LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\

Data File : BF118004.D

Aca On - 26 Nov 2019 13:55 Instrument :
Operator : JU BNA_F

Sample  : K5840-03 Gl
Misc i PHIPPS-BH-NE-01
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-BF111319.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 2.157 6 12 18 rVB 575919 735543 22.87% 2.246%
2 5.098 507 512 522 rVB 537065 620008 19.28% 1.893%
3 5.504 576 581 584 rBY 2371931 2229700 69.32% 6.809%
4 6.516 748 753 763 rBVY 2542078 2579869 80.21% 7.879%
5 6.657 773 777 781 rBVY 2845839 2686427 83.52% 8.204%
6 6.892 813 817 820 rBVY 1168533 946742 29.44% 2.891%
7 7.051 839 844 847 rBVY 2388666 2232000 69.40% 6.816%
8 7.451 907 912 915 rBVY 1815461 1787747 55.58% 5.460%
9 8.180 1032 1036 1039 rBvV 1411829 1185316 36.85% 3.620%
10 9.204 1207 1210 1215 rBV3 48482 45595 1.42% 0.139%
11 9.257 1215 1219 1222 rBV 3900136 3216317 100.00% 9.822%
12 9.339 1230 1233 1235 rBvV2 43414 43379 1.35% 0.132%
13 9.527 1260 1265 1267 rBV 77471 97940 3.05% 0.299%
14 9.592 1274 1276 1279 rBV 91319 89252 2.77% 0.273%
15 9.651 1283 1286 1290 rVvVv 358770 340662 10.59% 1.040%
16 9.716 1294 1297 1299 rBV 50914 52154 1.62% 0.159%
17 9.869 1315 1323 1326 rBvV2 36443 55470 1.72% 0.169%
18 9.939 1329 1335 1339 rBVY 1477454 1266504 39.38% 3.868%
19 10.139 1365 1369 1373 rVvv4 43152 45835 1.43% 0.140%
20 10.180 1373 1376 1383 rVB 33372 39114 1.22% 0.119%

21 10.733 1466 1470 1473 rBV 1818405 1562131 48.57% 4.771%
22 10.851 1487 1490 1494 rVB3 33850 49522 1.54% 0.151%
23 11.433 1585 1589 1592 rBV 1411136 1144197 35.57% 3.494%
24 11.957 1671 1678 1682 rBV2 258569 300493 9.34% 0.918%
25 12.127 1704 1707 1712 rVB2 43741 47361 1.47% 0.145%

26 12.651 1793 1796 1801 rBV 155405 142801 4._.44% 0.436%
27 12.745 1808 1812 1818 rBV 109546 132110 4.11% 0.403%
28 12.880 1830 1835 1841 rVB 139575 159162 4_95% 0.486%
29 13.021 1855 1859 1863 rVB 2967515 2702702 84.03% 8.254%
30 13.251 1896 1898 1901 rBV2 54588 49095 1.53% 0.150%

31 13.592 1953 1956 1961 rBV2 39568 46456 1.44% 0.142%
32 13.933 2010 2014 2027 rVB2 249931 535002 16.63% 1.634%
33 14.080 2034 2039 2042 rBV 1005329 1033196 32.12% 3.155%
34 14.104 2042 2043 2049 rVB 72961 73795 2.29% 0.225%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\

Data File : BF118004.D

Aca On - 26 Nov 2019 13:55 Instrument :
Operator : JU BNA_F

Sample  : K5840-03 Gl
Misc : PHIPPS-BH-NE-01
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-BF111319.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.239 2063 2066 2070 rBV 94659 98373 3.06% 0.300%

36 14.545 2115 2118 2122 rBV 169547 166478 5.18% 0.508%
37 14.592 2122 2126 2132 rVBS8 45561 105610 3.28% 0.323%
38 14.862 2167 2172 2176 rBV 224296 285241 8.87% 0.871%
39 14.939 2183 2185 2191 rVB 98176 133304 4.14% 0.407%
40 15.009 2191 2197 2201 rBVS 55499 125971 3.92% 0.385%

41 15.133 2216 2218 2222 rBVY 58329 83786 2.61% 0.256%
42 15.215 2227 2232 2235 rBVY 287788 358651 11.15% 1.095%
43 15.586 2290 2295 2297 rBV 727226 973359 30.26% 2.973%
44 15.609 2297 2299 2305 rVB 350163 398831 12.40% 1.218%
45 16.062 2371 2376 2381 rVB 301342 521443 16.21% 1.592%

46 16.168 2381 2394 2396 rBVY 71730 261740 8.14% 0.799%
47 16.592 2462 2466 2473 rVB 176485 349845 10.88% 1.068%
48 17.215 2565 2572 2579 rBV4 90284 288720 8.98% 0.882%
49 17.292 2580 2585 2589 rVB5 136249 245150 7.62% 0.749%
50 17.692 2649 2653 2656 rBV6 36393 74305 2.31% 0.227%

Sum of corrected areas: 32744404
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\

Data File : BF118004.D

Aca On : 26 Nov 2019 13:55

Operator :© JU

Sample - K5840-03 e
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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: BF118004.D

3500000

3000000 6.66

6.52
2500000 5.50 7.05

2000000 7.45

1500000
6.89

1000000

2.16 5.10
500000

0"'I""I""I""I""I""I""IL""I""IL""I""I"

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: BF118004.D

3500000
3000000 13.02
2500000
2000000 10.73

1500000 8.18 9.94 11.43

1000000

500000

0 5
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: BF118004.D

3500000

3000000

2500000

2000000

1500000

14.08

1000000

500000

0
Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\

Data File : BF118004.D

Aca On : 26 Nov 2019 13:55

Operator :© JU

Sample - K5840-03 e
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.

2.16 15.54 ng 735543 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 12 (2.157 min): BF118004.D (-6) (-) m/z 73.00 100.00%
73.0
5000 /\
43.0
55.0 87.0 N —
2.20 2.30 2.40 2.50 2.60
S U N S N S A ——— Y 2 E T 010 B TSI UL
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 HR U U IS UL UL
430 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 54.95 24.89%
29.0 il
mz-> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R TN U IS UL U
2.20 2.30 2.40 2.50 2.60
5000 41.0 55.0 m/z 87.00 24 _79%
29.0 ‘
Sy L T
m/z--> 20 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- R Bamas
73.0 2.20 2.30 2.40 2.50 2.60
m/z 40.95 11.03%
5000
45.0
29.0
Ll ‘ || 89 ‘ 101.0 J\
m/z--> 20 3'0 4'0 50 60 7'0 80 90 100 110 120 130 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\

Data File : BF118004.D

Aca On : 26 Nov 2019 13:55

Operator :© JU

Sample - K5840-03 e
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.10 13.10 ng 620008 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 512 (5.098 min): BF118004.D (-507) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 I B W
| 83.0 4.80 500 520 5.40
NS | Y ! MU m/z 59.00 62.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AN U LN LA R
59.0 480 500 520 540
m/z 101.00 24 _45Y%
31.0 101.0
”I”'W””ﬁh”“ﬂ”'P'“I””I”'ﬁigﬁ'“ﬁh“'P”'P'”l””l”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
480 500 520 540
5000 41.0 m/z 58.00 15.97%
oA T30 1280 1a20
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- e
59.0 4.80 500 520 5.40
31.0 m/z 41.00 8.80%
5000
3.0 73.0
15\'0 A‘ | ‘ . ‘ 87.0 102.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

8270-BF111319.M Wed Nov 27 05:58:32 2019

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\

Data File : BF118004.D

Aca On : 26 Nov 2019 13:55

Operator :© JU

Sample - K5840-03 e
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 unknown6.66 Concentration Rank 1

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

6.66 56.75 ng 2686430 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 778 (6.663 min): BF118004.D (-773) (-) m/z 132.00 100.00%
132.0
5000
68.0
w000 || % s | o gho ok 7
ot m/z 68.00 33.72%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 U I I L
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.56%
'J'%I!J!'I'!'JI""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
" 640 6.60 680 7.00
5000 67.0 m/z 66.00 21.85%
41.0 97.0
‘ ‘ 117.0
...“i“. .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R RS m s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 13.95%
74.0
5000 9go 1160
T II‘I\I\I\I ""“l ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| e
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\BF112619\

Data File : BF118004.D

Aca On : 26 Nov 2019 13:55

Operator :© JU

Sample - K5840-03 e
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.96 5.25 ng 300493 Phenanthrene-d10 11.43
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 89
5 Undecanoic acid 186 C11H2202 000112-37-8 83
Abundance Scan 1679 (11.963 min): BF118004.D (-1671) (-) m/z 73.00 100.00%
73.0
43.0 192.1
5000
11'60 11.80 12.00 12.20
m/z 192.10 79.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 AL AR RS SR B
83.0 nmnmnmnm
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  78.37%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 43.00 75.97%
171.0
‘ 97.0 ‘ 214.0
IIIII‘”II\ H\‘IM‘IIHH m‘ \H |‘|‘||%|5|2|P|||| |‘||| — e
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid LR B RAAE RS
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 57.05 65.37%
5000 129.0 AVVMNJhAwmeVJ\V\kaVvHNvﬁ}u
150J ‘
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\

Data File : BF118004.D

Aca On : 26 Nov 2019 13:55

Operator :© JU

Sample - K5840-03 e
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Octadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.74 2.31 ng 132110 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58

Abundance Scan 1811 (12.739 min): BF118004.D (-1808) (-) m/z 43.00 100.00%

430 730

5000

12.40 12.60 12.80 13.00
m/z 72.95  88.64%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131259: Octadecanoic acid
43.0 730
5000 W--|----|----|----|
1290 12.40 12.60 12.80 13.00
a0 1 1850 lo B0 m/z 55.00  74.14%
18. 157.0 213.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
R R REE
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 73.38%
15.0 \‘ Il di
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39469: n-Decanoic acid
60.0 12.40 12.60 12.80 13.00
m/z 57.00 66.77%
5000
129.0
29.0
I A
ul |l |
”.q”.q”.. P e e e e R R REE
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\BF112619\

Data File : BF118004.D

Aca On : 26 Nov 2019 13:55

Operator :© JU

Sample - K5840-03 e
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.93 10.36 ng 535002 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 97
3 1-Nonadecene 266 C19H38 018435-45-5 97
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 2013 (13.927 min): BF118004.D (-2010) (-) m/z 57.05 100.00%
57.0
83.0
5000
111.0
=) 050 1580 1400 140
139.1 200.0 . . . :
ol 19802 2011 2809 770 43.00  81.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127769: 5-Eicosene, (E)-
54.0
83.0
5000 RN UL UGS
13.60 13.80 14.00 14.20
29.0 m/z 55.00 70.62%
A 139.0 167.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104157: E-15-Heptadecenal
43.0
83.0 13.60 13.80 14.00 14.20
5000 m/z 83.05 69.24%
111.0
‘ 139.0 168.0 196.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115904: 1-Nonadecene AR A REEEE T S
57.0 83.0 13.60 13.80 14.00 14.20
m/z 69.00 63.73%
5000
29.0
139.0 266.0 MAn«#\,,,mum»fj\\vNA«waL““”““
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\

Data File : BF118004.D

Aca On : 26 Nov 2019 13:55

Operator :© JU

Sample - K5840-03 e
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Octadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .54 3.22 ng 166478 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heptadecane 240 C17H36 000629-78-7 94
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2117 (14.539 min): BF118004.D (-2115) (-) m/z 57.00 100.00%
57.0
1315050 2420 5044 14.20 14.40 14.60 14.80
SRNNED W F Y 5 Yt V0 M m/z 71.00 70.74%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105885: Octadecane
57.0
5000 LR B BRI UL SULRE
mmmmmmmm
m/z 43.00 66 .53%
130 1690 2540
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #94346: Heptadecane
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.00 53.33%
‘ 13.0 169.0  240.0
mz> 6 50 100 150 200 2% 30 350 400 450 560 %80 &%
Abundance #241528: Tetratetracontane T
57.0 14.20 14.40 14.60 14.80
m/z 55.00 25.19%
130

,169.0 225 0 281. 0 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14.20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\

Data File : BF118004.D

Aca On : 26 Nov 2019 13:55

Operator :© JU

Sample - K5840-03 e
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknownl14.59 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14 .59 2.04 ng 105610 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 49
2 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 47
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 47
4 1-Tridecene 182 C13H26 002437-56-1 46
5 1-Pentadecanethiol 244 C15H32S 025276-70-4 46
Abundance Scan 2126 (14.592 min): BF118004.D (-2122) (-) m/z 55.00 100.00%
55.0
5000 242.1
207.0 <74
9 i 283.1 LRSI DU AU A I
14.20 14.40 14.60 14.80 15.00
m/z 83.10 93.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol
57.0
97.0
5000 AR DAL BN BRI B
mmmmmmmmﬁm
l m/z 43.10 T77.47%
27,0 Jl 3]. . 181 0 222.0252.0 292. 0322 0 362.0392. 0
m/z--> §0 100 150 200 250 300 3%0 400
Abundance #217811: Pentafluoropropionic acid, octadecyl ester
57.0
9r.0 NN BRI BRI B
14.20 14.40 14.60 14.80 15.00
5000 m/z 97.00 73.49%
27,0) ‘ L \ JL . 1820 222 02520 297.0 398.0
m/z--> §0 100 150 200 250 360 3%0 460
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester A B R e
57.0 14.20 14.40 14.60 14.80 15.00
97.0 m/z 57.00 61.89%
5000
’ 169.0
2700 § 1l 4 L | 1390 | 1990 241.0 392.0
m/z--> 50 100 1éo 260 2%0 360 3%0 460 1420 1440 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\

Data File : BF118004.D

Aca On : 26 Nov 2019 13:55

Operator :© JU

Sample - K5840-03 e
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Heptadecane, 8-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.86 5.86 ng 285241 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 8-methvl- 254 C18H38 013287-23-5 93
2 Heptadecane 240 C17H36 000629-78-7 93
3 Hexadecane 226 C16H34 000544-76-3 92
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2172 (14.862 min): BF118004.D (-2167) (-) m/z 57.00 100.00%
57.0
85.0
5000
| ﬁ?““mh%ozmunomm 355.1 14.60 1480 15,00 1520 _
o....',.n.-'l'l , e m/z 71.05 71.75%
m/z--> 50 100 150 200 250 300 350
Abundance #105898: Heptadecane, 8-methyl-
57.0
85.0
5000 L S B SULRL I
14.60 14.80 15.00 15.20
260 % m/z 43.00 60.27%
Lidde, ] 1 183.0011.0230.0
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.00 53.53%
29.0
m/z--> 50 160 150 260 250 300 350
Abundance #83028: Hexadecane L S SN S
57.0 14.60 14.80 15.00 15.20
m/z 55.00 25.10%
5000 85.0
200/ | | Hﬁmmm%mmnm
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF111319.M Wed Nov 27 05:58:35 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\

Data File : BF118004.D

Aca On : 26 Nov 2019 13:55

Operator :© JU

Sample - K5840-03 e
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Supraene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.94 2.74 ng 133304 Perylene-d12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 Saualene 410 C30H50 000111-02-4 90
3 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 78
4 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 72
5 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 72
Abundance Scan 2185 (14.939 min): BF118004.D (-2183) (-) m/z 69.00 100.00%
69.0
5000
187.1 14160 14,80 15100 15,20
191 0 271.2 : : : :
—_— .l,"-:l 120U 40 2010, 236027023051 3851 hz7 81.00  54.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 N UL SULULE SRR U
14.60 14.80 15.00 15.20
m/z 41.00 20.57%
137.0
29.4L L 13050, |, 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
1460 14.80 15.00 15.20
5000 m/z 137.10 14 _.56%
137.0
o | 1050 | 1750 2310 2730 3410
m/z--> 50 100 150 200 250 300 350 400
Abundance #136486: Hexadeca-2,6,10,14-tetraen-1-ol, 3,7,11,16-tetram... L B e e
69.0 14.60 14.80 15.00 15.20
m/z 95.00 13.51%
5000
07.0
29\ 4 \‘\ Il ﬁ \l J “ 1610 2040 272.0
m/z--> 50 100 150 2(')0 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118004.D

Aca On : 26 Nov 2019 13:55

Operator :© JU

Sample - K5840-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknownl15.01 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.01 2.59 ng 125971 Perylene-d12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E.E-3.13-Octadecadien-1-ol 266 C18H340 1000131-08-9 41
2 1H-Indene. 5-butvl-6-hexvloctahv... 264 C19H36 055044-36-5 38
3 8-Methvl-9.11-tridecadienol prop... 266 C17H3002 1000130-96-9 18
4 Octadecanal 268 C18H360 000638-66-4 15
5 Z,Z-3,13-0ctadecadien-1-ol 266 C18H340 1000131-10-9 15
Abundance Scan 2197 (15.009 min): BF118004.D (-2191) (-) m/z 43.00 100.00%
43.0
69.0

5000

237.1 267.1 R B e = S
355.0 14.60 14.80 15.00 15.20 15.40

m/z 55.05 78 .04%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115877: E,E-3,13-Octadecadien-1-ol

81.0

1460 14.80 15.00 1520 15.40
135.0 266.0 m/z 57.00 75.60%
163.0 194.0 2220

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #114291: 1H-Indene, 5-butyl-6-hexyloctahydro-

41.0 81.0

14.60 14.80 15.00 15.20 15.40
m/z 69.00 66.81%

5000 179.0 207.0

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

Abundance #115764: 8-Methyl-9,11-tridecadienol propionate A B o

.0 14.60 14.80 15.00 15.20 15.40
%0 m/z 41.00 61.79%

5000

149.0

184.0209.0 37 9
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 1460 14.80 15.00 1520 15.40

8270-BF111319.M Wed Nov 27 05:58:36 2019

PHIPPS-BH-NE-01
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Library Search Compound Report

8270-BF111319.M Wed Nov 27 05:58:37 2019

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\

Data File : BF118004.D

Aca On : 26 Nov 2019 13:55

Operator :© JU

Sample - K5840-03 e
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 Nonadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.22 7.37 ng 358651 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2233 (15.221 min): BF118004.D (-2227) (-) m/z 57.05 100.00%
5%.0
85.0
5000
ll| mTHMHwMlewﬂ%m%mmz 1500 1520 16.40 1560
el m/z 71.05 73.50%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 85.0 LR SULRILE SRR BUULILE R
15.00 15.20 15.40 15.60
m/z 43.05 57.41%
23.0 113.0
|| n I I Il Il ‘ll 114}‘:).16‘9019702250 26|80
m/z--> 55 160 150 260 250 360 3éo
Abundance #175559: Tetracosane
57.0
. "' 15.00 15.20 15.40 15.60
5000 ‘ m/z 85.05 57 .25%
29.0
L ‘ || [*70141.0169.0167.0205.0253.0 338.0
m/z--> 55 160 150 260 250 360 3éo
Abundance #194493: Hexacosane (L i
57.0 15.00 15.20 15.40 15.60
m/z 55.00 21.48%
5000 85.0
2900 1 | | [M301410160.0107.0205.0253.0 205.0323.0 367.0
m/z--> 5'0 1c')o 150 2(')0 250 3(')0 3&'30 15.00 15.'20 15.'40 15.|60

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\

Data File : BF118004.D

Aca On : 26 Nov 2019 13:55

Operator :© JU

Sample - K5840-03 e
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.06 10.71 ng 521443 Perylene-di12 15.59
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 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2376 (16.062 min): BF118004.D (-2371) (-) m/z 57.00 100.00%
57.0
5000 J\“-J¥Ar\~]\dﬁhu¢\/-“~
%0 15,80 16.00 16.20 1640
141.1 . . .
. , | g 2on ama 2340267.12980 3373 | nzz 71.10  71.27%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 L UL SR SULRULN A
15.80 16.00 16.20 16.40
99.0 m/z 43.05 59.58%
2m|jj“d“m1%02m2mom% 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57.0
15,80 16.00 16.20 16.40
5000 m/z 85.05 53.59%
99.0
ani0) | | | | p4r0 183.0 225026602960
m/z--> 50 100 150 200 250 300 350 '
Abundance #185535: Heptadecane, 9-octyl- Rl B m e I
57.0 15.80 16.00 16.20 16.40
m/z 55.05 22 .78%
- J\H’\J\«M
99.0
— ‘ DLy 20 w0 "POse00 se0 apo
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16,20 16.40

8270-BF111319.M Wed Nov 27 05:58:37 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\

Data File : BF118004.D

Aca On : 26 Nov 2019 13:55

Operator :© JU

Sample - K5840-03 e
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 cis-1-Chloro-9-octadecene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.17 5.38 ng 261740 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-1-Chloro-9-octadecene 286 C18H35CI 016507-61-2 62
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 55
3 Cvclotetradecane 196 C14H28 000295-17-0 55
4 Cvclohexadecane 224 C16H32 000295-65-8 52
5 Cycloeicosane 280 C20H40 000296-56-0 51

Abundance Scan 2394 (16.168 min): BF118004.D (-2381) (-) m/z 83.00 100.00%

5000

15.80 16.00 16.20 16.40
m/z 69.10 85.97%

m/z--> 50 100 150 200 250 300 350 400
Abundance #133063: cis-1-Chloro-9-octadecene
.0
43.0
5000 LA L L L L LB L
15.80 16.00 16.20 16.40
25.0 286.0 m/z 55.00 83.00%
159.0189.0 250.0 '
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)-
57.0
L B o e
97.0 15.80 16.00 16.20 16.40
5000 m/z 97.00 79.05%
2@‘0\ 1 J’ | ‘L f39.0 1820 2240  280.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #58277: Cyclotetradecane L B o e
55.0 15.80 16.00 16.20 16.40
m/z 43.00 72.71%
5000 97.0
196.0
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40

8270-BF111319.M Wed Nov 27 05:58:38 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\

Data File : BF118004.D

Aca On : 26 Nov 2019 13:55

Operator :© JU

Sample - K5840-03 e
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.59 7.19 ng 349845 Perylene-d12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Tetracosane, l1ll-decyl- 479 C34H70 055429-84-0 91
Abundance Scan 2466 (16.592 min): BF118004.D (-2462) (-) m/z 57.00 100.00%
57.0
%0 16:20 16.40 16.60 16.80 17.00
141, 1 183 1 253.1 : : : : :
|, b AL 1831 2201280 2872 7357 | ROl B R
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 A DA B B BN
16 20 16. 40 16. 60 16 80 17. 00
99.0 m/z 85.10 56.34%
2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3éo
Abundance #117637: Nonadecane
57.0
16:20 16.40 16.60 16.80 17.00
5000 m/z 43.00 55.23%
99.0
2nof | || |7y, 1410 1830 268.0 MNmMMJkMWAWM
m/z--> 50 160 1%0 200 250 360 3%0
Abundance #194493: Hexacosane BRI LA L B L B
57.0 16.20 16.40 16.60 16.80 17.00
m/z 55.00 23.87%
>0 MWN/\NMW
99.0
L i_]lg | ; 1410 183.0 2250 267.0 309.0  367.0
m/z--> % @ @ m 250 300 @ ' mmmmmmmmﬂm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118004.D

Aca On : 26 Nov 2019 13:55

Operator :© JU

Sample - K5840-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.22 5.93 ng 288720 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 83
3 Tetradecane 198 C14H30 000629-59-4 78
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 68
5 2-methyltetracosane 352 C25H52 1000376-72-6 68
Abundance Scan 2573 (17.221 min): BF118004.D (-2565) (-) m/z 57.05 100.00%
57.0

5000

11.1 207.0 LI e
142.0169.0 2451 2850 3071 17.00 17.20 17.40 17.60

m/z 71.00 66 .39%

m/z--> 50 100 150 200 250 300
Abundance #94346: Heptadecane
57.0
85.0
5000 LA B L L L L L LB
17.00 17.20 17.40 17.60
20.0 m/z 85.05 47 .12%
Tl I||1{f°14101690197o 240.0
— i — T
m/z--> 50 100 150 200 250 300
Abundance #129502: Nonadecane, 9-methyl-
57.0
R R EaEEE s
85.0 17.00 17.20 17.40 17.60
5000 m/z 43.00 45 _.75%
113.0-%99 168.0
WL ) 211023802670
——— e
m/z--> 50 100 150 200 250 300
Abundance #59882: Tetradecane N B B !
57.0 17.00 17.20 17.40 17.60
m/z 55.00 34.21%
5000 85.0
29.0

T
m/z--> 50 100 150 200 250 300 17.00 17. 20 17. 40 17. 60

8270-BF111319.M Wed Nov 27 05:58:39 2019

PHIPPS-BH-NE-01
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\

Data File : BF118004.D

Aca On : 26 Nov 2019 13:55

Operator :© JU

Sample - K5840-03 e
Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Naphthalene, 1,2,3,5,6,7,8,... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.29 5.04 ng 245150 Perylene-di12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.5.6.7.8.8a-oc... 204 C15H24 004630-07-3 89
2 1H-3a.7-Methanoazulene. octahvdr... 204 C15H24 000508-55-4 64
3 1.4-Dimethvl-8-isopropvlidenetri... 204 C15H24 1000140-07-7 58
4 Lonaifolene-(V4) 204 C15H24 061262-67-7 46
5 Farnesyl bromide 284 C15H25Br 006874-67-5 43
Abundance Scan 2585 (17.292 min): BF118004.D (-2580) (-) m/z 204.15 100.00%
204.2
69.0 135.1
5000
269.1301.1
411 393.1425.2 17.00 17.20 17.40 17.60
m/z 69.05 70.82%
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...
161.0 204.0
41.0
79.0
5000 19. 17.00 17.20 17.40 17.60
m/z 135.10 63.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64519: 1H-3a,7-Methanoazulene, octahydro-1,9,9-trimethyl-...
121.0 204.0
161.0 S ——
a0 8L 17.00 17.20 17.40 17.60
5000 ' m/z 104 .95 53.91%
‘E\.‘.‘.luuluuuuuuuu....|....|...
m/z--> 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10... I AEEREE TS
204.0 17.00 17.20 17.40 17.60
m/z 55.00 51.12%
5000
95.0 161.0
41.0
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\

Data File : BF118004.D

Acq On - 26 Nov 2019 13:55 Instrument :
Operator : JU BNA_F

Sample - K5840-03 ClientSampleld :
Misc : PHIPPS-BH-NE-01
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 2.16 15.5 ng 735543 1 6.89 946742 20.0
2-Pentanone, 4-hy... 5.10 13.1 ng 620008 1 6.89 946742 20.0
unknown6 .66 6.66 56.8 ng 2686430 1 6.89 946742 20.0
n-Hexadecanoic acid 11.96 5.3 ng 300493 4 11.43 1144200 20.0
Octadecanoic acid 12.74 2.3 ng 132110 4 11.43 1144200 20.0
5-Eicosene, (E)- 13.93 10.4 ng 535002 5 14.08 1033200 20.0
Octadecane 14 .54 3.2 ng 166478 5 14.08 1033200 20.0
unknown14 .59 14.59 2.0 ng 105610 5 14.08 1033200 20.0
Heptadecane, 8-me... 14.86 5.9 ng 285241 6 15.59 973359 20.0
Supraene 14 .94 2.7 ng 133304 6 15.59 973359 20.0
unknown15.01 15.01 2.6 ng 125971 6 15.59 973359 20.0
Nonadecane 15.22 7.4 ng 358651 6 15.59 973359 20.0
2-methyloctacosane 16.06 10.7 ng 521443 6 15.59 973359 20.0
cis-1-Chloro-9-oc... 16.17 5.4 ng 261740 6 15.59 973359 20.0
Octacosane 16.59 7.2 ng 349845 6 15.59 973359 20.0
Heptadecane 17.22 5.9 ng 288720 6 15.59 973359 20.0
Naphthalene, 1,2,... 17.29 5.0 ng 245150 6 15.59 973359 20.0
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