LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111300.D

Aca On : 12 Dec 2018 2:27

Operator : JU/SJ

Sample : J6193-07 5X

Misc :

ALS Vial : 19 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-BF120818.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 5.398 560 563 574 rVB 896119 899451 10.78% 2.217%
2 6.416 733 736 744 rVB 1051883 972918 11.67% 2.398%
3 6.563 757 761 769 rVB 1015321 950466 11.40% 2.343%
4 6.792 797 800 804 rBVY 1855361 1619630 19.42% 3.993%
5 6.951 824 827 831 rBV 916818 725547 8.70% 1.789%
6 7.345 886 894 899 rBV 660422 639097 7.66% 1.575%
7 7.404 901 904 907 rVB 217532 162290 1.95% 0.400%
8 8.075 1014 1018 1022 rBvV 2770451 2482591 29.77% 6.120%
9 8.510 1089 1092 1094 rBV 126111 104677 1.26% 0.258%
10 8.680 1117 1121 1124 rBV 419345 324327 3.89% 0.800%
11 8.780 1134 1138 1144 rVB4 59167 92724 1.11% 0.229%

12 8.904 1152 1159 1164 rBV5 65878 102098 1.22% 0.252%
13 9.110 1192 1194 1198 rVB2 119364 104177 1.25% 0.257%
14 9.151 1198 1201 1206 rBV 1385945 1075447 12.89%% 2.651%
15 9.245 1213 1217 1221 rBV 412245 323975 3.88% 0.799%

16 9.498 1252 1260 1261 rBV4 63395 111007 1.33% 0.274%
17 9.545 1266 1268 1270 rBV 184252 165237 1.98% 0.407%
18 9.774 1304 1307 1311 rVB 327099 250010 3.00% 0.616%
19 9.833 1311 1317 1320 rBV 2875554 2425287 29.08% 5.979%
20 10.274 1389 1392 1395 rVB 272549 205890 2.47% 0.508%

21 10.492 1423 1429 1436 rBV 102049 135629 1.63% 0.334%
22 10.610 1446 1449 1454 rVB 615862 583168 6.99% 1.438%
23 10.745 1469 1472 1479 rBV 282720 308640 3.70% 0.761%
24 11.192 1545 1548 1551 rBV 240491 195715 2.35% 0.482%
25 11.227 1551 1554 1559 rVB 85422 94980 1.14% 0.234%

26 11.316 1565 1569 1571 rBV 2405066 2059362 24.69% 5.077%
27 11.333 1571 1572 1576 rVB 152173 117245 1.41% 0.289%
28 11.621 1618 1621 1623 rBV 179250 144243 1.73% 0.356%
29 11.716 1634 1637 1641 rBV 2881386 2524258 30.27% 6.223%
30 11.845 1656 1659 1663 rBV 234757 196953 2.36% 0.486%

31 12.027 1687 1690 1698 rVB 157899 155609 1.87% 0.384%
32 12.410 1750 1755 1756 rBV 8293188 8340089 100.00% 20.560%
33 12.427 1756 1758 1766 rVV2 6640665 5792866 69.46% 14.280%
34 12.510 1769 1772 1775 rVV 1281488 1128369 13.53% 2.782%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111300.D

Aca On : 12 Dec 2018 2:27

Operator : JU/SJ

Sample : J6193-07 5X

Misc :

ALS Vial : 19 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-BF120818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.557 1778 1780 1789 rVV3 337944 432614 5.19% 1.066%

36 12.633 1790 1793 1798 rVB 134828 136302 1.63% 0.336%
37 12.751 1809 1813 1816 rVB 172180 185341 2.22% 0.457%
38 12.898 1835 1838 1843 rBV 952678 804112 9.64% 1.982%
39 13.145 1877 1880 1885 rVB3 111443 160698 1.93% 0.396%
40 13.815 1991 1994 1999 rBV 89598 88422 1.06% 0.218%

41 13.951 2013 2017 2020 rBV 2110200 1909129 22.89%% 4_.706%
42 15.392 2257 2262 2267 rBV 1082595 1334509 16.00% 3.290%

Sum of corrected areas: 40565099
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121118\
Data File : BF111300.D

Aca On - 12 Dec 2018 2:27

Operator : JU/SJ

Sample : J6193-07 5X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI1\BNA F\METHODS\8270-BF120818.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF111300.D
8000000

6000000
4000000

2000000
5.40 6.42%.56 6.95

| L e

e

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF111300.D

8000000

6000000

4000000

8.07 9.83 11.72

2000000
9.15 12.51

12,90
8.68 25 ;
. 85158 78,00 94115 o%85 33 11.6811.842 03 U%éfls&?s 13.14

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF111300.D

8000000

1061
10.274( 4q) 10.74

6000000

4000000

13.95

2000000 15.39

13.8

ot

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111300.D

Aca On : 12 Dec 2018 2:27

Operator : JU/SJ

Sample : J6193-07 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 unknown6.56 Concentration Rank 4

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

6.56 11.74 ng 950466 1,4-Dichlorobenzene-d4 6.79
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 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 761 (6.563 min): BF111300.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.1
T —
40.1 540 96.0 6.20 6.40 6.60 6.80
0 82.0 111.0 I — m/z 68.10 37.83%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 AR SARRE AR AR

6.I20 6.I40 6.60 6.80
m/z 134.00  33.19%

31.0 510
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
B R o e e
74.0 6.20 6.40 6.60 6.80
5000 ggo 1160 m/z 66.10 23.48%
oo i L D a0 amo
m/z--> 40 60 80 100 120 140 160 180
Abundance #14770: Cyclopropanamine, 1-phenyl-
132.0 6.20 6.40 6.60 6.80
m/z 69.10 14.60%
104.0
5000
51.0 77.0
91.0
o ?%PHM ...,....,....,..}@%q .‘., T
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111300.D

Aca On : 12 Dec 2018 2:27

Operator : JU/SJ

Sample : J6193-07 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Undecane Concentration Rank 12

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

7.40 2.00 ng 162290 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane 156 Cl11H24 001120-21-4 87
2 Tetradecane 198 C14H30 000629-59-4 83
3 Pentadecane 212 C15H32 000629-62-9 78
4 Tridecane 184 C13H28 000629-50-5 78
5 1-lodo-2-methylundecane 296 C12H251 073105-67-6 72

Abundance Scan 903 (7.398 min): BF111300.D (-901) (-) m/z 57.10 100.00%
51.1
5000 100
821 7.00 7.20 7.40 7.60 7.80
ol ,..'a.,![...-,.l.l?:%....,..1?‘?',0....,....,...., m/z 43.10 93.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28425: Undecane
57.0
5000
a1lo 7.00 7.20 7.40 7.60 7.80
85.0 m/z 71.05 40.04%
0 | 113.0 156.0
G T L I I WL W B B BN SRS
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57.0
7.00 7.20 7.40 7.60 7.80
5000 85.0 m/z 41.05 38.83%
410
0 15.0 \‘ ul, ‘ | \‘\ 1k il 11?'0 u 141.0 169.0 19\8'0
miz--> 20 40 60 8 100 120 140 160 180 200
Abundance #71393: Pentadecane P
57.0 7.00 7.20 7.40 7.60 7.80
m/z 85.10 18.72%
5000 85.0
41/0
0 18.0 \‘ \“‘ H\ \‘\ 1l | 11?0 | 14;0 169.0 2120
m/z--> 2'0 4'0 6|O 8IO 1(')0 150 14'10 1('30 15';0 2(')0 ' 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111300.D

Aca On : 12 Dec 2018 2:27

Operator : JU/SJ

Sample : J6193-07 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Tetradecane Concentration Rank 9

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

9.25 2.67 ng 323975 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 86
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 78
5 Octacosane 394 C28H58 000630-02-4 78

Abundance Scan 1218 (9.251 min): BF111300.D (-1213) (-) m/z 57.10 100.00%
51.1
8 1131 13690 17921982 900 950 k0 980

01 m/z 43.05 69.49%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane
57.0

5000 R R Raaas R e
9.00 9.20 940 9.60

m/z 71.10 51.47%

29.0

113.0

141.0 1g9.0 198.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
9.00 9.20 9.40 9.60
5000 m/z 85.10 34.24%
85.0
29.0
0 ‘\ “ Il ‘ 1130 1410 169.0 197.0 226.0
A o o e o o LI A s e S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48832: Tridecane
57.0 9.00 9.20 9.40 9.60
m/z 41.10 33.49%
5000
29.0 85.0
I S TR
IIIIIIIIIIIIIIIIIIIIIIIIIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIII
m/z--> 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111300.D

Aca On : 12 Dec 2018 2:27

Operator : JU/SJ

Sample : J6193-07 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Hexadecane Concentration Rank 11

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

9.77 2.06 ng 250010 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 72
4 Octane. 3-ethvl-2.7-dimethvl- 170 C12H26 062183-55-5 53
5 Decane, 5-methyl- 156 C11H24 013151-35-4 50

Abundance Scan 1306 (9.769 min): BF111300.D (-1304) (-) 57.10 100.00%
57.1
e M
940 960 980 1000
39 113.0
o 19211631 207.0 m/z 43.05 83.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 AR SN E SRER AR
85.0 9.40 9.60 9.80 10.00
29.0 : m/z 71.10 52.91%
0 d o Il , 113.0 141 0 169.0 197.0 226.0
m/z--> ﬁo Jo éo 8b 160 150 140 1éo 180 260 250
Abundance #71393: Pentadecane
57.0
040 9.60 9.80 10.00
0
5000 85.0 m/z 85.05 33.66%
29.0
0 \‘ ‘ H Il 113 0 \ 141 0 169 0 212.0
m/z--> ' J éo 8b 160 120 140 160 180 260 250
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester R A T T T
57.0 9.40 9.60 9.80 10.00
m/z 41.05 32.10%
5000 85.0
29.0 ‘ 113.0
0...“ﬂ..ﬁ..hwﬂh.“...,”ﬂ.,”.. R B R E s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111300.D

Aca On : 12 Dec 2018 2:27

Operator : JU/SJ

Sample : J6193-07 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Heptadecane Concentration Rank 8

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

10.75 3.00 ng 308640 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Hexadecane 226 C16H34 000544-76-3 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Tetracosane 338 C24H50 000646-31-1 86

5 Heptadecane,

2,6,10,15-tetramethyl- 296 C21H44

054833-48-6 80

m/z 57.10 100.00%

10.40 10.60 10.80 11.00

m/z 43.05 65.01%

10 40 10. 60 10 80 11. OO

m/z 71.10 56.29%

10.40 10.60 10.80 11.00

m/z 85.10 35.96%

10.40 10.60 10.80 11.00

m/z 41.05 29.80%

Abundance Scan 1473 (10.751 min): BF111300.D (-1469) (-)
57.1
5000
85.1
ounpnqm.,dhﬁ”w”u“”w””“”.””.”..”.””.”w””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94345: Heptadecane
57.0
5000 85.0
29.0
o | |1130 141.0 169.0 106.0  240.0
B L RS B a e o R o M RRRRRERERERERE Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83026: Hexadecane
57.0
5000 85.0
29.0 113.0
0 I Wl H\ I ‘ ! Il 141 0 169.0 197.0 226.0
e e b e e e et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425:; Heneicosane
57.0
5000 85.0
29.0
o ‘ | 11301410 1600 107.0 2250 2530  296.0
e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

10 40 10. 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111300.D

Aca On : 12 Dec 2018 2:27

Operator : JU/SJ

Sample : J6193-07 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.72 24 .52 ng 2524260 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
4 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 90
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
Abundance Scan 1638 (11.721 min): BF111300.D (-1634) (-) m/z 74.05 100.00%
74.0
5000 430
143.1 LS BN BRI LN B
1712 199 22712 270.3 11.40 11,60 11.80 12,00
o} : m/z 87.10 72.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119400: Hexadecanoic acid, methyl ester
74.0
5000 U DL U RN B
43.0 11.40 11.60 11.80 12.00
‘ 143.0 2970 270.0 m/z 43.05 36.83%
97.0
0 ,1,5,9”.,,.||m!|||,.,|..” I:...,..%?,l....,l...- P Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107593: Pentadecanoic acid, methyl ester
74.0
11.40 11.60 11.80 12.00
5000 m/z 55.05 27 .83%
430 143.0
ST SR Y i< O M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95861: Methyl tetradecanoate
74.0 11.40 11.60 11.80 12.00
m/z 41.05 25.91%
5000
43.0
Nl 19101230 1710 e, e
TTT |=||‘|||| |||| IIIIHIIII TTTT I TT T[T T T T[T TTT ||‘|| TTTT TTTT[TTTT —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 250 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111300.D

Aca On : 12 Dec 2018 2:27

Operator : JU/SJ

Sample : J6193-07 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 1
R.T. EstConc Area Relative to ISTD R.T.
12.41 81.00 ng 8340090 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-0Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
2 8.11-Octadecadienoic acid. methyv... 294 C19H3402 056599-58-7 99
3 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
Abundance Scan 1755 (12.410 min): BF111300.D (-1750) (-) m/z 67.10 100.00%
67.1
41.0
5000
1230 1601 o gee | 1200 1230 1240 1260 1260
Ol : : : m/z 81.05 83.77%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 RN L B BUMBL B
12.00 12.20 12.40 12.60 12.80
m/z 55.10 73.22%
oLl 123.0 1490 4759 2620 294.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester
67.0
12,00 12.20 12.40 12.60 12.80
5000 m/z 41.05 59.21%
294.0
150.0
124.0 178.0 920.0 263.0
0<
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139725: 9,12-Octadecadienoic acid (Z,2)-, methyl ester RERREEEEEE TS L
67.0 12.00 12.20 12.40 12.60 12.80
m/z 95.10 58.74%
5000
294.0
123.0 150.0 178.0 0.0 263.0
o} e e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111300.D

Aca On : 12 Dec 2018 2:27

Operator : JU/SJ

Sample : J6193-07 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.43 56.26 ng 5792870 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 96
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 96
3 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 95
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 94
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 90
Abundance Scan 1758 (12.427 min): BF111300.D (-1756) (-) m/z 55.10 100.00%
58.1
5000 M‘/\A
111.1 LB UL SN UL S
137.1 180.2 222.3 264.3 206.3 12.20 12.40 12.60 12.80
o} ' m/z 41.10 66 .26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
58.0
5000 U NI BN SUN B
12.20 12.40 12.60 12.80
29.0 111.0 264.0 m/z 69.10 58.22%
" 138.0 180.0 222.0 206.0
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
58.0
' 12:20 12.40 12.60 12,80
5000 m/z 74.10 55.99%
29.0 264.0
111.0
1380 1800 2220 296.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester e m e RN R Rmas me
58.0 12.20 12.40 12.60 12.80
m/z 43.10 51.72%
5000
264.0
L0 1380 1800 2220 296.0
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\BF121118\
Data File : BF111300.D

Aca On : 12 Dec 2018 2:27

Operator : JU/SJ

Sample : J6193-07 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Methyl stearate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.51 10.96 ng 1128370 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 93
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 91
Abundance Scan 1772 (12.510 min): BF111300.D (-1769) (-) m/z 74.05 100.00%
74.0
5000 43.1
\ o1 07 255.2 12.20 12.40 12.60 12.80
199.2 . . . .
o.”“”.“”L“hthn”.wJ”,nulfﬁﬁ.”.”??K?“.A..”.?ﬁff m/z 87.10 74.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 12.20 12.40 12.60 12.80
143.0 -
43.0 1990 2550 m/z 43.10 43.44%

o

00 T T, |
oo, LIS 1 ey | re, Ly L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143190: Heptadecanoic acid, 16-methyl-, methyl ester
74.0

12.20 12.40 12.60 12.80

5000 m/z 55.10 29.74%
255.0
143.0 298.0
‘ 97.0 l 199.0

olreprrerA bt b 80, L2270, | L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester T

74.0 12 20 12. 40 12. 60 12. 80

m/z 41.10 26.73%

5000 43.0
0 g Joro w0 1850 2270 2100

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\BF121118\
Data File : BF111300.D

Aca On : 12 Dec 2018 2:27

Operator : JU/SJ

Sample : J6193-07 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 9-Octadecenoic acid, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.56 4.20 ng 432614 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 95
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 93
3 cis-13-0Octadecenoic acid 282 C18H3402 013126-39-1 91
4 Oleic Acid 282 C18H3402 000112-80-1 91
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 87

Abundance Scan 1781 (12.563 min): BF111300.D (-1778) (-) m/z 55.10 100.00%

12 20 12. 40 12. 60 12. 80

55.1
5000 '

o m/z 69.10 62.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129349: 9-Octadecenoic acid, (E)-
553.0
5000 LA L L L [ L LB LB L

12.20 12,40 12.60 12.80
29.0 m/z 43.10 59.34%

. 180.0 222.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129357: trans-13-Octadecenoic acid
53.0

12.20 12.40 12.60 12.80

5000 m/z 41.10 57.28%
83.0
111.0
o : 137.0 165.0 193.0 222.0 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129347: cis-13-Octadecenoic acid ey ) g pepepee
55.0 12 20 12. 40 12. 60 12. 80

m/z 97.10 49.63%

111.0
137.0 165.0 193.0 222.0 :

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

5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121118\
Data File : BF111300.D

Acq On : 12 Dec 2018 2:27

Operator : JU/SJ

Sample - J6193-07 5X

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818_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 .56 6.56 11.7 ng 950466 1 6.79 1619630 20.0
Undecane 7.40 2.0 ng 162290 1 6.79 1619630 20.0
Tetradecane 9.25 2.7 ng 323975 3 9.83 2425290 20.0
Hexadecane 9.77 2.1 ng 250010 3 9.83 2425290 20.0
Heptadecane 10.75 3.0 ng 308640 4 11.32 2059360 20.0
Hexadecanoic acid... 11.72 24.5 ng 2524260 4 11.32 2059360 20.0
9,12-Octadecadien... 12.41 81.0 ng 8340090 4 11.32 2059360 20.0
16-Octadecenoic a... 12.43 56.3 ng 5792870 4 11.32 2059360 20.0
Methyl stearate 12.51 11.0 ng 1128370 4 11.32 2059360 20.0
9-Octadecenoic ac... 12.56 4.2 ng 432614 4 11.32 2059360 20.0
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