LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 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-BF070519 .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 2.181 10 16 22 rVB 690784 895079 2.37% 0.814%
2 5.510 577 582 585 rBVY 1492275 1334873 3.54% 1.213%
3 6.510 748 752 755 rBVY 1628655 1429210 3.79% 1.299%
4 6.663 773 778 781 rBV 1624485 1548115 4_.10% 1.407%
5 6.893 814 817 821 rBV 1254717 1011588 2.68% 0.920%
6 7.051 840 844 847 rBVY 1469565 1195859 3.17% 1.087%
7 7.445 905 911 922 rBY 1038874 995771 2.64% 0.905%
8 8.175 1031 1035 1038 rBvV 1657975 1363927 3.62% 1.240%
9 9.245 1214 1217 1221 rBvV 2018609 1798626 4.77% 1.635%
10 9.928 1327 1333 1337 rBvV 1794692 1605791 4.26% 1.460%

11 10.710 1462 1466 1470 rVB 1235930 1049207 2.78% 0.954%
12 10.939 1501 1505 1507 rBV 704736 577948 1.53% 0.525%
13 11.410 1582 1585 1588 rBV 1629051 1425821 3.78% 1.296%
14 11.733 1637 1640 1644 rVB 1201316 992713 2.63% 0.902%
15 11.827 1649 1656 1659 rBV 7706135 12798037 33.92% 11.634%

16 11.963 1672 1679 1684 rBV 2270872 2963462 7.85% 2.694%
17 12.127 1704 1707 1715 rVB2 446671 503168 1.33% 0.457%
18 12.210 1718 1721 1726 rBV 551394 500052 1.33% 0.455%
19 12.563 1765 1781 1784 rBV4 8092191 37727465 100.00% 34.296%
20 12.586 1784 1785 1787 rVV 1132618 706692 1.87% 0.642%

21 12.616 1787 1790 1793 rVV 7064740 8286749 21.96% 7.533%
22 12.651 1793 1796 1797 rVV 2726764 2712259 7.19% 2.466%
23 12.674 1797 1800 1806 rVV 3950915 5150801 13.65% 4.682%
24 12.733 1808 1810 1822 rVB 1166567 1405325 3.72% 1.278%
25 12.839 1825 1828 1831 rBV 478027 423188 1.12% 0.385%

26 12.892 1833 1837 1842 rVB3 326016 456577 1.21% 0.415%
27 13.004 1853 1856 1859 rBV 1633705 1414102 3.75% 1.285%
28 13.186 1881 1887 1888 rBV3 438446 623150 1.65% 0.566%
29 13.257 1894 1899 1907 rVB2 1157251 1646020 4_36% 1.496%
30 13.339 1907 1913 1914 rBV 1141884 1248737 3.31% 1.135%

31 13.357 1914 1916 1921 rVV2 2309146 3141810 8.33% 2.856%
32 13.404 1921 1924 1929 rVV 2244938 2983122 7.91% 2.712%
33 13.445 1929 1931 1936 rVV3 834305 1164050 3.09% 1.058%
34 13.498 1937 1940 1943 rVV 643085 809678 2.15% 0.736%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.527 1943 1945 1947 rVVv2 374013 380541 1.01% 0.346%
36 13.551 1947 1949 1954 rVB 1160961 1262422 3.35% 1.148%
37 13.686 1968 1972 1975 rVvVv2 263227 397241 1.05% 0.361%
38 13.774 1982 1987 1991 rVB2 793086 1082337 2.87% 0.984%
39 14.033 2028 2031 2035 rVB 888665 796343 2.11% 0.724%
40 14.092 2037 2041 2044 rBV 1122936 1099565 2.91% 1.000%

41 15.639 2300 2304 2309 rVB 900424 1098110 2.91% 0.998%

Sum of corrected areas: 110005531
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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\BFO070919\

BF115448.D

9 Jul 2019 22:05

HP/JU

K3627-01 2X

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 17

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

2.18 17.70 ng 895079 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 16 (2.181 min): BF115448.D (-10) (-) m/z 73.00 100.00%

73
5000
3 a7

37 | 67 220 230 240 2.50 2.60
Ot ot b e S e M7z 43.00  33.49%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 55
43 2.20 2.30 2.40 2.50 2.60
- 87 m/z 87.10 26.00%
0 ..,..J”ﬂ:.??hhj.%?u...,..??ﬂ.!..,....,...}P}...,....,....,...
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 AR IR U LA RS AR
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 23.80%
0 , 79 |, 97 112 129 /\
”I”'W'”'P'”I”'W'” '”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 40 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- R ERRAREEEeLLE L
73 220230240 2.50 2.60

m/z 71.10 11.23%

5000 43
58
29 ‘ 8(
‘ ‘ l

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.66 Concentration Rank 9

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

6.66 30.61 ng 1548120 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Xenon 132 Xe 007440-63-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 777 (6.657 min): BF115448.D (-773) (-) m/z 132.00 100.00%
5000 68
40 % J 640 6.60 680 7.00
54 . . . :
o |7 er | sus Wl w/z 68.00  41.55%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 U R AR R
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.22%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 640 6.60 680 7.00
5000 og 116 m/z 66.00 27.52%
ol -‘-“‘. 89 | dor ‘-“. b 1s8 189
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R L R A
132 6.40 6.60 6.80 7.00
m/z 69.00 16.45%
5000 67
41 97
53
‘ 29 ‘ 117
ol lll ol ) 88 a0 | S | |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 20
R.T. EstConc Area Relative to ISTD R.T.
11.73 13.92 ng 992713 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 99
2 14-Methvlpentadec-9-enoic acid m... 268 C17H3202 1000365-89-7 95
3 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
4 Methvl hexadec-9-enoate 268 C17H3202 010030-74-7 91
5 Palmitoleic acid 254 C16H3002 000373-49-9 76
Abundance Scan 1639 (11.727 min): BF115448.D (-1637) (-) m/z 55.00 100.00%

74
5000

137152 194 236 11.40 11.60 11.80 12.00

179

o 218 268 m/z 69.05  71.28%
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)-

74

5000
11.40 11.60 11.80 12.00

m/z 41.00 62 .49%

123137152 194 236
137182 .

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117520: 14-Methylpentadec-9-enoic acid methyl ester
55

11.40 11.60 11.80 12.00
m/z 74.00 61.88%

5000
236
123,527 163 181 213 268
o 99
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 e b e o
41 55 11.40 11.60 11.80 12.00

74 m/z 87.00 43.20%

5000

123

137 180
152166 207222 246 %% 281296 “
e

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

8270-BF070519.M Wed Jul 10 15:31:05 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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.
11.83 179.52 ng 12798000 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 96
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
4 Hexadecanoic acid. 2-methvl- 270 C17H3402 027147-71-3 83
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81
Abundance Scan 1656 (11.827 min): BF115448.D (-1649) (-) m/z 74.05 100.00%
2
5000
43
T 1297 = a0 1183 1500 1950
97 171185199 241 -2 270 . . . )
115 213
0...,....,....||,....,-':-...'-,..'.'.,..'..,|...1?,7..'..,.'...',...-.,....','..2.???..1.., m/z 87.05 74.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119400: Hexadecanoic acid, methyl ester
7
/\
5000 LB B SULILILN BULIULN B
43 11,60 11.80 12.00 12.20
7 143 027 m/z 43.10 34.80%
0 . Th Nl A o e
m/z--> 20 40 eb 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester

4

11.60 11.80 12.00 12.20
5000 43 m/z 55.05 28.09%

T

143
R R o LA R RREa Ran e R S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95861: Methyl tetradecanoate

74 11.60 11.80 12.00 12.20
m/z 41.05 27.38%

5000
43
29 7
143
|||||||||||||||||||||||||||||||||||||||||||||||| T [T T I

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.96 41_.57 ng 2963460 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Dodecanoic acid 200 C12H2402 000143-07-7 30
Abundance Scan 1679 (11.963 min): BF115448.D (-1672) (-) m/z 73.00 100.00%
73
43 60
5000 129
97 213 B R B R R R e
|| M' 115 143157171185 ;49 227241256 1f60 11.80 12.00 12.20
o S m/z 60.00 79.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 LN AL UL UL UL B
11.60 11.80 12.00 12.20
m/z 43.05 74 .43%
TJJ 143157171185199213
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 78

43 11.60 11.80 12.00 12.20
5000 m/z 57.10 63.05%

129
29 185 228
115
o1 143157171 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 57.90%
5000
29
129
7 115 17 214
ULl m for | 143157 | 1859
O [ T TP o T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 11-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.56 529.20 ng 37727500 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 99
2 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
3 cis-13-0ctadecenoic acid. methvl... 296 C19H3602 1000333-58-3 99
4 6-Octadecenoic acid. methvl este... 296 C19H3602 002777-58-4 97
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 96
Abundance Scan 1781 (12.563 min): BF115448.D (-1765) (-) m/z 55.05 100.00%

5000

12.20 12.40 12.60 12.80
m/z 41.05 74.81%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141291: 11-Octadecenoic acid, methyl ester

5000
12.20 12.40 12.60 12.80

m/z 69.10 67.42%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141310: 9-Octadecenoic acid, methyl ester, (E)-
55
12.20 12.40 12.60 12.80
5000 m/z 74.05 54.22%
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 et e
55 12.20 12.40 12.60 12.80
m/z 83.10 52.38%
5000
0!
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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Methyl stearate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.62 116.24 ng 8286750 Phenanthrene-d10 11.41
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 Heptadecanoic acid. 15-methvl-., ... 298 C19H3802 054833-55-5 91
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
Abundance Scan 1791 (12.622 min): BF115448.D (-1787) (-) m/z 74.00 100.00%
74
5000
43
}\IIII e
9 12.40 12.60 12.80 13.00
0’ m/z 87.00 78.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74
5000
143 o 298 12.40 12.60 12.80 13.00
199 m/z 43.05 32.58%
S 20 I Y SO N - LI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74
12.40 12.60 12.80 13.00
5000 m/z 55.05 25.90%
28 43
‘ 143 255 298
101 199
by feal i v | o % e [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester
74 12.40 12.60 12.80 13.00
m/z 143.05 22.42%
5000 57 298
4[ . 143
18 199
oL, "I""I\""JI .‘.h. I‘N I\I‘I\”JILI |.?..|’.... |1|7|]|' .‘...{ lell?lzl?zln‘l |2|7|0| ""‘I"
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

8270-BF070519.M Wed Jul 10 15:31:08 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 9,12-Octadecadienoic acid (... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.65 38.04 ng 2712260 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 99
2 Bicvclol2.2_27octane. 2-methvl- 124 C9H16 000766-53-0 87
3 8-Dodecen-1-ol. (2)- 184 C12H240 040642-40-8 80
4 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 74
5 9-Octadecyne 250 C18H34 035365-59-4 68

Abundance Scan 1796 (12.651 min): BF115448.D (-1793) (-) m/z 67.00 100.00%

67
81

5000

123 12.40 12.60 12.80 13.00

137151 168182196 213227241 262 280

0! m/z 81.00 81.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
67
81

5000
12.40 12.60 12.80 13.00

m/z 55.00 56.98%

137151 167182196210224238 262 200

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10702: Bicyclo[2.2.2]octane, 2-methyl-
67 81 95
124
109 12.40 12.60 12.80 13.00
5000 41 m/z 95.05 56.45%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48741: 8-Dodecen-1-ol, (2)-
55 12.40 12.60 12.80 13.00

m/z 82.05 50.18%

5000

109

123138

166 184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

8270-BF070519.M Wed Jul 10 15:31:08 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Octadec-9-enoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.67 72.25 ng 5150800 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 90
2 Oleic Acid 282 C18H3402 000112-80-1 83
3 n-Pentadecanol 228 C15H320 000629-76-5 74
4 1-Tetradecanol 214 C14H300 000112-72-1 74
5 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 68
Abundance Scan 1799 (12.669 min): BF115448.D (-1797) (-) m/z 55.00 100.00%
55 33
41
5000
151165180 207222 o4g 2 12.40 12.60 12.80 13.00
Obrrprrer i m/z 69.10 94_36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129341: Octadec-9-enoic acid
41 P 83
5000
12.40 12.60 12.80 13.00
125 282 m/z 83.10 83.83%
ol 2 189 165180 55,242 oy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129338: Oleic Acid
55
83

12.40 12.60 12.80 13.00
m/z 97.10 66.49%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84606: n-Pentadecanol

12.40 12.60 12.80 13.00
m/z 41.00 57.20%

5000

2 126140155 182 519

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

8270-BF070519.M Wed Jul 10 15:31:09 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.73 19.71 ng 1405330 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Hexadecane 226 C16H34 000544-76-3 56

Abundance Scan 1809 (12.727 min): BF115448.D (-1808) (-) m/z 73.00 100.00%

8

5000
97 129
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
185
15 1 151 171771901 3227%%1055 284 12.40 12.60 12.80 13.00
Of m/z 43.00 89.90%

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

Abundance #131262: Octadecanoic acid
73
129
5000 284
12.40 12.60 12.80 13.00
1 m/z 60.00 80.40%
01
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid
43 73
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r

12.40 12.60 12.80 13.00
5000 m/z 57.05 73.60%

, 129 242
Ottt
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39472: n-Decanoic acid T T T
60 12.40 12.60 12.80 13.00
a m/z 55.00 72.72%
5000 129
2
! 115
|l e
bbbl bl e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

8270-BF070519.M Wed Jul 10 15:31:09 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 11-Eicosenoic acid, methyl ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.26 29.94 ng 1646020 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 99
2 cis-13-Eicosenoic acid. methvl e... 324 C21H4002 1000333-52-1 99
3 cis-13-0Octadecenoic acid. methvl... 296 C19H3602 1000333-58-3 90
4 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 90
5 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 89
Abundance Scan 1900 (13.263 min): BF115448.D (-1894) (-) m/z 55.00 100.00%
55
83
5000

13.00 13.20 13.40 13.60
m/z 57.00 88.65%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164509: 11-Eicosenoic acid, methyl ester
55

5000

13.00 13.20 13.40 13.60
m/z 69.00 67.81%

04
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

13.00 13.20 13.40 13.60
m/z 83.05 61.10%

5000

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141299: cis-13-Octadecenoic acid, methyl ester B R
5 13.00 13.20 13.40 13.60
m/z 41.00 58.36%
5000 g7

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. OO 13 20 13. 40 13.60

8270-BF070519.M Wed Jul 10 15:31:10 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 13 Eicosanoic acid, methyl ester Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.34 22.71 ng 1248740 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 99
2 Methvl 18-methvlnonadecanoate 326 C21H4202 1000352-20-6 98
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 95
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 93
5 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 87

Abundance Scan 1913 (13.339 min): BF115448.D (-1907) (-) m/z 74.00 100.00%
!
5000
43
143 o3
199 227 13.00 13.20 13.40 13.60
o 1 2%5 m/z 87.00 79.43%
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
5000
13.00 13.20 13.40 13.60
43 143 226 m/z 43.00 33.72%
0 15 | ) " lI I- o 1.15 | I 171 199 227 255 283.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166215: Methyl 18-methylnonadecanoate
74
13.00 13.20 13.40 13.60
5000 43 m/z 55.00 27 .38%
143
326
97 283
0 ‘J l IEK | an 199 227 255 |
m/z--> ﬁo 45 eb 80 100 150 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester L B I o
74 13.00 13.20 13.40 13.60
m/z 74.95 23.02%
5000
43
143 284
241
2s | ||l us, | 167285 213 T a7 |
m/z--> %&6bmmmmmmmmmnmmmwmmﬁ 13.00 13.20 13.40 13.60

8270-BF070519.M Wed Jul 10 15:31:11 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 14 1,6-Cyclodecadiene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.36 57.15 ng 3141810 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.6-Cvclodecadiene 136 C10H16 007049-13-0 56
2 1.E-8.Z-10-Tridecatriene 178 C13H22 080625-30-5 46
3 9.12-Tetradecadien-1-ol. acetate... 252 C16H2802 031654-77-0 45
4 1.5-Cvclodecadiene. (E.Z2)- 136 C10H16 001124-78-3 42
5 3-Methyl-cis-3a,4,7,7a-tetrahydr... 136 C10H16 1000144-04-4 42

Abundance Scan 1917 (13.363 min): BF115448.D (-1914) (-) m/z 99.10 100.00%

¢

5000

13.00 13.20 13.40 13.60

239 97 292310

01 m/z 81.00 84.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15713: 1,6-Cyclodecadiene
67
41
5000 95 U AR AR
136 13. 00 13. 20 13. 40 13.60
121 m/z 55.00 78 .45%
2
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #44116: 1,E-8,Z-10-Tridecatriene
67

13.00 13.20 13.40 13.60
m/z 67.00 70.87%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104067: 9,12-Tetradecadien-1-ol, acetate, (Z,E)- L Baian n s
4 67 13.00 13.20 13.40 13.60

m/z 79.00 61.78%

5000

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

8270-BF070519.M Wed Jul 10 15:31:11 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 15 unknownl13.40 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.40 54 .26 ng 2983120 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-fluoro-2-methvl-4-nitro- 155 C7H6FNO2 000455-88-9 43
2 Benzene. 2-fluoro-1-methvl-4-nitro- 155 C7H6FNO2 001427-07-2 43
3 4-Nitrocatechol 155 C6H5N04 003316-09-4 43
4 1.2-Cvclohexanedicarboxvlic acid... 336 C19H25F04 1000339-78-2 38
5 1,2-Cyclohexanedicarboxylic acid... 352 C19H25CI104 1000339-68-6 38
Abundance Scan 1923 (13.398 min): BF115448.D (-1921) (-) m/z 55.00 100.00%
83 155
5000 109 125
3 n 13106 1530 15140 13160 1580
221 : : . : :
ol 20 237253271 292 310 n/z 155 05 87 870
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #28000: Benzene, 1-fluoro-2-methyl-4-nitro-
83 109 155

5000
13.00 13.20 13.40 13.60 13.80

m/z 83.00 84 .41%

01

Tv‘rnTrrﬂTrrﬂTrrﬂ'rv‘ﬂ'!‘rﬂ'v‘q’rrﬂ‘rrrﬂ'[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #27999: Benzene, 2-fluoro-1-methyl-4-nitro-
83 109 155
T R
13.00 13.20 13.40 13.60 13.80
5000 m/z 67.00 83.61%
125
O.HPHWHNPHMJJ.HWHHPH S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #27903: 4-Nitrocatechol A REEa b e e
155 13.00 13.20 13.40 13.60 13.80
m/z 81.00 70.30%
5000
55 109125
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. OO 13 20 13. 40 13. 60 13. 80

8270-BF070519.M Wed Jul 10 15:31:12 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 16 unknownl3.45 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.45 21.17 ng 1164050 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dihvdroiasmone 166 C11H180 001128-08-1 22
2 Cvclohexane. 1.2.4.5-tetraethvl-... 196 C14H28 061142-24-3 11
3 4(1H)-Pvrimidinone. 6-methvl-2-(... 152 C8H12N20 002814-20-2 11
4 2.5-Cvclohexadien-1-one. 4.4-dim... 168 C9H1203 072054-83-2 10
5 1,5-Hexadiene, 2,5-dipropyl- 166 C12H22 1000158-33-4 10
Abundance Scan 1932 (13.451 min): BF115448.D (-1929) (-) m/z 111.10 100.00%
5000
" 13.20 13.40 13.60 13.80
o} m/z 151.10 88.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #35023: Dihydrojasmone
g5 110 137
67 166
5000
a1 13.20 13.40 13.60 13.80
m/z 55.00 74 .87%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58327: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alph...
56
97 U AR BN SRR B
13.20 13.40 13.60 13.80
5000 m/z 137.10 68.23%
29 1 167
125
oww‘\\ S N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #25787: 4(1H)-Pyrimidinone, 6-methyl-2-(1-methylethyl)- Al B B M e
137 13.20 13.40 13.60 13.80
m/z 153.10 58.97%
5000 152
84
42 109
0|:|I-|5||||||llll||6|'8ll|!l|||||lll lll ‘||||‘| TTTT[TTT T[T T T[TTTT ||||||||| ||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80

8270-BF070519.M Wed Jul 10 15:31:16 2019

Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 17 unknownl13.50 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.50 14.73 ng 809678 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 45
2 3.7.11.Trimethyl-8.10- dodecedie... 266 C17H3002 1000374-10-3 22
3 Methvl ethvl cvclopentene 110 C8H14 019780-56-4 14
4 1-Allvl-1-cvclohexanol 140 C9H160 001123-34-8 14
5 1-Ethyl-5-methylcyclopentene 110 C8H14 097797-57-4 14
Abundance Scan 1940 (13.498 min): BF115448.D (-1937) (-) m/z 81.00 100.00%

5000
177

205 50,237 261277 308 13.20 13.40 13.60 13.80

0 m/z 55.00 50.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate
81
43

13.20 13.40 13.60 13.80
m/z 43.00 50.46%

5000

308
177195 223 o551 277

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115779: 3,7,11, Trimethyl-8,10- dodecedienylacetate
81
R Baaam
43 13.20 13.40 13.60 13.80
5000 m/z 99.05 50.35%
137
6 121
0...,..”,...w.%.Jp..l,.”.,t..h......%??...299. SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #5965: Methyl ethyl cyclopentene
81 13.20 13.40 13.60 13.80
m/z 95.00 49 _.27%
5000
110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 20 13. 40 13 60 13. 80

8270-BF070519.M Wed Jul 10 15:31:17 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 18 unknownl3.55 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.55 22.96 ng 1262420 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Menth-8(10)-en-9-o0l. cis- 154 C10H180 015714-13-3 44
2 Cvclohexanol. 2-methvl-3-(1-meth... 154 C10H180 054244-81-4 30
3 Bicvclol3.1.1Theptane. 2.6.6-tri... 178 C13H22 050746-55-9 30
4 3.7-Decadien-2-one. 10-(3.3-dime... 250 C16H2602 106929-52-6 25
5 3-Tetradecyn-1-ol 210 C14H260 055182-74-6 20
Abundance Scan 1949 (13.551 min): BF115448.D (-1947) (-) m/z 99.05 100.00%
5000
292 310 13.20 13.40 13.60 13.80
o 2g2239 281 m/z 55.00 92.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #26739: p-Menth-8(10)-en-9-0l, cis-
55
81
5000 7 NS SUNISA BN B
13.20 13.40 13.60 13.80
8 123 m/z 83.00 88.59%
0 154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #26977: Cyclohexanol, 2-methyl-3-(1-methylethenyl)-, (1.al...
3
55 NS UNISA BN B
13.20 13.40 13.60 13.80
5000 m/z 67.00 70.80%
121136
o | 154
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #44135: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-3-(2-propen... S BEERE REE S et
4 13.20 13.40 13.60 13.80
83 m/z 81.00 67 .25%
6
5000
107 135
15 163
o} L e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 19 unknownl3.77 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.77 19.69 ng 1082340 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 30
2 Cis-3-ethvl-endo-tricvclol5.2.1.... 164 C12H20 1000215-29-1 30
3 2.3-Bornanediol 170 C10H1802 025696-56-4 25
4 Naphthalene. decahvdro-1.1-dimet... 166 C12H22 035431-04-0 25
5 cis-3-Methyl-endo-tricyclo[5.2.1... 150 C11H18 1000215-29-0 18
Abundance Scan 1986 (13.769 min): BF115448.D (-1982) (-) m/z 95.00 100.00%

5000

13.40 13.60 13.80 14.00

01 m/z 81.00 97.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate
1
43
5000 LA L L L L LB L
13.40 13.60 13.80 14.00
9 0
2 105121 151 165 208 m/z 151.05 62.11%
177 223 951 277
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #33789: Cis-3-ethyl-endo-tricyclo[5.2.1.0(2.6)]decane
9%
67 13.40 13.60 13.80 14.00
5000 135 m/z 55.00 44 _44%
41
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #37908: 2,3-Bornanediol L B B
9% 13.40 13.60 13.80 14.00
m/z 67.00 37.00%
5000, 41 69, | 14
137152
0 170
1 IIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO070919\
Data File : BF115448.D

Aca On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 20 Docosanoic acid, methyl ester Concentration Rank 19

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

14.03 14.48 ng 796343 Chrysene-di12 14.09

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 99

2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 95

3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93

4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87

5 Methyl 20-methyl-heneicosanoate 354 C23H4602 1000336-47-4 86

Abundance Scan 2030 (14.027 min): BF115448.D (-2028) (-) m/z 74.00 100.00%

4
5000 43
143

12 199 255 31 gy 13.80 14.00 14.20 14.40
0 s | B £ S B . m/z 87.00 74.88%

g T
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
4
43
5000

13.80 14.00 14.20 14.40
m/z 43.00 36.24%

143 354
oL %7115 | 171 199 237 255 g3 311
- T T I T I T T T T I T T T T I T T T T I T T T T I T
m/z--> 50 100 150 200 250 300 350
Abundance #154943: Nonadecanoic acid, methyl ester
74
R B AR
13.80 14.00 14.20 14.40
5000 m/z 75.00 25.55%
312
97 269
LR T w2 |
m/z--> 50 100 150 200 250 300 350
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester R L
74 13.80 14.00 14.20 14.40
m/z 55.00 25.52%
5000 43
97 143
EES IR T O N e uiel e
m/z--> 50 100 150 200 250 300 350 13. 80 14. OO 14 20 14. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF070919\
Data File : BF115448.D

Acq On 9 Jul 2019 22:05

Operator : HP/JU

Sample : K3627-01 2X

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519_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]
Butane, 2-methoxy... 2.18 17.7 ng 895079 1 6.89 1011590 20.0
unknown6 .66 6.66 30.6 ng 1548120 1 6.89 1011590 20.0
9-Hexadecenoic ac... 11.73 13.9 ng 992713 4 11.41 1425820 20.0
Hexadecanoic acid... 11.83 179.5 ng 12798000 4 11.41 1425820 20.0
n-Hexadecanoic acid 11.96 41.6 ng 2963460 4 11.41 1425820 20.0
11-Octadecenoic a... 12.56 529.2 ng 37727500 4 11.41 1425820 20.0
Methyl stearate 12.62 116.2 ng 8286750 4 11.41 1425820 20.0
9,12-Octadecadien... 12.65 38.0 ng 2712260 4 11.41 1425820 20.0
Octadec-9-enoic acid 12.67 72.3 ng 5150800 4 11.41 1425820 20.0
Octadecanoic acid 12.73 19.7 ng 1405330 4 11.41 1425820 20.0
11-Eicosenoic aci... 13.26 29.9 ng 1646020 5 14.09 1099570 20.0
Eicosanoic acid, ... 13.34 22.7 ng 1248740 5 14.09 1099570 20.0
1,6-Cyclodecadiene 13.36 57.1 ng 3141810 5 14.09 1099570 20.0
unknown13.40 13.40 54_.3 ng 2983120 5 14.09 1099570 20.0
unknownl13.45 13.45 21.2 ng 1164050 5 14.09 1099570 20.0
unknown13.50 13.50 14.7 ng 809678 5 14.09 1099570 20.0
unknownl13.55 13.55 23.0 ng 1262420 5 14.09 1099570 20.0
unknownl13.77 13.77 19.7 ng 1082340 5 14.09 1099570 20.0

5

Docosanoic acid, ... 14.03 14.5 ng 796343 14.09 1099570 20.0
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