LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 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-BF120518 .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 5.022 486 499 506 rBV 560368 880063 6.10% 0.499%
2 5.428 562 568 571 rBY 12890363 13110216 90.90% 7.432%
3 6.440 734 740 744 rBV2 12289216 14422634 100.00% 8.176%
4 6.581 758 764 767 rBVY 12722454 13337047 92.47% 7 .560%
5 6.804 799 802 806 rBY 3998586 3532209 24.49% 2.002%
6 6.963 825 829 833 rVB 10592722 9744251 67 .56% 5.524%
7 7.369 892 898 901 rBVY 8517472 8877415 61.55% 5.032%
8 8.086 1016 1020 1023 rBV 5654176 4753852 32.96% 2.695%
9 9.169 1198 1204 1207 rBV 13230829 12274956 85.11% 6.958%
10 9.557 1266 1270 1273 rBV 1059469 822976 5.71% 0.467%

11 9.845 1314 1319 1322 rVB 5766106 5428446 37.64% 3.077%
12 10.045 1349 1353 1357 rBV3 140874 173044 1.20% 0.098%
13 10.628 1447 1452 1455 rBV 8866446 8283692 57.44% 4._.696%
14 10.975 1506 1511 1513 rBV2 125647 224173 1.55% 0.127%
15 11.327 1566 1571 1574 rBV 5755176 5361713 37.18% 3.039%

16 11.780 1645 1648 1653 rVB3 150942 178371 1.24% 0.101%
17 11.863 1656 1662 1672 rBV 3813081 4222494 29.28% 2.394%
18 11.992 1681 1684 1687 rBv4 185174 264527 1.83% 0.150%
19 12.022 1687 1689 1695 rVB3 336728 405637 2.81% 0.230%
20 12.351 1736 1745 1756 rBV2 835894 2262050 15.68% 1.282%

21 12.522 1763 1774 1786 rBV3 1363183 4799176 33.28% 2.721%
22 12.645 1790 1795 1804 rVV 2455208 2541735 17.62% 1.441%
23 12.739 1805 1811 1818 rVB 434870 896838 6.22% 0.508%
24 12.916 1836 1841 1844 rVB 10626838 10436449 72.36% 5.916%
25 13.127 1874 1877 1879 rBV2 155579 157055 1.09% 0.089%

26 13.451 1925 1932 1939 rBV 3434243 5660188 39.25% 3.209%
27 13.816 1990 1994 2001 rVB2 2219860 2309665 16.01% 1.309%
28 13.963 2014 2019 2022 rVB 4778324 4700901 32.59% 2.665%
29 14.116 2038 2045 2055 rVB 4060920 6862276 47.58% 3.890%
30 14.451 2098 2102 2109 rVB 2304774 2337668 16.21% 1.325%

31 14.651 2130 2136 2141 rBV 4298361 6596682 45.74% 3.740%
32 14.751 2150 2153 2159 rVB 442331 544921 3.78% 0.309%
33 14.821 2162 2165 2169 rVB 692795 731425 5.07% 0.415%
34 14.963 2184 2189 2194 rBV4 668240 1326312 9.20% 0.752%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF120518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.080 2205 2209 2211 rBV 786572 930728 6.45% 0.528%

36 15.210 2225 2231 2246 rBV 2587872 4837140 33.54% 2.742%
37 15.398 2258 2263 2267 rVB 2965329 3504970 24.30% 1.987%
38 15.451 2268 2272 2276 rBV 572466 775389 5.38% 0.440%
39 15.839 2331 2338 2342 rBV 1289289 2736575 18.97% 1.551%
40 15.921 2349 2352 2361 rVB2 408157 654280 4._.54% 0.371%

41 16.192 2393 2398 2405 rVB3 499224 977426 6.78% 0.554%
42 16.374 2425 2429 2436 rVB3 440559 741925 5.14% 0.421%

43 16.562 2454 2461 2470 rVB2 675786 1632041 11.32% 0.925%
44 17.415 2600 2606 2615 rVB2 492099 1152964 7.99% 0.654%

Sum of corrected areas: 176404495
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF111131.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 19

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

5.02 4.98 ng 880063 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-0Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 499 (5.022 min): BF111131.D (-486) (-) m/z 43.00 100.00%
43.0
5000 591
| 630 1°|1'1 el wsi 171 460 480 5.00 520 5.40
ol L R m/z 59.10 51.87%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R UL UL R I
59.0 460 480 500 520 540
0
150 1010 m/z 57.95 14 .39%
20 830
o L B N B L UL L WL B UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
460 480 5.00 520 5.40
5000 m/z 101.10 14 .05%
41.0
270 101.0
0 M\ | \‘\ il 73.0 ‘
LR PR S S FURLELELA UL UL SURLELELE UL U
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13639: 3-Octanol e
54.0 460 4.80 5.00 5.20 5.40
m/z 41.00 8.71%
5000 270 41.0 83.0
101.0
0""I""I""I""I""I""I%%%ql""l""l' SR S LS SRR
m/z--> 20 40 60 80 100 120 140 160 180 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 unknown6.58 Concentration Rank 1

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

6.58 75.52 ng 13337000 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 764 (6.581 min): BF111131.D (-758) (-) m/z 132.10 100.00%
132.1
5000 68.0
96.1 SRS RN RN S R
40.0 6.20 6.40 6.60 6.80 7.00
0 o0y 402 200 Tm/z 68.05  44.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR ARERE N SR

620 6.40 6.60 6.80 7.00
m/z 134.00 36.91%

31.0 510
0 B e o e S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R o S B )
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.05 29.17%
70.
Lo 0mo| ||
0...,....,.‘.‘..,‘....,....,.‘...,..‘.,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14491: 5-Aminoindole A R ]
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.86%
5000
104.0
66.0
o 270 500 " ;880 | |
R e T T B e R R o S  ERmm )
m/z--> 20 40 60 80 100 120 140 160 180 200 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\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 8
R.T. EstConc Area Relative to ISTD R.T.
11.86 15.75 ng 4222490 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1662 (11.863 min): BF111131.D (-1656) (-) m/z 43.05 100.00%
430 730
5000
129.1 ,
97.1 213.2 U N NN SUNRR B
157.1 185.2 256.3 11.60 11.80 12.00 12.20
(o} m/z 73.00 89.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0 J
5000 129.0 T T -L?- U
83.0 11. 60 1180 1200 12 20
4‘“ 1570 1geg 2130 2560 m/z 60.00 86.08%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
73.0
43.0 o D A
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 76.31%
olis0, \,\, e LJM -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 nmnmnmnm
m/z 41.10 73.82%
5000 129.0 ‘L
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\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 13-Docosenamide, (Z2)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.35 8.44 ng 2262050 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 93
2 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 90
3 Dodecanamide 199 C12H25N0 001120-16-7 59
4 Butanamide. 3-methvl- 101 C5H11NO 000541-46-8 43
5 2-Hexanol, 2,5-dimethyl-, (S)- 130 C8H180 003730-60-7 43

Abundance Scan 1745 (12.351 min): BF111131.D (-1736) (-) m/z 59.00 100.00%

54.0

5000

:

12.00 12.20 12.40 12.60
m/z 72.10 62.36%

"~ 154.0 182.2 210.3235.2 263.3 294.2320.4

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174697: 13-Docosenamide, (2)-
59.0

0!

-

5000
12.00 12.20 12.40 12.60

m/z 55.05 57.15%

165.0193.0  240.0267.0294.0 3370

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #128443: 9-Octadecenamide, (2)-
59.0
e AREEEEE S
12.00 12.20 12.40 12.60
5000 m/z 41.05 36.77%
ol 220 || 1)250,1140100 1840 2200 253070
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #60439: Dodecanamide N ARRREEaETSE R
59.0 12.00 12.20 12.40 12.60
m/z 43.05 32.32%
o 290 | 1860 1140 1560 199.0
e e e e e R I B i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12. OO 12. 20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Octadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.52 17.90 ng 4799180 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
Abundance Scan 1774 (12.522 min): BF111131.D (-1763) (-) m/z 57.05 100.00%
57.0
5000 ﬂ\__ﬂ\ﬂ,,\m//\\JA\w\M__A~J
%0.1 12:20 12.40 12.60 12.80
141.2 : : : :
ol L LAy 2412 1832 2254 2673 382 L7743 10 66.83%
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57.0
5000 LR BN BN BN B
nmnmnmnm
m/z 71.05 61.15%
oLzl || L1 3490 1830 _gas 02510
m/z--> o '55 100 ' '150 260" "250" ' 560" ' ééo" -
Abundance #202662: Heptacosane
57.0
—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
12.20 12.40 12.60 12.80
5000 m/z 85.10 45.11%
99.0
27,00 || | [Ty, 1410 1830 225.0 267.0 323.0 380.0
m/z--> 55 160 1éo 200 250 300 3éo
Abundance #94344: Heptadecane T[T T T T[T T T T[T T T Trrr]
57.0 12.20 12.40 12.60 12.80
m/z 55.10 22 .35%
5000
0 2@0‘ | ' 9?0‘ 1410 1330 240.0
e T " P P e 12:20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 10
R.T. EstConc Area Relative to ISTD R.T.
12.65 10.81 ng 2541740 Chrysene-di12 13.96
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 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 1796 (12.651 min): BF111131.D (-1790) (-) m/z 43.10 100.00%
431 730
5000
" 1240 1260 12.80 13.00
Ot m/z 73.00 81.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid

73.0

-

5000
12.40 12.60 12.80 13.00

m/z 57.10 78 .54%

o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
L e B e
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 76.38%
83.0
157.0 185.0 213.0 256.0
O.HPH.N”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid S I L L L N B BB
43.0 |, 73.0 12.40 12.60 12.80 13.00
m/z 55.05 71.70%
5000 129.0

:

1501 ||

0...,....“‘.. R R mm s m 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\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.45 24 .08 ng 5660190 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Triacontane 422 C30H62 000638-68-6 90
4 1-lodo-2-methvlundecane 296 C12H25l1 073105-67-6 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 1932 (13.451 min): BF111131.D (-1925) (-) m/z 57.10 100.00%

57.1
5000
99.1 " 1320 13.40 13.60 13.80
41.1

ol U Ay 1411 1832 2253 2813 3374 o 43.05 63460

m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane

5000 T T
13.20 13.40 13. 60 13. 80

m/z 71.10 59.43%

141.0 183.0 225.0

281.0

337.0 394.0

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
13.20 13.40 13.60 13.80
5000 m/z 85.10 42.24%
99.0
0 26,0| | | A| , 1410 183 0 225.0 267.0 323.0 380.0
A B e B e o e B A i o e o o o o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0 13.20 13.40 13.60 13.80
m/z 55.05 22 .86%
5000
99.0
0260, | | | ﬂ | 1410 1830 2250 267.0 300.0 351.0 422.0
B B e ....,....,.... T T T R R AR RREEEEE S
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Trichloroacetic acid, hexad... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.82 9.83 ng 2309670 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 1-Docosene 308 C22H44 001599-67-3 91
4 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
5 Behenic alcohol 326 C22H460 000661-19-8 91
Abundance Scan 1995 (13.821 min): BF111131.D (-1990) (-) m/z 57.10 100.00%
57.1
83.1
5000
111.1
l 149.1 13.60 13.80 14.00 14.20
I I ||. o 196:2224.225212809 3410 sz 4310 85.53%
m/z--> 50 100 150 200 250 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
69.0
97.0
5000 LR BRI B UL R
Bmmmmmmm
125.0 m/z 55.10 70.59%
o i, l.15|3'0 196.0224.0
m/z--> 50 100 1%0 260 250 360 '
Abundance #155046: 1-Heneicosanol
55,0 83.0
"' 1360 13.80 14.00 14.20
5000 111.0 m/z 83.10 69.02%
29.0
N ” ‘1333046701960 238.0266.0294.0
m/z--> 55 100 1%0 200 2%0 360 '
Abundance #151538: 1-Docosene I S AEBEEEEaaS L e
55.0 13.60 13.80 14.00 14.20
m/z 97.05 63.27%
97.0
5000
29.0
125.0
oLl W 4 | 15301810 308.0
m/z--> 55 100 1%0 260 250 360 ' 1360 1380 1400 1420
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.12 29.20 ng 6862280 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
Abundance Scan 2046 (14.121 min): BF111131.D (-2038) (-) m/z 57.10 100.00%
57.1
5000 / ﬂ
9.1 13.80 14.00 14.20 14.40
141 2 : : : :
ol ALl |y 1412 1832 2252 2673 3083 3514 4225 T 4310 63.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 AU RN RN
Bmmmmmmm
99.0 m/z 71.05 59.30%
oL.25/0 I J / 14}0 183.0 225.0 296.0
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance #209566: Octacosane
57.0
13.80 14.00 14.20 14.40
5000 m/z 85.10 44 .10%
99.0
oL.25/0 ‘ |y, 1410 1830 2250 281.0 337.0 394.0
m/z--> §o 160 1éo 200 250 300 350 460
Abundance #219831: Triacontane R B e e
57.0 13.80 14.00 14.20 14.40
m/z 55.10 21.98%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 5'0 100 1&'30 200 250 3(')0 3%0 4(')0 13 80 14. 00 14. 20 14. 40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Nonadecyl heptafluorobutyrate Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14 .45 9.95 ng 2337670 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl heptafluorobutvrate 480 C23H39F702 1000351-83-9 91
2 Docosvl trifluoroacetate 422 C24H45F302 1000351-75-5 91
3 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 91
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
Abundance Scan 2102 (14.451 min): BF111131.D (-2098) (-) m/z 57.10 100.00%
57.1
97.1
5000
39.1 14.20 14.40 14.60 14.80
- .'N J |4 255 1811 2242 266.1 308.4 3551307.3 m/z 43.10 83.74%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #232520: Nonadecy! heptafluorobutyrate
57.0 97.0
5000 R SO BULRI SULRURA U
1420 14.40 14.60 14.80
Jh Jﬁg 0 m/z 55.05 66.76%
266.0
oLt L Ly 39202239 | S0 RO
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #219709: Docosy! trifluoroacetate
57.0
97.0 U SRR L SO B
14.20 14.40 14.60 14.80
5000 m/z 83.10 56.98%
39.0
0 L ‘IJ |l %J“ 181.0 224.0 264.0 308.0 3530 404.0
m/z--> 5 100 150 200 250 360 3éo 460 450
Abundance #209361: Eicosyl! trifluoroacetate B RAERE Eae e e
57.0 1420 14.40 14.60 14.80
m/z 97.10 55.65%
5000
ol .,J!..,.....' 1820 2240 .2?99,?2.5.9,.3?6.(.), SRR JL,’V“‘JLA"%*
m/z--> 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.65 28.07 ng 6596680 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Triacontane 422 C30H62 000638-68-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2136 (14.651 min): BF111131.D (-2130) (-) m/z 57.10 100.00%

5000 I

14. 40 14.60 14.80 15.00
141.2
o 183.2 225.3 267.3 309.4 351.4 393.4 . m/z 43.05 62.91%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane

5000 S ARbaaaE T
14.40 14.60 14,80 15.00

m/z 71.10 57.97%

o ,141.0183.0225.0 281.0 337.0 394.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane

14.40 14.60 14.80 15.00
5000 m/z 85.10 44 .38%

9.0
115. 141.0183.0225.0  296.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194493:; Hexacosane

0
57.0 14.40 14.60 14.80 15.00
m/z 55.10 22.61%

5000
9.0
| | ; 141.0183.0 225.0 267.0 309.0 367.0

e s M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Cholesterol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14 .96 7.57 ng 1326310 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesterol 386 C27H460 000057-88-5 99
2 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 95
3 17-(1.5-Dimethvlhexv)-10.13-dim... 386 C27H460 1000210-38-4 95
4 Cholestane-3.5-diol. 5-acetate. ... 446 C29H5003 041721-93-1 64
5 Cholest-5-en-3-0l (3.beta.)-, te... 597 C41H7202 001989-52-2 50

Abundance Scan 2189 (14.963 min): BF111131.D (-2184) (-) m/z 43.10 100.00%

43.1

5000

.

213.2

353.3 386.4 14.60 14.80 15.00 15.20
m/z 55.00 61.93%

04
m/z--> 50 100 150 200 250 300 350
Abundance #205847: Cholesterol
43.0

s

5000

14.60 14.80 15.00 15.20
m/z 57.05  60.42%

04
m/z--> 50 100 150 200 250 300 350
Abundance #205837: 26-Nor-5-cholesten-3.beta.-o0l-25-one
43.0
_l—l_'_'_l_l—l_'_'_l_'—r'_l_'_l—l_l_'_'_'—rr
14.60 14.80 15.00 15.20
5000 m/z 41.10 50.73%
1 : 275.0 386.0
[o) I‘ \H h\ \H HP H\ “ \M\ i \\ wl | | . 247|0 l: 31'3I0I |35|3|0“|l I‘ll !
m/z--> 100 150 200 250 300 350
Abundance #ﬂﬁgﬂnl7(L5DmmmyMEqDlQl&dmmﬂwLZ&47BB_. e A REARE R
43.0 14.60 14.80 15.00 15.20

386.0 m/z 95.10 49.26%

5000

0

14 60 14. 80 15. OO 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Heptacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.08 5.31 ng 930728 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Pentacosane 352 C25H52 000629-99-2 90
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2209 (15.080 min): BF111131.D (-2205) (-) m/z 57.10 100.00%

90.1
14. 80 15.00 15.20 15.40
1412
ob e AL 1412 1822 21922532 2032 33213646 4102 74310 61.16%

mz--> 0 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0

5000 T HL o e e
14. 80 15. OO 15. 20 15. 40

m/z 71.10 58.36%

99.0
0 26|O ] j 1y ,14.1-0 183.0 225.0 267.0 323.0 380.0
I I A o e e e L LA B e o e e o e AL
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #141425: Heneicosane
57.0

14.80 15.00 15.20 15.40

517.1
5000

5000 m/z 85.10 42 .96%
99.0
015.q" I L) 1410 1830 225.0 296.0
L B i e L L A o o o e o o e LA |
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57.0 14.80 15.00 15.20 15.40

m/z 55.05 19.99%

B \A\/\A”,L/\“/\\
99.0
26l0) | | 141.0 1330 225.0 268.0

|‘J\\

T
m/z--> 0 50 100 150 200 250 300 350 400 14. 80 15. OO 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Docosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.21 27.60 ng 4837140 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Docosane 310 C22H46 000629-97-0 90
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 87

Abundance Scan 2231 (15.210 min): BF111131.D (-2225) (-) m/z 57.10 100.00%

5000

:

9.1 (LI LN N N N N BB B BB

14.80 15.00 15.20 15.40 15.60
141.2 183.2
225.2 267.1309.2 365.2 429.1 494.2 m/z 43.05 63.01%

0!

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #209566: Octacosane
5000 TT T T [T T I T [T T T T [ TTTT[TT

14.80 15.00 15.20 15.40 15.60
m/z 71.10 58.46%

141.0 183.0225.0 281.0 337.0 394.0
miz—-> 0 50 100 150 200 250 300 350 400 450

0!

Abundance #194493: Hexacosane

1%

14.80 15.00 15.20 15.40 15.60

5000 m/z 85.05 44 _70%
9.0
ol 1| Il | | ;14101830 225.0267.0309.0 367.0
A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane R e N  ARE e
14.80 15.00 15.20 15.40 15.60
m/z 55.05 21.92%
- JL\/\/\_\]VLA“/\\/\
ol15: 296.0
m/z--> 0 50 100 150 200 250 300 350 400 450 14. 80 15. 00 15 20 15. 40 15 60

8270-BF120518_.M Fri Dec 07 15:08:35 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Tetracosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.45 4.42 ng 775389 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 90
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 2272 (15.451 min): BF111131.D (-2268) (-) m/z 57.10 100.00%

1
5000

99.1 15. 20 15. 40 15. 60 15. 80

141.1
o 183.1  239.3 282.1 341.1 387.2 451.2 m/z 43.10 63.16%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane
57.0

5000 o = ST M—C
15.20 15.40 15.60 15.80

m/z 71.10 58.74%

99.0
ol j 1 }4‘1-0 183.0 225.0 267.0 323.0 380.0
L o e e T A o e e A e e o o e e o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane
57.0

15. 20 15.40 15.60 15.80

5000 m/z 85.10 40.59%
99.0
ol L} ‘ | | 141.0 183.0 225.0 267.0 338.0
At
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #185533: Pentacosane T i e e
57.0 15. 20 15. 40 15. 60 15. 80

m/z 55.05 23.76%

5000
99.0
‘ J |1 141.0 183.0 225.0 267.0 309.0 352.0

B e e

m/z--> 50 100 150 200 250 300 350 400 450 15.20 15.40 15.60 15. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Triacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.84 15.62 ng 2736580 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2338 (15.839 min): BF111131.D (-2331) (-) m/z 57.10 100.00%
57.1
99.0 " 15.60 15.80 16.00 16.20
141.2 : : : :
oL ,J.i. LAy 1412 1832 2253 266.2 3003 36534043 4521 7710 62 54%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane
57.0
5000 L B B IR B
15 60 15. 80 16. oo 16 20
99.0 m/z 43.10 60.68%
0l15.9 ] | .| | 141.0 183.0 2250 296.0
m/z--> §o 160 1éo 260 2%0 360 3%0 460 4éo
Abundance #209565: Octacosane
57.0
" 15.60 15.80 16.00 16.20
5000 m/z 85.10 44 _43%
99.0
ol 1, J | || 14101830 2250 2810 337.0 394.0
m/z--> éo 160 1éo 260 2%0 360 3%0 460 4éo
Abundance #219831: Triacontane R RRE A S
57.0 15.60 15.80 16.00 16.20
m/z 55.05 20.95%
5000
99.0
0 | | | 1410 1830 2250 267.0 309.0 351.0  422.0
m/z--> éo 160 1éo 260 2%0 360 3%0 460 4éo 1560 1580 1600 1620
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 _gamma.-Sitosterol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

16.19 5.58 ng 977426 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 98
2 _beta.-Sitosterol 414 C29H500 000083-46-5 95
3 Eraost-7-en-3-ol. (3.beta.)- 400 C28H480 026047-31-4 51
4 Erqost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 35
5 Campesterol 400 C28H480 000474-62-4 35

Abundance Scan 2398 (16.192 min): BF111131.D (-2393) (-) m/z 43.10 100.00%

43.1
5000 105.1 145.1

213.2

255.2 303.4

15.80 16.00 16.20 16.40 16.60

| 57. 465.3

0...',J

. m/z 55.10 60.87%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #217434: .gamma.-Sitosterol
43.0
5000 810 LN N L O

15.I80 16.I00 16.I20 16.I4O 16.I60
m/z 57.10 57.50%

0 ”J'

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #217432: .beta.-Sitosterol
43.0
T
15.80 16.00 16.20 16.40 16.60
5000 m/z 41.10 47 .91%
107.0 414.0
145.0
213.0 303.0
‘meum 209 354.0
O ey
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #212395: Ergost-7-en-3-ol, (3.beta.)- A B R e
43.0 15.80 16.00 16.20 16.40 16.60
255.0 m/z 145.10 44 . 65%
105.0 : 400.0
5000
ol -+ 299.0333.0
m/z--> 0 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 13-Methylheptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.56 9.31 ng 1632040 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 87
2 13-Methvlheptacosane 394 C28H58 015689-72-2 87
3 Heptacosane 380 C27H56 000593-49-7 68
4 Octacosane 394 C28H58 000630-02-4 64
5 Tetratetracontane 619 C44H90 007098-22-8 52
Abundance Scan 2461 (16.562 min): BF111131.D (-2454) (-) m/z 57.10 100.00%
57.1
1991 16.20 16.40 16.60 16.80
141.1
obb b L AL 20712430280 1018.99551 4274 4711 qsz 7110 63.50%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane
57.0
5000 AR B R SRR B
16.20 16.40 16.60 16.80
99.0 m/z 43.10 57.88%
ol ] | | § 1410 183.0 2250 267.0 309.0 365.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #209570: 13-Methylheptacosane
57.0
195.0 16.20 16.40 16.60 16.80
5000 m/z 85.10 44 _.61%
99.0
0 LTy | dwo s smo 30
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane s AR A
57.0 16.20 16.40 16.60 16.80
m/z 55.05 18.09%
5000
o { I 9?'2 141.0 183.0 225.0 267.0 323.0 380.0
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\BF120618\
Data File : BF111131.D

Aca On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample : J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 Heptacosane, l1l-chloro- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.42 6.58 ng 1152960 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 92
2 Octacosane 394 C28H58 000630-02-4 87
3 Pentacosane 352 C25H52 000629-99-2 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2607 (17.421 min): BF111131.D (-2600) (-) m/z 57.10 100.00%
57.1
5000
991 ' 17.20 17.40 17.60 17.80
41.2 213.2 - - : :
oL AL AL A2 27812132 2633 3032 3400 38134142 | a3 0 62, 30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57.0
5000 LI SULSUS B UM B
17.20 17.40 17.60 17.80
97 0 m/z 71.10 61.78%
oLl |]1 e 0 183.0217.0  273.0 309.0 343.0 378.0 414.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
' 17.20 17.40 17.60 17.80
5000 m/z 85.10 42 .23%
99.0
01280 J f 4y , 1410 1830 2250 281.0  337.0  394.0
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #185533: Pentacosane N B B !
57.0 17.20 17.40 17.60 17.80
m/z 55.05 21.60%
5000
99.0
0260 i [ | 1410 1830 2250 2670 3090 3520
m/z--> 55 100 1%0 260 250 300 350 400 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120618\
Data File : BF111131.D

Acq On : 6 Dec 2018 11:57

Operator : JU/SJ

Sample - J6206-15

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120518_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]
2-Pentanone, 4-hy... 5.02 5.0 ng 880063 1 6.80 3532210 20.0
unknown6 .58 6.58 75.5 ng 13337000 1 6.80 3532210 20.0
n-Hexadecanoic acid 11.86 15.8 ng 4222490 4 11.33 5361710 20.0
13-Docosenamide, ... 12.35 8.4 ng 2262050 4 11.33 5361710 20.0
Octadecane 12.52 17.9 ng 4799180 4 11.33 5361710 20.0
Octadecanoic acid 12.65 10.8 ng 2541740 5 13.96 4700900 20.0
Octacosane 13.45 24_.1 ng 5660190 5 13.96 4700900 20.0
Trichloroacetic a... 13.82 9.8 ng 2309670 5 13.96 4700900 20.0
Heneicosane 14.12 29.2 ng 6862280 5 13.96 4700900 20.0
Nonadecyl heptafl... 14.45 9.9 ng 2337670 5 13.96 4700900 20.0
2-methyloctacosane 14 .65 28.1 ng 6596680 5 13.96 4700900 20.0
Cholesterol 14.96 7.6 ng 1326310 6 15.40 3504970 20.0
Heptacosane 15.08 5.3 ng 930728 6 15.40 3504970 20.0
Docosane 15.21 27.6 ng 4837140 6 15.40 3504970 20.0
Tetracosane 15.45 4.4 ng 775389 6 15.40 3504970 20.0
Triacontane 15.84 15.6 ng 2736580 6 15.40 3504970 20.0
-gamma.-Sitosterol 16.19 5.6 ng 977426 6 15.40 3504970 20.0
13-Methylheptacosane 16.56 9.3 ng 1632040 6 15.40 3504970 20.0
Heptacosane, 1-ch... 17.42 6.6 ng 1152960 6 15.40 3504970 20.0
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