LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102219\
Data File : BF117479.D

Aca On : 22 Oct 2019 15:51

Operator :© JU

Sample = K5420-09

Misc :

ALS Vial : 8 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-BF101819.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 5.351 551 555 574 rBV 621370 721456 77 .56% 7.532%
2 6.381 727 730 748 rBV 767777 809024 86.98% 8.446%
3 6.504 748 751 765 rVB 876578 827851 89.00% 8.642%
4 6.734 786 790 800 rBV 191290 188856 20.30% 1.972%
5 6.887 812 816 825 rBV 746462 614002 66.01% 6.410%
6 7.292 882 885 901 rBV 447788 488567 52.52% 5.100%
7 8.010 1004 1007 1017 rBV 265696 241624 25.98% 2.522%
8 9.086 1186 1190 1193 rBV 1135631 930174 100.00% 9.711%
9 9.481 1254 1257 1267 rBV 173888 132890 14.29% 1.387%
10 9.763 1302 1305 1312 rVB 347557 283214 30.45% 2.957%

11 10.551 1436 1439 1451 rVB 518660 486061 52.25% 5.074%
12 11.245 1554 1557 1566 rBV 273829 271868 29.23% 2.838%

13 11.486 1594 1598 1604 rBV3 9222 11921 1.28% 0.124%
14 11.774 1641 1647 1659 rBV2 90542 133089 14.31% 1.389%
15 12.486 1761 1768 1773 rBV6 16569 38292 4.12% 0.400%

16 12.563 1773 1781 1794 rVV 230455 354139 38.07% 3.697%
17 12.833 1822 1827 1830 rBV 980596 929464 99.92% 9.703%

18 13.057 1860 1865 1867 rBv4 13338 16535 1.78% 0.173%
19 13.298 1903 1906 1912 rVB6 6275 12666 1.36% 0.132%
20 13.398 1918 1923 1926 rBV5 11275 14630 1.57% 0.153%
21 13.469 1926 1935 1944 rBVS8 14333 40835 4_.39% 0.426%

22 13.727 1974 1979 1997 rVvB2 117230 209201 22.49% 2.184%
23 13.892 2004 2007 2017 rBV 233100 222263 23.89%% 2.320%
24 14.045 2030 2033 2035 rBvV 61034 56225 6.04% 0.587%
25 14.121 2040 2046 2058 rVB5 41103 132335 14.23% 1.382%

26 14.351 2081 2085 2088 rBV 109895 104803 11.27% 1.094%
27 14.651 2131 2136 2142 rVB 171868 168436 18.11% 1.758%
28 14.721 2145 2148 2150 rVvVv 24571 22801 2.45% 0.238%
29 14.968 2184 2190 2195 rBV 166257 198644 21.36% 2.074%
30 15.139 2209 2219 2229 rBV7 31563 109611 11.78% 1.144%

31 15.321 2244 2250 2259 rBV 300661 400899 43.10% 4.185%
32 15.727 2313 2319 2324 rVB 104299 152384 16.38% 1.591%
33 15.792 2326 2330 2335 rBV7 15164 30407 3.27% 0.317%
34 16.045 2371 2373 2385 rVB9 11817 28683 3.08% 0.299%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102219\
Data File : BF117479.D

Aca On : 22 Oct 2019 15:51

Operator :© JU

Sample = K5420-09

Misc :

ALS Vial : 8 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-BF101819.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.198 2391 2399 2404 rBV2 52323 96359 10.36% 1.006%
36 16.457 2438 2443 2451 rVB2 22925 64218 6.90% 0.670%
37 16.739 2487 2491 2492 rBV3 14088 18038 1.94% 0.188%
38 17.386 2596 2601 2608 rVBS8 6436 16489 1.77% 0.172%

Sum of corrected areas: 9578954
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102219\
Data File : BF117479.D

Aca On : 22 Oct 2019 15:51

Operator :© JU

Sample = K5420-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF117479.D

1000000
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Abundance TIC: BF117479.D
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Abundance TIC: BF117479.D
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T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102219\
Data File : BF117479.D

Aca On : 22 Oct 2019 15:51

Operator :© JU

Sample = K5420-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 1 unknown6.50 Concentration Rank 1

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

6.50 87.67 ng 827851 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 5-Aminoindole 132 C8H8N2 005192-03-0 9
3 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 750 (6.498 min): BF117479.D (-748) (-) m/z 132.00 100.00%
132
5000 68
96 USRS RS RS AR
40 54 28 | 106 J 6.20 6.40 6.60 6.80
0 AN N - | A m/z 68.10 48.28%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 182
74
5000 98 116 S A S L AR
6.20 6.40 6.60 6.80
m/z 66.00 31.50%
0 158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
6.20 6.40 6.60 6.80
5000 m/z 134.00 30.68%
104
ol 14 27 39 Sl 77 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #14396: 1,2,4-Trifluorobenzene LSS B L L N N B
132 6.20 6.40 6.60 6.80
m/z 69.05 19.84%
5000 63 g
31 101 112
0 ...,..‘. .“,..58:‘,“& .“. i‘.P.l.‘,‘.‘.l‘.,..“.,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102219\
Data File : BF117479.D

Aca On : 22 Oct 2019 15:51

Operator :© JU

Sample = K5420-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.77 9.79 ng 133089 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 _beta.-D-Mannofuranoside. 1-0-(1... 332 C17H3206 1000155-29-9 25
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 14
Abundance Scan 1646 (11.769 min): BF117479.D (-1641) (-) m/z 73.00 100.00%
60 73
43
5000 129
97 115 213
143157171185 256 11.40 11.60 11.80 12.00
(o} m/z 60.00 90.72%
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
11.40 11.60 11.80 12.00
m/z 43.10 74 .85%
| 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
1140 1160 11.80 12.00
5000 m/z 41.10 72.41%
29
0 ..1.5,... .W. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 60.39%
5000 129
29
oLs L#H 143157
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102219\
Data File : BF117479.D

Aca On : 22 Oct 2019 15:51

Operator :© JU

Sample = K5420-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknownl2.49 Concentration Rank 16

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

12.49 2.82 ng 38292 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Undecanol 172 C11H240 000112-42-5 47
2 1-Hexadecanol 242 C16H340 036653-82-4 43
3 Dicvclopropvl carbinol 112 C7H120 014300-33-5 38
4 9-Octadecene. (E)- 252 C18H36 007206-25-9 38

5 Silane, [(11-fluoroundecyl)oxy]t... 262 C14H31FOSi 026305-81-7 35
Abundance Scan 1769 (12.492 min): BF117479.D (-1761) (-) m/z 55.00 100.00%
55
41 69
5000 8L 9
1 RN BN BURER BUR
‘ 129 12.20 12.40 12.60 12.80
O e s B m/z 69.00 71.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #39772: 1-Undecanol
41 55 69
83
5000 AR AARRADARAR AR AR
nmnmnmnm
m/z 41.10 65.50%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #95980: 1-Hexadecanol
55
a1 | % a3 e T
97 12.20 12.40 12.60 12.80
5000 m/z 43.05 57.14%
29 111
0 14 \H “\ \‘ . ‘ ‘ ‘\ \\ 1:?9 154 168 196 224
R - e
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #6505. Dicyclopropy! carbinol e
1 83 12.20 12.40 12.60 12.80
55 m/z 95.00 51.38%
27
69
5000
s
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102219\
Data File : BF117479.D

Aca On : 22 Oct 2019 15:51

Operator :© JU

Sample = K5420-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.56 26.05 ng 354139 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 62
4 Undecanoic acid 186 C11H2202 000112-37-8 30
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 25
Abundance Scan 1781 (12.563 min): BF117479.D (-1773) (-) m/z 73.00 100.00%
a3 B
5
5000 129
185 241 B N LB e
143157171 | 199,227 284 12.20 12.40 12.60 12.80
0 m/z 43.10 80.49%
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
4B 57 7B
5000 129 RS BARSR ARR BARE B
nmnmnmnm
m/z 60.00 71.79%
143157171
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
78
43 5 12.20 12.40 12.60 12.80
5000 129 m/z 55.05 68.77%
29 185 228
115
1 1437171
o 1 ﬁ ﬂu e t.%?7.... JIEQ??}? ,y” SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39470: n-Decanoic acid B RN e e R
60 12.20 12.40 12.60 12.80
m/z 57.10 67 .55%
41
5000 129
|
115 172
ol L )i h\ vl 1“‘3157\ et B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102219\
Data File : BF117479.D

Aca On : 22 Oct 2019 15:51

Operator :© JU

Sample = K5420-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknownl3.47 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.47 3.67 ng 40835 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(3-Methoxvmethvl-2.5.6-trimeth... 206 C13H1802 1000202-04-3 35
2 Isobutenal methvilphenvlhvdrazone 174 C11H14N2 066400-94-0 27
3 Furan-2-carboxvlic acid. (methvl... 269 C15H15N302 1000316-98-1 27
4 N-Allyl-9-_beta.-d-arabinofurano... 336 C13H16N605 1000250-88-8 10
5 1H-1,3,2-Benzodiazaborole, 2-but... 174 C10H15BN2 031748-14-8 9
Abundance Scan 1935 (13.469 min): BF117479.D (-1926) (-) m/z 174.10 100.00%
174
5000
a5 71105 1o 207 269 410 R A R
| ” | ‘ 13.20 13.40 13.60 13.80
0 B L L I T A B e B m/z 161.10 49 .50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66023: 1-(3-Methoxymethyl-2,5,6-trimethylphenyl)ethanone
174
s000{ 43 206 USRS SN BN B
131 13.20 13.40 13.60 13.80
91 m/z 187.10 38.34Y%
AN
0 L S S N S N SRR
m/z--> 50 100 150 200 250 300 350 400
Abundance #41038: Isobutenal methylphenylhydrazone
77 174
13.20 13.40 13.60 13.80
5000 o 106 m/z 269.20 32.88%
132
0|||II‘|J|I||‘||I|||||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance #118157: Furan-2-carboxylic acid, (methyl)(1-methyl-1H-ben... R B
174 13.20 13.40 13.60 13.80
95 m/z 159.10 29.89Y%
212
0: IIGHS“LIJII‘:IL:\IL:SJI\I ‘|||||24|.O||l|||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102219\
Data File : BF117479.D

Aca On : 22 Oct 2019 15:51

Operator :© JU

Sample = K5420-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 18.82 ng 209201 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI302 074339-53-0 87
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 87
Abundance Scan 1979 (13.727 min): BF117479.D (-1974) (-) m/z 57.05 100.00%
83
5000
111
| 9163 1540 13,60 13,80 1400
Ol e It e T m/z 43.05 81.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #186969: n-Tetracosanol-1
ile]
5000 83 R B SR DU U
13. 40 13. 60 13. 80 14.00
18 11 m/z 55.00 78.54Y%
o . | 140 168 196 238 266 308 336
m/z--> 50 160 1%0 260 2%0 360 3%0 460
Abundance #197139: Carbonic acid, isobutyl octadecy! ester
57
1340 13.60 13.80 14.00
5000 m/z 83.05 77.48%
2L
ol ALl AL [[1139 168 196 224 253
m/z--> 55 100 150 260 250 360 3%0 460
Abundance #222139: Nonadecy! pentafluoropropionate T T
57 o7 13.40 13.60 13.80 14.00
m/z 69.05 72.98%
5000
125
29 l 153
ol 133182 210 238 266 s 412 Ao S
m/z--> 50 5 200 250 300 350 400 13. 40 13. 60 13. 80 14. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102219\
Data File : BF117479.D

Aca On : 22 Oct 2019 15:51

Operator :© JU

Sample = K5420-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.04 5.06 ng 56225 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2032 (14.039 min): BF117479.D (-2030) (-) m/z 57.10 100.00%
57
85
5000
R a5y ' 13:80 14.00 14,20 14.40
ol A e m/Z 71.10  79.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57
5000 85 R B B R B

13.80 14.00 14.20 14.40
m/z 85.05 67.27%

29
| | ﬂ1}311?1‘169 197 225 253 281 309 337 380

Ot A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
5[7
P T T e
85 13.80 14.00 14.20 14.40
5000 m/z 43.00 66.36%
29 113
oL I | /777,241 160 197 205 253 296
....,....,....,....,.... T B o B B o
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane A B E m e e S S
57 13.80 14.00 14.20 14.40
m/z  55.00 30.06%
5000 85
113 119 169
0 |, 169 197 225 253 281 309 337 365 437
N LA B e e e e A B S B o o o o e  BEEREEEE RS S
m/z--> 50 100 150 200 250 300 350 400 13.80 14.00 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102219\
Data File : BF117479.D

Aca On : 22 Oct 2019 15:51

Operator :© JU

Sample = K5420-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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 Hexadecane

Concentration Rank 5

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

14.12 11.91 ng 132335 Chrysene-di12 13.89

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 72
2 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 64
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 64
4 Octacosane 394 C28H58 000630-02-4 64
5 Nonadecane 268 C19H40 000629-92-5 64

Abundance Scan 2046 (14.121 min): BF117479.D (-2040) (-) m/z 57.10 100.00%
57 70 g
5000 43
99 113 155 I e o B L B
\ | h || | 127141 | 281 13.80 14.00 14.20 14.40
N | G 0 O ) m/z 71.05 95.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83023: Hexadecane
57
43
71
5000 85 LA L L L L L LB L |
13.80 14.00 14.20 14.40
29 % m/z 85.00 80.65%
0 | | o 118127141155169183197 226
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #140552: Dodecane, 1-iodo-
57
71 R e
13.80 14.00 14.20 14.40
5000 43 85 m/z 43.05 47 .65%
29 99
AR B B e A R B S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100330: 2-Bromo dodecane e e eI,
57 13.80 14.00 14.20 14.40
m/z 83.10 30.54%
43 71
5000 85
29 99
113 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1380 1400 1420 14.40

8270-BF101819.M

Wed Oct 23 17:15:03 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102219\
Data File : BF117479.D

Aca On : 22 Oct 2019 15:51

Operator :© JU

Sample = K5420-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 10 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.35 9.43 ng 104803 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 86
Abundance Scan 2085 (14.351 min): BF117479.D (-2081) (-) m/z 57.05 100.00%
57
85
5000
UL SURIUR IR DU
141 169 281 14.00 14.20 14.40 14.60
o....|,. l|]1"-.‘..'.,2.“...,...~.,....,...., m/z 71.05 90.48%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 D SO B SRR
mmmmmmmm
m/z 43.05 69.37%
29 113
oL Lt VM 100 197 225 253 296
m/z--> 55 100 1éo 260 2éo 360 3éo '
Abundance #209565: Octacosane
57
14.00 14.20 1440 14.60
5000 85 m/z 85.10 67.63%
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 2éo 360 3éo '
Abundance #215181: 2-methyloctacosane T T T
57 14.00 14.20 14.40 14.60
m/z 99.10 27 .45%
5000 85
113
o 2. “.‘J\ |77 141 169 197 225 267 295 365 393
m/z--> 5'0 1(')0 1éo 2(')0 25'30 3(')0 3&'30 ' 14.00 14.20 14.40 14.60

8270-BF101819.M Wed Oct 23 17:15:04 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102219\
Data File : BF117479.D

Aca On : 22 Oct 2019 15:51

Operator :© JU

Sample = K5420-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.65 8.40 ng 168436 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2136 (14.651 min): BF117479.D (-2131) (-) m/z 57.05 100.00%
57
85
5000
141 169 14. 40 14 60 14.80 15.00
0...-.‘,.-'.-]]'1.-' e m/z 71.10 83.62%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57 q
85
5000 L B B BN B
mmmmmmmm
m/z 85.05 62.03%
29 | 13 44
N 1] L7 169 107 225 253 296
m/z--> §o 100 1%0 260 250 360 3%0
Abundance #194493: Hexacosane
57
" 14.40 14.60 14.80 15.00
5000 85 m/z 43.05 61.01%
. i j || M8 141 169 197 225 253 205 323 367
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- B L B e e T
43 14.40 14.60 14.80 15.00
- m/z 55.00 24 .95%
5000
o . ‘ J‘ u 127155 183309225 253 2% a7
m/z--> 5'0 100 150 2(')0 251;0 3(')0 3&1;0 14'40 14 60 14. 80 15'00

8270-BF101819.M Wed Oct 23 17:15:04 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102219\
Data File : BF117479.D

Aca On : 22 Oct 2019 15:51

Operator :© JU

Sample = K5420-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .97 9.91 ng 198644 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 10-Methylnonadecane 282 C20H42 056862-62-5 90
Abundance Scan 2190 (14.968 min): BF117479.D (-2184) (-) m/z 57.10 100.00%

57
85
5000

s
141 159 opq 1460 14.80 15.00 15.20
0|, .J-.-‘|!1.'1..',-.1..,....,..2?1.,....,...., m/z 71.05 83.58%

m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
85

5000  ABRAmEmAaTE S
14. 60 14. 80 15. OO 15.20

m/z 85.05 65.07%

113
o 200 || |10, 169 197 225 267 295 365 393
B e — e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
s el o
a5 14.60 14.80 15.00 15.20
5000 m/z 43.05 61.81%
29 113
oL L by J | 141 169 197 225 253 296
B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane T
57 14.60 14.80 15.00 15.20
m/z 55.00 23.58%
5000 85
29
A NN Y M3 141 169 197 225 253 295 323 367
T T T e e Sy e
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF101819.M Wed Oct 23 17:15:05 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102219\
Data File : BF117479.D

Aca On : 22 Oct 2019 15:51

Operator :© JU

Sample = K5420-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Octacosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.14 5.47 ng 109611 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Octacosane 394 C28H58 000630-02-4 86
3 Pentacosane 352 C25H52 000629-99-2 80
4 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 78
5 Hentriacontane 437 C31H64 000630-04-6 72

Abundance Scan 2219 (15.139 min): BF117479.D (-2209) (-) m/z 57.05 100.00%
7
85
5000
113 141 g 14.80 15.00 15.20 15.40 |
ol I e el m/z 71.05 88.03%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L DA SN SN IR
14.80 15.00 15.20 15.40
m/z 85.05 63.47%
29 113
oL, ] ) J / ‘1f11169 197 225 253 296
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #209565: Octacosane
57
14.80 15.00 15.20 15.40 |
5000 85 m/z 43.00 55.81%
29 113 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 360 3éo '
Abundance #185533: Pentacosane L g B
57 14.80 15.00 15.20 15.40
m/z 99.10 30.76%
5000 85
113
o2l ﬂ |1 169989211 230 267 295 323 352
m/z--> 5'0 100 1&1,0 2(')0 25'30 3(')0 3&'30 ' 14.80 15.00 15.20 15.40

8270-BF101819.M Wed Oct 23 17:15:05 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102219\
Data File : BF117479.D

Aca On : 22 Oct 2019 15:51

Operator :© JU

Sample = K5420-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Hentriacontane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.73  7.60ng 152384  perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hentriacontane 437 C31H64 000630-04-6 91

2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2319 (15.727 min): BF117479.D (-2313) (-) m/z 57.05 100.00%
57
85
5000
| 141 15.40 15.60 15.80 16.00
169 197 : : : :
ob—i 4, “HJ et e e || M/Z  71.05  86.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 LN L L L L LB L |
15.40 15.60 15.80 16.00
13 m/z 85.05 70.74%
o Il | 777,142 169 197 225 253 281 309 337 365 437
et e e e S e S R S
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
S R R Rt
15.40 15.60 15.80 16.00
5000 85 m/z 43.05 59.61%
113
o 29| ‘ Il 177,241 169 197 225 267 205 365 393
—— e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane e AR A AR e RaRSS
57 15.40 15.60 15.80 16.00
m/z 55.00 26.93%
5000 85
113 141
NIRRT || 141 169 197 225 253 281 309 337 365 393 422
T e o B e e L B
m/z--> 50 100 150 200 250 300 350 400 1540 15.60 15.80 16.00

8270-BF101819.M Wed Oct 23 17:15:06 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102219\
Data File : BF117479.D

Aca On : 22 Oct 2019 15:51

Operator :© JU

Sample = K5420-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 15 2-Bromo dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.20 4.81 ng 96359 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Heneicosane 296 C21H44 000629-94-7 87
3 Triacontane 422 C30H62 000638-68-6 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 10-Methylnonadecane 282 C20H42 056862-62-5 83
Abundance Scan 2399 (16.198 min): BF117479.D (-2391) (-) m/z 57.05 100.00%
57
85
5000
113 LRI DAL DAL NN BN
1 I 141 168 207 15.80 16.00 16.20 16.40 16.60
I l” Al SN | m/z 71.10 87.71%

m/z--> 50 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane

F

5000 85 TT T T[T T I T [T T T T[T T TT[TT
1580 16.00 16.20 16.40 16.60
m/z 85.05 72 .35%
29 113 169
oA A0 7 o8
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
s R e e
85 15.80 16.00 16.20 16.40 16.60
5000 m/z 43.00 60.65%
29 113
ol L L4 1 100 197 225 253 296
— 7
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane A aE e
57 15.80 16.00 16.20 16.40 16.60
m/z 99.00 24.61%
5000 85
113 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
e T R
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40 16.60

8270-BF101819.M Wed Oct 23 17:15:06 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102219\
Data File : BF117479.D

Aca On : 22 Oct 2019 15:51

Operator :© JU

Sample = K5420-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 16 unknownl6.46 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.46 3.20 ng 64218 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethvl 5-methvlisophthalate 208 C11H1204 017649-58-0 12
2 Naphthalene. 1.2.3.4-tetrahvdro-... 177 C10H11NO2 019353-86-7 10
3 N-(1.4-Dioxo-1.4-dihvdro-2-napht... 215 C12H9NO3 002348-74-5 9
4 2-(2-Hvdroxvethvlamino)-6-methvl... 208 C10H12N20S 034543-76-5 9
5 S-Triazolo(l,5-a)pyrimidine, 5-m... 177 C8H11N5 051806-90-7 9
Abundance Scan 2444 (16.462 min): BF117479.D (-2438) (-) m/z 215.20 100.00%
57 161 215
445
115
5000 91
190
255281 16.20 16.40 16.60 16.80
o} R B o R B A m/z 161.00 90.33%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #67296: Dimethy| 5-methylisophthalate
177
5000 M--- AR AR UG A
149 208 16.20 16.40 16.60 16.80
89 m/z 177.10 82.79%
s 30 €8 % 17,
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #43171: Naphthalene, 1,2,3,4-tetrahydro-6-nitro-
177
o1 131 16.20 16.40 16.60 16.80
5000 m/z 57.10 80.28%
44
0 ----.--{--.‘-"---'.----.----.----.----.----.----.--
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #73422: N-(1,4-Dioxo-1,4-dihydro-2-naphthyl)acetamide L L B
215 16.20 16.40 16.60 16.80
m/z 445_.30 73.12%
173
5000 146
43
105
0 }§"'Fﬁ“WL“"H"M'I'"'I""I""I"" AN USRI SUNRA S
m/z--> 0 50 100 150 200 250 300 350 400 450 16.20 16.40 16.60 16.80

8270-BF101819.M Wed Oct 23 17:15:07 2019
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102219\
Data File : BF117479.D

Acq On : 22 Oct 2019 15:51

Operator : JU

Sample - K5420-09

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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 .50 6.50 87.7 ng 827851 1 6.73 188856 20.0
n-Hexadecanoic acid 11.77 9.8 ng 133089 4 11.25 271868 20.0
unknownl12 .49 12.49 2.8 ng 38292 4 11.25 271868 20.0
Octadecanoic acid 12.56 26.1 ng 354139 4 11.25 271868 20.0
unknownl13.47 13.47 3.7 ng 40835 5 13.89 222263 20.0
n-Tetracosanol-1 13.73 18.8 ng 209201 5 13.89 222263 20.0
Heptacosane 14.04 5.1 ng 56225 5 13.89 222263 20.0
Hexadecane 14.12 11.9 ng 132335 5 13.89 222263 20.0
Heneicosane 14 .35 9.4 ng 104803 5 13.89 222263 20.0
Hexacosane 14.65 8.4 ng 168436 6 15.33 400899 20.0
2-methyloctacosane 14 .97 9.9 ng 198644 6 15.33 400899 20.0
Octacosane 15.14 5.5 ng 109611 6 15.33 400899 20.0
Hentriacontane 15.73 7.6 ng 152384 6 15.33 400899 20.0
2-Bromo dodecane 16.20 4.8 ng 96359 6 15.33 400899 20.0
unknownl16 .46 16.46 3.2 ng 64218 6 15.33 400899 20.0
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