LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF041320\

Data File : BF119915.D

Aca On - 13 Apr 2020 14:44 Instrument :
Operator : MA/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i L2199-13 TP3%3&C£MP
ALS Vial : 5 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 2.681 96 101 108 rVB 717712 870111 9.87% 1.407%
2 4.322 375 380 386 rVB 136422 152465 1.73% 0.247%
3 4_.522 409 414 420 rBV 251804 267028 3.03% 0.432%
4 4 _.957 482 488 502 rVB 1315962 2328833 26.42% 3.766%
5 5.363 552 557 560 rBY 5415381 5882505 66.74% 9.514%
6 6.375 723 729 732 rBVY 4685408 5072398 57 .55% 8.204%
7 6.734 787 790 794 rBVY 1583503 1361741 15.45% 2.202%
8 6.893 813 817 821 rBVY 5006443 4961194 56.29% 8.024%
9 7.304 881 887 890 rBVY 4262047 4322049 49.03% 6.990%
10 8.016 1004 1008 1012 rBV 1920985 1843099 20.91% 2.981%

11 9.098 1186 1192 1196 rBV 6482837 7612131 86.36% 12.311%
12 9.492 1255 1259 1262 rBV 551043 469909 5.33% 0.760%
13 9.775 1302 1307 1311 rBV 2186194 2138139 24.26% 3.458%
14 10.569 1435 1442 1445 rBV 4733883 5432532 61.63% 8.786%
15 11.263 1555 1560 1563 rBV 2563058 2366450 26.85% 3.827%

16 11.804 1647 1652 1655 rBV 882476 887066 10.06% 1.435%
17 12.586 1781 1785 1798 rBV3 781606 886987 10.06% 1.435%
18 12.863 1824 1832 1835 rBV 7923843 8814376 100.00% 14.256%
19 13.792 1986 1990 2004 rVB3 124558 290386 3.29% 0.470%
20 13.904 2004 2009 2012 rBV 2621830 2272084 25.78% 3.675%

21 14.386 2087 2091 2094 rBV 150269 144787 1.64% 0.234%
22 14.680 2137 2141 2145 rBV 253235 229336 2.60% 0.371%
23 15.004 2192 2196 2200 rVB 261396 276082 3.13% 0.447%
24 15.333 2246 2252 2255 rBV 1876931 2238059 25.39% 3.620%
25 15.368 2255 2258 2265 rVB 247264 297983 3.38% 0.482%

26 15.786 2323 2329 2335 rBV 179883 256474 2.91% 0.415%
27 16.263 2405 2410 2416 rVB2 90116 157189 1.78% 0.254%

Sum of corrected areas: 61831393
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119915.D

Aca On : 13 Apr 2020 14:44

Operator : MA/SJ

Sample : L2199-13

Misc :

ALS Vial : 5 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:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
1e+07

8000000

6000000

4000000

2000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119915.D

Aca On : 13 Apr 2020 14:44

Operator : MA/SJ

Sample : L2199-13

Misc :

ALS Vial : 5 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 1 n-Propyl acetate Concentration Rank 3

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

2.68 12.78 ng 870111 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 lIsopropvl acetate 102 C5H1002 000108-21-4 36
3 1-Butanamine 73 C4H11N 000109-73-9 7
4 l1sobutvlamine 73 C4H11N 000078-81-9 5
5 N-Acetylethylenediamine 102 C4H10N20 001001-53-2 4

Abundance Scan 101 (2.681 min): BF119915.D (-96) (-) m/z 43.00 100.00%
43
5000
61
3 49 55 73 g7 240 2.60 2.80 3.00
) 7] N m/z 61.00 27.17%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4251: n-Propyl acetate
43
5000 UL A R U
2.40 2.60 2.80 3.00
61 m/z 73.00 10.63%
27 ‘ 73
Oy ,...H,‘..??,W. "|""‘|""|""'|"' '|""|1P?"|'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
2.40 2.60 2.80 3.00
5000 m/z 41.95 9.88%
//“
61
87
0% '|'%?' |"?T| "??I' I I SR UL SURELL U }P}"'I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #746: 1-Butanamine e R
30 2.40 2.60 2.80 3.00
m/z 40.95 8.30%
f/“'\
5000
oL 15 ) 41 50 56 3 |
m/z--> 10 20 30 40 50 60 70 8 9 100 110 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119915.D

Aca On : 13 Apr 2020 14:44

Operator : MA/SJ

Sample : L2199-13

Misc :

ALS Vial : 5 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 Propanoic acid, 2-methyl-, ... Concentration Rank 10

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

4.32 2.24 ng 152465 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 56
2 Oxalic acid. pentvl propvl ester 202 C10H1804 1000309-25-7 43
3 Propanoic acid. 2-methvl-. pentv... 158 C9H1802 002445-72-9 33
4 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 25
5 3-Pentanone, 2,4-dimethyl- 114 C7H140 000565-80-0 25

Abundance Scan 380 (4.322 min): BF119915.D (-375) (-) m/z 43.00 100.00%
a3
5000
71
| 55 89 og 115 4.00 4.20 4.40 4.60
o} NNt SIS Y M S A SN L S — m/z 71.00 25.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethyl ester
43
5000 A
71 4.00 4.20 4.40 4.60
a9 m/z 41.00 20.50%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
4.00 4.20 4.40 4.60
5000 m/z 89.00 9.67%
71
27 55
ol 36 91 115 133
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #30316: Propanoic acid, 2-methyl-, pentyl ester —
43 4.00 4.20 4.40 4.60
m/z 55.00 9.05%
5000
71 89
27 55
0 \ Ul ‘ 101 115
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119915.D

Aca On : 13 Apr 2020 14:44

Operator : MA/SJ

Sample : L2199-13

Misc :

ALS Vial : 5 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 3 Propanoic acid, propyl ester Concentration Rank 6

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

4.52 3.92 ng 267028 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid. butvl ester 130 C7H1402 000590-01-2 38
3 di-tert-Butvl dicarbonate 218 C10H1805 024424-99-5 9
4 1-Butanamine. 2-methvl- 87 C5H13N 000096-15-1 7
5 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 5

Abundance Scan 414 (4.522 min): BF119915.D (-409) (-) m/z 57.00 100.00%
57
5000
43 ™ T
| 87 420 4.40 4.60 4.80
Oyt i et e e e e || M7z 75.00  25.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8160: Propanoic acid, propyl ester
57
29
5000 SNBSS R AR
43 75 420 4.40 4.60 4.80
m/z 43.00 18.03%
o s 3%\\‘ L% ;s
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
57
420 440 4.60 480
5000 29 m/z 41.10 11.76%
75
41
o 15 51 87 101
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #75230: di-tert-Butyl dicarbonate
57 420 4.40 4.60 4.80
m/z 42.00 7.48%
5000
s Al
o ‘ |, 50 |, 68 94 105112119
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119915.D

Aca On : 13 Apr 2020 14:44

Operator : MA/SJ

Sample : L2199-13

Misc :

ALS Vial : 5 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

4.96 34.20 ng 2328830 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 3-0ctanol 130 C8H180 000589-98-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33

Abundance Scan 488 (4.957 min): BF119915.D (-482) (-) m/z 43.00 100.00%
43
59
5000
101 SRR NS SRS RN
51 | 1 83 | 4.60 4.80 5.00 5.20
/MNP H UL m/z 59.00 62.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R U A I
59 460 480 500 520
m/z 58.00 16.83%
15 31 101
0 ‘ Tl i 50 . ‘ 83 .
LS IR IR UL IULRR NS UL I LR LSS SN BRARE SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
59
460 480 500 520
m/z 101.00 16.63%
5000 29 4 83 1
101
0 51 69 91 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8344: 3-Hexanol, 4-methyl- s e e AR
50 4.60 4.80 5.00 5.20
m/z 41.00 8.50%
5000 41
31
“ 69 87
0 “'I'%?'P'JIP"jiH”'?%Jwi""h"'l'“'l"gﬁ""P"'I'”'I"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119915.D

Aca On : 13 Apr 2020 14:44

Operator : MA/SJ

Sample : L2199-13

Misc :

ALS Vial : 5 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.80 7.50 ng 887066 Phenanthrene-d10 11.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1651 (11.798 min): BF119915.D (-1647) (-) m/z 60.00 100.00%
43 6D 73
5000
129
7 115 213 U B SN SN
01 143157171185199 717557 256 11.40 11.60 11.80 12.00 12.20
0! m/z 43.00 95.61%
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 A DU UG B
11. 40 11. 60 11. 80 12. 00 12 20
21 m/z 73.00 91.13%
m/z--> "éb“ 'ﬁb"'éb' 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11:40 11.60 11.80 12.00 12,20
5000 129 m/z 57.00 86.66%
29 87
115 | 143 199 242
101 185
s 157171 213226
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 250 2éo
Abundance #84453: Tetradecanoic acid e ST
60 73 11. 40 11. 60 11. 80 12. 00 12 20

23 m/z 54.95 75.10%

5000 129
185 228
115

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

o

8270-BF040820.M Wed Apr 15 18:56:31 2020 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119915.D

Aca On : 13 Apr 2020 14:44

Operator : MA/SJ

Sample : L2199-13

Misc :

ALS Vial : 5 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.59 7.81 ng 886987 Chrysene-di12 13.90
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 83
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Undecanoic acid 186 C11H2202 000112-37-8 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1786 (12.592 min): BF119915.D (-1781) (-) m/z 43.05 100.00%
48
5000 A\~\*
12:20 12.40 12.60 12.80 13.00
O s m/z 60.00 99.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 57 73
5000 LR DA B R B
12 20 12. 40 12 60 12. 80 13. 00
29 185 2a1 284 m/z 57.00 97.58%
‘ ‘ 199213227
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43
57 12.20 12.40 12.60 12.80 13.00
5000 129 m/z 73.00 94 .84%
29 185 228

87
115
143 166 | 199513

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid REAREEEE SRS R
43 80 12.20 12.40 12.60 12.80 13.00
m/z 54.95 89.50%
5000
213 256
143157171 99
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119915.D

Aca On : 13 Apr 2020 14:44

Operator : MA/SJ

Sample : L2199-13

Misc :

ALS Vial : 5 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 1-Hexadecanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.79 2.56 ng 290386 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 87
5 1-Heptacosanol 396 C27H560 002004-39-9 83

Abundance Scan 1990 (13.792 min): BF119915.D (-1986) (-) m/z 55.00 100.00%

55 g3

5000

139 13.40 13.60 13.80 14.00 14.20
167 191207 281
m/z 83.00 83.27%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95987: 1-Hexadecanol
55 83

5000
13.40 13.60 13.80 14.00 14.20
3 m/z 57.00 78 .58%
0 140 168 196 224
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
a
83 13.40 13.60 13.80 14.00 14.20
5000 m/z 43.00 77.47%
111
139154 266

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #151538: 1-Docosene L T E,
13.40 13.60 13.80 14.00 14.20
m/z 97.05 75.90%

5000

125
153168

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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\BF041320\
Data File : BF119915.D

Aca On : 13 Apr 2020 14:44

Operator : MA/SJ

Sample : L2199-13

Misc :

ALS Vial : 5 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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.68 2.05 ng 229336 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2141 (14.680 min): BF119915.D (-2137) (-) m/z 57.00 100.00%
57
5000 85
I e e R
113 14.40 14.60 14.80 15.00
141
o....,].J. .J'.ﬂ, Lo de9ter 253 283 | m/z 43.00 57.12%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57 W

5000
8 14.40 14.60 14.80 15.00

m/z 71.10 52 .50%

29 113 141
0 n‘ A | “ uh\ n‘\‘ H ' \169‘197 225 253 281 309 337 380
— e A A e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
T T e T T
85 14.40 14.60 14.80 15.00
5000 m/z 85.10 38.42%
29 113
o 141 169 197 225 253 296
T A T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane e  RNEREEL
57 14.40 14.60 14.80 15.00
m/z 55.00 20.57%

5000
113
29| ||| 77,141 169 197 225 253 280 309 351 379 407 436

e AL tehdhinaaimdiantiatastiniuhto:

T I T
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119915.D

Aca On : 13 Apr 2020 14:44

Operator : MA/SJ

Sample : L2199-13

Misc :

ALS Vial : 5 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 10 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.00 2.47 ng 276082 Perylene-di12 15.33
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 Heptacosane 380 C27H56 000593-49-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2195 (14.998 min): BF119915.D (-2192) (-) m/z 57.05 100.00%
57
5000 85
113 14.60 14.80 15.00 15.20 15.40
141
o...|-,.!.-‘.l! Lap201183210 281 "m/z 43.05 60.82%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
85 14.60 14.80 15.00 15.20 15.40
29 m/z 71.10 53.16%
oL L M3 14t 160 107 225 253 261 a00 33
m/z--> 55 160 1%0 260 250 300 3éo
Abundance
57
14,60 14.80 15.00 15.20 15.40
5000 g5 m/z 85.10 41 .01%
29
o 113 141 169 197 225 253 281 300 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #202662: Heptacosane P P T P
57 14.60 14.80 15.00 15.20 15.40
m/z 55.00 20.65%
5000
85
0 %9 | | | ;118 141 169 197 225 253 281 323 351 380
m/z--> 55 160 1%0 260 250 360 3éo ' 14%0 1480 1§oo 1550 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF041320\
Data File : BF119915.D

Aca On : 13 Apr 2020 14:44

Operator : MA/SJ

Sample : L2199-13

Misc :

ALS Vial : 5 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 11 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.79 2.29 ng 256474 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2330 (15.792 min): BF119915.D (-2323) (-) m/z 57.00 100.00%
g7
5000 85
113 141 169 15.40 15.60 15.80 16.00 16.20
ol L LA 4T 100 10700 253 02 B12 0 0 g 54, o7
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
15.40 15.60 15.80 16.00 16.20
m/z 43.10 48.31%
0 ZPJ |} | H m341?1 169 197 225 253 295 323 367
m/z--> 55 100 1éo 260 2%0 360 350 '
Abundance
57
15,40 15.60 15.80 16.00 16.20
5000 g5 m/z 85.00 40.69%
29 113
o 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #141426: Heneicosane
57 15.40 15.60 15.80 16.00 16.20
m/z 55.00 18.61%
85
5000
29 113
oL L by J | 141 169 197 225 253 296
m/z--> % 1m 1% 2& 2% 3& 3% ' 1mmwmmmmmwo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF041320\
Data File : BF119915.D

Acq On : 13 Apr 2020 14:44

Operator : MA/SJ

Sample : L2199-13

Misc :

ALS Vial : 5 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]
n-Propyl acetate 2.68 12.8 ng 870111 1 6.73 1361740 20.0
Propanoic acid, 2... 4.32 2.2 ng 152465 1 6.73 1361740 20.0
Propanoic acid, p.--. 4.52 3.9 ng 267028 1 6.73 1361740 20.0
2-Pentanone, 4-hy... 4_.96 34.2 ng 2328830 1 6.73 1361740 20.0
n-Hexadecanoic acid 11.80 7.5 ng 887066 4 11.26 2366450 20.0
Octadecanoic acid 12.59 7.8 ng 886987 5 13.90 2272080 20.0
1-Hexadecanol 13.79 2.6 ng 290386 5 13.90 2272080 20.0
Heptacosane 14.68 2.0 ng 229336 6 15.33 2238060 20.0
Tetracosane 15.00 2.5 ng 276082 6 15.33 2238060 20.0
Hexacosane 15.79 2.3 ng 256474 6 15.33 2238060 20.0
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