LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011518\
Data File : BF102084.D

Aca On : 16 Jan 2018 00:53

Operator : SJ/JU

Sample : J1122-24

Misc :

ALS Vial : 23 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:\HPCHEM1I\BNA F\METHODS\8270-BF010918.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 4.934 480 484 493 rVB 228222 345245 7.66% 0.895%
2 5.340 547 553 556 rBY 3981665 4406451 97.80% 11.428%
3 6.363 720 727 730 rBVY 3787098 4375757 97.12% 11.348%
4 6.492 744 749 752 rBV 4409791 4409245 97.87% 11.435%
5 6.722 784 788 791 rBV 1323422 1060382 23.54% 2.750%
6 6.881 810 815 818 rBVY 3589968 3518205 78.09% 9.124%
7 7.286 878 884 887 rBVY 2701062 2836529 62.96% 7 .356%
8 7.369 894 898 901 rBV 50308 48306 1.07% 0.125%
9 8.004 1001 1006 1009 rBV 1490982 1337579 29.69% 3.469%
10 9.080 1183 1189 1192 rBV 4881411 4505366 100.00% 11.684%

11 9.475 1252 1256 1259 rBV 576626 494738 10.98% 1.283%
12 9.686 1289 1292 1296 rVB 205811 163696 3.63% 0.425%
13 9.751 1296 1303 1307 rBV2 1402595 1237224 27 .46% 3.209%
14 9.957 1334 1338 1340 rBV2 48911 57686 1.28% 0.150%
15 10.010 1343 1347 1351 rBV2 47745 47896 1.06% 0.124%

16 10.186 1374 1377 1380 rVB 269238 194693 4._.32% 0.505%
17 10.404 1409 1414 1417 rBV 63312 78881 1.75% 0.205%
18 10.539 1432 1437 1440 rBV 2130990 1939988 43.06% 5.031%
19 10.657 1454 1457 1466 rVB 210279 218548 4._.85% 0.567%

20 11.104 1530 1533 1536 rBvV 82844 65930 1.46% 0.171%
21 11.233 1551 1555 1560 rBV 1152265 994644 22.08% 2.580%
22 11.274 1560 1562 1568 rVB 69664 64744 1.44% 0.168%
23 11.451 1588 1592 1595 rBV 75630 74558 1.65% 0.193%

24 11.621 1618 1621 1624 rBV 144110 118758 2.64% 0.308%
25 11.763 1642 1645 1652 rBV 195621 205162 4 _55% 0.532%

26 12.439 1757 1760 1763 rBV2 52425 66008 1.47% 0.171%
27 12.551 1776 1779 1782 rBV3 58521 65739 1.46% 0.170%
28 12.821 1820 1825 1828 rVB 2879484 2706825 60.08% 7.020%
29 13.027 1857 1860 1863 rBV5 35402 51786 1.15% 0.134%

30 13.710 1973 1976 1979 rBV 413975 383762 8.52% 0.995%

31 13.862 1998 2002 2005 rBV 1023380 930314 20.65% 2.413%

32 13.915 2009 2011 2014 rVB3 65945 69727 1.55% 0.181%
33 14.045 2030 2033 2038 rVB4 77582 91337 2.03% 0.237%
34 14.098 2039 2042 2044 rBvV4 44839 49728 1.10% 0.129%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011518\
Data File : BF102084.D

Aca On : 16 Jan 2018 00:53

Operator : SJ/JU

Sample : J1122-24

Misc :

ALS Vial : 23 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 - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF010918_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.215 2060 2062 2066 rBv4 59115 66958 1.49% 0.174%
36 14.345 2081 2084 2087 rVB2 110252 115933 2.57% 0.301%
37 14.392 2090 2092 2097 rVB3 68410 71460 1.59% 0.185%
38 14.468 2102 2105 2107 rBV2 45836 52043 1.16% 0.135%
39 14.874 2171 2174 2177 rBV4 52333 62928 1.40% 0.163%

40 15.280 2238 2243 2247 rBVY 709159 839790 18.64% 2.178%

41 15.768 2322 2326 2332 rVB 100451 134373 2.98% 0.348%

Sum of corrected areas: 38558922
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102084.D

Aca On : 16 Jan 2018 00:53

Operator : SJ/JU

Sample : J1122-24

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF102084.D

4000000 5.34
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3000000

2000000

1000000
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|7.37
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7.00 7.50

Abundance TIC: BF102084.D

4000000

3000000

10.54
2000000

8.00 9.75

11.23
1000000

10.66 11 1q§ 271.481.64.76

10.19
2001 | 104

12.12.5

12.82

5 13.03

0

11.50 12.00

Time--> 10.50 11.00
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T
13.50

13.00

Abundance TIC: BF102084.D

4000000

3000000

2000000

13.86
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.924)20.2488N7
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16.50 17.00

15.50 16.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102084.D

Aca On : 16 Jan 2018 00:53

Operator : SJ/JU

Sample : J1122-24

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.93 6.51 ng 345245 1,4-Dichlorobenzene-d4 6.72
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 42
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 3-Hexanol 102 C6H140 000623-37-0 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 483 (4.928 min): BF102084.D (-480) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 IBESARDERARAERAREE LAY
| 83.0 | 4.60 4.80 5.00 5.20
SUAREESEEENESASSESSES I 4 HSESMIRSUATY | UMV RS m/z 59.00 52.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DSBS SRR SRR
4.60 4.80 5.00 5.20
59.0 m/z 101.10 17.26%
2f0 | 510 ‘ 690 80010 10
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 5.00 520
5000 m/z 58.00 13.50%
41.0
50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester R e
43.0 4.60 4.80 5.00 5.20
m/z 40.95 9.40%
57.0
5000
20.0 101.0
50 | U 73.0 83.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102084.D

Aca On : 16 Jan 2018 00:53

Operator : SJ/JU

Sample : J1122-24

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.49 Concentration Rank 1

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

6.49 83.16 ng 4409250 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.492 min): BF102084.D (-744) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.1 RSN R R R
40.0 540 6.20 6.40 6.60 6.80
82.0 L S m/z 68.10 40.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57.0 132.0
74.0
5000 9go 1160 S LS RSN RS A
6.20 6.40 6.60 6.80
m/z 134.00 33.39%
IR aman e R I‘I\I\I\ : ""Ml : Iw‘l : Iw‘l“l |‘|“| : I‘\ - = |:|I-5|8|0| — |]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
117.0 620 640 6.60 6.80
5000 m/z 66.00 25.49%
91.0
39.0 65.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine R R e e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.30%
5000
104.0
51.0 65.0
U ?7”?' 4 |‘m' 7"?‘lo' L e "I Y S S ISR R R R
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102084.D

Aca On : 16 Jan 2018 00:53

Operator : SJ/JU

Sample : J1122-24

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Hexadecane Concentration Rank 9

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

9.69 2.65 ng 163696 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 83
4 3-Hexanone. 2.2-dimethvl- 128 C8H160 005405-79-8 50
5 Decane, l1l-iodo- 268 C10H211 002050-77-3 47

Abundance Scan 1293 (9.692 min): BF102084.D (-1289) (-) m/z 57.10 100.00%
57.1
5000 85.1

1 9.40 9.60 9.80 10.00
etk el AT 1820 n/7 43.10  72.05%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57.0
5000 LN L L L L L L LB
85.0 9.40 9.60 9.80 10.00
29.0 : m/z 71.05 62.97%
J 0oLy 1180 1410 1690 1970 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
9.40 9.60 9.80 10.00
5000 m/z 85.10 41.09%
85.0
29.0

113.0 141.0 169.0  212.0
ﬁmﬁmrmﬁrwwwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #152416: Tridecane, 1-iodo-
57.0 9.40 9.60 9.80 10.00
m/z 41.05 28.62%
5000 85.0
28.0
1130 183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.40 9.60 9. 80 10 00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102084.D

Aca On : 16 Jan 2018 00:53

Operator : SJ/JU

Sample : J1122-24

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.66 4.39 ng 218548 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane. 10-methvyl- 296 C21H44 054833-23-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
5 Tetradecane 198 C14H30 000629-59-4 87
Abundance Scan 1458 (10.663 min): BF102084.D (-1454) (-) m/z 57.05 100.00%
5%.0
5000 85.0
113.1 10.40 10.60 10.80 11.00
el e el e | M7z 43.05  65.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57.0
5000 LN BN B SR U
85.0 1040 10,60 10.80 11.00
29.0 m/z 71.10 65.55%
| ‘ | 180 1410 1690 1970 2250 2530 2960
m/z--> 25 4b 65 éo 160 150 150 160 180 200 220 240 260 2§o 300
Abundance
57.0
1040 10.60 10.80 11.00
5000 85.0 m/z 85.05 39.93%
1130 1540 183.0 211.0 239.0  281.0
WTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane BB mREE BENE S ey
57.0 10.40 10.60 10.80 11.00
m/z 41.10 30.96%
5000
85.0
29.0
‘ |l ‘ 113.0 141.0 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 40 10 60 10. 80 11.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102084.D

Aca On : 16 Jan 2018 00:53

Operator : SJ/JU

Sample : J1122-24

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Benzene, (1-methyldodecyl)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.62 2.39 ng 118758 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvldodecvl)- 260 C19H32 004534-53-6 90
2 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 72
3 Benzene. (l-methvlnonadecvl)- 358 C26H46 002398-66-5 64
4 Benzene. (1-methvlnonvl)- 218 C16H26 004537-13-7 64
5 Benzene, (1-methyldecyl)- 232 C17H28 004536-88-3 64
Abundance Scan 1621 (11.621 min): BF102084.D (-1618) (-) m/z 105.10 100.00%
105.1
5000
4.0 770 260.2 11.40 11.60 11.80 12.00
ok A4, e ————1— | m/z 106.10 13.63%
m/z--> 50 100 150 200 250 300 350
Abundance #111019: Benzene, (1-methyldodecyl)-
105.0
5000

11.40 11.60 11.80 12.00
m/z 91.05 10.57%

430 770, | 133.0 166.0 221.0 260.0
s
miz--> 50 100 150 200 250 300 350
Abundance
105.0
11.40 11.60 11.80 12.00
5000 m/z 41.00 6.42%
410 77.0 147.0175.0 207.0 246.0
L L e
miz--> 50 100 150 200 250 300 350
Abundance #189639: Benzene, (1-methylnonadecyl)- A L R REmms e
105.0 11.40 11.60 11.80 12.00
m/z 43.05 4.98%
5000
430 710 | | | 147.0175.0203.0231.0 301.0 358.0
et e e e e e
mz--> 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102084.D

Aca On : 16 Jan 2018 00:53

Operator : SJ/JU

Sample : J1122-24

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.76 4.13 ng 205162 Phenanthrene-d10 11.23
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 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 1645 (11.763 min): BF102084.D (-1642) (-) m/z 43.10 100.00%

43.1 730
5000

11.40 11.60 11.80 12.00
m/z 73.00 96.41%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 2560 T TT T T[T T TT TTT T

11.40 11.60 11.80 12.00
m/z 60.00 82.97%

213.0
L
‘ il
ERAREEEE LRSS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
B B mas S
11.40 11.60 11.80 12.00
5000 129.0 m/z 57.10 82.87%
97.0 199.0
157.0 242.0
15.0 178.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R EE R E s
73.0 11.40 11.60 11.80 12.00
43.0 m/z 41.00 78.17%
5000 129.0
185.0 228.0
| i |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102084.D

Aca On : 16 Jan 2018 00:53

Operator : SJ/JU

Sample : J1122-24

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 9 1-Heneicosanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.71 8.25 ng 383762 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 90
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90
Abundance Scan 1976 (13.710 min): BF102084.D (-1973) (-) m/z 57.05 100.00%

57.0

5000

5

13.40 13.60 13.80 14.00
m/z 55.10 97.77%

39.1168.1 203.2 243.2 280.2 386.4

m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55.0 97.0
5000 LA L L L L L LB L |
13.40 13.60 13.80 14.00
m/z 43.10 94.66%
39.0
250/ .| L | L0800 a0 20
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
e R Rmmaa
97.0 13.40 13.60 13.80 14.00
5000 m/z 83.05 87 .98%
27.0 126.0 " 167,0196.00250 269.0 3200
e e e B B B a i
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 L S AR
57.0 197.0 13.40 13.60 13.80 14.00
m/z 69.10 76.38%
5000
39.0
2700 | LIl 5T 1680 2100 250.0279.0308.0337.0
— T T T e T e T LA w s e
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102084.D

Aca On : 16 Jan 2018 00:53

Operator : SJ/JU

Sample : J1122-24

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknownl4.34 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.34 2.49 ng 115933 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Ethvl-1-butanol. pentafluoropr... 248 C9H13F502 1000352-36-5 38
2 Oxalic acid. cvclobutvl octadecv... 396 C24H4404 1000309-70-8 22
3 Undecane. 5-methvl- 170 C12H26 001632-70-8 22
4 Oxalic acid. cvclobutvl heptadec... 382 C23H4204 1000309-70-7 22
5 Tridecane 184 C13H28 000629-50-5 20
Abundance Scan 2083 (14.339 min): BF102084.D (-2081) (-) m/z 57.05 100.00%
57.0 133.1
5000
167.2 2082 y51 2872 so0d | 1000 1430 1440 1460
ety m/z 133.10 94 .54Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #101054: 2-Ethyl-1-butanol, pentafluoropropionate
43.0
119.0
5000 84.0 U DR S BN AR
14. oo 14. 20 14.40 14.60
m/z 43.05 73.02%
....|....,...1.4?'(.)...20?'.0... ————
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0
14.00 14.20 14.40 1460
5000 m/z 119.10 62.51%
97.0
127.0 297.0
m/z--> 55 100 150 200 250 300 3éo 400
Abundance #38332: Undecane, 5-methyl- R A REER R
43.0 14.00 14.20 14.40 14.60
m/z 71.10 59.46%
5000
85.0
Al e e
m/z--> 50 100 150 200 250 300 350 400 14. 00 14. 20 14. 40 14.60
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011518\
Data File : BF102084.D

Aca On : 16 Jan 2018 00:53

Operator : SJ/JU

Sample : J1122-24

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 1-Heptacosanol Concentration Rank 7

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

15.77 3.20 ng 134373

Hit# of 5 Tentative ID

Perylene-d12

MW  MolForm

1 1-Heptacosanol

2 Octacosvl acetate

3 Heptacosvl acetate

4 4-Methyl-E-9-octadecene
5 Behenic alcohol

396 C27H560
452 C30H6002
438 C29H5802
266 C19H38

326 C22H460

002004-39-9 94
018206-97-8 91
1000351-78-2 91
1000130-87-1 74
000661-19-8 74

Abundance Scan 2326 (15.768 min): BF102084.D (-2322) (-) m/z 57.10 100.00%
51.1 97.0
5000
149.1185.2221.2 283.0 15.40 15.60 15.80 16.00
S B WY m/z 97.05 86.12%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #210517: 1-Heptacosanol
57.0 97.0
5000 LA L L L L L LB L
15.40 15.60 15.80 16.00
o m/z 43.10 84 ._.44%
| \‘ \‘ | J( |, 1810 2220 264.0 3060 3780
T e e e e e e T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43.0 97.0
R S R
15.40 15.60 15.80 16.00
5000 m/z 55.05 81.14%
139.0
181.0 250.0 292.0 334.0 392.0 437.0
L o e e o LI o e o L R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #224391: Heptacosyl acetate R e
43.0 15.40 15.60 15.80 16.00
97.0 m/z 83.05 80.05%
5000
39.0
L. L]y 18102220 264.0 306.0 378.0 423.0
e e I N A R T R o e o o e B B R S R
m/z--> 50 100 150 200 250 300 350 400 450 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF011518\
Data File : BF102084.D

Acq On : 16 Jan 2018 00:53

Operator : SJ/JU

Sample : J1122-24

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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 6.5 ng 345245 1 6.72 1060380 20.0
unknown6 .49 6.49 83.2 ng 4409250 1 6.72 1060380 20.0
Hexadecane 9.69 2.6 ng 163696 3 9.75 1237220 20.0
Heneicosane 10.66 4.4 ng 218548 4 11.23 994644 20.0
Benzene, (1-methy... 11.62 2.4 ng 118758 4 11.23 994644 20.0
n-Hexadecanoic acid 11.76 4.1 ng 205162 4 11.23 994644 20.0
1-Heneicosanol 13.71 8.3 ng 383762 5 13.86 930314 20.0
unknownl14 .34 14 .34 2.5 ng 115933 5 13.86 930314 20.0
1-Heptacosanol 15.77 3.2 ng 134373 6 15.28 839790 20.0
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