.20 18.40 18.60
m/z 95.10 24 .05%
o s MM
77.0
0..*".‘,*.‘.L.,..‘..,‘.... T R AR s e
m/z--> 50 100 150 200 250 300 350 400 18. OO 18 20 18. 40 18. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_ F\DATA\BF012618\
Data File : BF102479.D
Acq On > 26 Jan 2018 20:03 Instrument :
Operator : SJ/JU gﬁA{s el

- _ lentosampleld :
3?22Ie - J12686-01 GL-WF-01-COMPOSITE
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 .49 6.49 69.4 ng 3330310 1 6.72 959140 20.0
Bicyclo[2.2.1]hep... 11.37 5.0 ng 249801 4 11.24 991624 20.0
Sulfurous acid, o... 13.73 18.9 ng 744529 5 13.89 785618 20.0
Ethyl _alpha.-hyd... 13.97 4.8 ng 190455 5 13.89 785618 20.0
Heneicosane 14.35 33.3 ng 1307210 5 13.89 785618 20.0
Octadecane 14.64 4.6 ng 163473 6 15.32 704330 20.0
Supraene 14.71 9.9 ng 347900 6 15.32 704330 20.0
Octadecanal 14.79 4.9 ng 171231 6 15.32 704330 20.0
Pentadecane, 8-he... 14.97 110.7 ng 3897780 6 15.32 704330 20.0
Cyclohexane, 1,2,... 15.00 12.9 ng 452977 6 15.32 704330 20.0
unknown15.80 15.80 8.5 ng 300848 6 15.32 704330 20.0
Heptacosane 16.77 26.1 ng 918715 6 15.32 704330 20.0
unknownl17.29 17.29 79.8 ng 2810830 6 15.32 704330 20.0
3a-Methyl-3,3a-di... 17.45 16.5 ng 580464 6 15.32 704330 20.0
-beta.-Amyrin 17.69 36.6 ng 1288350 6 15.32 704330 20.0
Lup-20(29)-en-3-one 17.78 40.4 ng 1421150 6 15.32 704330 20.0
unknown18.02 18.02 24_.2 ng 853456 6 15.32 704330 20.0
Stigmast-4-en-3-one 18.22 29.6 ng 1041810 6 15.32 704330 20.0

8270-BF012218.M Mon Jan 29 09:57:19 2018 Page: 22



