LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090519\

Data File : BF116831.D

Aca On : 5 Sep 2019 12:15 Instrument :
Operator : HP/JU ?:'l\:gﬁ't:Sam ol
3?22Ie ; K4618-09 ss42224p
ALS Vial : 5 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-BF083019.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 5.463 570 574 578 rBVY 1417520 1370213 69.83% 6.214%
2 6.481 742 747 763 rBVY 1634693 1633147 83.22% 7.406%
3 6.616 766 770 773 rBVY 1757660 1544606 78.71% 7 .005%
4 6.845 806 809 813 rBV 435285 346413 17 .65% 1.571%
5 7.004 832 836 839 rBVY 1416962 1116935 56.92% 5.065%
6 7.404 899 904 907 rBVY 1069935 899193 45.82% 4_.078%
7 8.127 1023 1027 1033 rBV 584517 467841 23.84% 2.122%
8 9.204 1206 1210 1213 rBvV 1852358 1626468 82.88% 7.376%
9 9.586 1272 1275 1280 rVB 158102 141143 7.19% 0.640%
10 9.880 1321 1325 1329 rBV 680032 538846 27.46% 2.444%

11 10.668 1455 1459 1462 rBV 1044002 910023 46.37% 4.127%
12 10.868 1490 1493 1497 rVB4 21897 21128 1.08% 0.096%
13 11.363 1573 1577 1580 rBV 616828 515002 26.24% 2.336%
14 11.886 1662 1666 1670 rBV 109465 105319 5.37% 0.478%
15 12.063 1692 1696 1700 rBV6 16008 22933 1.17% 0.104%

16 12.668 1796 1799 1803 rBvV2 129355 147936 7.54% 0.671%
17 12.945 1840 1846 1849 rBV 1675909 1962340 100.00% 8.899%

18 13.174 1883 1885 1888 rVB 55359 48328 2.46% 0.219%
19 13.345 1912 1914 1917 rBV4 27806 28364 1.45% 0.129%
20 13.421 1925 1927 1930 rBv4 54255 55199 2.81% 0.250%
21 13.457 1930 1933 1937 rVB5 61975 70862 3.61% 0.321%
22 13.521 1941 1944 1945 rBV2 49514 49318 2.51% 0.224%
23 13.633 1960 1963 1967 rBV 1388182 1231637 62.76% 5.586%
24 13.762 1983 1985 1990 rVB3 71688 77967 3.97% 0.354%

25 13.839 1994 1998 2006 rBV2 449473 632135 32.21% 2.867%

26 13.998 2019 2025 2028 rBV 489329 533091 27.17% 2.418%
27 14.127 2045 2047 2050 rVB3 86857 69877 3.56% 0.317%
28 14.162 2050 2053 2055 rBvV 130222 110313 5.62% 0.500%
29 14.280 2070 2073 2077 rBV 1141404 1019269 51.94% 4.622%
30 14.468 2102 2105 2110 rBV2 341219 454988 23.19% 2.063%

31 14.768 2153 2156 2163 rVB 344349 402020 20.49% 1.823%
32 14.909 2177 2180 2184 rVB 353513 357464 18.22% 1.621%
33 15.103 2209 2213 2216 rBV 467716 599786 30.56% 2.720%
34 15.456 2269 2273 2275 rBV 314841 416163 21.21% 1.887%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample - K4618-09

Misc :

ALS Vial : 5 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.480 2275 2277 2285 rVB 415911 5563175 28.19% 2.509%
36 15.915 2347 2351 2356 rVB 307874 418310 21.32% 1.897%
37 16.415 2432 2436 2441 rVB 130590 216455 11.03% 0.982%

38 17.580 2629 2634 2646 rVB4 297847 736499 37.53% 3.340%
39 17.833 2672 2677 2692 rVB4 207144 599900 30.57% 2.721%

Sum of corrected areas: 22050606
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF116831.D
6.62
6.48

1500000 5.46 7.00

7.40
1000000

500000 6.85

ok L all I L

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF116831.D

1500000

10.67
1000000

11.36
500000

12.67

0.59 13.113
JLﬁﬁm 118%206 Lo

10.87
ot e e e e T

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF116831.D

13.63
1500000 14.28

1000000

14.00
13.84

500000 P rass

§%%€I13

o

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.62 Concentration Rank 1

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

6.62 89.18 ng 1544610 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 9
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 771 (6.622 min): BF116831.D (-766) (-) m/z 132.00 100.00%
5000 68
| 0% 610 650 680 700
R B m/z 68.10 36.96%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 I A R L R
6.20 6.40 6.60 6.80 7.00
21 78 m/z 134.00 34.70%
IIIIIIII!'ll'l'!"l""l'|"'lII III""I""IIIII
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 |
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 24.21%
SN | YN A II%Q7 ‘ 158 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal T Biaa b e )
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 14 .77%
5000 67
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:“l‘:‘:“l‘|8|8|‘i|1|O§||“|||H| —— ——r— ——r— e
m/z--> 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\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 16
R.T. EstConc Area Relative to ISTD R.T.
11.89 4.09 ng 105319 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 _alpha.-D-Glucopyranose, 4-0-_be... 342 C12H22011 014641-93-1 47
Abundance Scan 1667 (11.892 min): BF116831.D (-1662) (-) m/z 72.95 100.00%
73
43 60
5000 129

213

143157171 185

199 11.60 11.80 12.00 12.20

m/z 60.00 65.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60 73

5000 129
11.60 11.80 12.00 12.20

m/z 43.05 63.20%

213
143 157171 185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid

43 R REREEmEm s
11.60 11.80 12.00 12.20

5000 129 m/z 41.00 50.16%

143 157 214

e \
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid A ERREE R
60 73 11.60 11.80 12.00 12.20

m/z 57.05 46 .33%

5000 129

43
185 228
‘ ‘ T7 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\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Octadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.67 5.75 ng 147936 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 2-Butenoic acid, 2-methoxy-3-met... 144 C7H1203 056009-32-6 38
Abundance Scan 1799 (12.668 min): BF116831.D (-1796) (-) m/z 73.00 100.00%
3 P
5000 129
97 o) e
112 157 B8 2 222 %M 65 284 503 323 12.40 12.60 12.80 13.00

Ak m/z 43.05 81.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid
43 73

5000 129
12. 40 12. 60 12. 80 13. OO

m/z 60.00 72.10%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid
43 80

12.40 12.60 12.80 13.00
5000 129 m/z 57.10 62.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 “MJ\\'J\\_J
Abundance #95855: Pentadecanoic acid B S E R R R R RS
43 73 12.40 12.60 12.80 13.00

m/z 55.00 58 .34%

5000 129

M_AAMJLW»

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknownl3.42 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.42 2.07 ng 55199 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid 312 C20H4002 000506-30-9 38
2 3.4-Dimethvl-1-(phenvlthio)-2-pe... 206 C13H18S 1000197-07-1 35
3 5-Butvl-1.3-oxathiolan-2-one 160 C7H1202S 1000254-54-5 20
4 Pentadecanoic acid 242 C15H3002 001002-84-2 18
5 Succinic acid, l-cyclopentylethy... 284 C16H2804 1000330-20-8 14
Abundance Scan 1927 (13.421 min): BF116831.D (-1925) (-) m/z 73.00 100.00%
43| P
101
5000 119
138 206 939 269287312 T B A
15877 340 370 1320 13.40 13.60 13.80
m/z 81.00 94 .88%
m/z--> 50 100 150 200 250 300 350
Abundance #154907: Eicosanoic acid
73 312
5000 IR SRR SRR SR R
13. 20 13 40 13. 60 13. 80
97 129 265 m/z 57.00 90.80%
185
T I 7 e R I
m/z--> 50 100 150 200 250 300 350
Abundance #66061: 3,4-Dimethyl-1-(phenylthio)-2-pentene
55
97 HRRA NN B SN I
13.20 13.40 13.60 13.80
5000 m/z 43.00 81.61%
206
IZ\T ‘:‘“ Ll.lh‘l?II | ‘123| |1|51| |17|9| AI — ——T — T
m/z--> 50 100 150 200 250 300 350
Abundance #31062: 5-Butyl-1,3-oxathiolan-2-one R BhE SR
1 13.20 13.40 13.60 13.80
m/z 59.90 73.87%
5000
“ 101
160
IH “.‘119.J....,....,....,....,...
m/z--> 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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-Heptacosanol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.46 2.66 ng 70862 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 93
2 n-Tetracosanol-1 354 C24H500 000506-51-4 76
3 2.6.10.14-Tetramethvl-7-(3-methy... 348 C25H48 1000370-41-6 72
4 Octacosvl acetate 452 C30H6002 018206-97-8 70
5 Cyclohexane, 1-(1,5-dimethylhexy... 280 C20H40 056009-20-2 64
Abundance Scan 1934 (13.462 min): BF116831.D (-1930) (-) m/z 69.10 100.00%
43 69
97
5000
232 261280 312 341 L UL B SULLN I
”| 13.20 13.40 13.60 13.80
el m/z 83.10 99 .44%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 o7
5000 ARSI AR
125 1320 13.40 13.60 13.80
m/z 43.05 99.28%
29 L1?3.181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
57 83
113.20 13.40 13.60 13.80
5000 11 m/z 55.00 84.47%
29 139
L l‘ J ! ‘\ | 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #183014: 2,6,10,14-Tetramethyl-7-(3-methylpent-4-enylidene... R EEEE s e m e
69 13.20 13.40 13.60 13.80
97 m/z 97.00 60.33%
5000
125
264
U D E T = W NN (v |
m/z--> 50 100 150 200 250 300 350 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 1,19-Eicosadiene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.63 46.21 ng 1231640 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 95
2 Hexadecanal 240 C16H320 000629-80-1 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
Abundance Scan 1962 (13.627 min): BF116831.D (-1960) (-) m/z 82.10 100.00%
43
5000
108 ' 13.40 13.60 I1I3IE/3I0LI 14,00
137 . . . .
o W (108 101 216236 258 280 306324 3% = 77 43.10  89.50%
m/z--> 50 100 150 200 250 300 350
Abundance #126192: 1,19-Eicosadiene
55
82
5000 IR SR SULL SR U
Bmmmwmmm
29 109 m/z 57.10 89.03%
| || u137 166 194 222 250 278
m/z--> 50 100 150 260 2éo 300 3éo
Abundance #94312: Hexadecanal
57 82
"' 13140 13.60 13.80 14.00
5000 m/z 55.05 69.86%
29 109
137
, ,1‘, b |43 166 N0 220
m/z--> 50 100 150 200 250 300 350
Abundance #117604: Octadecanal e R R
43 13.40 13.60 13.80 14.00
m/z 83.10 61.69%
82
5000 f\vﬁd_ﬂ-ﬁﬁuﬁ-ﬂAwhv‘ﬂA\W~N~v~1
e . I\ W137 166 194 222 250268
m/z--> 5'0 1 o 150 200 25'30 3(')0 3&'30 13.'40 13.|60 13.|80 14.'00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 17
R.T. EstConc Area Relative to ISTD R.T.

13.76 2.93 ng 77967 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 49
2 Azulene. 1.2.3.5.6.7.8.8a-octahv... 204 C15H24 003691-11-0 43
3 5H-Inden-5-one. 1.2.3.3a.4.7a-he... 150 C10H140 017429-25-3 38
4 1H-Pvrazole. 1-methyl-3-vinvl- 108 C6H8N2 056342-53-1 27
5 1H-Pyrrole, 2,3,5-trimethyl- 109 C7H11N 002199-41-9 27

Abundance Scan 1985 (13.762 min): BF116831.D (-1983) (-) m/z 108.00 100.00%

5000

Ea

311 LI LI e e
367 398420 13.40 13.60 13.80 14.00

m/z 95.10 93.21%

135 161 220 250 277

m/z--> 50 100 150 200 250 300 350 400 ’
Abundance #64578: 1,4-Methano-1H-indene, octahydro-4-methyl-8-methyl...
108
41 161
5000 79 LA L L L L L L
133 204 13.40 13.60 13.80 14.00
l m/z 93.05 56.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64532: Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7...
108
R e
13.40 13.60 13.80 14.00
5000{ 41 ’9 135 189 m/z 109.10 56.20%
LT L
b S
m/z--> 50 100 150 200 250 300 350 400
Abundance #23912: 5H-Inden-5-one, 1,2,3,3a,4,7a-hexahydro-7a-methyl-... R AR BEEEE T
108 13.40 13.60 13.80 14.00

m/z 69.05 43.87%

5000

IN
[uy
o
N
e
— Al
o
I

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Cyclohexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.84 23.72 ng 632135 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 99
2 Cvclotetracosane 336 C24H48 000297-03-0 94
3 9-Eicosene. (BE)- 280 C20H40 074685-29-3 93
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 1998 (13.839 min): BF116831.D (-1994) (-) m/z 83.10 100.00%
g7 88
5000 -Am,\_JL*,kaw_ﬂwvﬂAA\,A~
R DR A A A
13.60 13.80 14.00 14.20
ok h 60182204 229 254278 317338 383 430 m/z 57.05 98 44%
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane
56 83
5000 LN LR B UL I
29 11 13.60 13.80 14.00 14.20
m/z 97.10 84 .38%
1l 1 l 1139 167 196 224
m/z--> 50 100 1%0 260 250 300 350 400
Abundance #174180: Cyclotetracosane
55 83
1360 13.80 14.00 14.20
5000 111 336 m/z 43.05 82.88%
29 139
|, “' L i) 267 195 222 251 279 308 |
m/z--> 50 100 150 200 250 360 350 400
Abundance #127770: 9-Eicosene, (E)- Ll L I e
97 g3 13.60 13.80 14.00 14.20
m/z 69.00 82.63%
5000
29 111
J ‘ “j j { 1139 168 196 223 252 280
m/z--> 50 1(')0 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF083019.M Fri Sep 06 18:32:47 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 1-Eicosene Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.13 2.62 ng 69877 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 55
2 9-Octadecenoic acid. (BE)- 282 C18H3402 000112-79-8 52
3 Oleic Acid 282 C18H3402 000112-80-1 52
4 Cvclopentane. 1.2-dibutvl- 182 C13H26 062199-52-4 49
5 10-Methyl-9-nonadecene 280 C20H40 1000114-07-5 49
Abundance Scan 2047 (14.127 min): BF116831.D (-2045) (-) m/z 69.10 100.00%
5000
125
153 183 213236 264 294317 344 369 404 13'80 14.00 14.20 14.40
L m/z 83.10 81.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127766: 1-Eicosene
43
97
5000 69 SR S DA B B
13.80 14. 00 14.20 14.40
m/z 43.00 78.38%
|y 154 182 210 252 <5
m/z--> 50 100 1%0 200 250 300 3éo 400
Abundance #129353: 9-Octadecenoic acid, (E)-
55
83 AU SO BRI IR
13.80 14.00 14.20 14.40
5000 m/z 55.00 67 .90%
111
264
J‘J h. N137m1§5‘193 222,
m/z--> 55 100 150 200 250 300 3éo 400
Abundance #129337: Oleic Acid L o B
55 13.80 14.00 14.20 14.40
m/z 57.05 66.88%
83
5000
2 111
264
\{J‘J N 138 165185 22254
mz-> 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40

8270-BF083019.M Fri Sep 06 18:32:47 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Hexacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.16 4.14 ng 110313 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 58
2 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 58
3 Tetracosane 338 C24H50 000646-31-1 52
4 Heneicosane 296 C21H44 000629-94-7 52
5 Heptadecane 240 C17H36 000629-78-7 52
Abundance Scan 2053 (14.162 min): BF116831.D (-2050) (-) m/z 57.10 100.00%
57 g5
5000
183 211 291 13.80 14.00 14.20 14.40
iy 238 264 314 344367 400 434 /7 71.10 84 _70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 R DL B SRR
Bmmmmmmm
m/z 85.10 84.16%
ZFJ I ﬂlﬁ311§1‘169 197 225 253 _ 295 323 _ 367
m/z--> §o 100 150 260 250 300 350 460
Abundance #217413: Heptacosane, 1-chloro-
57
13.80 14.00 14.20 14.40
5000 85 m/z 43.10 64 .90%
29
1 ‘ J M [, 141162183 211 239 273 301322343 371 _ 414
m/z--> §o 100 1éo 260 2%0 360 3éo 460
Abundance #175559:; Tetracosane O
57 Bmmmmmmm
m/z 41.00 28.61%
5000
29
1| ‘ [ J113 141 169 197 225 253 338
m/z--> 5'0 100 1&'30 2(')0 250 300 3éo 4(')0 13. 80 14. oo 14. 20 14'40 '

8270-BF083019.M Fri Sep 06 18:32:48 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 1,22-Docosanediol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.28 38.24 ng 1019270 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.22-Docosanediol 342 C22H4602 022513-81-1 93
2 16-Octadecenal 266 C18H340 056554-87-1 93
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
5 Octadecanal 268 C18H360 000638-66-4 91
Abundance Scan 2073 (14.280 min): BF116831.D (-2070) (-) m/z 82.05 100.00%
7 8
5000
109 J%H—ﬁ%v—v—v—p—v—v—v—p—n—r\‘*-’\—*—‘“
137 14.00 14.20 14.40 14.60
0 . ll ), 195 194 236264 306334 371 401 438 | sz 57.10  92.34%
miz--> 0 50 1 150 200 250 300 350 400
Abundance #178719: 1,22-Docosanediol
55 82 (‘Aﬁ¥\xzvﬂ
5000 L B B UL R
110 306 mmmmmmmm
l r38 78 m/z 43.10 82.41%
166
} g e i G T
miz--> 0 50 1 150 200 250 300 350 400
Abundance #115861: 16-Octadecenal
57 82
14,00 14.20 14.40 14.60
5000 m/z 96.10 67 .00%

m/iz--> 0 50 100 150 200 250 300 350 400
Abundance © Oxi

#117617: Oxirane, hexadecyl- L B B
43 82 14.00 14.20 14.40 14.60
m/z 55.05 63.94%

5000

L

m/z--> 0 50 100 150 200 250 300 350 400 14.00 14. 20 14. 40 14. 60

8270-BF083019.M Fri Sep 06 18:32:48 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Sulfurous acid, octadecyl 2... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .47 17.07 ng 454988 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 91
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 86
3 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 83
4 2-Octvldodecvl butvrate 368 C24H4802 1000368-55-2 81
5 Hexadecane 226 C16H34 000544-76-3 78
Abundance Scan 2105 (14.468 min): BF116831.D (-2102) (-) m/z 57.10 100.00%
57
5000 1]
155 14.20 14.40 14.60 14.80
ob At l'JH i a0% 200296338 S99 462 e || M7z 71.10 84 16%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #200449: Sulfurous acid, octadecyl 2-propyl ester
43
5
5000 LI B UL S B
14.20 14.40 14.60 14.80
m/z 43.10 68.29%
. }f7169 253
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester
57
14.20 14.40 14.60 14.80
5000 m/z 85.10 61.12%

J ll%L 154 224269

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800
Abundance #243727: Tetrapentacontane, 1,54-dibromo- R B L
57 14.20 14.40 14.60 14.80

m/z 55.10 45.89%

5000
11

11| | 155197239281323365 415457499541583628670713755 835

IIJIIIIIIIIIIIIIIII IIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIII TTr T TTTT TTroTT

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 800 14.20 14.40 14. 60 14. 80

8270-BF083019.M Fri Sep 06 18:32:49 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.77 19.32 ng 402020 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Heptadecane 240 C17H36 000629-78-7 80
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 2156 (14.768 min): BF116831.D (-2153) (-) m/z 57.10 100.00%

7
85

5000

14.40 14.60 14.80 15.00
m/z 71.10 88.52%

0 141183211239 272 304332357 407

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane

5000 T
14.40 14.60 14.80 15.00

m/z 85.10 68.37%

141 169 197 225 253 296
miz—-> 0 50 100 150 200 250 300 350 400 450

Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57
R e e RN E
14.40 14.60 14.80 15.00
5000 85 m/z 43.00 58.94%
113 155
|| 18 o5
et
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane R e
57 14.40 14.60 14.80 15.00
m/z 99.10 22 .99%
85
5000
113
2L 4% 169 197 295 253 282
L LA A i i e I S N N MM A e o o o R R REE e SR
m/z--> 0 50 100 150 200 250 300 350 400 450 14.40 14.60 14.80 15.00

8270-BF083019.M Fri Sep 06 18:32:49 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .91 17.18 ng 357464 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 96
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 90
4 Heptadecanal 254 C17H340 1000376-70-0 87
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 83
Abundance Scan 2180 (14.909 min): BF116831.D (-2177) (-) m/z 82.05 100.00%
57 &2
5000
109
B 61184200 250 202 333 363 14.60 14.80 15.00 15.20
77A4 m/z 57.10 93.58%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117605: Octadecanal
4B 82
5000 L BN B L B
mmmmmmmm
m/z 43.10 83.92%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #117617: Oxirane, hexadecyl-
43 8
14,60 14.80 15.00 15.20
5000 m/z 96.05 74 .72%
109
138 166 208 250
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194460: (Z)—l4—TricosenyI formate LI L LB L N N BN |
55 82 14.60 14.80 15.00 15.20
m/z 55.00 71.72%
5000
110
I Lﬂ h ]1?8I166 194 222 250 278 3%0 348
m/z--> éo 160 1éo 260 2éo 360 3éo 460 4éo 1460 1480 1500 1520

8270-BF083019.M Fri Sep 06 18:32:50 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Hexadecane, l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.10 28.82 ng 599786 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l-iodo- 352 C16H33l1 000544-77-4 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2212 (15.098 min): BF116831.D (-2209) (-) m/z 57.10 100.00%
57
85
5000
141 169 14.80 15.00 15.20 15.40
ol I,J | ||, e 5791 221247 285308 337360 398 444 | 077110 82.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #184946: Hexadecane, 1-iodo-
57
85
5000 L B B B B
14.80 15.00 15 20 15. 40
295 m/z 85.10 58.93%
2P | I 1111.1‘?9 196 | 352
m/z--> éo 100 150 200 2éo 360 3éo 460
Abundance #141426: Heneicosane
57
o ' 14:80 15.00 15.20 15.40
5000 m/z 43.10 56.11%
29 113
2 || L300 16 197 225 255 206
m/z--> éo 160 1%0 260 250 360 3éo 460
Abundance #194493: Hexacosane B B A Eame
57 14.80 15.00 15.20 15.40
m/z 55.00 23.29%
5000 85

29
L) L I ”1%311§1 169 197 225 253 295 323 367

m/z--> 50 100 150 200 250 300 350 400 14.80 15. 00 15. 20 15. 40

8270-BF083019.M Fri Sep 06 18:32:50 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 17 Docosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.92 20.10 ng 418310 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Docosane 310 C22H46 000629-97-0 80
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 74
4 2-methvloctacosane 408 C29H60 1000376-72-8 74
5 Octacosane 394 C28H58 000630-02-4 72

Abundance Scan 2352 (15.921 min): BF116831.D (-2347) (-) m/z 57.10 100.00%
57
85
5000
U R BN SRR BN
141 169 15.60 15.80 16.00 16.20
Al .”, f U7y 109107224 267 304 343 371394 43 | o oitaG g3 oy
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LR DL BN BN B
15 60 15. 80 16. 00 16.20
m/z 85.10 69.46%
29
| X J ] 11f1‘169 197 225 253 296
m/z--> éo 100 1%0 260 2éo 360 3éo 460
Abundance #153223: Docosane
57
15,60 15.80 16.00 16.20
5000 85 m/z 43.10 56.54%
113
m/z--> éo 160 1%0 260 250 360 3%0 460
Abundance #100330: 2-Bromo dodecane R o o o
57 15.60 15.80 16.00 16.20
m/z 99.10 25.44Y%
5000 85
29 113 169
m/z--> 50 100 150 200 250 300 350 400 15 60 15. 80 16. 00 16 20

8270-BF083019.M Fri Sep 06 18:32:50 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 2-methyloctacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.42 10.40 ng 216455 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Tetracosane 338 C24H50 000646-31-1 80
Abundance Scan 2437 (16.421 min): BF116831.D (-2432) (-) m/z 57.10 100.00%

85

5000

-

16.20 16.40 16.60 16.80
m/z 71.10 92.75%

141 169 195 221 400 428 458

262286 324 352

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane
5000 LN I N [ |

16.I20 16.I4O 16.I60 16.I80
m/z 85.05 66.78%

141 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane

-

16.20 16.40 16.60 16.80

5000 m/z 43.10 58.39%
29 113
l‘ ‘ J ]\ J \\1“\1111(‘39 197225 253 ol \/Ww—/\‘\m
A e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #100330: 2-Bromo dodecane N B B !
57 16.20 16.40 16.60 16.80
m/z 99.10 27.15%
5000 P
29 113 169
A e [ e | e e
m/z--> 50 100 150 200 250 300 350 400 450 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Concentration Rank 5

Peak Number 19 unknownl7.58

R.T. EstConc Area Relative to ISTD R.T.
17.58 35.39 ng 736499 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Farnesvl bromide 284 C15H25Br 006874-67-5 49
2 (-)-Tricvclol6.2.1.0(4.11D)lundec... 204 C15H24 1000154-06-7 49
3 .alpha.-Guaiene 204 C15H24 003691-12-1 42
4 Himachala-2.4-diene 204 C15H24 060909-27-5 41
5 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 38

Abundance Scan 2634 (17.580 min): BF116831.D (-2629) (-) m/z 133.05 100.00%
3
17.20 17.40 17.60 17.80
m/z 204.20 77.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #130771: Farnesyl bromide
9 9
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17.20 17.40 17.60 17.80
161 m/z 107.10 60.35%
286
243
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...
105 133
41
a1 189 17.20 17.40 17.60 17.80
5000 161 m/z 109.10 56.23%
‘u.\‘f.‘..luu........|....|....|...
m/z--> 50 100 150 200 250 300 350 400
Abundance #64301: .alpha.-Guaiene R B et T
105 .- 17.20 17.40 17.60 17.80
M m/z 105.05 53.69%
79
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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\BF090519\
Data File : BF116831.D

Aca On : 5 Sep 2019 12:15

Operator : HP/JU

Sample : K4618-09

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 6
R.T. EstConc Area Relative to ISTD R.T.
17.83 28.83 ng 599900 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cvclopentacvclooctene., 4.5.6.... 204 C15H24 1000221-85-8 53
2 1.1.4a-Trimethvl-5.6-dimethvlene... 204 C15H24 1000193-60-8 46
3 Guaia-3.9-diene 204 C15H24 000489-83-8 46
4 Naphthalene. 1.2.3.5.6.7.8.8a-0c... 204 C15H24 004630-07-3 43
5 1,3-Dimethyl-5-(propen-1-yl)adam... 204 C15H24 057040-48-9 38
Abundance Scan 2677 (17.833 min): BF116831.D (-2672) (-) m/z 204.20 100.00%
135 204
107
5000 287
41 175

17.60 17.80 18.00 18.20
m/z 135.10 87.19%

m/z--> 50 100 150 200 250 300 350 400
Abundance #64452: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahydro-1,...
204
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41
5000 161 LA B L L L L I
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m/z 133.10 81.83%
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Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204
91 133 LA B L L L L I
41 17.60 17.80 18.00 18.20
5000 161 m/z 69.10 68.39%
69
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Abundance #64297: Guaia-3,9-diene Al EREEEEET S
105 135 161 204 17.60 17.80 18.00 18.20
m/z 107.05 60.76%
41
5000
81 J
.t.;n‘tw.llilla. e 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\HPCHEMI\BNA F\DATA\BF090519\

Data File : BF116831.D

Acg On : 5 Sep 2019 12:15 Instrument :
Operator : HP/JU BNA_F

Sample - K4618-09 ClientSampleld :
Misc : SB-4-22-24

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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]
unknown6.62 6.62 89.2 ng 1544610 1 6.85 346413 20.0
n-Hexadecanoic acid 11.89 4.1 ng 105319 4 11.36 515002 20.0
Octadecanoic acid 12.67 5.8 ng 147936 4 11.36 515002 20.0
unknown13.42 13.42 2.1 ng 55199 5 14.00 533091 20.0
1-Heptacosanol 13.46 2.7 ng 70862 5 14.00 533091 20.0
1,19-Eicosadiene 13.63 46.2 ng 1231640 5 14.00 533091 20.0
unknownl13.76 13.76 2.9 ng 77967 5 14.00 533091 20.0
Cyclohexadecane 13.84 23.7 ng 632135 5 14.00 533091 20.0
1-Eicosene 14.13 2.6 ng 69877 5 14.00 533091 20.0
Hexacosane 14.16 4.1 ng 110313 5 14.00 533091 20.0
1,22-Docosanediol 14.28 38.2 ng 1019270 5 14.00 533091 20.0
Sulfurous acid, o... 14.47 17.1 ng 454988 5 14.00 533091 20.0
Heneicosane 14.77 19.3 ng 402020 6 15.46 416163 20.0
Octadecanal 14 .91 17.2 ng 357464 6 15.46 416163 20.0
Hexadecane, 1-iodo- 15.10 28.8 ng 599786 6 15.46 416163 20.0
Docosane 15.92 20.1 ng 418310 6 15.46 416163 20.0
2-methyloctacosane 16.42 10.4 ng 216455 6 15.46 416163 20.0
unknownl7 .58 17.58 35.4 ng 736499 6 15.46 416163 20.0
2H-Cyclopentacycl... 17.83 28.8 ng 599900 6 15.46 416163 20.0
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