LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110902.D

Aca On : 20 Nov 2018 18:50

Operator : JU/SJ

Sample : J5763-03 2X

Misc :

ALS Vial : 18 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-BF110818 .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

5.557 587 590 612 rBV 677087 801027 9.34% 2.549%
6.563 758 761 775 rBV 736619 876696 10.22% 2.790%
rBvV 1053434 864968 10.08% 2.752%
6.940 821 825 832 rBV 448079 395897 4.62% 1.260%
7.092 848 851 859 rvB 665964 639124 7.45% 2.034%
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7.504 918 921 928 rBV2 491805 617535 7.20% 1.965%
8.181 1034 1036 1040 rBV 213150 198226 2.31% 0.631%
rvv 547014 512408 5.97% 1.630%
8.257 1047 1049 1053 rVB 115032 106917 1.25% 0.340%
8.498 1086 1090 1095 rVB4 97178 114669 1.34% 0.365%
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11 8.622 1109 1111 1113 rVB 137966 96365 1.12% 0.307%
12 8.722 1124 1128 1130 rBV 112437 101402 1.18% 0.323%
13 8.792 1137 1140 1145 rBV 342020 265388 3.09% 0.844%
14 9.039 1179 1182 1186 rBV3 129726 130434 1.52% 0.415%
15 9.157 1199 1202 1205 rBV3 115669 103463 1.21% 0.329%

16 9.222 1211 1213 1217 rVB2 111888 89005 1.04% 0.283%
17 9.292 1222 1225 1233 rBV 960340 889509 10.37% 2.830%
18 9.357 1233 1236 1241 rBV 391983 336384 3.92% 1.070%
19 9.681 1287 1291 1292 rBV2 132878 154661 1.80% 0.492%
20 9.886 1323 1326 1331 rVB 352789 313882 3.66% 0.999%

21 9.981 1340 1342 1347 rVB 499950 461690 5.38% 1.469%
22 10.386 1408 1411 1414 rBV 338418 292962 3.42% 0.932%
23 10.610 1444 1449 1451 rBV 136214 160229 1.87% 0.510%
24 10.780 1474 1478 1484 rBV 386873 453848 5.29% 1.444%
25 10.863 1489 1492 1497 rBV 330337 368417 4_30% 1.172%

26 11.310 1565 1568 1571 rBV 263057 214516 2.50% 0.683%
27 11.339 1571 1573 1576 rVB 114665 88268 1.03% 0.281%
28 11.480 1593 1597 1599 rBV 450701 426856 4.98% 1.358%
29 11.739 1638 1641 1644 rVB 220118 163857 1.91% 0.521%
30 11.845 1655 1659 1662 rBV 2806135 2553120 29.76% 8.124%

31 11.980 1679 1682 1687 rBv4 90397 120308 1.40% 0.383%
32 12.145 1707 1710 1712 rBV 175442 135191 1.58% 0.430%
33 12.551 1772 1779 1780 rBV 5899129 8577605 100.00% 27.293%
34 12.569 1780 1782 1787 rVV2 5416146 5100505 59.46% 16.229%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110902.D

Aca On : 20 Nov 2018 18:50

Operator : JU/SJ

Sample : J5763-03 2X

Misc :

ALS Vial : 18 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\HPCHEM1\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.639 1790 1794 1797 rVV 1317187 1081610 12.61% 3.442%

36 12.698 1801 1804 1811 rVB2 163876 240862 2.81% 0.766%
37 12.910 1837 1840 1842 rVV2 108612 103756 1.21% 0.330%
38 12.933 1842 1844 1850 rVB 108068 116060 1.35% 0.369%
39 13.063 1862 1866 1869 rBV 685060 593388 6.92% 1.888%
40 13.363 1913 1917 1919 rBV2 128546 123085 1.43% 0.392%

41 13.933 2011 2014 2020 rVB2 102683 100841 1.18% 0.321%
42 14.027 2028 2030 2036 rBVY 122162 119176 1.39% 0.379%
43 14.133 2044 2048 2051 rBVY 439343 436994 5.09% 1.390%
44 14.251 2065 2068 2073 rVB 113545 113632 1.32% 0.362%
45 14.557 2116 2120 2127 rBV2 195732 283760 3.31% 0.903%

46 14.868 2170 2173 2177 rVB 104972 111492 1.30% 0.355%
47 15.004 2192 2196 2205 rVB 191776 271948 3.17% 0.865%
48 15.221 2230 2233 2245 rVB2 179342 276054 3.22% 0.878%
49 15.615 2297 2300 2305 rVB2 118998 143820 1.68% 0.458%
50 15.668 2305 2309 2316 rVB 176835 243390 2.84% 0.774%

51 16.068 2373 2377 2382 rVB 156613 223803 2.61% 0.712%
52 16.598 2463 2467 2472 rVB 73260 119229 1.39% 0.379%

Sum of corrected areas: 31428232
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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\BF112018\

BF110902.D

20 Nov 2018 18:50

JussJ

J5763-03 2X

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BF110902.D
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Time-->
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Time-->
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TIC: BF110902.D

14.13

y 1456 14 ¢5.0015.22 %567  16.07
13mp01425 T2 MERDIG  15%8
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110902.D

Aca On : 20 Nov 2018 18:50

Operator : JU/SJ

Sample : J5763-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.71 Concentration Rank 5

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

6.71 43.70 ng 864968 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 786 (6.710 min): BF110902.D (-782) (-) m/z 132.00 100.00%
5000 68
96 ISR SRR AN SRR
40 54 7 g7 | 105 6.40 6.60 6.80 7.00
0 B E e m/z 68.10 39.89%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR SRR AN SRR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.04%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
ISR SR U AR
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 26.29%
41 97
53
‘ o ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 16.13%
5000 98 116
o b L8 o |l ase 189 I N
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\BF112018\
Data File : BF110902.D

Aca On : 20 Nov 2018 18:50

Operator : JU/SJ

Sample : J5763-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexadecane Concentration Rank 15

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

8.79 10.36 ng 265388 Naphthalene-d8 8.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 86
3 Dodecane 170 C12H26 000112-40-3 86
4 Undecane. 2.6-dimethyl- 184 C13H28 017301-23-4 81
5 Tridecane 184 C13H28 000629-50-5 81

Abundance Scan 1140 (8.792 min): BF110902.D (-1137) (-) m/z 57.10 100.00%
a3 3
5000 [
85 LAW/\ML
99 113 8.40 8.60 8.80 9.00 9.20
0...,....','...| ol 2120 141158 184 m/z 43.05  79.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 Y
5000 71 M
g5 8.40 8.60 8.80 9.00 9.20
29 m/z 71.05 49 .49%
0 | i 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 150 150 160 180 200 250
Abundance #59881: Tetradecane
43 ¥
71 8.40 8.60 8.80 9.00 9.20
5000 o m/z 41.10 39.12%
29
. L‘ A ‘ il %9 113 127 141 155 169 198
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance #38315: Dodecane L
57 8.40 8.60 8.80 9.00 9.20
43 m/z 85.10 30.51%
71
5000
85
29
P ECNTIT T L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110902.D

Aca On : 20 Nov 2018 18:50

Operator : JU/SJ

Sample : J5763-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Tetradecane Concentration Rank 10

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

9.36 14.57 ng 336384 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 95
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 86
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 86
5 Undecane 156 C11H24 001120-21-4 86

Abundance Scan 1237 (9.363 min): BF110902.D (-1233) (-) m/z 57.05 100.00%
57
43

5000

9.00 9.20 9.40 9.60
m/z 43.10 73 .34%

. 99 113 127 141 159 174 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59882: Tetradecane

43

5000

9.00 920 940 9.60
m/z 71.10 52 .00%

113 127 141 155 169 182 198

04
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43
9.00 9.20 9.40 9.60
5000 n m/z 41.10 36.33%
85
29
0 1 ‘L L w 99 113 127 141 155 169 183 197 226
e R
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane A mmn B
43 57 9.00 9.20 9.40 9.60
m/z 85.10 36.11%
5000 n
29 85
0 ‘ | 99 113 127 141 155 184
e = e e
miz--> 20 40 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\BF112018\
Data File : BF110902.D

Aca On : 20 Nov 2018 18:50

Operator : JU/SJ

Sample : J5763-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 5-Ethyldecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

10.61 6.94 ng 160229 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Ethvldecane 170 C12H26 017302-36-2 87
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 83
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
4 Tetradecane. 3-methvl- 212 C15H32 018435-22-8 72
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 68

Abundance Scan 1449 (10.610 min): BF110902.D (-1444) (-) m/z 57.05 100.00%

57
5000 81 71

85

10.20 10.40 10.60 10.80 11.00
m/z 43.10 48.71%

99 113 197 141 155 171 186

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38319: 5-Ethyldecane
57

10.20 10,40 10.60 10.80 11.00
m/z 71.05 45_.39%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
T T
43 10.20 10.40 10.60 10.80 11.00
5000 71 m/z 41.10 26.99%
85
99 113
0 \\ ‘ \ | J 17 127141155169183196211225239254
”.“.”,”.W.H.P.”,”.w.”...“ T e

m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #100330: 2-Bromo dodecane L B
57 10.20 10.40 10.60 10.80 11.00

m/z 85.10 24 _.72%
43 71
5000 85
9
113 169

m/z--> 60 80 100 120 140 160 180 200 220 240 10. 20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110902.D

Aca On : 20 Nov 2018 18:50

Operator : JU/SJ

Sample : J5763-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.85 119.62 ng 2553120 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 96
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
3 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 90
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
Abundance Scan 1660 (11.851 min): BF110902.D (-1655) (-) m/z 74.00 100.00%
7
87
5000
43
T 129 227 1160 11.80 12,00 12.20
101115 171185199 241 270 : : : :
o...,....,....||,....,':!..',l....,....,|...1?,7.... s L2280 Tn/z 87.00  75.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
7
87
5000 LR IS B RN B
43 11,60 11.80 12.00 12.20
143 m/z 43.10 34 .35%
. h 1] 4| 101115129 | 157171185199913227547 270
e 3 a6 B 100 130 1o 160 100 258 330 21 35
Abundance #107596: Pentadecanoic acid, methyl ester
i
LA
87 11.60 11.80 12.00 12.20
5000 m/z 55.10 28.63%
43
29 7
. m\%mMme»Wmmmmm 2%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72688: Dodecanoic acid, methyl ester —;—;—;—.—,—W
74 11.60 11.80 12.00 12.20
g7 m/z 41.10 25.82%
5000
129 171
0---|----|----|----|---:-I-?-lululuspu--|--:-L-57----1-?-5-1-99--2-1-4----|----|----| —v—v—v—v—r%
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\BF112018\
Data File : BF110902.D

Aca On : 20 Nov 2018 18:50

Operator : JU/SJ

Sample : J5763-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Tetracosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

12.15 6.33 ng 135191 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 90
3 Docosane 310 C22H46 000629-97-0 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 83
Abundance Scan 1711 (12.151 min): BF110902.D (-1707) (-) m/z 57.10 100.00%

57
5000 85
4

113 141 169 nmnmnmnm

O rrreflr b gl e e 190 225 | M7z 43.10  70.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
5|7

5000 85
11.80 12.00 12.20 12.40
m/z 71.10 63.45%

29 113
J | ol I141 169 197 225 253 281 309 338
e et e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83051: Dodecane, 2-methyl-6-propy!-
57

11. 80 12. 00 12 20 12.40

o

5000 85 m/z 85.05 44.63%
140
o 3 || l 1113 “i"156 182 505 206
I B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #153222: Docosane R et Se e B
57 11. 80 12. 00 12 20 12. 40

m/z 41.05 29.93%

5000 85
o 29 \ I l 11}3 141 169 197 225 253 281 310 A

IIIIIIIIIIIIIIIIlIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIIIII T T UL —rTT IIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.80 12.00 12 20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110902.D

Aca On : 20 Nov 2018 18:50

Operator : JU/SJ

Sample : J5763-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.55 401.90 ng 8577610 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 9,15-0Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
Abundance Scan 1779 (12.551 min): BF110902.D (-1772) (-) m/z 67.05 100.00%

67 g1
41
5000

178 263 12.20 12.40 12.60 12.80

I 192206220234 294 m/z 81.05 83.79%

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 67

81

5000 LI L L L L L L L LB B
12.20 12.40 12.60 12.80
m/z 55.05 67.69%
ol 149164178 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67 8
R B
12.20 12.40 12.60 12.80
5000 m/z 41.10 56.77%

294

263

1201641781 99506220234949

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methy! ester T T T TR
67 8 12.20 12.40 12.60 12.80
! m/z 95.05  56.42%
5000
124 150164 263 294
o 178192206220234 249

I I I I
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\BF112018\
Data File : BF110902.D

Aca On : 20 Nov 2018 18:50

Operator : JU/SJ

Sample : J5763-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 15-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.57 238.98 ng 5100510 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 93
2 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 93
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 93
4 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 90
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 87

Abundance Scan 1782 (12.569 min): BF110902.D (-1780) (-) m/z 55.10 100.00%

41 74
5000

12. 20 12. 40 12 60 12. 80

Obprrrrhis m/z 69.10 69.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester
41
74
5000 LA L L L L LN L
12.20 12.40 12.60 12.80
) - m/z 74.00 68.08%
o 138152 180 50779236 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester
55
41 RS ALY S

12.20 12.40 12.60 12.80
m/z 41.10 66.53%

5000

264
111
o 2 138152 180 ;222,54 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester T R T

55 12.20 12.40 12.60 12.80
m/z 83.10 55.30%

a1 | 74
5000
264
2 138152 180 50722295 278 296

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\BF112018\
Data File : BF110902.D

Aca On : 20 Nov 2018 18:50

Operator : JU/SJ

Sample : J5763-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.64 50.68 ng 1081610 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 89
5 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 87
Abundance Scan 1794 (12.639 min): BF110902.D (-1790) (-) m/z 73.95 100.00%
!
5000 43
h 143 2 llllllllllll|llll|lll
7 199 208 12.40 12.60 12.80 13.00
o...,....,'....',..|'..,!-!..'-,..1-.1.?..'..,|....~ 22 120 SF ) Tm/z 87.00 77.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate J\
74
5000 LN BN SN UL B
143 - 298 12,40 12.60 12.80 13.00
199 m/z 43.10 40.20%
T o) O N WO - I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95859: Methyl tetradecanoate
74
12140 12.60 12,80 13.00
5000 m/z 55.05 31.47%
=° 143 199
Loz ‘M Lot s | am i 262
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107596: Pentadecanoic acid, methy! ester T T PR T T
74 12.40 12.60 12.80 13.00
m/z 41.10 26 .52%
5000
43
143
oL LB 100 g 11 *1%28 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12,40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110902.D

Aca On : 20 Nov 2018 18:50

Operator : JU/SJ

Sample : J5763-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 N,N-Dimethyloctylamine Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.00 22.35 ng 271948 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
2 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
3 l-Hexanamine. 2-ethvIl-N.N-dimethvl- 157 C10H23N 028056-87-3 72
4 1-Undecanamine. N.N-dimethvl- 199 C13H29N 017373-28-3 64
5 1-Dodecanamine, N,N-dimethyl- 213 C14H31N 000112-18-5 59
Abundance Scan 2195 (14.998 min): BF110902.D (-2192) (-) m/z 58.05 100.00%
58
5000
84 157 14.60 14.80 15.00 15.20 15.40
oL 38l o 112132 "97176196215236256 281 307 343304 | 059 05 6. 16%
m/z--> 0 50 100 150 200 250 300 350
Abundance #29184: N,N-Dimethyloctylamine
58
5000

14.60 14.80 15.00 15.20 15.40
m/z 72.05 6.10%

ol 20, | 84 114 17
777
m/z--> 0 50 100 150 200 250 300 350
Abundance #20564: 3-(Dimethylamino)propyl isothiocyanate
58
14.60 14.80 15.00 15.20 15.40
5000 m/z 41.05 5.00%
101
30
ol Ay d g8 | 1%
m/z--> 0 50 100 150 200 250 300 350
Abundance #29193: 1-Hexanamine, 2-ethyl-N,N-dimethyl- N e o
58 14.60 14.80 15.00 15.20 15.40
m/z 55.00 4_66%
5000
18 | 84 129 157
0L e P L
m/z--> 0 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110902.D

Aca On : 20 Nov 2018 18:50

Operator : JU/SJ

Sample : J5763-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heptadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.60 9.80 ng 119229 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heneicosane 296 C21H44 000629-94-7 93
3 Eicosane 282 C20H42 000112-95-8 91
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2467 (16.598 min): BF110902.D (-2463) (-) m/z 57.10 100.00%
g7
5000 85 Mj\vw
113 16.20 16.40 16.60 16.80 17.00
4 144 166 196216 246 279 302 34341
I L by JE000 200218 B PSP 3L hw/z 43.10  60.26%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 U SR A I
85 1620 16.40 16.60 16.80 17.00
29 m/z 71.05 59.59%
0 |I | I I 1] 1}3 il 14.4.1 169 196 24;0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
o 16.20 16,40 16.60 16.80 17.00
5000 m/z 85.10 45 _25%
29 113
0 : “ | — 1 e = »wy%wviuwwAnvw/\ruﬂdww,me“ﬂJ
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane e o
57 16.20 16.40 16.60 16.80 17.00
m/z 55.10 26.62%
5000
85
29
o | w | 1) M3 141 160 197 225 253 282
m/z--> 50 100 1%0 200 250 300 350 16,20 16.40 16.60 16.80 17.00

8270-BF110818.M Wed Nov 21 13:12:13 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112018\
Data File : BF110902.D

Acq On : 20 Nov 2018 18:50

Operator : JU/SJ

Sample : J5763-03 2X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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]
unknown6.71 6.71 43.7 ng 864968 1 6.94 395897 20.0
Hexadecane 8.79 10.4 ng 265388 2 8.22 512408 20.0
Tetradecane 9.36 14.6 ng 336384 3 9.98 461690 20.0
5-Ethyldecane 10.61 6.9 ng 160229 3 9.98 461690 20.0
Hexadecanoic acid... 11.85 119.6 ng 2553120 4 11.48 426856 20.0
Tetracosane 12.15 6.3 ng 135191 4 11.48 426856 20.0
9,12-Octadecadien... 12.55 401.9 ng 8577610 4 11.48 426856 20.0
15-Octadecenoic a... 12.57 239.0 ng 5100510 4 11.48 426856 20.0
Methyl stearate 12.64 50.7 ng 1081610 4 11.48 426856 20.0
N,N-Dimethyloctyl... 15.00 22.4 ng 271948 6 15.67 243390 20.0
Heptadecane 16.60 9.8 ng 119229 6 15.67 243390 20.0
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