LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115770.D

Aca On = 25 Jul 2019 20:54

Operator : HP/JU

Sample = K3990-09

Misc :

ALS Vial : 13 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-BF071219.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.151 6 11 23 rvVB 520775 698999 21.70% 2.363%
2 5.492 575 579 592 rBVY 2161163 2105592 65.38% 7.117%
3 6.498 745 750 770 rBVY 2310278 2281619 70.85% 7.712%
4 6.639 770 774 777 rBV 2680348 2301107 71.45% 7.778%
5 6.869 809 813 817 rBV 921804 758748 23.56% 2.564%
6 7.028 836 840 843 rBVY 2124368 1818170 56.46% 6.145%
7 7.428 903 908 922 rBVY 1546779 1464431 45.47% 4 _.950%
8 8.151 1027 1031 1053 rBV 988055 980916 30.46% 3.315%
9 9.222 1209 1213 1229 rBv 2728135 2732873 84.86% 9.237%
10 9.339 1230 1233 1244 rVB 32910 42435 1.32% 0.143%

11 9.616 1276 1280 1295 rBV 561462 528611 16.41% 1.787%
12 9.904 1325 1329 1348 rBV 1363961 1217791 37.81% 4.116%
13 10.692 1459 1463 1478 rBV 1875245 1883079 58.47% 6.365%
14 11.386 1578 1581 1589 rBV 1251322 1319109 40.96% 4.458%
15 11.651 1619 1626 1646 rBv4 82674 368834 11.45% 1.247%

16 11.915 1667 1671 1684 rBvV2 382721 411415 12.77% 1.391%
17 12.604 1785 1788 1791 rBV 28046 33564 1.04% 0.113%
18 12.698 1800 1804 1816 rBV 126844 181077 5.62% 0.612%
19 12.974 1846 1851 1854 rBV 3442825 3220527 100.00% 10.885%
20 13.545 1942 1948 1951 rBV2 42573 44612 1.39% 0.151%

21 13.868 1999 2003 2005 rBV 74079 71590 2.22% 0.242%
22 13.915 2005 2011 2026 rVV5 100211 394880 12.26% 1.335%
23 14.027 2026 2030 2041 rVB 1242197 1238228 38.45% 4.185%
24 14.186 2053 2057 2061 rBV 175859 148266 4.60% 0.501%
25 14.492 2105 2109 2114 rBV 293963 263218 8.17% 0.890%

26 14.798 2157 2161 2170 rVB 411132 396178 12.30% 1.339%
27 15.133 2214 2218 2229 rBV 414839 472448 14.67% 1.597%
28 15.498 2274 2280 2292 rBV2 722639 1506091 46.77% 5.090%
29 15.951 2351 2357 2363 rBV 254922 384151 11.93% 1.298%
30 16.456 2437 2443 2451 rBV2 125779 221152 6.87% 0.747%

31 17.045 2537 2543 2551 rBV3 44087 96948 3.01% 0.328%

Sum of corrected areas: 29586659
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115770.D

Aca On = 25 Jul 2019 20:54

Operator : HP/JU

Sample = K3990-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = 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\BF072519\
Data File : BF115770.D

Aca On = 25 Jul 2019 20:54

Operator : HP/JU

Sample = K3990-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.15 18.43 ng 698999 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 56
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 11 (2.151 min): BF115770.D (-6) (-) m/z 73.00 100.00%
7B
5000
43 - g7
37 | 7 2.20 2.30 2.40 2.50 2.60
o I N VS - A R m/z 43.00 34._04%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000
43 55 2.20 2.30 2.40 2.50 2.60
87 m/z 87.00 25.75%
. N2 il | e eyl 101
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 55.00 23.08%
s M\ H‘ o«
"P"'I”" RN HEUNSUR SR
m/z--> 10 20 40 50 80 90 100
Abundance #2051: 1,3- Dloxolane, 2- methyl—
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 10.86%
5000 43 //\
58
I A o R R A I I RS RARE S nARS HRNE AR U U UL U
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115770.D

Aca On = 25 Jul 2019 20:54

Operator : HP/JU

Sample = K3990-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.64 Concentration Rank 1

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

6.64 60.66 ng 2301110 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 774 (6.639 min): BF115770.D (-770) (-) m/z 132.00 100.00%
5000 68
40 o J 640 6.60 6.80 7.00
54 : : : :
o |7 er | sus o w/z 68.00  40.48%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 URRBE RS S LR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.22%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 27.29%
41 97
53
T
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I EEREERaEEs e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 16.24%
5000 og M°
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115770.D

Aca On = 25 Jul 2019 20:54

Operator : HP/JU

Sample = K3990-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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-Heptadecanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

11.65 5.59 ng 368834 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 94
2 1-Hexadecanol 242 C16H340 036653-82-4 91
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 90
4 9-Octadecene. (E)- 252 C18H36 007206-25-9 90

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 87

Abundance Scan 1626 (11.651 min): BF115770.D (-1619) (-) m/z 83.00 100.00%

L

11.40 11.60 11.80 12.00

5000

(o m/z 55.00 99.42%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #107662: n-Heptadecanol-1
55 83
4-L L/\
5000
11.40 11.60 11.80 12.00

125 m/z 43.00 91.26%

ol 2l 139 154168182 196210 238

ERSREARE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #95985: 1-Hexadecanol
43 57
83

11.40 11.60 11.80 12.00

5000 o | % m/z 69.00 89.97%
29 111
ol L ‘ ‘ H ‘\ 1401541618219 224
T e ' . R R e LEAREREERERREY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 L
Abundance #104186: 5-Octadecene, (E)-
55 11.40 11.60 11.80 12.00
m/z 57.00 82.57%
4 69 g3
5000 97
2 i Lﬁ_/\s
0 ‘T “ “ - h “‘ “ 12‘5 139 154 168181 195 224 252 %—H—v\—h‘—vj—v—rh—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115770.D

Aca On = 25 Jul 2019 20:54

Operator : HP/JU

Sample = K3990-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.92 6.24 ng 411415 Phenanthrene-d10 11.39
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 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1672 (11.921 min): BF115770.D (-1667) (-) m/z 73.00 100.00%
i 60T
5000 129
213 SN LSS —
Mfmmm%% 256 nmnmnmnm
(o} m/z 60.00 79.47%
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 L BN BRI UL B
nmnmnmnm
m/z 42.95 75.28%
| 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 41.00 60.05%
29
0.}ﬁ.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73 11.60 11.80 12.00 12.20
43 m/z 57.00 59.36%
5000 129
- 185 228
01115 | 143,171
0:: : ”III‘ H“ \ml} H‘ - |‘||:|I-|57|||| |‘||1|99||25L|3||‘|||||||||
m/z--> 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115770.D

Aca On = 25 Jul 2019 20:54

Operator : HP/JU

Sample = K3990-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.70 2.75 ng 181077 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 89
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
Abundance Scan 1804 (12.698 min): BF115770.D (-1800) (-) m/z 72.95 100.00%
43 7B
57
5000 129
185 241
143757171 | 199513227 12.40 12.60 12.80 13.00
0! m/z 43.00 97 .42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
a3 57 73
5000 129 e e EEmE
12. 40 12. 60 12. 80 13. oo
m/z 60.00 80.62%
14315171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid
73 t
129 12.40 12.60 12.80 13.00
5000 m/z 57.00 78.14%
43 5
87
‘ 101" | 143 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid R B B
73 12.40 12.60 12.80 13.00
43 m/z 41.00 67.90%
5
5000 129
185 228
01115 | 143,c5171
OI ...... T H‘ “.‘..l‘..:.l-.57.....‘..]:99..2?-.3.l‘......|....|... R
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115770.D

Aca On = 25 Jul 2019 20:54

Operator : HP/JU

Sample = K3990-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.92 6.38 ng 394880 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 76
4 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 72
5 Hexadecen-1-ol, trans-9- 240 C16H320 064437-47-4 72

Abundance Scan 2012 (13.921 min): BF115770.D (-2005) (-) m/z 83.00 100.00%

55 83

5000

:

13.60 13.80 14.00 14.20
m/z 55.00 98.12%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1

[6)]
OT
[e'e]
W

5000 LA L L L L L L L L
13.60 13.80 14.00 14.20
29 m/z 97.05 90.24%
" 12 20 2% 265
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83
R B AL e oS e
13.60 13.80 14.00 14.20
5000 m/z 69.00 89.73%
0 139 167182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol B e B R B
56 83 13.60 13.80 14.00 14.20
m/z 43.00 81.76%
5000
29 139 6
ol 167182 210 238 264280 308
R RARRNREASY O AREN S R pa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115770.D

Aca On = 25 Jul 2019 20:54

Operator : HP/JU

Sample = K3990-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Hexacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.19 2.39 ng 148266 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2058 (14.192 min): BF115770.D (-2053) (-) m/z 57.00 100.00%
57
85
5000 }
141 169 13.80 14.00 14.20 14.40 14.60
o...-],JHII“H, e 40 m/z 71.05 76.81%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 AFMVWVWMN
13.80 14.00 14.20 14.40 14.60
m/z 43.00 61.46%
29 | 13 g4
ol LA LA |77 1 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
o 13.80 14.00 14,20 14.40 14.60
5000 m/z 85.00 59.88%
29 113
oL L LT M 169 107 225 253 296
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #105885: Octadecane
57 13.80 14.00 14.20 14.40 14.60
m/z 55.00 26.43%
5000 85
i ML
RN RS |18 141 169 107 205 254
m/z--> % @ @ ﬁ @ 300 ﬁ nmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115770.D

Aca On = 25 Jul 2019 20:54

Operator : HP/JU

Sample = K3990-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.95 5.10 ng 384151 Perylene-d12 15.49
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 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2357 (15.951 min): BF115770.D (-2351) (-) m/z 57.00 100.00%
g7
85
5000
| || “113 141 169 197 o5 267 15.60 15.80 16.00 16.20
L I R B A e m/z 71.05 79.88%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
g7
5000 85
15.60 15.80 16.00 16.20
- m/z 43.00 59.84%
oL | | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
g7
15.60 15.80 16.00 16.20
5000 85 m/z 84.95 56.54%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57 15.60 15.80 16.00 16.20
m/z 55.00 21.86%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072519\
Data File : BF115770.D

Aca On = 25 Jul 2019 20:54

Operator : HP/JU

Sample = K3990-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.46 2.94 ng 221152 Perylene-d12 15.49
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 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Hexadecane. l1l-i1odo- 352 C16H33l1 000544-77-4 91
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2444 (16.462 min): BF115770.D (-2437) (-) m/z 57.00 100.00%
g7
85
5000
113 HURR SRS BN SUNURN B
141 169 16.20 16.40 16.60 16.80
o|,J .-.“,'!1.4..','.-..~.',2.1~1...,..2?1. S m/z 71.05 77.58%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L SR B BUMRLN LR
mmmmmmmm
m/z 43.00 58.24%
29 113
oL Lt VM 100 197 225 253 296
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #209565: Octacosane
57
16,20 16.40 16.60 16.80
5000 85 m/z 85.00 57 .62%
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 2éo 360 3éo '
Abundance #215181: 2-methyloctacosane R R o A
57 16.20 16.40 16.60 16.80
m/z 55.00 21.40%
- ] L\/\/\’W
113
o 2. “.‘J\ |77 141 169 197 225 267 295 365 393
m/z--> % 1& 1% 2& 2% 3& 3% ' mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072519\
Data File : BF115770.D

Acq On = 25 Jul 2019 20:54

Operator : HP/JU

Sample - K3990-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.15 18.4 ng 698999 1 6.87 758748 20.0
unknown6 .64 6.64 60.7 ng 2301110 1 6.87 758748 20.0
n-Heptadecanol-1 11.65 5.6 ng 368834 4 11.39 1319110 20.0
n-Hexadecanoic acid 11.92 6.2 ng 411415 4 11.39 1319110 20.0
Octadecanoic acid 12.70 2.8 ng 181077 4 11.39 1319110 20.0
n-Nonadecanol-1 13.92 6.4 ng 394880 5 14.03 1238230 20.0
Hexacosane 14.19 2.4 ng 148266 5 14.03 1238230 20.0
Octacosane 15.95 5.1 ng 384151 6 15.49 1506090 20.0
Heneicosane 16.46 2.9 ng 221152 6 15.49 1506090 20.0
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