LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011818\
Data File : BF102197.D

Aca On : 18 Jan 2018 17:52

Operator : SJ/JU

Sample : J1010-06 2X

Misc :

ALS Vial : 7 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 5.322 545 550 553 rBY 2189198 1967360 10.54% 3.345%
2 6.351 720 725 735 rVB 2232774 2055050 11.01% 3.494%
3 6.487 743 748 751 rBVY 2296864 2073117 11.11% 3.525%
4 6.716 784 787 791 rBV 1148103 992120 5.32% 1.687%
5 6.875 810 814 817 rBVY 1835012 1575563 8.44% 2.679%
6 7.281 878 883 886 rBY 1439911 1247226 6.68% 2.120%
7 7.998 1000 1005 1009 rBV 1494907 1381994 7.41% 2.350%
8 9.075 1184 1188 1192 rBVY 2362934 2160817 11.58% 3.674%
9 9.475 1251 1256 1259 rBV 256074 257571 1.38% 0.438%
10 9.751 1300 1303 1307 rVB 1444582 1303649 6.99% 2.216%

11 10.539 1431 1437 1440 rBV 1259593 1095170 5.87% 1.862%
12 10.657 1454 1457 1462 rBV 174276 195043 1.05% 0.332%
13 11.233 1552 1555 1558 rBV 1285516 1103837 5.92% 1.877%
14 11.645 1619 1625 1628 rBV 6172363 6669907 35.75% 11.340%
15 12.345 1735 1744 1746 rBV 7696819 18657123 100.00% 31.719%

16 12.368 1746 1748 1752 rVvVv2 7810766 8273412 44.34% 14.066%
17 12.433 1755 1759 1764 rVB 3656185 3376941 18.10% 5.741%
18 12.674 1792 1800 1802 rBV3 123495 199640 1.07% 0.339%
19 12.821 1819 1825 1829 rBV 1702636 1556093 8.34% 2.646%
20 13.068 1861 1867 1875 rVB2 263728 379221 2.03% 0.645%

21 13.145 1877 1880 1883 rBV 362501 319700 1.71% 0.544%
22 13.815 1990 1994 1998 rBV 313125 287328 1.54% 0.488%

23 13.868 1998 2003 2006 rBV 949045 904534 4._.85% 1.538%
24 15.286 2239 2244 2247 rBV 650940 787533 4.22% 1.339%

Sum of corrected areas: 58819949
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

U:\HPCHEMI\BNA F\DATA\BF011818\

BF102197.D

18 Jan 2018 17:52

SJ/JuU

J1010-06 2X

7 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF010918.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 : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102197.D

Aca On : 18 Jan 2018 17:52

Operator : SJ/JU

Sample : J1010-06 2X

Misc :

ALS Vial : 7 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 unknown6.49 Concentration Rank 5

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

6.49 41.79 ng 2073120 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.492 min): BF102197.D (-743) (-) m/z 132.00 100.00%
132.0
5000
68.1
%00 o1 "% oub ok ko
54.0 - - - -
o....,....p:...,.:..,.:ln.',..7.55,0....,..!.,.1??.1,....,....,"...,.. m/z 134.00 32.66%
m/z--> 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 RSN AR R A
6.20 6.40 6.60 6.80
210 510 m/z 68.10 28.46%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
S RS RARAE AR RARS
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 17.37%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine R e e
132.0 6.20 6.40 6.60 6.80
m/z 96.10 12.64%
97.0
5000 0.0
31.0 52.0
o . 86.0 107.0116.0
m/z--> 30 40 5'0 6|0 7'0 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102197.D

Aca On : 18 Jan 2018 17:52

Operator : SJ/JU

Sample : J1010-06 2X

Misc :

ALS Vial : 7 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 3 Tridecane, l-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.66 3.53 ng 195043 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 90
2 Eilcosane 282 C20H42 000112-95-8 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Hexadecane 226 C16H34 000544-76-3 87
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 1458 (10.663 min): BF102197.D (-1454) (-) m/z 57.05 100.00%
57.0
5000 85.1
| 131 1400 1601 1045 1060 1030 1100
Olrrrprrrefhr ol e A b b || M/ 7110 68.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 LI B B SULRLE B
850 10. 40 10|60 10|80 11'00
28.0 m/z 43.00 65.53%
ol i | (130 1550 199 310.0
PR S S P A Mgty g Nt sy M g M
Abundance
57.0
10,40 10.60 10.80 11.00
5000 m/z 85.10 38.60%
85.0
29.0

113.0 141.0 169.0 197.0 225.0 253.0 282.0

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

Abundance #94346: Heptadecane P T T e T

57.0 10.40 10.60 10.80 11.00
m/z 41.10 29.16%

85.0
5000
29.0
Ol L 4 o 141-0 160.0 197.0 2400

e e e e e e e e e R B B a R T S

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

8270-BF010918.M Fri Jan 19 10:10:27 2018

Page: 4



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102197.D

Aca On : 18 Jan 2018 17:52

Operator : SJ/JU

Sample : J1010-06 2X

Misc :

ALS Vial : 7 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.65 120.85 ng 6669910 Phenanthrene-d10 11.23
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 92
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 87
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
Abundance Scan 1626 (11.651 min): BF102197.D (-1619) (-) m/z 73.95 100.00%
74.0
5000
43.0 143.1 227.2 I B B
97.0 | 185.2 270.3 11.40 11.60 11.80 12.00
0 ,....,‘...|.|', Al gt | oresd Gt L L w7 Tm/z 87.00  78.15%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 L UL S IR S
43.0 1140 11.60 11.80 12.00
143.0 m/z 43.05 28.48%
miz> % 40 60 sd"iéé"iéb"iié"ieé"isé"éoé"ézb"é&é"ééé"'
Abundance
74.0
" 11.40 11,60 11.80 12.00
5000 43.0 m/z 143.10 26.16%
. 9701370 30 1g50 2270 2700
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methy! tetradecanoate s B
74.0 11.40 11.60 11.80 12.00

m/z 55.00 23.95%

5000

N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

143.0
L0 gl 10005 1710 190 2420
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102197.D

Aca On : 18 Jan 2018 17:52

Operator : SJ/JU

Sample : J1010-06 2X

Misc :

ALS Vial : 7 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 5 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.35 338.04 ng 18657100 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99

Abundance Scan 1745 (12.351 min): BF102197.D (-1735) (-) m/z 67.10 100.00%

67.1

5000

T

1782 o002 2633 2943 12.00 12.20 12.40 12.60
m/z 81.05 88.07%

123.1 150.1

(o]

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

e

5000

12:00 12.20 12.40 12.60
m/z 55.10 75.65%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41.0 67.0
R R e
12.00 12.20 12.40 12.60
5000 95.0 m/z 41.10 61.11%
. 123.0 1490 1750 262.0 294.0
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)- T A
410 67.0 12.00 12.20 12.40 12.60
m/z 95.10 60.99%
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. OO 12. 20 12. 40 12 60

o
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102197.D

Aca On : 18 Jan 2018 17:52

Operator : SJ/JU

Sample : J1010-06 2X

Misc :

ALS Vial : 7 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 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.37 149.90 ng 8273410 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 90
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 89
3 cis-13-0ctadecenoic acid. methvl... 296 C19H3602 1000333-58-3 83
4 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 80
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 80
Abundance Scan 1748 (12.368 min): BF102197.D (-1746) (-) m/z 55.10 100.00%

5000

L

12. 00 12. 20 12. 40 12. 60

0 m/z 41.10 90.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
55.0
5000 LI L L L L L LB L
12.00 12.20 12.40 12.60
29.0 264.0 m/z 74.10 70.15%
" 1380 1800 2220 296.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
R S el Ramae
12.00 12.20 12.40 12.60
5000 87.0 m/z 69.10 65.41%
29.0 111.0 264.0
1380 1800 2220 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141299: cis-13-Octadecenoic acid, methyl ester e e
12.00 12.20 12.40 12.60

m/z 43.10 58.51%

5000

264.0
138.0 180.0 222.0

29.0 296.0

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
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102197.D

Aca On : 18 Jan 2018 17:52

Operator : SJ/JU

Sample : J1010-06 2X

Misc :

ALS Vial : 7 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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.43 61.19 ng 3376940 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 94
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Heptadecanoic acid. 15-methvl-., ... 298 C19H3802 054833-55-5 86
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86
Abundance Scan 1758 (12.427 min): BF102197.D (-1755) (-) m/z 74.00 100.00%
74.0
5000 43.1
\ s 255.3 " 12.20 12,40 12.60 12,80
199.2 . . . .
0 ...,....,....|',..|'. '.-...",'..1.??.9..,[...1.7.?.1.... 22 283 hyz 87.05  73.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 " 12.20 12,40 12.60 12,80
143.0 -
43.0 ‘ wao 0 m/z 43.10 40.62%
97.0
diso L LT ame, L are
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
12.20 12.40 12.60 12.80
5000 m/z 55.05 30.07%
143.0 255.0
970 199.0 298.0
o 171.0 227.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107596: Pentadecanoic acid, methyl ester T P T T
74.0 12.20 12.40 12.60 12.80
m/z 41.05 26 .39%
5000
43.0
H“‘ 1010 30 ..., 2130 2560
0.”.”..”..m..”..”..”.”..”..””‘””.u”.”..”..”... e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102197.D

Aca On : 18 Jan 2018 17:52

Operator : SJ/JU

Sample : J1010-06 2X

Misc :

ALS Vial : 7 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 cis-9-Hexadecenoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

13.07 8.38 ng 379221 Chrysene-di12 13.87

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 76
2 9-Hexadecenoic acid 254 C16H3002 002091-29-4 72
3 cis-10-Heptadecenoic acid 268 C17H3202 029743-97-3 72
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 72
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 64

Abundance Scan 1867 (13.068 min): BF102197.D (-1861) (-) m/z 55.05 100.00%

5000

12.80 13.00 13.20 13.40
m/z 69.05 64.91%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105678: cis-9-Hexadecenoic acid

5000 R  RREREREE RS
12.80 13.00 13.20 13.40
29.0 111.0 m/z 41.05 58.24%
. : 165.0 194.0 236.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
o
12.80 13.00 13.20 13.40
5000 83.0 m/z 83.05 52.09%
29.0
111.0

138.0 1650 194.0 2360
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117468: cis-10-Heptadecenoic acid I RN BEEEE S
12.80 13.00 13.20 13.40

m/z 43.05 50.23%

5000

137.0 166.0 2080 2200

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102197.D

Aca On : 18 Jan 2018 17:52

Operator : SJ/JU

Sample : J1010-06 2X

Misc :

ALS Vial : 7 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 Eicosanoic acid, methyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.14 7.07 ng 319700 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 97
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 91
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
5 Methyl stearate 298 C19H3802 000112-61-8 90

Abundance Scan 1879 (13.139 min): BF102197.D (-1877) (-) m/z 74.00 100.00%
74.0
5000 43.1 J
, ' 283.2 12.80 13.00 13.20 13.40
o 174.1199.1  241.2 326.3 /7 87 00 6 650
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166219: Eicosanoic acid, methyl ester
74.0
5000
12.80 13.00 13.20 13.40
43.0 143.0 3260 | M/z 43.10 49.57%
ol15:0. \‘ ol 1010 \ 171019902270255028‘30‘ ‘
m/z--> 20 40 éo éo 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74.0
12.80 13.00 13.20 13.40
5000 m/z 55.00 37 .69%
43.0
1000 0 1850502410 2840
o} :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #143185: Heptadecanoic acid, 16-methyl-, methy! ester A B e
74.0 12.80 13.00 13.20 13.40
m/z 57.05 26.10%
5000
43.0
143.0 298.0
101.0 255.0
o380 | LIS [ 0190020702500 Tl et Ul
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102197.D

Aca On : 18 Jan 2018 17:52

Operator : SJ/JU

Sample : J1010-06 2X

Misc :

ALS Vial : 7 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 Docosanoic acid, methyl ester Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.82 6.35 ng 287328 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 99
2 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 95
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 91
4 Methvl stearate 298 C19H3802 000112-61-8 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 80

Abundance Scan 1995 (13.821 min): BF102197.D (-1990) (-) m/z 74.00 100.00%
74.0
5000 431
1360 13.80 14.00 14.20
0 m/z 87.00 81.44%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74.0
43.0
5000
13.60 13.80 14.00 14.20
143.0 m/z 43.10 50.73%
: 354.0
o220 ““ [LJ1910 | 1710199.0227.0255.0283,03110
m/z--> 50 100 150 200 250 300 350
Abundance
74.0
1360 13.80 14.00 14.20
5000 m/z 57.10 36.07%
143.0 354.0
311.0
101.0 171.07%99227.0%> %2830
O T e e e T s I
m/z--> 50 100 150 200 250 300 350
Abundance #154943: Nonadecanoic acid, methy! ester B EREmmEEs o
74.0 13.60 13.80 14.00 14.20
m/z 55.00 33.36%
5000
" 143.0 3180
. : 269.0
01.54.()% .JllJJ.J.J’.‘L:.I-CJ)‘l:I-?.E. "15';5:0?]:3.'()?4}.0"' .‘.l.‘...l. R R e
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF011818\
Data File : BF102197.D

Acq On : 18 Jan 2018 17:52

Operator : SJ/JU

Sample : J1010-06 2X

Misc :

ALS Vial : 7 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]
unknown6 .49 6.49 41.8 ng 2073120 1 6.72 992120 20.0
Tridecane, l-iodo- 10.66 3.5 ng 195043 4 11.23 1103840 20.0
Hexadecanoic acid... 11.65 120.8 ng 6669910 4 11.23 1103840 20.0
10,13-Octadecadie... 12.35 338.0 ng 18657100 4 11.23 1103840 20.0
16-Octadecenoic a... 12.37 149.9 ng 8273410 4 11.23 1103840 20.0
Methyl stearate 12.43 61.2 ng 3376940 4 11.23 1103840 20.0
cis-9-Hexadecenoi... 13.07 8.4 ng 379221 5 13.87 904534 20.0
Eicosanoic acid, ... 13.14 7.1 ng 319700 5 13.87 904534 20.0
Docosanoic acid, ... 13.82 6.3 ng 287328 5 13.87 904534 20.0
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