LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\

Data File : BF110458.D

Aca On : 5 Nov 2018 12:13 Instrument :
Operator : JU/SJ BNA_F

Sample - J5816-11 ClientSampleld :
Misc : TP-4A-D

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-BF102318.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 2.340 35 43 53 rvB 492058 680823 21.67% 2.158%
2 3.622 260 261 276 rBV3 20769 52755 1.68% 0.167%
3 5.210 527 531 540 rBV 84503 127052 4.04% 0.403%
4 5.587 590 595 598 rBY 2720053 2726996 86.81% 8.643%
5 6.587 759 765 784 rBVY 2604967 3141416 100.00% 9.957%
6 6.728 784 789 792 rBVY 2958588 2997604 95.42% 9.501%
7 6.951 824 827 834 rBV 648180 601886 19.16% 1.908%
8 7.110 850 854 858 rBY 2313351 2099557 66.83% 6.655%
9 7.522 918 924 927 rBVY 1719439 1821801 57.99% 5.774%
10 8.239 1041 1046 1061 rBV 715229 793153 25.25% 2.514%

11 9.310 1222 1228 1231 rBV 3145525 3009830 95.81% 9.540%
12 9.704 1289 1295 1301 rBV 386576 400964 12.76% 1.271%
13 9.998 1339 1345 1351 rBV 941246 914215 29.10% 2.898%
14 10.792 1475 1480 1491 rBV 2011002 1949771 62.07% 6.180%
15 11.057 1518 1525 1532 rBV 20969 32896 1.05% 0.104%

16 11.486 1594 1598 1607 rBV 932546 924520 29.43% 2.930%
17 11.992 1677 1684 1690 rBV 154092 185001 5.89% 0.586%

18 12.263 1723 1730 1734 rVB2 57203 59040 1.88% 0.187%
19 12.551 1775 1779 1781 rBV 485469 444107 14.14% 1.408%
20 12.569 1781 1782 1786 rVB2 40075 32871 1.05% 0.104%
21 12.710 1797 1806 1808 rBv4 27861 43735 1.39% 0.139%
22 12.774 1812 1817 1828 rBV 162291 248845 7.92% 0.789%
23 12.921 1838 1842 1844 rBV 87811 70608 2.25% 0.224%

24 13.074 1863 1868 1871 rBV 2573542 2577341 82.04% 8.169%
25 13.274 1898 1902 1906 rBV 635793 561048 17.86% 1.778%

26 13.615 1955 1960 1967 rVB2 69476 71094 2.26% 0.225%
27 13.833 1989 1997 2007 rVB2 52440 157670 5.02% 0.500%
28 13.945 2012 2016 2028 rBV 486573 563323 17.93% 1.785%
29 14.133 2044 2048 2059 rBV 642143 642450 20.45% 2.036%
30 14.262 2065 2070 2073 rBV 97408 116170 3.70% 0.368%

31 14.562 2117 2121 2124 rBV 227807 295914 9.42% 0.938%
32 14.880 2170 2175 2179 rBV 321662 377095 12.00% 1.195%
33 15.039 2195 2202 2206 rBV5 31975 75500 2.40% 0.239%
34 15.233 2228 2235 2239 rBV 372980 498541 15.87% 1.580%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110458.D

Aca On : 5 Nov 2018 12:13

Operator : JU/SJ

Sample : J5816-11

Misc :

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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.274 2239 2242 2248 rVV2 71265 108578 3.46% 0.344%

36 15.627 2295 2302 2305 rBV 347481 557661 17.75% 1.768%
37 15.662 2305 2308 2325 rVB 291864 440902 14.04% 1.397%
38 16.086 2372 2380 2386 rBV 256936 430920 13.72% 1.366%
39 16.151 2386 2391 2408 rVB2 124292 334928 10.66% 1.062%
40 16.615 2462 2470 2478 rVB 117361 245357 7.81% 0.778%

41 17.239 2567 2576 2586 rVB2 44943 101185 3.22% 0.321%
42 17.368 2591 2598 2600 rBV7 16543 35133 1.12% 0.111%

Sum of corrected areas: 31550256
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110458.D

Aca On : 5 Nov 2018 12:13

Operator : JU/SJ

Sample : J5816-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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: BF110458.D

3000000
5.59

2500000

2000000

1500000

1000000

s00000{ %34

6.73

6.59
7.11

6.95

7.52

o ——

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: BF110458.D
3000000 9131

2500000

2000000 10.79

1500000

1000000 10.00 11.49
8.24

500000 9.70

-l -

11.99

12.55

12. 71
12.26 1357, 12.92

13.07

13.2

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: BF110458.D
3000000

2500000

2000000

1500000

1000000
14.13

13.94
500000 M s 1488 1523 186% 1009
13.6213.8 1426 | 15.04 3927 615 1662 17.34 37
oL I A _/\_J\

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110458.D

Aca On : 5 Nov 2018 12:13

Operator : JU/SJ

Sample : J5816-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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.

2.34 22.62 ng 680823 1,4-Dichlorobenzene-d4 6.95
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 40
3 Acetamide. N-ethvl- 87 C4HO9NO 000625-50-3 22
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 43 (2.340 min): BF110458.D (-35) (-) m/z 73.05 100.00%
3.0
5000 43.0
55.0 87.1

| 2.20 2.40 2.60
SR 1 N S PSS S S — Y2k T LS & B 1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L B B L B B BN L B L |
43.0 2.20 2.40 2.60
w550 87.0 m/z 55.05 28.47%
29.0

R R L R LB e e e  SAREEEEEEss sy
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol

73.0
87.0 /\'T""I""I""I

2.20 2.40 2.60

5000 41.0 550 m/z 87.10 26.61%
29.0 H
L L Ll 990 1120 129.0
B N L o o E RARENERES S REECE SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl- L B e e B
30.0 2.20 2.40 2.60

m/z 41.05 13.25%

5000 43.0 87.0
15.0 72.0
\ il 1 590 ‘
S K Y SN S —
220 240 2.60

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110458.D

Aca On : 5 Nov 2018 12:13

Operator : JU/SJ

Sample : J5816-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 17

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

5.21 4.22 ng 127052 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 10

Abundance Scan 531 (5.210 min): BF110458.D (-527) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 D B I B B B BB B
| 83.0 | 480 5.00 5.20 5.40 5.60
SRR 1 SSESSSESY T A PSS MM m/z 59.00 57.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS RN UL UL I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 18.40%
el , 83.0 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
54.0
480 500 520 540 5.60
5000 41.0 m/z 58.00 15.74%
31.0
‘ 69.0 870
15.0 ‘\‘ L1000l ‘ 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester A REEEE B s
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.22%
5000 57.0
29.0
101.0
"'I”"I”"I”"I”"I”"I”"I”?%?”"I”"I”"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110458.D

Aca On : 5 Nov 2018 12:13

Operator : JU/SJ

Sample : J5816-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 unknown6.73 Concentration Rank 1

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

6.73 99.61 ng 2997600 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 789 (6.728 min): BF110458.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 T T T T T
40.0 540 J 6.40 6.60 6.80 7.00
ag20 | a0 oo m/z 68.10 41.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 A NARSE SRS RS RARRS

6.40 6.60 6.80 7.00
m/z 134.00 32 .35%

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

Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
A mmmaa
74.0 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.00 27.00%
S NV { SRR A 1)
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-  EAm e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.43%
117.0
5000
39.0 91.0
o T
wh..u..W.VW..N,.H.,M..l\.P‘.,...w....,.... o .
m/z--> 20 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\BF110518\
Data File : BF110458.D

Aca On : 5 Nov 2018 12:13

Operator : JU/SJ

Sample : J5816-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 18
R.T. EstConc Area Relative to ISTD R.T.
11.99 4.00 ng 185001 Phenanthrene-d10 11.49
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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Undecanoic acid 186 C11H2202 000112-37-8 62
Abundance Scan 1684 (11.992 min): BF110458.D (-1677) (-) m/z 43.05 100.00%
430 | 730
5000 129.0 Juﬁu*~Nf““,ww/ﬂ\vw,ﬂwwAm~dxﬁ,
. 213.1 RS EEEES Ea s m e
157.1 1851 256.2 11/60 11.80 12.00 12.20 12.40
m/z 73.00 97.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 T T L I N I TT T T[T

T T T T T
11.60 11.80 12.00 12.20 12.40

83.0 3
157.0 1g50 2130 256.0 m/z 60.00 91.07%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 57.00 80.93%
15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid A B
73.0 11.60 11.80 12.00 12.20 12.40
43.0 m/z 41.05 74 .05%
15.0
e A REREEEEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110458.D

Aca On : 5 Nov 2018 12:13

Operator : JU/SJ

Sample : J5816-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.55 9.61 ng 444107 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90

Abundance Scan 1779 (12.551 min): BF110458.D (-1775) (-) m/z 57.05 100.00%

571.0
5000

\ F&l
12.20 12.40 12.60 12.80
141.1
b g B 1832 2253 | m/z 43.05 69.89%
m/z--> 50 100 150 200 250 300 350

Abundance #202662: Heptacosane
57.0
5000
12.20 12.40 12.60 12.80
m/z 71.10 62.04%
99.0
27.r0 Ly |14.1-0 183.0 225.0 267.0 323.0 380.0
— = e
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
12.20 12.40 12.60 12.80
5000 m/z 85.10 47.12%
2700 | 1 °9°, 1410 18302120
L B o e e A I B e e e I LA e o e e o o
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0 12.20 12.40 12.60 12.80
m/z 41.05 28.60%
5000
99.0
27\"0‘ L4, 1410 1830 2260

| T T T T
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110458.D

Aca On : 5 Nov 2018 12:13

Operator : JU/SJ

Sample : J5816-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 13
R.T. EstConc Area Relative to ISTD R.T.

12.77 5.38 ng 248845 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 59

Abundance Scan 1816 (12.768 min): BF110458.D (-1812) (-) m/z 43.10 100.00%

43.1 73.0
5000
: .
207.0 '

12.40 12.60 12.80 13.00
m/z 73.00 85.51%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 || 73.0
5000 129.0 T T T T T T T T T

12.40 12.60 12.80 13.00
m/z 55.00 84.16%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43.0 73.0

3

12.40 12.60 12.80 13.00
5000 129.0 m/z 57.05 77 .89%

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

J?

Abundance #84453: Tetradecanoic acid
73.0 12.40 12.60 12.80 13.00
43.0 m/z 60.00 69.78%
5000 1290
185.0 228.0
AT |
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\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110458.D

Aca On : 5 Nov 2018 12:13

Operator : JU/SJ

Sample : J5816-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Hentriacontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.83 4.91 ng 157670 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 1996 (13.827 min): BF110458.D (-1989) (-) m/z 57.00 100.00%
57.0
5000
1 l| 155.1 13.60 13.80 14.00 14.20
..a,....whﬁ. L || M/z  71.10 53.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000

13.60 13.80 14.00 14.20

99.0 m/z 43.05 48.86%
[l || | ; 1410 183.0 2250 267.0 309.0 351.0 437.0
...,....,....,....,.... T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
T
13.60 13.80 14.00 14.20
5000 m/z 85.10 48.33%
99.0
L L | | 1410 1830 2250 267.0 309.0 3660
— e e et e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0 13.60 13.80 14.00 14.20
m/z 83.00 18.71%
5000
99.0
|||y ) 140 1830 2250 267.0 300.0 352.0
...,....,....,...,.... A e ! R e AR R
m/z--> 100 150 200 250 300 350 400 13 60 13. 80 14. 00 14 20

8270-BF102318.M Tue Nov 06 11:57:41 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110458.D

Aca On : 5 Nov 2018 12:13

Operator : JU/SJ

Sample : J5816-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Sulfurous acid, octadecyl 2... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.94 17.54 ng 563323 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 91
2 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 87
3 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 83
4 Nonadecane 268 C19H40 000629-92-5 68
5 Pentadecane 212 C15H32 000629-62-9 62
Abundance Scan 2015 (13.939 min): BF110458.D (-2012) (-) m/z 57.10 100.00%

1

5000

13 60 13.80 14.00 14.20
— 14111631 m/z 43.05  77.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43.0
71.0

5000 R EEREE R e
13 60 13. 80 14. OO 14. 20

m/z 71.05 53.59%

125.0
, ,‘ ‘ 155.0 183.0  224.0 2530
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #200447: Sulfurous acid, butyl heptadecy! ester
57.0

13.60 13.80 14.00 14.20

5000 m/z 85.05 41 .59%
85.0
290 111.0
[ L) 80 1200 1600 2100 2390 pe10
R A .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #185101: 1-Octadecanesulphonyl chloride
57.0 13.60 13.80 14.00 14.20

m/z 55.05 41_.15%

ol

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14. OO 14. 20

5000

111.0133.0 1610

8270-BF102318.M Tue Nov 06 11:57:42 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110458.D

Aca On : 5 Nov 2018 12:13

Operator : JU/SJ

Sample : J5816-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 19
R.T. EstConc Area Relative to ISTD R.T.
14 .26 3.62 ng 116170 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2070 (14.262 min): BF110458.D (-2065) (-) m/z 57.00 100.00%
57.0 r
5000
99.0
141.1 14.00 14.20 14.40 14.60
...J,.H-.",.-'.-1..',-.-...2?7.'9...,.... | m/z 43.05 61.81%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 L B B B
14.00 14.20 14.40 14.60
99.0 m/z 71.05 59.97%
27r0| |1y 1410 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #141426: Heneicosane
57.0
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—ﬁ
14.00 14.20 14.40 14.60
5000 m/z 85.05 47 .36%
99.0
ani0) | | | | p4r0 183.0 225026602960
m/z--> 50 160 1%0 200 250 360 3%0 '
Abundance #194493: Hexacosane I L e L B Y B B I
57.0 14.00 14.20 14.40 14.60
m/z 55.10 24 .28%
5000
99.0
Cl Ll 1o 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 250 300 3%0 ' 14}00 14 20 14.40 14|60

8270-BF102318.M Tue Nov 06 11:57:43 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110458.D

Aca On : 5 Nov 2018 12:13

Operator : JU/SJ

Sample : J5816-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Nonadecane, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .56 9.21 ng 295914 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 2121 (14.562 min): BF110458.D (-2117) (-) m/z 57.10 100.00%

517.1
5000

99.1
14. 20 14.40 14.60 14.80
J 141.1 197.1229.0259.2
A g B 197122002892 sz 43.05  62.80%

m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0

5000 ST T T
14.20 14.40 14,60 14.80

99.0 m/z 71.10 60.41%

200 | ), 1| | }410 1830 2250 2810  337.0  394.0
Lt T B e o e e e LA e e S
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl'

14.20 14.40 14.60 14.80

5000 m/z 85.10 43.87%
99.0
2710 H ; 1410 1830 2250 267.0 309.0 380.0
T g L e B LA S B B B B s B
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B I B B
57.0 14.20 14.40 14.60 14.80

m/z 55.05 23.43%

5000
99.0
270) | | | ,\ | 1410 183.0 2250 266,0296.0

m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14. 60 14.80

8270-BF102318.M Tue Nov 06 11:57:43 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110458.D

Aca On : 5 Nov 2018 12:13

Operator : JU/SJ

Sample : J5816-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.88 11.74 ng 377095 Chrysene-di12 14.13
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 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2175 (14.880 min): BF110458.D (-2170) (-) m/z 57.05 100.00%

57.0
5000

99.0
141.1 14.60 14.80 15.00 15.20
— | 1 .J.ll Loi i 8L 2392 811 "m/z 43.10 63.80%

m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 LA L L L L L L LB
14.60 14.80 15.00 15.20
m/z 71.10 58.16%
99.0
27,0 JJJMW1%OQMZNO 338.0
B e i T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.05 45.29%
99.0
2700 | || gy, 1AL 0 183. 0 2250 281.0  337.0  394.0
e I e o e e e T L e e e o e e |
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane S B L L Y B B B
57.0 14.60 14.80 15.00 15.20
m/z 55.10 22 _.57%
5000
99.0
ZH‘JJQ‘MW1%02m2mom% 380.0
A A A e e e e e R RE SRR e
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF102318.M Tue Nov 06 11:57:44 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110458.D

Aca On : 5 Nov 2018 12:13

Operator : JU/SJ

Sample : J5816-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 14 Sulfurous acid, butyl dodec... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.04 3.42 ng 75500 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 80
2 Sulfurous acid. dodecvl 2-propvl... 292 C15H3203S 1000309-12-3 72
3 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 58
4 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 53
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 53
Abundance Scan 2202 (15.039 min): BF110458.D (-2195) (-) m/z 57.00 100.00%
57.0
5000

14.80 15.00 15.20 15.40
m/z 43.00 59.33%

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

Abundance #149369: Sulfurous acid, butyl dodecyl ester
571.0
5000 R e R n e
85.0 14.80 15.00 15.20 15.40
0.0 m/z 71.00 57.27%
| 1130 1390 1690 2210
i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #137569: Sulfurous acid, dodecyl 2-propyl ester
43.0
14.80 15.00 15.20 15.40
5000 71.0 m/z 85.05 52.39%
97.0
| ‘\ I I 1250 1690 2030 2330

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

Abundance #200447: Sulfurous acid, butyl heptadecy! ester — e e

57.0 14.80 15.00 15.20 15.40
m/z 55.00 31.45%

5000
85.0
290 111.0
H || ™10 1390 1690 2100 239.0 291.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15. 00 15. 20 15. 40

8270-BF102318.M Tue Nov 06 11:57:45 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110458.D

Aca On : 5 Nov 2018 12:13

Operator : JU/SJ

Sample : J5816-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 15 Heneicosane, 11-(1-ethylpro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.23 22.61 ng 498541 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane 240 C17H36 000629-78-7 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2234 (15.227 min): BF110458.D (-2228) (-) m/z 57.10 100.00%
57.1
5000
99.0

4. 2 15.00 15.20 15.40 15.60
by 2412 1832 2252 2674 m/z 43.10 65.10%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LA L L L L L LB
15.00 15.20 15.40 15.60
99.0 m/z 71.05 63.07%
2m‘|J]JMN1%02m2%M%O
T ppli—ql T L A e B o o o e e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.05 46.88%
99.0
27,0 | | /7y, 1410 1830 225.0 267.0 323.0 380.0
....,....,....,.... T B o o e e e o |
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane S N N L B L N p
57.0 15.00 15.20 15.40 15.60
m/z 55.05 24 .83%
5000
99.0
27,00 | | | | 141 0 183. 0 2250 2810  337.0 394.0

m/z--> 50 100 150 200 250 300 350 15.00 15. 20 15. 40 15 60

8270-BF102318.M Tue Nov 06 11:57:45 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110458.D

Aca On : 5 Nov 2018 12:13

Operator : JU/SJ

Sample : J5816-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 16 n-Tetracosanol-1 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.27 4.93 ng 108578 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Docosene 308 C22H44 001599-67-3 90
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 89
5 Octacosanol 410 C28H580 000557-61-9 87
Abundance Scan 2241 (15.268 min): BF110458.D (-2239) (-) m/z 57.05 100.00%
510 970
5000
—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
} J139 1 193.0 15.00 15.20 15.40 15.60
el '- . —— m/z 55.00 99.36%
m/z--> 50 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
51.0 197.0
5000 LRI BRI BURELN UL B
mmmmmmmm
5.0 m/z 83.10 85.68%
27h° | l l. ,168 0 210.0 250.0279.0308.0337.0
m/z--> 55 150 260 250 360 3%0
Abundance #151538: 1-Docosene
55.0
97.0 15,00 15.20 1540 15.60
5000 m/z 43.05 85.31%
14.0( || | [‘ || | ‘ 13901680 308.0
m/z--> 55 160 1%0 200 250 300 3%0
Abundance #210517: 1-Heptacosanol R R R e
57.0 (97.0 15.00 15.20 15.40 15.60
m/z 97.05 83.55%
5000
39.0
27,0 [ | \i i P || 168.0 209.0238.0 278.0308.0 348.0378.0
m/z--> 50 100 1%0 2(')0 250 3(')0 3&1;0 15'00 15. 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110458.D

Aca On : 5 Nov 2018 12:13

Operator : JU/SJ

Sample : J5816-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 18 1-Heptacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.15 15.19 ng 334928 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heptacosanol 396 C27H560 002004-39-9 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 Octacosvl acetate 452 C30H6002 018206-97-8 95
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 95
Abundance Scan 2391 (16.151 min): BF110458.D (-2386) (-) m/z 57.00 100.00%

510 97.0
5000

15.80 16.00 16.20 16.40
m/z 43.05  90.95%

m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1

5000 LR
15.80 16.00 16.20 16.40

m/z 83.10 82.27%

39.0
]1 L .168 0 210.0238.0 278.0308.0337.0

m/z--> 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 |97.0
AR EREmE R R
15.80 16.00 16.20 16.40
5000 m/z 97.05 79.64%
39.0
270] | | f § i) 1680 209.0238.0 278.0308.0 348.0378.0
el A B e B
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol AL I At s
43.0 83.0 15.80 16.00 16.20 16.40
' m/z 55.00 76.64%
5000 110
| ” Lid ‘f“‘f’-‘{ 1820 2240  280.0309.0
e e e e AR RRR RS
m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16. 20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110458.D

Aca On : 5 Nov 2018 12:13

Operator : JU/SJ

Sample : J5816-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 19 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.62 11.13 ng 245357 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2471 (16.621 min): BF110458.D (-2462) (-) m/z 57.05 100.00%
57.0
5000 /\\w//\\wka/\\V.w_N_VMAMW_
99.1 R AN SRR SR
j | | 14]_ 1 183.2 16.40 16.60 16.80 17.00
bl A e — m/z 71.05 63.45%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LR BRI UL SO B
16. 40 16 60 16. 80 17. 00
99.0 m/z 43.05 52.45%
2m‘|J]JMN1%02m2%M%O
m/z--> 50 100 1%0 260 250 360 3%0 '
Abundance #209566: Octacosane
57.0
"' 1640 16.60 16.80 17.00
5000 m/z 85.05 47 .56%
99.0
27,00 | | | | 14 0 183. 0 225.0 281.0 337.0 394.0
m/z--> 50 160 150 200 250 360 350 '
Abundance #117638: Nonadecane T T TS
57.0 16.40 16.60 16.80 17.00
m/z 55.00 21.06%
27‘ oy 9?'0“ 141 0 183 0 2250 268 0
m/z--> 50 160 150 200 250 300 350 ' 1640 1660 1680 1700
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\
Data File : BF110458.D

Aca On : 5 Nov 2018 12:13

Operator : JU/SJ

Sample : J5816-11

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_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 20 Pentacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.24 4_.59 ng 101185 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Pentacosane 352 C25H52 000629-99-2 87
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 2576 (17.239 min): BF110458.D (-2567) (-) m/z 57.05 100.00%
57.0
1111 R S AL BN BN
193.0 17.00 17.20 17.40 17.60
kbbb 1930 81O W/z 71.05  65.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194494: Hexacosane
57.0
5000 LI UL B UL B
17.00 17.20 17. 40 17. 60
m/z 43.00 56.23%
“ | J1,6‘90 225.0 2950 3660
m/z--> 55 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance #185533: Pentacosane
57.0
" 17.00 17.20 17.40 17.60
5000 m/z 85.10 48.90%
113.0
i Iy 169022502810 3520
m/z--> 55 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #241526: Tetratetracontane b RRREE EE s
57.0 17.00 17.20 17.40 17.60
m/z 55.00 29.21%
5000
3.0
,169.0 2530 3090 37,0 477.0 533.0  618.0
m/z--> 55 160 150 200 250 300 350 400 4éo 560 séo 660 17'00 17. 20 17. 40 17. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110518\

Data File : BF110458.D

Acq On : 5 Nov 2018 12:13 Instrument :
Operator : JU/SJ BNA_F

Sample - J5816-11 ClientSampleld :
Misc : TP-4A-D

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.34 22.6 ng 680823 1 6.95 601886 20.0
2-Pentanone, 4-hy... 5.21 4.2 ng 127052 1 6.95 601886 20.0
unknown6.73 6.73 99.6 ng 2997600 1 6.95 601886 20.0
n-Hexadecanoic acid 11.99 4.0 ng 185001 4 11.49 924520 20.0
Heptacosane 12.55 9.6 ng 444107 4 11.49 924520 20.0
Octadecanoic acid 12.77 5.4 ng 248845 4 11.49 924520 20.0
Hentriacontane 13.83 4.9 ng 157670 5 14.13 642450 20.0
Sulfurous acid, o... 13.94 17.5 ng 563323 5 14.13 642450 20.0
Octacosane 14.26 3.6 ng 116170 5 14.13 642450 20.0
Nonadecane, 2-met... 14.56 9.2 ng 295914 5 14.13 642450 20.0
Tetracosane 14.88 11.7 ng 377095 5 14.13 642450 20.0
Sulfurous acid, b... 15.04 3.4 ng 75500 6 15.66 440902 20.0
Heneicosane, 11-(... 15.23 22.6 ng 498541 6 15.66 440902 20.0
n-Tetracosanol-1 15.27 4.9 ng 108578 6 15.66 440902 20.0
1-Heptacosanol 16.15 15.2 ng 334928 6 15.66 440902 20.0
Nonadecane 16.62 11.1 ng 245357 6 15.66 440902 20.0
Pentacosane 17.24 4.6 ng 101185 6 15.66 440902 20.0
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