LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 5.260 492 497 505 rVB 863385 1083294 1.20% 0.387%
2 5.648 558 563 566 rBVY 5394338 5229089 5.80% 1.866%
3 6.642 727 732 736 rBV 5355261 5776297 6.41% 2.062%
4 6.795 753 758 761 rBV 5869090 5524448 6.13% 1.972%
5 7.025 793 797 800 rBV 1782048 1408841 1.56% 0.503%
6 7.183 817 824 827 rBV 4596643 4132693 4_58% 1.475%
7 7.583 888 892 897 rvv 3635389 4157846 4.61% 1.484%
8 8.307 1013 1015 1020 rVV 2098140 1988016 2.20% 0.710%
9 8.589 1058 1063 1067 rVvB5 873818 1140585 1.26% 0.407%
10 8.807 1097 1100 1105 rBV2 1122100 1178911 1.31% 0.421%

11 8.883 1108 1113 1118 rBV3 1367956 1534597 1.70% 0.548%
12 9.130 1152 1155 1157 rBV 1295424 1128600 1.25% 0.403%
13 9.248 1172 1175 1178 rBV2 919083 919647 1.02% 0.328%
14 9.383 1194 1198 1202 rVB 5794412 5458652 6.05% 1.948%
15 9.454 1206 1210 1213 rVV 2134818 1969906 2.18% 0.703%

16 9.642 1239 1242 1245 rBV2 1841653 1513847 1.68% 0.540%
17 9.707 1248 1253 1255 rBv4 586678 926314 1.03% 0.331%
18 9.772 1261 1264 1269 rBV2 1476971 1493190 1.66% 0.533%
19 9.983 1295 1300 1304 rBV 2912524 2651260 2.94% 0.946%
20 10.077 1313 1316 1318 rVB 1808372 1397607 1.55% 0.499%

21 10.307 1352 1355 1360 rBV3 825177 1078211 1.20% 0.385%
22 10.489 1382 1386 1388 rBV 3624122 3003708 3.33% 1.072%
23 10.707 1419 1423 1426 rBV 1587413 1895783 2.10% 0.677%
24 10.871 1447 1451 1454 rBV 3381601 3034712 3.37% 1.083%
25 10.966 1463 1467 1472 rBV 3758593 4323786 4._.79% 1.543%

26 11.413 1540 1543 1546 rBV 3391973 2780463 3.08% 0.992%
27 11.442 1546 1548 1551 rVB 1125723 970588 1.08% 0.346%
28 11.577 1568 1571 1573 rBV 1611311 1530653 1.70% 0.546%
29 11.842 1613 1616 1619 rVV 2856998 2472836 2.74% 0.883%
30 11.960 1630 1636 1639 rVB2 17801708 24337966 26.99% 8.686%

31 12.124 1654 1664 1668 rBV 2774823 5364808 5.95% 1.915%
32 12.254 1682 1686 1694 rVB 2666881 2710299 3.01% 0.967%
33 12.701 1747 1762 1766 rBV6 20280108 90174186 100.00% 32.184%
34 12.765 1768 1773 1775 rVB 14056274 15316659 16.99% 5.467%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 12.854 1775 1788 1793 rBV2 9107014 26762009 29.68% 9.552%

36 12.907 1794 1797 1800 rVB 1763033 1589303 1.76% 0.567%
37 12.989 1808 1811 1814 rBV 2615699 2327122 2.58% 0.831%
38 13.024 1814 1817 1819 rVV 1447732 1144974 1.27% 0.409%
39 13.183 1840 1844 1850 rVB 3789089 3978155 4.41% 1.420%
40 13.312 1864 1866 1868 rVV 2056132 1937752 2.15% 0.692%

41 13.336 1868 1870 1872 rVV3 1553341 2009352 2.23% 0.717%
42 13.383 1875 1878 1879 rVvVv2 1780370 1822569 2.02% 0.650%
43 13.401 1879 1881 1889 rVB 2503438 3299692 3.66% 1.178%
44 13.477 1891 1894 1897 rBV 3283247 2965690 3.29% 1.058%
45 13.512 1897 1900 1905 rVV3 1563682 2407871 2.67% 0.859%

46 13.560 1905 1908 1911 rVV3 1507792 2233633 2.48% 0.797%
47 13.595 1911 1914 1919 rVV2 1929651 3246356 3.60% 1.159%
48 13.648 1921 1923 1926 rVV2 1488701 1765021 1.96% 0.630%
49 13.724 1934 1936 1943 rVB 888378 936060 1.04% 0.334%
50 13.912 1964 1968 1972 rVB2 2664039 3569783 3.96% 1.274%

51 14.148 2004 2008 2012 rVB 2154566 1929806 2.14% 0.689%
52 14.242 2021 2024 2035 rVB 1491719 1710544 1.90% 0.611%
53 14.677 2095 2098 2103 rBV2 1036398 1348343 1.50% 0.481%
54 15.154 2174 2179 2189 rVB 1710629 2513554 2.79% 0.897%
55 15.812 2287 2291 2298 rVB2 687397 1076938 1.19% 0.384%

Sum of corrected areas: 280182825
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF081318\

BF108120.D

13 Aug 2018 17:05

Ju/sJ
J4274-01

13

= C:\DATABASE\NIST11.L

TIC Integration Parameters:

LSCINT.P

Sample Multiplier: 1

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

Abundance

2e+07
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1e+07

5000000
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0
Time-->
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1.5e+07

1e+07

5000000

0 T
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Time-->
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5000000

0
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4.24
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TIC: BF108120.D

T
Time--> 13.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 unknown6.80 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.80 78.43 ng 5524450 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
4 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
Abundance Scan 759 (6.801 min): BF108120.D (-753) (-) m/z 132.00 100.00%
32
5000 68
6 rTTTTTrTTTT T T T T T T T T
40 54 75 104 6.40 6.60 6.80 7.00 7.20
0....,...:I'!.‘.‘?,.'!..?}:'I'.l,..':'.,..E.;?,...l.,.':..,.l.l.S.,....,"..1.‘,‘9..., m/z 68.10 37.36%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RS LU UL AN R

T
6.40 6.60 6.80 7.00 7.20

0
31 4 51 78 m/z 134.00 34.09%
o | [ P “ 1 . I
B A B e B R e ARAREEEa R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
T ERme s
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 24 .00%
33 44 - g7 105
78
. 28 Pl | |
i A B L o N R e B e e
m/z--> 30 40 50 60 70 80 9 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- P
132 6.40 6.60 6.80 7.00 7.20
m/z 69.05 14 .40%
104
5000
51 7
39 o5 ‘ oL 115
0.”.“.”Wh.wyh.“ﬁn,uﬂh.”uﬁ.nlnhw.u.“.”,..w.”., e L R
m/z--> 30 40 50 60 70 80 9 100 110 120 130 140 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 : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 3 Tetradecane Concentration Rank 18

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

9.45 28.19 ng 1969910 Acenaphthene-d10 10.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 86
4 Tridecane 184 C13H28 000629-50-5 86
5 Undecane 156 C11H24 001120-21-4 80

Abundance Scan 1209 (9.448 min): BF108120.D (-1206) (-) m/z 57.10 100.00%
43 97
5000 71
85
99 159 9.20 9.40 9.60 9.80
0 ...,....l,':..| ol 113126 141 299 174 198210 sz 43.10  83.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59879: Tetradecane
57
43

5000

9.20 9.40 9.60 9.80
m/z 71.10 47 .63%

99 113127 141 155 169~ 198

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 ¥
b dhaealil St b
9.20 9.40 9.60 9.80
5000 n m/z 41.10 39.15%
85
29
0 | ‘ L “ 99 113 127 141 155 160 183 197 226
R -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59895: Tridecane, 6-methyl- R EmEEES L
57 9.20 9.40 9.60 9.80
m/z 85.10 30.10%
43
5000 71
85
29 98 126
ol 15 I 0L L ] ] 1s7] 140 154 169 183 108
A Al A A e LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 Hexadecane Concentration Rank 13

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

9.98 37.94 ng 2651260 Acenaphthene-d10 10.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Tridecane 184 C13H28 000629-50-5 78

Abundance Scan 1299 (9.977 min): BF108120.D (-1295) (-) m/z 57.10 100.00%
57
5000
85
9.60 9.80 10.00 10.20
145
o3 ,J.J. } g e st m/z 43.10 84.81%
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane
57
5000 ARSI
g5 9.60 9.80 10.00 10.20
29 m/z 71.10 53.63%
o | J I | J (113 141 169 197 226
ELELEL S UL UL UL UL UL SRR
m/z--> 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl-
57
9.60 9.80 10.00 10.20
5000 m/z 41.10 41.94%
85
29
o “\ ‘ 1, A113}§5155175 203 231 259 303 331 357 386
m/z--> 50 100 150 200 250 300 350 '
Abundance #59880: Tetradecane R ma e AR
57 9.60 9.80 10.00 10.20
m/z 85.10 30.08%
5000 85
29
0 “ ‘ ‘ L ‘113‘141 169 198
m/z--> 50 100 150 200 250 300 350 ' 9.60 9.80 10.00 10.20

8270-BF080818.M Tue Aug 14 18:29:49 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 Bacchotricuneatin c Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.49 42.98 ng 3003710 Acenaphthene-d10 10.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 99
2 Hexadecane 226 C16H34 000544-76-3 95
3 Tetradecane 198 C14H30 000629-59-4 90
4 Pentadecane, 4-methyl- 226 Cl16H34 002801-87-8 83
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 80
Abundance Scan 1386 (10.489 min): BF108120.D (-1382) (-) m/z 57.10 100.00%
57
5000 a5
3 113 10.20 10.40 10.60 10.80
Ol bl g 7" I 109 196 226 m/z 43.10 75.34%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
7
g5 112
5000 SRR SRR BN SR
10.20 10.40 10.60 10.80
132 m/z 71.10 52.73%
o [, 27319 216 245 312 342
m/z--> 55 100 1éo 260 2éo 360 '
Abundance #83025: Hexadecane
57
110.20 10.40 10.60 10.80
5000 m/z 41.10 36.25%
85
29
0 Ll J (113 141 169 197 226
m/z--> 55 160 150 200 250 360 '
Abundance #59880: Tetradecane AR EEEEE S
57 10.20 10.40 10.60 10.80
m/z 85.10 36.03%
5000 85
29
0..“. ‘.‘llu‘.‘.J‘.J‘ll}%”.l‘}l Ile:gl .198....|.... — A T T T T T
m/z--> 50 100 150 200 250 300 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.97 56.50 ng 4323790 Phenanthrene-d10 11.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 1468 (10.971 min): BF108120.D (-1463) (-) m/z 57.10 100.00%
g7
5000
4 85
113 10.60 10.80 11.00 11.20
) S ,.."..,'.‘...'1,..:l.,...1.4.1...1.‘??.15.‘?.2.0.1..2.2%.2]49... 8. m/z 43.10  62.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94345: Heptadecane
g7
5000 UL SN S B
4 85 10,60 10.80 11.00 11.20
m/z 71.10 60.53%
m/z--> 20 40 60 85 160 120 140 160 180 200 220 240 260 280 300 320
Abundance #83025: Hexadecane
g7
10,60 10.80 11.00 11.20
5000 m/z 85.10 31.19%
4 85
0 25 “ I 4 ‘ 1113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59879: Tetradecane R e AR
57 10.60 10.80 11.00 11.20
m/z 41.10 30.38%
5000 85
4
m/z--> 20 4'0 60 80 1(')0 120 140 160 180 200 220 240 260 280 300 320 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 : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 2-Bromo dodecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.41 36.33 ng 2780460 Phenanthrene-d10 11.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 97
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 1543 (11.413 min): BF108120.D (-1540) (-) m/z 57.10 100.00%
57
5000 85 J
3 113 11.00 11.20 11.40 11.60 11.80
ol bl 477 158 183 211 237254 | "m/z 43.10 74.35%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
7
g5 112 J
5000 U AR BRI DR B
11. oo 11. 20 11. 40 11. 60 11|80
132 m/z 71.10 54 _77%
o [, 27319 216 245 312 342
m/z--> 55 100 1%0 260 2éo 360 '
Abundance #100330: 2-Bromo dodecane
57
11,00 11.20 1140 11.60 11.80
5000 P m/z 85.10 37.79%
29 } 113 169
o .“. ‘.‘l‘.“.‘ IJ\IL‘I .‘.‘. |14|'9| ‘. —— |24|'8| —
m/z--> 50 100 150 200 250 300 J
Abundance #105885: Octadecane B I L B bt
57 11.00 11.20 11.40 11.60 11.80
m/z 41.10 34.28%
5000 85
29 J
0 \‘ ' [l ‘ 1:1[3 | 1‘}1 169 197 225 254
m/z--> 5'0 1(')0 150 2(')0 25'30 300 ' 11. oo 11. 20 11. 40 11. 60 11|80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 Dodecane, 2-methyl-6-propyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.84 32.31 ng 2472840 Phenanthrene-d10 11.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Pentadecane 212 C15H32 000629-62-9 80
Abundance Scan 1616 (11.842 min): BF108120.D (-1613) (-) m/z 57.10 100.00%
g7
5000
4
113 11.60 11.80 12.00 12.20
ol 141 169 197 225240 268 n/z 43.10 72 . 04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
g7
5000 RN UL B SN I
g5 11.60 11.80 12.00 12.20
4 m/z 71.10 54.34%
o 24 .| N M3 141 160184 226
m/z--> 20 40 60 éo 100 150 140 160 180 200 220 240 260 280 300
Abundance #83051: Dodecane, 2-methyl-6-propy!-
57
1160 11:80 12.00 12.20
5000 4 85 m/z 85.10 37 .30%
140
o Ll ) s s 1?2 205 226
m/z--> 20 Jo éo éo 160 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane e e R Rma
57 11.60 11.80 12.00 12.20
m/z 41.10 32.10%
85
5000
4
113
. 2 | | R e 197 225 253268 29
m/z--> 25 Jo 60 80 100 120 140 1éo 180 200 220 240 260 280 300 11/60 11.80 12.00 12.20

8270-BF080818.M Tue Aug 14 18:29:53 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.96 318.01 ng 24338000 Phenanthrene-d10 11.58
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 95
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 76
Abundance Scan 1636 (11.960 min): BF108120.D (-1630) (-) m/z 74.05 100.00%
7
5000 43
T 20| 2 160 11.80 12.00 12.20
1 171185199 270 11.60 11.80 12.00 12.
115 213 | 241
o,....,....||,....'.--.'..'-,...-.,..'..,...1‘.5,7....,....,....,.L..,..’%“??....,z??. m/z 87.05 81.05%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119408: Hexadecanoic acid, methyl ester
7%
5000 UL BN UG I
43 11,60 11.80 12.00 12.20
143 m/z 43.10 43.17%

o

” ml o 191115129 | 157171185199913227941 270
SN 1Y O N N e i~ A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
4

11. 60 11. 80 12. 00 12.20

5000 43 m/z 55.10 35.67%
97 111 129143 227
o J " 7111 1297 157171185199213 241 270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84485: Tridecanoic acid, methyl ester T e T
74 11. 60 11.80 12.00 12.20

m/z 41.10 32.98%

s000] 43
H 120" 185
| ) 88, 118129 Tasminal®oie 228

o

m/z-->

20 40 60

80 100 120 140 160 180 200 220 240 260 280

11. 60 11. 80 12. OO 12. 20

8270-BF080818.M Tue Aug 14 18:29:53 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.12 70.10 ng 5364810 Phenanthrene-d10 11.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 62
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1663 (12.118 min): BF108120.D (-1654) (-) m/z 43.10 100.00%

73
5000 q } ﬂ
213 U AR ISR SRR IR

157 185 256 11.80 12.00 12.20 12.40

o 239 | 277 302 332 m/z 73.00 91.09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid

-

5000
11.80 12.00 12.20 12.40
0
157 1g5 213 256 m/z 60.00 88.99%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95851: Pentadecanoic acid
43 73
A T
11.80 12.00 12.20 12.40
5000 129 m/z 41.10 75.81%
0 24 Lﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84452: Tetradecanoic acid R A BAREEEEE
73 11.80 12.00 12.20 12.40
43 m/z 57.10 74 .57%
0 2
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.80 12.00 12.20 12.40

8270-BF080818.M Tue Aug 14 18:29:54 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 Nonadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.25 35.41 ng 2710300 Phenanthrene-d10 11.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 98
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 94
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 1685 (12.248 min): BF108120.D (-1682) (-) m/z 57.10 100.00%
57
5000 85
3 113 12.00 12.20 12.40 12.60
Ol bl b b e 168 197 224241 266284 821 |\ "m/z 43.10  73.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance ] #178298: Bacchotricuneatin ¢

5000 LA L L L L L L LB
12. 00 12. 20 12. 40 12 60
m/z 71.10 52.82%
o 173191 216 245
A maRaaEEEIEE
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 A
B A m s
12.00 12.20 12.40 12.60
5000 4 85 m/z 85.10 36.93%
140
S D VO 1~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 By
Abundance #175557: Tetracosane S B o AL S
57 12.00 12.20 12.40 12.60
m/z 41.10 33.68%
5000 85
0 ‘ h‘\ |13 141 169 197 225 253 281 300 338
quupn Y i L B £ S0 L Sl R e A Eaa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12. 00 12. 20 12. 40 12 60

8270-BF080818.M Tue Aug 14 18:29:55 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 12 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.70 1178.24 ng 90174200 Phenanthrene-d10 11.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (Z)-, methyl_... 296 C19H3602 000112-62-9 99
2 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 98
3 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 97
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 96
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 94

Abundance Scan 1762 (12.701 min): BF108120.D (-1747) (-) m/z 55.10 100.00%

5000

-

12.40 12.60 12.80 13.00
m/z 41.10 72.87%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

74

-

12.I40 12!60 12.I80 13.IOO
m/z 69.10 61.87%

5000

o 99 222 246264281296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141304: 6-Octadecenoic acid, methyl ester, (2)-

138 165180 1

:

12.40 12.60 12.80 13.00
5000 m/z 74.05 53.91%
29
Ot .,.‘.’..‘i ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141277: 6-Octadecenoic acid, methyl ester A
a1 12.40 12.60 12.80 13.00
m/z 43.10 52.91%
5000
o”wﬂuu. JLﬂTTﬁTﬁ.H%A%?A?TT
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

8270-BF080818.M Tue Aug 14 18:29:57 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 13 cis-13-Octadecenoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.85 349.68 ng 26762000 Phenanthrene-d10 11.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 96
2 9,17-Octadecadienal, (2)- 264 C18H320 056554-35-9 94
3 9-Octadecenoic acid (Z)-, 2,3-di... 356 C21H4004 000111-03-5 91
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 90
5 E-2-Octadecadecen-1-ol 268 C18H360 1000131-10-2 83

Abundance Scan 1787 (12.848 min): BF108120.D (-1775) (-) m/z 55.10 100.00%
5000
IR U B B
137 264 12.60 12.80 13.00 13.20
o .J' o105 198 222241 <7 294 316 341 m/z 41.10 74.52%
miz--> 100 150 200 250 300 350
Abundance #129347: cis-13-Octadecenoic acid
5000 I S SULLIN BN SR
12.60 12.80 13.00 13.20
m/z 67.10 60.62%
0 }%7 165 103 222 2462?4282
miz--> 100 150 200 250 300 350
Abundance #114272: 9,17-Octadecadienal, (2)-
41 12.60 12.80 13.00 13.20
5000 m/z 69.10 57 .52%
ol 1ﬁ3“,151 179 207 235 2?4
miz--> 50 100 150 200 250 300 350
Abundance #188143: 9-Octadecenoic acid (2)-, 2,3-dihydroxypropy! ester R AL mu e
55 12.60 12.80 13.00 13.20
m/z 81.10 46 .50%
5000 264
29
! ‘.n J«F»S ”6194 2,21239| Lo a5 36
miz--> 50 250 300 350 12.60 12.80 13.00 13.20

8270-BF080818.M Tue Aug 14 18:29:58 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 14 Methyl 9-cis,ll-trans-octad... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.99 27.21 ng 2327120 Chrysene-d12 14.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl 9-cis,ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
2 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 99
3 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 97
4 9,12-Octadecadienoic acid (Z,2)- 280 C18H3202 000060-33-3 97
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 96
Abundance Scan 1811 (12.989 min): BF108120.D (-1808) (-) m/z 67.10 100.00%
5000
y123 150 og3 294 12.60 12.80 13.00 13.20 13.40
ol Ay 118196 220240 707 | 327 358 | 175 g1.10  66.23%
m/z--> 100 150 200 250 300 350
Abundance #139701 Methy! 9-cis,11-trans-octadecadienoate
5000
12.60 12.80 13.00 13.20 13.40
123 150 294 m/z 95.10  47.05%
o L | ot 0220 22 -l. S
m/z--> 100 150 200 250 300 350
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate
g7
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
95 12.60 12.80 13.00 13.20 13.40
5000 m/z 55.10 41.98%
H 294
123 150 263
ol IM\I\‘I\I“ \ﬂ o || ‘1“'819'6 220 e
m/z--> 50 100 150 200 250 300 350
Abundance #139730: 9,11-Octadecadienoic acid, methyl ester, (E,E)- e
g7 12.60 12.80 13.00 13.20 13.40
m/z 41.10 41.57%
5000 %
41 294
123 150
ol | JI‘:{ L h117819622.0245H|||\||”III T
m/z--> 50 100 150 200 250 300 350 12:60 12,80 13.00 13.20 13.40

8270-BF080818.M Tue Aug 14 18:29:59 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 15 cis-13-Eicosenoic acid, met... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.40 38.58 ng 3299690 Chrysene-di12 14.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-13-Eicosenoic acid, methyl e... 324 C21H4002 1000333-52-1 90
2 11-Eicosenoic acid, methyl ester 324 C21H4002 003946-08-5 90
3 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 72
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 72
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 59
Abundance Scan 1881 (13.401 min): BF108120.D (-1879) (-) m/z 55.10 100.00%
55
5000
; S 153 17g 208,250, B2 300 1350 1040 1560 1380
0 435 m/z 69.10 58.52%
m/z--> 50 100 150 200 250 300 350
Abundance #164512: cis-13-Eicosenoic acid, methyl ester
55

13.00 13.20 13.40 13.60 13.80
m/z 74.00 52.11%

5000

04
m/z--> 50 100 150 200 250 300 350
Abundance #164508: 11-Eicosenoic acid, methyl ester
55
4 292 13.00 13.20 13.40 13.60 13.80
5000 97 m/z 83.10 49.09%

oty
m/z--> 50 100 150 200 250 300 350
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)- A EEE e e
55 13.00 13.20 13.40 13.60 13.80
m/z 97.10  43.73%
4
5000
97
29 264
123 180 222
152
L o [ e T e
m/z--> 50 100 150 200 250 300 350 13. 00 13. 20 13 40 13. 60 13. 80

8270-BF080818.M Tue Aug 14 18:30:00 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 16 Eicosanoic acid, methyl ester Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.48 34.68ng 2065690  Chrysene-d12 14.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Eicosanoic acid, methyl ester 326 C21H4202 001120-28-1 97

001731-92-6 95
006929-04-0 95

2 Heptadecanoic acid, methyl ester 284 C18H3602
3 Hexadecanoic acid, 15-methyl-, m._.. 284 C18H3602

4 Methyl 18-methylnonadecanoate 326 C21H4202 1000352-20-6 91
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87
Abundance Scan 1894 (13.477 min): BF108120.D (-1891) (-) m/z 74.10 100.00%
M
5000 43
97 13 283
115 171 199 227 oee 326 13.20 13.40 13.60 13.80
0 b LS e L S08T4° 349369 1 Tni/z 87.05  77.78%
m'z--> 50 100 150 200 250 300 350
Abundance #166219: Eicosanoic acid, methyl ester
7
5000 MW
13.20 13.40 13.60 13.80
43 143 326 m/z 43.10 50.72%
Las |1 uorns T im aee 22 pss %8
e T e e IS E
mz--> 50 100 150 200 250 300 350
Abundance #131300: Heptadecanoic acid, methyl ester
7
o
13.20 13.40 13.60 13.80
5000 m/z 55.10 37.51%
43
143
0 Ll mis Mg g 2 2
e e
mz--> 50 100 150 200 250 300 350
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester R B
74 13.20 13.40 13.60 13.80
m/z 41.10 31.93%
5000
43
284
RS e 213 “ 266 |
o I 01 2. = N —
mz--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80

8270-BF080818.M Tue Aug 14 18:30:01 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 17 unknownl3.51 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.51 28.15 ng 2407870 Chrysene-di12 14 .24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,5-Cyclodecadiene, (E,Z)- 136 C10H16 001124-78-3 41
2 1,E-8,Z-10-Dodecatriene 164 C12H20 1000098-05-5 38
3 3-Methyl-cis-3a,4,7,7a-tetrahydr... 136 C10H16 1000144-04-4 38
4 1,E-8,Z-10-Tridecatriene 178 C13H22 080625-30-5 38
5 2H-Benzocyclohepten-2-one, 1,4a,... 178 C12H180 017429-26-4 38
Abundance Scan 1900 (13.512 min): BF108120.D (-1897) (-) m/z 99.10 100.00%
9
5000 7
136
178 210 DAL BN SUNR A B
13.20 13.40 13.60 13.80
239
ol k|| 29263 292 330354378 414 i BB 10 96.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #15744: 1,5-Cyclodecadiene, (E,2)-
41 6F
5000 SR UNRR BN UL R SRS

13.20 13.40 13.60 13.80
m/z 81.10 68.87%

o .... S S
m/z--> 50 100 150 200 250 300 350 400
Abundance #33744: 1,E-8,Z-10-Dodecatriene
68
B B B
41 13.20 13.40 13.60 13.80
5000 m/z 43.10 67.40%
| \ 5
okl *J..'.u e
m/z--> 50 100 150 200 250 300 350 400
Abundance #15809 3-Methyl-cis-3a,4,7,7a-tetrahydroindan e  EammEEmETT
67 121 13.20 13.40 13.60 13.80
m/z 67.10 57.37%
5000 39 l
oﬂljtmﬁ 7 R IR R
m/z--> 150 200 250 300 350 400 13. 20 13 40 13.60 13.80

8270-BF080818.M Tue Aug 14 18:30:02 2018 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 18 unknownl3.59 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.59 37.96 ng 3246360 Chrysene-di12 14.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Nitroundec-5-ene 199 C11H21NO2 1000192-40-3 10
2 Butane, 1,3-dibromo- 214 C4H8Br2 000107-80-2 10
3 Decahydro-isoquinoline-3-carboni... 164 C10H16N2 1000188-70-4 10
4 1,11-Dibromoundecane 312 C11H22Br2 016696-65-4 10
5 Pentanoic acid, 10-undecenyl ester 254 C16H3002 1000159-93-4 10
Abundance Scan 1913 (13.589 min): BF108120.D (-1911) (-) m/z 55.10 100.00%
56
5000
ST 137 e T
211 13.20 13.40 13.60 13.80 14.00
o3 i A9Q7 7252251 279 315 343 369 | n/5 43.10  39.33Y%
m/z--> 50 100 150 200 250 300 350
Abundance #60376: 6-Nitroundec-5-ene
56

13.I20 13.I40 13!60 13.I8O 14.IOO
m/z 41.10 36.95%

5000

0
m/z--> 50 100 150 200 250 300 350
Abundance #72939: Butane, 1,3-dibromo-
56
R B
135 13.20 13.40 13.60 13.80 14.00
5000 m/z 69.10 34.60%
27
107
ol .‘.L‘,*.. N N N
m/z--> 50 100 150 200 250 300 350
Abundance #33553: Decahydro-isoquinoline-3-carbonitrile A ERE T
56 13.20 13.40 13.60 13.80 14.00
m/z 97.10 32.37%
27
5000
94 137
IR TN Y O S (N it
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 19 unknownl13.91 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.91 41.74 ng 3569780 Chrysene-di12 14.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 2,6-dimethyl-4-nitroso- 151 C8HI9NO2 013331-93-6 22
2 5-Octen-2-yn-4-ol 124 C8H120 1000196-87-1 20
3 3,4-Dimethoxyphenylethylamine, N... 277 C12H14F3NO3 013230-71-2 11
4 2-n-Heptylfuran 166 C11H180 003777-71-7 11
5 Butyric acid, 2-(3-o0xo-3H-benzo[... 237 C11H11NO3S 1000316-00-8 11
Abundance Scan 1968 (13.912 min): BF108120.D (-1964) (-) m/z 81.10 100.00%
1
151
55
5000
I O 50 1950 14100 1420
20 277 . . . .
o 336 381 22 20 "'m/z 95.10 84.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #24892: Phenol, 2,6-dimethyl-4-nitroso-
151
39
5000 AR AR RS
13. 60 13 80 14.00 14.20
m/z 151.10 73.69%
Jv 106
Ob ik m -“#” e —
m/z--> 0 150 200 250 300 350 400 450 500
Abundance #10487: 5-Octen-2-yn-4-ol
9%
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
13.60 13.80 14.00 14.20
5000 67 m/z 55.10 57.95%
41
0 'LuﬁquE?il"”l"” RS UEABE SRR REERN RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #124756: 3,4-Dimethoxyphenylethylamine, N-trifluoroacetyl- e  EammEEmETT
151 13.60 13.80 14.00 14.20
m/z 67.10 50.28%
5000
277
15 51 78107 | l179210 245
m/z--> 0 5|0 1(I)O 150 200 250 3CI)O 3é0 4CI)O 45|O 5(I)O 13. 60 13 80 14. 00 14|20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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 20 N,N-Dimethyloctylamine Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.15 46.68 ng 2513550 Perylene-d12 15.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N,N-Dimethyloctylamine 157 C10H23N 007378-99-6 72
2 1-Hexanamine, 2-ethyl-N,N-dimethyl- 157 C10H23N 028056-87-3 72
3 2,5-Di(trifluoromethyl)benzoic a... 329 C13H13F6NO2 1000357-36-5 64
4 Trifluomeprazine 366 C19H21F3N2S 002622-37-9 64
5 1-Undecanamine, N,N-dimethyl- 199 C13H29N 017373-28-3 64

Abundance Scan 2178 (15.148 min): BF108120.D (-2174) (-) m/z 58.10 100.00%

58

%

5000
14.80 15.00 15.20 15.40
.85 157
Ob ey 82112 797189222 207 307337364301418 472498530 | Thsz 72.10  6.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29185: N,N-Dimethyloctylamine
58
14.80 15.00 15.20 15.40
m/z 59.05 5.67%
0 29 | go 128%°
e

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29193: 1-Hexanamine, 2-ethyl-N,N-dimethyl-

-

14.80 15.00 15.20 15.40

5000 m/z 41.10 5.33%
L L B e B ALl B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #168094: 2,5-Di(trifluoromethyl)benzoic acid, 2-(dimethyla... L B o
58 14.80 15.00 15.20 15.40
m/z 55.10 5.30%
5000 J\‘JLAL\W
241
ol 30, | 86 125 103 213 285 329
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108120.D

Acq On : 13 Aug 2018 17:05

Operator : JU/SJ

Sample : J4274-01

Misc :

ALS Vial : 13 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]
unknown6 .80 6.80 78.4 ng 5524450 1 7.02 1408840 20.0
Tetradecane 9.45 28.2 ng 1969910 3 10.08 1397610 20.0
Hexadecane 9.98 37.9 ng 2651260 3 10.08 1397610 20.0
Bacchotricuneatin c 10.49 43.0 ng 3003710 3 10.08 1397610 20.0
Heptadecane 10.97 56.5 ng 4323790 4 11.58 1530650 20.0
2-Bromo dodecane 11.41 36.3 ng 2780460 4 11.58 1530650 20.0
Dodecane, 2-methy... 11.84 32.3 ng 2472840 4 11.58 1530650 20.0
Hexadecanoic acid... 11.96 318.0 ng 24338000 4 11.58 1530650 20.0
n-Hexadecanoic acid 12.12 70.1 ng 5364810 4 11.58 1530650 20.0
Nonadecane 12.25 35.4 ng 2710300 4 11.58 1530650 20.0
9-Octadecenoic ac... 12.70 1178.2 ng 90174200 4 11.58 1530650 20.0
cis-13-Octadeceno... 12.85 349.7 ng 26762000 4 11.58 1530650 20.0
Methyl 9-cis,11-t... 12.99 27.2 ng 2327120 5 14.24 1710540 20.0
cis-13-Eicosenoic... 13.40 38.6 ng 3299690 5 14.24 1710540 20.0
Eicosanoic acid, ... 13.48 34.7 ng 2965690 5 14.24 1710540 20.0
unknownl13.51 13.51 28.1 ng 2407870 5 14.24 1710540 20.0
unknownl13.59 13.59 38.0 ng 3246360 5 14.24 1710540 20.0
unknownl13.91 13.91 41.7 ng 3569780 5 14.24 1710540 20.0
N,N-Dimethyloctyl... 15.15 46.7 ng 2513550 6 15.82 1076940 20.0
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