LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080719\
Data File : BF116045.D

Aca On > 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 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-BF073019.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 2.128 3 7 18 rVB 840789 1105048 38.30% 2.981%
2 5.469 571 575 598 rBY 2520969 2673634 92.66% 7.213%
3 6.481 742 747 766 rBY 2531938 2885510 100.00% 7.784%
4 6.616 766 770 773 rBVY 3088910 2783911 96.48% 7.510%
5 6.839 805 808 817 rBV 834502 776241 26.90% 2.094%
6 6.998 831 835 849 rBVY 2216046 1930935 66.92% 5.209%
7 7.404 900 904 916 rBVY 1598038 1656011 57.39% 4_467%
8 8.122 1022 1026 1047 rBvV 1021136 1013682 35.13% 2.735%
9 9.198 1204 1209 1220 rBvV 2537649 2569808 89.06% 6.933%
10 9.586 1272 1275 1288 rBV 580710 645389 22.37% 1.741%

11 9.874 1320 1324 1340 rVB 1345249 1209634 41.92% 3.263%
12 10.663 1455 1458 1476 rBV 1215316 1358240 47.07% 3.664%
13 11.363 1573 1577 1584 rBV 1328029 1241466 43.02% 3.349%
14 11.886 1661 1666 1679 rBvV2 222350 387151 13.42% 1.044%

15 12.433 1756 1759 1767 rVB4 41608 49673 1.72% 0.134%
16 12.580 1781 1784 1790 rBV 66755 86934 3.01% 0.235%
17 12.674 1794 1800 1818 rVVv 428050 771580 26.74% 2.082%
18 12.810 1820 1823 1826 rVB2 62168 61988 2.15% 0.167%
19 12.945 1841 1846 1849 rBV 2739694 2481031 85.98% 6.693%
20 13.168 1881 1884 1888 rBV2 44744 41948 1.45% 0.113%

21 13.527 1937 1945 1949 rVB3 185378 233246 8.08% 0.629%
22 13.733 1975 1980 1982 rBV2 272819 352980 12.23% 0.952%
23 13.757 1982 1984 1991 rVB3 112829 160083 5.55% 0.432%
24 13.845 1991 1999 2006 rBv4 150526 425919 14.76% 1.149%
25 13.898 2006 2008 2013 rVV2 242092 248232 8.60% 0.670%

26 13.939 2013 2015 2018 rVvVv 60611 56312 1.95% 0.152%
27 13.974 2018 2021 2023 rVV 155641 151956 5.27% 0.410%
28 14.004 2023 2026 2040 rVB 940399 938607 32.53% 2.532%
29 14.151 2047 2051 2055 rBV 120567 129929 4 _50% 0.351%
30 14.309 2075 2078 2082 rBV 43758 40665 1.41% 0.110%

31 14.457 2098 2103 2106 rBV 413906 408866 14.17% 1.103%
32 14.492 2106 2109 2112 rVV3 53876 90504 3.14% 0.244%
33 14.527 2112 2115 2121 rVB 170696 194466 6.74% 0.525%
34 14.762 2149 2155 2164 rBV 539363 623137 21.60% 1.681%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF080719\
Data File : BF116045.D

Aca On > 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 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-BF073019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.904 2176 2179 2182 rBV3 36031 40627 1.41% 0.110%
36 15.092 2206 2211 2218 rBV 895363 1059863 36.73% 2.859%
37 15.345 2252 2254 2261 rVB3 34434 46063 1.60% 0.124%
38 15.468 2269 2275 2291 rBV 1082153 1590071 55.11% 4._.290%
39 15.662 2304 2308 2313 rBV2 61269 84439 2.93% 0.228%
40 15.727 2316 2319 2324 rVB4 20034 31376 1.09% 0.085%

41 15.898 2341 2348 2357 rBVY 441420 718925 24.92% 1.939%
42 16.392 2425 2432 2442 rBV2 202483 367451 12.73% 0.991%
43 16.680 2475 2481 2486 rBV2 90599 167070 5.79% 0.451%
44 16.974 2525 2531 2541 rVB2 73301 162027 5.62% 0.437%
45 17.556 2622 2630 2638 rVB2 321754 736776 25.53% 1.988%

46 17.686 2649 2652 2661 rVB4 69709 143309 4.97% 0.387%
47 17.821 2670 2675 2677 rBV5 34279 61345 2.13% 0.165%
48 18.033 2702 2711 2723 rVB2 536848 1334221 46.24% 3.599%
49 18.297 2743 2756 2763 rBV2 96844 419112 14.52% 1.131%
50 18.380 2766 2770 2780 rVB3 128989 320648 11.11% 0.865%

Sum of corrected areas: 37068039
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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\BF080719\

BF116045.D

7 Aug 2019 12:47

HP/JU

K4154-07

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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9.50 11.00 11.50 12.00

12.50

13.00

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF116045.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116045.D

Aca On : 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.13 28.47 ng 1105050 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 7 (2.128 min): BF116045.D (-3) (-) m/z 73.00 100.00%
3
5000 /\
43
o5 8 RS UL A L I
. | . 220 2.30 2.40 2.50
O 2L e M/Z 43.00  35.16%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 U R UL IR I I
43 O 2.20 2.30 2.40 2.50
07 87 m/z 87.00 25.88%
0 "|"JHN"??hMJ'%?“"'|"§?H""|""|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 RSN U UL IR I I
2.20 2.30 2.40 2.50
5000 41 55 m/z 55.00 24 .14%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50
m/z 41.00 11.57%
5000 43
58
0"P'm“”'W*l”l”'W'”'I”'W'”tP'”I'”'P'”I”"P'” U UL A I I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116045.D

Aca On : 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.62 Concentration Rank 1

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

6.62 71.73 ng 2783910 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 771 (6.622 min): BF116045.D (-766) (-) m/z 132.00 100.00%
5000
68
96 N a0 BRO A RO 7O
40 54 6.20 6.40 6.60 6.80 7.00
o fer eS| m/z 68.00 34.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 RS AR UL AR
o7 620 6.40 6.60 6.80 7.00
. 117 m/z 134.00 33.78%
0 |....|.... ....|.8.8..|1.0.6..|... T
m/z--> 20 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 6.60 6.80 7.00
5000 og 116 m/z 66.00 23.27%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180 I
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R E L
132 6.20 6.40 6.60 6.80 7.00
m/z 68.95 13.75%
117
5000
29 91
A
0||‘||||||‘|‘||‘l‘|||“|||=||||||‘|l“|||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116045.D

Aca On : 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.89 6.24 ng 387151 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1667 (11.892 min): BF116045.D (-1661) (-) m/z 73.00 100.00%
43 60
5000 129
213 UV o e--C S
143157171185 o9 | 557 256 11.60 11.80 12.00 12.20
0 m/z 60.00 80.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 LRI UL BURILN U B
nmnmnmnm
m/z 43.05 77.13%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11,60 11.80 12.00 12.20
5000 - 129 m/z 57.00 69.23%
87 15 oh 214
101 143157 | 185
O o o IR B e
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid T
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 62.95%
5000 129
29
143157171185199 242
015 L o e e R
m/z--> 20 40 60 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\BF080719\
Data File : BF116045.D

Aca On : 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.67 12.43 ng 771580 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 64

Abundance Scan 1799 (12.668 min): BF116045.D (-1794) (-) m/z 73.00 100.00%

48 7B

3

5000 129
97 115 185 241 LB B e B
143157171 | 199513227 | p55 284 12.40 12.60 12.80 13.00
o} m/z 43.00 95.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 IR I m e e e

12.40 12.60 12.80 13.00
m/z 59.95 83.91%

143157171
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
e e ARRAR
12.40 12.60 12.80 13.00
5000 0 129 m/z 57.00 73.94%
87 242
143 199
115 185
101 157171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid R A RB B ARE
73 12.40 12.60 12.80 13.00
43 m/z 55.00 70.51%
5
5000 129
185 228
115
1 143157171 ‘
dd T A e 1903 | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116045.D

Aca On : 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknownl3.53 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.53 4.97 ng 233246 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvl-1-phenvl-1-pentanol 178 C12H180 073177-67-0 25
2 Azulene. 1.2.3.5.6.7.8.8a-octahv... 204 C15H24 003691-11-0 18
3 1-Cvcloheptene. 1.4-dimethvl-3-(... 204 C15H24 1000159-38-6 11
4 Tricvclol4.2.1.0(2.5)1nonan-3-on... 170 C9H11CIO 110079-15-7 11
5 Cyclopentanecarboxylic acid, 3-e... 152 C9H1202 108451-43-0 11
Abundance Scan 1945 (13.527 min): BF116045.D (-1937) (-) m/z 229.10 100.00%
107 1
145
5000 °
55 1p3 189 293
17 311
1 0 269 3b7 13.20 13.40 13.60 13.80
0! m/z 107.00 75.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #43995: 2-Methyl-1-phenyl-1-pentanol
107
5000 79
131 13.20 13.40 13.60 13.80
‘ 160 m/z 145.00 66.02%
0.%?“..w..”??”...... ﬂ‘.m.,”..k.?7§.” S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
M 107
79 13.20 13.40 13.60 13.80
5000 m/z 95.00 63.25%
135 189
161
o 57 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64439: 1-Cycloheptene, 1,4-dimethyl-3-(2-methyl-1-propene... L L B
13.20 13.40 13.60 13.80
m/z 93.00 55.36%
5000
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116045.D

Aca On : 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknownl3.73 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.73 7.52 ng 352980 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 2-methvl-N-T2-T1-(4... 295 C16H14FN5 274690-70-9 38
2 Glutaric acid. dodecvl 3-(2-meth... 456 C27H5205 1000358-52-8 14
3 Glutaric acid. di(3-(2-methoxvet... 444 C25H4806 1000358-53-1 12
4 Benzene. 1-chloro-4-I(1-methvlet... 192 C12H13CI 024524-54-7 12
5 N-Methoxy-2-carbomethoxy-2-carbe... 203 C8H13NO5 063859-01-8 11
Abundance Scan 1979 (13.727 min): BF116045.D (-1975) (-) m/z 136.10 100.00%
136
5000 g1 107
55 57 205
3 177 295 328 13.40 13.60 13.80 14.00
0! m/z 107.00 47 .45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #140160: Benzenamine, 2-methyl-N-[2-[1-(4-fluorophenyl)-5-...
157
5000 295
91 118 13.40 13.60 13.80 14.00
29 65 m/z 95.00 44 _47%
o 35 183199 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
115 157
13.40 13.60 13.80 14.00
5000 m/z 81.00 44 .32%
45 69 o5
29 133 175 296 283301
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #225811: Glutaric acid, di(3-(2-methoxyethyl)heptyl) ester L
157 13.40 13.60 13.80 14.00
m/z 123.05 44 .07%
5000
45 o5
0 ,E?.“.ﬂu.y.”.t.?isz”%4i..575”....” S
m/z--> 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\BF080719\
Data File : BF116045.D

Aca On : 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 unknownl3.76 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.76 3.41 ng 160083 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Methano-1H-indene. octahvdro... 204 C15H24 003650-28-0 46
2 para-Tolvl octanoate 234 C15H2202 059558-23-5 35
3 .alpha.-Campholenal 152 C10H160 004501-58-0 35
4 6-l1sopropenvl-4.8a-dimethvl-4a.5... 218 C15H220 086917-79-5 25
5 Aciphyllene 204 C15H24 087745-31-1 25

Abundance Scan 1985 (13.762 min): BF116045.D (-1982) (-) m/z 95.00 100.00%

5000

13.40 13.60 13.80 14.00

0 m/z 107.00 80.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #64578: 1,4-Methano-1H-indene, octahydro-4-methyl-8-methyl...
108
91

5000
13.40 13.60 13.80 14.00

m/z 93.00 74 .20%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
108
57
13.40 13.60 13.80 14.00
5000 m/z 121.00 71.73%
Ler 234
o 79 150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #25112: .alpha.-Campholenal
108 13.40 13.60 13.80 14.00
m/z 189.05 70.26%
5000
39 \
0..1.?.U..LJ..‘.J.,....M..‘.. I —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00

8270-BF073019.M Thu Aug 08 16:54:04 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116045.D

Aca On : 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 1-Decanol, 2-hexyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.84 9.08 ng 425919 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 90
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 87
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 87
4 Hexacosvl pentafluoropropionate 528 C29H53F502 1000351-81-2 87
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 81
Abundance Scan 1998 (13.839 min): BF116045.D (-1991) (-) m/z 57.00 100.00%
57
5000 8
V200100 sor2 202 12160 1380 14100 1420
O e, O m/z 71.00 73.48%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #95994: 1-Decanol, 2-hexyl-
57
5000 83 LN BN B UL I
111 13.60 13.80 14.00 14.20
m/z 43.00 65.63%
0|||||l:I|-6|8196224||||||||||||||||||||||||||
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
57
o7 1360 13.80 14.00 14.20
5000 m/z 85.05 51.54%
125
o 29 153 181208 250278306334364392 437 488
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #109268: Ethanol, 2-(tetradecyloxy)- R B R o e AR
57 13.60 13.80 14.00 14.20
m/z 55.00 32.09%
83
5000
29 111
1 J‘ ‘ L L139 168 196 227 258
VI L N . — R R AR
m/z-> 0 50 100 150 2(')0 250 300 350 400 450 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116045.D

Aca On : 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknownl13.90 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.90 5.29 ng 248232 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Bis(3-aminophenoxv)benzene 292 C18H16N202 010526-07-5 42
2 3-Methvl-1-(4-morpholinvl)pvrido... 292 C17H16N40 1000331-84-7 32
3 Aniline. p.p"-(p-phenvlenedioxv)di- 292 C18H16N202 003491-12-1 30
4 1.1"-Biphenvl. 4.4-bis(l-pvrroli... 292 C20H24N2 1000193-54-6 30
5 Dipyrido[l,2-a:2",1"-c]quinoxali... 292 C18H20N4 1000303-96-3 30
Abundance Scan 2008 (13.898 min): BF116045.D (-2006) (-) m/z 292.20 100.00%
292
5000
M55 79 95 1211370 M8 277 13.60 13.80 14.00 14.20
0 A m/z 168.00 32.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #137909: 1,3-Bis(3-aminophenoxy)benzene
292
5000
13.60 13.80 14.00 14.20
183 m/z 181.00 30.15%
o 30 65 92100128 156 | 109 222 246 204 d
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 2éo 280
Abundance
292
233 13.60 13.80 14.00 14.20
5000 m/z 193.00 27 .90%
L 28 5L TT 102117 146164179 207 248263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #137911: Aniline, p,p-(p-phenylenedioxy)di-
292 13.60 13.80 14.00 14.20
m/z 207.05 27 .47%
5000 108
65
0 39 8 130 1° 167184200 218235 263 |
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 240 2éo 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116045.D

Aca On : 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Eicosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14 .46 8.71 ng 408866 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2104 (14.462 min): BF116045.D (-2098) (-) m/z 57.00 100.00%

57
85
5000

| 141,169 107 225 1220 14140 1460 1480
olI S I R — m/z 71.05 76.31%

m/z--> 50 150 200 250 300 350
Abundance #129490: Eicosane
57
85

5000
14. 20 14.40 14.60 14.80
m/z 43.00 62.03%
0 7 h | M‘\J L 141 169 197 225 p53 282
T
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.20 14. 40 14. 60 14.80
5000 85 m/z 85.05 57.82%
29
. U3 141 160 107 225 253 205 323 367
— T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 14. 20 14.40 14.60 14.80
m/z 55.00 22.91%
85
5000
29 113
o L J | 141,169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 14. 20 14. 40 14. 60 14.80

8270-BF073019.M Thu Aug 08 16:54:07 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116045.D

Aca On : 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 7-Isopropenyl-1,4a-dimethyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.53 4.14 ng 194466 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-I1sopropenvl-1.4a-dimethvl-4_.4a... 218 C15H220 000473-08-5 80
2 Naphthalene. 2-(phenvimethvl)- 218 C17H14 000613-59-2 53
3 1H-Cvclopental l'lphenanthrene. 2.... 218 C17H14 000723-98-8 49
4 1.4-Methanonaphthalene. 1.4-dihv... 218 C17H14 055028-73-4 46
5 2,4-Diethoxyquinazoline 218 C12H14N202 000611-65-4 43

Abundance Scan 2115 (14.527 min): BF116045.D (-2112) (-) m/z 218.10 100.00%

8

5000

14.20 14.40 14.60 14.80
m/z 274.10 56.24%

189

o 49 74 87101115 131 152165
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #75930: 7-1sopropenyl-1,4a-dimethyl-4,4a,5,6,7,8-hexahydro...
4 9 1 217161175 218
105
55 7 190543 WA
5000 LI L L L L L BB |
27 14.20 14.40 14.60 14.80
m/z 202.00 28.40%
18
o Il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218
R B A R
14.20 14.40 14.60 14.80
5000 m/z 219.00 23.97%
202

ol25 30 63 77 91 108 15714 465 189

mmwwmwmwmr
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75995: 1H-Cyclopenta[l|phenanthrene, 2,3-dihydro- B R R
218 14.20 14.40 14.60 14.80
m/z 203.00 18.10%

5000

202

27 51 65 78 91 108 1714 )
N SN G U5 L U
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116045.D

Aca On : 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.76 7.84 ng 623137 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2155 (14.762 min): BF116045.D (-2149) (-) m/z 57.00 100.00%
57
85
5000
J |113 141 169 107 295 267 295 323 14.40 14.60 14.80 15.00
ol AL LA 2 100 107 225 267 205 323 m/z 71.00  76.03%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.40 14.60 14.80 15.00
m/z 43.00 59.60%
. 201 i m341?1 169 197 225 253 295 323 367
m/z--> 55 100 1%0 260 250 360 350 '
Abundance
57
o 14.40 14.60 14.80 1500
5000 m/z 85.05 56.71%
29 113
0 141 169 197 225 253 296
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57 14.40 14.60 14.80 15.00
m/z 55.00 22.41%
5000 85
N ] Ulﬁ3‘141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14%0 1460 1480 1500 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116045.D

Aca On : 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.09 13.33 ng 1059860 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2211 (15.092 min): BF116045.D (-2206) (-) m/z 57.00 100.00%
57
85
5000
J I ] “1}3 141 169 197 225 267 295 323 1480 1,00 1520 1540
O T e e e R o e B m/z 71.10 76 .64%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
14.80 15.00 15.20 15.40
113 m/z 43.05 61.42%
o 29 | MHL‘M | 717 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 14,80 15.00 15.20 15.40
5000 m/z 85.05 55.57%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #202662: Heptacosane
57 14.80 15.00 15.20 15.40
m/z 55.00 22 .48%
5000
85
0 ?? | ;113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116045.D

Aca On : 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.90 9.04 ng 718925 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2348 (15.898 min): BF116045.D (-2341) (-) m/z 57.00 100.00%
g7
85
5000
UL 4L (5 001 108 157 25 253 om0 a0 1550 1580 1600 16,20
ol b b A b LT TP 9 22 258 281 828 m/z 71.05  79.32%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
85 15.60 15.80 16.00 16.20
- m/z 43.00 59.20%
ol L || M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
' 15.60 15.80 16.00 16,20
5000 85 m/z 85.00 57 .44%
29
. 113 141 169 197 295 254
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141426: Heneicosane L L L L B
57 15.60 15.80 16.00 16.20
m/z 55.00 21.63%
85
29 113
oL L by | 717 141 160 197 225 53 296
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 15k0 15%0 1&00 1&50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116045.D

Aca On : 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Heptadecane, 9-octyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.39 4.62 ng 367451 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2432 (16.392 min): BF116045.D (-2425) (-) m/z 57.00 100.00%
57
85
5000
113 16.00 16.20 16.40 16.60 16.80
141 169 . . . . .
ol d A .J.“, bd a2 197,225 267 m/z 71.05 75.09%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
16.00 16.20 16.40 16.60 16.80
113 m/z 43.00 59.09%
o 29 | MHL‘M | 717 141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 16.00 16.20 16.40 16.60 16.80
5000 m/z 85.05 57 .84%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane B LI I i B
57 16.00 16.20 16.40 16.60 16.80
m/z 55.00 21.69%
- I L\,/\‘/\L
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116045.D

Aca On : 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 unknownl7.56 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.56 9.27 ng 736776 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (-)-Tricvclol6.2.1.0(4.1D)Tundec... 204 Cl15H24 1000154-06-7 43
2 .beta.-Humulene 204 C15H24 000116-04-1 43
3 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 38
4 1H-Cvcloproplelazulene. 1a.2.3.4... 204 C15H24 000489-40-7 38
5 1H-Cycloprop[e]azulene, 1a,2,3,5... 204 C15H24 021747-46-6 38
Abundance Scan 2631 (17.562 min): BF116045.D (-2622) (-) m/z 133.00 100.00%
3 204

5000

17.20 17.40 17.60 17.80

0 m/z 204.10 94.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64496: (-)-Tricyclo[6.2.1.0(4,11)Jundec-5-ene, 1,5,9,9-te...
105 133
41
189
81
5000 161 l|llll|llll||{\|||||||||
17.20 17.40 17.60 17.80
m/z 285.20 66.96%
o \‘ ‘ H ‘ |
I B T B B
m/z--> 50 100 150 200 250 300 350 400
Abundance
107
a1 81 17.20 17.40 17.60 17.80
5000 133 o 204 m/z 300.20 65.01%
e U
m/z--> 50 100 150 200 250 300 350 400
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene E  Raaaa e
204 17.20 17.40 17.60 17.80
a1 91 133 m/z 107.00 62.05%
161
5000 69
o .Lﬁ.h.,....,....,....,....,...
m/z--> 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116045.D

Aca On : 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 D:C-Friedoolean-8-en-3-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.03 16.78 ng 1334220 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D:C-Friedoolean-8-en-3-one 424 C30H480 022611-26-3 74
2 6.10-Dimethvl-3-(1-methvlethvlid... 206 C15H26 069239-71-0 64
3 Guaia-9.11-diene 204 C15H24 1000374-19-8 60
4 _beta.-Humulene 204 C15H24 000116-04-1 55
5 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 53
Abundance Scan 2711 (18.033 min): BF116045.D (-2702) (-) m/z 205.10 100.00%
5000 ? !‘
342 368 409 17.80 18.00 18.20 18.40
(o} m/z 109.00 97 .93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220493: D:C-Friedoolean-8-en-3-one
205
257
5000 IR SUNIULN SN BN SR
17.80 18.00 18.20 18.40
121 449 s 424 m/z 95.00 95 .85%
ob— e .‘U““.‘H“.““‘i““ﬂ.”“. : i““:‘hﬁ : I‘ “: — |3(|)O| T l |L|
m/z--> 50 100 150 200 250 300 350 400
Abundance
41 82
121 "' 17.80 18.00 18.20 18.40
5000 m/z 81.00 89.15%
149 206
177
e S L s L L L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #64305: Guaia-9,11-diene R B B R e
93 17.80 18.00 18.20 18.40
189 m/z 107.00 80.85%
119
5000
0 ﬁk--‘--ﬁ"" U DAL UL U U SUNR UL BN SR
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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116045.D

Aca On : 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 1,5,9-Cyclododecatriene, 1,... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.30 5.27 ng 419112 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5.9-Cvclododecatriene. 1.5.9-t... 204 C15H24 021064-19-7 62
2 Cvclohexane. 1l-ethenvl-1-methvl-... 204 C15H24 003242-08-8 62
3 Guaia-9.11-diene 204 C15H24 1000374-19-8 51
4 4-(27, 47, 47-trimethvl-vciclol4... 204 C14H200 1000373-94-4 50
5 _gamma.-Elemene 204 C15H24 029873-99-2 42
Abundance Scan 2756 (18.297 min): BF116045.D (-2743) (-) m/z 95.00 100.00%
95 189
67 121
207
5000 41 161
B7 229 LSRN SURURA BN B
‘ 257 082 315 18.00 18.20 18.40 18.60
(o} m/z 189.10 95.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64390: 1,5,9-Cyclododecatriene, 1,5,9-trimethyl-
68
5000
a1 18.00 18.20 18.40 18.60
m/z 93.00 94 .86%
0 .:.L.Sl .U. .‘k“u .‘.H. i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
121
—v—v—v-|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—v—v—v—v—
93 18.00 18.20 18.40 18.60
5000 a1 m/z 81.00 86.85%
67
161 o9
o 137 205
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #64305: Guaia-9,11-diene LSS B L L B
18.00 18.20 18.40 18.60
189 m/z 106.95 79.93%
119
5000
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080719\
Data File : BF116045.D

Aca On : 7 Aug 2019 12:47

Operator : HP/JU

Sample : K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 2H-Cyclopentacyclooctene, 4... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
18.38 4.03 ng 320648 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cvclopentacvclooctene., 4.5.6.... 204 C15H24 1000221-85-8 53
2 1H-Cvcloproplelazulene. 1la.2.3.4... 204 C15H24 000489-40-7 35
3 Coumarin. 3.4-dihvdro-4.4.6.8-te... 204 C13H1602 249629-60-5 35
4 Glucopvranoside. methvl 4-0-meth... 424 C17H4006Si3 032388-33-3 35
5 3H-3a,7-Methanoazulene, 2,4,5,6,... 204 C15H24 002387-78-2 30

Abundance Scan 2770 (18.380 min): BF116045.D (-2766) (-) m/z 204.10 100.00%

204

5000

18.00 18.20 18.40 18.60
m/z 43.00 93.03%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64452: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahydro-1,...
133 204
41
5000 161 | ANLINLINLEN L L L L L L B B
7 Ol 18.00 18.20 18.40 18.60
1 m/z 133.00 48.39%
187
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
161 204
L 2 LR
41 105 18.00 18.20 18.40 18.60
5000 m/z 135.00 44 _.00%
133
81
65
0 187

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

T T T T T

Abundance #64132: Coumarin, 3,4-dihydro-4,4,6,8-tetramethyl- R e e s
18.00 18.20 18.40 18.60

m/z 121.00 36.08%

5000

-

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080719\
Data File : BF116045.D

Acq On > 7 Aug 2019 12:47

Operator : HP/JU

Sample . K4154-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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]
Butane, 2-methoxy... 2.13 28.5 ng 1105050 1 6.84 776241 20.0
unknown6 .62 6.62 71.7 ng 2783910 1 6.84 776241 20.0
n-Hexadecanoic acid 11.89 6.2 ng 387151 4 11.36 1241470 20.0
Octadecanoic acid 12.67 12.4 ng 771580 4 11.36 1241470 20.0
unknown13.53 13.53 5.0 ng 233246 5 14.00 938607 20.0
unknown13.73 13.73 7.5 ng 352980 5 14.00 938607 20.0
unknownl13.76 13.76 3.4 ng 160083 5 14.00 938607 20.0
1-Decanol, 2-hexyl- 13.84 9.1 ng 425919 5 14.00 938607 20.0
unknown13.90 13.90 5.3 ng 248232 5 14.00 938607 20.0
Eicosane 14.46 8.7 ng 408866 5 14.00 938607 20.0
7-1sopropenyl-1,4_.. 14.53 4.1 ng 194466 5 14.00 938607 20.0
Hexacosane 14.76 7.8 ng 623137 6 15.47 1590070 20.0
2-methyloctacosane 15.09 13.3 ng 1059860 6 15.47 1590070 20.0
Octacosane 15.90 9.0 ng 718925 6 15.47 1590070 20.0
Heptadecane, 9-oc... 16.39 4.6 ng 367451 6 15.47 1590070 20.0
unknownl7 .56 17.56 9.3 ng 736776 6 15.47 1590070 20.0
D:C-Friedoolean-8... 18.03 16.8 ng 1334220 6 15.47 1590070 20.0
1,5,9-Cyclododeca... 18.30 5.3 ng 419112 6 15.47 1590070 20.0
2H-Cyclopentacycl... 18.38 4.0 ng 320648 6 15.47 1590070 20.0

8270-BF073019.M Thu Aug 08 16:54:15 2019 Page: 23



