LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF040218\
Data File : BF104135.D

Aca On : 2 Apr 2018 15:15

Operator : JU/SJ

Sample : J1757-11 10X

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:\HPCHEM1I\BNA F\METHODS\8270-BF032818.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 6.957 825 828 842 rBV 318986 509897 5.75% 2.033%
2 7.110 851 854 862 rVB 70550 89030 1.00% 0.355%
3 8.198 1036 1039 1043 rBV 91430 89200 1.01% 0.356%
4 8.239 1043 1046 1051 rBV 636930 668584 7.54% 2.666%
5 8.810 1138 1143 1148 rBV 134818 134799 1.52% 0.538%
6 9.310 1224 1228 1236 rBV 152282 203053 2.29% 0.810%
7 9.375 1236 1239 1244 rVB 174999 154035 1.74% 0.614%
8 9.904 1324 1329 1334 rBV 188838 146633 1.65% 0.585%
9 9.998 1341 1345 1358 rVB 908228 945886 10.66% 3.772%
10 10.404 1411 1414 1417 rBV 196712 146732 1.65% 0.585%

11 10.792 1477 1480 1487 rBV 66333 104894 1.18% 0.418%
12 10.880 1492 1495 1504 rVB 170194 219469 2.47% 0.875%
13 11.327 1568 1571 1573 rBV 144267 109982 1.24% 0.439%
14 11.492 1595 1599 1611 rBV 711549 944694 10.65% 3.767%
15 11.757 1641 1644 1646 rBV 109467 89293 1.01% 0.356%

16 11.863 1658 1662 1665 rBV 3337545 2869112 32.34% 11.441%
17 12.563 1775 1781 1783 rBV 5279980 8870610 100.00% 35.374%
18 12.586 1783 1785 1793 rVV2 4947611 5096749 57.46% 20.324%
19 12.657 1793 1797 1801 rVV 1433762 1319502 14.87% 5.262%
20 12.710 1804 1806 1817 rVB 86627 148813 1.68% 0.593%

21 13.074 1865 1868 1876 rVB 155344 165383 1.86% 0.660%
22 13.304 1905 1907 1914 rVB2 79828 88745 1.00% 0.354%
23 13.380 1916 1920 1923 rBV 125396 118601 1.34% 0.473%
24 14.057 2032 2035 2040 rBV 104535 100495 1.13% 0.401%
25 14.157 2047 2052 2065 rBV 512860 735407 8.29% 2.933%

26 15.063 2202 2206 2212 rBV 218914 326374 3.68% 1.301%
27 15.715 2313 2317 2333 rVB 371122 680934 7.68% 2.715%

Sum of corrected areas: 25076906
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF040218\
Data File : BF104135.D

Aca On 2 Apr 2018 15:15

Operator : JU/SJ

Sample : J1757-11 10X

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF104135.D
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Abundance TIC: BF104135.D
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Abundance TIC: BF104135.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF040218\
Data File : BF104135.D

Aca On : 2 Apr 2018 15:15

Operator : JU/SJ

Sample : J1757-11 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Tridecane Concentration Rank 7

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

8.81 4.03 ng 134799 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Nonadecane 268 C19H40 000629-92-5 90
3 Dodecane 170 C12H26 000112-40-3 86
4 Undecane. 4.8-dimethyl- 184 C13H28 017301-33-6 72
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72

Abundance Scan 1143 (8.810 min): BF104135.D (-1138) (-) m/z 57.05 100.00%
g7
43

71

- et el

8.40 8.60 8.80 9.00 9.20

98 112127141

165 184

0 m/z 43.10 70.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48835: Tridecane

43 %7
71
5000 [TrI T[T T[T rrrrprT
85 8.40 8.60 8.80 9.00 9.20
29 m/z 71.05 60.65%

das | smarness

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

Abundance
57
43

71
85 8.40 860 8.80 9.00 9.20
5000 m/z 85.10 39.88%
29 99
o 113127141155169183197 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #38315: Dodecane
57 8.40 860 8.80 9.00 9.20
43 m/z 41.05 35.86%
71
5000
85
29
98 170 MwJMJAAAA\JWJLvAhNkMPﬂANkM
ots L L pueena Yo W e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 840 8.60 880 900 9.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF040218\
Data File : BF104135.D

Aca On : 2 Apr 2018 15:15

Operator : JU/SJ

Sample : J1757-11 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Tetradecane Concentration Rank 9

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

9.37 3.26 ng 154035 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Tridecane 184 C13H28 000629-50-5 83
3 9-methvlheptadecane 254 C18H38 026741-18-4 80
4 Tetradecane. l-i1odo- 324 C14H29l 019218-94-1 80
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 80

Abundance Scan 1238 (9.369 min): BF104135.D (-1236) (-) m/z 57.05 100.00%
a3
5000
99 112 9.00 9.20 9.40 9.60 9.80
o 126141155 m/z 43.05  79.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59879: Tetradecane
57
43
71
5000 85 P T T T[T T T T T[T
9.00 9.20 9.40 9.60 9.80
29 m/z 71.10 57.63%
o2 1 ‘ ||, P us17141155160 198
m/z--> ﬁo 45 eb 50 160 150 150 1éo 180 260 250 250
Abundance
43 57
71 9.60 9.'20 9.'40 9.%0 9.|80
5000 85 m/z 41.05 38.08%
29 %
o S Ml A 2 -3 - N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105887: 9-methylheptadecane L B e
57 9.00 9.20 9.40 9.60 9.80
43 71 g5 m/z 85.05 37.43%
5000
140
29 99
0 I I H\ Al H 1]\-\\1 127 168 196 239
m/z--> ﬁo 45 eb 50 160 120 150 160 180 200 250 240 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF040218\
Data File : BF104135.D

Aca On : 2 Apr 2018 15:15

Operator : JU/SJ

Sample : J1757-11 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Pentadecane Concentration Rank 13

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

9.90 3.10 ng 146633 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Tridecane 184 C13H28 000629-50-5 90
3 Dodecane. 2-methvyl- 184 C13H28 001560-97-0 86
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 80
5 Eicosane 282 C20H42 000112-95-8 72

Abundance Scan 1328 (9.898 min): BF104135.D (-1324) (-) m/z 57.05 100.00%
57
43 71
5000
99 113 193 9.60 9.80 10.00 10.20
o 128 141 159 173 m/z 43.05 70.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71393: Pentadecane
57
43
71
5000 BERREEE RSP ARE
85 9.60 9.80 10.00 10.20
29 m/z 71.10 64 .48%
oL 18 | “\ L % 113127 141 155 169 183 212
miz--> 5 60 w100 10 o ik 1k o
Abundance
a3
71 9.|60 9.1'30 10.'00 10.'20
5000 85 m/z 85.05 44 .01%
29 %
o = A 2 T T AN
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #48844: Dodecane, 2-methyl- R R n R e
43 57 9.60 9.80 10.00 10.20
m/z 41.05 34.74%
5000 71
29 85
0 u‘ L ‘ 9\9 113 127 141 168 184
m/z--> 2'0 4'0 6|O 8IO 1(')0 150 14'10 160 15';0 2(')0 ' 9. 60 9. 80 10 00 10. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF040218\
Data File : BF104135.D

Aca On : 2 Apr 2018 15:15

Operator : JU/SJ

Sample : J1757-11 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.40 3.10 ng 146732 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heptadecane 240 C17H36 000629-78-7 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Tetradecane 198 C14H30 000629-59-4 87
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 86
Abundance Scan 1413 (10.398 min): BF104135.D (-1411) (-) m/z 57.05 100.00%
57
43
71
5000
99 0 1090 1040 10'60 1020
113 153 170 10.00 10.20 10.40 10.60 10.80
o 120140 m/z 43.10  70.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83026: Hexadecane
43 57 ©;
5000 85 AU SRR AR I
10.00 10.20 10,40 10.60 10.80
- 9 . m/z 71.05 63.05%
s T N 1§71§1155169183197211226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 71 NSRRI ISR SN
85 10.00 10.20 10.40 10.60 10.80
5000 m/z 85.10 46 .95%
29 99
o5 113127141155169183197211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105884: Octadecane PP A T TR
43 57 10.00 10.20 10.40 10.60 10.80
m/z 41.10 39.05%
71
5000 85
29 99
o Ly ) 1}31%7141155169183197211225 254
m/z--> 20 4'0 6|O 80 100 120 140 160 180 200 220 240 260 10.00 10.20 10,40 10.60 10.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF040218\
Data File : BF104135.D

Aca On : 2 Apr 2018 15:15

Operator : JU/SJ

Sample : J1757-11 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 2-Bromo dodecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.88 4.65 ng 219469 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 86
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 86
Abundance Scan 1495 (10.880 min): BF104135.D (-1492) (-) m/z 57.10 100.00%
57
71
43

5000

9 s
113127 141 155 169 183 10.60 10.80 11.00 11.20

(o} m/z 71.10 71.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100330: 2-Bromo dodecane
57
43 71
5000 85 LA L L L L L LB
10 60 10. 80 11. OO 11. 20
m/z 43.10 62.48%
29 99 113 169
127
A O o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
B R e
10.60 10.80 11.00 11.20
5000 71 m/z 85.05 49 .25%
85
29
o 99 113127141 155160183197 226
R B AR BA Sa A S e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane R T T T
57 10.60 10.80 11.00 11.20
43 m/z 41.05 29.13%
71
5000 85
29
oL 15 “ {l ?? 113127141155169 198
”.“.”,”.w.”.“.”,”.w.”.“.” A AARAaREE RS R R S AR EREEE ST
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF040218\
Data File : BF104135.D

Aca On : 2 Apr 2018 15:15

Operator : JU/SJ

Sample : J1757-11 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.33 2.33 ng 109982 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Tetradecane 198 C14H30 000629-59-4 91
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 1571 (11.327 min): BF104135.D (-1568) (-) m/z 57.10 100.00%
57
5000 85
4 J

| 113 11.00 11.20 11.40 11.60
140155 183
Olrrrrrrrretbrlt o bt 0 2405 188 e M/Z 71.10  68.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57
5000 TT [T T T T [T T I T[T T T T [TTTT]
4 85 11.00 11.20 11.40 11.60
m/z 43.10 64 .08%
113
ol 15 ‘ ‘ “ Lo 141 169 197 225 253268 296
B A R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
e e i
11.00 11.20 11.40 11.60
5000 85 m/z 85.05 47.01%
41

o2 M3 141 169 197 05 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 ,J
Abundance #83023: Hexadecane AR RAEaEt
57 11.00 11.20 11.40 11.60
m/z 41.05 30.07%
5000 85
4
0 18 ‘ ‘ ‘\ 1l f 13 ! 1‘\11 169 197 226 /J
e R Rama ma s B e RS AARRARRsaEEaLES LR R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11. 00 11. 20 11.40 11.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF040218\
Data File : BF104135.D

Aca On : 2 Apr 2018 15:15

Operator : JU/SJ

Sample : J1757-11 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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.
11.86 60.74 ng 2869110 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1662 (11.863 min): BF104135.D (-1658) (-) m/z 74.00 100.00%
!
87
5000
43
|5 | sors™ e a5 1000s T a2 "6 1150 12,00 1250
0 ,....,....|',.'."..,":~!..'.,'....,..'..,.... e bt 2 e m/z 87.00 74.91%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 L S BRI SULRULA S
43 1160 11.80 12,00 12.20
7 143 m/z 43.05 30.50%
o ‘ TM Ll 0 101115129 157171185199213227241 270
mz-> 20 4'0 60 80 100 120 140 160 180 200 220 24'10 260
Abundance
74
87 11.60 11.80 12.00 12.20
5000 43 m/z 55.10 24 .84%
29 | 57 143
ok, 101115129 157171185199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester R B S REmaa
74 11.60 11.80 12.00 12.20
a7 m/z 41.10 22 .88%
5000 43
7
0 7Mmmmmmmm 228
I""I"''I""I""I""I""IIIII D R S S D R A R A A

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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF040218\
Data File : BF104135.D

Aca On : 2 Apr 2018 15:15

Operator : JU/SJ

Sample : J1757-11 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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.
12.56 187.80 ng 8870610 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 98

Abundance Scan 1781 (12.563 min): BF104135.D (-1775) (-) m/z 67.05 100.00%

67 81

5000 4l

12.20 12.40 12.60 12.80
m/z 81.05 86.94%

o | 178192206220234 263 294
RRREERRE

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 6/7

81

—

5000 LI L L L L LB LB
12.20 12.40 12.60 12.80
m/z 55.05 60.84%
Ory
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 67
81 R e N EEEEE
12.20 12.40 12.60 12.80
5000 95 m/z 95.05 58.88%
109
123 294

o 15016417819p206220234 263
1
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

I

Abundance #139716: 10,13-Octadecadienoic acid, methy! ester T T T
12.20 12.40 12.60 12.80
m/z 41.10 51.38%
5000
294
150 263
NE: 164178192706220234249 | 279

I I T I
12.20 12.40 12.60 12.80

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

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF040218\
Data File : BF104135.D

Aca On : 2 Apr 2018 15:15

Operator : JU/SJ

Sample : J1757-11 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 4
R.T. EstConc Area Relative to ISTD R.T.
12.66 27.94 ng 1319500 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 15-methvl-. ... 298 C19H3802 054833-55-5 91
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 90
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
Abundance Scan 1798 (12.663 min): BF104135.D (-1793) (-) m/z 74.00 100.00%
74
5000
43
143 - 256
97 | 208 12.40 12.60 12.80 13.00
0 ...,....,|...H,..|'..,':-...'~,'..1=1=?..'..,....-,.1.7.1.,.'...|,...l.,z.??.,-...L,%Y.(?,....',.. m/z 87.00 81.36%
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 43.10 28.35%
9
o BT, | oL o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
1540 12,60 1260 1300
5000 57 298 m/z 143.10 25.54%
41 143
18 97 199 255
0 125 171 219 237 77270
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 R R e
74 12.40 12.60 12.80 13.00
m/z 55.05 21.21%
5000
28 43
143 255 298
0 ” po | | 100 15 | A % 227 | 211 |
m/z--> ﬁo 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00

8270-BF032818.M Tue Apr 03 14:21:06 2018
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF040218\
Data File : BF104135.D

Aca On : 2 Apr 2018 15:15

Operator : JU/SJ

Sample : J1757-11 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 9-Octadecenoic acid (Z)-, m... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.30 2.41 ng 88745 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 43
2 Cvclohexane. 1.2.4.5-tetraethvl-... 196 C14H28 061142-24-3 22
3 Cvclohexane. 1.1°-(2-tridecvl-1.... 390 C28H54 055255-74-8 22
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 22
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 22
Abundance Scan 1906 (13.298 min): BF104135.D (-1905) (-) m/z 55.00 100.00%
56
83
5000
111 159 231250 293 MM
1387180 208 13.00 13.20 13.40 13.60
o} m/z 83.00 66 .88%
m/z--> 50 100 150 200 250 300 350
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
55
4
5000 97 LR SRR SRR BN SR
29 13.00 13.20 13.40 13.60
m/z 69.00 64 .40%
222 264
ol \\W L3 4 MI\ 199 T
m/z--> 50 100 150 200 250 300 350
Abundance
55
97 RN AU BRI U
13.00 13.20 13.40 13.60
5000 m/z 74.00 64 .40%
29 167
S it L —
m/z--> 50 100 150 200 250 300 350
Abundance #207892: Cyclohexane, 1,1'-(2-tridecyl-1,3-propanediyl)bis-
5 g3 13.00 13.20 13.40 13.60
m/z 87.00 59.73%
5000 11
207
293
oL 30| m | ‘ | 139 167186 | 237 264 | 319 389
m/z--> 50 100 150 200 250 300 350 ' 13.00 13.20 13.40 13.60

8270-BF032818.M Tue Apr 03 14:21:06 2018

Page: 12



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF040218\
Data File : BF104135.D

Aca On : 2 Apr 2018 15:15

Operator : JU/SJ

Sample : J1757-11 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Eicosanoic acid, methyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.38 3.23 ng 118601 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 97
2 Methvl 18-methvlnonadecanoate 326 C21H4202 1000352-20-6 95
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 93
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 90

Abundance Scan 1920 (13.380 min): BF104135.D (-1916) (-) m/z 74.00 100.00%
!
5000
43
143 -
169 199216 549 13.00 13.20 13.40 13.60
o 263 m/z 87.00 87.40%
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 43.05 33.30%
0 15 A ‘ \‘\ ‘\ Lyl ng 115 | ‘ 171 199 227 255 2?3\ L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74
13.00 13.20 13.40 13.60
5000 43 m/z 55.00 26 .85%
143
326
97
oL15 115 171 199 227 p55 2%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methy! ester A B b
74 13.00 13.20 13.40 13.60
m/z 143.05 24 .26%
5000
43
143 284
241
2s | ||l us, | 167285 213 T a7 |
m/z--> %&ebmmmmmmmmmnmmmmmmﬁ 13.00 13.20 13.40 13.60

8270-BF032818.M Tue Apr 03 14:21:07 2018 Page: 13



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF040218\
Data File : BF104135.D

Aca On : 2 Apr 2018 15:15

Operator : JU/SJ

Sample : J1757-11 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Docosanoic acid, methyl ester Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
14.06 2.73 ng 100495 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 95
2 Methvl 18-methvIlnonadecanoate 326 C21H4202 1000352-20-6 95
3 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 94
4 Eicosanoic acid. methyl ester 326 C21H4202 001120-28-1 93
5 Methyl stearate 298 C19H3802 000112-61-8 87

Abundance Scan 2036 (14.063 min): BF104135.D (-2032) (-) m/z 74.00 100.00%
5000
IIIIIIIIIIIIIII/\IIII
13.80 14.00 14.20 14.40
0! m/z 87.00 83.16%
m/z--> 50 100 150 200 250 300 350
Abundance #186932: Docosanoic acid, methyl ester
74
5000
43 354 13.80 14.00 14.20 14.40
o7 143 a1l m/z 43.10 37 .54Y%
ol | \ H‘ |15, | 171 199 227 255 pg3 T |
m/z--> 55 160 150 260 2%0 360 3éo
Abundance
74
' 13.80 14.00 14.20 1440
5000 43 m/z 57.05 31.05%
143
326
97
oL15 115 171 199 227 55 2%
m/z--> o '55' ' "160" "150" "260" ' ééoll "360" "350
Abundance #186936: Methyl 20-methyl-heneicosanoate e  RRRaE Bam s
74 13.80 14.00 14.20 14.40
m/z 143.05 28.00%
5000
55 143 354
97 311
{ ) \ 199 255 { ‘
OIIIIIL\I‘ I\JJ\I\LI‘wIM]:w?Ilel?ll\l‘l |‘|22|7|‘ {u‘:2|83|‘||||||| R RN R R R
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40

8270-BF032818.M Tue Apr 03 14:21:07 2018 Page: 14



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF040218\
Data File : BF104135.D

Aca On : 2 Apr 2018 15:15

Operator : JU/SJ

Sample : J1757-11 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 N,N-Dimethyloctylamine Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.06 9.59 ng 326374 Perylene-di12 15.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
2 l-Hexanamine. 2-ethvIl-N.N-dimethvl- 157 C10H23N 028056-87-3 72
3 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
4 2-Trifluoromethvlbenzoic acid. 2... 261 C12H14F3N02 1000331-16-2 64
5 Benzeneacetamide, N-methyl-N-[2-... 307 C16H25N303 1000193-49-1 64
Abundance Scan 2206 (15.063 min): BF104135.D (-2202) (-) m/z 58.05 100.00%

58
5000

84 157 307 364 14. 80 15. 00 15. 20 15. 40
Loty 112133 707 180 218 237 267 907827 PR m/z 72.05  7.48%

m/z--> 0 50 100 150 200 250 300 350
Abundance #29185: N,N-Dimethyloctylamine
58
5000

14.80 15.00 15.20 15.40
m/z 59.05 6.09%

29 84 128 7
or—r—r—r— T T T
m/z--> 0 50 100 150 200 250 300 350
Abundance
58

14.80 15.00 15.20 15.40

5000 m/z 55.00 5.29%
0 18 84 129 157
e o A e S o e B
m/z--> 0 50 100 150 200 250 300 350
Abundance #20564: 3-(Dimethylamino)propyl isothiocyanate e  RRRaE Bam s
58 14.80 15.00 15.20 15.40

m/z 41.10 5.21%

- W

101
a X | 82| 144

O e e

m/z--> 0 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF032818.M Tue Apr 03 14:21:08 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF040218\
Data File : BF104135.D

Acq On : 2 Apr 2018 15:15

Operator : JU/SJ

Sample : J1757-11 10X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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]
Tridecane 8.81 4.0 ng 134799 2 8.24 668584 20.0
Tetradecane 9.37 3.3 ng 154035 3 10.00 945886 20.0
Pentadecane 9.90 3.1 ng 146633 3 10.00 945886 20.0
Hexadecane 10.40 3.1 ng 146732 3 10.00 945886 20.0
2-Bromo dodecane 10.88 4.7 ng 219469 4 11.49 944694 20.0
Heneicosane 11.33 2.3 ng 109982 4 11.49 944694 20.0
Hexadecanoic acid... 11.86 60.7 ng 2869110 4 11.49 944694 20.0
9,12-Octadecadien... 12.56 187.8 ng 8870610 4 11.49 944694 20.0
Methyl stearate 12.66 27.9 ng 1319500 4 11.49 944694 20.0
9-Octadecenoic ac... 13.30 2.4 ng 88745 5 14.16 735407 20.0
Eicosanoic acid, ... 13.38 3.2 ng 118601 5 14.16 735407 20.0
Docosanoic acid, ... 14.06 2.7 ng 100495 5 14.16 735407 20.0
N,N-Dimethyloctyl... 15.06 9.6 ng 326374 6 15.72 680934 20.0
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