LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108115.D

Acq On 13 Aug 2018 14:49

Operator : JU/SJ

Sample : J4272-15 2X

Misc :

ALS Vial : 8 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-BF080818_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 5.248 491 495 504 rVB 579112 606739 17.54% 1.232%
2 5.642 557 562 565 rBvY 3318552 2939989 85.01% 5.969%
3 6.636 726 731 740 rBV 3486425 3192790 92.32% 6.482%
4 6.789 753 757 760 rBV 3657305 3095391 89.51% 6.284%
5 6.842 763 766 770 rvVB 70551 61433 1.78% 0.125%
6 7.025 793 797 800 rBV 1976060 1767704 51.12% 3.589%
7 7.178 819 823 826 rBV 2947267 2390732 69.13%  4.854%
8 7.578 887 891 894 rBV 2162381 1972499 57.04%  4.005%
9 8.307 1011 1015 1018 rBV 2612115 2182574 63.11% 4.431%
10 8.583 1057 1062 1068 rBV9 28233 58435 1.69% 0.119%
11 8.877 1110 1112 1117 rVB3 36109 42540 1.23% 0.086%
12 9.125 1151 1154 1159 rVB5 32528 37143 1.07% 0.075%
13 9.242 1171 1174 1178 rBVv4 30037 50367 1.46% 0.102%
14 9.313 1183 1186 1188 rVB2 56062 49174 1.42% 0.100%
15 9.377 1193 1197 1201 rBV 3816822 3458264 100.00% 7.021%
16 9.448 1207 1209 1213 rVB3 76756 81616 2.36% 0.166%
17 9.636 1238 1241 1243 rBV2 100300 78563 2.27% 0.160%
18 9.772 1261 1264 1272 rVB 430619 408604 11.82% 0.830%
19 9.830 1272 1274 1278 rBV4 38121 43027 1.24% 0.087%
20 9.930 1288 1291 1294 rBV 77109 71580 2.07% 0.145%

21 9.977 1297 1299 1304 rVB 135694 118161 3.42% 0.240%
22 10.072 1311 1315 1319 rVV2 2466981 2124614 61.44% 4_.313%

23 10.101 1319 1320 1323 rVB 48280 39451 1.14% 0.080%
24 10.219 1336 1340 1342 rBV5 31967 52282 1.51% 0.106%
25 10.272 1346 1349 1352 rVVv4 53665 55127 1.59% 0.112%
26 10.307 1352 1355 1359 rBV3 58944 79108 2.29% 0.161%
27 10.383 1365 1368 1371 rBv4 72849 95202 2.75% 0.193%
28 10.483 1381 1385 1388 rBvV 199794 183090 5.29% 0.372%
29 10.619 1406 1408 1411 rVB2 55835 45987 1.33% 0.093%

30 10.701 1418 1422 1425 rBV2 174186 219460 6.35% 0.446%

31 10.866 1446 1450 1454 rBV 1763649 1632840 47.22% 3.315%
32 10.971 1463 1468 1475 rVB2 274910 459783 13.30% 0.933%
33 11.407 1540 1542 1545 rBV 214861 175816 5.08% 0.357%
34 11.436 1545 1547 1550 rVvVv 173540 160400 4.64% 0.326%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108115.D

Acq On 13 Aug 2018 14:49

Operator : JU/SJ

Sample : J4272-15 2X

Misc :

ALS Vial : 8 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
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.571 1566 1570 1572 rBV 2227974 1881089 54.39% 3.819%

36 11.595 1572 1574 1577 rVB 643961 475326 13.74% 0.965%
37 11.648 1580 1583 1587 rVvVv 179450 155112 4._.49% 0.315%
38 11.718 1593 1595 1599 rBV3 57694 70374 2.03% 0.143%
39 11.795 1605 1608 1610 rBV3 74452 76555 2.21% 0.155%
40 11.836 1613 1615 1618 rVB 213710 165632 4._.79% 0.336%

41 11.942 1629 1633 1636 rVB 1102684 923630 26.71% 1.875%
42 12.077 1652 1656 1658 rBVY 256735 263580 7.62% 0.535%
43 12.101 1658 1660 1664 rVB2 176994 146717 4.24% 0.298%
44 12.148 1666 1668 1672 rVB2 71518 65299 1.89% 0.133%
45 12.189 1672 1675 1677 rBV2 159265 162025 4.69% 0.329%

46 12.248 1682 1685 1688 rBVY 187876 156907 4._.54% 0.319%
47 12.371 1703 1706 1708 rVB 69233 59670 1.73% 0.121%
48 12.401 1708 1711 1714 rBV4 89308 97014 2.81% 0.197%
49 12.636 1747 1751 1752 rBV 2600568 2416591 69.88% 4._.906%
50 12.654 1752 1754 1762 rVB 2798037 2535909 73.33% 5.148%

51 12.713 1762 1764 1765 rBV 67307 56518 1.63% 0.115%
52 12.736 1765 1768 1773 rVV 762905 658266 19.03% 1.336%
53 12.795 1774 1778 1781 rVV 1263022 1118352 32.34% 2.271%
54 12.824 1781 1783 1786 rVB2 121593 119228 3.45% 0.242%
55 13.024 1811 1817 1822 rVB 1128395 1311125 37.91% 2.662%

56 13.071 1823 1825 1828 rVV2 81628 69502 2.01% 0.141%
57 13.160 1836 1840 1843 rVB 3127946 2651639 76.68% 5.383%
58 13.583 1909 1912 1915 rBV3 227664 227578 6.58% 0.462%
59 14.071 1992 1995 2004 rVB2 247417 387725 11.21% 0.787%
60 14.230 2017 2022 2025 rBV2 2242264 2531327 73.20% 5.139%

61 14.254 2025 2026 2033 rVB 475079 430061 12.44% 0.873%
62 15.330 2207 2209 2213 rBV 255997 363681 10.52% 0.738%
63 15.812 2286 2291 2295 rBV2 1164153 1648410 47.67% 3.347%

Sum of corrected areas: 49255327
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108115.D

Acq On : 13 Aug 2018 14:49

Operator : JU/SJ

Sample : J4272-15 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF108115.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108115.D

Acq On : 13 Aug 2018 14:49

Operator : JU/SJ

Sample : J4272-15 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.25 6.86 ng 606739 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 495 (5.248 min): BF108115.D (-491) (-) m/z 43.00 100.00%
43
5000 59
101 URRRN USRS UL IR S
5.00 5.20 5.40 5.60
Obr e S0l Sl 60 8 | h77 59.10  50.41%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL UL I A
59 500 5.20 540 560
m/z 58.10 15.69%
o 25 3 37 83 o3 101
T o L e e SRR
Abundance #8344 3-Hexanol, 4-methyl-
59
500 520 5.40 560
5000 41 m/z 101.10 14 .90%
69 87
15 \‘ 53 %8
0"w"'w'"w"'w"'w'"w"'h"'w"'w"'w"'w
m/z--> 10 20 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- O L e  ma
59 5.00 5.20 5.40 5.60
m/z 41.10 8.84%
5000
101
0 15 1 \3\1 1 ‘ 53\ 1 69 8\3 ——————NJ Lw‘—«/\~
||||||||||||||||||||||||||||||||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—
m/z--> 10 20 30 40 50 6|O 7'0 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108115.D

Acq On : 13 Aug 2018 14:49

Operator : JU/SJ

Sample : J4272-15 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 2 unknown6.79 Concentration Rank 1

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

6.79 35.02 ng 3095390 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
2 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 9
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 757 (6.789 min): BF108115.D (-753) (-) m/z 131.95 100.00%
5000 68
6.40 6.60 6.80 7.0 7.20
0 B E e m/z 68.05 45_.61%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
A
5000 U L R LS
6.40 6.60 6.80 7.00 7.20
33 44 105 m/z 134.00 33.45%
60 1 0 115
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene
132
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.05 30.42%
63 81
0 3\1 59 1 \\‘ 1 72\ ‘\ \92 101\ 112 |
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e REEEm R E s
57 132 6.40 6.60 6.80 7.00 7.20
24 m/z 69.05 18.02%
5000 og M°
ol L ‘L!JD.Z‘.\‘”\H. s 189 S| |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108115.D

Acq On : 13 Aug 2018 14:49

Operator : JU/SJ

Sample : J4272-15 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.70 2.07 ng 219460 Acenaphthene-d10 10.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 68
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64
3 Octane, 2-methyl- 128 C9H20 003221-61-2 64
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 64
5 Tridecane 184 C13H28 000629-50-5 64
Abundance Scan 1422 (10.701 min): BF108115.D (-1418) (-) m/z 57.10 100.00%
g7
5000
J T 10.40 10,60 10,80 11.00
113 141 171 : : : :
o..=,|..~.-|.'l.~...,....2‘,’0.21.9..,....,....,.... m/z 43.05 52.60%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
g7
5000 A DR ARAR LRS!
85 10,40 10,60 10.80 11.00
m/z 71.10 44 _12%
o 29| | 4118 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #28441: Nonane, 3,7-dimethyl-
57
10.40 10,60 10,80 11.00
5000 m/z 41.10 25.10%
29 85
127
0 W-Vu-‘ﬂ--w- "'}5§"'| R Y U DR
m/z--> 50 100 150 200 250 300 350
Abundance #12672: Octane, 2-methyl- A REEEEEas
43 10.40 10.60 10.80 11.00
m/z 85.10 21.64%
5000
71
m/z--> 50 100 150 200 250 300 350 10,40 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108115.D

Acq On : 13 Aug 2018 14:49

Operator : JU/SJ

Sample : J4272-15 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.97 4.89 ng 459783 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 90
2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
3 Decane, 2-methyl- 156 C11H24 006975-98-0 74
4 Tridecane 184 C13H28 000629-50-5 72
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
Abundance Scan 1468 (10.971 min): BF108115.D (-1463) (-) m/z 57.10 100.00%
57
43 1
5000
85

10.60 10.80 11.00 11.20
m/z 71.10 62.52%

99 113
127141 155169183197 215228

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57

71

43

5000

10 60 10. 80 11. oo 11. 20
113 m/z 43.10 54 _75%

183
o 127141155169~ 107211 225239 253 268
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57
71 T
43 10.60 10.80 11.00 11.20
5000 m/z 85.10 23.27%
o LUy ‘ 99 113127 141 155 169183197
M
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #28432: Decane, 2-methyl-  BEEEE
43 10.60 10.80 11.00 11.20
m/z 41.10 22 .78%
5000 71
85
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108115.D

Acq On : 13 Aug 2018 14:49

Operator : JU/SJ

Sample : J4272-15 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 5
R.T. EstConc Area Relative to ISTD R.T.
11.94 9.82 ng 923630 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 91
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 90
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 87
Abundance Scan 1633 (11.942 min): BF108115.D (-1629) (-) m/z 74.10 100.00%
7h
5000 43
7 143 297 PN SUNR AN BRI I
97 129 171185199 241 o=r 270 11.60 11.80 12.00 12.20
0 ,....','...T.h,..|"..,":'!..",'.1.1.1.,..'..,l...1.5,7....,....,.?.1.3,.|... 255200 290 | sz 87.10  74.92%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119408: Hexadecanoic acid, methyl ester
7h
5000 LA U UL LS
43 11.60 11.80 12.00 12.20
7 143 m/z 43.10 41.84%
s 3 a6 G a0 13 1A LD 1o Bl T o4b 1 a0
Abundance #95860: Methyl tetradecanoate
74
1160 11,80 12,00 12.20
5000 m/z 55.10 32.00%
43
29 7
miz-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester LA B o
74 11.60 11.80 12.00 12.20
m/z 41.10 30.79%
5000 43
29 | %7 143
O et 97 11 1291 P 157171185199015220701 270
mz-> 20 45 60 éo 160 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108115.D

Acq On : 13 Aug 2018 14:49

Operator : JU/SJ

Sample : J4272-15 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 10
R.T. EstConc Area Relative to ISTD R.T.
12.08 2.80 ng 263580 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 81
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 58
4 Phenanthrene, 1l-methyl- 192 C15H12 000832-69-9 55
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 52
Abundance Scan 1656 (12.077 min): BF108115.D (-1652) (-) m/z 192.05 100.00%
2
5000
11.80 12.00 12.20 12.40
0 m/z 43.10 77.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 0
5000 129 LR B BN BRI B
83 11.80 12.00 12.20 12.40
. 213 m/z 73.05 66.63%
143 171185199
0‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54727: 1H-Indene, 2-phenyl-
192

11.80 12.00 12.20 12.40
5000 m/z 60.00 61.55%

165
ol 24 39 63 77 96 115 139

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

Abundance #54738: Anthracene, 9-methyl- B B e
192 11.80 12.00 12.20 12.40
m/z 57.10 61.39%
5000
oL 30 6377 9 115 139 19
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108115.D

Acq On : 13 Aug 2018 14:49

Operator : JU/SJ

Sample : J4272-15 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 4
R.T. EstConc Area Relative to ISTD R.T.
12.64 25.69 ng 2416590 Phenanthrene-d10 11.57
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, methy... 294 C19H3402 017309-05-6 98
3 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 98
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 98
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 97
Abundance Scan 1752 (12.642 min): BF108115.D (-1747) (-) m/z 55.10 100.00%

81

5000

-

109

12.40 12.60 12.80 13.00
m/z 67.10 94.58%

263

15016417819 78 294

o 220234248

m/z--> 40
Abundance

80 100 120 140 160 180 200 220 240 260 280

139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
7

o
o 3@

41

81

-

12.I40 12!60 12.I8O 13.IOO
m/z 41.10 82.63%

5000

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
a1 87
~N PN SN
81 T e
12.40 12.60 12.80 13.00
5000 95 m/z 81.10 78.14%
109 294
123
ey ebebd o i Ton0z00822000s 263
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139709: Methy! 10-trans, 12-cis-octadecadienoate R ABEamEe
67 81 12.40 12.60 12.80 13.00

m/z 43.10 61.93%

5000

294

:

150
16417819p,06220234 263

T T I I
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108115.D

Acq On : 13 Aug 2018 14:49

Operator : JU/SJ

Sample : J4272-15 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 15-Octadecenoic acid, methy... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.65 26.96 ng 2535910 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 96
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 95
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 95
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 95
5 9-Octadecenoic acid (2)-, methyl... 296 C19H3602 000112-62-9 94

Abundance Scan 1753 (12.648 min): BF108115.D (-1752) (-) m/z 55.10 100.00%
74
5000
3 125 15, 180 222 _ 264 1240 12.60 12:80 13.00
0 208 e 228 2N 'm/z 74.10 65.15%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #141283: 15-Octadecenoic acid, methyl ester

74

A
LI B e I B O B

12.40 12.60 12.80 13.00
264 m/z 69.10 59.94%

‘ 246 | 279296
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

123138153 180 207222
0
m/z-->

Abundance #141287: 14-Octadecenoic acid, methyl ester
55
R AR
12.40 12.60 12.80 13.00
5000 m/z 41.10 57 .85%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 A
Abundance #141286: 13-Octadecenoic acid, methyl ester R AR B R RS
55 12.40 12.60 12.80 13.00
m/z 43.10 49_77%
5000
264
222
123138153 180 507°%° 46 | 279296

0

T T I T
12.40 12.60 12.80 13.00

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 : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108115.D

Acq On : 13 Aug 2018 14:49

Operator : JU/SJ

Sample : J4272-15 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.74 7.00 ng 658266 Phenanthrene-d10 11.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 94
3 Hexadecanoic acid, 15-methyl-, m._.. 284 C18H3602 006929-04-0 93
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
Abundance Scan 1769 (12.742 min): BF108115.D (-1765) (-) m/z 74.05 100.00%
7
5000 43
h 7 us 199 285 12.40 12.60 12.80 13.00
115 226 298 : : . .
o...,....,-....',..l'..,':l...l,'....,..'..,|....~ L L hao P 87.05  77.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143129: Methyl stearate
74

12.40 12.60 12.80 13.00
m/z 43.10 49.62%

alk
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95859: Methyl tetradecanoate
4

12. 40 12 60 12. 80 13.00

5000 43

5000 m/z 55.10 33.17%
55
143 109
29 ‘ ‘ 101
b el b 28 | s 22
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester T e
74 12. 40 12 60 12. 80 13. 00

m/z 41.10 27 .36%

5000
43
143 284
‘ 9 Ll \\7 115 | 167 18\5 213 \ 256 {

?

o”w.”w””,””.”..nw””,””.”..”n”..””..”.”..”w”. T

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\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108115.D

Acq On : 13 Aug 2018 14:49

Operator : JU/SJ

Sample : J4272-15 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 11H-Benzo[a]fluoren-11-one Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .07 3.06 ng 387725 Chrysene-di12 14.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 95
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 62
3 6H-Benz[de]anthracen-6-one 230 C17H100 080252-14-8 52
4 o-Terphenyl 230 C18H14 000084-15-1 47
5 p-Terphenyl 230 C18H14 000092-94-4 46
Abundance Scan 1995 (14.071 min)::k BF108115.D (-1992) (-) m/z 230.10 100.00%
230
5000 55 g3
200
Y s 13.80 14.00 14.20 14.40
151 : - - -
o 257281304 342 370 397 429 n/z 55 10 3859
m/z--> 50 100 150 200 250 300 350 400
Abundance #86241: 11H-Benzo[a]fluoren-11-one
230
5000 LRI BN B UL ISR
13.80 14.00 14.20 14.40
101 200 m/z 83.10 35.04%
L5075 | 122 150174 ﬂ
m/z--> 55 100 1éo 200 250 300 350 400
Abundance #86245: 7H-Benz[de]anthracen-7-one
230
13.80 14.00 14.20 14.40
5000 202 m/z 97.10 30.16%
101
o 50 74 ‘ ‘ 122 ]_50 174 J
s s o mo 2o 2o b 3o wo
Abundance #86242: 6H- Benz ]anthracen 6-one A EEEEE T
13.80 14.00 14.20 14.40
m/z 69.10 27 .93%
5000
101
o2 50 75, ﬂ 122 150174
m/z--> 50 100 5'3 200 250 300 350 400 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108115.D

Acq On 13 Aug 2018 14:49

Operator : JU/SJ

Sample : J4272-15 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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]
2-Pentanone, 4-hy... 5.25 6.9 ng 606739 1 7.02 1767700 20.0
unknown6.79 6.79 35.0 ng 3095390 1 7.02 1767700 20.0
Heptacosane 10.70 2.1 ng 219460 3 10.07 2124610 20.0
Pentadecane, 2,6,... 10.97 4.9 ng 459783 4 11.57 1881090 20.0
Hexadecanoic acid... 11.94 9.8 ng 923630 4 11.57 1881090 20.0
n-Hexadecanoic acid 12.08 2.8 ng 263580 4 11.57 1881090 20.0
9,12-Octadecadien... 12.64 25.7 ng 2416590 4 11.57 1881090 20.0
15-Octadecenoic a... 12.65 27.0 ng 2535910 4 11.57 1881090 20.0
Methyl stearate 12.74 7.0 ng 658266 4 11.57 1881090 20.0
11H-Benzo[a]fluor... 14.07 3.1 ng 387725 5 14.23 2531330 20.0
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