LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081418\
Data File : BF108155.D

Aca On : 14 Aug 2018 19:56

Operator : JU/SJ

Sample = J4458-03

Misc :

ALS Vial : 22 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-BF080818 .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 2.372 3 6 15 rVB 1720485 2175716 60.14% 7.536%
2 2.501 25 28 35 rvB2 30471 40951 1.13% 0.142%
3 3.660 222 225 233 rBV 19910 40497 1.12% 0.140%
4 4.907 433 437 441 rVB 35524 39614 1.10% 0.137%
5 5.254 492 496 502 rvB 116307 117773 3.26% 0.408%
6 5.642 558 562 566 rBY 1066205 907043 25.07% 3.142%
7 6.589 718 723 726 rBV 29308 39217 1.08% 0.136%
8 6.631 726 730 742 rVB 665646 604008 16.70% 2.092%
9 6.783 752 756 760 rBY 1999192 1661208 45.92% 5.754%
10 6.831 761 764 770 rVB 43401 40948 1.13% 0.142%

11 7.019 792 796 799 rBV 1357105 1115882 30.85% 3.865%
12 7.178 818 823 826 rVB 2979869 2833429 78.33% 9.814%
13 7.578 886 891 894 rBV 2372569 2234578 61.77% 7.740%
14 7.642 897 902 906 rVvB 42317 46833 1.29% 0.162%
15 8.301 1010 1014 1017 rBV 1511064 1253995 34.66% 4._.343%

16 8.842 1102 1106 1110 rBV2 46304 46376 1.28% 0.161%
17 9.372 1189 1196 1200 rBV 3851003 3617469 100.00% 12.530%
18 9.472 1210 1213 1216 rVB2 40863 42385 1.17% 0.147%
19 9.766 1258 1263 1266 rBV 632958 519888 14.37% 1.801%
20 9.848 1274 1277 1284 rVB5 29207 41280 1.14% 0.143%
21 9.972 1293 1298 1304 rBV5 25499 41999 1.16% 0.145%
22 10.066 1309 1314 1320 rVB 1323199 1220567 33.74% 4.228%
23 10.242 1339 1344 1346 rBv4 39146 46565 1.29% 0.161%
24 10.471 1381 1383 1386 rVB2 88169 67812 1.87% 0.235%
25 10.695 1417 1421 1423 rBV 34776 39374 1.09% 0.136%

26 10.854 1444 1448 1452 rBV 1302235 1122677 31.03% 3.889%
27 10.948 1461 1464 1471 rVB3 111219 145120 4._.01% 0.503%

28 11.024 1474 1477 1479 rBV 58375 48689 1.35% 0.169%
29 11.054 1479 1482 1486 rBV2 64204 63229 1.75% 0.219%
30 11.089 1486 1488 1491 rBV2 54160 53218 1.47% 0.184%
31 11.201 1504 1507 1511 rVB3 55841 78742 2.18% 0.273%
32 11.242 1511 1514 1515 rBV2 64929 60640 1.68% 0.210%
33 11.395 1538 1540 1543 rBV 73570 72647 2.01% 0.252%

34 11.560 1564 1568 1571 rBV 1420500 1187913 32.84% 4.115%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081418\
Data File : BF108155.D

Aca On : 14 Aug 2018 19:56

Operator : JU/SJ

Sample = J4458-03

Misc :

ALS Vial : 22 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-BF080818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.930 1629 1631 1634 rVB3 52714 39559 1.09% 0.137%

36 12.071 1651 1655 1663 rBV2 422820 505733 13.98% 1.752%
37 12.577 1739 1741 1745 rVB 117691 105231 2.91% 0.364%
38 12.860 1786 1789 1794 rBV3 103760 146088 4._.04% 0.506%
39 13.148 1834 1838 1841 rBV 3609318 3070288 84.87% 10.634%
40 14.030 1985 1988 1994 rBV 682679 666018 18.41% 2.307%

41 14.218 2016 2020 2023 rVB 1274047 1127728 31.17% 3.906%
42 14.983 2148 2150 2154 rVB 173411 164225 4._.54% 0.569%
43 15.354 2210 2213 2217 rVB 187067 214595 5.93% 0.743%
44 15.783 2280 2286 2291 rVB2 598025 966971 26.73% 3.349%
45 16.248 2362 2365 2371 rVB 131069 196459 5.43% 0.680%

Sum of corrected areas: 28871177
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081418\

BF108155.D

14 Aug 2018 19:56

JussJ

J4458-03

22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108155.D

Aca On : 14 Aug 2018 19:56

Operator : JU/SJ

Sample = J4458-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 2

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

2.37 39.00 ng 2175720 1,4-Dichlorobenzene-d4 7.02
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 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 6 (2.372 min): BF108155.D (-3) (-) m/z 73.10 100.00%
741
5000 43.1
55.1 87.1
] 240 250 2.60 2.70 2.80
Obrrr e et b e e || M7z 43.10 0 47..03%
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 LA AN U AN A
43.0 2.40 2.50 2.60 2.70 2.80
- 550 87.0 m/z 55.10 31.30%
29.0
G R R A A AN SRS AR RARES RSN LA RARRN SRR RARE
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 BRI LA U IR
2.40 2.50 2.60 2.70 2.80
5000 41.0 550 m/z 87.10 26.96%
29.0 ‘
o TR ‘ L w ‘ . 99.0 1120 129.0
miz--> B % 30 40 % 6 70 8 9 100 110 130 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- A
73.0 2.40 2.50 2.60 2.70 2.80
m/z 41.10 15.48%
5000 550 /\
43.0
27.0
ol 150 ), w | |, 8.0 980 1150
m/z--> 10 20 3'0 4'0 50 60 70 80 90 100 110 120 130 240 250 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108155.D

Aca On : 14 Aug 2018 19:56

Operator : JU/SJ

Sample = J4458-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 11

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

5.25 2.11 ng 117773 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 495 (5.248 min): BF108155.D (-492) (-) m/z 43.00 100.00%
43.0
59.1
5000
I w9 500 520 540 850
(] S 1 1 MBS NSRS SN NS m/z 59.10 53.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LI I AL I I
59.0 500 520 540 5.60
0
150 41, 1010 m/z 101.00 16.16%
: 83.0
Ot e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
" 500 520 540 5.60
5000 m/z 58.10 13.55%
410 101.0
0 15.0 27\\0\ \‘H AN Zl'o 83\0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.32%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108155.D

Aca On : 14 Aug 2018 19:56

Operator : JU/SJ

Sample = J4458-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.78 Concentration Rank 3

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

6.78 29.77 ng 1661210 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 1.2.3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 755 (6.778 min): BF108155.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.1
@ sto || o T e | Sh0 650 obo 760 720
0 e T = I m/z 68.10 49_.97%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 UM S SR
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 66.10 32.60%
51.0 70.0 86.0
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
AR AR BARRERARAR
74.0 6.40 6.60 6.80 7.00 7.20
5000 ggo 1160 m/z 134.00 31.66%
0: IIIIIII‘I\I\I\IIwI‘MI ||“|||‘H“||‘|“|||‘H||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R R R b
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 19.54%
5000
63.0 81.0
0 3]\-0 SQ'O\ m‘ Ly | ‘\ | 99'\0 \11%0 |
mz-> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108155.D

Aca On : 14 Aug 2018 19:56

Operator : JU/SJ

Sample = J4458-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 5 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.95 2.44 ng 145120 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentadecane 212 C15H32 000629-62-9 83
3 Tetracosane 338 C24H50 000646-31-1 83
4 Tetradecane 198 C14H30 000629-59-4 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
Abundance Scan 1464 (10.948 min): BF108155.D (-1461) (-) m/z 57.05 100.00%
57.0
5000
99.1 10.60 10.80 11.00 11.20
141.0
ol by s 188 308 "m/z 43.10 75.59%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 R DU UL B BUARL B

10.60 10.80 11.00 11.20
m/z 71.10 56.93%

99.0
27r0| ] J |y 1410 1830 225.0 281.0 337.0 394.0

O e e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
R RS RS e e
10.60 10.80 11.00 11.20
5000 m/z 85.05 39.23%
99.0
021“1 | 1410 18 0212.0
e et e ——
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane T
57.0 10.60 10.80 11.00 11.20
m/z 41.10 34.69%
5000
99.0
OZW | ‘Mwlmonmzmo 338.0
et e e R EEERE R
m/z--> 50 100 150 200 250 300 350 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108155.D

Aca On : 14 Aug 2018 19:56

Operator : JU/SJ

Sample = J4458-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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.
12.07 8.51 ng 505733 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 1655 (12.071 min): BF108155.D (-1651) (-) m/z 43.10 100.00%
431 | 730
5000 1291 hwﬂthxANNAﬁﬂpﬂxAvvaMVHJMWuJ
97.1 157.1 3.2 AR AR A AR
| 4 1851 241 256.2 11.80 12.00 12.20 12.40
o/ M : m/z 73.00 97.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L B BN SRR B

11. 80 12. OO 12. 20 12. 40

83.0 5
1570 1850 2130 256.0 m/z 60.00 94 .48%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
R B s e R
11.80 12.00 12.20 12.40
5000 129.0 m/z 55.10 77 .34%
0|1|5||0||| MIHMI” ‘| J—f’w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid A EEEEE T
43.0 73.0 11.80 12.00 12.20 12.40
m/z 41.10 76.59%
5000 129.0
171.0
L A% I
o250 | Wl Ay ah b odes0 L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108155.D

Aca On : 14 Aug 2018 19:56

Operator : JU/SJ

Sample = J4458-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 9
R.T. EstConc Area Relative to ISTD R.T.
12.86 2.46 ng 146088 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 72
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
4 Pentadecanoic acid 242 C15H3002 001002-84-2 52
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52
Abundance Scan 1789 (12.860 min): BF108155.D (-1786) (-) m/z 43.10 100.00%
431
73.0
5000
' 12.60 12.80 13.00 13.20
o — m/z 57.10 84.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131260: Octadecanoic acid
430 730
5000 SR AL BN SRR SR
129.0 284.0 12.60 12.80 13.00 13.20
0
97.0 185.0 241.0 m/z 73.00 74 .86%
o 157.0 213.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72647: Tridecanoic acid
73.0
43.0 ' 12.60 12.80 13.00 13.20
5000 129.0 m/z 60.00 62 .78%
171.0
97.0 214.0
ol bl AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107549: n-Hexadecanoic acid B R Ra T
60.0 12.60 12.80 13.00 13.20
m/z 55.10 62.29%
5000 129.0
4& 157.0 1850 213.0 256.0
o} L . oV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1260 1£8O 1350 1350
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108155.D

Aca On : 14 Aug 2018 19:56

Operator : JU/SJ

Sample = J4458-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.03 11.81 ng 666018 Chrysene-di12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 94
Abundance Scan 1988 (14.030 min): BF108155.D (-1985) (-) m/z 57.10 100.00%
5§.1
97.1
5000
F“ 5050 14100 1420 1040
154 1 : : : :
o | f501182121012391 2811 3192 3552 o743 100 97.57%
m/z--> 50 100 150 200 250 300 350
Abundance #197885: Trichloroacetic acid, pentadecy! ester
43.0
83.0
5000 LR SR BRI SUBURA B
111.0 13.80 14.00 14.20 14.40
m/z 55.10 96.78%
04 Il Alll l139 0 18.202100
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
58.0
97.0 " 13:80 14.00 14,20 14.40
5000 m/z 83.10 77 .63%
28.0 125.0
o H I | 153.0181.0 308.0
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol RS REEEs o
58.0 83.0 13.80 14.00 14.20 14.40
m/z 69.10 71.50%
5000 111.0 /unv--,n,vﬂthn¢wmwkuhﬁﬂfu
oL 270 {‘ \1‘ F39°16701960 238.0266.0294.0
m/z--> % 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108155.D

Aca On : 14 Aug 2018 19:56

Operator : JU/SJ

Sample = J4458-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 8
R.T. EstConc Area Relative to ISTD R.T.

14.98 2.91 ng 164225 Chrysene-di12 14 .22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 89
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2150 (14.983 min): BF108155.D (-2148) (-) m/z 57.10 100.00%

57.1
5000

14.60 14.80 15.00 15.20 15.40

1113 2 169.1 250 0 315 2 369 2

(LS B8 P8 OB Pttt m/z 43.10 63.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185533: Pentacosane
57.0
5000 T TTTT TTTT UL L

14.60 14.80 15.00 15.20 15.40
m/z 71.10 59.26%

13.0
hl 169.0 225.0 281.0 352.0

o L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141442: Heptadecane, 2,6,10,15-tetramethy!-
57.0
R B e R
14.60 14.80 15.00 15.20 15.40
5000 m/z 85.10 42 .14%
113.0
o ., 183.0 239.0 296.0
R e e e e A mm B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R REmEE e
57.0 14.60 14.80 15.00 15.20 15.40
m/z 55.10 24 .33%
5000
130 169.0
Ol e A A it 225:0 2810 337.0 393.0 449.0 505.0 5620 617.0 N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14. 60 14. 80 15. 00 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108155.D

Aca On : 14 Aug 2018 19:56

Operator : JU/SJ

Sample = J4458-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Docosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.35 4_.44 ng 214595 Perylene-d12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 93
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
3 Tetradecane 198 C14H30 000629-59-4 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 87
Abundance Scan 2212 (15.348 min): BF108155.D (-2210) (-) m/z 57.10 100.00%
57.1
5000
99.1 15.00 15.20 15.40 15.60
141.1
o ,I. by 2 1761 2151 257128513142 3501 | "hy/z  43.10  59.35%
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane
57.0
5000 85.0 LR DAL B DU SR B

15.00 15.20 15.40 15.60
m/z 71.10 54.43%

l L ) l J 11550 197.0 239.0067.0 3100

oy N ot A
m/z--> 50 100 150 200 250 300 350
Abundance #38349: Decane, 3,8-dimethyl-
57.0
L B o
85.0 15.00 15.20 15.40 15.60
5000 > m/z 85.10 39.70%
113.0
o | || 14p.0170.0
e B o S B e e B
m/z--> 50 100 150 200 250 300 350
Abundance #59879: Tetradecane L B o
57.0 15.00 15.20 15.40 15.60
m/z 41.10 19.35%
5000 85.0
27‘-0} 1113 0 155.0 198 0
O e R EAREEREmmema
m/z--> 50 100 150 200 250 300 350 15. OO 15. 20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF081418\
Data File : BF108155.D

Aca On : 14 Aug 2018 19:56

Operator : JU/SJ

Sample = J4458-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.25 4_.06 ng 196459 Perylene-d12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Pentacosane 352 C25H52 000629-99-2 93
3 Heptadecane 240 C17H36 000629-78-7 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 86
5 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 86

Abundance Scan 2365 (16.248 min): BF108155.D (-2362) (-) m/z 57.10 100.00%

57.1

:

5000 85.1

13. 1 16.00 16.20 16.40 16.60
155 1183 1 2231 278.1 323.2352.2
0 ...l,. F P IRIPEw MEEL . M v et m/z 43.10 73.66%

m/z--> 50 100 150 200 250 300 350
Abundance #141425:; Heneicosane

F

5000 850 LA L L L L L LB
’ 16. 00 16. 20 16. 40 16 60
29.0 m/z 71.10 64 .09%
. | | fm 0141 0169.0197.0225.0253.0  296.0
el e B e LA e
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
R e RS e
16.00 16.20 16.40 16.60
5000 85.0 m/z 85.10 48 .35%
13.0
o = 0 J‘ ‘ f LY 0169 S 211-0230.0267.0295.0323,0352.0 /\N&vua,\;n,kw»/\/\wavwwVAwu“M
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane T REER A
57.0 16.00 16.20 16.40 16.60
m/z 55.10 23.96%
5000 85.0
29.0,
o By ﬂl3 0141.0169.0197.0 240.0
III‘III II‘IIIIIIIIIIII IIIIIIIIIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 16. 00 16. 20 16. 40 16 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081418\
Data File : BF108155.D

Acq On : 14 Aug 2018 19:56

Operator : JU/SJ

Sample - J4458-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 2.37 39.0 ng 2175720 1 7.02 1115880 20.0
2-Pentanone, 4-hy... 5.25 2.1 ng 117773 1 7.02 1115880 20.0
unknown6.78 6.78 29.8 ng 1661210 1 7.02 1115880 20.0
Octacosane 10.95 2.4 ng 145120 4 11.56 1187910 20.0
n-Hexadecanoic acid 12.07 8.5 ng 505733 4 11.56 1187910 20.0
Octadecanoic acid 12.86 2.5 ng 146088 4 11.56 1187910 20.0
Trichloroacetic a... 14.03 11.8 ng 666018 5 14.22 1127730 20.0
Pentacosane 14.98 2.9 ng 164225 5 14.22 1127730 20.0
Docosane 15.35 4.4 ng 214595 6 15.78 966971 20.0
Heneicosane 16.25 4.1 ng 196459 6 15.78 966971 20.0
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