LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119973.D

Aca On : 15 Apr 2020 00:52

Operator : MA/SJ

Sample : L2195-05

Misc :

ALS Vial : 57 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-BF040820 .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 4.928 479 483 496 rVB 338328 441512 8.24% 0.967%
2 5.340 548 553 557 rBY 4181370 4471164 83.45% 9.789%
3 6.369 722 728 731 rBV 4114612 4428652 82.66% 9.696%
4 6.563 758 761 776 rBV 119585 154679 2.89% 0.339%
5 6.734 786 790 793 rBVY 1600528 1324028 24.71% 2.899%
6 6.892 812 817 820 rBVY 3935881 3552305 66.30% 7.777%
7 7.298 880 886 889 rBY 2937034 2960796 55.26% 6.482%
8 7.392 897 902 911 rVB2 56541 75401 1.41% 0.165%
9 8.016 1004 1008 1012 rBV 1883699 1751799 32.70% 3.835%
10 9.098 1186 1192 1195 rBvY 5756062 5229877 97.61% 11.450%

11 9.492 1251 1259 1262 rBV 751765 593750 11.08% 1.300%
12 9.775 1301 1307 1310 rBV 2354152 2032430 37.93% 4._.450%
13 10.563 1436 1441 1444 rBV 3419570 3284504 61.30% 7.191%
14 11.257 1555 1559 1562 rBV 2188015 2120501 39.58% 4.642%
15 11.280 1562 1563 1567 rVB 194597 121660 2.27% 0.266%

16 11.798 1647 1651 1661 rBV2 589573 613568 11.45% 1.343%
17 12.469 1761 1765 1768 rBV 309328 260447 4._86% 0.570%
18 12.504 1768 1771 1773 rVV 173604 186960 3.49% 0.409%
19 12.522 1773 1774 1781 rVvV 137488 120447 2.25% 0.264%
20 12.580 1781 1784 1797 rVVv2 310335 369103 6.89% 0.808%

21 12.680 1797 1801 1802 rVVv2 97372 107047 2.00% 0.234%
22 12.698 1802 1804 1807 rVB 244154 191767 3.58% 0.420%
23 12.851 1825 1830 1833 rBV 5343811 5357809 100.00% 11.730%
24 13.239 1892 1896 1903 rVB4 58659 62487 1.17% 0.137%
25 13.333 1908 1912 1916 rVB 315214 275553 5.14% 0.603%

26 13.839 1988 1998 2003 rBV7 107514 415426 7.75% 0.910%
27 13.898 2003 2008 2011 rVV 1974327 1953903 36.47% 4.278%
28 13.921 2011 2012 2019 rVB 116281 84121 1.57% 0.184%
29 14.074 2034 2038 2043 rBV2 71963 70850 1.32% 0.155%
30 14.380 2086 2090 2093 rBV 118880 108803 2.03% 0.238%

31 14.674 2137 2140 2144 rVB 101259 100794 1.88% 0.221%

32 14.915 2177 2181 2183 rBV 73965 99216 1.85% 0.217%
33 14.998 2191 2195 2203 rVB 230233 264188 4._.93% 0.578%
34 15.204 2226 2230 2236 rVV 41295 56572 1.06% 0.124%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119973.D

Aca On : 15 Apr 2020 00:52

Operator : MA/SJ

Sample : L2195-05

Misc :

ALS Vial : 57 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\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.257 2236 2239 2245 rVB 52540 68606 1.28% 0.150%

36 15.321 2245 2250 2254 rBV 1097667 1303153 24.32% 2.853%
37 15.363 2254 2257 2263 rVB2 108087 146477 2.73% 0.321%
38 15.774 2322 2327 2337 rVB 424567 621580 11.60% 1.361%

39 16.257 2404 2409 2413 rBV2 49871 83485 1.56% 0.183%

40 16.821 2499 2505 2511 rBV3 40064 71266 1.33% 0.156%

41 17.480 2612 2617 2626 rVB9 30820 67373 1.26% 0.148%

42 17.821 2669 2675 2681 rBV5 32045 72016 1.34% 0.158%
Sum of corrected areas: 45676075
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119973.D

Aca On : 15 Apr 2020 00:52

Operator : MA/SJ

Sample : L2195-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF119973.D

5000000

5.34 6.37

4000000 6.89

3000000 7.30
2000000

6.73

1000000

4.93

6.56 7.39
L e L e e USRS & SR W LI LRSI L L,
I I I I I I I I I I I

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: BF119973.D
9{10 12.85

5000000

4000000
10.56

3000000

.17 11.26

2000000 8.02

1000000 9.49 1180

.28 48 135%

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: BF119973.D

5000000

4000000

3000000

2000000 13.90

15.32
1000000

0
1 07 1438 1467 149013536 \ 16.26 16.82 17.48  17.82

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\BF041320\
Data File : BF119973.D

Aca On : 15 Apr 2020 00:52

Operator : MA/SJ

Sample : L2195-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.93 6.67 ng 441512 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 483 (4.928 min): BF119973.D (-479) (-) m/z 43.00 100.00%
43
59
5000
37 53 83 1c|)1 4.60 4.80 5.00 5.20
ot e e e m/z 59.00 61.64%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 5.00 520
m/z 58.00 16.92%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 5.00 520
5000 m/z 101.00 15.98%
41
53 73 86
e S I S SULIULS SURILIL IS IULILS SULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- EAm T e
50 4.60 4.80 5.00 5.20
m/z 40.95 8.73%
5000
a1 101
0 15 \\3\1 \‘H 53\\\“ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119973.D

Aca On : 15 Apr 2020 00:52

Operator : MA/SJ

Sample : L2195-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 9

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

6.56 2.34 ng 154679 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 64
2 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 45
3 Butanoic acid. 4-methoxv- 118 C5H1003 029006-02-8 40
4 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 38
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 25

Abundance Scan 760 (6.557 min): BF119973.D (-758) (-) m/z 45.00 100.00%
45
5000
59
72 620 640 6.60 6.80
ol e e 4 27 Tm/z 59.00  32.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 59 6.20 6.40 6.60 6.80
72 m/z 43.00 14.03%
0 19 M‘ L | 89 104316 135
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
45
6.20 6.40 6.60 6.80
5000 59 m/z 72.00 12.87%
29
90
5 102
G S S I SR L L S L SN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8692: Butanoic acid, 4-methoxy-
45 6.20 6.40 6.60 6.80
m/z 60.00 10.51%
5000 59
85
Unas |""lh*"mw' r}'l" '}?q"' DA DAL UL S S
m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119973.D

Aca On : 15 Apr 2020 00:52

Operator : MA/SJ

Sample : L2195-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.80 5.79 ng 613568 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 55
Abundance Scan 1651 (11.798 min): BF119973.D (-1647) (-) m/z 60.00 100.00%
43 73
5000
129
97 213 LI B e e
TS 1 143157171185 00 | 097 256 11.40 11.60 11.80 12.00 12.20
0! m/z 73.00 98.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 DAL B SUNL SRR
11.40 11.60 11.80 12.00 12.20
21 m/z 43.00 95.68%
m/z--> "éb“ 'ﬁb"'éb' 80 100 120 140 160 180 200 220 240 260
Abundance
43 6073
11.40 11.60 11.80 12.00 12.20
5000 129 m/z 57.05 90.66%
29 87 115 171
185 214
JLs 101 143157 108
m/z--> 25 45 eb 85 160 150 150 160 1éo 200 220 250 2éo
Abundance #95851: Pentadecanoic acid
3 60 73 11.40 11.60 11.80 12.00 12.20
m/z 55.00 73.01%
5000 129
29
199
‘ ‘ ‘ 143 157171 185 242
OI?-|5|I‘III|I‘IHMI —rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119973.D

Aca On : 15 Apr 2020 00:52

Operator : MA/SJ

Sample : L2195-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 7
R.T. EstConc Area Relative to ISTD R.T.
12.58 3.78 ng 369103 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 53
5 Octanoic acid 144 C8H1602 000124-07-2 47
Abundance Scan 1784 (12.580 min): BF119973.D (-1781) (-) m/z 43.05 100.00%
4B 60
5000
85 129
9 115 | 1ugieoirt 100,50, . 24 || 1220 1240 1260 1280 |
0 m/z 60.00 89.70%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 57
129
5000] 28 284 A SR DU UL R
12.20 12.40 12.60 12.80
m/z 57.05 83.54%
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
12.20 12)40 12!60 12)80 '
5000 129 m/z 73.00 81.10%
8 g7 115 213 256
157171185 1 5!
o 143 199 | 227941
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
78 12.20 12.40 12.60 12.80
43 m/z 55.00 73.22%
5
5000 129
- 185 228 K\AMAVJLNﬂnwu
01115 | 143 171
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119973.D

Aca On : 15 Apr 2020 00:52

Operator : MA/SJ

Sample : L2195-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 unknownl13.33 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.33 2.82 ng 275553 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexene-3.5-dione 112 C6H802 052204-69-0 30
2 Acetic acid. decvl ester 200 C12H2402 000112-17-4 30
3 Decane. 1-fluoro- 160 C10H21F 000334-56-5 27
4 5-Bromovaleric acid. decvl ester 320 C15H29Bro2 175083-30-4 27
5 Dodecanoic acid, 8-chlorooctyl e... 346 C20H39CI02 1000360-54-8 27
Abundance Scan 1911 (13.327 min): BF119973.D (-1908) (-) m/z 43.00 100.00%

43 57

5000

:

13.00 13.20 13.40 13.60
m/z 57.00 88.35%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6366: 1-Hexene-3,5-dione

B
w
61}
a1
I
% '

5000 o7 97 R e T T T

69 g5 | 112 13.00 13.20 13.40 13.60
‘ ‘ m/z 55.00 66 .50%
0 I M Jho J
.”,.”.,”..“..w..”,.”.,”..“..w..”,.”.,”..“..w
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
43
e B e
0 13.00 13.20 13.40 13.60
5000 55 /0 g5 m/z 201.20 53.83%
97
112
29 140
0 15 125 155167 185
e s L R BAAmmmas
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #30740: Decane, 1-fluoro- A e
43 13.00 13.20 13.40 13.60
57 m/z 41.00 50.36%
5000 29 69

S
=
©
=
-
I
éﬁ .

15 ‘ | \‘\‘ Il 131

e L s Sl i At sk

m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119973.D

Aca On : 15 Apr 2020 00:52

Operator : MA/SJ

Sample : L2195-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Octacosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 4.25 ng 415426 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 91
2 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 1998 (13.839 min): BF119973.D (-1988) (-) m/z 57.00 100.00%
57
83
5000
13.60 13.80 14.00 14.20
208 244
ol ‘ | 182 281 m/z 55.00 85.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol
57
5000 L B BRI B B
anmmmmm
125 m/z 43.00 73.35%
0 zﬁw M “M\M“ I 53 181 209 236 264 292 322 364 392
m/z--> 50 15 oo 250 300 3éo 460
Abundance
57
97 " 13.60 13.80 14.00 14.20
5000 m/z 83.00 65.37%
o 147" 196 224 g9 420
L FL L L L UL L L L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester e
57 13.60 13.80 14.00 14.20
83 m/z 97.00 64 .58%
5000 111
29 169
IR 0 o - - - o) ol
m/z--> 50 mo m 200 250 300 350 400 anmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119973.D

Aca On : 15 Apr 2020 00:52

Operator : MA/SJ

Sample : L2195-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.00 4_.05 ng 264188 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octadecane 254 C18H38 000593-45-3 86
5 Hexacosane 366 C26H54 000630-01-3 80

Abundance Scan 2195 (14.998 min): BF119973.D (-2191) (-) m/z 57.00 100.00%

g7

5000 85

:

113 111 169 14.60 14.80 15.00 15.20 15.40
ol bl 57 1 asetonan 230 268 L As g 52, 130
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane

E

5000 85 | NI LI L L L LB LB L
14.60 14.80 15.00 15.20 15.40
29 m/z 71.00 47 .84%
oL | L L d113 141 169 197 225 253 281 309 338
b et e S
miz--> 50 100 150 200 250 300 350
Abundance
57
= es i o
14.60 14.80 15.00 15.20 15.40
5000 o m/z 85.10 39.37%
29
o 113 141 169 197 225 253 281 309 337 365 394
S 8 0 A it s Al S A L
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T TR R TR
57 14.60 14.80 15.00 15.20 15.40
m/z 55.05 21.90%
85
5000
29 113
oL L L L 1y 140 160 197 225 253 206
e .
miz--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119973.D

Aca On : 15 Apr 2020 00:52

Operator : MA/SJ

Sample : L2195-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF040820.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 Pentacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.77 9.54 ng 621580 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2326 (15.768 min): BF119973.D (-2322) (-) m/z 57.00 100.00%
57
5000 85
113 449 15.40 15.60 15.80 16.00
ob b p g7y 60 107 239 28t | 77 23.00  50.53%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 R DR PO DO AR
mmmmmmmm
113 m/z 71.05 50.42%
L2 \“‘j |t 169189211 239 267 295 323 352
m/z--> 55 100 1éo 260 2éo 360 3éo
Abundance
57
mmmmmmmm
5000 - m/z 85.05 38.31%
113
o 29 141 169 197 225 253 295 366
m/z--> 55 160 150 260 250 360 3éo
Abundance #215181: 2-methyloctacosane . NURSSUENY A SRS VA
57 mmmmmmmm
m/z 55.00 20.25%
5000 85
o 29| I ‘ J113‘1§1 169 197 225 267 295 365 393
m/z--> 55 100 150 260 2éo 360 3éo ' 15%0 15.60 15.80 16.00 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041320\
Data File : BF119973.D

Acq On : 15 Apr 2020 00:52

Operator : MA/SJ

Sample : L2195-05

Misc :

ALS Vial : 57 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF040820._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... 4.93 6.7 ng 441512 1 6.73 1324030 20.0
Ethanol, 2-(2-eth... 6.56 2.3 ng 154679 1 6.73 1324030 20.0
n-Hexadecanoic acid 11.80 5.8 ng 613568 4 11.26 2120500 20.0
Octadecanoic acid 12.58 3.8 ng 369103 5 13.90 1953900 20.0
unknown13.33 13.33 2.8 ng 275553 5 13.90 1953900 20.0
Octacosanol 13.84 4.3 ng 415426 5 13.90 1953900 20.0
Tetracosane 15.00 4.0 ng 264188 6 15.32 1303150 20.0
Pentacosane 15.77 9.5 ng 621580 6 15.32 1303150 20.0
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