LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118411.D

Aca On : 31 Dec 2019 17:59

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 14 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-BF122419 .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 5.057 501 505 521 rVB 215132 284439 12.80% 1.363%
2 5.475 572 576 592 rBVY 1582451 1561343 70.29% 7.481%
3 6.492 745 749 768 rBVY 1729591 1697605 76.42% 8.134%
4 6.628 768 772 775 rBVY 2016975 1809128 81.44% 8.668%
5 6.851 807 810 817 rBV 607685 467955 21.07% 2.242%
6 7.010 833 837 840 rBVY 1659393 1423620 64.09% 6.821%
7 7.416 902 906 922 rBV 989686 1049027 47.22% 5.026%
8 8.139 1025 1029 1045 rBV 631382 616207 27.74% 2.952%
9 9.216 1208 1212 1224 rBV 2454997 2221370 100.00% 10.643%
10 9.616 1276 1280 1288 rVB 95938 100136 4_.51% 0.480%

11 9.898 1325 1328 1341 rBV 693328 756810 34.07% 3.626%
12 10.698 1460 1464 1479 rBV 1497859 1464665 65.94% 7.017%
13 11.339 1570 1573 1576 rBv4 19444 23615 1.06% 0.113%
14 11.398 1579 1583 1585 rVV 823552 755188 34 .00% 3.618%
15 11.416 1585 1586 1592 rVB 133799 130199 5.86% 0.624%

16 11.616 1617 1620 1628 rBV6 22439 35130 1.58% 0.168%
17 11.916 1667 1671 1680 rBV3 266895 312423 14.06% 1.497%
18 12.616 1787 1790 1796 rBV 275443 273026 12.29% 1.308%
19 12.704 1803 1805 1810 rBv4 55416 71866 3.24% 0.344%
20 12.845 1824 1829 1833 rBV 198121 238774 10.75% 1.144%

21 12.986 1849 1853 1856 rBV 2410228 2014401 90.68% 9.651%

22 13.069 1863 1867 1871 rVB4 16285 24099 1.08% 0.115%
23 13.304 1900 1907 1911 rBvV4 44161 98367 4.43% 0.471%
24 13.416 1922 1926 1929 rBvV4 55932 72692 3.27% 0.348%
25 13.445 1929 1931 1937 rVB6 55253 84456 3.80% 0.405%
26 13.545 1945 1948 1952 rBV4 35839 51761 2.33% 0.248%
27 13.674 1965 1970 1971 rBV5 42802 73271 3.30% 0.351%
28 13.874 2001 2004 2017 rVB3 268718 394394 17.75% 1.890%
29 14.016 2025 2028 2030 rBV 88534 80661 3.63% 0.386%
30 14.051 2030 2034 2037 rVV2 664095 707215 31.84% 3.388%
31 14.074 2037 2038 2042 rVB 97023 92343 4.16% 0.442%
32 14.198 2056 2059 2061 rBV 80053 76198 3.43% 0.365%

33 14.504 2108 2111 2118 rBV2 132635 202941 9.14% 0.972%
34 14.810 2160 2163 2168 rVB 148344 153760 6.92% 0.737%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118411.D

Aca On : 31 Dec 2019 17:59

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 14 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 - 0 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-BF122419._M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.886 2174 2176 2180 rVB 46880 46001 2.07% 0.220%

36 15.110 2211 2214 2217 rBV 101104 146432 6.59% 0.702%
37 15.157 2219 2222 2225 rVB 174185 189140 8.51% 0.906%
38 15.421 2264 2267 2271 rVB 68606 70464 3.17% 0.338%
39 15.486 2274 2278 2283 rBV 108732 157856 7.11% 0.756%
40 15.545 2283 2288 2293 rBV2 489577 682201 30.71% 3.269%

41 15.986 2359 2363 2369 rBVY 112475 160481 7.22% 0.769%

Sum of corrected areas: 20871660
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118411.D

Aca On : 31 Dec 2019 17:59

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF118411.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118411.D

Aca On : 31 Dec 2019 17:59

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.06 12.16 ng 284439 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 43
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 505 (5.057 min): BF118411.D (-501) (-) m/z 43.00 100.00%
a3
59
5000
101 S L N ——
51| 83 480 500 520 5.40
o N W~ 7 D m/z 59.00 62.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl- fk\
43
5000 L R L I
59 480 500 520 5.40
m/z 101.00 25 .58%
3 | 83 93 10!
o AN AR AN SRS AAARR NRARA ARARY RAANS RARAS LARSN AARAS SAARSSARSERARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
480 500 520 540
0
5000 101 m/z 58.00 14._.47%
28 59
5| N h
0'”P“'PJw'”wh'W{”I“”P”'PLW”'W””I””P'“P”'P“W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R L WA
59 4.80 5.00 5.20 5.40
m/z 41.10 10.68%
5000 41
68
0 150 . 126 147 A
T s'o 60 70 80 0 100 110 130 130 140 | 450 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118411.D

Aca On : 31 Dec 2019 17:59

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.63 Concentration Rank 1

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

6.63 77.32 ng 1809130 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 772 (6.628 min): BF118411.D (-768) (-) m/z 132.00 100.00%
5000
68
© s |1 o P s 520 om0 Gbo 680 70
0 B E e m/z 68.10 34 .85%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 NERBUAERE SUREE S
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.01%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 24 .94%
33 aa o 105
0....|....6|0....|0....|..:!-1.5|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180 L
Abundance #52379: Tranylcypromine-propionyl R
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.53%
5000 98 116
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118411.D

Aca On : 31 Dec 2019 17:59

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 8.27 ng 312423 Phenanthrene-d10 11.40
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1672 (11.922 min): BF118411.D (-1667) (-) m/z 73.00 100.00%
73
43 60
5000 129
11/60 11.80 12.00 12.20
(o} m/z 43.05 76.63%
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 R B IR B DR
11. 60 11. 80 12. 00 12 20
m/z 60.00 73.66%
| lITJJ 143157171185199213
Ob e
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11.60 11.80 12.00 12.20
5000 m/z 41.05 68.76%
29
0.}ﬁ.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid e ]
60 73 11.60 11.80 12.00 12.20
43 m/z 55.05 66.27%
5000 129
7 185 228
0 | [ | |
mz> 20 - - 50 80" 100 120 140 160 180 200 220 240 260 11'60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118411.D

Aca On : 31 Dec 2019 17:59

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 unknownl13.30 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.30 2.78 ng 98367 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Crinan-1-ol. 2.3-didehvdro-.(l.a... 271 C16H17NO3 1000111-31-3 38
2 Dihvdroapohemanthamine 271 C16H17NO3 001153-01-1 38
3 Silane. dimethvl(3-methvlbut-2-e... 286 C16H3402Si 1000347-96-9 38
4 (3-Chloro-5.3".5"-trifluorobiphe... 271 C13H9CIF3N 1000306-63-7 38
5 Arsine, 1,2-phenylenebis[dimethyl- 286 C10OH16As2 013246-32-7 27
Abundance Scan 1906 (13.298 min): BF118411.D (-1900) (-) m/z 271.20 100.00%
21
5000 69 175 201
286
13.00 13.20 13.40 13.60
o} m/z 69.05 46 .50%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #120116: Crinan-1-ol, 2,3-didehydro-,(1.alpha.-
11
5000 RN BRI R
41 043 13.00 13.20 13.40 13.60
55 102 187 2 m/z 201.05 43.10%
7 128 143 159173 228
04
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #120108: Dihydroapohemanthamine
271
13.00 13.20 13.40 13.60
0
5000 240 m/z 175.05 39.96%
115
41 77 185 201
po 91 129143 160 6 256
04
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #132876: Silane, dimethyl(3-methylbut-2-enyloxy)nonyloxy- B e
271 13.00 13.20 13.40 13.60
m/z 218.10 30.97%
75
5000 159
201
41 55 89 129145 | 173 ‘ 229 286
0 ,??..M..by.ﬂ.hﬂﬂu.}?ﬁwq.ﬁu.ph..‘..J.%QZ.‘L%%S.ﬁ.?f????“.h,ﬂ.”
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118411.D

Aca On : 31 Dec 2019 17:59

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.42 2.06 ng 72692 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 87
2 5-Androstene. 4.4-dimethvl- 286 C21H34 1000194-15-4 38
3 Crinan-1-ol. 2.3-didehvdro-.(1.a... 271 C16H17NO3 1000111-31-3 30
4 A4-(Trifluoromethvlmandelic acid 220 C9H7F303 000395-35-7 25
5 Normorphine 271 C16H17NO3 000466-97-7 22
Abundance Scan 1927 (13.421 min): BF118411.D (-1922) (-) m/z 175.05 100.00%
1715 271
5000 286
125 146 RSN SRR BN UM SN
13.20 13.40 13.60 13.80
o} RJLT m/z 271.20 88.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
21
175

5000
13.20 13.40 13.60 13.80

m/z 201.05 59.57%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133208: 5-Androstene, 4,4-dimethyl-
271
286
13.20 13.40 13.60 13.80
5000 m/z 189.10 40.75%
95
415 g1 Vg 135 15 201
o2 217 24357
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #120116: Crinan-1-ol, 2,3-didehydro-,(1.alpha.- A L R REmms e
271 13.20 13.40 13.60 13.80
m/z 99.00 40.32%
5000
4l 2 243
55 77 102 173187 14
128,45 150 -
04
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\BF123119\
Data File : BF118411.D

Aca On : 31 Dec 2019 17:59

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 unknownl3.45 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.45 2.39 ng 84456 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracvclol16.1.0.0(2.9).0(10.17... 284 C21H32 1000163-57-5 22
2 2-Chloro-5-(methvlthio)benzoic acid 202 C8H7CI02S 051546-12-4 14
3 4.47-Bis(tetrahvdrothiopvran) 202 C10H18S2 116196-83-9 11
4 Fluoren-9-one. 9a-hvdroxv-1.2.3.... 202 C13H1402 1000160-37-9 11
5 Cycloheptanone, 2-(phenylmethyle... 200 C14H160 042063-01-4 11
Abundance Scan 1932 (13.451 min): BF118411.D (-1929) (-) m/z 202.05 100.00%
202

5000 284

1 106 124 14

39 13.20 13.40 13.60 13.80
0 | . w7z 199.10 61.66%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131464: Tetracyclo[16.1.0.0(2,9).0(10,17)]nonadeca-2(9),1...
284
199

5000
13.20 13.40 13.60 13.80

m/z 200.10 55.14%

41 g 129143157

91105

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62997: 2-Chloro-5-(methylthio)benzoic acid
202
13.20 13.40 13.60 13.80
5000 m/z 213.05 47 . 72%
187
oL 15 45 63 77 gp 108122 139 157171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62325: 4,4'-Bis(tetrahydrothiopyran)
5 202 13.20 13.40 13.60 13.80
67 99 m/z 284.30 47 .59%

5000

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\BF123119\
Data File : BF118411.D

Aca On : 31 Dec 2019 17:59

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 unknownl3.67 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.67 2.07 ng 73271 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Dihvdrodeoxvnivalenol 298 C15H2206 123505-36-2 37
2 Furan-2-carboxamide. N-(4-chloro... 235 C12H10CINO2 1000259-35-4 14
3 Pvrimidine. 4-amino-2-methoxy- 125 C5H7N30 003289-47-2 12
4 Thiourea. N-(2.5-dimethviphenvl) ... 274 C14H18N4S 1000320-23-7 11
5 1-l1sopropenyl-4,5-dimethylbicycl... 330 C21H300S 1000195-85-4 10
Abundance Scan 1969 (13.668 min): BF118411.D (-1965) (-) m/z 69.10 100.00%
69 125
95
a 230
109 215
163 255 302 e S
| | 13.40 13.60 13.80 14.00
Obrrr L m/z 125.10 91.86%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #142521: 9,10-Dihydrodeoxynivalenol
109
81
55 9% 125
5000 LI B BUILN BRI B
13. 40 13. 60 13. 80 14. oo
‘ ‘ ‘ 179 250 m/z 95.05  80.84%
obrerrerb LA || ||| ||| I |‘| i .n ) 20520 208
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #89631: Furan-2-carboxamide, N-(4-chlorobenzyl)-
39 95
113.40 13.60 13.80 14.00
5000 m/z 67.00 72.26%
68 125140 235
o 3 11 157 178 200 218
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #10755: Pyrimidine, 4-amino-2-methoxy- AR EEEEEEEEE
9% 125 13.40 13.60 13.80 14.00
m/z 230.00 68.25%
5000 68
40
o o4 109
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118411.D

Aca On : 31 Dec 2019 17:59

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 11.15 ng 394394 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 93
2 17-Pentatriacontene 491 C35H70 006971-40-0 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 90
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 89
5 1-Heneicosanol 312 C21H440 015594-90-8 87
Abundance Scan 2003 (13.868 min): BF118411.D (-2001) (-) m/z 43.05 100.00%
43 83
5000
i } 139 100 [ 275302 ' 13.60 13.80 14.00 14.20
(BN E NP AT .I.....,..I.ul..l...u O m/z 83.05 92 _71%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #131391: n-Nonadecanol-1
55 83
5000 111 R EBEEEEERE
13 60 13. 80 14. oo 14 20
29 m/z 57.05 90.09%
ol | |3 168106 238266
miz--> 0 50 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #234187: 17-Pentatriacontene
43
'13.60 13.80 14.00 14.20
5000 83 m/z 55.00 77.87%
111
0 | 139167196224 267292 321 462 490
miz--> 0 55 160 1%0 260 250 300 350 460 4%0 '
Abundance #186968: n-Tetracosanol-1 AR EEEEEEEEE
57 83 13.60 13.80 14.00 14.20
m/z 97.10 75.98%
B | W\LM
29 139
N l |, 167195222 250 280308 336
miz--> 0 5'0 1(')0 1%0 2(')0 25'30 3(')0 3&1;0 4(')0 4&1,0 ' 13 60 13. 80 14. 00 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118411.D

Aca On : 31 Dec 2019 17:59

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.20 2.15 ng 76198 Chrysene-di12 14 .05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Heptadecane 240 C17H36 000629-78-7 93
3 Eicosane 282 C20H42 000112-95-8 91
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetratetracontane 619 C44H90 007098-22-8 81

Abundance Scan 2059 (14.198 min): BF118411.D (-2056) (-) m/z 57.10 100.00%

57

5000

13.80 14.00 14.20 14.40 14.60

155 177 197215 235251 271 295 324

o m/z 71.05 77.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane
57
85
5000 | NI LI L L L LB LB L
13.80 14.00 14.20 14.40 14.60
4 s m/z 43.10 71.95%
b il M 169 207 25 s 26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94346: Heptadecane
57
R e R o R
85 13.80 14.00 14.20 14.40 14.60
5000 4 m/z 85.05 63.45%
Ly P e 169 107 240
O T T T o o T P T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129491: Eicosane A o B
57 13.80 14.00 14.20 14.40 14.60
m/z 41.10 30.79%
5000 4 85
o ‘ | i | | g M8 141 169 107 225 53 282
R B L L e O L O R o L LR SRR R e R o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 80 14. OO 14 20 14. 40 14.60

8270-BF122419.M Thu Jan 02 17:17:13 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118411.D

Aca On : 31 Dec 2019 17:59

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Nonadecane, 9-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .50 5.74 ng 202941 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Tetracosane 338 C24H50 000646-31-1 90

Abundance Scan 2110 (14.498 min): BF118411.D (-2108) (-) m/z 57.10 100.00%

g7

5000

14.20 14.40 14.60 14.80

34155 182200 230 258 285304 325 355

(0} m/z 71.05 76.04%
m/z--> 50 100 150 200 250 300 350
Abundance #129502: Nonadecane, 9-methyl-
57
85
5000 LA L L L L L L L L LB
14.20 14.40 14.60 14.80
140 m/z 43.10 70.30%
3 113 l 168 067
SN 0 O N O -~ - W
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57
R A
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 58.54%
29
| ‘ | (113 141 169 197 240
ot e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane e B e A M
57 14.20 14.40 14.60 14.80
m/z 55.00 33.90%
85
5000
29 113
ol Tl M 160 197 225 253 296
T L e e e e L A e e e e I e R A
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118411.D

Aca On : 31 Dec 2019 17:59

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Dodecane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.81 4_.51 ng 153760 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Octadecane 254 C18H38 000593-45-3 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Dodecane., 2-methvl- 184 C13H28 001560-97-0 90
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 2163 (14.810 min): BF118411.D (-2160) (-) m/z 57.10 100.00%
g7
85
5000

14.40 14.60 14.80 15.00 15.20

“ L I141 169139211233 260281303323 356 407

Oyt e L B e LRI B m/z 71.05 75.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129499: Nonadecane, 9-methyl-
57
85
5000 TT T T [T T I T [T T T T [ TTTT[TT
14. 40 14. 60 14. 80 15. OO 15 20
140 m/z 43.10 75.20%
29 J 111 168
NI o A AR
m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
57
R o A
14.40 14.60 14.80 15.00 15.20
5000 85 m/z 85.05 67.77%
29
oL J v J113 141 169 197 225 254
LA A B T B e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane e T e
57 14.40 14.60 14.80 15.00 15.20
m/z 55.10 32.45%
5000 85
29
. “‘ J nlﬁ311§1 169 197 225 253 295 323 367
——piy A o o e e A B B e o S R o A
m/z--> 50 100 150 200 250 300 350 400 14. 40 14. 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF123119\
Data File : BF118411.D

Aca On : 31 Dec 2019 17:59

Operator :© JU

Sample - K6465-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.99 4.70 ng 160481 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Nonadecane 268 C19H40 000629-92-5 93
3 Eicosane 282 C20H42 000112-95-8 90
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2364 (15.992 min): BF118411.D (-2359) (-) m/z 57.05 100.00%
g7
85
5000
127 ) 10 1800 16 90 16 40
155 188 210 246266 559 327 351 15.60 15.80 16.00 16.20 16.40
ol ., m/z 71.10 89.86%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 AR DU B B B
mmmmmmmmmm
m/z 85.05 68.47%
29 113
oL L b | T 109 197 225 253 296
m/z--> 56 100 1éo 260 2%0 360 3%0
Abundance #117638: Nonadecane
57
15,60 15.80 16.00 16.20 16.40
5000 85 m/z 43.10 66.42%
29
0 \‘ “ ‘\ J\ I ll:\l{3 Al 141 169 197 225 268
m/z--> 56 160 150 260 250 360 3%0
Abundance #129491: Eicosane A B R e
57 15.60 15.80 16.00 16.20 16.40
m/z 99.05 25.71%
5000 85
29
0 L‘ I ‘ I 141 109 197 225 253 2%
m/z--> % ﬁo 1m 2& 250 %o 3% mmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF123119\
Data File : BF118411.D

Acq On : 31 Dec 2019 17:59

Operator : JU

Sample - K6465-09

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.06 12.2 ng 284439 1 6.85 467955 20.0
unknown6.63 6.63 77.3 ng 1809130 1 6.85 467955 20.0
n-Hexadecanoic acid 11.92 8.3 ng 312423 4 11.40 755188 20.0
unknown13.30 13.30 2.8 ng 98367 5 14.05 707215 20.0
2-Phenanthrenol, ... 13.42 2.1 ng 72692 5 14.05 707215 20.0
unknownl13.45 13.45 2.4 ng 84456 5 14.05 707215 20.0
unknownl13.67 13.67 2.1 ng 73271 5 14.05 707215 20.0
n-Nonadecanol-1 13.87 11.2 ng 394394 5 14.05 707215 20.0
Heneicosane 14 .20 2.1 ng 76198 5 14.05 707215 20.0
Nonadecane, 9-met... 14.50 5.7 ng 202941 5 14.05 707215 20.0
Dodecane, 2-methyl- 14.81 4.5 ng 153760 6 15.54 682201 20.0
Eicosane 15.99 4.7 ng 160481 6 15.54 682201 20.0
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