LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012919\
Data File : BF112298.D

Aca On : 29 Jan 2019 16:38

Operator : JU/SJ

Sample : K1016-11 5X

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-BF012519.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 5.469 572 575 591 rBV 431956 525331 1.11% 0.548%
2 6.487 744 748 765 rBV 466615 573596 1.21% 0.599%
3 6.616 766 770 776 rVvV 655522 605160 1.28% 0.631%
4 6.839 804 808 816 rBY 1002250 864486 1.83% 0.902%
5 6.992 831 834 842 rBV 568276 506341 1.07% 0.528%
6 8.122 1020 1026 1029 rBV 1196855 1190229 2.52% 1.242%
7 9.192 1204 1208 1213 rBV 858772 693408 1.47% 0.724%
8 9.875 1320 1324 1327 rBvV 1252953 1045870 2.22% 1.091%
9 10.874 1491 1494 1497 rBV 890167 694830 1.47% 0.725%
10 11.363 1573 1577 1579 rBV 1077778 1010913 2.14% 1.055%

11 11.669 1623 1629 1634 rBV 1138650 1113664 2.36% 1.162%
12 11.763 1638 1645 1648 rBV2 13265962 17970012 38.06% 18.751%
13 12.474 1752 1766 1768 rBV3 15076336 47214369 100.00% 49.266%
14 12.527 1773 1775 1776 rVvV 1778597 1333664 2.82% 1.392%
15 12.557 1776 1780 1782 rVB 10667929 9743611 20.64% 10.167%

16 12.580 1782 1784 1786 rBV 861855 812140 1.72% 0.847%
17 12.774 1813 1817 1820 rBV 754443 721422 1.53% 0.753%
18 12.816 1820 1824 1831 rVB 598212 1079627 2.29% 1.127%
19 12.945 1843 1846 1849 rBV 781087 724360 1.53% 0.756%
20 13.139 1873 1879 1881 rBV4 384385 594461 1.26% 0.620%

21 13.186 1881 1887 1893 rVB2 1101621 1460363 3.09% 1.524%
22 13.263 1897 1900 1902 rBV 1213228 980029 2.08% 1.023%
23 13.686 1968 1972 1976 rBV2 451384 615167 1.30% 0.642%
24 13.927 2010 2013 2018 rVB 1123579 974042 2.06% 1.016%
25 14.004 2021 2026 2029 rVV2 1395102 1595478 3.38% 1.665%

26 15.474 2272 2276 2284 rVV 956803 1192224 2.53% 1.244%

Sum of corrected areas: 95834797
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF012919\
Data File : BF112298.D

Aca On : 29 Jan 2019 16:38

Operator : JU/SJ

Sample : K1016-11 5X

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF012519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF112298.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012919\
Data File : BF112298.D

Aca On : 29 Jan 2019 16:38

Operator : JU/SJ

Sample : K1016-11 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.62 Concentration Rank 6

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

6.62 14.00 ng 605160 1,4-Dichlorobenzene-d4 6.84

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
5 5-Aminoindole 132 C8H8N2 005192-03-0 16
Abundance Scan 771 (6.622 min): BF112298.D (-766) (-) m/z 132.00 100.00%

132.0
5000
68.1
96.0 N 6an BE0 6RO 700
401 540 6.20 6.40 6.60 6.80 7.00
..”,”.wu”.H:H,JLL.1?3..W.J.ﬂ@??”.w.”.nh”,” m/z 134.00 32.51%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 SR R UL LR

6.20 6.40 6.60 6.80 7.00
33.0 44.0 105.0 m/z 68.10 30.22%
60.0 70.0 0.0

| 115.0
L e B o e o s e RS R
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 1040 6.20 6.40 6.60 6.80 7.00
5000 ' m/z 66.10 21.23%
31.0 51.0
.”.“.Mqm.WH”.“.m,”7%9”.“.”,”.w.”.“.”,n.w.
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 12.31%
5000 67.0
41.0 97.0
‘ ‘ 20.0 117.0
....,....,.‘...,‘..‘..,.‘.‘..,..‘.‘.‘,‘....,..‘..,.1.0.7.0....‘,....,"... - e
m/z--> 30 50 60 70 80 90 100 110 120 130 140 6. 20 6.40 6. 60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012919\
Data File : BF112298.D

Aca On : 29 Jan 2019 16:38

Operator : JU/SJ

Sample : K1016-11 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Methyl tetradecanoate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.87 13.75 ng 694830 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 87
3 Tridecanoic acid. 12-methvl-. me... 242 C15H3002 005129-58-8 86
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 86
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 86
Abundance Scan 1493 (10.869 min): BF112298.D (-1491) (-) m/z 74.00 100.00%
74.0
5000
43.1
143.1 Caen anten 1100 11 90
101.0 199.1 10.60 10.80 11.00 11.20
...,....,"...|:||,..|-..,*.~...-,'...1.2,1.}..,[...1,‘?7..1.,.-...',..l.. S22l m/z 86.95 64.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95859: Methyl tetradecanoate
74.0
A
5000 L B SULL B B
10.60 10.80 11.00 11.20
43.0 143.0 m/z 43.10 32.37%

101.0 199.0
.1.5.-9..u..-,|-|...Lll,....,|=...,...1.2,1.9..,|....,1.7.1.2....1,..... S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester

74.0

10 60 10.80 11.00 11.20

5000 m/z 41.10 27 .99%
43.0
143.0
‘ I ] oo | mow%ZﬂO 270.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95898: Tridecanoic acid, 12-methyl-, methyl ester
74.0 10 60 10.80 11.00 11.20

m/z 55.00 24 .51%

5000
199.0
97.0 143.0
54 0 1210 167.0 ‘ 242.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012919\
Data File : BF112298.D

Aca On : 29 Jan 2019 16:38

Operator : JU/SJ

Sample : K1016-11 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 9-Hexadecenoic acid, methyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.67 22.03 ng 1113660 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 99
2 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
3 Methvl hexadec-9-enoate 268 C17H3202 010030-74-7 91
4 Cvclopropaneoctanoic acid. 2-hex... 282 C18H3402 010152-61-1 87
5 7-Hexadecenoic acid, methyl este... 268 C17H3202 056875-67-3 87

Abundance Scan 1629 (11.669 min): BF112298.D (-1623) (-) m/z 55.05 100.00%

5000

1942 2362 0682 11.40 11.60 11.80 12.00

: m/z 41.10 72.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-

152.1

11.40 11.60 11.80 12.00
m/z 69.10 68.28%

5000

152.0 1940  236.0

268.0

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
55.0

11.40 11.60 11.80 12.00
m/z 74.05  58.34%

5000

111.0

137.0 180.0 222.0 264.0

296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117464: Methy| hexadec-9-enoate e R
55.0 11.40 11.60 11.80 12.00

m/z 43.10 51.42%

83.0

5000
1100 1500 1940 236.0

A
LI R e N B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012919\
Data File : BF112298.D

Aca On : 29 Jan 2019 16:38

Operator : JU/SJ

Sample : K1016-11 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.76 355.52 ng 17970000 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 95
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
4 Hexadecanoic acid. 2-methvl- 270 C17H3402 027147-71-3 83
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 81
Abundance Scan 1645 (11.763 min): BF112298.D (-1638) (-) m/z 74.05 100.00%
74.0
5000 431
bl o T 2 1140 1160 1180 1200
185.2 270.3 . . . .
0 ,....,....'||,.-... ':-!..'-,..9?}..*..,'...1.‘,3?.1..,...%,0.5..2.,.|...',-....,..'.., m/z 87.10 75.19%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 LRI SUNISE IR UM I
43.0 11.40 11.60 11.80 12.00
143.0 m/z 43.10 39.92%
.M|I}%0 .| 1710 1990 2270 270.0
s o Ao b B 135 T 1 1 e 3 2 o
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11.40 11,60 11.80 12.00
5000 43.0 m/z 41.05 32.16%
Ll monno 190 weso  amo  zmo
mz-> 20 4'0 6|0 80 100 120 140 160 180 200 220 24'10 2('30 '
Abundance #84485: Tridecanoic acid, methyl ester A e
74.0 11.40 11.60 11.80 12.00

m/z 55.10 31.20%

5000 43.0

143.0
I ‘H Jo9ro 185.0 2280

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012919\
Data File : BF112298.D

Aca On : 29 Jan 2019 16:38

Operator : JU/SJ

Sample : K1016-11 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.47 934.09 ng 47214400 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002462-85-3 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 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99

Abundance Scan 1765 (12.468 min): BF112298.D (-1752) (-) m/z 67.10 100.00%

67.1

5000

—

A
LI L D

1781 2002 2632 2943 12.20 12.40 12.60 12.80
m/z 81.05 85.07%

123.1 150.1

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

—

12!20 12.I40 12!60 12.I80
m/z 55.10  73.25k

5000

123.0
1500 1780  pp30 2630 2940

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139729: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0

fR—

12.20 12.40 12.60 12.80
m/z 41.10 65.02%

5000

123.0 150.0 178.0 220.0 263.0

m/z--> 2I0 4I0 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- R BEEE e
410 67.0 12.20 12.40 12.60 12.80

m/z 95.05 58.12%

=

—

T I T 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

5000 95.0
hlz&o 150.0 1780 2200  263.0 29?0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012919\
Data File : BF112298.D

Aca On : 29 Jan 2019 16:38

Operator : JU/SJ

Sample : K1016-11 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 9,12,15-Octadecatrienoic ac... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.53 26.39 ng 1333660 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12.15-Octadecatrienoic acid. m... 292 C19H3202 000301-00-8 93
2 3-Tridecen-1-vne. (2)- 178 C13H22 037981-62-7 72
3 9.12.15-Octadecatrienoic acid. (... 278 C18H3002 000463-40-1 64
4 2-Methvlenebicvclol2.2.11-heptane 108 C8H12 000497-35-8 58
5 3-6-Nonadien-1-yl-acetate 182 C11H1802 076649-26-8 50

Abundance Scan 1775 (12.527 min): BF112298.D (-1773) (-) m/z 79.10 100.00%

79.1
5000

12.20 12.40 12.60 12.80

1731 212.0236.2261.2 2923

0 m/z 93.10 62.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #138096: 9,12,15-Octadecatrienoic acid, methyl ester, (Z,Z,2)
79.0
41.0

5000
12.20 12.40 12.60 12.80

m/z 80.10 41.18%

163.0 191.0 236.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #44112: 3-Tridecen-1-yne, (2)-

12.20 12.40 12.60 12.80
m/z 91.10 32.59%

5000

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

Abundance #126110: 9,12,15-Octadecatrienoic acid, (Z,Z,2)- T T A
12.20 12.40 12.60 12.80

m/z 108.10 29.57%

163.0 191.0 222.0 2490 278.0
mz--> 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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012919\
Data File : BF112298.D

Aca On : 29 Jan 2019 16:38

Operator : JU/SJ

Sample : K1016-11 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.14 7.45 ng 594461 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 86
2 7H-Benzolclfluorene 216 C17H12 000205-12-9 64
3 11H-Benzolblfluorene 216 C17H12 000243-17-4 64
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 64
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 46
Abundance Scan 1879 (13.139 min): BF112298.D (-1873) (-) m/z 216.05 100.00%
1
5000
399.2 12.80 13.00 13.20 13.40
, T m/z 215.10 83.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #74412: Pyrene, 1-methyl-
216.0
5000
12.80 13.00 13.20 13.40
94.0 m/z 79.05 51.37%
27.0 63.0 J | 1s0.0 1870
m/z--> 50 100 150 200 250 300 350 400
Abundance #74417: 7TH-Benzo[c]fluorene
216.0
12:80 13.00 13.20 13.40
5000 m/z 91.10 47 .32%
108.0
| | 1870 ||
m/z--> 50 100 150 200 250 300 350 400
Abundance #74422: 11H-Benzo[b]fluorene R A REER R
216.0 12.80 13.00 13.20 13.40
m/z 93.10 46 .05%
5000
108.0
T '?7‘0" T '1??'? "1§Z;q j{" LAY SRR SR BN NN SR
m/z--> 50 100 150 200 250 300 350 400 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012919\
Data File : BF112298.D

Aca On : 29 Jan 2019 16:38

Operator : JU/SJ

Sample : K1016-11 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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-13-Eicosenoic acid, met... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.19 18.31 ng 1460360 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-13-Eicosenoic acid. methvl e... 324 C21H4002 1000333-52-1 99
2 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 99
3 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 99
4 Methyl 9-eicosenoate 324 C21H4002 1000336-50-5 90
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 89

Abundance Scan 1888 (13.192 min): BF112298.D (-1881) (-) m/z 55.10 100.00%

5000

2923 | BN L L L L LB L
3243 12.80 13.00 13.20 13.40 13.60

m/z 69.10 72.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164512: cis-13-Eicosenoic acid, methyl ester

181.1208.2  250.3

12.I80 13.IOO 13!20 13.I4O 13.I60
m/z 43.10  63.76%

5000

138.0 208.0 250.0

29.0 166.0 324.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164508: 11-Eicosenoic acid, methyl ester
55.0
R ML A B B S
12.80 13.00 13.20 13.40 13.60
5000 m/z 41.10 62.23%
TTT II T II‘I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164513: cis-11-Eicosenoic acid, methy! ester A EaE T e
55.0 12.80 13.00 13.20 13.40 13.60
m/z 57.10 57.33%
83.0
5000
2%.0‘ J‘ 37.0 166.0 208.0 250.0 3240
AR LLnL R RA AR EEE S
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 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012919\
Data File : BF112298.D

Aca On : 29 Jan 2019 16:38

Operator : JU/SJ

Sample : K1016-11 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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.
13.26 12.29 ng 980029 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 98
2 Methvl stearate 298 C19H3802 000112-61-8 90
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 87
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 86

Abundance Scan 1900 (13.263 min): BF112298.D (-1897) (-) m/z 74.00 100.00%
74.0
5000 43.1
143.1
283.3 13.00 13.20 13.40 13.60
199.2 227.2 326.3
o L 255.2 m/z 87.05 79.96%
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 A NN UL UL AR
13.00 13.20 13.40 13.60
43.0 143.0 326.0 m/z 43.10 41.59%
150, || | 4] ,19L0 170, 199 0 227 0 2550 28|3 0,
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300 320
Abundance #143126: Methyl stearate
74.0
13.00 13.20 13.40 13.60
5000 m/z 55.10 31.28%
43.0
143.0 298.0
1010 199.0 255.0
o, | Il | oo e M0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154941: Nonadecanoic acid, methy! ester B BREEE B B
74.0 13.00 13.20 13.40 13.60
m/z 41.10 25.20%
5000
43.0
143.0
312.0
m/z--> 2'0 40 60 80 100 120 140 160 180 200 220 240 260 280 300 32'0 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012919\
Data File : BF112298.D

Aca On : 29 Jan 2019 16:38

Operator : JU/SJ

Sample : K1016-11 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknownl3.69 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.69 7.71 ng 615167 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 45
2 (+)-2-Bornanone 152 C10H160 000464-49-3 43
3 Camphor 152 C10H160 000076-22-2 43
4 1.4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 38
5 2,6-Dimethylbenzoquinone-4-oxime 151 C8HONO2 004965-29-1 25

Abundance Scan 1973 (13.692 min): BF112298.D (-1968) (-) m/z 81.10 100.00%

1

5000

%

13.40 13.60 13.80 14.00
m/z 151.10 96.27%

209 1237 1 5771 308.3

346.1

m/z--> 50 100 150 200 250 300 350
Abundance #25333: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
953.0
55.0
5000 LA L L L L LB
13. 40 13 60 13. 80 14. 00
152.0 m/z 95.10 74 _.58%
L23o,
e
m/z--> 50 100 150 200 250 300 350
Abundance #25105: (+)-2-Bornanone
95.0
AR EEREE L
13.40 13.60 13.80 14.00
5000 410 m/z 67.10 50.74%
’ 152.0
eﬂ.o
R
m/z--> 50 100 150 200 250 300 350
Abundance #25060: Camphor AR EEREE L
95.0 13.40 13.60 13.80 14.00
m/z 55.10 48.01%
sooof 40
152.0
Tk
W 0 N
m/z--> 50 100 150 200 250 300 350 13. 40 13 60 13. 80 14. 00

8270-BF012519.M Wed Jan 30 04:14:14 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012919\
Data File : BF112298.D

Aca On : 29 Jan 2019 16:38

Operator : JU/SJ

Sample : K1016-11 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 9

R.T. EstConc Area Relative to ISTD R.T.
1393 12.21ng 974042  Chrysene-di2 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Docosanoic acid, methvl ester 354 C23H4602 000929-77-1 98
2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 93

3 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 90
4 Methvl stearate 298 C19H3802 000112-61-8 87
5 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 87
Abundance Scan 2013 (13.927 min): BF112298.D (-2010) (-) m/z 74.00 100.00%
74.0
5000 43.1
143.1
11.1 \ 199.1 255.2 311.3 3544 13.60 13.80 14.00 14.20
Aty | Moonathess |1 Mt sz 87.05  81.37%
m/z--> 50 100 150 200 250 300 350
Abundance #186932: Docosanoic acid, methyl ester
74.0
I\ A
5000 430 LI L L L L L LB L |
354.0 13.60 13.80 14.00 14.20
143.0 3110 m/z 43.10 46.33%
4110, I 171.0199.0227.0255.02830 |,
R e e e e  ma R
m/z--> 50 100 150 200 250 300 350
Abundance #154943: Nonadecanoic acid, methyl ester
74.0
e e
13.60 13.80 14.00 14.20
5000 m/z 55.10 30.70%
43.0 312.0
143.0
150, ﬂ | ) 211070 185.0213.0041.02%90 |
T
m/z--> 50 100 150 200 250 300 350
Abundance #186936: Methyl 20-methyl-heneicosanoate R a R mamEE L
74.0 13.60 13.80 14.00 14.20
m/z 57.10 27 .55%
5000
143.0 354.0
199.0 255.0 L0
e e g || Mo
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 : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012919\
Data File : BF112298.D

Acq On : 29 Jan 2019 16:38

Operator : JU/SJ

Sample : K1016-11 5X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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 .62 6.62 14.0 ng 605160 1 6.84 864486 20.0
Methyl tetradecan... 10.87 13.8 ng 694830 4 11.36 1010910 20.0
9-Hexadecenoic ac... 11.67 22.0 ng 1113660 4 11.36 1010910 20.0
Hexadecanoic acid... 11.76 355.5 ng 17970000 4 11.36 1010910 20.0
9,12-Octadecadien... 12.47 934.1 ng 47214400 4 11.36 1010910 20.0
9,12,15-Octadecat... 12.53 26.4 ng 1333660 4 11.36 1010910 20.0
Pyrene, l-methyl- 13.14 7.5 ng 594461 5 14.00 1595480 20.0
cis-13-Eicosenoic... 13.19 18.3 ng 1460360 5 14.00 1595480 20.0
Eicosanoic acid, ... 13.26 12.3 ng 980029 5 14.00 1595480 20.0
unknownl13.69 13.69 7.7 ng 615167 5 14.00 1595480 20.0

5

Docosanoic acid, ... 13.93 12.2 ng 974042 14.00 1595480 20.0
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