LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113523.D

Acq On 2 Apr 2019 23:39

Operator : JU/SJ

Sample : K2196-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 height area % max. total
1 5.304 543 547 561 rBVY 271890 338522 13.37% 1.976%
2 6.340 720 723 737 rBV 307229 377351 14.90% 2.203%
3 6.463 741 744 751 rVV 442547 391104 15.45% 2.283%
4 6.692 779 783 791 rBVY 784954 736009 29.07% 4.297%
5 6.845 806 809 818 rBV 350400 312083 12.33% 1.822%
6 7.251 876 878 884 rBVY 200948 195368 7.72% 1.141%
7 7.975 997 1001 1008 rBVY 1057872 973094 38.43% 5.681%
8 8.569 1099 1102 1105 rBvV 59027 60100 2.37% 0.351%
9 9.045 1179 1183 1188 rBVY 515278 451081 17.82% 2.634%
10 9.133 1194 1198 1202 rBV 92387 82362 3.25% 0.481%
11 9.439 1247 1250 1251 rBV2 41492 37130 1.47% 0.217%
12 9.663 1285 1288 1291 rBV 100348 83398 3.29% 0.487%
13 9.722 1292 1298 1302 rBV 1047399 974873 38.50% 5.692%
14 9.892 1322 1327 1330 rBV3 20707 33372 1.32% 0.195%
15 10.157 1369 1372 1375 rBV 120130 96549 3.81% 0.564%
16 10.380 1403 1410 1413 rBV 50301 63933 2.53% 0.373%

17 10.510 1427 1432 1440 rBV 211134 240711 9.51% 1.405%
18 10.628 1450 1452 1460 rBV 128714 152870 6.04% 0.893%

19 11.075 1525 1528 1531 rBV 115610 92341 3.65% 0.539%
20 11.104 1531 1533 1538 rVB 42970 43270 1.71% 0.253%
21 11.198 1545 1549 1556 rBV 968620 889252 35.12% 5.192%
22 11.498 1597 1600 1602 rBV 94815 77961 3.08% 0.455%
23 11.522 1602 1604 1607 rVB2 43160 35413 1.40% 0.207%

24 11.598 1614 1617 1621 rBV 1302975 1024869 40.48% 5.984%
25 11.733 1637 1640 1649 rBV 79934 100665 3.98% 0.588%

26 11.904 1664 1669 1674 rBV2 73586 85492 3.38% 0.499%
27 12.280 1729 1733 1735 rBV 2488663 2373703 93.75% 13.859%
28 12.304 1735 1737 1740 rVB 3059234 2531854 100.00% 14.782%
29 12.386 1748 1751 1754 rBV 484289 446628 17.64% 2.608%

30 12.439 1758 1760 1764 rVVv2 73858 75680 2.99% 0.442%
31 12.622 1788 1791 1796 rBV2 123043 200053 7.90% 1.168%
32 12.663 1796 1798 1801 rVB 64759 53014 2.09% 0.310%
33 12.774 1814 1817 1821 rBV 447923 421521 16.65% 2.461%
34 12.945 1843 1846 1847 rBV 96383 87426 3.45% 0.510%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113523.D

Acq On 2 Apr 2019 23:39

Operator : JU/SJ

Sample : K2196-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF032519._M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.963 1847 1849 1853 rVV 66594 83588 3.30% 0.488%
36 13.033 1856 1861 1863 rVV3 100213 137461 5.43% 0.803%
37 13.110 1871 1874 1878 rBV 81091 70230 2.77% 0.410%
38 13.216 1890 1892 1896 rBV3 48532 45316 1.79% 0.265%
39 13.357 1913 1916 1920 rBV 44398 48512 1.92% 0.283%
40 13.527 1943 1945 1950 rVB4 37415 43286 1.71% 0.253%
41 13.686 1969 1972 1975 rBV2 49124 45271 1.79% 0.264%
42 13.774 1985 1987 1990 rVB 57591 47039 1.86% 0.275%
43 13.827 1992 1996 2000 rBV 1018408 1097698 43.36% 6.409%
44 13.857 2000 2001 2005 rVB 61099 38015 1.50% 0.222%
45 14.004 2023 2026 2029 rVB2 48059 46108 1.82% 0.269%
46 14.304 2075 2077 2080 rBV 62659 65082 2.57% 0.380%
47 14.598 2124 2127 2130 rBVY 79578 87279 3.45% 0.510%

48 14.704 2141 2145 2155 rVB 110001 199308 7.87% 1.164%
49 15.239 2231 2236 2248 rVB 661886 934177 36.90% 5.454%

Sum of corrected areas: 17127422
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113523.D

Acq On 2 Apr 2019 23:39

Operator : JU/SJ

Sample - K2196-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113523.D

Acq On 2 Apr 2019 23:39

Operator : JU/SJ

Sample - K2196-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.46 Concentration Rank 4

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

6.46 10.63 ng 391104 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 743 (6.457 min): BF113523.D (-741) (-) m/z 131.90 100.00%
32
5000 68 Ak
0 s || o 9|6 ‘ 620 640 6.60 6.80
0 T L S o m/z 68.00 46 .50%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
31 51 m/z 133.90 30.42%
0"hMH'H'|J”ﬂ|'“'|““'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
620 640 660 6.80
5000 67 m/z 66.00 28.27%
41 97
53
29 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132 6.20 6.40 6.60 6.80
m/z 68.95 17.38%
5000
91 105
39 51 65 77 | | 117 | 146159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113523.D

Acq On 2 Apr 2019 23:39

Operator : JU/SJ

Sample - K2196-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1,1"-Biphenyl, 2-fluoro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
9.05 9.25 ng 451081 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1"-Biphenyl, 2-fluoro- 172 C12H9F 000321-60-8 96
2 1,1"-Biphenyl, 4-fluoro- 172 C12H9F 000324-74-3 87
3 4-Pyrimidinol, 5-phenyl- 172 C10H8N20 022433-69-8 40
4 DL-Norleucine, N-propoxycarbonyl... 357 C20H39NO4 1000339-03-3 37
5 DL-Norleucine, N-propoxycarbonyl... 301 C16H31NO4 1000339-03-0 37
Abundance Scan 1184 (9.051 min): BF113523.D (-1179) (-) m/z 172.00 100.00%
112
5000
T
51 85 120 133 146 8.80 9.00 9.20 9.40
Ol 2r 23 12 T2 99100 20 T S Ml Tm/z 171.00 33.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39867: 1,1'-Biphenyl, 2-fluoro-
172
5000 IR AR RN LR

8.80 9.00 9.20 9.40
m/z 170.00 21.34%

L 14 27 30 51 63 75 85 94 107 120 133 146 157 ||
e T e B o FL A T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
172
s Ry m
8.80 9.00 9.20 9.40
5000 m/z 173.00 11.33%
73 85
0 28 39 51 63 94 105 120 133 151
L B e LA B B g s B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39709: 4-Pyrimidinol, 5-phenyl- R aaa m e
172 8.80 9.00 9.20 9.40
m/z 146.00 4._.92%
5000
89 117 144
102
SIS < S i IV S N B
m/z--> 20 40 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113523.D

Acq On 2 Apr 2019 23:39

Operator : JU/SJ

Sample - K2196-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tridecane, l-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

10.63 3.44 ng 152870 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 1-i1odo- 310 C13H271 035599-77-0 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 86

Abundance Scan 1452 (10.628 min): BF113523.D (-1450) (-) m/z 57.00 100.00%

57
5000 85

10.40 10.60 10.80 11.00

| i 113108 169184

o SN [ N A i ot A m/z 43.00 71.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
57
5000 85 LA L L L L I
4 10 40 10. 60 10 80 11. 00
‘ 183 m/z 71.00 58.69%
113
0..,”:.P..h.ﬁm,k”n,”..%%?..}ﬁsn..t.....” S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
S DR o et
10.40 10.60 10.80 11.00
5000 a5 m/z 85.00 41.32%
41
0l18 113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane L B
57 10.40 10.60 10.80 11.00
m/z 41.00 30.87%
5000 8
4 5
o ‘ | | ) M8 141 160 197 225 253 282
"w“'v“'v“'v“'v“'v“'v“"“"“"“"“"“"“"“w'“' R R AR
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

8270-BF032519.M Wed Apr 03 17:18:52 2019 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113523.D

Acq On 2 Apr 2019 23:39

Operator : JU/SJ

Sample - K2196-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.07 2.08 ng 92341 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heptacosane 380 C27H56 000593-49-7 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 1527 (11.069 min): BF113523.D (-1525) (-) m/z 57.00 100.00%
g7
5000 85
113 135 192 10.80 11.00 11.20 11.40
oL b g d s e . W/z 43.00 71.68%
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane
57
5000 85 RN SUNILE SRR B
10.80 11.00 11.20 11.40
29 m/z 71.00 61.24%
113
0 I\‘I \I‘ Ihl ‘lw I\MI M‘I Iw\III]-?lI I:I'b:gl ];9'6: : I24=.O T
m/z--> 50 100 150 200 250 300 350
Abundance
57
10,80 11,00 11,20 11.40
5000 m/z 85.00 38.28%
85
0 29 113 141 160 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane B B e o A
57 10.80 11.00 11.20 11.40
m/z 41.00 31.35%
5000
85
29
o ‘\“ ||| Y18 141 160 197 225 253 282
m/z--> 50 100 150 200 250 300 350 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113523.D

Acq On 2 Apr 2019 23:39

Operator : JU/SJ

Sample - K2196-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.60 23.05 ng 1024870 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 97
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
5 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 80
Abundance Scan 1617 (11.598 min): BF113523.D (-1614) (-) m/z 73.95 100.00%
74
5000
43
T | o7 1529 miosionns®lon 20 || 1120 140 1160 1150 1260
Ot il g 257 | 15700021 | AL 20 Twm/z 87.00 72.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
5000 UL B SR S
43 11.20 11.40 11.60 11.80 12.00
7 143 m/z 43.00 34.80%
0 TM 1l 101115129 157171185199213227241 270
IIII""I""IIII [TTTTprrrrprrrrprrTT AP BRARERARD: IIIII""I""I

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

Abundance

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
11.20 11.40 11.60 11.80 12.00

5000 43 m/z 54.95 26.83%
29 57
o 97 111 129143157171185199213227241 270
L O L A L U e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107593: Pentadecanoic acid, methyl ester N B B L B e
74 11.20 11.40 11.60 11.80 12.00

m/z 40.95 24 .62%

5000
43 ; 143

ol1s 2 | 5] s 187171185199% Sop7 230 N

IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII LELELELN IR LR | _r'_'_'_'—l_'_'_'_'—l_'_'_'_'—r'_'_'_'—l_'_r

mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113523.D

Acq On 2 Apr 2019 23:39

Operator : JU/SJ

Sample - K2196-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.73 2.26 ng 100665 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 49
3 Pentadecanoic acid 242 C15H3002 001002-84-2 49
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 18
Abundance Scan 1639 (11.727 min): BF113523.D (-1637) (-) m/z 191.95 100.00%
43 192
73
5000 60
IIIIIIIIIIIIII,‘IIII
LJM 145 165 11.40 11.60 11.80 12.00
0 m/z 43.00 90.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129
11.40 11.60 11.80 12.00
m/z 72.90 67.27%
143157171185 5213
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.40 11.60 11.80 12.00
5000 m/z 55.00 53.55%
129
29 87 115 171185 214
0 '}?I'"'I'”'I""I"'}?}"W""I'%é? ""I"}%q"' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 /
Abundance #95851: Pentadecanoic acid
3 60 78 11.40 11.60 11.80 12.00
m/z 191.00 51.98%
5000 129
29
199
143157171185 242
o 15 “.‘lU.‘ SEN—| N - -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113523.D

Acq On 2 Apr 2019 23:39

Operator : JU/SJ

Sample - K2196-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.28 53.39 ng 2373700 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
3 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1733 (12.280 min): BF113523.D (-1729) (-) m/z 66.95 100.00%
67 g1 ‘ﬂ/\
41
5000
109 ISR L NUUSES S—
1501641 7g 263 12.00 12.20 12.40 12.60
Obprrroliecd 192206220234 2% m/z 80.95 84.12%
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 A PNRAR SUNRIL UL SRR
12.00 12.20 12.40 12.60
m/z 55.00 68.04%
0y
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67 81
41
95 12.00 12.20 12.40 12.60
5000 m/z 94.95 57 .87%
109 294
oL26 150164178199706220234249 - 279
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate T R
12.00 12.20 12.40 12.60
m/z 40.95 53.82%
5000
109 294
o > 11801641781 69p06220p3, 262
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113523.D

Acq On 2 Apr 2019 23:39

Operator : JU/SJ

Sample - K2196-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.30 56.94 ng 2531850 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
3 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
4 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99

Abundance Scan 1736 (12.298 min): BF113523.D (-1735) (-) m/z 55.00 100.00%

5000

-

111

137152 180 57222 264 12.00 12.20 12.40 12.60

o 2 2% m/z 69.00 62.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester

-

5000
12.00 12.20 12.40 12.60
5 99 264 m/z 41.00 59.87%
o 187152 180 507236 | 278 296
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
41 SHDNEEE HA W | PSS -
) 12.00 12.20 12.40 12.60
5000 m/z 74.00 58.46%
97
i 264
2f 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 N R e R
5 12.00 12.20 12.40 12.60

m/z 43.00 54 _50%

74
5000

264

111

138152 180 50722234

o 278 296
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113523.D

Acq On 2 Apr 2019 23:39

Operator : JU/SJ

Sample - K2196-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Methyl 10-trans,l12-cis-octa... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.62 3.64 ng 200053 Chrysene-d12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl 10-trans,l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
2 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 95
3 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 91
4 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 90
5 Methyl 6,l11-octadecadienoate 294 C19H3402 1000336-43-2 87
Abundance Scan 1791 (12.622 min): BF113523.D (-1788) (-) m/z 67.00 100.00%
67
81
5000

12.40 12.60 12.80 13.00

123 150

of m/z 81.00 72 .10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate
67 81
5000 LI L L L L LB L L
12.40 12.60 12.80 13.00
150 294 m/z 94.95 52 .53%
0 5 164178192206220234 263
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance VL
67
12.40 12.60 12.80 13.00
5000 9% m/z 78.95 39.71%
109 294
135150
. 53 164178199506220034 262
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139735: 9,11-Octadecadienoic acid, methyl ester, (E,E)- e e Baanamae
12.40 12.60 12.80 13.00
a1 m/z 55.00 39.35%
5000
109 294
124 150 263
ol-2 164178192206220234 279
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\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113523.D

Acq On 2 Apr 2019 23:39

Operator : JU/SJ

Sample - K2196-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknownl13.03 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.03 2.50 ng 137461 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl 13-eicosenoate 324 C21H4002 1000336-48-4 49
2 cis-13-Eicosenoic acid 310 C20H3802 017735-94-3 30
3 cis-11-Eicosenoic acid 310 C20H3802 005561-99-9 30
4 Oxacyclohexadecan-2-one 240 C15H2802 000106-02-5 30
5 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 30
Abundance Scan 1860 (13.027 min): BF113523.D (-1856) (-) m/z 55.00 100.00%
55

5000

293 12.80 13.00 13.20 13.40

189

3 138155
0 13 m/z 69.00 71.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164499: Methyl 13-eicosenoate
55
5000 LA L L L L LB

12:80 13.00 13.20 13.40
m/z 43.00 68.69%

138 166 185 20505 20 574

0 IHI””II”\HI

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
R N R A EEEEsmas
83 12.80 13.00 13.20 13.40
5000 m/z 41.00 65.14%

111

oL 2 138 165191 208 557 250 274”310
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #153110: cis-11-Eicosenoic acid R AEEmEEES L
55 12.80 13.00 13.20 13.40

m/z 57.00 62 .84%

83

5000
111

29
ol Ll J 138 165181 208 207 250 2742

SESAN) M .
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12/80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113523.D

Acq On 2 Apr 2019 23:39

Operator : JU/SJ

Sample - K2196-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 N,N-Dimethyloctylamine Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.70 4.27 ng 199308 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N,N-Dimethyloctylamine 157 C10H23N 007378-99-6 72
2 9-Azabicyclo[6.1.0]non-4-en-9-am... 138 C8H14N2 066387-78-8 70
3 Acetone, 1-[4-(dimethylaminoetho... 221 C13H19N0O2 086608-11-9 64
4 Trifluomeprazine 366 C19H21F3N2S 002622-37-9 64
5 3-(Dimethylamino)propyl isothioc... 144 C6H12N2S 027421-70-1 64

Abundance Scan 2144 (14.698 min): BF113523.D (-2141) (-) m/z 58.00 100.00%
58
5000
a5 126 157 253 14.40 14.60 14.80 15.00
ol Ay 0 JOB A7 7 182 207226 230 282 307 346384 Tz 57.00 7.78%
m/z--> 50 100 150 200 250 300 350
Abundance #29184: N,N-Dimethyloctylamine
58
5000 UL AL B U
14.40 14.60 14.80 15.00
m/z 55.00 7.23%
oL 2, | s 14 17
m/z--> 50 100 150 200 250 300 350
Abundance
58 g
14.40 14.60 14.80 15.00
5000 m/z 71.95 5.96%
138
97 120
L A B WL WAL L WA B B
m/z--> 50 100 150 200 250 300 350
Abundance #78232: Acetone, 1-[4-(dimethylaminoethoxy)phenyl]-
58 14.40 14.60 14.80 15.00
m/z 58.95 5.77%
5000
0 40 | 83 107 221
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF040219\
Data File : BF113523.D

Acq On 2 Apr 2019 23:39

Operator : JU/SJ

Sample : K2196-01 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
Quant Title : 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 .46 6.46 10.6 ng 391104 1 6.69 736009 20.0
1,1"-Biphenyl, 2-__. 9.05 9.3 ng 451081 3 9.72 974873 20.0
Tridecane, l-iodo- 10.63 3.4 ng 152870 4 11.20 889252 20.0
Heptadecane 11.07 2.1 ng 92341 4 11.20 889252 20.0
Hexadecanoic acid... 11.60 23.1 ng 1024870 4 11.20 889252 20.0
n-Hexadecanoic acid 11.73 2.3 ng 100665 4 11.20 889252 20.0
9,12-Octadecadien... 12.28 53.4 ng 2373700 4 11.20 889252 20.0
10-Octadecenoic a... 12.30 56.9 ng 2531850 4 11.20 889252 20.0
Methyl 10-trans,1... 12.62 3.6 ng 200053 5 13.83 1097700 20.0
unknown13.03 13.03 2.5 ng 137461 5 13.83 1097700 20.0
N,N-Dimethyloctyl... 14.70 4.3 ng 199308 6 15.24 934177 20.0
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