LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109547.D

Aca On : 3 Oct 2018 15:40

Operator : JU/SJ

Sample = J5220-03

Misc :

ALS Vial : 9 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-BF092218 .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 4.904 476 479 489 rBV 79432 122609 4_47% 0.494%
2 5.322 545 550 573 rBVY 2089137 2430346 88.67% 9.801%
3 6.351 720 725 742 rBVY 2193367 2670566 97.44% 10.770%
4 6.475 742 746 770 rVB 2469503 2703286 98.63% 10.902%
5 6.704 781 785 795 rBV 577229 629249 22.96% 2.538%
6 6.857 807 811 833 rBVY 1979158 2055293 74.99% 8.288%
7 7.269 876 881 907 rBVY 1467105 1730651 63.14% 6.979%
8 7.981 999 1002 1020 rBV 760013 789144 28.79% 3.182%
9 9.057 1181 1185 1201 rBvV 2723332 2740821 100.00% 11.053%
10 9.369 1235 1238 1240 rBV 38933 29451 1.07% 0.119%

11 9.451 1248 1252 1265 rBV 773063 667514 24 _.35% 2.692%
12 9.733 1296 1300 1309 rBV 779034 778168 28.39% 3.138%
13 10.398 1410 1413 1417 rVB 53781 45871 1.67% 0.185%
14 10.516 1429 1433 1449 rBV 1480956 1486702 54.24% 5.995%
15 11.210 1547 1551 1554 rBV 706574 663335 24.20% 2.675%

16 11.745 1639 1642 1651 rBV3 138205 156859 5.72% 0.633%
17 12.416 1752 1756 1760 rBV 134837 132993 4._.85% 0.536%
18 12.527 1772 1775 1780 rBvV4 35091 41487 1.51% 0.167%
19 12.639 1788 1794 1798 rBV 109514 123564 4_.51% 0.498%
20 12.792 1815 1820 1828 rVB 2019313 1931505 70.47% 7.789%

21 13.221 1889 1893 1895 rBV 74756 73844 2.69% 0.298%
22 13.251 1895 1898 1900 rBV 101121 100414 3.66% 0.405%
23 13.698 1969 1974 1981 rBV2 119939 194631 7.10% 0.785%
24 13.833 1992 1997 2000 rBV 704408 761033 27.77% 3.069%

25 13.857 2000 2001 2004 rVB 68172 53029 1.93% 0.214%
26 14.010 2025 2027 2032 rBV2 40068 44213 1.61% 0.178%
27 14.315 2076 2079 2086 rBV2 81206 133680 4._.88% 0.539%
28 14.610 2126 2129 2135 rBV 79229 82029 2.99% 0.331%
29 14.680 2138 2141 2146 rBV 37081 45926 1.68% 0.185%
30 14.745 2149 2152 2157 rVB 77900 89353 3.26% 0.360%

31 14.845 2166 2169 2175 rVB 66664 115012 4._.20% 0.464%
32 14.921 2179 2182 2185 rBV 128147 136503 4.98% 0.550%
33 15.239 2231 2236 2239 rBV 470665 561546 20.49% 2.265%
34 15.274 2239 2242 2246 rVB2 115663 139062 5.07% 0.561%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109547.D

Aca On : 3 Oct 2018 15:40

Operator : JU/SJ

Sample = J5220-03

Misc :

ALS Vial : 9 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\HPCHEMI\BNA F\METHODS\8270-BF092218_.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.457 2270 2273 2277 rVB3 40321 50589 1.85% 0.204%

36 15.674 2306 2310 2315 rVB 144899 191213 6.98% 0.771%

37 16.133 2384 2388 2394 rVB 60494 95740 3.49% 0.386%
Sum of corrected areas: 24797231
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109547.D

Aca On : 3 Oct 2018 15:40

Operator : JU/SJ

Sample = J5220-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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: BF109547.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109547.D

Aca On : 3 Oct 2018 15:40

Operator : JU/SJ

Sample = J5220-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.90 3.90 ng 122609 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 478 (4.898 min): BF109547.D (-476) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 lllllllllllllllllllllll\—l_
| 83.0 460 4.80 5.00 5.20
0”W”“P”W”Jm”ﬁ”LV”W””P”W”JP“W””P“'””P”W””P”' m/z 59.10 54.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RS SUREE SRR AR S
460 4.80 5.00 5.20
59.0 m/z 101.00 20.12%
270 g3 1010
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520
5000 m/z 58.00 16.23%
20.0 101.0
0 150 | Il 730 s7.0
iz 1 3 3 40 B 65 70 80 90 150 116 136 130 140 120 180
Abundance #40911: 1,8-Nonanediol, 8-methy!l- R m e A Emmas m
59.0 460 4.80 5.00 5.20
m/z 41.00 10.83%
5000
43.0
o I L, 830 930 1230 1410 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 150 130 140 150 160 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109547.D

Aca On : 3 Oct 2018 15:40

Operator : JU/SJ

Sample = J5220-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2 unknown6.47 Concentration Rank 1

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

6.47 85.92 ng 2703290 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 745 (6.469 min): BF109547.D (-742) (-) m/z 132.00 100.00%
132.0 h
5000 68.0
96.0
400 g4 ‘ 6.20 6.40 6.60 6.80
o....,...:Il!...,:!..,::.n.',..7.5?,1....,..!.,?1??.?....,....,'...,.. m/z 68.05 45.26%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.45%
0'“'J“Jhw!'w”'“|'“!i“?hq'“|'“'|“""'w"“l'“'l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
" 620 640 6.60 6.80
5000 m/z 66.00 28.58%
33.0 44.0 0.0 105.0
0'"'Iﬁ"l""ﬁ"éﬁ?"'l'”'?9'”I"ﬂ'l'ihl%%qgl"”l sy
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.80%
97.0
5000 0.0
31.0 52.0
o | Ty . 860 | 107.0116.0
m/z--> 30 40 5'0 6|0 7'0 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109547.D

Aca On : 3 Oct 2018 15:40

Operator : JU/SJ

Sample = J5220-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.75 4.73 ng 156859 Phenanthrene-d10 11.21
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 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 72

Abundance Scan 1643 (11.751 min): BF109547.D (-1639) (-) m/z 73.00 100.00%

3.0

73
43.0
5000 129.1
97.1 213.2
M1% 256.2 11,40 11.60 11.80 12.00
o T m/z 60.00 76.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

11.40 11.60 11.80 12.00
60 | M/z 43.05 75.85%

83.0
157.0 1850 213.0 .
[0} -
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
73.0
11. 40 11. 60 11. 80 12.00

5000 129.0 m/z 57.05 64.21%

0’ 15.0 . JL\V“

m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid e N S e
73.0 11. 40 11. 60 11. 80 12. 00

m/z 55.00 58.37%

43.0
5000 129.0
185.0 228.0
WY |
0|||||| ‘\ ‘ H ‘ \M ‘H\ H‘ \1570\\ !

m/z--> 20 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\BF100318\
Data File : BF109547.D

Aca On : 3 Oct 2018 15:40

Operator : JU/SJ

Sample = J5220-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknownl3.25 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.25 2.64 ng 100414 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8-Amino-2.5-dimethvl-6-methoxvau... 202 C12H14N20 1000214-69-9 35
2 4-Carbamovl-3-methoxvauinoline 202 C11H10N202 020844-05-7 30
3 I1.2.51-0Oxadiazolol3.4-alcinnoli... 202 C10H10N40 1000260-59-4 20
4 1-Naphthalenecarboxvlic acid. 2-... 202 C12H1003 000947-62-6 20
5 4-Methoxy-naphthalene-1-carboxyl... 202 C12H1003 1000317-85-4 18
Abundance Scan 1898 (13.251 min): BF109547.D (-1895) (-) m/z 202.10 100.00%
20p.1

5000

-

13.00 13.20 13.40 13.60
m/z 199.10 67.92%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62601: 8-Amino-2,5-dimethyl-6-methoxyquinoline
202.0
159.0

5000
13.00 13.20 13.40 13.60

m/z 213.10 57.40%

41.0
63.0 89.0 117.0

04

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62378: 4-Carbamoyl-3-methoxyquinoline

202.0

13.00 13.20 13.40 13.60
5000 m/z 159.05 49.18%
143.0
115.0
H —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62200: [1,2,5]-Oxadiazolo[3,4-a]cinnoline, 4,5-dihydro-8-...

202.0 13.00 13.20 13.40 13.60

m/z 185.05 44 _76%

30.0

5000

-

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\BF100318\
Data File : BF109547.D

Aca On : 3 Oct 2018 15:40

Operator : JU/SJ

Sample = J5220-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.70 5.11 ng 194631 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 92
2 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
3 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
4 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 90
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 90
Abundance Scan 1974 (13.698 min): BF109547.D (-1969) (-) m/z 57.10 100.00%
57.1
5000 Nﬂ
IR AU BN U
1671 2311 13.40 13.60 13.80 14.00
o,....,....,..l.k-.v- 8L e M/Z 43.00  75.68%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155046: 1-Heneicosanol
5I:
5000 11.0 R SRR SRR AR
1340 13.60 13.80 14.00
m/z 71.10 59.97%
o h. l 1670 266.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241397: Dotriaconty| pentafluoropropionate
57.0
13.40 13.60 13.80 14.00
m/ 55.00 59.68%
5000 10 z (
o) - llx1670 2220 278.0 3340 390.0 448.0494.0 594.0 ﬁNLJ«MJMNMV}\NJ»MvaNVL*
mz-> 0 50 100 150 200 250 300 350 400 4%0 500 550 600
Abundance #143260: 1-Dodecanol, 2-octyl- T
57.0 1340 13.60 13.80 14.00

m/z 69.10 53.90%

5000
11.0
lk 167.0 2040 280.0

Ol b R B e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13. 40 13. 60 13. 80 14. OO
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Data Path
Data File

Aca On

Operator

Sample
Misc

ALS Vial

4
B

J
J

9

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

\SVOASRV\HPCHEM1\BNA F\DATA\BF100318\
F109547.D
3 Oct 2018 15:40
ussd
5220-03
Sample Multiplier: 1

= C:\DATABASE\NIST11.L
LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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

7 Heptadecane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.32 3.51 ng 133680 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 98
2 Hexadecane. 1-i1odo- 352 C16H331 000544-77-4 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
4 Hexadecane. 2-methvl- 240 C17H36 001560-92-5 83
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 2080 (14.321 min): BF109547.D (-2076) (-) m/z 57.05 100.00%
57.0
5000
1551 10719951 262.1 seay| | 1400 1420 1440 1460
o} m/z 43.05 67 .54%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0
5000 L B SRR IR B
14.00 14.20 14.40 14.60
m/z 71.10 66 .96%
290 113.0
oL b e os0or0 200
m/z--> 50 100 150 200 250 300 350
Abundance #184946: Hexadecane, 1-iodo-
57.0
85,0 14.00 14.20 14.40 14.60
5000 m/z 85.05 49_43%
225.0
29.0 11301410
0\ ‘ | LIJI L M®0ee0 | 3520
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- T T
57.0 14.00 14.20 14.40 14.60
m/z 55.10 35.49%
5000 85.0
0 L\ “ || | [MP01410169.0197.0  2370267.0204.0 323.0352.0
m/z--> 50 100 1&'30 200 25'30 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109547.D

Aca On : 3 Oct 2018 15:40

Operator : JU/SJ

Sample = J5220-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.61 2.92 ng 82029 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
Abundance Scan 2129 (14.610 min): BF109547.D (-2126) (-) m/z 57.10 100.00%
57.1
85.1
5000 ‘
14111691 232.0 265.0 . 14.20 14.40 14.60 14.80 15.00
ol ,-I. ' -lh L AorL 2320 200, 0L Thsz 71.10 0 73.67%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
51.0
85.0
5000 AR BRI B SULRURS I
1420 14.40 14.60 14.80 15.00
0.0 1130 m/z 43.10 66.13%
oL Il ] 41:0169.0197.02250253.0 2960
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
14.20 14.40 14.60 14.80 15.00
5000 85.0 m/z 85.10 58.75%
0 J “J‘A [H130141.0160.0107.0  30267.0294.0 323.0352.0
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane R o
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.05 22.68%
5000 85.0
29.0 113.0
oL ‘ gl T T141.0169.0 197.0225.0253.0 281.0309.0 338.0
m/z--> 50 100 1éo 200 250 300 350 1420 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109547.D

Aca On : 3 Oct 2018 15:40

Operator : JU/SJ

Sample = J5220-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.74 3.18 ng 89353 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 94
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 90
4 Heptadecanal 254 C17H340 1000376-70-0 87
5 Pentadecanal- 226 C15H300 002765-11-9 87
Abundance Scan 2151 (14.739 min): BF109547.D (-2149) (-) m/z 57.10 100.00%

5000

269.1204.1 14.40 14.60 14.80 15.00
2011 "m/z 43.10 92.99%

142.1

180.1204.1228.1

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117607: Octadecanal

I I I
14.40 14.60 14.80 15.00
09.0 m/z 82.10 87.49%
137.0 166.0 194.0 222.0 250.0

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117617: Oxirane, hexadecyl-
43.0
e AR s
14.40 14.60 14.80 15.00
5000 m/z 96.05 70.66%
09.0
ol Ll 138.0 1650  208.0 250.0
it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129467: Oxirane, heptadecyl- R A REER R
43.0 14.40 14.60 14.80 15.00
m/z 55.00 61.36%
5000
0 166.0 194.0 236.0 264.0
e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109547.D

Aca On : 3 Oct 2018 15:40

Operator : JU/SJ

Sample = J5220-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.92 4.86 ng 136503 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2182 (14.921 min): BF109547.D (-2179) (-) m/z 57.10 100.00%
57.1
85.1
5000
| FB“M%%M%uﬂm%lmu3ﬂl 14.60 1480 15.00 16.20 _
o e e m/z 71.10 80.09%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 LA B UL UL UL
8.0 14,60 14.80 15.00 15.20
m/z 43.10 68.36%
o [u 14,1 -0169.0197.0 239 0967.0294.0323.0 352. 0
m/z--> 55 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
650 1460 14.80 15.00 15,20
5000 ' m/z 85.10 58.82%
29.0 113.0
oLl L) [3%eoms010r0 2250030 2060
m/z--> 50 100 1%0 200 250 300 350
Abundance #175557: Tetracosane e
57.0 14.60 14.80 15.00 15.20
m/z 55.00 24.18%
5000 85.0
29.0 113.0
0 ‘ mel‘mmm%mmnm%wmmmwmw
m/z--> 50 100 150 200 250 300 350 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109547.D

Aca On : 3 Oct 2018 15:40

Operator : JU/SJ

Sample = J5220-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hexadecane, 1l-i1odo- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.67 6.81 ng 191213 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Hexadecane. 1-i1odo- 352 C16H331 000544-77-4 93
3 Eicosane 282 C20H42 000112-95-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2309 (15.668 min): BF109547.D (-2306) (-) m/z 57.10 100.00%
57.1
85.1
5000 ‘ q~J\,AMAv~N./\n—wNﬁ_¢M*~j\
L ISR SUNLE SR B
141 1 15.40 15.60 15.80 16.00
ol ,J. ll Lol 281 2181 25812871 0 SS0.1 1 a5 771.10 75.93%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
85.0
5000 L B SUMRL LR B
15.40 15.60 15.80 16.00
29.0 m/z 43.10 62.91%
oL 4 | 4 1.|1{?9141016901970 240.0
m/z--> 50 100 150 200 2%0 300 350
Abundance #184946: Hexadecane, 1-iodo-
57.0
oo 540 1560 1560 16,00
5000 m/z 85.10 53.66%
225.0
29.0 113.0141.0
ol ) .“- L *‘. L i®%e.o | 3520
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane N LI o o B B L
57.0 15.40 15.60 15.80 16.00
m/z 55.00 22 .48%
85.0
5000
0 23'9‘\ ‘ Li .\ s 0169.0107.0225.0253,0 282.0
m/z--> 50 100 150 200 250 300 350 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100318\
Data File : BF109547.D

Aca On : 3 Oct 2018 15:40

Operator : JU/SJ

Sample = J5220-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.13 3.41 ng 95740 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2387 (16.127 min): BF109547.D (-2384) (-) m/z 57.10 100.00%
57.1
113.1 PR BN BN
141.1170.1 199.1 2451 5791 327.1 15.80 16.00 16.20 16.40
Ot m/z 71.05 71.61%
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57.0
5000 85.0 R B BRI BRI BULRR
15. 80 16. 00 16.20 16.40
200 m/z 43.10 61.49%
ARNEE N 130 0141 0169.0197.0225.0 254.0
m/z--> 55 160 1éo 260 2éo 300 3éo
Abundance #194493: Hexacosane
57.0
15.80 16.00 16.20 16.40
5000 85.0 m/z 85.05 56.61%
. 290 i || | [M30141.0160.0197.0225.0253.0 295.0323.0  367.0
m/z--> 55 160 150 200 250 360 3éo
Abundance #175559: Tetracosane L R B e .
57.0 15.80 16.00 16.20 16.40
m/z 55.05 24 .84%
T J\fwwm
5000
29.0
ol J || JF130141°1690197022502530 338.0
m/z--> 55 100 150 260 250 300 3éo 1580 1600 1620 1620
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100318\
Data File : BF109547.D

Acq On : 3 Oct 2018 15:40

Operator : JU/SJ

Sample - J5220-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4 .90 3.9 ng 122609 1 6.70 629249 20.0
unknown6 .47 6.47 85.9 ng 2703290 1 6.70 629249 20.0
n-Hexadecanoic acid 11.75 4.7 ng 156859 4 11.21 663335 20.0
unknown13.25 13.25 2.6 ng 100414 5 13.84 761033 20.0
1-Heneicosanol 13.70 5.1 ng 194631 5 13.84 761033 20.0
Heptadecane 14.32 3.5 ng 133680 5 13.84 761033 20.0
Heneicosane 14.61 2.9 ng 82029 6 15.24 561546 20.0
Octadecanal 14.74 3.2 ng 89353 6 15.24 561546 20.0
Heptadecane, 9-oc... 14.92 4.9 ng 136503 6 15.24 561546 20.0
Hexadecane, 1-iodo- 15.67 6.8 ng 191213 6 15.24 561546 20.0
Octadecane 16.13 3.4 ng 95740 6 15.24 561546 20.0
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