LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121918.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 2.187 14 17 23 rvVB 23533 33854 1.56% 0.165%
2 5.098 509 512 517 rBV 27894 28215 1.30% 0.137%
3 5.510 578 582 585 rBV 491228 452526 20.89% 2.201%
4 6.510 748 752 760 rBV 614147 495088 22.86% 2.408%
5 6.657 774 777 781 rBV 524538 472529 21.82% 2.298%
6 6.898 814 818 821 rBVY 1262904 1140556 52.66% 5.547%
7 7.051 840 844 847 rBV 486518 372456 17 .20% 1.811%
8 7.445 907 911 916 rVB 357995 275836 12.73% 1.341%
9 8.175 1031 1035 1039 rBvV 1639192 1399092 64.59% 6.804%
10 9.251 1214 1218 1221 rBV 601529 494044 22.81% 2.403%

11 9.639 1281 1284 1290 rBV2 107652 117187 5.41% 0.570%
12 9.933 1330 1334 1337 rBV 1522731 1359987 62.79% 6.614%
13 10.710 1463 1466 1472 rVB 285485 236551 10.92% 1.150%

14 10.963 1505 1509 1513 rBV 30210 27635 1.28% 0.134%
15 11.057 1523 1525 1531 rBV3 19867 27175 1.25% 0.132%
16 11.410 1582 1585 1589 rVB 1239603 1153137 53.24% 5.608%
17 11.469 1592 1595 1599 rVB2 59657 59973 2.77% 0.292%
18 11.639 1618 1624 1627 rBv4 23744 29673 1.37% 0.144%
19 11.933 1671 1674 1677 rBV 68432 59490 2.75% 0.289%
20 12.274 1730 1732 1735 rVB2 32408 24960 1.15% 0.121%
21 12.504 1766 1771 1774 rBV 44041 40908 1.89% 0.199%
22 12.545 1774 1778 1781 rVVv4 40276 47570 2.20% 0.231%
23 12.680 1797 1801 1805 rBV2 52512 49807 2.30% 0.242%
24 12.721 1805 1808 1812 rVB3 43985 39164 1.81% 0.190%
25 12.874 1831 1834 1837 rBV3 21518 22871 1.06% 0.111%
26 12.992 1850 1854 1859 rBV 523162 429280 19.82% 2.088%
27 13.133 1874 1878 1881 rVB5 22301 26540 1.23% 0.129%
28 13.186 1883 1887 1888 rBV 79853 67844 3.13% 0.330%
29 13.204 1888 1890 1892 rVvVv 79049 66978 3.09% 0.326%
30 13.233 1892 1895 1898 rVB 172271 138349 6.39% 0.673%
31 13.374 1916 1919 1922 rVB 94161 85855 3.96% 0.418%
32 13.445 1929 1931 1934 rVB2 30516 22520 1.04% 0.110%
33 13.480 1934 1937 1940 rBvV4 26791 27792 1.28% 0.135%

34 13.574 1950 1953 1959 rVB2 67414 103425 4.77% 0.503%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 13.692 1964 1973 1979 rBV5 149414 313421 14.47% 1.524%

36 13.892 2002 2007 2014 rBV2 912514 1326817 61.26% 6.453%

37 13.951 2014 2017 2021 rVB2 45771 49104 2.27% 0.239%
38 14.021 2026 2029 2030 rBVZ2 42256 45453 2.10% 0.221%
39 14.045 2030 2033 2037 rVV 1468837 1298482 59.95% 6.315%
40 14.080 2037 2039 2042 rVB 75408 70457 3.25% 0.343%
41 14.157 2050 2052 2055 rVB3 28999 25442 1.17% 0.124%
42 14.215 2058 2062 2068 rBV3 118764 184205 8.50% 0.896%
43 14.298 2074 2076 2078 rBV3 34201 29923 1.38% 0.146%

44 14.339 2080 2083 2086 rBVY 122579 113001 5.22% 0.550%
45 14.521 2111 2114 2121 rBV 2112415 2165994 100.00% 10.534%

46 14.574 2121 2123 2129 rVV2 62409 84062 3.88% 0.409%
47 14.645 2133 2135 2138 rBV2 54308 47259 2.18% 0.230%
48 14.780 2156 2158 2160 rBV2 30062 25273 1.17% 0.123%

49 14.839 2164 2168 2175 rVB3 134809 206908 9.55% 1.006%
50 14.980 2188 2192 2195 rBV 222786 247447 11.42% 1.203%

51 15.127 2211 2217 2220 rBV4 76943 183396 8.47% 0.892%
52 15.180 2222 2226 2227 rBV 451286 499072 23.04% 2.427%
53 15.257 2236 2239 2249 rVB2 117239 163129 7.53% 0.793%
54 15.345 2252 2254 2266 rVB7 62653 95204 4._.40% 0.463%
55 15.521 2279 2284 2288 rVB 759145 890986 41.14% 4 _.333%

56 15.568 2288 2292 2295 rBV 71935 88995 4.11% 0.433%
57 15.768 2322 2326 2330 rBV 256217 352571 16.28% 1.715%
58 16.015 2362 2368 2371 rBV 211090 335243 15.48% 1.630%
59 16.057 2371 2375 2381 rVVv2 225722 386241 17.83% 1.878%
60 16.133 2385 2388 2392 rVV2 121017 176589 8.15% 0.859%

61 16.174 2393 2395 2400 rVB5 47445 59924 2.77% 0.291%
62 16.256 2405 2409 2411 rBV3 58191 81658 3.77% 0.397%
63 16.527 2452 2455 2461 rVB3 44673 73317 3.38% 0.357%

64 16.821 2500 2505 2511 rBV 151154 291073 13.44% 1.416%
65 17.215 2568 2572 2582 rVB6 72852 164966 7.62% 0.802%

66 17.321 2586 2590 2594 rVVv2 98129 201641 9.31% 0.981%
67 17.374 2594 2599 2607 rVB2 140611 315219 14.55% 1.533%
68 17.621 2636 2641 2647 rBV9 60174 128320 5.92% 0.624%
69 17.715 2652 2657 2667 rVB8 106618 253825 11.72% 1.234%
70 17.956 2695 2698 2700 rBv4 35834 50487 2.33% 0.246%

71 18.445 2776 2781 2789 rBV10 46642 107958 4.98% 0.525%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 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 - 0 Peak Location: TOP

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

Method
Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 20561929

8270-BF121918_.M Fri Dec 21 13:56:14 2018 Page: 3



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
BF111666.D
21 Dec 2018
Ju/sJ
J6445-03 10X

3:54
27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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TIC: BF111666.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 1 unknown6.66 Concentration Rank 5

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

6.66 8.29 ng 472529 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 777 (6.657 min): BF111666.D (-774) (-) m/z 132.00 100.00%
130.0
5000 68.1
00 sy [| oo % "ok oko ko 760"
Obrrrrereprrrr et b e 2 bt e il | M/Z 68,10 43.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
5000 A A LRSS AR A
6.40 6.60 6.80 7.00
104.0 m/z 134.00 32.32%
ol 140 270 380 510 660770 590 | 1s0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
640 6.60 6.80 7.00
5000 m/z 66.00 28.68%
_iso 20 %90 20 T 70 00 OMueo |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene R L R EmAma
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17 .60%
5000
63.0 81.0
31.0 50.0 ‘ ‘ 101.0112.0 |
0::|||||||||||||||||||‘|||||||‘|||||||||||||| |‘||||||| RRR R — e A —T —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 1,1°-Biphenyl, 2,27,3,4,4",... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.69 4.83 ng 313421 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1°-Biphenvl. 2.2".3.4.47.5.6"-... 392 C12H3CI7 060145-23-5 99
2 1.1"-Biphenvl. 2.2".3.4.5.5".6-h. .. 392 C12H3CI7 052712-05-7 99
3 1.1"-Biphenvl. 2.2".3.4.5.6.6"-H. .. 392 C12H3CI7 074472-49-4 99
4 1.1"-Biphenvl. 2.27.3.4".5.57.6-... 392 C12H3CI7 052663-68-0 99
5 1,1"-Biphenyl, 2,2",3,3%,4,4" ,5-__. 392 C12H3CI7 035065-30-6 99

Abundance Scan 1973 (13.692 min): BF111666.D (-1964) (-) m/z 57.10 100.00%

109.1 395.8

5000

-

13.40 13.60 13.80 14.00
m/z 43.10 99.61%

0
m/z--> 50 100 150 200 250 300 350
Abundance #208281: 1,1-Biphenyl, 2,2',3,4,4',5,6'-Heptachloro-

39
324.0
5000 L B e i e e BRI
0540 1340 13.60 13.80 14.00
162.0 ' 359.0 m/z 55.05 90.07%
217.0 288.0 AL
0 SRR N -

i

L — I L
||||||||||||||||||||||||||||||‘||||||| L L L B L B N B

m/z--> 50 100 150 200 250 300 350 400 13. 40 13 60 13. 80 14. OO

m/z--> 50 100 150 200 250 300 350 400
Abundance #208249: 1,1'-Biphenyl, 2,2',3,4,5,5',6-heptachloro-
394.0
AR EEEE e
324.0 13.40 13.60 13.80 14.00
5000 m/z 82.10 84 .82%
254.0
162.0 359.0
|, 2070 H 290.0
N N - ok
m/z--> 50 100 150 200 250 300 350
Abundance #208250: 1,1'-Biphenyl, 2,2',3,4,5,6,6'-Heptachloro- e B s B R N
394.0 13.40 13.60 13.80 14.00
m/z 69.10 83.30%
5000 324.0
254.0
440 730  126.0 16f0 197.0 | 289.0 \l 359.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Heptadecyl trifluoroacetate Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.89 20.44 ng 1326820 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 94
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
Abundance Scan 2007 (13.892 min): BF111666.D (-2002) (-) m/z 57.10 100.00%
57.1
97.1
5000 J
39.2 13.60 13.80 14.00 14.20
3 - -,- h 18222222 28033153 . 'm/z 43.05 95.23%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #185169: Heptadecy! trifluoroacetate
57.0
97.0
5000 R BN UL U SR
13.60 13.80 14.00 14.20
m/z 55.10 89.32%
oL, | 399 182.0 2380 2830 3340
m/iz--> 0 55 100 150 200 2éo 360 350 400 450
Abundance #151538: 1-Docosene
55.0
97.0 13,60 13.80 14.00 14.20
5000 m/z 83.10 72.12%
014d‘\w‘] l J 139.0 1810 308.0
m/z--> 0 50 160 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.10 68.68%
5000
o 4 )dd ﬁlp 1690 5100 2520 2970 448.0
m/z--> 0 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

ASP BNA STANDARDS FOR 5

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

POINT CALIBRATION

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M

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 Octacosyl trifluoroacetate

R.T. EstConc Area

Relative to ISTD

Concentration Rank 1

14 .52 33.36 ng 2165990

Hit# of 5 Tentative ID

Chrysene-di12

MW  MolForm

1 Octacosvl trifluoroacetate

2 Docosvl pentafluoropropionate

3 Dotriacontvl heptafluorobutvrate
4 Tricosvl pentafluoropropionate

506 C30H57F302
472 C25H45F502
662 C36H65F702
486 C26H47F502

1000351-74-9 91
1000351-80-9 91
1000351-84-2 91
1000351-81-0 91

5 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 91

Abundance Scan 2114 (14.521 min): BF111666.D (-2111) (-) m/z 57.10 100.00%
57.1
5000
Jl 11.1
14.20 14.40 14.60 14.80
168.2
Ol b, ..L.. oo R — m/z 43.10 80.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #235928: Octacosyl trifluoroacetate
57.0
11.0 14.20 14.40 14.60 14.80
m/z 55.10 56.20%
b 1116702220 278.0 364.0 437.0488.0
A A e e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #231356: Docosy! pentafluoropropionate
57.0 \
_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—r
14.20 14.40 14.60 14.80
5000 m/z 71.10 51.73%
11.0
ol L)) 1670 2240 3080 454.0
L oL R B e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242399: Dotriacontyl heptafluorobutyrate
57.0 14.20 14.40 14.60 14.80
m/z 83.10 43.29%
5000
11.0
ol i | 1167.0 222.0 278.0 334.0 390.0 448.0 644.0 \ A
B L B B B e e e R AL A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Tritetracontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.84 4.64 ng 206908 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 86
2 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 86
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 86
4 Sulfurous acid. octadecvl pentvl... 404 C23H4803S 1000309-15-0 58
5 Sulfurous acid, hexadecyl pentyl... 376 C21H4403S 1000309-14-9 58
Abundance Scan 2168 (14.839 min): BF111666.D (-2164) (-) m/z 57.10 100.00%
57.1
5000

14.60 14.80 15.00 15.20

11.1
Jjﬂ 168.0 255 2 309.3355.0

O d b s 5522 30938880 e M/Z 43.10  67.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
5000
14.60 14.80 15.00 15.20
m/z 71.10 59.88%
0 1? 1690 2250 2810 337.0 393.0 463.0 519.0 575.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #207558: Sulfurous acid, butyl octadecy! ester
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 45 .21%

10 1680 2530

O A e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester

43.0 14.60 14.80 15.00 15.20

m/z 55.10 41.18%
5000
7.0

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14.60 14.80 15.00 15 20

8270-BF121918_.M Fri Dec 21 13:56:18 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Oxirane, hexadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

14.98 5.55 ng 247447 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
2 Octadecanal 268 C18H360 000638-66-4 87
3 1.19-Eicosadiene 278 C20H38 014811-95-1 87
4 17-Octadecenal 266 C18H340 056554-86-0 86
5 Tetradecanal 212 C14H280 000124-25-4 80

Abundance Scan 2192 (14.980 min): BF111666.D (-2188) (-) m/z 57.10 100.00%

57.1
6.0
5000

137.1 14.60 14.80 15.00 15.20
178.9218.0 298.1 3623  435.1 512.9
0! m/z 43.10 92.18%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117617: Oxirane, hexadecyl-
43.0 82.0
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rﬁ

5000
14.60 14.80 15.00 15.20
m/z 82.05 82.52%

24.0
0 166.0208.0250.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #117605: Octadecanal
43.0 82.0
_rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rﬁ

14.60 14.80 15.00 15.20
5000 m/z 55.05 64 _.30%

J ‘1 250.0
oL .,..l.u,u...t,....}....,....,....,....,....,..
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #126192: 1,19-Eicosadiene R e A
55.0 14. 60 14. 80 15. 00 15. 20
m/z 96.05 53.13%

6.0
5000
15.0 | 18701800 2500

o A e e e e o e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14 60 14. 80 15. 00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 8 3,4-Dihydroxybenzoic acid, ... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

1513  4.12ng 183396 Perylene-di2 15.52

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3.4-Dihvdroxvbenzoic acid. bis(t... 496 C25H4804Si3 1000352-46-7 59
2 Cvclodisilazane-2.2.4.4-tetramin... 440 C10H40N12Si4 034665-55-9 58

3 Ethvl 3-hvdroxv-2.6-di-p-chloros... 439 C24H19CI2NO3 1000213-02-4 52
4 Silane. diethvldodecvloxv(pentaf... 468 C23H37F502Si 1000363-22-7 50

5 3-Methoxyandrosta[16,17-b]furan-... 439 C29H45N02 1000196-04-7 40
Abundance Scan 2217 (15.127 min): BF111666.D (-2211) (- m/z 439.10 100.00%
439.1
5000 /]M\\
219.1
362.1 R UL IR I B
55.0 96.0133.9 18]1 0 | l 258.1 317.1 516.1 14.30 15.00 15.20 15.40
Okl bl o b b Tm/z 440,10 31.99%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #234756: 3,4-Dihydroxybenzoic acid, bis(tert-butyldimethyl...
430.0
73.0
5000 A LU SRR

14. 80 15. oo 15 20 15.40
193.0 m/z 219.05 22 .62%

01280 , | 1870 | | 26703090349 3950 | 4810
e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #224596: Cyclodisilazane-2,2,4,4-tetramine, N,N,N',N-tetr...

31.0 439.0

14.80 15.00 15.20 15.40

5000 378.0 m/z 441.10 19.18%
i 203.0 261.0 319.0 L
e L o e R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #224507: Ethyl 3-hydroxy-2,6-di-p-chlorostyrylisonicotinate T
439.0 14. 80 15. 00 15 20 15. 40

m/z 362.10 18.35%

393.0
5000 139.0 301.0
254,
ol 1770LJJJ 2019 P I 314)({[ | | l

m/z--> 50 100 150 200 300 350 400 450 500 14. 80 15. 00 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.18 11.20 ng 499072 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91
Abundance Scan 2226 (15.180 min): BF111666.D (-2222) (-) m/z 57.10 100.00%
51.1
5000 \
90.1 14180 1500 1520 1540
141.2 . : . :
ol A ULy 1912 1832 2271 2601 3004 3514 4254 L TUR TG 65, A8%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 A SRR DR DU R
14. 80 15. 00 15 20 15. 40
99.0 m/z 71.10 62.76%
ol15.0 ] ,| | 141({ 183.0 225.0 296.0
m/z--> 55 100 1éo 260 2éo 360 3éo 460
Abundance #194493: Hexacosane
57.0
14,80 15.00 15.20 1540
5000 m/z 85.05 46 .04%
99.0
ol lJ Il | | ; 1410 1830 2250 267.0 309.0 367.0
m/z--> 55 160 1éo 260 250 360 3éo 460
Abundance #105885: Octadecane T T AT
57.0 14.80 15.00 15.20 15.40
m/z 55.05 25.61%
5000
99.0
o VL] 1410 1830 221,0254.0
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3éo 4(')0 14. 80 15. 00 15 20 15. 40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Octadecanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.77 7.91 ng 352571 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 1.21-Docosadiene 306 C22H42 053057-53-7 87
3 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 87
4 1.19-Eicosadiene 278 C20H38 014811-95-1 87
5 1,13-Tetradecadiene 194 C14H26 021964-49-8 86

Abundance Scan 2326 (15.768 min): BF111666.D (-2322) (-) m/z 57.10 100.00%

571

5000

om

15.40 15.60 15.80 16.00

37.1
2511 .
||; {Jijee1 2070 25112851 35513003 R R Reg ey

m/z--> 50 150 200 250 300 350
Abundance #117607: Octadecanal

43.0
5000 I|||||||IIIIIIIIII|I
15.40 15.60 15.80 16.00
m/z 82.10 69.98%
o ||||}520 1940222025;0
i T LY SRR UL

Al 1}
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00

m/z--> 50 150 200 250 300 350
Abundance #149983: 1,21-Docosadiene
55.0
96.0 A m e R e
15.40 15.60 15.80 16.00
5000 m/z 55.10 66 .65%
306.0
o 2600, ‘| ‘ " 36. Ol 18002080 _ 2640 " |
il o B e B
m/z--> 50 150 200 250 300 350
Abundance #194460: (2)-14-Tricosenyl formate A BT o e
55.0 9.0 15.40 15.60 15.80 16.00
' m/z 96.10 57 .84%
5000
38.0
0 ‘ ‘l‘ﬂJL 1800 2220 _ 2780 3200 3660
A B e T L B T B e B A e e e
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.02 7.53 ng 335243 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Docosane 310 C22H46 000629-97-0 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2369 (16.021 min): BF111666.D (-2362) (-) m/z 57.10 100.00%
57.1
5000
%00 1580 16.00 16.20 16.40
141.2 . . . .
ol LA d g 322 1832 2392 221 sara L o TUi NG 59 20w
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
51.0
5000 LI I SO SULRUL L
15.80 16.00 16.20 16.40
99.0 m/z 43.10 56.67%
02m|jjﬂdmm1%02mzmom% 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #202661: Heptacosane
57.0
1580 16.00 16.20 16.40
5000 m/z 85.10 42 .93%
.0
OZH Jju|¥m1%02mzmom% 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane R B e L e
57.0 15.80 16.00 16.20 16.40
m/z 55.10 20.99%
5000
99.0
0 27,00 | | | | 141 0 183. 0 225.0 281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 15,80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.06 8.67 ng 386241 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 86
3 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 86
4 10-Heneicosene (c.t) 294 C21H42 095008-11-0 68
5 Octacosanol 410 C28H580 000557-61-9 64
Abundance Scan 2376 (16.062 min): BF111666.D (-2371) (-) m/z 97.10 100.00%
A1
5000
15,80 16.00 16.20 1640
ok m/z 55.10 93.88%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57.0 83.0
5000 111.0 L L L B
15.80 16.00 16.20 16.40
m/z 83.10 93.42%
29.0 139.0
ob hhh@mmmnmmmmmmm%m
m/z--> 55 160 150 200 2éo 360 350
Abundance #104157: E-15-Heptadecenal
43.0
83.0 15,80 16.00 16,20 1640
5000 m/z 57.10 92 .57%
111.0
o u \1390168 0196 0224 02520
m/z--> 50 160 1éo 200 2éo 360 3%0
Abundance #105686: 13-Tetradecen-1-ol acetate B a e B R
43.0 15.80 16.00 16.20 16.40
m/z 69.10 87 .96%
5000
111.0
o } 1, “ | J‘ L ‘[139 0167 0194.0 224.0 254.0
m/z--> 5 200 250 360 350 1580 1600 1620 1620
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 2-Pentacosanone Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.13 3.96 ng 176589 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentacosanone 366 C25H500 075207-54-4 90
2 2-Pentadecanone 226 C15H300 002345-28-0 58
3 Oxirane. tetramethvl- 100 C6H120 005076-20-0 52
4 Oxirane. 3-ethvl-2.2-dimethvl- 100 C6H120 001192-22-9 50
5 2-Tridecanone 198 C13H260 000593-08-8 50
Abundance Scan 2387 (16.127 min): BF111666.D (-2385) (-) m/z 59.10 100.00%
59.1
5000
97.1 15.80 16.00 16.20 16.40
127.0 162.2 199.0 249.2
ol e|-il 262.1 m/z 43.10 69.38%
m/z--> 50 100 150 200 250 300 350
Abundance #194476: 2-Pentacosanone
59.0
5000 RN R BN BUURE
15.80 16.00 16.20 16.40
m/z 58.00 69.26%
0 366.0
o L 1270 170.0198.0 236.0264.0 306.0 338.0 |
T [ UL UL UL S WL S
m/z--> 50 100 150 200 250 300 350
Abundance #82966: 2-Pentadecanone
58.0
15.80 16.00 16.20 16.40
5000 m/z 57.10 31.05%
85.0
168.0 226.0
04 290 ltt IJ” “ \1112“\7;9' IHI |'1|97|.Q|\ T —
m/z--> 50 100 150 200 250 300 350
Abundance #3858: Oxirane, tetramethyl- AR R REaE T
59.0 15.80 16.00 16.20 16.40
m/z 71.10 30.31%
5000
o 100.0
miz-> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Oxirane, heptadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.82 6.53 ng 291073 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
3 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 70
4 Hexadecanal 240 C16H320 000629-80-1 64
5 1,19-Eicosadiene 278 C20H38 014811-95-1 62
Abundance Scan 2505 (16.821 min): BF111666.D (-2500) (-) m/z 57.10 100.00%
57.1
5000
1981 1o 24112000 0 o 16160 16.80 17100 17,70
Y — | BLOLL B9 m/z 43.10  93.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129467: Oxirane, heptadecyl-
43.0 82.0
5000 R U SR SRR
16.60 16.80 17.00 17.20
m/z 82.10 70.44%
0 166.0 222.0 264.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #117616: Oxirane, hexadecyl-
43.q 82.0
1660 16.80 17.00 17.20
5000 m/z 55.10 65.24%
23.0
ol | , 166.0 208.0 250.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #194460: (Z)—l4—TricosenyI formate LI L L BN B
58.0 1560 16.60 16.80 17.00 17.20
' m/z 96.05 56.80%
5000
ol d 100 1800 2220 2780 3% 3660
m/z--> 50 100 150 200 250 300 350 400 ' 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Heptadecyl heptafluorobutyrate Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
17.22 3.70 ng 164966 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 81
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 81
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 74
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 70
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 70

Abundance Scan 2573 (17.221 min): BF111666.D (-2568) (-) m/z 57.10 100.00%
57.1
97.1
5000
" 17.00 17.20 17.40 17.60
o} m/z 43.10 78 .89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 LI SULRLE B IR I
17.00 17.20 17.40 17.60
m/z 97.10 72 .06%
280 01690, 2380 0.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecyl ester
57.0
9r.0 R SURRE SRR B
17.00 17.20 17.40 17.60
5000 m/z 83.10 68.91%
012610 l ‘ L 390, ;82 o - 2520 2970 398.0
m/z--> 50 100 150 2%0 300 350 400
Abundance #222139: Nonadecyl pentafluoropropionate N B B !
510 970 17.00 17.20 17.40 17.60
m/z 69.10 60 .54%
5000
ol26:0, ‘ L M h'ol 182.0 2220 266.0 3110 412.0
m/z--> % 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 _beta.-iso-Methyl ionone Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.37 7.08 ng 315219 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 60
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 50
3 Santolina epoxide 152 C10H160 060485-45-2 35
4 Propenamide. 3-(3.4-dimethoxvphe... 313 C18H19N0O4 339165-72-9 27
5 3-Buten-2-one, 4-(2,5,6,6-tetram... 206 C14H220 000079-70-9 27
Abundance Scan 2598 (17.368 min): BF111666.D (-2594) (-) m/z 191.15 100.00%
191.2
95.1
5000
410 149.2 httetssnstit Sl il
2322 2841 s, A4 17.00 17.20 17.40 17.60
0 VI =G ST m/z 95.10 69.59%%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000{28.0 AR L B SRR
17.00 17.20 17.40 17.60
950 1350 m/z 109.05 41.76%
A A
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191.0
17.00 17.20 17.40 17.60
5000 570 m/z 81.05 41.27%
107.0 149.0
Ouu‘l“‘hlul‘u‘lutluuul‘||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance #25107: Santolina epoxide A BT o e
95.0 17.00 17.20 17.40 17.60
m/z 205.15 40.48%
5000{ 41.0
l‘ 137.0
0 u..Jﬂhv.t,.... e SRR N e S
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknownl7.62 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
17.62 2.88 ng 128320 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Chloroethvl p-tolvlcarbamate 213 C10H12CINO2 074552-28-6 14
2 Ethinvl Estradiol 296 C20H2402 000057-63-6 12
3 Norflurazon 303 C12H9CIF3N30 027314-13-2 9
4 1.3.4-Thiadiazol-2-amine. 5-trif... 273 C11H10F3N3S 284488-18-2 9
5 2-Methylphenothiazine 213 C13H11INS 005828-51-3 9

Abundance Scan 2641 (17.621 min): BF111666.D (-2636) (-) m/z 43.10 100.00%
43.1
93.1
145.1
5000 2132
303.4 414.5
Lol 251.0 381.3 R DU B SURUL U
h | | || 17.40 17.60 17.80 18.00
ob—— e m/z 41.05 79.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #71703: 2-Chloroethyl p-tolylcarbamate
218.0
133.0
5000 R SR B SO
17.40 17.60 17.80 18.00
31.0 63.0 l m/z 93.10 62.50%
0 .JJ:{J.[!,L.. '!}7?9|"' NLURELERELAY UL UL SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #141346: Ethinyl Estradiol
218.0
160.0 "17.40 17.60 17.80 18.00
5000 m/z 55.10 57.42%
296.0
53.0 91.0 1270
0‘14'0 " “ A‘ ik oa A{ 25.0'0
m/z--> 50 100 150 200 250 300 350 400
Abundance #146804: Norflurazon N B B !
145.0 17.40 17.60 17.80 18.00
m/z 105.00 56.61%
303.0
5000 102.0
0 \52{9.‘411.\ i J 20§'O ... 268.0
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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122018\
Data File : BF111666.D

Aca On : 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 20 unknownl7.72 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.72 5.70 ng 253825 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9(1HY-Phenanthrenone. 2.3.4.4a.1... 300 C20H2802 000511-05-7 41
2 1R.4S.7S.11R-2.2.4.8-Tetramethvl... 204 C15H24 1000140-07-6 38
3 .alpha.-Guaiene 204 C15H24 003691-12-1 38
4 1.3-Dimethvl-5-(propen-1-vadam... 204 C15H24 057040-48-9 30
5 5.alpha.-Pregn-16-en-20-one 300 C21H320 003752-04-3 25
Abundance Scan 2658 (17.721 min): BF111666.D (-2652) (-) m/z 43.10 100.00%
43.1
132.9 300.3
8l.1 204.2
5000
165. 43.2 e
356 4°|1'4 17.40 17.60 17.80 18.00
o! A 222 L1l m/z 55.10 99.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #145026: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexahydro-6...
3.0 285.0
5000 215.0 L DAL UL IUUN UL
17.40 17.60 17.80 18.00
28.0 163.0 m/z 41.10 88.77%
0! l.'.luul'....l....|....|..
m/z--> 50 100 150 200 250 300 350 400
Abundance #64444: 1R,4S,7S,11R-2,2,4,8-Tetramethyltricyclo[5.3.1.0(4...
109.0 204.0
161.0
17,40 17.60 17.80 18.00
5000 m/z 300.30 80.36%
0 U ALY UL AL U
m/z--> 50 100 150 200 250 300 350 400
Abundance #64292: .alpha.-Guaiene B B
105.0 17.40 17.60 17.80 18.00
147.0 m/z 132.95 79.01%
50001 41.0
‘ 189.0
ol IMI{[.I{IIII\ILII ——— T R R e
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00

8270-BF121918_.M Fri Dec 21 13:56:27 2018 Page: 21



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122018\
Data File : BF111666.D

Acq On = 21 Dec 2018 3:54

Operator : JU/SJ

Sample : J6445-03 10X

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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 .66 6.66 8.3 ng 472529 1 6.90 1140560 20.0
1,1"-Biphenyl, 2,... 13.69 4.8 ng 313421 5 14.04 1298480 20.0
Heptadecyl triflu... 13.89 20.4 ng 1326820 5 14.04 1298480 20.0
Octacosyl trifluo... 14.52 33.4 ng 2165990 5 14.04 1298480 20.0
Tritetracontane 14.84 4.6 ng 206908 6 15.52 890986 20.0
Oxirane, hexadecyl- 14.98 5.5 ng 247447 6 15.52 890986 20.0
3,4-Dihydroxybenz... 15.13 4.1 ng 183396 6 15.52 890986 20.0
Heneicosane 15.18 11.2 ng 499072 6 15.52 890986 20.0
Octadecanal 15.77 7.9 ng 352571 6 15.52 890986 20.0
2-methyloctacosane 16.02 7.5 ng 335243 6 15.52 890986 20.0
n-Tetracosanol-1 16.06 8.7 ng 386241 6 15.52 890986 20.0
2-Pentacosanone 16.13 4.0 ng 176589 6 15.52 890986 20.0
Oxirane, heptadecyl- 16.82 6.5 ng 291073 6 15.52 890986 20.0
Heptadecyl heptaf... 17.22 3.7 ng 164966 6 15.52 890986 20.0
-beta.-iso-Methyl... 17.37 7.1 ng 315219 6 15.52 890986 20.0
unknownl7.62 17.62 2.9 ng 128320 6 15.52 890986 20.0
unknownl7.72 17.72 5.7 ng 253825 6 15.52 890986 20.0
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