LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096302.D

Aca On 29 Jun 2017 20:08

Operator : SJ/MA

Sample : 13931-01

Misc :

ALS Vial : 8 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-BF062717 .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 3.163 179 183 195 rBvV 204414 416522 10.58% 1.176%
2 4.969 485 490 499 rVvB 673121 871889 22.16% 2.462%
3 5.387 556 561 564 rBY 3879891 3911295 99.39% 11.046%
4 6.404 728 734 737 rBVY 3639358 3935184 100.00% 11.113%
5 6.540 752 757 760 rBVY 3878946 3722403 94.59% 10.512%
6 6.769 792 796 800 rBVY 1305696 1069644 27.18% 3.021%
7 6.928 819 823 826 rBY 3110868 2784112 70.75% 7.862%
8 7.328 886 891 894 rBVY 2563372 2433203 61.83% 6.871%
9 7.416 902 906 910 rVB 71715 60949 1.55% 0.172%
10 7.957 993 998 1001 rBV 49366 44275 1.13% 0.125%

11 8.051 1010 1014 1017 rBV 1748281 1421590 36.13% 4._.015%
12 8.733 1127 1130 1133 rBV 115199 96718 2.46% 0.273%
13 9.128 1192 1197 1200 rBV 3724418 3536857 89.88% 9.988%
14 9.522 1260 1264 1267 rBV 566915 509919 12.96% 1.440%

15 9.751 1300 1303 1307 rVB 63480 52642 1.34% 0.149%
16 9.804 1307 1312 1316 rBV 1533444 1324965 33.67% 3.742%
17 10.010 1344 1347 1350 rVB2 53749 42151 1.07% 0.119%
18 10.080 1355 1359 1362 rBV2 30234 45051 1.14% 0.127%
19 10.245 1385 1387 1390 rVB 94264 82470 2.10% 0.233%

20 10.586 1441 1445 1449 rBV 1957224 1800039 45.74% 5.083%

21 10.716 1464 1467 1475 rBV 95547 119178 3.03% 0.337%

22 11.169 1540 1544 1547 rBV3 59370 63477 1.61% 0.179%
23 11.280 1560 1563 1566 rBV 1105389 1015076 25.79% 2.867%
24 11.304 1566 1567 1570 rVvVv 123867 76872 1.95% 0.217%
25 11.357 1572 1576 1578 rVB2 43800 45697 1.16% 0.129%
26 11.745 1638 1642 1646 rBV3 46545 66133 1.68% 0.187%

27 11.816 1651 1654 1658 rVVv2 304329 288036 7.32% 0.813%
28 12.492 1766 1769 1772 rBV 198086 171739 4._36% 0.485%
29 12.539 1772 1777 1782 rBVS8 47181 82520 2.10% 0.233%
30 12.604 1785 1788 1793 rVV 155194 143813 3.65% 0.406%

31 12.716 1802 1807 1811 rBV 172244 194619 4_.95% 0.550%
32 12.869 1829 1833 1836 rBV 2337135 2102049 53.42% 5.936%
33 13.151 1878 1881 1884 rBV3 31747 40980 1.04% 0.116%
34 13.768 1983 1986 1996 rVB2 255447 254485 6.47% 0.719%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096302.D

Aca On 29 Jun 2017 20:08

Operator : SJ/MA

Sample : 13931-01

Misc :

ALS Vial : 8 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.916 2006 2011 2013 rBV 937071 986229 25.06% 2.785%

36 13.939 2013 2015 2017 rVB 86335 68073 1.73% 0.192%
37 14.404 2091 2094 2097 rBV 124220 118736 3.02% 0.335%
38 15.027 2197 2200 2208 rVB 293327 430990 10.95% 1.217%
39 15.339 2249 2253 2257 rVB 645989 739132 18.78% 2.087%
40 15.815 2330 2334 2338 rBVY 149156 240609 6.11% 0.679%

Sum of corrected areas: 35410321
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096302.D

Aca On 29 Jun 2017 20:08

Operator : SJ/MA

Sample : 13931-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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: BF096302.D
5(39 6.46|54

3500000
6.93
3000000

7.33
2500000
2000000
1500000 6.77

1000000
4.97

500000
0 N I\ A 742

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: BF096302.D

3500000
3000000

2500000 12.87

10.59
2000000 8.05

9.80
1500000

11.28
1000000

9.52
500000 11.82

12.4980.72
- 9 8.73 9.76 10.0080.25 ﬂlO.?Z 11.43% 11 25 13.15

e T s e e L e L L e e

f T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF096302.D

3500000

3000000

2500000

2000000

1500000

13.92 15.34

1000000

500000

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096302.D

Aca On 29 Jun 2017 20:08

Operator : SJ/MA

Sample : 13931-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 3

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

4.97 16.30 ng 871889 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 3-Hexanol 102 C6H140 000623-37-0 9
4 1.2-Butanediol 90 C4H1002 000584-03-2 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 490 (4.969 min): BF096302.D (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
| O 5 4B 500 550
L L m/z 59.00 53.13%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL I L AL
59.0 460 480 500 520 540
m/z 57.95 15.32%
\?]‘"0 L 1L L 83.0 10%.0
mz-> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance
59.0
460 480 500 520 5.40
5000 41.0 m/z 101.10 14.11%
HUUNARRA "I""I""I'"'??'Q'I""I""I""I"" +?§'?"'4??'q'l
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #4417 3-Hexanol L LI L L L DL B
59.0 460 4.80 5.00 5.20 5.40
m/z 41.00 8.20%
5000 310 430 730
‘\ \‘H i} 84.0 101.0
m/z--> 20 30 40 50 6|O 70 80 90 100 110 120 130 140 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096302.D

Aca On 29 Jun 2017 20:08

Operator : SJ/MA

Sample : 13931-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 unknown6.54 Concentration Rank 1

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

6.54 69.60 ng 3722400 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 757 (6.540 min): BF096302.D (-752) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 USSR AR SRR SRR
400 540 | 620 6.40 6.60 6.80
S TP e X B 2 S N m/z 68.10 39.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 SESAERE SRR NS SR
6.20 6.40 6.60 6.80
310 510 ‘ m/z 134.00 32.70%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.00 26.10%
41.0 97.0
53.0
79.0 117.0
wwmwﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LI LN L B N LR |
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.17%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

8270-BF062717 .M Fri Jun 30 20:22:48 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096302.D

Aca On 29 Jun 2017 20:08

Operator : SJ/MA

Sample : 13931-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.72 2.35 ng 119178 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86
Abundance Scan 1468 (10.722 min): BF096302.D (-1464) (-) m/z 57.10 100.00%
1
5000
113.1 10.40 10.60 10.80 11.00
1411 1649 1841 m/z 43.00 76.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
57.0
5000 U AR U DU
85.0 mmmmmmnm
410 m/z 71.05 57.92%
20.0) “\ [ “ 1180 1410 184.0
m/z--> 25 Jo éo 85 160 150 150 1éo 1éo 260 '
Abundance
57.0
10,40 10.60 10.80 11.00
5000 a1lo 85,0 m/z 85.05 35.21%
113.0 141.0 168.0 212.0
m/z--> 25 Jo éo 85 160 150 150 160 1éo 260 '
Abundance #59880: Tetradecane L B e
57.0 10.40 10.60 10.80 11.00
m/z 41.00 31.60%
85.0
5000 1o
150 Dol ) 1180 1410 10 1980
m/z--> 2'0 4'0 6|O 8IO 1(')0 12'0 14'10 160 180 2(')0 ' 10 40 10. 60 10. 80 11. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096302.D

Aca On 29 Jun 2017 20:08

Operator : SJ/MA

Sample : 13931-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 7
R.T. EstConc Area Relative to ISTD R.T.
11.82 5.68 ng 288036 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 1655 (11.822 min): BF096302.D (-1651) (-) m/z 73.00 100.00%
430 730
5000 1291 J\JLV_
97.1 P TS
| JJ 1571 1851 2132 256.2 11.60 11.80 12.00 12.20
e m/z 43.00 99.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LR UL UL U B
83.0 11. 60 1180 1200 12 20
‘ 1570 1geo 2130 2560 | M/Z 59.95  89.61%
4 f h“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
1200 " 11,60 11.80 12.00 12:20
5000 m/z 57.00 79.79%
43.0
101.0 172.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid T
73.0 11.60 11.80 12.00 12.20
m/z 55.00 73.36%
43.0
5000
129.0
180\\|\ ‘ Il h‘\ HM W 19,0 \ T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096302.D

Aca On 29 Jun 2017 20:08

Operator : SJ/MA

Sample : 13931-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
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 7 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

12.60 2.92 ng 143813 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 1787 (12.598 min): BF096302.D (-1785) (-) m/z 57.05 100.00%

51.0
5000

12.20 12.40 12.60 12.80 13.00
m/z 43.00 84.01%

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 L o o e
12.20 12.40 12.60 12.80 13.00
0
241.0 284.0 m/z 73.00 79.60%
207.0
it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0  73.0
T T T
12.20 12.40 12.60 12.80 13.00
5000 129.0 m/z 55.00 78.60%
97.0 199.0
157.0 242.0
15.0
wmmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid N e o
60.0 12.20 12.40 12.60 12.80 13.00
m/z 60.00 75.31%
5000
157.0 185.0 213.0 256.0
R R AR REEEE SRR
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:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096302.D

Aca On 29 Jun 2017 20:08

Operator : SJ/MA

Sample : 13931-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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-Nonadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.77 5.16 ng 254485 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 3-Eicosene. (B)- 280 C20H40 074685-33-9 95
3 Z-5-Nonadecene 266 C19H38 1000131-11-8 93
4 E-7-Octadecene 252 C18H36 1000130-92-0 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1986 (13.768 min): BF096302.D (-1983) (-) m/z 57.05 100.00%
57.0
83.1
5000
LN BRI U
1391 13.40 13.60 13.80 14.00
S 60.1182.1 216.0 252.1 280.1 n/z 55.00 89 494
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115904: 1-Nonadecene
57.0
5000 LN BRI U
29.0 13.40 13.60 13.80 14.00
139.0 266.0 m/z 43_.10 86 .36%
m/z--> "55"Z5"60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
83.0 LN BRI U
13.40 13.60 13.80 14.00
5000 m/z 83.10 74 .08%
29.0 111.0

139.0 167.0 196.0 224.0 252.0 280.0

W‘mﬁmﬁmﬁwﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115907: Z-5-Nonadecene LBt LI
55,0 83.0 13.40 13.60 13.80 14.00
m/z 69.05 63.67%

-

5000
266.0

3

139.0 168.01890210.0 238.0
.
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096302.D

Aca On 29 Jun 2017 20:08

Operator : SJ/MA

Sample : 13931-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
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 9 1-Dodecanol, 2-octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .40 2.41 ng 118736 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
2 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
3 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 90
4 Hexatriacontvl trifluoroacetate 619 C38H73F302 1000351-88-6 90
5 Tetrapentacontane, 1,54-dibromo- 915 C54H108Br2 1000156-09-4 87
Abundance Scan 2093 (14.398 min): BF096302.D (-2091) (-) m/z 57.10 100.00%
57.1
5000
11.1 LRI AR IR BN B
ﬁ 157.1  239.1289.2 374.4 14.00 14.20 14.40 14.60 14.80
----|--'-‘ ""“' I”"-%‘*‘J’“ﬁ%ﬁmﬁm m/z 43_.10 82_.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #143260: 1-Dodecanol, 2-octyl-
57.0
5000 AR AR BN B B
Mmmmmmmmmm
Tl 0 m/z 71.10 59.55%
..tﬂ‘ ” H uhhlﬁ?P 2240 2200
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
14.00 14.20 14.40 14.60 14.80
m/ 55.05 53.26%
5000 110 z 0
1670 2220 278.0 334.0 390.0 448.0493.0 594.0
m/z--> éo 160 150 200 250 300 350 400 4%0 560 séo 660
Abundance #156673: Ethanol, 2-(octadecyloxy)- N e o
57.0 14.00 14.20 14.40 14.60 14.80

m/z 41.00 42 _.70%
5000

11.0
L 169.0 224.0 283.0
i B L M B R B BN B

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 14. OO 14 20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096302.D

Aca On 29 Jun 2017 20:08

Operator : SJ/MA

Sample : 13931-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Eicosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.03 11.66 ng 430990 Perylene-di12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Docosane 310 C22H46 000629-97-0 95
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tricosane 324 C23H48 000638-67-5 87
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87

Abundance Scan 2200 (15.027 min): BF096302.D (-2197) (-) m/z 57.10 100.00%
57.1
5000 “%L&\
991'0 141.1 183, 2 221.02521 298 1330.2 363.2393.2 1480 15,00 1520 15,40
ob— el b iy POSe 2eL D Ty 20T 902 303,239, m/z 43.05 61.94%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 LR LI SULELLE BB B
mmmmmmmm
99.0 m/z 71.10 58.78%
27,0, h L pae 1830 2250 2820
m/z--> 50 160 150 200 250 300 3%0 '
Abundance
57.0
"' 14:80 15.00 15.20 1540
5000 m/z 85.10 42 .48%
99.0
141.0 1830 239.0 280.0310'0
miz-> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane e AEE RE e
57.0 14.80 15.00 15.20 15.40
m/z 41.00 19.83%
e WJMAAMWANNANWWﬂ\NkMJﬂMMb$WWVM
99.0
27,0 | | ,\ | 1410 1830 22502540 296.0
m/z--> 50 100 1éo 260 2%0 360 3%0 ' 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062917\
Data File : BF096302.D

Aca On 29 Jun 2017 20:08

Operator : SJ/MA

Sample : 13931-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.82 6.51 ng 240609 Perylene-di12 15.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Heptacosane 380 C27H56 000593-49-7 95
3 Docosane 310 C22H46 000629-97-0 93
4 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 87
5 Tricosane 324 C23H48 000638-67-5 87
Abundance Scan 2335 (15.821 min): BF096302.D (-2330) (-) m/z 57.05 100.00%
57.0
5000 VJLﬁMJﬁw4\~j\\Www~w~ﬁﬂﬁA
199-1 1411 " 15,60 15.80 16.00 16.20
231.2 281.1 . . . )
ol b b L iir 2760 2812 28113141 3861 41440 o UaTh0 T 64, 08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57.0
5000 LRI UL BRI UL R
mmmmmmmm
9. m/z 71.10 62.57%
2&0L }\\h q ¥ }4}0 1830 225.0 267.0 3380
m/z--> §o 100 150 200 250 300 350 460
Abundance
57.0
" 15.60 15.80 16.00 16.20
5000 m/z 85.10 45 .85%
99.0
26,0 141.0 183.0 225.0 267.0 309.0 380.0
m/z--> §o 160 1éo 200 250 360 3éo 460
Abundance #153223: Docosane RS EmmEs o L
57.0 15.60 15.80 16.00 16.20
m/z 55.00 24 .10%
5000
99.0
ALy 140 1890 20 00
miz--> ""s'o""lc')o""léd"'zc')o""zéd'":;oo""séd"aao" " 15,60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062917\
Data File : BF096302.D

Acq On 29 Jun 2017 20:08

Operator : SJ/MA

Sample - 13931-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717 .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 .97 16.3 ng 871889 1 6.77 1069640 20.0
unknown6 .54 6.54 69.6 ng 3722400 1 6.77 1069640 20.0
Tridecane 10.72 2.4 ng 119178 4 11.28 1015080 20.0
n-Hexadecanoic acid 11.82 5.7 ng 288036 4 11.28 1015080 20.0
Octadecanoic acid 12.60 2.9 ng 143813 5 13.92 986229 20.0
1-Nonadecene 13.77 5.2 ng 254485 5 13.92 986229 20.0
1-Dodecanol, 2-oc... 14.40 2.4 ng 118736 5 13.92 986229 20.0
Eicosane 15.03 11.7 ng 430990 6 15.34 739132 20.0
Tetracosane 15.82 6.5 ng 240609 6 15.34 739132 20.0
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