LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115239.D

Aca On 27 Jun 2019 16:34

Operator : HP/JU

Sample - K3534-01

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-BF062119.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 4.431 419 424 429 rVB 129708 153867 3.26% 0.327%
2 5.196 548 554 557 rBY 4383836 4311428 91.48% 9.159%
3 6.237 726 731 734 rBVY 4164694 4595609 97.51% 9.762%
4 6.266 734 736 742 rVB 131334 113139 2.40% 0.240%
5 6.366 748 753 756 rBY 5074474 4712879 100.00% 10.011%
6 6.596 789 792 796 rBVY 1539118 1221138 25.91% 2.594%
7 6.754 815 819 822 rBVY 4514517 3684962 78.19% 7.828%
8 7.160 883 888 891 rBY 3062663 2880584 61.12% 6.119%
9 7.401 926 929 933 rVB 64711 54336 1.15% 0.115%
10 7.878 1006 1010 1013 rBVY 1972634 1543119 32.74% 3.278%

11 8.954 1189 1193 1196 rBV 5350734 4659532 98.87% 9.898%
12 9.348 1257 1260 1265 rBV 989590 729598 15.48% 1.550%
13 9.625 1303 1307 1310 rBV 1866161 1741593 36.95% 3.700%
14 10.401 1435 1439 1443 rBV 3468302 3200893 67.92% 6.799%
15 11.095 1553 1557 1560 rBV 2234619 1865456 39.58% 3.963%

16 11.642 1647 1650 1666 rBV2 279623 391072 8.30% 0.831%
17 12.348 1765 1770 1779 rBV6 65427 151313 3.21% 0.321%
18 12.425 1779 1783 1796 rBV 576741 898086 19.06% 1.908%
19 12.577 1806 1809 1817 rVB 64469 104502 2.22% 0.222%
20 12.677 1822 1826 1829 rBV 5157695 4587522 97 .34% 9.745%

21 13.142 1902 1905 1911 rBV5 40672 94442 2.00% 0.201%
22 13.601 1980 1983 1985 rBV 101715 90866 1.93% 0.193%
23 13.654 1985 1992 1998 rVV3 155397 512485 10.87% 1.089%
24 13.713 1998 2002 2005 rVB 1976379 1772779 37.62% 3.766%
25 13.919 2034 2037 2041 rBV 93909 83501 1.77% 0.177%

26 14.219 2084 2088 2093 rBV2 207891 222391 4.72% 0.472%
27 14.513 2135 2138 2142 rBV 213448 209321 4._.44% 0.445%
28 14.577 2146 2149 2153 rVB 213501 187285 3.97% 0.398%
29 14.813 2185 2189 2193 rBV 396781 407118 8.64% 0.865%
30 15.071 2229 2233 2237 rVB 1312435 1389509 29.48% 2.952%

31 15.142 2242 2245 2250 rVB 183337 212475 4_.51% 0.451%
32 15.524 2306 2310 2314 rBV 219251 292897 6.21% 0.622%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115239.D

Aca On 27 Jun 2019 16:34

Operator : HP/JU

Sample - K3534-01

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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 47075697

8270-BF062119.M Fri Jun 28 16:57:31 2019 Page: 2



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\BF062719\

BF115239.D

27 Jun 2019 16:34

HP/JU

K3534-01

14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF062119_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF115239.D
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Time--> 2.00
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4.50 5.00

5.50

Abundance

5000000

4000000

3000000

2000000

1000000

0
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Time-->
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12.00 12.50

13.00
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5000000

4000000

3000000

2000000

1000000

0

133@5 13.92

TIC: BF115239.D

13.71
15.07

14.81

1400 14558 15.52

5.14

Time-->

1
13.50
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15.50 16.00 16.50 17.00

17.50

18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115239.D

Aca On 27 Jun 2019 16:34

Operator : HP/JU

Sample - K3534-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 unknown6.37 Concentration Rank 1

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

6.37 77.19 ng 4712880 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 754 (6.372 min): BF115239.D (-748) (-) m/z 132.00 100.00%
5000
68
96 10 650 640 660 6 R
40 6.00 6.20 6.40 6.60 6.80
o L 47 ?‘.7.!,]19“??1.5,..“.,....,....,.... m/z 134.00  34.56%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR RN SRR
6.00 6.20 6.40 6.60 6.80
2 51 78 m/z 68.00 31.09%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
AT T
6.00 6.20 6.40 6.60 6.80
5000 67 m/z 66.00 19.77%
97
‘ o ‘ 117
0....‘,‘..“.‘. s g0 |
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R R REEmmmasse
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 96.00 12.31%
5000 og M°
o -‘-“‘. ,’{*%,Iqu\,y 18189 I | R
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115239.D

Aca On 27 Jun 2019 16:34

Operator : HP/JU

Sample - K3534-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 7
R.T. EstConc Area Relative to ISTD R.T.
11.64 4.19 ng 391072 Phenanthrene-d10 11.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1650 (11.642 min): BF115239.D (-1647) (-) m/z 73.00 100.00%

143157171185, 100 | 997 256 11.40 11.60 11.80 12.00
o m/z 43.00 85.45%

43 60 7B
5000 129
97 115 213

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 LA L L L L L L

11.40 11.60 11.80 12.00

m/z 59.95 83.60%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 73
43 R B A MBS
11.40 11.60 11.80 12.00
5000 129 m/z 41.00 68.15%
29 185 228
‘ T7 01115 143157171 ‘ 199
SR 0 0 s Wl . T A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e L B o o
43 60 73 11.40 11.60 11.80 12.00
m/z 57.00 67.06%
5000 129
29
199
‘ 143 157171 185 242
ols 1| 1l
EE e A BAA. B LA RS maa s B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115239.D

Aca On 27 Jun 2019 16:34

Operator : HP/JU

Sample - K3534-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.42 10.13 ng 898086 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 70
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62
Abundance Scan 1782 (12.419 min): BF115239.D (-1779) (-) m/z 43.00 100.00%
43 78
57
5000 129 __-w*,ﬂﬁﬁ,“ﬂ\»vﬂ¥~hv,__ﬁ
Ju S 185 RIS DA SUNIL BN B
115 | 143._ 171 | 199 241 284 12.20 12.40 12.60 12.80
157 213227
Ol 2% m/z 73.00 97.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 7B
5000 129
12.20 12.40 12.60 12.80
m/z 57.00 80.42%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
48 |78
> RIS BAAN SUNIL BN B
12.20 12.40 12.60 12.80
5000 m/z 59.95 75.44Y%
29
NELENN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid R e ERRAR R
78 12.20 12.40 12.60 12.80
43 m/z 55.00 66.80%
5
5000 129
185 228
115
1 143 171
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 1240 1260 1280
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115239.D

Aca On 27 Jun 2019 16:34

Operator : HP/JU

Sample - K3534-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.65 5.78 ng 512485 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 92
5 3-Octadecene, (E)- 252 C18H36 007206-19-1 86
Abundance Scan 1991 (13.648 min): BF115239.D (-1985) (-) m/z 83.00 100.00%
5
5000 WVJLW
IR BRI SO BN B
139 176 202 236 308 13.40 13.60 13.80 14.00
o 158 261219 3139 w7z 55.00 89.32%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 111 L B UL BB B
anmnmmm
m/z 97.05 88.43%
29 139
0 Loy L 167 196 238 266 294
m/z--> 50 100 150 200 2éo 360 3%0
Abundance #166292: Behenic alcohol
55 83
"' 13140 13.60 13.80 14.00
5000 11 m/z 69.00 82.28%
29
OIWWuﬁwmmmmms ijkww
m/z--> 50 150 200 250 300 3%0
Abundance #131393: n-Nonadecanol-1 R EmEEES L
13.40 13.60 13.80 14.00
m/z 43.00 78.34%
111
o 18J\\. 1 J’ d 1L4\1%94\1§8 196 238 266
m/z--> 50 160 150 260 250 360 3%0 1340 1360 1380 1400
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115239.D

Aca On 27 Jun 2019 16:34

Operator : HP/JU

Sample - K3534-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .22 2.51 ng 222391 Chrysene-di12 13.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Hexadecane 226 C16H34 000544-76-3 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2088 (14.219 min): BF115239.D (-2084) (-) m/z 57.00 100.00%
57
85
5000
113 A 00 1490 14'40 1460
141 169 14.00 14.20 14.40 14.60
ol 3 L p 0y o7 109 200221230258 202 331 3% | psn 71 65 75.50%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 LB LI BULLL UL

14.00 14.20 14.40 14.60
m/z 43.05 66.03%

|113 141 169 197 225 268

0.'l:,. !J.ﬁ e e
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
R e R o R
14.00 14.20 14.40 14.60
5000 85 m/z 85.05 53.02%
113
0 \ ’ | | 77 141 183 211 239 267 296
— et et
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane R e o
57 14.00 14.20 14.40 14.60
m/z 55.00 23.14%
5000 85
0 29 l 1 ‘ 1}3 I 1‘\11 169 197 226
—— ettt R e R o R
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115239.D

Aca On 27 Jun 2019 16:34

Operator : HP/JU

Sample - K3534-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14 .51 3.01 ng 209321 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 87
3 Tricosane 324 C23H48 000638-67-5 87
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 87
5 Ethanol, 2-(octadecyloxy)- 314 C20H4202 002136-72-3 83
Abundance Scan 2138 (14.513 min): BF115239.D (-2135) (-) m/z 57.10 100.00%

g7
85
5000
113 14,20 14.40 14.60 14.80
141 169 253

oL ,J. Lhd ! 97247 720 282304 331396877 "m/z 71.10  72.93%

T
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane

g

5000 85 B
14.20 14.40 14,60 14.80

m/z 43.00 60.49%

113
ob Ll (P e aor o5 28
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
s R
85 14.20 14.40 14.60 14.80
5000 m/z 85.10 59.28%
29 113
oL LR 169 197 225 253 296
S e S i A e e
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane L o
57 14.20 14.40 14.60 14.80
m/z 55.00 23.15%
= T /\‘J\/\M
324
. ‘ I ] J 141 169 197 239 267 595
...;,.n.‘ — T B
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\BF062719\
Data File : BF115239.D

Aca On 27 Jun 2019 16:34

Operator : HP/JU

Sample - K3534-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.58 2.70 ng 187285 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 86
3 Supraene 410 C30H50 007683-64-9 83
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
Abundance Scan 2149 (14.577 min): BF115239.D (-2146) (-) m/z 69.00 100.00%
60
i 14120 1440 14160 1450
ol g -'| '5.”.7.'. 21> 203 231 259 285305 336357 392 | /7 81.00 54.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
60
5000 L B SR I B
1420 14.40 14.60 14.80
al m/z 41.00 20.33%
% 121 149
0 b Ly T 175 203 231 273 299 341 367 410
m/z--> 50 100 1%0 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69
14.20 14.40 14.60 14.80
5000{ 41 m/z 95.00 14 .23%
93
l L 136 161 100
ol b hrd ugy ) T 192 231 273 815341 384
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene R ma e AR
69 14.20 14.40 14.60 14.80
m/z 68.00 12.22%
5000
41
’ 95 137
bbb L L7 | 168 191 247 245 273 209 341 367 410 e —
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115239.D

Aca On 27 Jun 2019 16:34

Operator : HP/JU

Sample - K3534-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 Docosane, 11-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.81 5.86 ng 407118 Perylene-d12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane. 9-butvl- 366 C26H54 055282-14-9 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2189 (14.813 min): BF115239.D (-2185) (-) m/z 57.00 100.00%

5000

23

14.40 14.60 14.80 15.00 15.20

141 169190211 239 267 295316337360 389 420

0! m/z 71.05 75.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
57
5000 85 LA L L L L L L L L L
14. 40 14. 60 14. 80 15. 00 15. 20
m/z 43.00 57.88%
113
ol 38 b | ﬂ 141 169 210 230 267 399 336 366
i b ; e B e e I
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
s R maE L s S
85 14.40 14.60 14.80 15.00 15.20
5000 m/z 85.05 55.22%
29‘ 113
ol A e a0 2o oy 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #194496: Docosane, 9-butyl- L o A
43 14.40 14.60 14.80 15.00 15.20
m/z 55.00 23.41%
71
5000
182
309
o || J f ? 127 155 | 21 252 281 1" 336 364
T T T e e s R e S
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\BF062719\
Data File : BF115239.D

Aca On 27 Jun 2019 16:34

Operator : HP/JU

Sample - K3534-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.14 3.06 ng 212475 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
Abundance Scan 2245 (15.142 min): BF115239.D (-2242) (-) m/z 57.00 100.00%
57
5000
141 183 14.80 15.00 15.20 15.40
oLk , ll Loy 30270 211 246207290311 337 366388 n/z 71.10  72.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57
5000 LR DL UM UGS AL
85 14,80 15.00 15.20 15.40
} m/z 43.00 57.09%
o 2901 | | ;118 141 169 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 400
Abundance #213038: Disulfide, di-tert-dodecyl
57
14:80 15.00 15.20 15.40
5000 85 m/z 85.10 53.38%
UL
o Ll ) A | 139, | 205 234 374 402
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane R o i
57 14.80 15.00 15.20 15.40
m/z 99.05 18.52%
85
29 113
o ‘\w ¥ J | 11$11169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062719\
Data File : BF115239.D

Aca On 27 Jun 2019 16:34

Operator : HP/JU

Sample - K3534-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.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 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.52 4.22 ng 292897 Perylene-di12 15.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 94
3 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 93
4 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 93
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2309 (15.518 min): BF115239.D (-2306) (-) m/z 57.00 100.00%
57
85
5000

15.20 15.40 15.60 15.80

ol .I, 1| .l WAL 169 107217239050280 306 34365 38| T IT 0 74.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175560: Tetracosane
57
85
5000 U N N DN IR

15.20 15.40 15.60 15.80
m/z 43.00 61.31%

29\ 41 169 197 338
mqmwﬁmmﬁmmwmwmw
miz--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
57
SN
15.20 15.40 15.60 15.80
5000 g5 m/z 85.05 58.27%
oL 3 } | ﬂ1}3A141 169 210,239 267 399 336 366
e N
miz--> 50 100 150 200 250 300 350 400
Abundance #184946: Hexadecane, 1-iodo- B R o
57 15.20 15.40 15.60 15.80
m/z 55.00 22.67%
85
5000
225
29 1 113 14
ol e | e
miz--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062719\
Data File : BF115239.D

Acq On 27 Jun 2019 16:34

Operator : HP/JU

Sample - K3534-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_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]
unknown6 .37 6.37 77.2 ng 4712880 1 6.60 1221140 20.0
n-Hexadecanoic acid 11.64 4.2 ng 391072 4 11.10 1865460 20.0
Octadecanoic acid 12.42 10.1 ng 898086 5 13.71 1772780 20.0
1-Heneicosanol 13.65 5.8 ng 512485 5 13.71 1772780 20.0
Nonadecane 14.22 2.5 ng 222391 5 13.71 1772780 20.0
Heneicosane 14.51 3.0 ng 209321 6 15.07 1389510 20.0
Squalene 14.58 2.7 ng 187285 6 15.07 1389510 20.0
Docosane, 11-butyl- 14.81 5.9 ng 407118 6 15.07 1389510 20.0
Heptacosane 15.14 3.1 ng 212475 6 15.07 1389510 20.0
Tetracosane 15.52 4.2 ng 292897 6 15.07 1389510 20.0
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