LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109550.D

Aca On : 3 Oct 2018 16:59

Operator : JU/SJ

Sample : J5194-03 2X

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-BF092218 .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 4.887 472 476 484 rBV 29132 38609 1.79% 0.253%
2 5.316 545 549 573 rBV 600074 810608 37.56% 5.312%
3 6.340 720 723 742 rBV 664520 887514 41.13% 5.816%
4 6.469 742 745 757 rVvV 808797 916436 42.47% 6.006%
5 6.551 757 759 764 rVB 24568 23700 1.10% 0.155%
6 6.704 782 785 794 rBV 474100 494822 22.93% 3.243%
7 6.857 808 811 820 rBV 747652 670452 31.07% 4 .394%
8 7.263 876 880 886 rBV 453531 490331 22.72% 3.213%
9 7.310 886 888 893 rVB 37938 39750 1.84% 0.260%
10 7.981 999 1002 1010 rBV 580309 621162 28.79% 4_.071%
11 8.281 1049 1053 1056 rBv4 15302 21727 1.01% 0.142%
12 8.416 1072 1076 1081 rBvV2 29249 33381 1.55% 0.219%
13 8.587 1102 1105 1108 rBV 61892 48126 2.23% 0.315%
14 9.016 1176 1178 1181 rVB2 33165 27499 1.27% 0.180%
15 9.057 1181 1185 1197 rBV 889171 828804 38.41% 5.431%
16 9.151 1197 1201 1204 rVvV 59912 59013 2.73% 0.387%
17 9.451 1249 1252 1257 rBV 227874 219718 10.18% 1.440%
18 9.675 1288 1290 1293 rBV 64566 49825 2.31% 0.327%
19 9.734 1295 1300 1307 rBV 608351 575074 26.65% 3.769%
20 9.916 1325 1331 1333 rBV5 11929 23335 1.08% 0.153%
21 10.175 1371 1375 1382 rBV 60462 54020 2.50% 0.354%
22 10.392 1405 1412 1415 rBV 26731 35565 1.65% 0.233%
23 10.516 1429 1433 1442 rBV 459286 479038 22.20% 3.139%
24 10.645 1452 1455 1462 rBV 66964 85636 3.97% 0.561%
25 11.092 1527 1531 1533 rBV 57039 49121 2.28% 0.322%
26 11.122 1533 1536 1541 rVB 27496 25741 1.19% 0.169%
27 11.210 1548 1551 1559 rBV 581788 559821 25.94% 3.669%
28 11.516 1600 1603 1606 rBV 51972 38399 1.78% 0.252%
29 11.610 1616 1619 1625 rVB 463904 436999 20.25% 2.864%
30 11.745 1639 1642 1646 rBV2 85294 91106 4.22% 0.597%
31 11.922 1665 1672 1679 rBV 52802 75858 3.52% 0.497%

32 12.298 1732 1736 1738 rBV 2212933 2157909 100.00% 14.142%
33 12.316 1738 1739 1748 rVB 1673910 1447751 67.09% 9.488%
34 12.404 1751 1754 1758 rBV2 367198 371392 17.21% 2.434%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109550.D

Aca On : 3 Oct 2018 16:59

Operator : JU/SJ

Sample : J5194-03 2X

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\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.451 1760 1762 1766 rVB4 28215 35456 1.64% 0.232%
36 12.527 1773 1775 1779 rBvV4 25413 27431 1.27% 0.180%
37 12.639 1790 1794 1798 rBV 87224 107305 4._.97% 0.703%
38 12.675 1798 1800 1803 rVB 30114 28706 1.33% 0.188%
39 12.792 1816 1820 1828 rBV 794223 775732 35.95% 5.084%
40 12.957 1845 1848 1850 rBV2 59880 63743 2.95% 0.418%
41 13.033 1858 1861 1866 rBV2 59560 91010 4.22% 0.596%
42 13.122 1874 1876 1879 rBVY 48487 47932 2.22% 0.314%
43 13.233 1892 1895 1899 rBV5 34792 45939 2.13% 0.301%
44 13.698 1972 1974 1983 rVB3 58685 91794 4._.25% 0.602%

45 13.839 1994 1998 2005 rBVY 700404 708948 32.85% 4.646%

46 15.245 2233 2237 2240 rBVY 349161 447019 20.72% 2.929%

Sum of corrected areas: 15259257
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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\BF100318\

BF109550.D
3 Oct 2018 16:59
JussJ
J5194-03 2X
12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109550.D

Aca On : 3 Oct 2018 16:59

Operator : JU/SJ

Sample : J5194-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 3

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

6.47 37.04 ng 916436 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 745 (6.469 min): BF109550.D (-742) (-) m/z 132.00 100.00%
132.0
5000 68.1 @
40.0 9.1 6.20 6.40 6.60 6.80
o} I B e B B m/z 68.10 43.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000
6.20 6.40 6.60 6.80
33.0 105.0 m/z 134.00 31.96%
5.0 100 g5
o} e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
6.20 6.40 6.60 6.80
5000 m/z 66.00 28.83%
104.0
0 27'0 5]\-”.\0 66‘.0 \H\ 89'0 “
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! S RN R e s
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.72%
74.0
5000 ggo 1160
0...|....|...‘.‘,‘.‘..‘.“,..“..f‘l“..‘.“,..“‘. ..:!'5.8[9...,].'8.9'.0. WWLL’."’WVY
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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109550.D

Aca On : 3 Oct 2018 16:59

Operator : JU/SJ

Sample : J5194-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Tetradecane Concentration Rank 12

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

9.15 2.05 ng 59013 Acenaphthene-d10 9.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Tridecane 184 C13H28 000629-50-5 87
3 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78

Abundance Scan 1201 (9.151 min): BF109550.D (-1197) (-) m/z 57.05 100.00%
57.0
5000 41, 85.0
T
8.80 9.00 9.20 9.40
112.0127.1
(o} ! m/z 43.05 77 .34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane
57.0
41)0
5000 85.0 8.|80 9.60 9.'20 9.110 '
m/z 71.05 61.46%

11&3.0 141.0 169.0 198.0

o SRS M AP a0 i
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
57.0
e LA B E R e B S
8.80 9.00 9.20 9.40
5000 m/z 85.05 40.57%
41l 85.0
oL 200 “\‘ L4y, 1130 14101560  184.0
I B B o B e e T e mma e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28445: Octane, 2,4,6-trimethyl-
57.0 8.80 9.00 9.20 9.40
m/z 41.00 38.85%
5000
41,0 85.0
0 26}() \‘\ \‘\ H‘ | 1q0'0 127.0 156.0
B A B o e e B B o oy B R e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109550.D

Aca On : 3 Oct 2018 16:59

Operator : JU/SJ

Sample : J5194-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 7
R.T. EstConc Area Relative to ISTD R.T.
10.65 3.06 ng 85636 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 1456 (10.651 min): BF109550.D (-1452) (-) m/z 57.10 100.00%
51.1
5000 85.1
1271 4691 " 10.40 10.60 10.80 11.00
01 m/z 71.10 76.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94345: Heptadecane
57.0

5000

10.40 10.60 10.80 11.00
m/z 43.00 70.97%

29.0

1130 1410 169.0 196.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83023: Hexadecane
57.0
T T
10.40 10.60 10.80 11.00
5000 m/z 85.10 42 .36%
85.0
29.0
a3 L o = S et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105884: Octadecane R
57.0 10.40 10.60 10.80 11.00
m/z 41.05 30.35%
5000 85.0
29.0
0 ol ‘ Il H‘ 11?0 A 1410 169.0 197.0 2250 254.0
o e e W e e A RRRARE T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109550.D

Aca On : 3 Oct 2018 16:59

Operator : JU/SJ

Sample : J5194-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.61 15.61 ng 436999 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Undecanoic acid. 10-methvl-. met... 214 C13H2602 005129-56-6 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
Abundance Scan 1619 (11.610 min): BF109550.D (-1616) (-) m/z 74.00 100.00%
74.0
5000
43.0
|| ) 0970 0y ™ pisse 212 s | 120 Tiad e 1R 1200
0 ,....,....',.-.'.. Wit 288 ey m/Z 87.00  70.23%
miz--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119407: Hexadecanoic acid, methyl ester
74.0
5000 AR BRI SRR IS I
430 1120 11.40 11.60 11.80 12.00
‘ 143.0 1350 9970 270.0 m/z 43.05 32.88%
ok el AL WDt | 10397980, T 1
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11.20 11,40 11.60 11.80 12.00
5000 43.0 270.0 m/z 41.05 25.23%
143.0 2970
97.0 185.0
o, M\ iy 4210 | 163070050 | L |
miz-> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #72721. Undecanoic acid, 10-methyl-, methyl ester R R R e e
74.0 11.20 11.40 11.60 11.80 12.00
m/z 55.10 24 .98%
5000
1430 41710
0 53‘\ ‘H‘ ‘\ 970 \1210 ‘ ] ‘ ‘\ 21‘4.0
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 1120 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109550.D

Aca On : 3 Oct 2018 16:59

Operator : JU/SJ

Sample : J5194-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.75 3.25 ng 91106 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 68
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
3 n-Decanoic acid 172 C10H2002 000334-48-5 52
4 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 11
5 Heneicosane 296 C21H44 000629-94-7 11
Abundance Scan 1643 (11.751 min): BF109550.D (-1639) (-) m/z 73.00 100.00%
3.0
5000 129.1
157.1 2132
1851 256.2 11.40 11.60 11.80 12.00
(o} m/z 43.10 93.33%
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0
5000 129.0 DR AR RARARRARRE
nmnmnmnm
m/z 60.00 82.98%
0}§?i.¢|”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
d.0
AR AR SR RS &
11.40 11.60 11.80 12.00
5000 129.0 m/z 57.10 72.21%
83.0
J‘L 157.0 1g50 2130 256.0
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39474: n-Decanoic acid B A EEsmamaE T
73.0 11.40 11.60 11.80 12.00
m/z 41.00 69.18%
129.0
5000
0 ‘ 1?10\‘ I | 1720
miz-> 20 40 - 60 y 8'0' 180 130 140 160 150 200 330 240 260 11140 11,60 11.80 1200
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109550.D

Aca On : 3 Oct 2018 16:59

Operator : JU/SJ

Sample : J5194-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.71 ng 75858 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Dodecane. 1l-iodo- 296 C12H251 004292-19-7 83
3 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 83
4 Hexadecane 226 C16H34 000544-76-3 80
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80

Abundance Scan 1672 (11.922 min): BF109550.D (-1665) (-) m/z 57.05 100.00%

571.0

5000

1131 1410 1690 2081 2401 11.60 11.80 12.00 12.20

0 m/z 71.05 76.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57.0
85.0
5000 R DA PR PR SRR

1160 11,80 12.00 1220
29.0 m/z 43.05 71.58%

1130 1410 160, 0 197.0 240.0

|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #140552: Dodecane, 1-iodo-
57.0
11.60 11.80 12.00 12.20
5000 85.0 m/z 85.10 56.93%
29.0 t 113.0 155.0
MO A S Y .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo- T e ]
57.0 11.60 11.80 12.00 12.20
m/z 41.00 33.64%
5000 85.0
28.0
113.0 183.0
0...P.”,.”{,”.w..”,”..P.”,i§§9.””....” - O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109550.D

Aca On : 3 Oct 2018 16:59

Operator : JU/SJ

Sample : J5194-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.30 77.09 ng 2157910 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 Methyl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 98
Abundance Scan 1736 (12.298 min): BF109550.D (-1732) (-) m/z 67.05 100.00%
67.0

41.1
5000

263.3 2943 12.00 12.20 12.40 12.60
m/z 81.05 84_97%

123.1 1501

1781 2202
Ob el

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0

5000 LIS L L L L L L L LB LB
12. 00 12. 20 12. 40 12. 60
m/z 55.10 62.64%
ol 123.0 1490 4759 2620 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester

67.0

12.00 12.20 12.40 12.60
m/z 95.10 56.81%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- L e L  RER
410 670 12.00 12.20 12.40 12.60
m/z 41.10 54 .53%
5000 95.0

123.0 150.0 294.0
\ “ TR ,178.0 220.0 263.0 \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 00 12.20 12.40 12.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109550.D

Aca On : 3 Oct 2018 16:59

Operator : JU/SJ

Sample : J5194-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.32 51.72 ng 1447750 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. methvl ester 296 C19H3602 002462-84-2 99
2 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
3 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
5 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
Abundance Scan 1740 (12.322 min): BF109550.D (-1738) (-) m/z 55.10 100.00%
1
5000
264.3 e e
1371 1802 2223 296.3 12.00 12.20 12.40 12.60
o} ' m/z 41.10 69.69%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141275: 9-Octadecenoic acid, methyl ester
5000 RNV BN BN
12.00 12.20 12.40 12.60
m/z 69.10 68.85%
296.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141290: 11-Octadecenoic acid, methyl ester
58.0
12.00 12.20 12.40 12.60
5000 m/z 74.00 56.97%
29.0
222.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester I R A
58.0 12.00 12.20 12.40 12.60
m/z 83.10 54 .18%
5000
o 296.0
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1200 12.20 1240 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109550.D

Aca On : 3 Oct 2018 16:59

Operator : JU/SJ

Sample : J5194-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hentriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.03 2.57 ng 91010 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Hentriacontane 437 C31H64 000630-04-6 59
3 Heptadecane 240 C17H36 000629-78-7 58
4 Undecane. 2.3-dimethyl- 184 C13H28 017312-77-5 52
5 Dodecane 170 C12H26 000112-40-3 52
Abundance Scan 1860 (13.027 min): BF109550.D (-1858) (-) m/z 57.10 100.00%
57.1
5000
1450 189.0226.0 "' 12180 13.00 13.20 1340
o——L, m/z 71.10 82.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83024: Hexadecane
57.0
5000 RN UL SULEULE UL B
nmmmnmmm
m/z 43.05 79.47%
o J || | 129° 141.0 1830 2260
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #223852: Hentriacontane
57.0
"' 12180 13.00 13.20 1340
5000 m/z 85.10 57 .66%
99.0
0 J | || 1410 183.0 2250 2670 309.0 351.0 437.0
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #94346: Heptadecane LI L L B B BB
57.0 12.80 13.00 13.20 13.40
m/z 55.05 52.48%
5000
99.0
o150 I \1 141.0 1830  240.0
m/z--> % 1& ﬁo ﬂ)z% ﬁo ﬁ)4& ! nmmmnmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109550.D

Aca On : 3 Oct 2018 16:59

Operator : JU/SJ

Sample : J5194-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 12 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.70 2.59 ng 91794 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 92
2 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 64
3 Heptadecane 240 C17H36 000629-78-7 60
4 Octadecane 254 C18H38 000593-45-3 60
5 Eicosane 282 C20H42 000112-95-8 60
Abundance Scan 1974 (13.698 min): BF109550.D (-1972) (-) m/z 57.10 100.00%
57.1
85.1
5000
‘ 13.40 13.60 13.80 14.00
ob—— bl m/z 43.10 81.81%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0
85.0
5000 LR AR BRI BRI SR
13. 40 13. 60 13. 80 14. oo
29.0 m/z 71.10 68.32%
o thﬁwmmm%mm 268.0
m/z--> 50 100 150 200 250 300 350
Abundance #185101: 1-Octadecanesulphonyl chloride
57.0
13.40 13.60 13.80 14.00
5000 85.0 m/z 85.10 54 _.35%
29.0
oL I \ﬁ‘m Moo w0
m/z--> 50 150 200 250 300 350
Abundance #94345: Heptadecane L L L L N LB BB
57.0 13.40 13.60 13.80 14.00
m/z 55.10 50.36%
5000 85.0
29.0
m/z--> % ﬁo 150 @ 250 3& 350 1Mm%mmmmo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100318\
Data File : BF109550.D

Acq On : 3 Oct 2018 16:59

Operator : JU/SJ

Sample : J5194-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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]
unknown6 .47 6.47 37.0 ng 916436 1 6.70 494822 20.0
Tetradecane 9.15 2.0 ng 59013 3 9.73 575074 20.0
Hexadecane 10.65 3.1 ng 85636 4 11.21 559821 20.0
Hexadecanoic acid... 11.61 15.6 ng 436999 4 11.21 559821 20.0
Pentadecanoic acid 11.75 3.3 ng 91106 4 11.21 559821 20.0
Heptadecane 11.92 2.7 ng 75858 4 11.21 559821 20.0
9,12-Octadecadien... 12.30 77.1 ng 2157910 4 11.21 559821 20.0
9-Octadecenoic ac... 12.32 51.7 ng 1447750 4 11.21 559821 20.0
Hentriacontane 13.03 2.6 ng 91010 5 13.84 708948 20.0
Nonadecane 13.70 2.6 ng 91794 5 13.84 708948 20.0
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