LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106423.D

Aca On 14 Jun 2018 6:10

Operator : JU/SJ

Sample : J3447-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061118.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.613 553 557 565 rBY 1513614 1710086 4 .86% 1.786%
2 6.613 723 727 736 rVB 1029783 1265119 3.60% 1.321%
3 6.748 746 750 753 rBVY 3029890 2747935 7.81% 2.870%
4 6.966 783 787 790 rBVY 1125566 922685 2.62% 0.964%
5 7.125 809 814 817 rBVY 2798607 2621889 7.45% 2.738%
6 7.531 877 883 886 rBY 2393506 2339287 6.65% 2.443%
7 8.248 1001 1005 1008 rBV 1508342 1186814 3.37% 1.239%
8 8.948 1117 1124 1127 rBV 410814 512180 1.46% 0.535%
9 9.325 1183 1188 1191 rVB 4063390 3853006 10.95% 4.024%
10 10.007 1300 1304 1307 rVB 1591946 1309067 3.72% 1.367%

11 10.801 1434 1439 1442 rBV 2634269 2482629 7.06% 2.593%
12 11.183 1495 1504 1521 rBV 2678127 4677005 13.29% 4_.884%
13 11.495 1554 1557 1561 rVB 1414412 1250581 3.55% 1.306%
14 11.595 1570 1574 1582 rBV 519156 523099 1.49% 0.546%
15 12.130 1630 1665 1681 rBV5 5429599 35179279 100.00% 36.736%

16 12.336 1697 1700 1703 rVvV 569019 476087 1.35% 0.497%
17 12.436 1714 1717 1732 rVB 1024827 953479 2.71% 0.996%
18 12.777 1763 1775 1776 rBV 4094858 10467881 29.76% 10.931%
19 12.854 1782 1788 1797 rVB 4398326 9300777 26.44% 9.712%
20 13.089 1824 1828 1831 rBV 3317362 3142117 8.93% 3.281%

21 13.471 1888 1893 1899 rBvV 398584 587873 1.67% 0.614%
22 13.560 1900 1908 1921 rVB 2959205 4945840 14.06% 5.165%
23 14.148 2004 2008 2012 rBV 1211595 1052082 2.99% 1.099%
24 15.671 2262 2267 2273 rVB 766199 1029561 2.93% 1.075%
25 16.595 2418 2424 2434 rBV4 261543 559912 1.59% 0.585%

26 17.806 2622 2630 2643 rVB4 219753 665056 1.89% 0.694%

Sum of corrected areas: 95761326
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\

BF106423.D

14 Jun 2018 6:10

JussJ

J3447-01

36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Data Path :

Data File : BF106423.D
Aca On - 14 Jun 2018
Operator : JU/SJ
Sample : J3447-01
Misc :

ALS Vial :

Quant Method
Quant Title

TIC Library :

Library Search Compound Report

6:10

36 Sample Multiplier: 1

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.75 Concentration Rank 6

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

6.75 59.56 ng 2747940 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 750 (6.748 min): BF106423.D (-746) (-) m/z 132.05 100.00%
132
5000 68
40 o '6.40 6.60 6.80 7.00
54 . . : :
o [ L Weus | m/z 68.10 40.98%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR RS UL SRR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.66%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 6.40 6.60 680 7.00
5000 og 116 m/z 66.00 26.18%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene R e R
132 6.40 6.60 6.80 7.00
m/z 69.05 16.55%
5000
63 81
0 3\1 59 1 ‘\‘ w72\ ‘\ \92 10\1 1}\2 |
m/z--> 40 60 80 100 120 140 160 180 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106423.D

Aca On : 14 Jun 2018 6:10

Operator : JU/SJ

Sample : J3447-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown8.95 Concentration Rank 12

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

8.95 8.63 ng 512180 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butenoic acid. 2-propenvlidene... 210 C11H1404 055030-70-1 38
2 Cvclopropanecarboxvlic acid. 3-m... 154 C9H1402 1000299-37-4 33
3 Oxazole 69 C3H3NO 000288-42-6 9
4 1.6-Hexanediamine 116 C6H16N2 000124-09-4 9
5 meso-5,6-Decanediol 174 C10H2202 003266-25-9 9

Abundance Scan 1124 (8.948 min): BF106423.D (-1117) (-) m/z 69.00 100.00%
69
5000
41 i
87 103 R SAREE RSN R LR
8.60 8.80 9.00 9.20
o...,....|;'|.|..“.3?.'..,."|...,|..1.1.5,1.2.6..,..1.5.4,....,....,...., m/z 40.95  28.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #69029: 2-Butenoic acid, 2-propenylidene ester
69
5000

8.60 8.80 9.00 9.20
m/z 38.95 19.67%

86
L\‘ - 126 141 210
0...,....,....,....,....,....,....,....,....,....,....,
m/z--> 60 80 100 120 140 160 180 200
Abundance
69
8.60 8.80 9.00 9.20
5000 a m/z 103.00 16.17%
53
o 27 85 96 112 137 154
T T T T T T T T T T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #474: Oxazole
69 8.60 8.80 9.00 9.20
m/z 87.00 15.53%
5000 0
0...“..HN...“lh.“...“...“...“..w...w...w...w
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106423.D

Aca On : 14 Jun 2018 6:10

Operator : JU/SJ

Sample : J3447-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Tetradecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.18 74.80 ng 4677010 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 Dodecanoic acid 200 C12H2402 000143-07-7 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 1503 (11.178 min): BF106423.D (-1495) (-) m/z 73.00 100.00%
60 73
43
5000 129
85 o 185
115 1 143 5171 199,,, 228 10.80 11.00 11.20 11.40
ol i1 m/z 60.00 88.68%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #84452: Tetradecanoic acid
60 73
43
5000 129
185 10.80 11.00 11.20 11.40
29 97 115 143 171 298 m/z 43.05 72.17%
0.?'.Sl.‘.‘..‘i‘a‘..”l“‘.‘l‘.‘ HH‘ MH M‘ ‘.‘.. ‘..?‘.5‘7..‘..“‘. .]:glg.z.]]]'.l....l
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
60 73
43
10.80 11.00 11.20 11.40
5000 129 m/z 57.05 63.40%
85 157
29 101 115
143 171 200
3 ST Y P O A W -
m/z--> 25 4b eb éo 160 120 140 160 1é0 260 250 !
Abundance #72647: Tridecanoic acid
60 73 10.80 11.00 11.20 11.40
43 m/z 55.00 60.50%
5000 129
29
115 171
‘ 143 157 ‘ 185 214
0...|.‘l..‘i‘.‘..”l“|‘.“‘ H‘ ‘H\\ \u .‘.‘.l‘...‘. ..l.lu‘.fl-.gruuu“.lnnl
m/z--> 20 40 60 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106423.D

Aca On : 14 Jun 2018 6:10

Operator : JU/SJ

Sample : J3447-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Pentadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.60 8.37 ng 523099 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 98
2 Dodecanoic acid 200 C12H2402 000143-07-7 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 11
Abundance Scan 1575 (11.601 min): BF106423.D (-1570) (-) m/z 73.00 100.00%
7B
43
5
5000 129
, 199
H 01115 | 143157171185 | o100 opp - 11.20 11.40 11.60 11.80 12.00
Ol ol m/z 60.00 81.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
5]
5000
11.20 11.40 11.60 11.80 12.00
29 m/z 43.00 74.82%
0 ..1.5,... .W. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
11.20 11.40 11.60 11.80 12.00
m/ 57.00 66.17Y%
5000 a3 129 z 0
87 1091115 157
101 143 | 171200
ol 185
wmm‘wmwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
78 11.20 11.40 11.60 11.80 12.00
43 m/z 55.00 59.89%
5000
0‘
m/z--> 11.20 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106423.D

Aca On : 14 Jun 2018 6:10

Operator : JU/SJ

Sample : J3447-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.13 562.61 ng 35179300 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 58
Abundance Scan 1665 (12.130 min): BF106423.D (-1630) (-) m/z 73.05 100.00%
43 60
5000 129
9 115 157171185 2
143 199 | 227, 256 11.80 12.00 12.20 12.40
ol 41 m/z 60.05 81.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
11.80 12.00 12.20 12.40
H 157171185, 213 056 m/z 43.05 79.66%
0‘ Il M‘”H‘IMMH ‘\HI\\I PRSI R I‘”llgglll‘IZIZZIZ4:II'“I -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.80 12.00 12.20 12.40
5000 29 129 m/z 55.05 67.02%
87 15 =h 214
101 143157 | 185
O e e
m/z--> 25 Jo eb 85 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid
43 60 73 11.80 12.00 12.20 12.40
m/z 57.05 66.84%
5000 129
29 242
1115
o 15 . f :h\ M .“...l..:.l-.57.1.7.].- / ‘ “2?'?2?9' e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106423.D

Aca On : 14 Jun 2018 6:10

Operator : JU/SJ

Sample : J3447-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknownl2.34 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.34 7.61 ng 476087 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexacosvl trifluoroacetate

2 Hexacosvl heptafluorobutvrate

3 Hexacosvl pentafluoropropionate
4 Heptacosvl pentafluoropropionate
5 Tricosyl trifluoroacetate

478 C28H53F302
578 C30H53F702
528 C29H53F502
542 C30H55F502
436 C25H47F302

1000351-75-0 49
1000351-83-3 46
1000351-81-2 46
1000351-81-6 46
1000351-75-1 46

m/z 57.05 100.00%

12.00 12.20 12.40 12.60

m/z 41.00 70.74%

12.00 12.20 12.40 12.60

m/z 55.00 68 .89%

12.00 12.20 12.40 12.60

m/z 43.05 60.07%

12.00 12.20 12.40 12.60

Abundance Scan 1701 (12.342 min): BF106423.D (-1697) (-)
57
5000
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232315: Hexacosy! trifluoroacetate
57
5000
125
o 291 \‘M HML H 181 222250278306 336364 409 460
T mate o L e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
97
5000
125
o 29 153181208236264292 336364 409 560
e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #237739: Hexacosy! pentafluoropropionate
57
97
5000
125
0 29 | 153181 222050278306 336364 400 510
L e e B e L e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550

m/z 69.05 47 .60%

12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106423.D

Aca On : 14 Jun 2018 6:10

Operator : JU/SJ

Sample : J3447-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Heptadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.44 15.25 ng 953479 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1718 (12.442 min): BF106423.D (-1714) (-) m/z 73.00 100.00%
43 P
5
5000 129
”ﬂ 12.20 12.40 12.60 12.80
Obrrrprre s m/z  60.00 82.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119367: Heptadecanoic acid
43 73
5
5000 29
270 12.20 12.40 12.60 12.80
g7 129 007 m/z 43.00 82.07%
N P o NP
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73
4357 R SN SRR SN SR
12.20 12.40 12.60 12.80
5000 129 m/z 57.10 70.64%
29 87 185
115 143 __171 228
oL1s 101 157 199515
wﬁmmmﬁwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid RN EREEEE e
43 60 12.20 12.40 12.60 12.80
m/z 55.00 64.51%
5000
143157171185]_99213
o R e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106423.D

Aca On : 14 Jun 2018 6:10

Operator : JU/SJ

Sample : J3447-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 6-Octadecenoic acid, (2)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.78 167.41 ng 10467900 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octadecenoic acid. (2)- 282 C18H3402 000593-39-5 98
2 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 94
3 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 91
4 Oleic Acid 282 C18H3402 000112-80-1 91
5 cis-Vaccenic acid 282 C18H3402 000506-17-2 86
Abundance Scan 1775 (12.777 min): BF106423.D (-1763) (-) m/z 55.05 100.00%
41
5000
11 IR SN SRR
151 264 12.40 12.60 12.80 13.00
165180 222
N 207 S 248 m/z 69.10 73.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129348: 6-Octadecenoic acid, (2)-
4
5000 o1 ISR NN SN SRR
264 12.40 12.60 12.80 13.00
2 " m/z 41.05 61.54%
. |l 1371511661801 94508222 246
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 o
83 USRS SUNIN BRI
97 12.40 12.60 12.80 13.00
5000 m/z 83.10 61.43%
123 264
o 138152166180 207 222536 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129341: Octadec-9-enoic acid B L e e e e e
41 55 69 g3 12.40 12.60 12.80 13.00

o7 m/z 97.10 47.60%

5000

125 282

139 165180 7222 L6

-

m/z--> 20 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\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106423.D

Aca On : 14 Jun 2018 6:10

Operator : JU/SJ

Sample : J3447-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 unknownl3.47 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.47 11.18 ng 587873 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decene 140 C10H20 000872-05-9 49
2 1-Octadecene 252 C18H36 000112-88-9 49
3 Cetene 224 C16H32 000629-73-2 49
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 46
5 Cyclopentane, 1-methyl-3-(2-meth... 140 C10H20 029053-04-1 46
Abundance Scan 1893 (13.471 min): BF106423.D (-1888) (-) m/z 55.00 100.00%

5000

.

13.20 13.40 13.60 13.80
m/z 57.00 74.26%

185
o 200 517 239256 292

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17936: 1-Decene

:

13.I20 13.I40 13.I60 13.I8O
m/z 43.00 72.89%

5000

01

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
83 R e N REEE RS SRR
13.20 13.40 13.60 13.80
5000 m/z 71.10 65.36%
111
27 67

126 154 182 pgg204 252

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81241: Cetene I e e
43 13.20 13.40 13.60 13.80
m/z 41.00 59.30%
5000
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106423.D

Aca On : 14 Jun 2018 6:10

Operator : JU/SJ

Sample : J3447-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 unknownl3.56 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.56 94.02 ng 4945840 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I1.1"-Biphenvl1-4-amine 169 C12H11N 000092-67-1 43
2 1.2-Dihvdro-5-acenaphthvlenamine 169 C12H11N 004657-93-6 38
3 Quinoline-5-carbonitrile. 6-amino- 169 C10H7N3 1000317-01-9 27
4 Phenol. 4-methoxv-2-nitro- 169 C7H7NO4 001568-70-3 27
5 10-Undecenoyl chloride 202 C11H19cCIlo 038460-95-6 20
Abundance Scan 1908 (13.560 min): BF106423.D (-1900) (-) m/z 169.10 100.00%
169
55
5000
83 A¥
Lo 141 199220241 264284 312 415 13.20 13.40 1360 1380 __
0 m/z 55.00 52.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #37576: [1,1-Biphenyl]-4-amine
169
5000 NN SRR
13.20 13.40 13.60 13.80
m/z 69.10 48 .23%
oL 30 63 & 115141
m/z--> §o 160 1éo 260 2%0 360 3%0 460
Abundance
169
13.20 13.40 13.60 13.80
5000 m/z 57.05 31.10%
83
miz-> 50 100 150 200 250 300 350 400
Abundance #37533: Quinoline-5-carbonitrile, 6-amino- LA B I I
169 13.20 13.40 13.60 13.80
m/z 83.10 30.67%
5000
142
52 g8 1°
Ollw\iudllluluil ||||‘ r — — — —— —— — massssad ISR —.— A
m/z--> 5'0 1(')0 150 2(')0 251,0 3(')0 3&1,0 4(')0 13.'20 13.'40 13.|60 13.|80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106423.D

Aca On : 14 Jun 2018 6:10

Operator : JU/SJ

Sample : J3447-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Cholesterol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.59 10.88 ng 559912 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesterol 386 C27H460 000057-88-5 99
2 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 99
4-(4-1sopropvl-trans-6-methvl-3-... 386 C20H26N404 1000243-17-3 45
4 Cvcloheptane. 4-methyvlene-1-meth... 204 C15H24 1000159-38-5 44
5 Cholesta-3,5-diene 368 C27H44 000747-90-0 41
Abundance Scan 2423 (16.589 min): BF106423.D (-2418) (-) m/z 43.05 100.00%
8l 107 14e
213 275
5000 301
255
P 353 e LRI IR SRR SUNR B
on. | 283 326 16.20 16.40 16.60 16.80 17.00
0 bl m/z 55.00 88.22%
m/z--> 50 100 150 200 250 300 350
Abundance #205847: Cholesterol
43
105 386
5000 AR DA B SRR BN
16. 20 16. 40 16 60 16. 80 17. oo
m/z 81.10 78.49%
oL .“. 4 IM"H;‘
m/z--> 50 100 150 200 250 300 350
Abundance
43
16.20 1640 16.60 16.80 17.00
5000 m/z 107.10 76.04%
81 105
145 213 275 386
. 125 173,93 233255 301 35 353
m/z--> §0 160 1éo 260 2éo 360 3éo !
Abundance #205481: 4-(4-1sopropyl-trans-6-methyl-3-cyclohexenyl)-tra... I e L LI e B o
275 16. 20 16. 40 16 60 16. 80 17. oo

9% m/z 105.05  75.86%

5000 136 249 386
228
4 67 { 203 ‘ 1
15, | g all L dEs H“n il L | 309328 %t |

“i 11
|
m/z--> 50 100 150 200 250 300 350 16. 20 16. 40 16 60 16. 80 17. OO

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106423.D

Aca On : 14 Jun 2018 6:10

Operator : JU/SJ

Sample : J3447-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Nordextromethorphan Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.81 12.92 ng 665056 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Nordextromethorphan 257 C17H23NO 051195-74-5 87
2 Benzlclacridine. 7.8-dimethvl- 257 C19H15N 003518-01-2 62
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 60
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 60
5 Chloroacetic acid, 4-hexadecyl e... 318 C18H35CI02 1000282-93-2 55

Abundance Scan 2631 (17.812 min): BF106423.D (-2622) (-) m/z 57.05 100.00%
7 257
83
5000
R e e S
145 171196 239 | g5 314 17.40 17.60 17.80 18.00 18.20
o m/z 257.15 96.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance #108346: Nordextromethorphan
257
5000 | BLLLILE BRI N L L L L
212 17.40 17.60 17.80 18.00 18.20
m/z 43.00 85.44%
O T T e
m/z--> 50 100 150 200 250 300 350 400
Abundance
257
R e e S
17.40 17.60 17.80 18.00 18.20
5000 m/z 55.00 84.97%
127
151 227
O T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate T
57 17.40 17.60 17.80 18.00 18.20
m/z 71.05 68.45%
83
5000
111
2 169
ol L h ) 1130 7 210238 o3 434
B B o o o e e L o B e L e AL A i o B R e e S
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00 18.20

8270-BF061118.M Thu Jun 14 14:40:41 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061318\
Data File : BF106423.D

Acq On 14 Jun 2018 6:10

Operator : JU/SJ

Sample - J3447-01

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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]
unknown6.75 6.75 59.6 ng 2747940 1 6.97 922685 20.0
unknown8.95 8.95 8.6 ng 512180 2 8.25 1186810 20.0
Tetradecanoic acid 11.18 74.8 ng 4677010 4 11.50 1250580 20.0
Pentadecanoic acid 11.60 8.4 ng 523099 4 11.50 1250580 20.0
n-Hexadecanoic acid 12.13 562.6 ng 35179300 4 11.50 1250580 20.0
unknownl12 .34 12.34 7.6 ng 476087 4 11.50 1250580 20.0
Heptadecanoic acid 12.44 15.3 ng 953479 4 11.50 1250580 20.0
6-Octadecenoic ac... 12.78 167.4 ng 10467900 4 11.50 1250580 20.0
unknownl13.47 13.47 11.2 ng 587873 5 14.15 1052080 20.0
unknownl13.56 13.56 94_.0 ng 4945840 5 14.15 1052080 20.0
Cholesterol 16.59 10.9 ng 559912 6 15.68 1029560 20.0
Nordextromethorphan 17.81 12.9 ng 665056 6 15.68 1029560 20.0
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