LSC Area Percent Report

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

Data File : BF109661.D

Aca On : 8 Oct 2018 21:29 Instrument :
Operator : JU/SJ BNA_F

Sample  : J5287-02 Gt
Misc i TRACK-D-3

ALS Vial : 12 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 4.904 476 479 487 rBV 50700 74819 3.27% 0.378%
2 5.322 546 550 579 rBVY 1464446 2008868 87.67% 10.153%
3 6.351 721 725 741 rBVY 1603048 2246397 98.04% 11.353%
4 6.469 741 745 766 rVB 1843680 2291342 100.00% 11.580%
5 6.698 780 784 794 rBV 448468 570635 24.90% 2.884%
6 6.851 806 810 832 rBVY 1555033 1646025 71.84% 8.319%
7 7.263 876 880 909 rBVY 1092878 1427420 62.30% 7.214%
8 7.975 998 1001 1023 rBV 558214 723958 31.60% 3.659%
9 9.051 1180 1184 1198 rBV 2195953 2112746 92.21% 10.678%
10 9.445 1247 1251 1263 rBV 156380 167188 7 .30% 0.845%

11 9.722 1294 1298 1313 rBV 695310 685850 29.93% 3.466%
12 10.510 1428 1432 1450 rBV 1043001 1143761 49.92% 5.781%
13 11.204 1546 1550 1561 rBV 505371 604815 26.40% 3.057%

14 11.739 1637 1641 1649 rBV2 57605 78835 3.44% 0.398%
15 12.410 1751 1755 1761 rBV 81017 89543 3.91% 0.453%
16 12.633 1789 1793 1796 rBV 80016 74918 3.27% 0.379%

17 12.780 1814 1818 1828 rBV 1648045 1563762 68.25% 7.903%
18 13.263 1895 1900 1907 rBV 138314 160079 6.99% 0.809%
19 13.474 1932 1936 1942 rVB2 19520 25143 1.10% 0.127%
20 13.686 1968 1972 1980 rBV4 106128 167820 7.32% 0.848%

21 13.827 1991 1996 2008 rBV 656110 766570 33.46% 3.874%

22 13.998 2022 2025 2030 rBV 35118 36026 1.57% 0.182%
23 14.304 2074 2077 2080 rBV2 42852 40130 1.75% 0.203%
24 14.592 2123 2126 2132 rBV 50994 58759 2.56% 0.297%
25 14.663 2135 2138 2141 rBV 39649 36787 1.61% 0.186%
26 14.833 2163 2167 2175 rBV 80160 136126 5.94% 0.688%
27 14.904 2176 2179 2182 rBV 63029 59225 2.58% 0.299%
28 15.110 2211 2214 2221 rVB 29307 40039 1.75% 0.202%
29 15.168 2221 2224 2229 rVB 30244 42045 1.83% 0.212%
30 15.221 2229 2233 2237 rBV 395514 516362 22.54% 2.610%
31 15.645 2301 2305 2310 rVB 62920 90895 3.97% 0.459%
32 16.104 2380 2383 2388 rVB2 32609 48982 2.14% 0.248%
33 16.639 2470 2474 2481 rVB7 25695 50645 2.21% 0.256%
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LSC Area Percent Report

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

Data File : BF109661.D

Aca On : 8 Oct 2018 21:29

Operator : JU/SJ

Sample = J5287-02 e
Misc :

ALS Vial : 12 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: 19786515
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LSC Report - Integrated Chromatogram

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

Data File : BF109661.D

Aca On : 8 Oct 2018 21:29

Operator : JU/SJ

Sample : J5287-02 e
Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

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

Data File : BF109661.D

Aca On : 8 Oct 2018 21:29

Operator : JU/SJ

Sample : J5287-02 e
Misc :

ALS Vial : 12 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 6

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

4.90 2.62 ng 74819 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 72
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 478 (4.898 min): BF109661.D (-476) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 IEBENAESE A A SR
| | 83.0 | 460 4.80 5.00 5.20
it e e m/z 59.00 54_.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R N L AR
460 4.80 5.00 5.20
59.0 m/z 101.10 18.82%
270 || oo 830 1010
Ot e e P e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520
5000 m/z 58.00 16.96%
20.0 101.0
o B0 | Ll 730 850
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0 460 4.80 5.00 5.20
m/z 41.00 10.91%
5000 41.0
0 I 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 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 : BF109661.D

Aca On : 8 Oct 2018 21:29

Operator : JU/SJ

Sample : J5287-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

C:\DATABASENNIST11.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 2 unknown6.47 Concentration Rank 1

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

6.47 80.31 ng 2291340 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 25
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 745 (6.469 min): BF109661.D (-741) (-) m/z 132.00 100.00%
132.0 q
5000 68.1
96.0
40.0 54 J 6.20 6.40 6.60 6.80
0 A0 A m/z 68.10 44_46%
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 32.38%
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 29.00%
0 "'M .-?ﬁp-lw7%?-ﬁ8§9--u J“" [rr T T
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 18.59%
74.0
5000 98.0 116.0
0 T II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| IIIIIIIIIIILIIIIIIIIII
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

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

Data File : BF109661.D

Aca On : 8 Oct 2018 21:29

Operator : JU/SJ

Sample : J5287-02 e
Misc :

ALS Vial : 12 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 4 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.74 2.61 ng 78835 Phenanthrene-d10 11.20
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 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 1641 (11.739 min): BF109661.D (-1637) (-) m/z 73.00 100.00%

73.0

5000

256.2 11.40 11.60 11.80 12.00
m/z 43.05  78.36%

(o]

129.1 é
97.0
uu 171.1191.0 213.2

m/z-->
Abundance

60 80 100 120 140 160 180 200 220 240 260
#107549: n-Hexadecanoic acid

5000 129.0 ““WTWYMT?TT?ﬁJ. —
11.40 11,60 11.80 12.00

(

157.0 1850 213.0 256.0 m/z 60.00  74.44%

04
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
73.0
 REam e R
11.40 11.60 11.80 12.00
5000 129.0 m/z 57.10 66.53%
0150 Ul ' . .
A T I
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0 11.40 11.60 11.80 12.00

m/z 55.00 64 .78%

5000
129.0

‘ 710 2140
‘ H‘ ‘ h“ HM M 1149 Q ‘ L

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

o
=
- 0
L ©
- P
= w
o
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Library Search Compound Report

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

Data File : BF109661.D

Aca On : 8 Oct 2018 21:29

Operator : JU/SJ

Sample : J5287-02 e
Misc :

ALS Vial : 12 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 5 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.26 4.18 ng 160079 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 99
2 Hexadecanamide 255 C16H33NO 000629-54-9 64
3 Tetradecanamide 227 C14H29NO 000638-58-4 64
4 Octanamide 143 C8H17NO 000629-01-6 53
5 Dodecanamide 199 C12H25N0 001120-16-7 53
Abundance Scan 1900 (13.263 min): BF109661.D (-1895) (-) m/z 59.00 100.00%
5d.0
5000 k
—
126.0 13.00 13.20 13.40 13.60
. 154.1 ! )
ol e m/z 72.10 71.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 L SN BN UL U
13.00 13.20 13.40 13.60
m/z 55.00 41 .35%
290 126.0
o "~ 154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106565: Hexadecanamide
59.0
13.00 13.20 13.40 13.60
5000 m/z 41.05 33.96%
ol 2300 | | 880 1140 140 1700 2120 2550
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 2é0 280
Abundance #83608: Tetradecanamide B B m s B S
59.0 13.00 13.20 13.40 13.60
m/z 43.00 24 .16%
- .AV/JL—J\
290
o ||| | 880071280 156.0 184.0 2270
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100818\
Data File : BF109661.D

Aca On : 8 Oct 2018 21:29

Operator : JU/SJ

Sample : J5287-02

Misc :

ALS Vial : 12 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 6 Ethanol, 2-(tetradecyloxy)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.69 4.38 ng 167820 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
2 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 83
3 l17-Pentatriacontene 491 C35H70 006971-40-0 83
4 Tricosvl pentafluoropropionate 486 C26H47F502 1000351-81-0 74
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 74
Abundance Scan 1973 (13.692 min): BF109661.D (-1968) (-) m/z 57.05 100.00%
57.0
5000
13.40 13.60 13.80 14.00
ol m/z 43.05 85.89%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
5000 LI B BN SULRL B
1340 13.60 13.80 14.00
1.0 m/z 83.05 75.45%
oL+ 1960 o0 0
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriacontyl pentafluoropropionate
57.0
13.40 13.60 13.80 14.00
5000 m/z 97.05 71.71%
1.0
ol ﬂmwﬁmmmmmmmmomm 678.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #234187: 17-Pentatriacontene R
43.0 13.40 13.60 13.80 14.00
m/z 55.00 68.67%
h i w
o | 153.0210.0 267. 0321.0 490.0
[rrT I""I""IIIII AR B R S D S DR B B! rrryrTTTT T T T T T T T T T T
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 1340 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 : BF109661.D

Aca On : 8 Oct 2018 21:29

Operator : JU/SJ

Sample : J5287-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

= C:\DATABASE\NIST11.L
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

Concentration Rank 9

Peak Number

7 Hexacosane

R.T. EstConc Area Relative to ISTD R.T.
14.59 2.28 ng 58759 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Triacontane 422 C30H62 000638-68-6 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 2126 (14.592 min): BF109661.D (-2123) (-) m/z 57.10 100.00%
57.1
5000
99.0 AR SR B B B
| 5 1169.0202.1 239 o 281 14.20 14.40 14.60 14.80 15.00
ol L B S e m/z 71.05  78.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 AL SRR B UL R
14:20 14.40 14.60 14.80 15.00
99.0 m/z 43.05 71.15%
ot b d | 141G 1830 2250 267.0 309.0 36,0
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.10 49.18%
99.0
oL.25l0 | |, J | 1419 1830 225.0 296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane e e R B
57.0 14.20 14.40 14.60 14.80 15.00
m/z 41.05 27.40%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 50 100 150 200 250 300 350 400 14:20 14.40 14.60 14.80 15.00
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Library Search Compound Report

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

Data File : BF109661.D

Aca On : 8 Oct 2018 21:29

Operator : JU/SJ

Sample : J5287-02 e
Misc :

ALS Vial : 12 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 8 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.90 2.29 ng 59225 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Eicosane 282 C20H42 000112-95-8 80
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Nonadecane 268 C19H40 000629-92-5 78

Abundance Scan 2178 (14.898 min): BF109661.D (-2176) (-) m/z 57.10 100.00%

57.1

5000
R R R
1131 1410 1710 21512370 2007 14.60 14.80 15.00 15.20
0! m/z 71.10 76.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000 LA L L L L L L L L LB
14 60 14. 80 15. OO 15. 20
m/z 43.10 72.16%
29.0 113.0 0
o U 1410 1690 197.0 2250 253.0 2960
R AAa B o e B R AR AN ERENEAEE LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane
57.0
R R R
85.0 14.60 14.80 15.00 15.20
5000 m/z 85.10 62.90%
113.0
0 29\0‘\ )y ) j1410,1690 197.0 2250 2530 2820
R AAaS B a e e B R AR AN ERRNEane s IERNS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117646: Octadecane, 2-methyl- R R e R
57.0 14.60 14.80 15.00 15.20
m/z 55.00 25.16%
5000 85.0
29.0
o Sl L M0 1410 160.0 197.0 2P0 2530
T T T T T P T T [T P = PP e e e R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BF109661.D

Aca On : 8 Oct 2018 21:29

Operator : JU/SJ

Sample : J5287-02 e
Misc :

ALS Vial : 12 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 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.64 3.52 ng 90895 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Docosane 310 C22H46 000629-97-0 90
Abundance Scan 2304 (15.639 min): BF109661.D (-2301) (-) m/z 57.05 100.00%
57.0
5000
99.0 RIS B BN SR
\ uulﬁomo 249.0 281 1 15.40 15.60 15.80 16.00
1 N P 0 P O P W OO Yl o — m/z 71.10 75.00%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 L UL SIS B SRR
15.40 15.60 15.80 16.00
m/z 43.05 69.56%
141.0 239.0
- 183.0 268.0 308.0 352.0
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0
' 15.40 15.60 15.80 16.00
5000 m/z 85.10 56.97%
99.0
0 ‘ } Ll f410 18205170 25202810 3220
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane R
57.0 15.40 15.60 15.80 16.00
m/z 55.00 24_76%
5000
99.0
o 2&9[ | J | 1410 1830 2250 267.0 309.0  365.0394.0
m/z--> 50 100 150 200 250 300 350 ' 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF109661.D

Acq On : 8 Oct 2018 21:29

Operator : JU/SJ

Sample - J5287-02 e
Misc :

ALS Vial : 12 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 .90 2.6 ng 74819 1 6.70 570635 20.0
unknown6 .47 6.47 80.3 ng 2291340 1 6.70 570635 20.0
n-Hexadecanoic acid 11.74 2.6 ng 78835 4 11.20 604815 20.0
9-Octadecenamide, ... 13.26 4.2 ng 160079 5 13.83 766570 20.0
Ethanol, 2-(tetra... 13.69 4.4 ng 167820 5 13.83 766570 20.0
Hexacosane 14.59 2.3 ng 58759 6 15.22 516362 20.0
Heneicosane 14.90 2.3 ng 59225 6 15.22 516362 20.0
Heptadecane, 9-oc... 15.64 3.5 ng 90895 6 15.22 516362 20.0
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