LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118338.D

Aca On : 27 Dec 2019 15:21

Operator :© JU

Sample : K6439-01

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 - 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-BF122419 .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 5.063 502 506 517 rVB 517979 662549 11.96% 1.666%
2 5.475 571 576 591 rBVY 3384387 3250563 58.68% 8.172%
3 6.492 743 749 763 rBVY 3076980 3495734 63.10% 8.788%
4 6.628 767 772 775 rBVY 3799672 3741384 67 .54% 9.406%
5 6.851 807 810 819 rVB 966893 778386 14.05% 1.957%
6 7.010 833 837 840 rBVY 3473995 2891119 52.19% 7.268%
7 7.416 902 906 909 rBVY 2166908 2119507 38.26% 5.329%
8 8.139 1025 1029 1045 rBvV 1116821 1036103 18.70% 2.605%
9 9.216 1207 1212 1215 rBV 5045840 4600697 83.05% 11.566%
10 9.610 1275 1279 1287 rBV 262228 237450 4._.29% 0.597%

11 9.898 1324 1328 1338 rVB 1563109 1271880 22.96% 3.198%
12 10.692 1459 1463 1477 rBV 3290958 3337473 60.25% 8.391%
13 11.392 1578 1582 1590 rBV 1587091 1364336 24.63% 3.430%
14 11.916 1667 1671 1686 rBV 420951 465417 8.40% 1.170%
15 12.704 1802 1805 1814 rBV 85547 118358 2.14% 0.298%

16 12.986 1848 1853 1856 rBV 6006652 5539807 100.00% 13.927%
17 13.874 2000 2004 2017 rBV 704724 821808 14.83% 2.066%
18 14.045 2029 2033 2041 rBV 1232896 1195630 21.58% 3.006%
19 14.198 2056 2059 2063 rBV 93255 86569 1.56% 0.218%
20 14.504 2107 2111 2117 rBV2 177168 212497 3.84% 0.534%

21 14.809 2158 2163 2167 rBV 196171 234325 4.23% 0.589%
22 15.156 2217 2222 2227 rBV 214952 285949 5.16% 0.719%
23 15.539 2282 2287 2301 rVB 1026424 1396878 25.22% 3.512%
24 15.980 2358 2362 2368 rBV 152992 212661 3.84% 0.535%
25 16.039 2368 2372 2380 rBv4 74991 146648 2.65% 0.369%

26 16.498 2444 2450 2455 rBV3 103190 185984 3.36% 0.468%
27 17.098 2548 2552 2560 rVB3 41673 86903 1.57% 0.218%

Sum of corrected areas: 39776615
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\

BF118338.D

27 Dec 2019 15:21

Ju

K6439-01

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118338.D

Aca On : 27 Dec 2019 15:21

Operator :© JU

Sample : K6439-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 3

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

5.06 17.02 ng 662549 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 4-Methoxv-1-pentene 100 C6H120 098386-09-5 27
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17

Abundance Scan 505 (5.057 min): BF118338.D (-502) (-) m/z 43.00 100.00%
43
59
5000
101
4.80 5.00 5.20 5.40
83
o 3l S8l 69 8 | 5z 59.00  62.82%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.00 27 .29%
15 31 101
0 25 7 37, 53 | 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
480 500 520 540
0
5000 101 m/z 57.95 14 .86%
28 59
15 ‘ 70 84
0 ...,..‘a.,..l‘.‘l....‘i‘.l..,.s?‘lli....l.‘..7.8,.‘l..,.?5..,a...,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3834: 4-Methoxy-1-pentene R L Eams i
509 4.80 5.00 5.20 5.40
m/z 41.05 9.75%
5000
41
o K 53 69 85 99
mz-> 10 20 30 40 50 60 70 80 90 100 110 480 500 520 5.40

8270-BF122419.M Mon Dec 30 18:01:47 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118338.D

Aca On : 27 Dec 2019 15:21

Operator :© JU

Sample : K6439-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Xenon Concentration Rank 1

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

6.63 96.13 ng 3741380 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Xenon 132 Xe 007440-63-3 50
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 9

Abundance Scan 772 (6.628 min): BF118338.D (-767) (-) m/z 132.00 100.00%
32
5000
68
96 ISEBUASENE SRS LS S
40 54 75 104 6.20 6.40 6.60 6.80 7.00
OB 2 G2 87 Ll 15l Tm/z 134.00  34.31%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon
132
5000 R UL R I
6.20 6.40 6.60 6.80 7.00
66 H m/z 68.10 33.84%
o Ay 126)|
RS IR TN SR SULILLE I UL SIS B AL S SRR B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
A
69 SERBUMERE SURE E S
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 22 .23%
78
31 35 44
OH'WM“wwl“JL'w'“lw'“l“'w'“'w'“l“'w'“'l““l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 I}
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e e
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 14 .23%
5000 67
41 97
‘ 53 . 117
o aall | eyl P e | 103110 | 104
m/z--> 30 40 50 60 70 8|0 9'0 100 110 12'0 130 140 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118338.D

Aca On : 27 Dec 2019 15:21

Operator :© JU

Sample : K6439-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 6.82 ng 465417 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38
Abundance Scan 1672 (11.921 min): BF118338.D (-1667) (-) m/z 73.00 100.00%
73
43 60
5000 129
213
157171185 256 UL NS U
143 11.60 11.80 12.00 12.20
(o} m/z 43.10 76.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 A B A BN PR
11. 60 11. 80 12. 00 12 20
m/z 60.00 76.26%
| lITJJ 143157171185199213
Ob e
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11'60 11.80 12.00 12.20
5000 m/z 41.05 60.80%
29
0.}ﬁ.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 6073 11.60 11.80 12.00 12.20
m/z 55.05 60.70%
5000 29 »
“ T? 01115 ‘ 171185 214
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\BF122719\
Data File : BF118338.D

Aca On : 27 Dec 2019 15:21

Operator :© JU

Sample : K6439-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 13.75 ng 821808 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 2003 (13.868 min): BF118338.D (-2000) (-) m/z 83.10 100.00%
55
e "’_L
SNSRI B
139 13.60 13.80 14.00 14.20
167
O I 1 dd ) aR0 196220289 281 h/z 55.10  95.30%
m/z--> 50 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55
5000 L SR UL UL B
13.60 13.80 14.00 14.20
29 m/z 43.10 94 .52%
ol L 1 139 167 196 223 252 280
m/z--> 50 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
13.60 13:80 14.00 14.20
5000 111 m/z 57.05 92.08%
29
oLl J‘ | |13 167 106 238 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #190678: 2- Chloropropionic acid, octadecy! ester e B o S S S S
57 83 13.60 13.80 14.00 14.20
m/z 69.10 89.76%
B i ‘”_L_u
29
oL LAl -“‘. AP e 104 24 D 21 a0
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118338.D

Aca On : 27 Dec 2019 15:21

Operator :© JU

Sample : K6439-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .50 3.55 ng 212497 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 E-14-Hexadecenal 238 C16H300 330207-53-9 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2110 (14.498 min): BF118338.D (-2107) (-) m/z 57.10 100.00%
57
5000

14.20 14.40 14.60 14.80

Ol m/z 71.10 75.74%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57
5000 TT TTTT LR B TTTT

14.20 14.40 14.60 14.80
m/z 43.00 73.88%

113 141 169 197 225 53 282

0
m/z--> 50 100 150 200 250 300 350
Abundance #92510: E-14-Hexadecenal
43
a3 I ERREE RS
14.20 14.40 14.60 14.80
5000 m/z 85.05 56.85%
' 111
ob— J@ .JLi,J.J14O,}§8?§7310 e
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane R B A B
57 14.20 14.40 14.60 14.80
m/z 55.10 27.99%
5000 85
29 113 (141
0 ey ﬂ ‘169 197 225 253 281 309 337 365 394
Al - L e e e B L i B e e I RRREE SRR
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118338.D

Aca On : 27 Dec 2019 15:21

Operator :© JU

Sample : K6439-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Heneicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.81 3.35 ng 234325 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2163 (14.809 min): BF118338.D (-2158) (-) m/z 57.05 100.00%

57
85
5000
13 14 14.40 14.60 14.80 15.00 15.20
183 : : : : :
o,|l b f a0 Bl289261 205 | Tnzz 71.10  86.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 AR SRR DR DU B

14.40 14,60 14.80 15.00 15.20
m/z 43.05  66.46%

29
oL L. I J / J1§1I169 197 225 253 296
b bl e e L R
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
R B
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.05 64.67%
29 113
oL L) ||, 141 169 197 225 253 295 323 367
e e T T ) B o et R
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane B B m B
57 14.40 14.60 14.80 15.00 15.20
m/z 55.10 27 .68%
5000 85
13 149
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
RN 1 I A i S A Lt s e R LR LA s S R B
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118338.D

Aca On : 27 Dec 2019 15:21

Operator :© JU

Sample : K6439-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 2-methyloctacosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.16 4.09 ng 285949 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane 282 C20H42 000112-95-8 91

Abundance Scan 2223 (15.162 min): BF118338.D (-2217) (-) m/z 57.10 100.00%
57
85
5000
141 169qaq 211 067 14.80 15.00 15.20 15.40
oLyl 8o 239 m/z 71.10 81.45%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 LR SRR DR SR B
14.80 15.00 15.20 15.40
113 m/z 85.05 66 .38%
REABEN ﬂ (141,169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57
14.80 15.00 15.20 1540
5000 85 m/z 43.00 60.89%
ol 38 J L) 13041 160 197 2 67 204 323 352
m/z--> 50 100 1%0 200 250 300 350
Abundance #185533: Pentacosane B e e B BRI
57 14.80 15.00 15.20 15.40
m/z 55.00 30.01%
5000 85
113
L2 “‘J | 11 169189211 239 267 295 323 352
m/z--> 50 100 1%0 200 250 300 350 ' 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118338.D

Aca On : 27 Dec 2019 15:21

Operator :© JU

Sample : K6439-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.98 3.04 ng 212661 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2362 (15.980 min): BF118338.D (-2358) (-) m/z 57.10 100.00%
85
5000
113 DN SR SUNE
15.60 15.80 16.00 16.20
0 207231251 295 m/z 71.10 83.78%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 AU LR U B
15 60 15. 80 16. 00 16.20
m/z 43.10 64 .65%
29 113
oL |y ﬂ [ 141,169 197 225 253 295 323 367
m/z--> éo 100 1éo 260 2%0 360 3éo 460
Abundance #219831: Triacontane
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.10 63.37%
113 141
NEIREE J | 77,169 197 225 253 281 309 337 365 393 422
m/z--> éo 100 1éo 260 250 360 3éo 460
Abundance #215181: 2-methyloctacosane A B s B T
57 15.60 15.80 16.00 16.20
m/z 41.00 22 .55%
113
N ] ﬂ | 141 169 197 225 267 295 365 393
m/z--> éo 100 150 260 250 360 3éo 460 1560 1580 1600 1620 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118338.D

Aca On : 27 Dec 2019 15:21

Operator :© JU

Sample : K6439-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 10 1-Heptacosanol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.04 2.10 ng 146648 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 Triacontvl acetate 480 C32H6402 041755-58-2 90
4 Behenic alcohol 326 C22H460 000661-19-8 90
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 83
Abundance Scan 2372 (16.039 min): BF118338.D (-2368) (-) m/z 57.00 100.00%
57 83
111
5000
s 207 e g 1580 16/00 16,20 1640
O b e m/Z 83.10  94.94%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57 |9p
5000 LA UL BN B IR
125 15,80 16.00 16.20 16.40
m/z 97.10 88.39%
o 2111 |l 1153 181 209 236 264 292 320 350 378
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1
57 83
15,80 16.00 16.20 16.40
5000 111 m/z 69.05 87.73%
29 139
ol J yl | 167195222 250 280 308 336
m/z--> 0 55 100 1éo 200 250 300 350 400 450
Abundance #232691: Triacontyl acetate b RREmE EE e
43 15.80 16.00 16.20 16.40
97 m/z 43.10 79.03%
69
5000
125
RECTR RN T Ll (193181209 250 278 306 334 362 392 420 462
m/z--> 0 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122719\
Data File : BF118338.D

Aca On : 27 Dec 2019 15:21

Operator :© JU

Sample : K6439-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.50 2.66 ng 185984 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 2-methvltetracosane 352 C25H52 1000376-72-6 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2450 (16.498 min): BF118338.D (-2444) (-) m/z 57.10 100.00%

85

5000

%

16.20 16.40 16.60 16.80
m/z 71.00 79.03%

62183 211 239 267

04
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane

5

5000 85 L L B L L
16 20 16. 40 16 60 16. 80
29 m/z 43.05 65.84%
oL d 4t (169 197 225 253 281 309 337 365 394
il e e e S A e
m/z--> 50 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
R B
16.20 16.40 16.60 16.80
5000 85 m/z 85.10 58.23%
113
o 29 | J J H (141 169 197 225 267 295 365 393
g ....,....,....,....,....,....,
m/z--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane B B AR R
57 16.20 16.40 16.60 16.80
m/z 99.05 22.96%
5000 8
29
oL ‘\[|H 141 169 197 225 253 309 337
i T R AR M
m/z--> 50 150 200 250 300 350 16 20 16. 40 16 60 16. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF122719\
Data File : BF118338.D

Acq On : 27 Dec 2019 15:21

Operator : JU

Sample - K6439-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_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... 5.06 17.0 ng 662549 1 6.85 778386 20.0
Xenon 6.63 96.1 ng 3741380 1 6.85 778386 20.0
n-Hexadecanoic acid 11.92 6.8 ng 465417 4 11.39 1364340 20.0
5-Eicosene, (E)- 13.87 13.8 ng 821808 5 14.04 1195630 20.0
Eicosane 14.50 3.5 ng 212497 5 14.04 1195630 20.0
Heneicosane 14.81 3.4 ng 234325 6 15.54 1396880 20.0
2-methyloctacosane 15.16 4.1 ng 285949 6 15.54 1396880 20.0
Hexacosane 15.98 3.0 ng 212661 6 15.54 1396880 20.0
1-Heptacosanol 16.04 2.1 ng 146648 6 15.54 1396880 20.0
Octacosane 16.50 2.7 ng 185984 6 15.54 1396880 20.0
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