LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031119\
Data File : BF112988.D
Aca On : 12 Mar 2019 7:07 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?:'6 - (1817206 EXT-027-SW017-030719
ALS Vial : 34 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 5.328 547 551 562 rBY 1471896 1418232 63.37% 7.921%
2 6.363 723 727 746 rBV 1762127 1589024 71.00% 8.875%
3 6.492 746 749 753 rBVY 1622671 1551820 69.34% 8.667%
4 6.728 786 789 798 rBV 501869 400500 17.89% 2.237%
5 6.887 812 816 819 rBVY 1311078 1149412 51.36% 6.420%
6 7.287 880 884 899 rBVY 1018002 941401 42.06% 5.258%
7 8.010 1004 1007 1014 rBV 508440 481143 21.50% 2.687%
8 8.063 1014 1016 1031 rvVvB2 17584 39490 1.76% 0.221%
9 9.086 1186 1190 1205 rBV 1923523 1827266 81.64% 10.205%
10 9.481 1253 1257 1263 rBV 181298 171153 7 .65% 0.956%

11 9.763 1301 1305 1315 rBV 704270 698771 31.22% 3.903%
12 10.545 1434 1438 1454 rBV 1691101 1597119 71.36% 8.920%
13 11.239 1552 1556 1564 rBV 876160 835596 37.33% 4.667%
14 11.775 1644 1647 1658 rBV 211749 255141 11.40% 1.425%

15 12.445 1758 1761 1763 rBV 27182 23614 1.06% 0.132%
16 12.557 1777 1780 1787 rBV 59501 85977 3.84% 0.480%
17 12.651 1793 1796 1798 rBV 51662 44860 2.00% 0.251%
18 12.816 1820 1824 1835 rBV 2428624 2238144 100.00% 12.500%
19 13.063 1860 1866 1868 rBV3 24752 34206 1.53% 0.191%
20 13.304 1904 1907 1912 rBVZ2 59260 63749 2.85% 0.356%
21 13.357 1912 1916 1918 rBV 29036 26709 1.19% 0.149%

22 13.727 1975 1979 1990 rBV 159128 228894 10.23% 1.278%
23 13.863 1998 2002 2014 rBV 731446 749425 33.48% 4.186%
24 14.045 2029 2033 2039 rBvV 62566 77624 3.47% 0.434%
25 14.357 2081 2086 2099 rVB3 132690 268291 11.99% 1.498%

26 14.639 2131 2134 2137 rBV 70166 70513 3.15% 0.394%
27 14.774 2154 2157 2162 rVB4 25173 25003 1.12% 0.140%
28 14.957 2185 2188 2190 rBV 79946 83587 3.73% 0.467%

29 14.986 2190 2193 2205 rVB 109241 204844 9.15% 1.144%
30 15.268 2236 2241 2245 rBV 372650 496419 22.18% 2.773%

31 15.310 2246 2248 2255 rVB 72167 87502 3.91% 0.489%
32 15.715 2313 2317 2322 rBV 69632 96610 4._.32% 0.540%
33 16.180 2394 2396 2402 rVB3 29947 42812 1.91% 0.239%
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LSC Area Percent Report

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

Data File : BF112988.D

Aca On - 12 Mar 2019 7:07

Operator : JU/SJ

ﬁ?ggle : K1817-06 EXT-027-SW017-030719
ALS Vial : 34 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

Sum of corrected areas: 17904851
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF031119\
BF112988.D
2019 7:07

12 Mar

K1817-06

- JU/SJ

34 Sample Multiplier: 1

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

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

EXT-027-SW017-030719

Abundance

2000000

1500000

1000000

500000

TIC: BF112988.D

5.33

6.36
6.49

6.89

6.73

7.29

0
Time-->

I
4.50 5.00 5.50 6.00

Abundance

2000000

1500000

1000000

500000

0

8.01

9.

09

9.48

TIC: BF112988.D

10.55

11.24

11.77

el

5]\ 13.06 138

Time-->

I
9.50

I
10.00

10.50 11.00 11.50 12.00

12.50

13.00

Abundance

2000000

1500000

1000000

500000

0

13.86

13.73

14.04

15.27

14.36 14@411?__]4;\9@9 31

15.72

TIC: BF112988.D

16.18

Time-->

13.50 14.00 14.50

15.00

16.00 16.50 17.00 17.50

15.50

18.00

18.50
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Library Search Compound Report

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

Data File : BF112988.D

Aca On - 12 Mar 2019 7:07

Operator : JU/SJ

ﬁ?ggle : K1817-06 EXT-027-SW017-030719
ALS Vial : 34 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 1 unknown6.49 Concentration Rank 1

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

6.49 77.49 ng 1551820 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 749 (6.492 min): BF112988.D (-746) (-) m/z 131.95 100.00%
32
5000 68
| 6 620 6.40 6.60 6.80
54 75 104 : : :
o..,....,....,...:l'!..?,:!..6?...|....,..f??,..!.,.':..,.1.1.5.,....,"...,.. m/z 68.00 41.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 SRS R R R
6.20 6.40 6.60 6.80
3 78 m/z 134.00 31.92%
138
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.20 6.40 6.60 6.80

5000 67 m/z 66.00 26.07%
41 97
53 117
S Y O V.- | A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole A mmmE L R
132 6.20 6.40 6.60 6.80

m/z 69.00 16.41%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

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

Data File : BF112988.D

Aca On - 12 Mar 2019 7:07

Operator : JU/SJ

ﬁ?ggle : K1817-06 EXT-027-SW017-030719
ALS Vial : 34 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 3 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.77 6.11 ng 255141 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 94
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1646 (11.769 min): BF112988.D (-1644) (-) m/z 73.00 100.00%
43 60 73
5000
129 A\~u&
97 L DA PN BRI B
115 | 143157171 192 213 1140 1160 11.80 12.00
0 m/z 43.00 90.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 U DA DO BN B
nmnmnmnm
m/z 60.00 87.13%
TJJ 143157171185199213
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 11.40 11.60 11.80 12.00
5000 - 129 m/z 41.00 69 .83%
143157 214
0,,,|,\l,,\lm A
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L B
43 60 73 11.40 11.60 11.80 12.00
m/z 57.00 67.17%
5000 129
29
199
‘ 143157171185 242
O.Fﬁ.k.ﬁt. e e T T
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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8270-BF022719.M Tue Mar

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031119\
Data File : BF112988.D

Aca On : 12 Mar 2019 7:07

Operator : JU/SJ

Sample : K1817-06

Misc :

ALS Vial : 34 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 4 Octadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.56 2.29 ng 85977 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 1781 (12.563 min): BF112988.D (-1777) (-) m/z 43.00 100.00%
a8 7
5000 129
97 185 241 e
150 213 | 284 12.20 12.40 12.60 12.80
— L0 e m/z 56.95 95.75%
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid
/87
5000 129 NSRS LR SRR
12.20 12.40 12.60 12.80
9 185 oa 284 m/z 72.95 93.73%
o 15 " .115.7| I2].'3| I 265 \
m/z--> 50 100 150 260 250 360 3éo
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
48
73 12.20 12.40 12.60 12.80
5000 284 m/z 59.90 92.59%
129
97
185
o .M. b 257 P e |
m/z--> 50 100 150 200 250 300 350
Abundance #84453: Tetradecanoic acid
73 12.20 12.40 12.60 12.80
43 m/z 54.95 81.48%
5000 129
185 228
L |
0 JLMLM“”Jl%%a L AL L I ) L NS SN AU B
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031119\
Data File : BF112988.D

Aca On : 12 Mar 2019 7:07

Operator : JU/SJ

Sample : K1817-06

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 5 Hexacosyl pentafluoropropio... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.73 6.11 ng 228894 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexacosvl pentafluoropropionate
2 Docosvl pentafluoropropionate

3 Ethanol. 2-(tetradecvloxv)-

4 Tricosyl trifluoroacetate

5 Octacosyl heptafluorobutyrate

528 C29H53F502
472 C25H45F502
258 C16H3402

436 C25H47F302
606 C32H57F702

1000351-81-2 91
1000351-80-9 91
002136-70-1 91

1000351-75-1 90
1000351-83-6 90

8270-BF022719.M Tue Mar

Abundance Scan 1979 (13.727 min): BF112988.D (-1975) (-) m/z 57.00 100.00%
57
83
5000
111
L 139 13.40 13.60 13.80 14.00
175
ob A Ly 75208 28t m/z 43.00 77.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #237739: Hexacosy! pentafluoropropionate
57
97
5000 TT LR B TTT T T
13. 40 13. 60 13. 80 14.00
125 m/z 55.00 58.61%
0 29 1| 153181 222250278306 336364 40 510
L AL e R S B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #231356: Docosy! pentafluoropropionate
57
e A M
97 13.40 13.60 13.80 14.00
5000 m/z 83.00 56.12%
125
o 29 1| 153181 224250280308 353 454
L S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109268: Ethanol, 2-(tetradecyloxy)- = e
57 13.40 13.60 13.80 14.00
m/z 71.00 53.46%
83
5000
29 111
196
0 .k..,....,L.E%%%é?.h.%%iZQQ..,....,....,....,....,.. A et
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13. 40 13. 60 13. 80 14.00

12 17:11:08 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 : BF112988.D

Aca On : 12 Mar 2019 7:07

Operator : JU/SJ

Sample : K1817-06

Misc :

ALS Vial : 34 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 6 Eicosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14 .05 2.07 ng 77624 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 6.6-Diethvlhoctadecane 310 C22H46 1000360-41-8 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Hexatriacontane 507 C36H74 000630-06-8 87
Abundance Scan 2034 (14.051 min): BF112988.D (-2029) (-) m/z 56.95 100.00%
g7
85
5000
U1 gy 239 " 1380 14.00 14.20 14.40
3 493213 : 281 - - -
0! 7 m/z 43.00 73.26%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 LI BRI B BULLILN U
85 Bmmmmmmm
29 m/z 71.00 70.95%
oL -.\ Lyt 1 160 107 225 253 222
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
" 13.80 14.00 14.20 14.40
5000 85 m/z 85.00 57 .83%
. zfl‘ “ | M2 1491 169 197 205 253 205 323 367
m/z--> 55 160 150 260 250 300 3éo
Abundance #153228: 6,6-Diethylhoctadecane T T
57 13.80 14.00 14.20 14.40
85 m/z 54.95 33.16%
5000
141
281
0 ull \ |\ j‘ L 1§9 197 2?9 f
m/z--> 5'0 100 150 2(')0 250 3(')0 3&'30 13 I80 14. oo 14. 20 14'40
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Library Search Compound Report

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

Data File : BF112988.D

Aca On - 12 Mar 2019 7:07

Operator : JU/SJ

ﬁ?ggle : K1817-06 EXT-027-SW017-030719
ALS Vial : 34 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 7 Heptadecyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.36 7.16 ng 268291 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
2 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 93
3 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 93
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
Abundance Scan 2087 (14.363 min): BF112988.D (-2081) (-) m/z 57.00 100.00%
57 97
39 U SUNIN B B
ll 208 270302 14.00 14.20 14.40 14.60
U S LY W U POt — m/z 96.95 85.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #185169: Heptadecy! trifluoroacetate
57
97
5000 LR BRI SRR ISR B

14,00 14.20 14.40 14.60
m/z 55.00 84.68%

139 15, 238 283 334
ok Ly e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #240603: Triacontyl pentafluoropropionate
57
e B o o
97 14.00 14.20 14.40 14.60
5000 m/z 83.00 82.71%
ol ’J 181 222 264 306 348 420 465 566
.”.P.”,”.q.”...” B AR BARaa AL
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242399: Dotriaconty! heptafluorobutyrate R BAEEE e o
57 14.00 14.20 14.40 14.60
m/z 43.00 79 .58%
97
5000
39
ol fl‘ 181 222 278 320 364 405 448 493 644
e A e e e e e R B L o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 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 : BF112988.D

Aca On : 12 Mar 2019 7:07

Operator : JU/SJ

Sample : K1817-06

Misc :

ALS Vial : 34 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 8 Heneicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14 .64 2.84 ng 70513 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Pentacosane 352 C25H52 000629-99-2 86
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 86
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2134 (14.639 min): BF112988.D (-2131) (-) m/z 57.00 100.00%
g7
5000
" 14.40 14.60 14.80 15.00
0! m/z 71.00 67 .64%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LI BN I BRI B
mmmmmmmm
m/z 43.00 61.30%
29 113
oL L) [ M 109 197 225 253 296
m/z--> §o 100 150 260 2éo 300 350
Abundance #94346: Heptadecane
57
g5 " 14.40 14.60 14.80 15.00
5000 m/z 85.00 54 _.14%
29
m/z--> §o 100 150 200 250 300 350
Abundance #185533: Pentacosane o o L o MRS
57 14.40 14.60 14.80 15.00
m/z 55.00 21.56%
5000 85
113
oL 2| [‘ |4 | Mt 160 104211 239 267 205 3p3 352
m/z--> 50 160 1éo 200 2éo 300 350 14%0 1460 1480 1500

12 17:11:10 2019
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Library Search Compound Report

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

Data File : BF112988.D

Aca On - 12 Mar 2019 7:07

Operator : JU/SJ

ﬁ?ggle : K1817-06 EXT-027-SW017-030719
ALS Vial : 34 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 9 unknownl14.96 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.96 3.37 ng 83587 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexadecane. 1-iodo- 352 C16H33lI 000544-77-4 86
3 Docosane 310 C22H46 000629-97-0 86
4 Tricosane. 2-methvl- 338 C24H50 001928-30-9 86
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 80
Abundance Scan 2189 (14.963 min): BF112988.D (-2185) (-) m/z 57.00 100.00%
57
85
5000
118 141 49y 20 14.60 14.80 15.00 1520
190 7225 252 281
o4 1) .-]'.|-l o o Lt R 298 ARSI 385 hyz 71.05  72.14%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 U DN DAL L DU

14.60 14.80 15.00 15.20
‘ m/z 85.00 54.33%
J

29 141
LU [T a0 oo s o 22
m/z--> 50 100 150 200 250 300 350
Abundance #184946: Hexadecane, 1-iodo-
57
e B B S
85 14.60 14.80 15.00 15.20
5000 m/z 43.00 53.44%
225
29‘ \ 113 141
Sl O 2 - -
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane R AR EEEEE T
57 14.60 14.80 15.00 15.20
m/z 55.00 23.00%
5000 85
. 2004 1) M8 141 169 197 225 253 281 310
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. OO 15 20
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Library Search Compound Report

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

Data File : BF112988.D

Aca On - 12 Mar 2019 7:07

Operator : JU/SJ

ﬁ?ggle : K1817-06 EXT-027-SW017-030719
ALS Vial : 34 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 10 Hexacosyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.99 8.25 ng 204844 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosvl heptafluorobutvrate 578 C30H53F702 1000351-83-3 68
2 Heptacosvl pentafluoropropionate 542 C30H55F502 1000351-81-6 68
3 Hexacosvl trifluoroacetate 478 C28H53F302 1000351-75-0 68
4 Hexacosvl pentafluoropropionate 528 C29H53F502 1000351-81-2 68
5 Octacosanol 410 C28H580 000557-61-9 64
Abundance Scan 2194 (14.992 min): BF112988.D (-2190) (-) m/z 97.00 100.00%
55
5000 J\M\JMMA”‘/
14.60 14.80 15.00 15.20 15.40
Ot m/z 83.00 87 .56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240356: Hexacosy! heptafluorobutyrate
57
5000 R UM SRR BRI B
14.60 14.80 15.00 15.20 15.40
ns m/z 55.00 87.06%
o 29 }53181208236264292 336364 409 560
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #238675: Heptacosy! pentafluoropropionate
57
o7 14.60 14.80 15.00 15.20 15.40
5000 m/z 69.00 74 .74%
125
o 29 | 153181200037 278306 350378 423 524
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232315: Hexacosyl trifluoroacetate B B E e
57 14.60 14.80 15.00 15.20 15.40
m/z 43.00 70.56%
97
5000
125
0 29 l 153181 222250278306 336364 409 460
m/z--> 55 100 150 200 250 300 350 400 4%0 500 550 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

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

Data File : BF112988.D

Aca On - 12 Mar 2019 7:07

Operator : JU/SJ

ﬁ?ggle : K1817-06 EXT-027-SW017-030719
ALS Vial : 34 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 11 Triacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.72 3.89 ng 96610 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Docosane. 1l-butvl- 366 C26H54 013475-76-8 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2318 (15.721 min): BF112988.D (-2313) (-) m/z 57.00 100.00%
57
85
5000
W1 168 21y swads  aie ass 15140 1560 1580 1600
Ob el m/z 71.00 81.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 R AR DA U DU
mmmmmmmm
m/z 85.00 62.92%
113 141
oL29] 4 | J | 777,169 197 225 253 281 309 337 365 393 422
m/z--> éo 160 1éo 260 250 360 3éo 460 '
Abundance #209566: Octacosane
57
15.40 15.60 15.80 16.00
5000 a5 m/z 43.00 60.91%
29
ol || M2 141 169 197 225 253 281 309 337 365 394
m/z--> éo 160 1éo 260 2éo 300 3%0 460 '
Abundance #223851: Hentriacontane AR e R RR
57 15.40 15.60 15.80 16.00
m/z 55.00 30.25%
5000
85
29 113 141 169
oo Al 7 199 107 225 253 280 300 351 379 407 436 N —
m/z--> 50 100 150 200 250 300 350 400 1540 1560 1580 16.00
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF112988.D

Acq On : 12 Mar 2019 7:07

Operator : JU/SJ

3?22'6 - K1817-06 EXT-027-SW017-030719
ALS Vial : 34 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .49 6.49 77.5 ng 1551820 1 6.73 400500 20.0
n-Hexadecanoic acid 11.77 6.1 ng 255141 4 11.24 835596 20.0
Octadecanoic acid 12.56 2.3 ng 85977 5 13.86 749425 20.0
Hexacosyl pentafl... 13.73 6.1 ng 228894 5 13.86 749425 20.0
Eicosane 14.05 2.1 ng 77624 5 13.86 749425 20.0
Heptadecyl triflu... 14.36 7.2 ng 268291 5 13.86 749425 20.0
Heneicosane 14_.64 2.8 ng 70513 6 15.27 496419 20.0
unknownl14 .96 14.96 3.4 ng 83587 6 15.27 496419 20.0
Hexacosyl heptafl... 14.99 8.3 ng 204844 6 15.27 496419 20.0
Triacontane 15.72 3.9 ng 96610 6 15.27 496419 20.0
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