LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108443.D

Aca On : 24 Aug 2018 1:32

Operator : JU/SJ

Sample = J4283-05 10X

Misc :

ALS Vial : 21 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-BF080818 .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 5.619 554 558 568 rBV 239622 256377 2.70% 1.050%
2 6.613 723 727 738 rBV 271812 281704 2.97% 1.154%
3 6.766 749 753 759 rBV 325254 285842 3.02% 1.171%
4 7.001 789 793 796 rBV 901111 784917 8.28% 3.215%
5 7.154 815 819 826 rBV 261917 220742 2.33% 0.904%
6 7.560 884 888 897 rBV 168208 198589 2.09% 0.813%
7 8.283 1006 1011 1015 rBV 1198890 972345 10.26% 3.983%
8 9.354 1190 1193 1200 rBV 386004 311932 3.29% 1.278%
9 9.613 1234 1237 1242 rBV 107841 95325 1.01% 0.390%
10 10.048 1307 1311 1314 rBVY 1085451 1013080 10.69% 4.149%

11 10.836 1441 1445 1452 rBV 118921 114809 1.21% 0.470%
12 11.542 1561 1565 1568 rBV 931875 853475 9.00% 3.496%
13 11.830 1611 1614 1618 rVB 232545 200947 2.12% 0.823%
14 11.912 1624 1628 1631 rVB 3411080 2926261 30.87% 11.986%
15 12.601 1741 1745 1746 rBV 2211196 1983760 20.93% 8.125%

16 12.630 1746 1750 1756 rVvV 8609085 9480110 100.00% 38.829%
17 12.706 1759 1763 1766 rVB 2253276 2016899 21.28% 8.261%
18 13.124 1830 1834 1836 rBV 266923 230465 2.43% 0.944%
19 13.301 1857 1864 1867 rBV9 44341 99062 1.04% 0.406%
20 13.353 1867 1873 1878 rVB 250983 277807 2.93% 1.138%

21 13.430 1882 1886 1889 rVvVv 190612 165645 1.75% 0.678%
22 13.865 1955 1960 1965 rVB2 104848 135350 1.43% 0.554%
23 14.095 1996 1999 2003 rBV 140379 144215 1.52% 0.591%
24 14.195 2012 2016 2019 rBV 797681 747911 7.89% 3.063%
25 15.747 2274 2280 2286 rBV 457301 617414 6.51% 2.529%

Sum of corrected areas: 24414983
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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

Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\
BF108443.D
24 Aug 2018
Ju/sJ
J4283-05 10X

1:32
21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818.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\BF082318\
Data File : BF108443.D

Aca On : 24 Aug 2018 1:32

Operator : JU/SJ

Sample : J4283-05 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 1 unknown6.77 Concentration Rank 6

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

6.77 7.28 ng 285842 1,4-Dichlorobenzene-d4 7.00
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 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 754 (6.772 min): BF108443.D (-749) (-) m/z 132.00 100.00%
13R.0
5000 8.1
96.0 SRR SR AN R
40.0 540 | 780 | 6.0 6.40 6.60 6.80 7.00 7.20
Ol b bt £30 L W00 L Tm/z 68.10  35.78%
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 N
5000 LI LS I R
6.40 6.60 6.80 7.00 7.20
310 510 78.0 m/z 134.00 32.99%
OH'WL“ww!“JL'w'“!w'“l“'w'“'w'“ SABSSRABIRABENE
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 24 .76%
33.0 44.0 0.0 105.0
0"“|ﬂ'“|'“'ﬂ'“é??“'l'“'?P'“l"ﬂw"h'ﬁ%qpl“"l“"l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 L
Abundance #14395: 1,3,5-Trifluorobenzene R B e
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 15.78%
5000
63.0 81.0
31.0 50.0 ‘ 101.0 112.0 |
’r-——f—rrrrrt et et e e B e o
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108443.D

Aca On : 24 Aug 2018 1:32

Operator : JU/SJ

Sample : J4283-05 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 9-Hexadecenoic acid, methyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.83 4.71 ng 200947 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 90
2 7-Hexadecenoic acid. methvl este... 268 C17H3202 056875-67-3 86
3 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 47
4 Palmitoleic acid 254 C16H3002 000373-49-9 46
5 Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 46
Abundance Scan 1614 (11.830 min): BF108443.D (-1611) (-) m/z 55.05 100.00%
58.0
5000 :
1231 1521 194.2 . 11.60 11.80 12.00 12.20
0 m/z 41.10 68.56%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-
55.0
74.0
5000 RS RS AL RN R
11,60 11.80 12.00 12.20
m/z 69.10 61.16%
1230 152.0 194.0 236.0
o 171.0 268.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117506: 7-Hexadecenoic acid, methyl ester, (2)-
55.0
" 11)60 11.80 12.00 12.20
5000 m/z 74.05 49 .20%
123.0
ol \ Mm 152071 5 194.0 51502360 2680
m/z--> 40 80 100 120 140 160 180 200 220 240 260
Abundance #105682: Hexadecenoic acid, Z-11- e
55.0 1160 11.80 12.00 1220
m/z 43.10 45_.92%
5000
83.0
OIIII‘II‘H‘ ‘H‘ HMH “h\ \HH ““]-:‘3§‘|)|‘l|1|6|5|9||:|I-|9|2|0||2|1|8‘|)||l|||||||||| S — T — —
m/z--> 60 80 100 120 140 160 180 200 220 240 260 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108443.D

Aca On : 24 Aug 2018 1:32

Operator : JU/SJ

Sample : J4283-05 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 2
R.T. EstConc Area Relative to ISTD R.T.
11.91 68.57 ng 2926260 Phenanthrene-d10 11.54
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 95
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1628 (11.912 min): BF108443.D (-1624) (-) m/z 74.10 100.00%
74.1
5000 43.0
‘ 97.0 usd 221.2 11,60 11.80 12.00 12,20
- 185.2 270.3 : : : :
0 ,....-,'...!||,.-.|~'. bt 221 | 16321822053 Vb2 TmZ 87.05  74.43%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 UL BN SUNBN SRR
43.0 11.60 11.80 12.00 12.20
143.0 m/z 43.05 39.57%
| 101.0 | 1710 1990 227.0 270.0
Ob e ey
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11,60 11.80 12.00 12,20
5000 43.0 m/z 55.05 31.20%
143.0
Ol b a0, 1850 2270 2700
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methyl tetradecanoate
74.0 11.60 11.80 12.00 12.20
m/z 41.05 28.99%
5000
43.0
. | 10101910130 1710 1990 2420 "
m/z--> 2'0 4'0 6|0 80 100 120 140 160 180 200 220 24'10 260 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108443.D

Aca On : 24 Aug 2018 1:32

Operator : JU/SJ

Sample : J4283-05 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 9,12-Octadecadienoic acid, ... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.60 46.49 ng 1983760 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
Abundance Scan 1745 (12.601 min): BF108443.D (-1741) (-) m/z 67.05 100.00%
67.0
411
5000
1231 150.1 12120 12,40 12.60 12.80 13.00
: "+ 178.2 263.3 ) : : : :
o — 2203 2993 "m/z 81.10 82.91%
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)-
410 67.0
5000 LN ISR RN SUNILN I
12.20 12.40 12.60 12.80 13.00
m/z 55.10 73.38%
1230 149.0 4175 262.0 294.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester
67.0
41.0 e
12.20 12.40 12.60 12.80 13.00
m/z 41.10 58.81%

S

5000
123.0
. 1500 1780 9p30 2630 2940
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 R s RE TR
67.0 12.20 12.40 12.60 12.80 13.00

m/z 95.10 52.61%

5000

E:E§§;g=_

T T T 1 1
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 13.00

8270-BF080818.M Fri Aug 24 12:29:18 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108443.D

Aca On : 24 Aug 2018 1:32

Operator : JU/SJ

Sample : J4283-05 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.63 222.15 ng 9480110 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
3 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99

Abundance Scan 1750 (12.630 min): BF108443.D (-1746) (-) m/z 55.10 100.00%

111.1 JL‘/\

137.1 180.2 2223 2M3mm 12140 12'60 1280 13.00

5000

0 m/z 69.10 64 .09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
5000 lllllllllllllllllll
12. 40 12 60 12. 80 13. 00
m/z 41.10 62.54%
. 180.0 222.0 264.0 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester

55.0

12.40 12.60 12.80 13.00
m/z 74.10 58.27%

5000
. 180.0 2220 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester I B B
55.0 12.40 12.60 12.80 13.00

m/z 83.10 52 .48%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108443.D

Aca On : 24 Aug 2018 1:32

Operator : JU/SJ

Sample : J4283-05 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 3
R.T. EstConc Area Relative to ISTD R.T.
12.71 47.26 ng 2016900 Phenanthrene-d10 11.54
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 92
3 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
Abundance Scan 1764 (12.712 min): BF108443.D (-1759) (-) m/z 74.05 100.00%
74.0
5000 430
143.1 255.3 N U | S
h ] oL | 1711 19?2 —_— 298.3 12.40 12.60 12.80 13.00
0,....,....',..' ,':-!..l,'.... Qe b Tm/z 87.05 79.57%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143130: Methyl stearate
74.0
5000 SRR PR AR RN
43.0 12.40 12.60 12.80 13.00
143.0 m/z 43.05 38.68%
o ‘h Ll 1210 | 1710 1990 2970 250 2900
miz-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74.0

12140 1260 12.80 13.00
5000 m/z 55.05 29.20%

28.0
143.0 255.0 298.0
b 400 | 1m0 190 o ||
,,,,,,,,,,,,

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119408: Hexadecanoic acid, methyl ester B ma e
74.0 12. 40 12 60 12. 80 13. 00

m/z 143.10 24 .23%

5000
43.0

101.0 171.0 199.0 2270 2700

Obrrrr bt bbb e e SSMRNBEUANS | .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12.60 12.80 13. 00

‘ 143.0
|
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108443.D

Aca On : 24 Aug 2018 1:32

Operator : JU/SJ

Sample : J4283-05 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Bicyclo[2.2.1]heptane, 7,7-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.30 2.65 ng 99062 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_11heptane. 7.7-dimet... 136 C10H16 000471-84-1 55
2 Cvclohexane. 1.2-propadienvl- 122 C9H14 005664-17-5 50
3 Camphene 136 C10H16 000079-92-5 41
4 Dimethvl 1-methvlvinvlphosphonate 150 C5H1103P 038281-98-0 38
5 2,4,6-Trimethyl-1,3,6-heptatriene 136 C10H16 024648-33-7 38
Abundance Scan 1864 (13.301 min): BF108443.D (-1857) (-) m/z 55.10 100.00%
54.1 93.0
5000
1331 292.3

163.2 189.1 2150 R AR EaamaE
13.00 13.20 13.40 13.60

0 m/z 93.05 91.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15882: Bicyclo[2.2.1]heptane, 7,7-dimethyl-2-methylene-
93.0
5000 . LA L L L L L B LB B |
410 121.0 13.00 13.20 13.40 13.60
: 69 m/z 91.10 88.45%
OHH,NHHJMH&
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10038: Cyclohexane, 1,2-propadienyl-
4401 790

13.00 13.20 13.40 13.60
m/z 79.05  85.49%

5000 107.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15675: Camphene e REaREEEEE
93.0 13.00 13.20 13.40 13.60
121.0 m/z 41.10 81.38%
41.0
5000 67.0
o AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108443.D

Aca On : 24 Aug 2018 1:32

Operator : JU/SJ

Sample : J4283-05 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 trans-13-Octadecenoic acid,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.35 7.43 ng 277807 Chrysene-di12 14.19

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 90
2 cis-11-Eicosenoic acid 310 C20H3802 005561-99-9 87
3 Methvyl 13-eicosenoate 324 C21H4002 1000336-48-4 83
4 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 76
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 74

Abundance Scan 1872 (13.348 min): BF108443.D (-1867) (-) m/z 55.10 100.00%

5000

1381 1799 208.1  250.3 292.3 13.00 13.20 13.40 13.60
m/z 41.10 58.19%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141314: trans-13-Octadecenoic acid, methyl ester

5000 LA L L L L LB L
13.00 13.20 13.40 13.60
m/z 69.10 53.30%
29.0 1380 180.0 2220 2640 ...
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #153110: cis-11-Eicosenoic acid
55.0
B maE
13.00 13.20 13.40 13.60
5000 83.0 m/z 43.10 52.89%
29.0 111.0
o 1l J | 13301650 2080 2500 2020
A RARARRARELN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164499: Methy| 13-eicosenoate R B e R
55.0 13.00 13.20 13.40 13.60
m/z 74.00 40.44%
5000
' 138.0 166.0 208.0 250.0 324.0
Ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108443.D

Aca On : 24 Aug 2018 1:32

Operator : JU/SJ

Sample : J4283-05 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptadecanoic acid, methyl ... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.43  4.43ng 165645  Chrysene-di2 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 97
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91

3 Methvl 18-methvlnonadecanoate 326 C21H4202 1000352-20-6 91
4 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 87
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87
Abundance Scan 1886 (13.430 min): BF108443.D (-1882) (-) m/z 74.10 100.00%
74.1
5000 43.1
143.1
2833 13.20 13.40 13.60 13.80
185.1 227.2 255.1 326.3 : . . :
0 . m/z 87.00 74.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131301: Heptadecanoic acid, methyl ester
74.0
5000 AR T e
13.20 13.40 13.60 13.80
43.0 143.0 oaro 2840 m/z 43.10 47 _.13%
180 || | || o0 | 18502130 '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
L ma
13.20 13.40 13.60 13.80
5000 m/z 55.05 34.86%
43.0
143.0 284.0
241
101 0 185. O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166215: Methy| 18-methylnonadecanoate RN RS BE R S
74.0 13.20 13.40 13.60 13.80
m/z 57.05 26.74%
5000 43.0
oto 143.0 rio 3260
L AR s a L e A AAAL Rand Ent B B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 20 13 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108443.D

Aca On : 24 Aug 2018 1:32

Operator : JU/SJ

Sample : J4283-05 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknownl13.07 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.62 ng 135350 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2.2-dimet... 166 C12H22 031124-85-3 20
2 Phenol. 2.6-dimethvl-4-nitroso- 151 C8H9NO2 013331-93-6 18
3 Pentacvclol6.3.0.0¢(2.7).0(4.11).... 160 C11H120 069649-19-0 14
4 1.4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 14
5 Benzofuran-4(5H)-one, 6,7-dihydr... 151 C8HINO2 061190-46-3 14
Abundance Scan 1961 (13.871 min): BF108443.D (-1955) (-) m/z 151.10 100.00%
151.1
81.0
5000
551 09.1 177.1 308.2 e
205.1 252.1277.3 13.60 13.80 14.00 14.20
0! m/z 81.00 77 .44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #35204: Naphthalene, decahydro-2,2-dimethyl-
95.0 15.0
5000 LN BN B BRI U
5.0 1360 13.80 14.00 14.20
m/z 95.05 45 .58%
29.0
o | 1230 .
m/z--> 20 40 60 80 160 150 150 1éo 1éo 260 250 250 2éo 2éo 360
Abundance #24888: Phenol, 2,6-dimethyl-4-nitroso-
151.0
| 13.60 13.80 14.00 14.20
5000 m/z 67.10 44 _45Y%
39.0
‘ .0 1080
ol Wh\wh‘h ﬁ ”‘m.hl.L,””,”..”..”.W.HW.HW.H.P”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #30860: Pentacyclo[6.3.0.0(2,7).0(4,11).0(5,9)]undecan-3-one A EEaEE TS
93.0 13.60 13.80 14.00 14.20
m/z 99.10 37.74%
39.0
5000 66.0 160.0
132.0 .
0! N e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13%0 13%0 1450 1450
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\
Data File : BF108443.D

Aca On : 24 Aug 2018 1:32

Operator : JU/SJ

Sample : J4283-05 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Docosanoic acid, methyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.09 3.86 ng 144215 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 96
2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 94
3 Methvl stearate 298 C19H3802 000112-61-8 90
4 Octadecanoic acid. 17-methvl-. m... 312 C20H4002 055124-97-5 90
5 Octadecanoic acid, 10-methyl-, m... 312 C20H4002 002490-19-9 87

Abundance Scan 1998 (14.089 min): BF108443.D (-1996) (-) m/z 74.00 100.00%
74.0
43.1
5000
143.1 ..ﬁ..”,”.w..”ﬁ”..
0199,1 235.1 265.2 311.3 13.80 14.00 14.20 14.40
o} : m/z 87.00 81.51%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74.0
43.0
5000 el
13.80 14.00 14.20 14.40
m/z 43.10 59.47%
143.0 354.0
o230 1010 | 171.0199.0227.0255.0283.0311.0
m/z--> 50 100 150 200 250 300 350
Abundance #154941: Nonadecanoic acid, methyl ester
74.0
| 13.80 14.00 14.20 14.40
5000 m/z 57.10 38.44%
43.0
143.0
312.0
0l15:0, | “J [L290 | | 171019902270 20 7
m/z--> 50 100 150 200 250 300 350
Abundance #143130: Methy! stearate AR EREEE RS
74.0 13.80 14.00 14.20 14.40
m/z 55.10 32.27%
5000
43.0
143.0
101.0 .
Lol ] memmoggso meo o T
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082318\
Data File : BF108443.D

Acq On : 24 Aug 2018 1:32

Operator : JU/SJ

Sample = J4283-05 10X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 .77 6.77 7.3 ng 285842 1 7.00 784917 20.0
9-Hexadecenoic ac... 11.83 4.7 ng 200947 4 11.54 853475 20.0
Hexadecanoic acid... 11.91 68.6 ng 2926260 4 11.54 853475 20.0
9,12-Octadecadien... 12.60 46.5 ng 1983760 4 11.54 853475 20.0
9-Octadecenoic ac... 12.63 222.2 ng 9480110 4 11.54 853475 20.0
Methyl stearate 12.71 47.3 ng 2016900 4 11.54 853475 20.0
Bicyclo[2.2.1]hep... 13.30 2.6 ng 99062 5 14.19 747911 20.0
trans-13-Octadece... 13.35 7.4 ng 277807 5 14.19 747911 20.0
Heptadecanoic aci... 13.43 4.4 ng 165645 5 14.19 747911 20.0
unknownl13.07 13.87 3.6 ng 135350 5 14.19 747911 20.0
Docosanoic acid, ... 14.09 3.9 ng 144215 5 14.19 747911 20.0
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