LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF112219\

Data File : BF117940.D

Aca On - 23 Nov 2019 1:24 Instrument :

Operator : JU E?Afs el
- _ lentosampleld :

3?22'6 : K5840-11 PHIPPS-BH-SE-02

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF111319.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.216 15 22 28 rvB 596342 817421 16.69% 1.979%
2 5.122 506 516 524 rBV 544610 703856 14.37% 1.704%
3 5.522 578 584 587 rBVY 3220476 3124016 63.79% 7.562%
4 6.528 749 755 759 rBVY 3232313 3463544 70.73% 8.384%
5 6.669 775 779 783 rBVY 3574713 3551384 72.52% 8.597%
6 6.904 815 819 822 rBVY 1189495 1013888 20.70% 2.454%
7 7.057 841 845 849 rBVY 3020601 2762742 56.42% 6.688%
8 7.463 909 914 917 rBVY 2238052 2171741 44.35% 5.257%
9 8.187 1033 1037 1041 rBV 1425413 1343601 27.44% 3.252%
10 9.269 1216 1221 1224 rBV 4749343 4330111 88.42% 10.482%

11 9.663 1283 1288 1291 rBV 371403 330694 6.75% 0.801%
12 9.951 1332 1337 1341 rBV 1967882 1678472 34.27% 4.063%
13 10.745 1466 1472 1475 rBV 3327968 3113479 63.58% 7.537%
14 11.445 1587 1591 1594 rBV 2084026 1811323 36.99% 4 _.385%
15 11.510 1598 1602 1605 rVB2 62836 56080 1.15% 0.136%

16 11.969 1676 1680 1695 rBV 956771 940072 19.20% 2.276%
17 12.675 1795 1800 1810 rBV2 68082 109276 2.23% 0.265%
18 12.757 1810 1814 1828 rVV 344020 404946 8.27% 0.980%
19 13.039 1857 1862 1865 rBV 4875407 4897129 100.00% 11.855%
20 13.927 2009 2013 2034 rBV 555684 795933 16.25% 1.927%

21 14.092 2037 2041 2044 rVB 1809479 1523169 31.10% 3.687%

22 14.251 2065 2068 2079 rBV 58815 64669 1.32% 0.157%
23 14.557 2116 2120 2132 rBV2 96156 140203 2.86% 0.339%
24 14.874 2171 2174 2180 rVB 99457 98298 2.01% 0.238%

25 14.951 2183 2187 2193 rVB 364241 374739 7.65% 0.907%

26 15.227 2229 2234 2238 rBV 96123 110588 2.26% 0.268%
27 15.598 2290 2297 2300 rBV 958512 1265226 25.84% 3.063%
28 15.621 2300 2301 2309 rVB 76974 83481 1.70% 0.202%
29 16.080 2374 2379 2385 rBV2 53028 81830 1.67% 0.198%
30 16.145 2385 2390 2406 rBVS 39550 148262 3.03% 0.359%

Sum of corrected areas: 41310173
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112219\

Data File : BF117940.D

Aca On - 23 Nov 2019 1:24

Operator : JU

ﬁ?ggle i K5840-11 PHIPPS-BH-SE-02
ALS Vial : 17 Sample Multiplier: 1

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

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

Abundance TIC: BF117940.D

4000000
6.67

5.52 6.53
3000000 7,06

7.46
2000000

6.90
1000000

2.22 5.12

.
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: BF117940.D

4000000
10.75
3000000

11.45
2000000 9.95

1000000 11.97

9.66 12.76
L 151 12.

L
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: BF117940.D

4000000
3000000

2000000 14.09

1000000 15.60

13.93
14.95
’\ 14.25 14.56 14.9? 1523  1R.62 18.684
N A N

AN
LENNL B S I B B L B EE B B I B B B L e L L L L L L L

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\HPCHEMI1\BNA F\DATA\BF112219\

Data File : BF117940.D

Aca On - 23 Nov 2019 1:24

Operator : JU

ﬁ?ggle i K5840-11 PHIPPS-BH-SE-02
ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

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

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

2.22 16.12 ng 817421 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 56
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 23 (2.222 min): BF117940.D (-15) (-) m/z 73.00 100.00%
7B
5000
43 e g7
37 | 7 2.20 2.30 2.40 2.50 2.60
o} A Y M N OO - A W PN N— m/z  43.00 34.33%
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 87.10 27 .03%
O |"J”|§?"|J!J'??'“ "?%'§?|L’ "|"'L|"' }P}"'I
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 55.00 23.49%
29
1? M\ ‘ l ‘ 1 “\ 67\H\ . 97
G R U S S SULI IS SURI I IR I UL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-
78 2.20 2.30 2.40 2.50 2.60
m/z 71.10 11.02%
5000
45
29
0 3O ™ er | 101 M
m/z--> 10 20 30 40 5 6 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112219\

Data File : BF117940.D

Aca On - 23 Nov 2019 1:24

Operator : JU

ﬁ?ggle i K5840-11 PHIPPS-BH-SE-02
ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.12 13.88 ng 703856 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 516 (5.122 min): BF117940.D (-506) (-) m/z 42.95 100.00%
43
59
5000
101 SSMSNNEBY ) N
480 500 520 5.40
83
o...,....,....,....I,'::..?.l.~el,...‘??....,.~...,...:,....,....,....,....,...., m/z 59.00 59.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 AR SR R LR
4.80 500 520 5.40
59 m/z 101.00 23.27%
101
0"'P"W'”'I”'W"”?}“II“q?P"Wé?”?}“:I”"P"W"“I'”'I”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 16.02%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime B B
43 480 500 520 5.40
m/z 41.00 9.43%
5000
101
15 58
28 I 69 84 ‘
S ) R R SN RN ARAR RRARA RAREA RARAN AARAN AALA RALRS SRS RARRY SRS S U LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40

8270-BF111319.M Mon Nov 25 17:34:15 2019
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Library Search Compound Report

8270-BF111319.M Mon Nov 25 17:34:15 2019

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112219\

Data File : BF117940.D

Aca On - 23 Nov 2019 1:24

Operator : JU

ﬁ?ggle i K5840-11 PHIPPS-BH-SE-02
ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 3 unknown6.67 Concentration Rank 1

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

6.67 70.05 ng 3551380 1,4-Dichlorobenzene-d4 6.90
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 779 (6.669 min): BF117940.D (-775) (-) m/z 131.95 100.00%
5000 68
40 | 75 6 640 6.60 6.80 7.00
54 104 : : : :
0 .,....,...:ll!.‘.‘?,:!..?:1:~.'.|,....,..5.‘?,....,.'!..,.1.1?.,....,-'...,.. m/z 67.95 39.33%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 IREBE AR R UL S
6.40 6.60 6.80 7.00
78 m/z 134.00 33.23%
31 54 51
0'I”'WL”WP!“I”"P'JI”'W'”'P"W'”'P'”I'“'Ih”l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 26.55%
41 97
‘ 53 117
9 go
o -.----.-3-4--‘.-‘---a‘--‘--‘iﬁ'ﬂ-‘w‘.--‘-‘-‘.‘----.--‘--.-19'-5-.---‘-.1-2-‘-‘- 1
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A AR R
132 6.40 6.60 6.80 7.00
m/z 69.10 16.83%
117
5000
39 91
51 65
A O - TSN Yo W (N PR O | A
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112219\

Data File : BF117940.D

Aca On - 23 Nov 2019 1:24

Operator : JU

ﬁ?ggle i K5840-11 PHIPPS-BH-SE-02
ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.97 10.38 ng 940072 Phenanthrene-d10 11.45
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 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1680 (11.969 min): BF117940.D (-1676) (-) m/z 72.95 100.00%
43 60 B
5000 129
97 213 rrrrrrryrrTrr T T T TTTT
U5 1 43157171185 o 227 41 250 1160 11.80 12.00 12.20
(o} m/z 59.95 83.18%
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 UL BRI B B B
nmnmnmnm
m/z 43.00 82.89%
| 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 69.22%
29
0.}ﬁ.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R R R REE R
60 73 11.60 11.80 12.00 12.20
43 m/z 57.00 63.98%
5000 129
7 185 228
0 | [ | |
mz> 20 - - 50 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\HPCHEMI1\BNA F\DATA\BF112219\

Data File : BF117940.D

Aca On - 23 Nov 2019 1:24

Operator : JU

ﬁ?ggle i K5840-11 PHIPPS-BH-SE-02
ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 6 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.76 4_47 ng 404946 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 20
Abundance Scan 1815 (12.763 min): BF117940.D (-1810) (-) m/z 72.95 100.00%
43 7B
57
5000 129 )-A\Mu
284 e A R
199213227 12.40 12.60 12.80 13.00
o} m/z 43.00 94 _46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

48 57 78

r

129 T T
12.40 12.60 12.80 13.00

m/z 57.05 80.09%

5000

143457171
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43 57 73
_l—l_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_r
12.40 12.60 12.80 13.00
5000 - m/z 60.00 79.76%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid B AEREERE e s S
7. 12.40 12.60 12.80 13.00
43 m/z 41.00 73.95%

5000 129

185 228
143157171 ‘ 199713 ‘

\\ ﬁ ﬂulfﬁS

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\HPCHEMI1\BNA F\DATA\BF112219\

Data File : BF117940.D

Aca On - 23 Nov 2019 1:24

Operator : JU

ﬁ?ggle i K5840-11 PHIPPS-BH-SE-02
ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 7 E-15-Heptadecenal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.93 10.45 ng 795933 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-15-Heptadecenal 252 C17H320 1000130-97-9 99
2 1-Octadecene 252 C18H36 000112-88-9 97
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 n-Nonadecanol-1 284 C19H400 001454-84-8 95
Abundance Scan 2013 (13.927 min): BF117940.D (-2009) (-) m/z 57.00 100.00%

7

5000

13.60 13.80 14.00 14.20
m/z 55.05 94.13%

o 168 196 224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #104157: E-15-Heptadecenal
43
83
5000 --------------H‘ﬁ
13.60 13.80 14.00 14.20
m/z 83.05 93.14%
o 139 168 196 224 252
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104184: 1-Octadecene
57
< SSURUIS A NS -
13.60 13.80 14.00 14.20
5000 m/z 43.05 92.56%
111

| b §3e . 108 196 224 252

m/z--> 20 40 60 80 00 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
7 83 13.60 13.80 14.00 14.20
m/z 97.10 87.70%
5000 4 11
139
o 19 \ Il n 167 195 222 250 280 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13. 80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112219\

Data File : BF117940.D

Aca On - 23 Nov 2019 1:24

Operator : JU

ﬁ?ggle i K5840-11 PHIPPS-BH-SE-02
ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 8 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.95 5.92 ng 374739 Perylene-di12 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 Farnesol isomer a 222 C15H260 1000108-92-4 64
5 1,5-Heptadiene, 3,4-dimethyl- 124 C9H16 1000061-77-9 50
Abundance Scan 2187 (14.951 min): BF117940.D (-2183) (-) m/z 69.05 100.00%
60
5000
41 95 Trrrerryrrrrryrrrry T T
137 14.60 14.80 15.00 15.20
ol by L G174 (163189 231 278 s sz g81.00 | 49.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
60
s000{ 4! L PR UL SR S

14.60 14.80 15.00 15.20
m/z 41.00 23.67%

95
137
oL g L 07 4 161 101217 273200 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
T T R T
14.60 14.80 15.00 15.20
5000 m/z 95.10 13.57%
41
95 137
0 s hod 37 163 191 217 245 273 299 341 367 410
I BRI e e e T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69 14.60 14.80 15.00 15.20
m/z 68.10 11.69%
5000
41
95 137
oL L, J I e
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112219\

Data File : BF117940.D

Aca On - 23 Nov 2019 1:24

Operator : JU

ﬁ?ggle i K5840-11 PHIPPS-BH-SE-02
ALS Vial : 17 Sample Multiplier: 1

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

Quant Method
Quant Title

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

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

Peak Number 9 1-Heptacosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.14 2.34 ng 148262 Perylene-d12 15.60
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 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Heneicosanol 312 C21H440 015594-90-8 87
5 n-Nonadecanol-1 284 C19H400 001454-84-8 87
Abundance Scan 2389 (16.139 min): BF117940.D (-2385) (-) m/z 57.00 100.00%
97
5000
125 AU SRR AR
il 208 ZTZ 15.80 16.00 16.20 16.40
o e ot S o B m/z 43.00 86 .08%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
g7 7
5000 L UL IR A IR
125 15,80 16.00 16.20 16.40
m/z 69.05 77 .26%
o 29 L1?3,181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
o7 83
15:80 16.00 16.20 16.40
5000 11 m/z 55.00 74.44%
29 139
ol L ” | ‘L ppr0l 195 222 280 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol R A REER R
55 88 15.80 16.00 16.20 16.40
m/z 97.10 73 .65%
5000 H
e
ol b LML iy 167 196 224 252 280 308
m/z--> 50 100 15 200 250 300 350 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF112219\

Data File : BF117940.D

Acq On = 23 Nov 2019 1:24

Operator : JU

3?22'6 i K5840-11 PHIPPS-BH-SE-02
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.22 16.1 ng 817421 1 6.90 1013890 20.0
2-Pentanone, 4-hy... 5.12 13.9 ng 703856 1 6.90 1013890 20.0
unknown6 .67 6.67 70.0 ng 3551380 1 6.90 1013890 20.0
n-Hexadecanoic acid 11.97 10.4 ng 940072 4 11.45 1811320 20.0
Octadecanoic acid 12.76 4.5 ng 404946 4 11.45 1811320 20.0
E-15-Heptadecenal 13.93 10.4 ng 795933 5 14.09 1523170 20.0
Squalene 14.95 5.9 ng 374739 6 15.60 1265230 20.0
1-Heptacosanol 16.14 2.3 ng 148262 6 15.60 1265230 20.0
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