LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107538.D

Aca On : 20 Jul 2018 21:51

Operator : JU/SJ

Sample : J4057-13

Misc :

ALS Vial : 12 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-BF072018 .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 5.207 484 488 505 rBV 747040 963845 16.10% 1.560%
2 5.607 551 556 591 rBY 3916622 5930163 99.07% 9.598%
3 6.601 721 725 745 rBVY 4310050 5985957 100.00% 9.688%
4 6.742 745 749 769 rVB 5099056 5863111 97.95% 9.489%
5 6.972 785 788 810 rVB 1714858 1961937 32.78% 3.175%
6 7.125 810 814 840 rBVY 4072125 4652734 T77.73% 7 .530%
7 7.536 879 884 908 rBVY 3364319 3814929 63.73% 6.174%
8 8.254 1002 1006 1022 rBVvV 2385521 2587420 43.22% 4.188%
9 9.330 1184 1189 1198 rBVY 5939776 5962521 99.61% 9.650%
10 9.719 1252 1255 1261 rBV 411325 421357 7.04% 0.682%
11 10.013 1301 1305 1318 rVB2 2622757 2591316 43.29% 4.194%
12 10.424 1371 1375 1379 rvVB2 54571 71354 1.19% 0.115%
13 10.807 1436 1440 1449 rBVY 3853137 3908426 65.29% 6.326%
14 10.913 1454 1458 1461 rVB3 65458 99118 1.66% 0.160%
15 11.436 1544 1547 1550 rBvV 88280 87154 1.46% 0.141%

16 11.507 1555 1559 1568 rVvV 2564690 2481740 41.46% 4.017%
17 11.701 1590 1592 1594 rBV 83500 65867 1.10% 0.107%
18 11.877 1619 1622 1624 rVB 140442 113714 1.90% 0.184%
19 11.919 1624 1629 1632 rBV2 101414 148473 2.48% 0.240%
20 11.948 1632 1634 1636 rBV 104628 85940 1.44% 0.139%

21 12.019 1642 1646 1655 rBV 352921 474479 7.93% 0.768%
22 12.124 1662 1664 1667 rBV 175393 148735 2.48% 0.241%
23 12.295 1690 1693 1696 rBV 369367 300331 5.02% 0.486%
24 12.724 1763 1766 1770 rBV 124209 104774 1.75% 0.170%
25 12.801 1777 1779 1787 rVB7 67904 68730 1.15% 0.111%

26 12.954 1803 1805 1813 rVB 124798 143793 2.40% 0.233%
27 13.060 1821 1823 1825 rBV2 110873 99990 1.67% 0.162%
28 13.089 1825 1828 1832 rVB 4475311 4131192 69.01% 6.686%
29 13.765 1940 1943 1949 rBV 1017995 923345 15.43% 1.494%
30 13.971 1975 1978 1987 rVB 356418 431316 7.21% 0.698%

31 14.154 2005 2009 2016 rVB 2056293 2035251 34.00% 3.294%
32 14.295 2031 2033 2039 rVB3 109048 128083 2.14% 0.207%
33 14.418 2051 2054 2058 rBV 1487107 1248055 20.85% 2.020%
34 14.601 2082 2085 2090 rVB3 194143 237999 3.98% 0.385%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107538.D

Aca On : 20 Jul 2018 21:51

Operator : JU/SJ

Sample : J4057-13

Misc :

ALS Vial : 12 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:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.918 2137 2139 2143 rVB 154363 149502 2.50% 0.242%
36 15.077 2163 2166 2171 rVB 254203 261539 4._.37% 0.423%
37 15.277 2198 2200 2204 rVB 125131 122523 2.05% 0.198%
38 15.689 2265 2270 2276 rBV2 1582482 2186139 36.52% 3.538%

39 16.142 2345 2347 2353 rVB2 118871 172026 2.87% 0.278%
40 17.618 2593 2598 2608 rVB3 256035 621101 10.38% 1.005%

Sum of corrected areas: 61785979
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107538.D

Aca On : 20 Jul 2018 21:51

Operator : JU/SJ

Sample : J4057-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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: BF107538.D

6.74
5000000

6.60
7.12

4000000 5.61
7.54

3000000

2000000 6.97

1000000 5 Ail k | L L L

e T e B ,
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: BF107538.D

5000000 13.09

4000000 1081

3000000 10.01 11.51
8.25

2000000

1000000

T T T T T T T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF107538.D

-
13.00

5000000
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3000000
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Time--> 13.50

T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107538.D

Aca On : 20 Jul 2018 21:51

Operator : JU/SJ

Sample : J4057-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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.

5.21 9.83 ng 963845 1,4-Dichlorobenzene-d4 6.97
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-(1l-methvleth... 116 C7H160 017348-59-3 42
3 3-0Octanol 130 C8H180 000589-98-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33

Abundance Scan 488 (5.207 min): BF107538.D (-484) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R S SRS L B
480 500 5.20 540 560
83.0
o....,....,'...:|,....,....,|....,....,....,....,....,297.9. m/z 59.00 60.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA UL RS I
59.0 480 500 520 540 5.60
0
150 1010 m/z 57.95 17.52%
0"ﬂ|'M“|“"“"'ﬁqq'“L'"|“"|“"|'“'|"“|"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 500 520 540 560
5000 m/z 101.10 16.12%
41.0
101.0
25,0
e L L I S L S S BRI S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13639: 3-Octanol e
59.0 480 500 5.20 540 560

m/z 41.00 8.17%

5000 410 83.0
101.0
| 1 - | 1290
”,..”,..”,..”,..”,..”,..”,..”,..”,..”

m/z--> 20 60 80 100 120 140 160 180 200 4.80 5.00 520 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107538.D

Aca On : 20 Jul 2018 21:51

Operator : JU/SJ

Sample : J4057-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.74 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.74 59.77 ng 5863110 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 749 (6.742 min): BF107538.D (-745) (-) m/z 132.00 100.00%

132.0
5000 68.0

R e EREEE RS
40.0 540 ‘| 9.0 640 660 680 7.00
A

o IS A SR =X 1A B | m/z 68.00 41.47%

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
5000

6.40 6.60 6.80 7.00
m/z 134.00 33.83%

31.0 51.0
! I PO /Y NOUDY NS ) A | N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 29.04%
33.0 44.0 0.0 105.0
o 56.0 ’ 86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.87%
5000
104.0
66.0
ol 140 270 390 510 770 890 || 1150 ||
T T e T e T e RN e REEEE e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107538.D

Aca On : 20 Jul 2018 21:51

Operator : JU/SJ

Sample : J4057-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Tridecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.02 3.82 ng 474479 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 86
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 41
4 Dodecanoic acid 200 C12H2402 000143-07-7 38
5 Tetradecanoic acid 228 C14H2802 000544-63-8 35
Abundance Scan 1646 (12.019 min): BF107538.D (-1642) (-) m/z 91.00 100.00%
91.0
43.0
5000 1331
69.0 el T e e e
157.1 1852 2132 .o 2863 11.80 12.00 12.20 12.40
Ol ; m/z 43.00 77.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid
430 | 730
5000 129.0 T T
nmnmnmnm
bu 970 1710 m/z 59.95 67.78%
. 214.0
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60.0
11.80 12.00 12.20 12.40
5000 129.0 m/z 73.00 66.97%
83.0
157.0 1850 213.0 256.0
0 107.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0 11.80 12.00 12.20 12.40
m/z 55.00 63.60%
5000 129.0
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1f80 1200 1220 1240
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107538.D

Aca On : 20 Jul 2018 21:51

Operator : JU/SJ

Sample : J4057-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Benzene, (1-methyldecyl)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.30 2.42 ng 300331 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvldecvI)- 232 C17H28 004536-88-3 64
2 Benzene. (l-methvldodecvl)- 260 C19H32 004534-53-6 64
3 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 64
4 Benzene. (l-methvlnonadecvl)- 358 C26H46 002398-66-5 64
5 Benzene, (1-methyltridecyl)- 274 C20H34 004534-59-2 58
Abundance Scan 1694 (12.301 min): BF107538.D (-1690) (-) m/z 105.10 100.00%
105.1
5000
41.0 79.0 274.3 12.00 12.20 12.40 12.60
Ol et e ey ook, 199118212080 2421 © | m/z 106.05  11.74%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #87788: Benzene, (1-methyldecyl)-
105.0
5000 USRS IR B
12.00 12.20 12.40 12.60
m/z 91.05 7.88%
0 7.0 1| 126.0147.0 175.0 2030 232.0
miz-> 20 40 60 85 100 120 140 160 180 200 220 240 260 280
Abundance
105.0
12.00 1220 12.40 12,60
5000 m/z 41.00 6.04%
oL 430 790 133.0 166.0189.0 221.0  260.0
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99254: Benzene, (1-methylundecyl)- A REEEEEaSEE
105.0 12.00 12.20 12.40 12.60
m/z 274.25 5.41%
5000
0 410 790, | 147.0168.0  207.0 2460
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107538.D

Aca On : 20 Jul 2018 21:51

Operator : JU/SJ

Sample : J4057-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 1,22-Docosanediol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.77 9.07 ng 923345 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.22-Docosanediol 342 C22H4602 022513-81-1 93
2 Tetradecanal 212 C14H280 000124-25-4 91
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 Pentadecanal- 226 C15H300 002765-11-9 91

Abundance Scan 1944 (13.771 min): BF107538.D (-1940) (-) m/z 57.00 100.00%

.0
82.0

5000

%

09.1 R
137.1 16611042 2302  278.3306.4 13.40 13.60 13.80 14.00

(o} m/z 43.00 79.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178719: 1,22-Docosanediol
55.0 82.0
5000 LA L L L L L L L LB B B
110.0 306.0 13.40 13.60 13.80 14.00
0
9.0 138.0 2760 m/z 82.05 70.06%
\H | | H “\ \\\166 0\194 0222.0 2500 343.0
Opuq”uphu. u. T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 82.0
R IEEEaEEasew
13.40 13.60 13.80 14.00
5000 m/z 55.00 68.86%
29.0
109.0
0 ’ 194.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117617: Oxirane, hexadecyl- B B
43.0 82.0 13.40 13.60 13.80 14.00

m/z 96.10 50.48%

5000

09.0

-
(

138.0

166.0 208.0 250.0
T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 40 13. 60 13 80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107538.D

Aca On : 20 Jul 2018 21:51

Operator : JU/SJ

Sample : J4057-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Oxirane, [(dodecyloxy)methyl]- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.97 4.24 ng 431316 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(dodecvloxy)methvl1- 242 C15H3002 002461-18-9 91
2 Oxalic acid. cvclobutvl octadecv... 396 C24H4404 1000309-70-8 91
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 91
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 91
Abundance Scan 1978 (13.971 min): BF107538.D (-1975) (-) m/z 57.00 100.00%
57.0
l 7.1
NSRRI SR B
13.60 13.80 14.00 14.20
) 229.2
ob A A4 J011 185022020672 spr2 TS0 68060
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #95881: Oxirane, [(dodecyloxy)methyl]-
57.0
5000 DU R B SR B
Bmmmmmmm
m/z 55.00 57.31%
Olusludu‘i”‘ H\H‘ \\\\‘1400 .EL?Z.O...|....|....|....|....|....|
miz--> 0 o 200 250 300 350 400 450
Abundance
55.0
13.60 13.80 14.00 14.20
5000 m/z 71.10 47 .78%
97.0
Oy }??'P" B S ??Z'Q' LU DAL S
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate A e
57.0 13.60 13.80 14.00 14.20
m/z 83.05 39.78%
97.0
5000
39.0
0 1, 181.0 222.0 264.0 306.0 348.0 392.0 437.0 488.0
miz--> 0 5'0 1(')0 1&1;0 200 251;0 300 3&1;0 4(')0 4&1;0 ' 13 60 13. 80 14. oo 14 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107538.D

Aca On : 20 Jul 2018 21:51

Operator : JU/SJ

Sample : J4057-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 1,19-Eicosadiene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.42 12.26 ng 1248060 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.19-Eicosadiene 278 C20H38 014811-95-1 95
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 91
Abundance Scan 2054 (14.418 min): BF107538.D (-2051) (-) m/z 57.00 100.00%
57.0
IR DAL AL B B
37.1 14.20 14.40 14.60 14.80
ol J, : Wt 18012129 250.2 3063 3561 4003 sz 43.00  81.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #126192: 1,19-Eicosadiene
55.0
96.0
5000 LN SIS B UL B
14.20 14.40 14.60 14.80
m/z 82.10 71.91%
OI'I\I\II\ hh\ A T
m/z--> 50 150 200 250 300 350 400
Abundance
43.0 82.0
P\ S
14.20 14.40 14.60 14.80
5000 m/z 55.00 68.20%
124.0
o 166.0 208.0 250.0 L/M
m/z--> §0 160 1%0 260 2éo 360 3%0 400 vﬁwavaJthJ
Abundance #117606: Octadecanal R B R e ma
43.0/ 82.0 14.20 14.40 14.60 14.80
m/z 96.10 49 .85%
5000
24.0 250.0
N J{-E EIMHI}?419| }?4;0..“. T e i=nmosaps
m/z--> 50 100 150 200 250 300 350 400 14.20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107538.D

Aca On : 20 Jul 2018 21:51

Operator : JU/SJ

Sample : J4057-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Hexadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.60 2.34 ng 237999 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 64
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 64
3 Tricosane 324 C23H48 000638-67-5 62
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 60
5 1-lodo-2-methylnonane 268 C10H211 1000101-47-9 53

Abundance Scan 2085 (14.601 min): BF107538.D (-2082) (-) m/z 57.00 100.00%
5%.0
5000 MJLVJW\,\A
119.0 LN BRI B SUNL I
168.0 o 2733 32423573 397.4 14.20 14.40 14.60 14.80 15.00
ol L hddiy 2212 %13 m/z 43.00 67.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83024: Hexadecane
57.0
5000 LR AR DR DU B
mmmmmmmmmm
m/z 71.05 67.15%
27‘0 99.0
o 4530 1410 se0 2260
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 49 .06%
i M/V}LAA’\&_/\M
oty l 4
m/z--> 55 160 1éo 200 250 300 3%0 460
Abundance #164577: Tricosane A EEE e e
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 28.90%
5000
99.0 324.0
027\~0 ‘\ ] ]\ J 1410 ‘1830 2250 2670 l
mz> 50 ' 100 ) '150' T 2k s a0 do 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107538.D

Aca On : 20 Jul 2018 21:51

Operator : JU/SJ

Sample : J4057-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 10 Heptadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.08 2.39 ng 261539 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 91
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
3 Octadecanal 268 C18H360 000638-66-4 91
4 9-Octadecen-1-ol. (2)- 268 C18H360 000143-28-2 86
5 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 86
Abundance Scan 2166 (15.077 min): BF107538.D (-2163) (-) m/z 57.00 100.00%
571.0
96.0
5000
0 T e T m/z 43.00 74_.41%
m/z--> 50 100 150 200 250 300 350
Abundance #105849: Heptadecanal
43.0
5000 LA B BUMIULE SR I

14.80 15.00 15.20 15.40
m/z 82.05  73.46%

82.0
|
A

3
ol || | 1520 20802360

|
. —
m/z--> 50 100 150 200 250 300 350
Abundance
82.0
R A B B
43.0 14.80 15.00 15.20 15.40
5000 m/z 55.00 71.23%
111.0
o 152.0183.0211.0 250.0
e A e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal A BRREEEEE LS
43.0, 82.0 14.80 15.00 15.20 15.40
m/z 96.00 52.71%
5000
}Jlllo
222.0
SR R0 D UNECTRET S i
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107538.D

Aca On : 20 Jul 2018 21:51

Operator : JU/SJ

Sample : J4057-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknownl7.62 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.62 5.68ng 621101  Perylene-di2 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-Bromo-5-fluorobenzvl alcohol. ... 274 C12HI6BFFO  1000375-22-3 43

001658-08-8 38
032454-18-5 38
010309-44-1 38

2 Acridine. 1.2.3.4.5.6.7.8-octahv... 187 C13H17N
3 Hvdratropaldehvde. .alpha.-methv... 216 C11H11F30
4 Benzene. 1-(3-ethenvl-3.7-dimeth... 270 C19H260

5 2-Bromo-5-fluorobenzyl alcohol, ... 274 C12H16BrFO 1000375-22-1 38
Abundance Scan 2598 (17.618 min): BF107538.D (-2593) (-) m/z 187.10 100.00%
187.1
5000 550 1191
2593 393.3 ' 17.40 17.60 17.80 18.00
1 18. 291.2 326.1 360.2 %77 : o2 21 :
0 . m/z 55.00 37.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #122222: 2-Bromo-5-fluorobenzyl alcohol, 3-methylbuty! ether
187.0
109.0
5000 TT T T[T T I T [T T T T[T T TT[TT
43.0 17.40 17.60 17.80 18.00
‘ % m/z 189.15 37.76%
0 ...,.%'P., 1920 | ] 2100 ??ﬁq T
m/z--> 50 100 150 200 250 300 350 400
Abundance
187.0
e o S I i
17.40 17.60 17.80 18.00
5000 m/z 119.05 37.45%
39.0 77.0 144.0
O L e o o e B LA s e e o e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #73799: Hydratropaldehyde, .alpha.-methyl-m-(trifluoromethyl) R EEEEEEEE
187.0 17.40 17.60 17.80 18.00
m/z 109.10 31.79%
41.0
5000
750 109.0 151.0
0..WL}.HW.“”“‘J‘L FJH,.... L e e e O LA e e o S I i o
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072018\
Data File : BF107538.D

Acq On : 20 Jul 2018 21:51

Operator : JU/SJ

Sample - J4057-13

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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... 5.21 9.8 ng 963845 1 6.97 1961940 20.0
unknown6 .74 6.74 59.8 ng 5863110 1 6.97 1961940 20.0
Tridecanoic acid 12.02 3.8 ng 474479 4 11.51 2481740 20.0
Benzene, (1-methy... 12.30 2.4 ng 300331 4 11.51 2481740 20.0
1,22-Docosanediol 13.77 9.1 ng 923345 5 14.15 2035250 20.0
Oxirane, [(dodecy... 13.97 4.2 ng 431316 5 14.15 2035250 20.0
1,19-Eicosadiene 14.42 12.3 ng 1248060 5 14.15 2035250 20.0
Hexadecane 14.60 2.3 ng 237999 5 14.15 2035250 20.0
Heptadecanal 15.08 2.4 ng 261539 6 15.69 2186140 20.0
unknownl7 .62 17.62 5.7 ng 621101 6 15.69 2186140 20.0
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