LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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 3.252 196 198 210 rBvV 73074 169373 1.06% 0.119%
2 5.028 496 500 508 rvB 650338 865251 5.42% 0.608%
3 5.428 562 568 571 rBVY 13310515 14257317 89.39% 10.014%
4 6.440 733 740 744 rBVY 13440941 15949658 100.00% 11.203%
5 6.575 758 763 767 rBVY 13468300 14629401 91.72% 10.275%
6 6.804 798 802 806 rBY 3785756 2957250 18.54% 2.077%
7 6.963 825 829 832 rVB 11990683 11047836 69.27% 7.760%
8 7.363 891 897 900 rBY 8770361 9971362 62.52% 7.004%
9 8.087 1016 1020 1023 rBVY 4540934 3804017 23.85% 2.672%
10 9.169 1198 1204 1207 rBV 14985536 15666534 98.22% 11.004%
11 9.551 1266 1269 1273 rBV 1475245 1315935 8.25% 0.924%
12 9.839 1311 1318 1322 rBV2 5023794 4201231 26.34% 2.951%
13 10.628 1447 1452 1455 rBV 9625202 8948515 56.10% 6.285%
14 11.322 1566 1570 1573 rBV 4921356 3966770 24.87% 2.786%
15 11.857 1653 1661 1676 rBVY 2036418 2172819 13.62% 1.526%
16 12.639 1789 1794 1806 rBY 1783006 2129800 13.35% 1.496%
17 12.910 1835 1840 1843 rBVY 12004065 12241663 76.75% 8.598%
18 13.127 1874 1877 1879 rBV 181831 188400 1.18% 0.132%
19 13.810 1990 1993 2001 rBVY 2946959 3100573 19.44% 2.178%
20 13.951 2013 2017 2021 rBVY 2755089 2562427 16.07% 1.800%
21 14.139 2045 2049 2052 rBV 202857 219364 1.38% 0.154%
22 14.445 2098 2101 2108 rBVY 1619800 1853077 11.62% 1.302%
23 14.745 2149 2152 2160 rBV3 154294 265289 1.66% 0.186%
24 14.886 2172 2176 2180 rVB 354423 342830 2.15% 0.241%
25 15.080 2204 2209 2210 rBV 657938 742881 4 .66% 0.522%
26 15.098 2210 2212 2219 rVvVv 755689 1062705 6.66% 0.746%
27 15.151 2219 2221 2226 rVB2 141536 171886 1.08% 0.121%
28 15.392 2257 2262 2267 rBV 2169029 2569591 16.11% 1.805%
29 15.451 2268 2272 2275 rBV 182734 225366 1.41% 0.158%
30 15.639 2300 2304 2310 rBV 348377 456031 2.86% 0.320%
31 15.874 2339 2344 2348 rBV 642633 964009 6.04% 0.677%
32 15.921 2348 2352 2360 rVB 724211 1186984 7.44% 0.834%
33 16.645 2470 2475 2481 rVB4 214704 380155 2.38% 0.267%
34 16.945 2521 2526 2532 rBv2 187390 346865 2.17% 0.244%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 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

Method
Title

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

35 17.027 2534 2540 2550 rVVv4 262095 715249 4.48% 0.502%
36 17.404 2599 2604 2612 rVB6 212774 450943 2.83% 0.317%
37 17.851 2675 2680 2688 rVB6 116854 276236 1.73% 0.194%

Sum of corrected areas: 142375593
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 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

Abundance TIC: BF111145.D
1.4e+07 5.43 6.446.57

1.2e+07 6.96

1e+07
7.36
8000000

6000000

4000000 6.80

5.03
3.25 A

o1t

f
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: BF111145.D

2000000

1.4e+07

12.91
1.2e+07

1e+07 10.63
8000000

6000000 9.84
8.09 . 11.32

4000000

11.86 12.64

2000000 9.55
i I || s

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: BF111145.D

1.4e+07
1.2e+07

1le+07
8000000
6000000
4000000

13.88 .95

2000000 14.44
ol 5 g4 16892
14.14 14. 74 15 495, 16.64 1619403  17.40 17.85

15.39

O e e e e e e

T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 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 10

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

5.03 5.85 ng 865251 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 42
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 Ethanol. pentamethvl- 116 C7H160 000594-83-2 9
5 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 9

Abundance Scan 500 (5.028 min): BF111145.D (-496) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.1 RS UL AR
460 4.80 5.00 5.20 5.40
bt 8 201 75900 51.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LN LN UL I
59.0 460 480 500 520 5.40
0
150 1010 m/z 101.10 15.73%
0 gl ol 830
LI SULELL ILLELL SULLIL SURLIL AR L B L B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
460 480 500 520 540
5000 50.0 m/z 58.00 15.31%
101.0
oL 20 [l I 830
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2—methy|— | BSLLLE LINL LI B L L
59.0 460 4.80 5.00 5.20 5.40
m/z 41.00 7.15%
5000
101.0
41.0
O.EQQ.WHJU.J“.n.ﬁ%?.w...w...w...w..”,..”,..” SR SR R
m/z--> 20 40 60 80 100 120 140 160 180 200 460 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 : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 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 unknown6.57 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.57 98.94 ng 14629400 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 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 14
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
Abundance Scan 762 (6.569 min): BF111145.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 ‘ 96.1 SRR R SRR
54.0 6.20 6.40 6.60 6.80 7.00
o.,....,....'!'!..:,!!..,:!.'.|,..7.5?,1....,..J.,%??.l,.l.l.‘??....,"...,.. m/z 68.10  45.30%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 S ARIUARRAERRARE AR

620 6.40 6.60 6.80 7.00
m/z 134.00 32.98%

31.0 51.0
0 [T _.7po .
RN BRI B L B R R A BAERREE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl-
132.0
T
104.0 6.20 6.40 6.60 6.80 7.00
5000 ' m/z 66.00 30.56%
51.0 77.0
39.0 65.0 ‘ 010 115.0
O.P.H,H.NWH.“wn Jﬂ..HP.”.ﬂ.”,”.W.LM“.”,..w”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile T
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 18.93%
5000
92.0
65.0
105.0
oL 270 390 510 | 770 o 117.0
A B AN B o B e e A REE R T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 700
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 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 6
R.T. EstConc Area Relative to ISTD R.T.
11.86 10.96 ng 2172820 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1662 (11.863 min): BF111145.D (-1653) (-) m/z 43.10 100.00%
431 73.0
5000 129.1
97.0 213.2 T T T T
171.2 256.3 0842 1160 1180 12.00 12.20
Obrrr el - m/z 73.00 87.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0

11.60 11.80 12.00 12.20

83.0 0
157.0 1g50 2130 256.0 m/z 60.00 86.16%
Olrrrprrrr
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 AR R
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 76.76%
o150 1l
”w”.q”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid T T
43.0 73.0 11.60 11.80 12.00 12.20
’ m/z 41.05 73.04%
5000
129.0
214.0
s L
0...,....‘,‘.‘...“ ."‘l‘...”,‘...a,....,‘....,.... e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.64 16.62 ng 2129800 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 1794 (12.639 min): BF111145.D (-1789) (-) m/z 43.10 100.00%
43.1
73.0
5000
129.1
185. 241.2 " 12140 12,60 12.80 13.00
1.1 284.3 . . .
ol ok 2500 | ?1.3.2. L m/z 57.05  74.17%

m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

l%

5000
12.40 12.60 12.80 13.00

m/z 73.00 73 .98%

04
m/z--> 50 100 150 200 250 300 350
Abundance #84452: Tetradecanoic acid

N

w

o
~
(%}
o

12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 71.05%
185.0
228.0
ol.s-pll..mf‘% R
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethy! ester
43.0 12.40 12.60 12.80 13.00
m/z 41.05 64.67%
73.0
129.0
185.0213.0241.0
oLl “H | SOOI | apo s |l
m/z--> 50 150 200 250 300 350 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 : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 6 E-14-Hexadecenal Concentration Rank 3

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

13.81 24 .20 ng 3100570 Chrysene-di12 13.95

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

57.05 100.00%

5000

0
l125'1 13.40 13.60 13.80 14.00 14.20
153.2182.2 - : S : -
oLl - Loroor210.22383  280.33084 8548 Tn/z  43.05  94.41%

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

Abundance Scan 1993 (13.810 min): BF111145.D (-1990) (-) m/z

57.0

Abundance #92510: E-14-Hexadecenal
43.0
83.0
111.0 13.40 13.60 13.80 14.00 14.20
m/z 55.05 92.75%
o lmMmm 210.0238.0
T st
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55.0
97.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 79.54%
28l0 h25.0
oL b T om0 amo
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester T EE  RREAmEREAE
57.0 13.40 13.60 13.80 14.00 14.20
97.0 m/z 97.05 70.09%
5000
29.0 ’ 125.0
o AL | ) 154018202100 2550  so60 S | WSS
m/z--> 50 100 150 200 250 300 350 13. 40 13. 60 13.80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 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 Nonadecyl pentafluoropropio... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .45 14.46 ng 1853080 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
2 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
Abundance Scan 2102 (14.451 min): BF111145.D (-2098) (-) m/z 57.10 100.00%
511
97.0
5000 y L
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—q—v—v—v—
39.1 14.20 14.40 14.60 14.80
oLtk LI ’x. Vi 1962 2502 3083 3503073 7z 43.10 | 90.20%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate
5710 970
5000 L S B SRR S
1420 14.40 14.60 14.80
m/z 55.10 79 .85%
oLl 1 ‘18202220 266.0 311.0 412.0
m/z--> 5 100 150 200 2éo 300 350 400 450 '
Abundance #236054: Heneicosy! heptafluorobutyrate
57.0
97.0 1420 14.40 14.60 14.80
5000 m/z 83.05 68.88%
oL } J | l 3?? 182.0222.0  294.0 339.0 490.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57.0 14.20 14.40 14.60 14.80
97.0 m/z 97.05 68.31%
5000
ol L ‘ l L 199051002520 97,0 448.0
m/z--> éo 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 : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 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 Eicosane, 7-hexyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.74 2.06 ng 265289 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Eicosane 282 C20H42 000112-95-8 83
4 Octadecane 254 C18H38 000593-45-3 80
5 Heneicosane 296 C21H44 000629-94-7 80

Abundance Scan 2151 (14.739 min): BF111145.D (-2149) (-) m/z 57.00 100.00%

57.0
5000

14. 40 14.60 14.80 15.00

147.0178.1 240.1
0 2113 m/z 43.05  90.04%

m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0

5000 B T e e i e e
14. 40 14. 60 14. 80 15. 00

m/z 71.10 61.70%

99.0
ol | J | | 3410 18205130 25202810 3220
el T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

14.40 14.60 14.80 15.00

5000 m/z 85.10 42_.55%
99.0
o 27,0 Ly 1410 183.0 2250  281.0  337.0 394.0
A e e e
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane R e S
57.0 14.40 14.60 14.80 15.00

m/z 55.05 23.73%

5000
99.0
27‘\'0“ | 290 1410 1830 2250 2820

m/z--> 50 100 150 200 250 300 350 14. 40 14. 60 14. 80 15. 00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 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 Octadecanal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.67 ng 342830 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 94
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
4 1.19-Eicosadiene 278 C20H38 014811-95-1 93
5 Tetracosanal 352 C24H480 057866-08-7 87

Abundance Scan 2177 (14.892 min): BF111145.D (-2172) (-) m/z 57.05 100.00%

57.0

5000

278.1 341.1
o

m/z--> 50 100 150 200 250 300 350
Abundance #117605: Octadecanal

14.60 14.80 15.00 15.20
m/z 82.05 86.00%

5000
14.60 14.80 15.00 15.20

m/z 43.05 81.82%

250.0
13801660194022ﬁ0

o [N S | NS
m/z--> 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl-
43.0 820
B R e
14.60 14.80 15.00 15.20
5000 m/z 96.05 57.40%
10.0
. | [8%166.01040 236.0264.0
: bpallf bl it e
m/z--> 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecyl- A B A RARE
82.0 14.60 14.80 15.00 15.20
m/z 41.10 57.29%
55.0
5000
10.0
270 ” h “ %166.0 211 0 2500
o [N N VY R SN B A s
m/z--> 50 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF120518_.M Fri Dec 07 15:11:36 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 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 11
R.T. EstConc Area Relative to ISTD R.T.
15.08 5.78 ng 742881 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Triacontane 422 C30H62 000638-68-6 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2209 (15.080 min): BF111145.D (-2204) (-) m/z 57.10 100.00%
57.1
091 "14180 15,00 1520 1540
41.2 : : : :
O Jl pAAE 21825212068 4603 nzn 4310 65.41%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141424: Heneicosane
57.0
5000 L S BULELL BRI B
mmmmmmmm
99.0 m/z 71.05 59.04%
141.0
X O i
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #215181: 2-methyloctacosane
57.0
| 14.80 15.00 15.20 15.40
5000 m/z 85.10 46.43%
99.0
ot d 4]y 1410 1830 2250 267.0 309.0 3650
miz--> 0 55 160 1%0 260 2%0 360 3éo 460 4%0
Abundance #175557: Tetracosane O R Ban e n e
57.0 14.80 15.00 15.20 15.40
m/z 55.10 23.35%
- M——Aﬁ%
99.0
ol , 141.0 183.0 225.0 267.0 338.0
miz--> 0 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&'30 400 4&1;0 14I80 15. oo 15. 20 15. 40

8270-BF120518_.M Fri Dec 07 15:11:37 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 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 Fumaric acid, pentadecyl pe... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.10 8.27 ng 1062710 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. pentadecvl pentafl... 492 C25H33F504 1000348-10-7 64
2 1-Docosanol. methvl ether 340 C23H480 1000333-91-9 58
3 trans-1.3-Diethvilcvclopentane 126 C9H18 1000113-87-1 46
4 Fumaric acid. 2-methvlallvl tetr... 366 C22H3804 1000330-55-3 43
5 1,7-Dimethyl-4-(1-methylethyl)cy... 210 C15H30 000645-10-3 43
Abundance Scan 2212 (15.098 min): BF111145.D (-2210) (-) m/z 83.10 100.00%
83.1
>0 W\__L
41
| ff W50 00 1520 1040
- .l, Ld 10592071 2550 3412 4803 | n77 55.05  87.74%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #234307: Fumaric acid, pentadecy! pentafluoropheny! ester
83.0
43.(
5000 AL DR AU B B
284.0 14.80 15.00 15.20 15.40
25.0 184.0 : m/z 97.10 80.47%
o | 337.0 492.0
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #177220: 1-Docosanol, methyl ether
45.0 83.0
14.80 15.00 15.20 15.40
5000 m/z 69.10 68.92%
25.0
ol L, \ l | 167.0 210.0 2520 3080
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #11579: trans-1,3-Diethylcyclopentane AR R B aaa e S
58.0 14.80 15.00 15.20 15.40
97.0 m/z 111.10 42 .61%
01'5"(“'|H'""|"''|""|""|""|""|""|""|""| L DA S B B
m/z-> 0 50 100 150 200 250 300 350 400 450 14.80 15.00 15.20 15.40

8270-BF120518_.M Fri Dec 07 15:11:38 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 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 (Z)-14-Tricosenyl formate Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.64 3.55 ng 456031 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 89
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 87
4 Octadecanal 268 C18H360 000638-66-4 72
5 Tetradecanal 212 C14H280 000124-25-4 64

Abundance Scan 2304 (15.639 min): BF111145.D (-2300) (-) m/z 57.10 100.00%

571

5000
' 15.40 15,60 15.80 16.00
ll o1l 208.1 267.0 341.1 : : : :
o A 21780 2081235.1 267.02050 3411 m/z 43.10 85.78%
m/z--> 50 150 200 250 300 350
Abundance #194460 (2)-14-Tricoseny! formate
55.0
5000 LIRS
10.0 15.40 15.60 15.80 16.00
138.0 m/z 82.10 76.47%
. ||J|11 1660104.0222.0250,0278.0 $20%348.0
gl . —
m/z--> 50 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-
43.0 2.0
e P e
15.40 15.60 15.80 16.00
5000 m/z 55.10 60.16%
09.0
138.0
o AL (R 0em0_ 200 00
m/z--> 150 200 250 300 350
Abundance #129467: Oxirane, heptadecyl- e
43.0 15.40 15.60 15.80 16.00
m/z 96.10 52.25%
5000
10 0
o“‘ ‘ﬁﬁmmmm 236.0264.0
. T — e R E R R EREEE
m/z--> 200 250 300 350 15.40 15.60 15.80 16.00

8270-BF120518_.M Fri Dec 07 15:11:38 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 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 Tridecane, l-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.87 7.50 ng 964009 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 86
2 Nonadecane 268 C19H40 000629-92-5 86
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 81
4 Hexacosane 366 C26H54 000630-01-3 76
5 Heneicosane 296 C21H44 000629-94-7 74

Abundance Scan 2343 (15.868 min): BF111145.D (-2339) (-) m/z 57.05 100.00%

571.0
5000 85.1

113.1 15.60 15.80 16.00 16.20
141 2 169.2
bbb bl 141-2,160.2107.0 225.2253.2 2811 8711 43 05 62.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 LA L L L L L LB
15 60 15. 80 16. 00 16 20
28.0 m/z 71.10 61.24%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117638: Nonadecane
57.0
T T T T T T
15.60 15.80 16.00 16.20
5000 85.0 m/z 85.10 40.40%
29.0
0 ‘ \ ” \lll.:\a 01141 0 169 0197.0 225.0 268 0
Puq”u.uqunpu.””.u.””.u.u”.u.u”.u.u”.”.uu.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #38349: Decane, 3,8-dimethyl- SRR ERE RS
57.0 15.60 15.80 16.00 16.20
m/z 55.05 23.05%
85.0
5000
113.0 141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15 60 15. 80 16. 00 16 20

8270-BF120518_.M Fri Dec 07 15:11:39 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 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 Behenic alcohol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.92 9.24 ng 1186980 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 l1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Octadecanol. methyl ether 284 C19H400 1000333-92-7 90
5 Octacosyl acetate 452 C30H6002 018206-97-8 90
Abundance Scan 2352 (15.921 min): BF111145.D (-2348) (-) m/z 57.10 100.00%

571

5000

:

1251 R R B e o A

15.60 15.80 16.00 16.20

153 21322
l o tPzs 2242 2600 836236431 Ty 43.10  86.15%
m/z--> 50 150 200 250 300 350

Abundance #166292: Behenic alcohol

55,0
5000 111.0 Cp
15,60 15.80 16.00 16.20

o...J',

%

m/z 55.05 83.19%

139.0
0 270] Ak }67019602240252028003080
i : e e
m/z--> 50 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
58.0 83.0
ey
15.60 15.80 16.00 16.20
5000 111.0 m/z 83.10 80.02%
oL 270l | J‘ LA [399167.0106.0_238.0266.0204.0
e e L
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 T T
57.0 |97.0 15.60 15.80 16.00 16.20
m/z 97.10 69.42%
5000
125.0
29.0
o MH‘L\‘LLﬁﬁﬁmmmmmmmo3wwmo
I B R e Sl
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20

8270-BF120518_.M Fri Dec 07 15:11:40 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120518_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 15 Bicyclo[10.8.0]eicosane, cis- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.64 2.96 ng 380155 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol10.8.0leicosane. cis- 278 C20H38 1000155-82-2 92
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 90
4 Heptadecanal 254 C17H340 1000376-70-0 83
5 Tetradecanal 212 C14H280 000124-25-4 83
Abundance Scan 2474 (16.639 min): BF111145.D (-2470) (-) m/z 57.10 100.00%
57.1
5000 96.0
23.1 16140 16.60 16.80 17.00
1767 208 1 2811 16.40 16.60 16.80 17.00
o il Sl 2920950 SO 7 82.05  67.65%
m/z--> 50 100 150 200 250 300 350
Abundance #126196: Bicyclo[10.8.0]eicosane, cis-
54.0
82.0
5000 LR BN B SR B
278.0 16,40 16.60 16.80 17.00
09.0 m/z 43.10 65.32%
o zno } | ﬂ37°1660194022202500
m/z--> 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecyl-
84.0
55.0 1640 16.60 16,80 17.00
5000 m/z 55.10 52 .45%
100
m/z--> 50 1%0' 200 "250" 300 350
Abundance #117604: Octadecanal B A B B A
43.0 16.40 16.60 16.80 17.00
m/z 96.05 45_.83%
82.0
5000
ol15:0 ‘l% h ﬂ3801660194022202500
m/z--> 50 100 150 200 250 300 350 16,40 16.60 16.80 17.00

8270-BF120518_.M Fri Dec 07 15:11:40 2018

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 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 Hentriacontane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.94 2.70 ng 346865 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 86
3 Nonadecane 268 C19H40 000629-92-5 81
4 Sulfurous acid. butyl decvl ester 278 C14H3003S 1000309-17-7 80
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 2525 (16.939 min): BF111145.D (-2521) (-) m/z 57.10 100.00%
57.1
5000
155.2190.9 16.60 16.80 17.00 17.20
o....,.J..'J.J,....,....,..23?4.1,.2]8.1.0,..3.4.1',1....,...., m/z 43.10 70.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 R DU DA BN
mmmmﬂmﬂm
99.0 m/z 71.05 56.37%
ol Il 1) 1410 183.0 2250 267.0 309.0 351.0 393.0 436.0
m/z--> 55 160 1%0 260 2%0 360 3%0 460 '
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
16.60 16.80 17.00 17.20 |
0
5000 85,0 m/z 85.10 43.03%
oL LUl 210 1600 2250 2950 370
m/z--> 55 160 1%0 260 250 300 350 460 '
Abundance #117636: Nonadecane R e A RER Rama
57.0 16.60 16.80 17.00 17.20
m/z 55.00 25.94Y%
5000
J 268.0
1410
m/z--> 50 100 1m 200 m 300 350 400 mmmmﬂmnm

8270-BF120518_.M Fri Dec 07 15:11:41 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 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

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 _.beta.-Sitosterol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.40 3.51 ng 450943 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 89
2 .aamma.-Sitosterol 414 C29H500 000083-47-6 64
3 Campesterol 400 C28H480 000474-62-4 37
4 Eraost-7-en-3-ol. (3.beta.)- 400 C28H480 026047-31-4 37
5 Stigmastan-3,5-diene 396 C29H48 1000214-16-4 25
Abundance Scan 2603 (17.398 min): BF111145.D (-2599) (-) m/z 43.00 100.00%
43.0
5000 81.0 1451
10002312 3034 30134143 | 1700 170 1740 1760 1780
Oy m/z 55.00 46.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43.0
5000 AR UL BRI BRI B
107.0 414.0 ﬂ%ﬂ%ﬂ%ﬂmﬂ%
145.0 213.0 : m/z 57.10 43.23%
7 780 <77 2850 3030 3810
ob——" :
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43.0
17.00 17.20 17.40 17.60 17.80
5000 m/z 41.10 41.52%
o.mkw.
m/z--> 50 100 150 200 250 300 350 400
Abundance #212387: Campesterol e o
43.0 17.00 17.20 17.40 17.60 17.80
m/z 81.05 37.88%
5000
400.0
17802130 o550 3150 547,
ob——k ‘HH‘“H‘ MP\H\‘\MH\MM\ '.‘.‘. ‘.‘.L.lululuu.|.L..M.|.. —
m/z--> m Jm 1m 2m 250 300 350 400 ﬂ%ﬂ%ﬂ@ﬂmﬂm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF120618\
Data File : BF111145.D

Aca On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample : J6204-17

Misc :

ALS Vial : 6 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 unknownl7.85 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.85 2.15 ng 276236 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.11-Dimethviltetracvclol7.3.1.0(... 218 C16H26 053263-99-3 49
2 Benzenamine. 2.6-dimethvl-N-(4.4._._. 218 C13H18N20 281211-68-5 46
3 Pvrene. hexadecahvdro- 218 C16H26 002435-85-0 38
4 Ethanone. 1.1"-(6-hvdroxv-2.5-be... 218 C12H1004 053947-86-7 38
5 8-Amino-6,7-dimethoxy-4-methylqu... 218 C12H14N202 1000213-07-2 35
Abundance Scan 2680 (17.851 min): BF111145.D (-2675) (-) m/z 218.20 100.00%
218.2
5000 6.0
Y951
410 12111470 1892
257.1 341.1 17.60 17.80 18.00 18.20
o Ml T Tm/z 203.20 63.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #75985: 9,11-Dimethyltetracyclo[7.3.1.0(2.7).1(7.11)]tetra...
208.0
5000
17.60 17.80 18.00 18.20
410 m/z 69.05 33.25%
o |F1 175.0
m/z--> 20 40 60 80 1001201401601é02602202502é02803603§o350 '
Abundance #75741: Benzenamine, 2,6-dimethyl-N-(4,4-dimethyl-oxazolid...
218.0
146.0 " 17.60 17.80 18.00 18.20

5000 m/z 55.05 32.33%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #75966: Pyrene, hexadecahydro- I a BREmEEES
218.0 17.60 17.80 18.00 18.20
410 m/z 95.10 28.50%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17. 60 17. 80 18. OO 18 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF120618\
Data File : BF111145.D

Acq On : 6 Dec 2018 18:32

Operator : JU/SJ

Sample - J6204-17

Misc :

ALS Vial : 6 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... 5.03 5.8 ng 865251 1 6.80 2957250 20.0
unknown6 .57 6.57 98.9 ng 14629400 1 6.80 2957250 20.0
n-Hexadecanoic acid 11.86 11.0 ng 2172820 4 11.32 3966770 20.0
Octadecanoic acid 12.64 16.6 ng 2129800 5 13.95 2562430 20.0
E-14-Hexadecenal 13.81 24_.2 ng 3100570 5 13.95 2562430 20.0
Nonadecyl pentafl... 14.45 14.5 ng 1853080 5 13.95 2562430 20.0
Eicosane, 7-hexyl- 14.74 2.1 ng 265289 6 15.39 2569590 20.0
Octadecanal 14.89 2.7 ng 342830 6 15.39 2569590 20.0
Heneicosane 15.08 5.8 ng 742881 6 15.39 2569590 20.0
Fumaric acid, pen... 15.10 8.3 ng 1062710 6 15.39 2569590 20.0
(2)-14-Tricosenyl... 15.64 3.5 ng 456031 6 15.39 2569590 20.0
Tridecane, l-iodo- 15.87 7.5 ng 964009 6 15.39 2569590 20.0
Behenic alcohol 15.92 9.2 ng 1186980 6 15.39 2569590 20.0
Bicyclo[10.8.0]ei... 16.64 3.0 ng 380155 6 15.39 2569590 20.0
Hentriacontane 16.94 2.7 ng 346865 6 15.39 2569590 20.0
-beta.-Sitosterol 17.40 3.5 ng 450943 6 15.39 2569590 20.0
unknownl17 .85 17.85 2.1 ng 276236 6 15.39 2569590 20.0
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