LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112019.D

Aca On : 11 Jan 2019 17:01

Operator : JU/SJ

Sample : K1071-08

Misc :

ALS Vial : 12 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-BF010719.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 2.163 8 13 18 rVB 66919 89141 2.84% 0.244%
2 5.087 504 510 516 rBV 97211 118524 3.78% 0.325%
3 5.510 577 582 585 rBY 1958636 1922742 61.27% 5.272%
4 6.516 748 753 764 rVB 2144035 2056659 65.54% 5.639%
5 6.645 771 775 779 rBVY 2261254 2057758 65.57% 5.642%
6 6.869 810 813 817 rBV 612244 553966 17.65% 1.519%
7 7.028 836 840 844 rBVY 1784207 1610242 51.31% 4.415%
8 7.428 904 908 912 rBVY 1243649 1245140 39.68% 3.414%
9 8.151 1027 1031 1035 rBV 703859 640384 20.41% 1.756%
10 9.228 1209 1214 1217 rBV 2493486 1985058 63.26% 5.443%

11 9.616 1277 1280 1284 rVB 252437 189711 6.05% 0.520%
12 9.910 1326 1330 1334 rBV 715306 611356 19.48% 1.676%
13 10.698 1460 1464 1473 rBV 1323138 1167308 37.20% 3.201%
14 11.392 1579 1582 1586 rBV 644262 579155 18.46% 1.588%
15 11.916 1667 1671 1679 rBV2 130664 148274 4.73% 0.407%

16 12.469 1762 1765 1766 rBV 77708 60678 1.93% 0.166%
17 12.492 1766 1769 1777 rVB 110478 112127 3.57% 0.307%
18 12.980 1845 1852 1855 rBV 1996785 2431364 77.48% 6.666%

19 13.180 1883 1886 1889 rBV3 46892 52074 1.66% 0.143%
20 13.210 1889 1891 1894 rVB 53749 42110 1.34% 0.115%
21 13.457 1930 1933 1936 rBv4 28785 32377 1.03% 0.089%
22 13.492 1936 1939 1943 rVV3 31500 37867 1.21% 0.104%
23 13.551 1946 1949 1951 rVV 85644 93121 2.97% 0.255%
24 13.568 1951 1952 1955 rVB2 71474 55042 1.75% 0.151%

25 13.668 1965 1969 1973 rBV 3286108 3041953 96.94% 8.340%

26 13.798 1988 1991 1995 rVB 370664 338139 10.78% 0.927%
27 13.868 1999 2003 2009 rBV 753834 827756 26.38% 2.270%
28 13.951 2013 2017 2020 rVB3 245607 234894 7.49% 0.644%
29 14.039 2020 2032 2035 rBV 837754 842540 26.85% 2.310%
30 14.145 2046 2050 2051 rBv4 58372 76978 2.45% 0.211%

31 14.163 2051 2053 2056 rvv2 108213 119387 3.80% 0.327%
32 14.198 2056 2059 2064 rvB2 113510 120079 3.83% 0.329%
33 14.327 2076 2081 2084 rBV 3267509 3138028 100.00% 8.604%
34 14.515 2109 2113 2119 rVB 395325 438585 13.98% 1.203%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112019.D

Aca On : 11 Jan 2019 17:01

Operator : JU/SJ

Sample : K1071-08

Misc :

ALS Vial : 12 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\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.633 2131 2133 2136 rBV3 33760 37347 1.19% 0.102%

36 14.815 2161 2164 2174 rVB2 110091 180388 5.75% 0.495%
37 14.892 2174 2177 2185 rVB 174746 218055 6.95% 0.598%
38 14.968 2185 2190 2195 rBV 1121998 1195096 38.08% 3.277%
39 15.162 2219 2223 2225 rBV 105289 135578 4._.32% 0.372%
40 15.186 2225 2227 2232 rVB 115388 129278 4.12% 0.354%

41 15.527 2280 2285 2294 rBVY 429892 650059 20.72% 1.782%
42 15.751 2318 2323 2329 rBV2 338400 483358 15.40% 1.325%
43 15.986 2360 2363 2367 rVV3 61295 83545 2.66% 0.229%
44 16.039 2368 2372 2377 rVB2 110619 154722 4._.93% 0.424%
45 16.792 2497 2500 2507 rVB3 97532 158728 5.06% 0.435%

46 17.092 2547 2551 2560 rVB6 111900 229365 7.31% 0.629%
47 17.280 2577 2583 2590 rBV2 254933 585287 18.65% 1.605%
48 17.362 2591 2597 2609 rVB 384645 901031 28.71% 2.470%
49 17.615 2636 2640 2646 rBV7 69715 132654 4.23% 0.364%
50 17.698 2646 2654 2667 rVB3 603111 1492220 47.55% 4_.091%

51 17.839 2671 2678 2688 rVB4 171856 479154 15.27% 1.314%
52 17.962 2690 2699 2713 rVB 795770 2155746 68.70% 5.911%

Sum of corrected areas: 36472128
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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\BF011119\

BF112019.D

11 Jan 2019 17:01

JussJ

K1071-08

12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF112019.D
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87

7.43

0
Time-->

T
5.00
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3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF112019.D

9.23

10.70

8.15 9.91 11.39

9.62

|

11.92
A

249

A

12.98

Time-->

9.50 10.00 10.50 11.00 11.50

12.00

=
12.

50

13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF112019.D

14.97
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112019.D

Aca On : 11 Jan 2019 17:01

Operator : JU/SJ

Sample : K1071-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown6.65 Concentration Rank 2

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

6.65 74.29 ng 2057760 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 776 (6.651 min): BF112019.D (-771) (-) m/z 132.00 100.00%
5000 68
© st || 7o Pyous | o o ok T
gL e | weus L m/z 68.10 37.37%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 U UL U L
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.29%
'J'%I!J!'I'!"I""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
" 640 6.60 6.80 7.00
5000 m/z 66.10 25.13%
33 44 o 105
...‘.|.‘.‘..Gﬁ..‘..P....‘,.“.:!']'?,.. S
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R R L EEEEsmEE
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.60%
5000 og M°
SN | SRR 8 rﬂQ7ILLII A 188 ,.1?? . SR | S | C—
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112019.D

Aca On : 11 Jan 2019 17:01

Operator : JU/SJ

Sample : K1071-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 n-Hexadecanoic acid Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
11.92 5.12 ng 148274 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1672 (11.921 min): BF112019.D (-1667) (-) m/z 73.00 100.00%

0 73
5000 129
143 19

11.60 11.80 12.00 12.20
m/z 43.05  93.04%

80 100 120 140 160 180 200 220 240 260
#107549: n-Hexadecanoic acid

m/z--> 20 40 60
Abundance

43 0 7B

-

11:60 11.80 12.00 12.20
m/z 60.00  91.54%

5000 129

m/z--> 20 40 60
Abundance

213
143 157171 185 199

80 100 120 140 160 180 200 220 240 260
#95854: Pentadecanoic acid

43 60 73

5

11.60 11.80 12.00 12.20
41.10 84.81%

29
5000 m/z

129 242
01115 ‘ 143 185
...T ] 157171 \ 213226

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid B o

60 73 11.60 11.80 12.00 12.20

43 m/z 57.05 80.57%
5000 129
185 228
‘ ‘ ﬁ7 }01115 143157171 ‘ 199

m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112019.D

Aca On : 11 Jan 2019 17:01

Operator : JU/SJ

Sample : K1071-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Octadecanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.67 72.21 ng 3041950 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Hexadecanal 240 C16H320 000629-80-1 91
3 17-Octadecenal 266 C18H340 056554-86-0 91
4 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
5 Heptadecanal 254 C17H340 1000376-70-0 90
Abundance Scan 1969 (13.668 min): BF112019.D (-1965) (-) m/z 57.10 100.00%
g7
82

5000

109 LA L L L L L BB
. 125 15p 180 208 236752 278 306324 13.40 13.60 13.80 14.00

m/z 43.05 94 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117607: Octadecanal

13.I40 13.I60 13.80 14.00
m/z 82.10 78.47%

5000

166 194 222 250268

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94312: Hexadecanal

A
L L L L B

13.40 13.60 13.80 14.00
m/z 55.10 73.96%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115860: 17-Octadecenal

13.40 13.60 13.80 14.00
m/z 41.05 64.07%

5000

137154170 196 224 252579
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112019.D

Aca On : 11 Jan 2019 17:01

Operator : JU/SJ

Sample : K1071-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknownl13.80 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.80 8.03 ng 338139 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (3AN-(+)-8.8-dimethvl-4.5.6.7-t... 213 C10H15N02S 107869-45-4 35
2 4-Pvridinepropanoic acid. .alpha... 182 C8H10N203 111610-35-6 27
3 4-Aza-5-thiatricvclol5.2.1.0(3.7... 213 C10H15N02S 104319-35-9 27
4 rotundene 204 C15H24 1000374-17-0 22
5 Santolina epoxide 152 C10H160 060485-45-2 22
Abundance Scan 1991 (13.798 min): BF112019.D (-1988) (-) m/z 108.10 100.00%
5000
13.40 13.60 13.80 14.00 14.20
m/z 95.10 76.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71732: (3Ar)—(5)—)—8,8—dimethyl—4, 5,6, 7-tetrahydro-3H-3a,6-...
108
5000
134 13.40 13.60 13.80 14.00 14.20
a1 67 m/z 93.10 48.91%
15 9 150 171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #47624: 4-Pyridinepropanoic acid, .alpha.-amino-.beta.-hyd...
108
13.40 13.60 13.80 14.00 14.20
so00| 30 g 7 m/z 109.05  26.44Y%
92 137
,‘k*',”l, T —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71731: 4-Aza-5-thiatricyclo[5.2.1.0(3,7)]dec-3-ene-5,5-di... R TR T T T
108 13.40 13.60 13.80 14.00 14.20
m/z 119.05 26.39%
5000
4 67 L 134
Ll J\‘ \H Ll l1s0170 213
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112019.D

Aca On : 11 Jan 2019 17:01

Operator : JU/SJ

Sample : K1071-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 9
R.T. EstConc Area Relative to ISTD R.T.
13.87 19.65 ng 827756 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Cvcloeicosane 280 C20H40 000296-56-0 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39CI1303 1000314-56-3 91
Abundance Scan 2003 (13.868 min): BF112019.D (-1999) (-) m/z 57.10 100.00%
57 33
4
5000
139 13.60 13.80 14.00 14.20
167183 210 235252 280 302 m/z 55.10 97.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55 83
5000
13.60 13.80 14.00 14.20
29 m/z 43.05 93.12%
167 196 222238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127768: Cycloeicosane
55
83
13.60 13.80 14.00 14.20
5000 m/z 83.10 83.84Y%
29
il 139 168 196 224 252 280
m/z--> %b&mmmmmmmmmmmmm
Abundance #175127: Trifluoroacetoxy hexadecane
57 13.60 13.80 14.00 14.20
il 97 m/z 97.10 76.08%
5000
125
15 ] |, 154 180196 224 051269
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20

8270-BF010719.M Mon Jan 14 17:10:35 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112019.D

Aca On : 11 Jan 2019 17:01

Operator : JU/SJ

Sample : K1071-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 rotundene Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.95 5.58 ng 234894 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 rotundene 204 C15H24 1000374-17-0 30
2 6-1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 30
3 Fumaric acid. heptvl 2-methvlcvc... 322 C19H3004 1000345-15-9 22
4 1.3-Diphenvl-1.2-butanediol 242 C16H1802 005381-88-4 20
5 Carbamic acid, N-phenyl-, 2-meth... 227 C14H13NO2 018312-43-1 14
Abundance Scan 2017 (13.951 min): BF112019.D (-2013) (-) m/z 108.10 100.00%
8

5000

B

13.60 13.80 14.00 14.20
m/z 95.10 92.20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64259: rotundene
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rr

5000
13.60 13.80 14.00 14.20
m/z 93.10 55.33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #75932: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexahydr...
5

13,60 13.80 14.00 14.20
m/z 91.05 42.60%

173189
9

5000

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

Abundance #162815: Fumaric acid, heptyl 2-methylcyclohex-1-enylmethy ... RN AR EE T
108 13.60 13.80 14.00 14.20
m/z 107.10 36.42%
5000
29 5‘5 | 7? ! \’ 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\B
Data File : BF112019.D

Aca On - 11 Jan 2019 17:01
Operator : JU/SJ

Sample - K1071-08

Misc :

ALS Vial : 12 Sample Multipli

Quant Method
Quant Title

ASP BNA STANDARDS

TIC Library = C:\DATABASE\NIST
TIC Integration Parameters: LSCI

NA F\DATA\BF011119\

er: 1

FOR 5 POINT CALIBRATION

11.L
NT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 9 1-Nonadecene

Concentrat

Relative to ISTD

R.T. EstConc Area
14 .52 10.41 ng 438585
Hit# of 5 Tentative ID

Chrysene-di12

MW  MolForm

ion Rank 13
R.T.
14.04
CASH# Qual

1 1-Nonadecene

2 Eicosvl pentafluoropropionate
3 Nonadecvl heptafluorobutvrate
4 17-Pentatriacontene

5 Nonadecyl trifluoroacetate

266 C19H38
444 C23H41F502
480 C23H39F702
491 C35H70
380 C21H39F302

018435-45-5 93
1000351-80-8 91
1000351-83-9 91
006971-40-0 91
1000351-76-3 91

Abundance Scan 2114 (14.521 min): BF112019.D (-2109) (-) m/z 57.10 100.00%

97 g3

5000 11

8

LJL_A_]\

14.20 14.40 14.60 14.80
55.10 86.19%

| [139 182 222 253 297 337 397 2
A e e T e R ma s S m/z

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #115906: 1-Nonadecene
43 97
1 _MJL_J\_JJ\
5000
14.20 14.40 14.60 14.80
125 m/z 43.10 83.66%
15, [ J (154 182 210 238 266

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #225763: Eicosyl pentafluoropropionate
57 {
97
14.20 14.40 14.60 14.80
5000 m/z 83.10 82.16%
125
21 ;Jl1153 182210 252280 325 426

m/z--> 0 50

-t
00 150 200 250 300 350 400 450

= A

-

]

Abundance #232520: Nonadecy! heptafluorobutyrate
57 97 14.20 14.40 14.60 14.80
m/z 97.10 72.93%
5000 125
169 266
2\9\ I \ li Jl ' ‘J .196 23\8 { 311 462 ,__»«\_JL.‘/\___,V./\.__A‘

m/z--> 0 50 100 150 200 250 300 350 400 450

14.20 14.40 14.60 14.80

8270-BF010719.M Mon Jan 14 17:10:36 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112019.D

Aca On : 11 Jan 2019 17:01

Operator : JU/SJ

Sample : K1071-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 18
R.T. EstConc Area Relative to ISTD R.T.
14.82 5.55 ng 180388 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Hexacosane 366 C26H54 000630-01-3 83
3 Hentriacontane 437 C31H64 000630-04-6 80
4 2-methvltetracosane 352 C25H52 1000376-72-6 80
5 Tricosane 324 C23H48 000638-67-5 80
Abundance Scan 2165 (14.821 min): BF112019.D (-2161) (-) m/z 57.10 100.00%
57
85
5000
—v—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—h
Id 3 140 170194 222246557289 323 14.60 14.80 15.00 15.20
|||||”|'|'||| ||||lll| ||I||‘l|| 'll'uu'u"u'lu'uluul|||||||||| m/z 71_10 65_20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
85
5000 IR UL UL BUUIL B
mmmmmmmm
- m/z 85.10 59.46%
VL (HE3,241 169 197 295 253 338
miz--> "'s'o""lc')d"'léo o oo ao w0 ao
Abundance #194494: Hexacosane
57
"' 14,60 14.80 15.00 15.20
5000 g5 m/z 43.10 50.05%
113
290 | | | 7] 241 169 197 205 253 205 366
m/z--> §o 160 1éo 260 250 360 3%0 460 !
Abundance #223851: Hentriacontane RS e e e e e ]
57 14.60 14.80 15.00 15.20
m/z 99.00 14.14%
5000
85
J \ \ gl Ty, 169 197 225 253 280 309 351 379 407 436
m/z--> §o 160 1éo 260 2%0 360 3%0 460 ! 14%0 1480 1500 1520

8270-BF010719.M Mon Jan 14 17:10:37 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112019.D

Aca On : 11 Jan 2019 17:01

Operator : JU/SJ

Sample : K1071-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Squalene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.89 6.71 ng 218055 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Farnesol isomer a 222 C15H260 1000108-92-4 87
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 80
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 78
Abundance Scan 2177 (14.892 min): BF112019.D (-2174) (-) m/z 69.10 100.00%
69
41
R N L SO B
137 14.60 14.80 15.00 15.20
e gl 415 gy T 207 243269293319 385 1 nyr g1.10  46.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene ‘J\-A/JL
69
s000] 4 L B UL SULRILS SR
14,60 14.80 15.00 15.20
m/z 41.05 27 .49%
9% 437
] d f1y’) 161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
14.60 14.80 15.00 1520
5000 m/z 95.10 12.61%
41
’ 95 137
. 163 191 217 245 273 299 341 367 410
m/z--> éo 100 150 200 250 300 350 400
Abundance #79401: Farnesol isomer a R R B
69 14.60 14.80 15.00 15.20
m/z 68.10 12.33%
5000 41
93
gl et a0t 22
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20

8270-BF010719.M Mon Jan 14 17:10:37 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112019.D

Aca On : 11 Jan 2019 17:01

Operator : JU/SJ

Sample : K1071-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 1,19-Eicosadiene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.97 36.77 ng 1195100 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 86
Abundance Scan 2190 (14.968 min): BF112019.D (-2185) (-) m/z 57.10 100.00%
57
5000 \
1 e 14.60 14.80 15.00 15.20
ol " A7y 166 104213236 278 306 334 362 | n7 43.10  91.34%
m/z--> 50 150 200 250 300 350
Abundance #126192: 1,19-Eicosadiene
I [
5000 U DR DAL BN SURMLES
mmmmmmmm
29 109 m/z 82.10 79.18%
| ﬂ 1137 166 194 222 250 278
m/z--> 50 100 150 200 250 360 3éo
Abundance #117604: Octadecanal
48

m/z--> 100 150 200 250 300 350
Abundance #117617: Oxirane, hexadecy!- i L o SRS o
82 14.60 14.80 15.00 15.20

m/z 96.05 57.67%

EE

43

5000

109
L “ 1138 165 208557 250260
(166,

m/z--> 50 1 150 200 250 300 350 14.60 14.80 15.00 15.20

82 14.60 14.80 15.00 15.20
5000 m/z 55.10 68.64%
e ‘ | 1137 166 194 222 250
—— T T
50

-

8270-BF010719.M Mon Jan 14 17:10:38 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112019.D

Aca On : 11 Jan 2019 17:01

Operator : JU/SJ

Sample : K1071-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Oxirane, hexadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.75 14.87 ng 483358 Perylene-d12 15.53
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 15-Octadecenal 266 C18H340 056554-93-9 90
4 16-Octadecenal 266 C18H340 056554-87-1 83
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 81
Abundance Scan 2323 (15.751 min): BF112019.D (-2318) (-) m/z 57.10 100.00%
g7
82
5000
e
13720180 15.40 15.60 15.80 16.00
b 58 207 235 264 292 333 362 390 77 4310 89 04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117618: Oxirane, hexadecyl-

%

5000

15.40 15.60 15.80 16.00
m/z 82.05 72.61%

m/z--> 50 100 150 200 250 300 350 400
Abundance #117607: Octadecanal
43 8P
R e e AR R
15.40 15.60 15.80 16.00
5000 m/z 55.10 61.50%
109

l M137 166 194 222 250

i \

e e e

%

m/z--> 50 100 150 200 250 300 350 400
Abundance #115865: 15-Octadecenal R B .
57 82 15.40 15.60 15.80 16.00
m/z 96.05 54 _.58%
5000
29
110
| 1137 168 106 224 251
|

m/z--> 50 100 150 200 250 300 350 400 15.40 15. 60 15. 80 16 00

8270-BF010719.M Mon Jan 14 17:10:38 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112019.D

Aca On : 11 Jan 2019 17:01

Operator : JU/SJ

Sample : K1071-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknownl17.09 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.09 7.06 ng 229365 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 para-Morpholinoacetophenone 205 C12H15N02 039910-98-0 35
2 3-Chlorobenzal bromide 282 C7H5Br2ClI 070288-97-0 27
3 5-Hvdroxvmethvl tricvclazole 205 C9H7N30S 069243-49-8 25
4 Pvridol3.4-dlpvrimidine-2.4(1H.3... 205 C10H11N302 022389-80-6 22
5 7-Phenylisoquinoline 205 C15H11N 070125-65-4 22
Abundance Scan 2551 (17.092 min): BF112019.D (-2547) (-) m/z 205.20 100.00%
205
5000 95 119 147
16,80 17.00 17.20 17.40
m/z 57.10 71.17%
m/z--> 50 100 150 200 250 300 350
Abundance #65116: para-Morpholinoacetophenone
132 205
5000 AR SR SO B
16.80 17.00 17.20 17.40
m/z 43.10 62.17%
43 77 104
.5.“. .'lil‘.“.‘l. ! |]‘.‘. IIIII |1|7.‘:'|| T
m/z--> 50 100 150 200 250 300 350
Abundance #129583: 3-Chlorobenzal bromide
205
16,80 17.00 17.20 17.40
5000 m/z 203.10 58.29%
89
29 63 124
18 \‘J I J| Loyaliy, ol \L 159178 J 248 2§4
m/z--> §0 160 1%0 260 2%0 360 3éo
Abundance #65457: 5-Hydroxymethy! tricyclazole R B R
205 16.80 17.00 17.20 17.40
m/z 55.10 52.60%
5000
96 123
45 69
‘ \ H 148 178
...‘l"‘.“.“‘.‘.”,”“.“..." .‘..,'.... ——————— SN
m/z--> 50 100 150 200 250 300 350 16.80 17.00 17.20 17.40

8270-BF010719.M Mon Jan 14 17:10:39 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112019.D

Aca On : 11 Jan 2019 17:01

Operator : JU/SJ

Sample : K1071-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknownl7.28 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.28 18.01 ng 585287 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-(3.4-Dichlorophenvl)-1-(5-meth... 447 C18H14CI2F3N30S 339352-37-3 25
2 1.3-Difluoro-5-butvidimethvisilyv... 244 C12H18F20Si 1000299-06-0 22
3 5.5.12-TrimethvIl-10-oxatricvclol... 292 C18H2803 1000261-00-0 22
4 1(2H)-Naphthalenone. 7-(1.1-dime... 202 C14H180 022583-68-2 18
5 6-Hydroxy-2-methylcyclohepta(b)p... 187 C11H9NO2 109338-95-6 18
Abundance Scan 2583 (17.280 min): BF112019.D (-2577) (-) m/z 187.20 100.00%
147
5000/ 43 119
69 95 259
145 231 ...,....,....,....,./.ﬁ

17.00 17.20 17.40 17.60
m/z 119.05  48.32%

85 319 354 393

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #226511: 3-(3,4-Dichlorophenyl)-1-(5-methyl-2-thiazolin-2-...
4 124 187
74
260
5000 LA L L L L L L LB
159 " 17.00 17.20 17.40 17.60
7 1 m/z 43.10 47.98%
L
P
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #96922: 1,3-Difluoro-5-butyldimethylsilyloxybenzene
187
s R o
17.00 17.20 17.40 17.60
5000 m/z 55.10 42 _.31%
244

27 598 w3 187| |

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #137986: 5,5,12-Trimethyl-10-oxatricyclo[6.3.2.0(1,6)]trid... A B
187 17.00 17.20 17.40 17.60
m/z 58.95 38.96%
5000 43
145 247
T I T C
s T
m/z--> 50 100 150 200 250 300 350 400 450 17.00 17.20 17.40 17.60

8270-BF010719.M Mon Jan 14 17:10:39 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112019.D

Aca On : 11 Jan 2019 17:01

Operator : JU/SJ

Sample : K1071-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknownl7.36 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.36 27.72 ng 901031 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-chloro-5-methvl-2-nitro- 187 C7H6CINO3 007147-89-9 35
2 2-Bromo-5-fluorobenzvl alcohol. ... 260 C11H14BrFO 1000375-22-2 27
4-(2.3.4.6-Tetramethvlphenvl)-3-... 202 C14H180 094112-30-8 27
4 Cadina-1(10).6.8-triene 202 C15H22 001460-96-4 27
5 1(2H)-Naphthalenone, 7-(1,1-dime... 202 C14H180 022583-68-2 27
Abundance Scan 2597 (17.362 min): BF112019.D (-2591) (-) m/z 187.20 100.00%
147
5000
55 95 119 207
145
231 259 g4 307 355 393 17.00 17.20 17.40 17.60
m/z 119.10 34.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #51151: Phenol, 4-chloro-5-methyl-2-nitro-
187
5000 L DRI SR UL BRI B
17.00 17.20 17.40 17.60
77 m/z 189.20 34.19%
28 O | us Mt
m/z--> 50 100 150 200 250 300 350 400
Abundance #110218: 2-Bromo-5-fluorobenzyl alcohol, tert.-buty! ether
187
. 17.00 17.20 17.40 17.60
5000 m/z 95.10 30.45%
108
245
O S T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #62760: 4-(2,3,4,6-Tetramethylphenyl)-3-buten-2-one R RRE maE
187 17.00 17.20 17.40 17.60
m/z 55.10 27 .61%
5000
143
43
B o A S
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60

8270-BF010719.M Mon Jan 14 17:10:40 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112019.D

Aca On : 11 Jan 2019 17:01

Operator : JU/SJ

Sample : K1071-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Aromandendrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.70 45.91 ng 1492220 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Aromandendrene 204 C15H24 000489-39-4 53
2 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 42
3 (D)-Tricvclol6.2.1.0(4.11)Tundec... 204 C15H24 1000154-06-7 38
4 Phenanthrene. 1.2.3.4.4a.9.10.10... 300 C21H320 010064-26-3 35
5 1,4-Methano-1H-indene, octahydro... 204 C15H24 087064-18-4 30
Abundance Scan 2654 (17.698 min): BF112019.D (-2646) (-) m/z 204.20 100.00%
4

5000
17.40 17.60 17.80 18.00
— m/z 133.10 94 .98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64285: Aromandendrene

41 161
204

93
69 121
5000 L AR NI SRR SUNR
17.40 17.60 17.80 18.00
] \ m/z 300.30 74.44%
| Lt
T T T T T T T T T T T T
0

T T
100 150 200 250 300 350 400

m/z--> 5
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204
VAN
91 133 LI L L L L L L L L LB
41 17.40 17.60 17.80 18.00
5000 161 m/z 55.10 74 .29%
69
T ! ‘I It T hI Il I T T 1T I T T 1 T I T T 17T I T T 1T I T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #64496: (-)-Tricyclo[6.2.1.0(4,11)]undec-5-ene, 1,5,9,9-te... B B A Eame
M 105 133 17.40 17.60 17.80 18.00
m/z 285.20 74.22%
81 189
5000 161
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00

8270-BF010719.M Mon Jan 14 17:10:40 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112019.D

Aca On : 11 Jan 2019 17:01

Operator : JU/SJ

Sample : K1071-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Anthracene, 9-(2-propenyl)- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.84 14.74 ng 479154 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-(2-propenvl)- 218 C17H14 023707-65-5 68
2 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 53
3 .beta.-Amvrin trimethvisilvl ether 498 C33H580Si 001721-67-1 49
4 Olean-12-ene 410 C30H50 000471-68-1 47
5 Benzo[b]naphtho[2,3-d]furan 218 C16H100 000243-42-5 38
Abundance Scan 2678 (17.839 min): BF112019.D (-2671) (-) m/z 218.20 100.00%
218
5000
55 95119 189
47 17.60 17.80 18.00 18.20
409
e m/z 203.15  80.32%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75987: Anthracene, 9-(2-propenyl)-
218
5000 IR B BN UL B
17.60 17.80 18.00 18.20
101 189 m/z 95.10 23.65%
S el
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #75702: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol
218
1760 17.80 18.00 18.20
5000 m/z 189.10 21.86%
190
69
39 109 147 {
P e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235120: .beta.-Amyrin trimethylsilyl ether e L RaE maE s B
17.60 17.80 18.00 18.20
m/z 55.10 21.40%
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 " 1760 17.80 18.00 18.20

8270-BF010719.M Mon Jan 14 17:10:41 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112019.D

Aca On : 11 Jan 2019 17:01

Operator : JU/SJ

Sample : K1071-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.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 20 1,4-Dimethyl-8-isopropylide... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.96 66.32 ng 2155750 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 52
2 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 49
3 1.2.4.8-Tetramethvlbicvclol6.3.0... 204 C15H24 137235-51-9 38
4 1H-3a.7-Methanoazulene. 2.3.6.7.... 204 C15H24 000560-32-7 38
5 1,4-Methanoazulen-9-o0l, decahydr... 222 C15H260 000465-24-7 35
Abundance Scan 2699 (17.962 min): BF112019.D (-2690) (-) m/z 204.20 100.00%
204
135
5000
17.60 17.80 18.00 18.20
m/z 135.10 70.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000 R SRR BN R UL B
161 17.60 17.80 18.00 18.20
\ m/z 133.10 54 _.13%
hi.l.'.. S N .
m/z--> 50 100 150 200 250 300 350 400
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161 204
4l L LR UL UGN B I
17.60 17.80 18.00 18.20
5000 [ 107 135 m/z 69.10 53.76%
‘“1 “ ‘\,,....|--l""'|""|"" ﬁm/\v/\m\/\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #64400: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-diene R AR EEEEE T
204 17.60 17.80 18.00 18.20
m/z 287.25 49.12%
108
5000 133 161
a “
:ML..h. e
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF011119\
Data File : BF112019.D

Acq On : 11 Jan 2019 17:01

Operator : JU/SJ

Sample : K1071-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.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 .65 6.65 74.3 ng 2057760 1 6.87 553966 20.0
n-Hexadecanoic acid 11.92 5.1 ng 148274 4 11.39 579155 20.0
Octadecanal 13.67 72.2 ng 3041950 5 14.04 842540 20.0
unknown13.80 13.80 8.0 ng 338139 5 14.04 842540 20.0
1-Heneicosanol 13.87 19.6 ng 827756 5 14.04 842540 20.0
rotundene 13.95 5.6 ng 234894 5 14.04 842540 20.0
1-Nonadecene 14 .52 10.4 ng 438585 5 14.04 842540 20.0
Tetracosane 14.82 5.5 ng 180388 6 15.53 650059 20.0
Squalene 14.89 6.7 ng 218055 6 15.53 650059 20.0
1,19-Eicosadiene 14 .97 36.8 ng 1195100 6 15.53 650059 20.0
Oxirane, hexadecyl- 15.75 14.9 ng 483358 6 15.53 650059 20.0
unknownl17.09 17.09 7.1 ng 229365 6 15.53 650059 20.0
unknownl7.28 17.28 18.0 ng 585287 6 15.53 650059 20.0
unknownl17 .36 17.36 27.7 ng 901031 6 15.53 650059 20.0
Aromandendrene 17.70 45.9 ng 1492220 6 15.53 650059 20.0
Anthracene, 9-(2-... 17.84 14.7 ng 479154 6 15.53 650059 20.0
1,4-Dimethyl-8-is... 17.96 66.3 ng 2155750 6 15.53 650059 20.0
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