LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031119\
Data File : BF112991.D
Aca On : 12 Mar 2019 8:29 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?:'6 - (1817710 PST-027-SW069-030719
ALS Vial : 37 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-BF022719.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 5.340 548 553 567 rBY 3077262 3002866 83.83% 8.350%
2 6.369 723 728 746 rVB 3213659 3301447 92.16% 9.180%
3 6.498 746 750 754 rBVY 3390967 3118596 87.06% 8.672%
4 6.728 786 789 793 rBVY 1104632 917069 25.60% 2.550%
5 6.886 812 816 819 rBVY 2943433 2379497 66.43% 6.617%
6 7.286 880 884 897 rBVY 1925760 1965901 54.88% 5.467%
7 8.010 1003 1007 1014 rBV 1175908 1133889 31.65% 3.153%
8 9.086 1186 1190 1202 rBV 3762537 3512464 98.06% 9.767%
9 9.480 1254 1257 1265 rBV 303062 285032 7.96% 0.793%
10 9.763 1301 1305 1317 rBvV 1509523 1441471 40.24% 4.008%

11 10.545 1434 1438 1452 rBV 2683537 2656921 74.17% 7.388%
12 11.239 1552 1556 1559 rBV 1688621 1532311 42.78% 4.261%
13 11.263 1559 1560 1564 rVvVv 252863 165353 4.62% 0.460%
14 11.316 1566 1569 1573 rVB 46972 48052 1.34% 0.134%
15 11.780 1644 1648 1657 rBV2 467749 584968 16.33% 1.627%

16 12.445 1757 1761 1766 rBV 238771 223614 6.24% 0.622%
17 12.557 1777 1780 1793 rBV2 147391 222391 6.21% 0.618%
18 12.668 1793 1799 1803 rvv2 177122 235115 6.56% 0.654%
19 12.821 1820 1825 1828 rBV 3860776 3582118 100.00% 9.961%

20 13.063 1864 1866 1869 rVB2 46605 39725 1.11% 0.110%
21 13.104 1869 1873 1878 rBV2 32147 37044 1.03% 0.103%
22 13.304 1899 1907 1912 rBV6 61387 67390 1.88% 0.187%
23 13.404 1918 1924 1926 rBV2 50447 62531 1.75% 0.174%
24 13.504 1937 1941 1946 rVB 30603 40124 1.12% 0.112%

25 13.727 1973 1979 1993 rBV2 370542 553064 15.44% 1.538%

26 13.862 1995 2002 2005 rBV 1503966 1573091 43.92% 4_374%
27 14.045 2029 2033 2037 rBV 146134 141510 3.95% 0.394%
28 14.351 2081 2085 2098 rVB2 246939 429421 11.99% 1.194%
29 14.639 2131 2134 2138 rBV 254237 251392 7.02% 0.699%
30 14.874 2170 2174 2177 rBV 71549 110449 3.08% 0.307%

31 14.957 2184 2188 2191 rBV 266054 302997 8.46% 0.843%
32 14.986 2191 2193 2202 rVB2 86794 153128 4.27% 0.426%
33 15.209 2228 2231 2236 rBV 43809 53860 1.50% 0.150%
34 15.268 2236 2241 2245 rBV 839229 1052240 29.37% 2.926%

8270-BF022719.M Tue Mar 12 17:12:05 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF031119\

Data File : BF112991.D

Aca On - 12 Mar 2019 8:29

Operator : JU/SJ

3?22'6 : K1817-10 PST-027-SW069-030719
ALS Vial : 37 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\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 15.309 2245 2248 2256 rVB 232179 303980 8.49% 0.845%

36 15.715 2312 2317 2322 rVB 158588 224628 6.27% 0.625%

37 15.774 2324 2327 2335 rVV7 30847 73094 2.04% 0.203%

38 16.180 2392 2396 2401 rBV3 72767 123024 3.43% 0.342%

39 16.733 2485 2490 2495 rVB2 32973 59921 1.67% 0.167%
Sum of corrected areas: 35961688
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF031119\

BF112991.D

12 Mar 2019 8:29

JussJ

K1817-10

37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

PST-027-SW069-030719

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF112991.D

5.34

6.50
6.37

6.89

6.73

7.29

0
Time-->

5.00

5.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

8.01

TIC: BF112991.D

10.55

11.24

1]1.26
1.32

11.78

I

12&566
A ’

L~1x£ﬂﬂ3”

Time-->

10.00

10.50 11.00

9.50

11.50

L
12.00 12.50

T
13 00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF112991.D

13.86

15.27

M’&\ e e 7

17 00

17.50 18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031119\
Data File : BF112991.D

Aca On : 12 Mar 2019 8:29

Operator : JU/SJ

Sample : K1817-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 68.01 ng 3118600 1,4-Dichlorobenzene-d4 6.73
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 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 750 (6.498 min): BF112991.D (-746) (-) m/z 132.00 100.00%
5000 68
\
40 s % J 620 6.40 6.60 6.80
o frer lsus Y m/z 68.00 42.30%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 BRI S
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 33.13%
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
620 6.40 6.60 6.80
5000 67 m/z 66.00 27.35%
41 97
53
‘ o ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! s R e .
57 132 6.20 6.40 6.60 6.80
24 m/z 68.95 16.22%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | N |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF022719.M Tue Mar

12 17:12:07 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031119\

Data File : BF112991.D

Aca On - 12 Mar 2019 8:29

Operator : JU/SJ

ﬁ?ggle : K1817-10 PST-027-SW069-030719
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 3
R.T. EstConc Area Relative to ISTD R.T.

11.78 7.64 ng 584968 Phenanthrene-d10 11.24
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 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 1648 (11.780 min): BF112991.D (-1644) (-) m/z 73.00 100.00%

43 60 73
5000 129

213

143107171185 1140 1160 11,80 12.00
o m/z 42.95 91.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

0 73

6}
5000 ‘J 129
6!

11.40 11.60 11.80 12.00
m/z 60.00 88.65%

213
1431%7171185

| 99
Oty
m/z--> 20 40 0 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
R o R S nn)
11.40 11.60 11.80 12.00
5000 m/z 57.00 74.12%
29
0 ..1.5,... .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73 11.40 11.60 11.80 12.00
43 m/z 55.00 68.74%
5000 129
29
143157 214
o R R e e e e S
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\HPCHEM1\BNA F\DATA\BF031119\

Data File : BF112991.D

Aca On - 12 Mar 2019 8:29

Operator : JU/SJ

ﬁ?ggle : K1817-10 PST-027-SW069-030719
ALS Vial : 37 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.56 2.83 ng 222391 Chrysene-di12 13.86
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 87
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Undecanoic acid 186 C11H2202 000112-37-8 68
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 1781 (12.563 min): BF112991.D (-1777) (-) m/z 43.00 100.00%
129
5000
185 241 NS SN AU B
143157171 12.20 12.40 12.60 12.80
0 m/z 73.00 88.12%
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 SRS AR
nmnmnmnm
m/z 60.00 87 .58%
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 57.00 79.69%
29 185 228
115
1 1437171
o 1 ﬁ ﬂu ! ‘w..t.%?7”.. JIEQ??}? wu. SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid LN B R m o
78 12.20 12.40 12.60 12.80
m/z 55.00 74.67%
129
5000
43 5
87
1017 | 143 172
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\HPCHEM1\BNA F\DATA\BF031119\

Data File : BF112991.D

Aca On - 12 Mar 2019 8:29

Operator : JU/SJ

ﬁ?ggle : K1817-10 PST-027-SW069-030719
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Cycloeicosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.73  7.03ng 553064  Chrysene-d12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 cvcloeicosane 280 C20H40 000296-56-0 98

000295-48-7 93
1000351-88-8 91
959261-25-7 91

2 Cvclopentadecane 210 C15H30
3 Nonadecvl pentafluoropropionate 430 C22H39F502
4 Pentafluoropropionic acid. octad... 416 C21H37F502

5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
Abundance Scan 1979 (13.727 min): BF112991.D (-1973) (-) m/z 57.00 100.00%
57
83
5000
_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—r
139 147 13.40 13.60 13.80 14.00
o L m/z 43.00 81.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
56
83
5000 LN L L L LB L |
29 11 13.40 13.60 13.80 14.00
‘ m/z 54.95 69.41%
m/z--> 50 150 200 250 300 350 400
Abundance #69584: Cyclopentadecane
56
83 IIIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00
5000 m/z 83.00 68.30%
29 111
iy ‘ { J 139 182 210
T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate = R T PR
57 97 13.40 13.60 13.80 14.00
m/z 96.95 60.27%
5000
125
29 153
L | L 41 182 210 233 266 3u1 412
LI R T llll|llll|llll|llll|ll _l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_l—r
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031119\

Data File : BF112991.D

Aca On - 12 Mar 2019 8:29

Operator : JU/SJ

ﬁ?ggle : K1817-10 PST-027-SW069-030719
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.35 5.46 ng 429421 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Sulfurous acid. butvl octadecvl ... 390 C22H4603S 1000309-18-5 91
3 Tritetracontane 605 C43H88 007098-21-7 87
4 1-Octadecanesulphonvl chloride 352 C18H37ClI02S 1000342-70-4 87
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 87
Abundance Scan 2085 (14.351 min): BF112991.D (-2081) (-) m/z 56.95 100.00%
57
5000
97 A
141 14.00 14.20 14.40 14.60
Ob b ALy 297 200 288 8% e M/Z 43.00 65.27%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #94346: Heptadecane
5000 AR SN B UL
14.00 14.20 14.40 14.60
99 m/z 71.00 63.58%
o 2 141 183 240
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #207558: Sulfurous acid, butyl octadecy! ester
57
14.00 14.20 14.40 14.60
5000 m/z 85.00 45 _20%
97
ozsl L) 13 183 253287317
mz> 0 §o 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57 14.00 14.20 14.40 14.60
m/z 55.00 32.53%
5000
97
o , 41 183 225 267 323 379 421 463 505 547 604
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.20 14.40 14.60
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8270-BF022719.M Tue Mar

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031119\
Data File : BF112991.D

Aca On : 12 Mar 2019 8:29

Operator : JU/SJ

Sample : K1817-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Hexacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14 .64 4.78 ng 251392 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
4 Nonadecane 268 C19H40 000629-92-5 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2134 (14.639 min): BF112991.D (-2131) (-) m/z 57.00 100.00%
57
5000 85
14.40 14.60 14.80 15.00
141
ol J bk '1 e 197 225245267 302 3% m/z 71.00 66.44%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85
14.40 14.60 14.80 15.00
m/z 43.00 59.69%
29 | 13 g4
ol LA LA |77 1 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
o " 14.40 14.60 14.80 15.00
5000 m/z 85.00 49.61%
29 113
ol | L) J | 141,169 197 225 253 296
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #194499: Eicosane, 7-hexyl-
57 14.40 14.60 14.80 15.00
m/z 55.00 20.87%
5000 85
ol s J} | MR 182 211 250 281 308 337
m/z--> 5'0 1(')0 1&1;0 200 251;0 3(')0 3&1;0 14'40 14 60 14. 80 15. oo

12 17:12:13 2019
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8270-BF022719.M Tue Mar

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031119\
Data File : BF112991.D

Aca On : 12 Mar 2019 8:29

Operator : JU/SJ

Sample : K1817-10

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 5

R.T. EstConc Area Relative to ISTD R.T.
14 .96 5.76 ng 302997 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 2189 (14.962 min): BF112991.D (-2184) (-) m/z 57.00 100.00%
g7
5000 85
141 169 252 14.60 14.80 15.00 15.20
0 ....|,'.l..1.'|| ok 97,225 77 282 316 3% | sz 70.95  68.50%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000 AR AR
14.60 14.80 15.00 15.20
m/z 43.00 56.02%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
g7
14.60 14.80 15.00 15.20
5000 85 m/z 85.00 49 _.52%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #175557: Tetracosane e e e
57 14.60 14.80 15.00 15.20
m/z 55.00 19.90%
5000 85
29 113
0 | gl T° 141 189 197 225 253 281 309 338
m/z--> 50 100 1%0 200 250 300 350 ' 14.60 14.80 15.00 15.20

12 17:12:13 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031119\

Data File : BF112991.D

Aca On - 12 Mar 2019 8:29

Operator : JU/SJ

ﬁ?ggle : K1817-10 PST-027-SW069-030719
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 n-Tetracosanol-1 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .99 2.91 ng 153128 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 87
2 n-Nonadecanol-1 284 C19H400 001454-84-8 83
3 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 59
4 Silane. T(11-bromoundecvDoxvltr... 322 C14H31BrOSi 026305-83-9 52
5 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 47
Abundance Scan 2194 (14.992 min): BF112991.D (-2191) (-) m/z 97.00 100.00%
43
5000
207 e —
?139 | 237 269 14.60 14.80 15.00 15.20 15.40
0! ol ¥ ol I|I”!||| | e ||?I T m/z 83.00 90.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
o7 83
5000 AR DR AL BRI B
mmmmmmmmmm
m/z 69.00 83.09%

o 167 195 222 250 280 308 336

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55 83

14.60 14.80 15.00 15.20 15.40
m/z 55.00 72.76%

5000
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl- R RRERRREEEE
69 97 14.60 14.80 15.00 15.20 15.40
m/z 57.00 70.99%
5000 a1
153
0..w.”.“.”,”(.””...”1%§..”...}85..”.??ﬁ...” — e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14 60 14. 80 15. OO 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031119\

Data File : BF112991.D

Aca On - 12 Mar 2019 8:29

Operator : JU/SJ

ﬁ?ggle : K1817-10 PST-027-SW069-030719
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.72 4.27 ng 224628 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 2318 (15.721 min): BF112991.D (-2312) (-) m/z 57.00 100.00%

g4

5000
%P 15.40 15.60 15.80 16.00
155 197 263 : ' : :
0 m/z 71.00 69.34%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
5000 LA L L L L L B LB |

15.40 15.60 15.80 16.00
m/z 43.00 56.16%

141 183 225 267 309 351 393 435 491 535 574 617

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
51
R RREEEE s
15.40 15.60 15.80 16.00
5000 m/z 85.00 54.22%
99
oL 26 {1241 183 225 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane R
5[ 15.40 15.60 15.80 16.00
m/z 55.00 20.06%
- J\W\AKN\’\/\
99
ol 26 |, 4 183 225 281 337 394
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 40 15 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031119\

Data File : BF112991.D

Aca On - 12 Mar 2019 8:29

Operator : JU/SJ

ﬁ?ggle : K1817-10 PST-027-SW069-030719
ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Hentriacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.18 2.34 ng 123024 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2396 (16.180 min): BF112991.D (-2392) (-) m/z 57.00 100.00%
DN NN SN
183 267 15.80 16.00 16.20 16.40
o 211,230 m/z  71.00 74.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 BN SRR SN
15.80 16.00 16.20 16.40
113 m/z 43.00 57.78%
o I I |77, 242 169 197 225 253 281 309 337 365 437
m/z--> éo 160 1éo 260 250 360 3éo 460 !
Abundance #175557: Tetracosane
57
15,80 16.00 16.20 1640
5000 85 m/z 85.00 50.58%
29 113
oL Iyl 770,141 169 197 225 253 281 309 338
m/z--> éo 160 1éo 260 250 360 3%0 460 !
Abundance #184946: Hexadecane, 1-iodo- LA B AN e
57 15.80 16.00 16.20 16.40
m/z 55.00 22 .64%
85
5000
225
113
o 29 | J |1 169 195 | 352
L S DAL ISR SURLELEN IURLELEL SURLELEL SR SR BN SRR BN
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF031119\

Data File : BF112991.D

Acq On : 12 Mar 2019 8:29

Operator : JU/SJ

3?22'6 - K1817-10 PST-027-SW069-030719
ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 68.0 ng 3118600 1 6.73 917069 20.0
n-Hexadecanoic acid 11.78 7.6 ng 584968 4 11.24 1532310 20.0
Octadecanoic acid 12.56 2.8 ng 222391 5 13.86 1573090 20.0
Cycloeicosane 13.73 7.0 ng 553064 5 13.86 1573090 20.0
Heptadecane 14.35 5.5 ng 429421 5 13.86 1573090 20.0
Hexacosane 14 .64 4.8 ng 251392 6 15.27 1052240 20.0
Heneicosane 14.96 5.8 ng 302997 6 15.27 1052240 20.0
n-Tetracosanol-1 14.99 2.9 ng 153128 6 15.27 1052240 20.0
Tetratetracontane 15.72 4.3 ng 224628 6 15.27 1052240 20.0
Hentriacontane 16.18 2.3 ng 123024 6 15.27 1052240 20.0
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