LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\

Data File : BF109667.D

Aca On : 9 Oct 2018 00:17 Instrument :
Operator : JU/SJ BNA_F

Sample - J5287-05 ClientSampleld :
Misc : TRACK-D-4

ALS Vial : 18 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-BF100818 .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 4.910 477 480 494 rBV 47140 79453 3.11% 0.364%
2 5.322 546 550 585 rBY 1603548 2208516 86.46% 10.116%
3 6.351 721 725 741 rBVY 1781058 2474615 96.87% 11.335%
4 6.469 741 745 770 rVB 1969768 2540709 99.46% 11.638%
5 6.698 780 784 806 rvVv 436399 648326 25.38% 2.970%
6 6.851 806 810 842 rVB 1775543 1906548 74.64% 8.733%
7 7.263 876 880 912 rBVY 1186228 1587857 62.16% 7.273%
8 7.975 998 1001 1021 rBV 606348 764296 29.92% 3.501%
9 9.051 1180 1184 1198 rBV 2584301 2554464 100.00% 11.701%
10 9.445 1247 1251 1269 rBV 155480 177998 6.97% 0.815%
11 9.722 1294 1298 1321 rBV 719630 743668 29.11% 3.406%
12 10.386 1405 1411 1428 rBV4 15383 46494 1.82% 0.213%
13 10.510 1428 1432 1442 rBVY 1150971 1267006 49.60% 5.804%
14 10.592 1442 1446 1452 rBvV2 34423 80210 3.14% 0.367%
15 11.198 1546 1549 1562 rBvV 532075 639858 25.05% 2.931%
16 11.739 1638 1641 1650 rBvV2 44439 64153 2.51% 0.294%
17 12.410 1751 1755 1765 rBvV 47943 58966 2.31% 0.270%
18 12.633 1789 1793 1797 rVB 45403 43257 1.69% 0.198%

19 12.780 1814 1818 1828 rBV 2004192 1855405 72.63% 8.499%
20 13.263 1894 1900 1906 rBV 125486 141855 5.55% 0.650%

21 13.686 1969 1972 1984 rBvV4 84450 156677 6.13% 0.718%
22 13.827 1987 1996 2009 rBV 589281 728366 28.51% 3.336%

23 14.298 2073 2076 2080 rVB 36565 34617 1.36% 0.159%
24 14.592 2123 2126 2131 rVB 55771 50575 1.98% 0.232%
25 14.833 2163 2167 2175 rBV 45293 89718 3.51% 0.411%
26 14.904 2175 2179 2183 rBV 69422 76809 3.01% 0.352%
27 15.110 2210 2214 2219 rBV 23021 28372 1.11% 0.130%
28 15.168 2221 2224 2228 rVB 20932 26243 1.03% 0.120%

29 15.221 2228 2233 2237 rBV 392298 512709 20.07% 2.348%
30 15.645 2300 2305 2311 rBV 80527 114962 4 _50% 0.527%

31 16.104 2378 2383 2393 rVB2 38335 76583 3.00% 0.351%
32 16.639 2469 2474 2483 rVB2 27488 52390 2.05% 0.240%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100818\

Data File : BF109667.D

Aca On : 9 Oct 2018 00:17

Operator : JU/SJ

Sample : J5287-05 e
Misc :

ALS Vial : 18 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
Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF100818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 21831675
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\

Data File : BF109667.D

Aca On : 9 Oct 2018 00:17

Operator : JU/SJ

Sample = J5287-05 e
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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: BF109667.D
2500000

6.47
6.35) 6.85

2000000

5.32
1500000

7.26

1000000

7.9i
500000 6.70

4.91

o= e [

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF109667.D
2500000 9|05

2000000 12.78

1500000

10.51

1000000

9.72
11.20 13.83

500000

9.45
10.3410.59 11.74 12.4112.63 1326 136

0 Y\ N— A A
LAy B B B S B N B Bt e B B e S B S B B O B N B AR B N R B Bty LB B S I SN O N B B B B B |

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF109667.D
2500000

2000000

1500000

1000000

500000 15.22

14.30 14.59144890 55 1%4 16.10 16.64
Ot A e e A e

Time--> 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\
Data File : BF109667.D

Aca On : 9 Oct 2018 00:17

Operator : JU/SJ

Sample = J5287-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 9

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

4.91 2.45 ng 79453 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 42
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 480 (4.910 min): BF109667.D (-477) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 T
83.0 4.60 4.80 5.00 5.20
ot e e e e m/z 59.00 59.92%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 460 4.80 5.00 5.20
m/z 101.10 21.73%
. ..:?1{0 N ‘ 83.0 9301010
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 4.80 500 520
5000 m/z 58.10 15.64%
20.0 101.0
ol B0 Al 730 830
e TR TR ST e L
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59.0 460 4.80 5.00 5.20
m/z 41.00 9.37%
41.0
5000
86.0
0 Sl'Q\\\ I 620 1010
LRI PRI SRR SU LR S LS JUL LI SURLEL S SULELIL UL S B RS LR LN AR
m/z--> 10 40 50 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\

Data File : BF109667.D

Aca On : 9 Oct 2018 00:17

Operator : JU/SJ

Sample = J5287-05 e
Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknown6.47 Concentration Rank 1

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

6.47 78.38 ng 2540710 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 745 (6.469 min): BF109667.D (-741) (-) m/z 132.00 100.00%
132.0 “
5000 68.0
6.20 6.40 6.60 6.80
0 B E e m/z 68.05 44 _93%
m/z--> 40 60 80 100 120 140 160 180
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 32.48%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
6.20 6.40 6.60 6.80
5000 m/z 66.00 28.94%
0....|.5.1..0.|.7.0..0.|8.6..0..|....|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.91%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R AR EEE RS R
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Data Pat
Data Fil
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Ti

TIC Libr

h
e

tle

ary

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\

BF109667.D

9 Oct 2018 00:17

JussJ

J5287-05

18 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 4 Benzenesulfonamide, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.59 2.51 ng 80210 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7HINO2S 000070-55-3 96
2 N-p-toluenesulfonvl-I-threonine.... 363 C18H21NO5S 1000130-34-4 87
3 Thiosulfuric acid. S-12-I3-(4-me... 381 C12H19N305S3 1000255-60-3 83
4 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 59
5 Thiophene-3-ol, 2,3-dihydro-, 4-... 288 C11H1205S2 039582-96-2 59
Abundance Scan 1446 (10.592 min): BF109667.D (-1442) (-) m/z 90.95 100.00%
91.0
5000 171.0
39.0 | 10.20 10.40 10.60 10.80 11.00
Ottt b e m/z 171.00 37 .40%
m/z--> 50 100 150 200 250 300 350
Abundance #39309: Benzenesulfonamide, 4-methyl-
91.0
5000
171.0 10.20 10.40 10.60 10.80 11.00
‘ m/z 65.00 34 .45%
63,0
0270, o i i | ||”1,3?-0.””
m/z--> 50 100 150 200 250 300 350
Abundance #192444: N-p-toluenesulfonyl-I-threonine, benzyl ester
91.0
171.0 10.20 10.40 10.60 10.80 11.00
5000 m/z 155.00 31.18%
63,0
ol Ll 1\ 1390, | 200.02280 2740 319.0
m/z--> 50 100 150 200 250 300 350
Abundance #202690: Thiosulfuric acid, S-[2-[3-(4-methylbenzenesulfon... B MmN P
91.0 10.20 10.40 10.60 10.80 11.00
m/z 107.10 23.48%
5000 171.0
48.0
o 1 \\\‘ 139.0, | 225.0254.0 285.0 381.0
m/z--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80 11.00

8270-BF100818.M Tue Oct 09 15:37:28 2018

TRACK-D-4

Page: 6



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\

BF109667.D
9 Oct 2018 00:17
JussJ
J5287-05
TRACK-D-4
18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 Dodecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.74 2.01 ng 64153 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 53
2 Undecanoic acid 186 C11H2202 000112-37-8 40
3 n-Decanoic acid 172 C10H2002 000334-48-5 38
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 35
5 Nonanoic acid 158 C9H1802 000112-05-0 22

Abundance Scan 1641 (11.739 min): BF109667.D (-1638) (-) m/z 73.00 100.00%
73.0
43.1
5000
129.1 )
971 2132 T IIIIIIIIIIIAI L
LrJl 1571 1911 1140 11,60 11.80 12.00
01 m/z 43.10 68.67%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #61117: Dodecanoic acid
73.0
43.0
5000
129.0 11.40 11.60 11.80 12.00
2710 1010 157.0 200.0 m/z 60.00 67 .93%
0 . T ||= . |||||I| |"!" |'= 1830
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #50051: Undecanoic acid
60.0
11.40 11,60 11.80 12.00
5000 43.0 m/z 57.00 56.36%
970 85.0 129.0
186.0
oL, ..,.‘j..h‘x..W“.whﬂ.,ﬂh...h‘}%%*P,1“J..,‘..{5]j9 S
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #39469: n-Decanoic acid
60.0 11.40 11.60 11.80 12.00
m/z 41.05 49 .78%
5000 41.0
129.0
87.0
112.0 172.0
O .1.8|O. ‘l‘. .‘i‘.‘. el L I‘l ‘. : IHI\I .‘M - - I" :.L?S.?. : l e
m/z--> 200 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\
Data File : BF109667.D

Aca On : 9 Oct 2018 00:17

Operator : JU/SJ

Sample = J5287-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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

R.T.

EstConc

6 9-Octadecenamide,

-
Relative to ISTD

Concentration Rank 5

3.90 ng

Hit# of 5 Tentative ID

1 9-Octadecenamide. (2)-
2 7-Nonenamide

3 Hexadecanamide

4 Tetradecanamide

5 Dodecanamide

C18H35NO
C9H17NO

C16H33NO
C14H29NO
C12H25N0O

000301-02-0 99
090949-53-4 72
000629-54-9 59
000638-58-4 50
001120-16-7 50

281.2

Abundance Scan 1900 (13.263 min): BF109667.D (-1894) (-)
59.0
5000
83.1
0 121 1400 184.1207.1 238.2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000
29.0
0 1260 1540 184.0 210.0 238.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

281.0

Abundance #28131: 7-Nonenamide
59.0
5000
290‘ ‘ 98.0 126.0 155.0
OH.PWJﬂ”NL%.N”JLJ.N”..”L.”..”..”..”..”w.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

m/z 59.00 100.00%

13.00 13.20 13.40 13.60

m/z 72.00 67 .40%

13. OO 13 20 13.40 13.60

m/z 54.95 38.24%

13.00 13.20 13.40 13.60

m/z 41.05 34 .92%

Abundance #106565: Hexadecanamide e
59.0 13.00 13.20 13.40 13.60
m/z 43.10 24 .98%
5000
ol 290 ) 860 1140 1420 1700 2120 2550
T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. OO 13.20 13.40 13.60

8270-BF100818.M Tue Oct 09 15:37:30 2018
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Data Path :
Data File : B
Aca On :
Operator : J
Sample - J
Misc :
ALS Vial : 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\

F109667.D

9 Oct 2018 00:17

ussd

5287-05

8 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Ethanol, 2-(tetradecyloxy)-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.69 4.30 ng 156677 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
2 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 81
3 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 81
4 n-Heptadecanol-1 256 C17H360 001454-85-9 81
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 81

Abundance Scan 1973 (13.692 min): BF109667.D (-1969) (-) m/z 57.10 100.00%
57.1 83.0
o J\JLWM
| 13.40 13.60 13.80 14.00
o} m/z 43.05 99.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
83.0
5000 SR AR SR SR B
13.40 13.60 13.80 14.00
29.0 1io m/z 83.05 95.73%
0 139.0 168.0 196.0 2270 ,50
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #181286: 3-Chloropropionic acid, heptadecyl ester
57.0 83.0
| 13.40 13.60 13.80 14.00
5000 m/z 55.10 95 .59%
29.0
o Ll 2100 238.0 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #189051: Trichloroacetic acid, tetradecy! ester e A B
43.0 83.0 13.40 13.60 13.80 14.00
' m/z 97.10 81.38%
5000
139.0 168.0 196.0 241.0
o} :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\
Data File : BF109667.D

Aca On : 9 Oct 2018 00:17

Operator : JU/SJ

Sample = J5287-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

TIC Library :
TIC Integration Parameters:

TRACK-D-4

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 8 Nonadecane

Concentration Rank 6

000629-92-5 95
007225-64-1 91
000630-02-4 91
1000376-72-8 91

R.T. EstConc Area Relative to ISTD
14.90 3.00 ng 76809 Perylene-d12

Hit# of 5 Tentative ID MW  MolForm

1 Nonadecane 268 C19H40

2 Heptadecane. 9-octvl- 352 C25H52

3 Octacosane 394 C28H58

4 2-methvloctacosane 408 C29H60

5 Triacontane 422 C30H62

000638-68-6 91

Abundance Scan 2178 (14.898 min): BF109667.D (-2175) (-) m/z 57.00 100.00%
57.0
5000
99.1 T T
| I| ] 141 1 . 0207 0239, 1268.1 14.60 14.80 15.00 15.20
o, RO LS vt m/z 71.10 71.74%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 LA L L L L L L L L LB
14.60 14.80 15.00 15.20
990 m/z 43.05 71.66%
olZHOL Ly {717y 1410 1830 2250 2680
L L
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
o
14.60 14.80 15.00 15.20
5000 m/z 85.05 55.34%
99.0
ol l A .J |, 1410 1830 P80 3080 3520
T i
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane e N
57.0 14.60 14.80 15.00 15.20
m/z 41.00 23.96%
5000
99.0
ol2%0 Ly 1410 183.0 2250 2810  337.0  394.0
T T T T T T T e e o
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\BF100818\

Data File : BF109667.D

Aca On : 9 Oct 2018 00:17

Operator : JU/SJ

Sample = J5287-05 e
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.64 4.48 ng 114962 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2304 (15.639 min): BF109667.D (-2300) (-) m/z 57.05 100.00%
57.0
5000
ol " 1540 1560 1550 16,00,
410 1831 221.0 266.1 : : : :
0| Lhd g oo geet 2ato 2661 27105 69,980
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 L B B UL I
15.40 15.60 15.80 16.00
99.0 m/z 43.05 58.52%
02m|jjﬂdmm1%02mzmom% 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57.0
1540 15.60 15.80 16.00
5000 m/z 85.05 54 _.17%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 '
Abundance #141429: Eicosane, 2-methyl- T e e
57.0 15.40 15.60 15.80 16.00
m/z 55.10 22.51%
5000
99.0
o 2000 || | | 1410 1830 253.0
I T e e A A " 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\

Data File : BF109667.D

Aca On : 9 Oct 2018 00:17

Operator : JU/SJ

Sample = J5287-05 e
Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.10 2.99 ng 76583 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octacosane 394 C28H58 000630-02-4 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2382 (16.098 min): BF109667.D (-2378) (-) m/z 57.10 100.00%
51.1
>0 LJK«___\
99.0 R AU BN B
" ] 155.1 203.1 245.1 280.1 15.80 16.00 16.20 16.40
o N T N — m/z 71.05 84.07%
m/z--> 50 100 150 200 250 300 350
Abundance #129491: Eicosane
57.0
5000 R R U DU SRR
15. 80 16. oo 16 20 16. 40
270 m/z 43.05 65.10%
0 141.0 183.0 2250 2820
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
15,80 16.00 16.20 16.40
5000 m/z 85.10 58.26%
99.0
Ozmﬂ‘djlmmjmonmzmw%o
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #209565: Octacosane
57.0 15.80 16.00 16.20 16.40
m/z 55.00 29.19%
5000
99.0
oL 20 J ;\ | }410 1830 2250 2810  337.0  394.0
m/z--> 55 100 150 260 250 360 3éo ' 1580 1600 1620 1640
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\

BF109667.D
9 Oct 2018 00:17
JussJ
J5287-05
TRACK-D-4
18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
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 Octacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
16.64 2.04 ng 52390 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 86
2 Pentacosane 352 C25H52 000629-99-2 86
3 Hexacosane 366 C26H54 000630-01-3 86
4 Triacontane 422 C30H62 000638-68-6 86
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 2474 (16.639 min): BF109667.D (-2469) (-) m/z 57.05 100.00%
5%.0
5000 NAAVJ\/J\_‘M
99.0 e
39.0169.1 245.0 16. 40 16 60 16. 80 17. 00
o |.~1|,-.'|.'.'.','."...'2,09'9..' N — m/z 71.10 84.52%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 LN B BRI B B
16.40 16.60 16. 80 17. oo
99.0 m/z 43.05 53.66%
o2 l| L ,1410 1830 2250 2810  337.0  394.0
m/z--> éo 100 150 260 250 360 3%0 '
Abundance #185533: Pentacosane
57.0
" 16/40 16.60 16.80 17.00
5000 m/z 85.05 51.72%
027‘0{ I i l t\ | 419 1830 2250 267.0 3000 3520
m/z--> 50 100 1%0 260 250 360 3%0 '
Abundance #194494: Hexacosane
57.0 16.40 16.60 16.80 17.00
m/z 55.00 25.39%
5000
0270l | i ’ x\ 1410 1830 2250 267.0 309.0  366.0
m/z--> 50 100 150 200 250 3(')0 3&1,0 ' 16|40 16 60 16. 80 17. oo

8270-BF100818.
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF100818\

Data File : BF109667.D

Acq On : 9 Oct 2018 00:17

Operator : JU/SJ

Sample - J5287-05 e
Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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 .91 2.5 ng 79453 1 6.70 648326 20.0
unknown6 .47 6.47 78.4 ng 2540710 1 6.70 648326 20.0
Benzenesulfonamid... 10.59 2.5 ng 80210 4 11.20 639858 20.0
Dodecanoic acid 11.74 2.0 ng 64153 4 11.20 639858 20.0
9-Octadecenamide, ... 13.26 3.9 ng 141855 5 13.83 728366 20.0
Ethanol, 2-(tetra... 13.69 4.3 ng 156677 5 13.83 728366 20.0
Nonadecane 14.90 3.0 ng 76809 6 15.22 512709 20.0
2-methyloctacosane 15.64 4.5 ng 114962 6 15.22 512709 20.0
Eicosane 16.10 3.0 ng 76583 6 15.22 512709 20.0
Octacosane 16.64 2.0 ng 52390 6 15.22 512709 20.0
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