LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111712.D

Aca On - 26 Dec 2018 13:29 Instrument :

Operator : JU/SJ ?:'l\:gﬁ't:Sam ol

3§mple : J6498-02 SS&JZH}gDHQJ
isc :

ALS Vial : 7 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-BF121918.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 2.210 15 21 26 rvB 69434 95602 2.11% 0.235%
2 3.434 226 229 242 rBV 35594 75457 1.67% 0.185%
3 5.122 510 516 522 rBV 184801 245976 5.43% 0.604%
4 5.534 581 586 589 rBY 3913416 3792984 83.81% 9.321%
5 6.540 752 757 762 rBV2 3990161 4285011 94.68% 10.530%
6 6.675 775 780 783 rBVY 4452878 4073406 90.00% 10.010%
7 6.898 815 818 822 rVB 1217414 1078638 23.83% 2.651%
8 7.057 841 845 849 rBVY 3516573 3140938 69.40% 7.718%
9 7.457 908 913 916 rBVY 2759005 2568662 56.75% 6.312%
10 8.181 1032 1036 1040 rBvV 1581096 1360071 30.05% 3.342%

11 9.257 1214 1219 1222 rBV 5464743 4525963 100.00% 11.122%
12 9.645 1281 1285 1288 rBV 631696 488730 10.80% 1.201%
13 9.939 1331 1335 1338 rBV 1731587 1528908 33.78% 3.757%
14 10.228 1381 1384 1387 rBV 57712 70893 1.57% 0.174%
15 10.728 1464 1469 1472 rBV 3383873 2947826 65.13% 7.244%

16 11.422 1583 1587 1590 rBV 1815127 1513050 33.43% 3.718%
17 11.945 1673 1676 1679 rBV2 225468 181892 4.02% 0.447%
18 12.633 1790 1793 1796 rBV 234098 188069 4.16% 0.462%
19 12.727 1806 1809 1812 rBV3 63215 60156 1.33% 0.148%
20 12.863 1827 1832 1834 rBV 199082 193397 4.27% 0.475%

21 13.004 1852 1856 1860 rBV 4200715 4083623 90.23% 10.035%
22 13.480 1934 1937 1941 rBV 210995 254703 5.63% 0.626%
23 13.898 2004 2008 2014 rBV3 314036 368697 8.15% 0.906%
24 14.057 2030 2035 2038 rBV 1342884 1372327 30.32% 3.372%
25 14.086 2038 2040 2042 rVB 80805 63313 1.40% 0.156%

26 14.169 2051 2054 2057 rBV2 66577 68129 1.51% 0.167%
27 14.221 2061 2063 2068 rVB 111848 104511 2.31% 0.257%
28 14.533 2113 2116 2120 rVB 182135 191882 4.24% 0.472%
29 14.839 2166 2168 2172 rBV2 113560 100398 2.22% 0.247%
30 15.104 2210 2213 2223 rBV 102059 210781 4.66% 0.518%

31 15.186 2224 2227 2230 rBV 165848 201072 4.44% 0.494%

32 15.545 2283 2288 2291 rBV 940708 1114977 24.64% 2.740%
33 16.021 2366 2369 2373 rBV 119427 144182 3.19% 0.354%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF122618\
Data File : BF111712.D

Aca On : 26 Dec 2018 13:29

Operator : JU/SJ

Sample : J6498-02

Misc :

ALS Vial : 7 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\HPCHEM1\BNA F\METHODS\8270-BF121918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 40694224
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111712.D

Aca On - 26 Dec 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J6498-02 SSSI-1218-S-DH-9-T
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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: BF111712.D

5000000
6.67

4000000 5.53 6.54

7.06

3000000 746

2000000

6.90
1000000

2.21 3.43 5.12 L—J
O e LA e e e e B L o e e e e e [ s s B s s s B

T 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: BF111712.D
9(26

5000000
13.00
4000000
10.73

3000000
2000000 9.94 11.42

1000000
9.65

L 10.23 L 11.95 12 (?%.86

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF111712.D

5000000
4000000
3000000

2000000
14.06
15.54

1000000
Mgo daze 1453 1484 1519919 16.02

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111712.D

Aca On - 26 Dec 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J6498-02 SSSI-1218-S-DH-9-T
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 4

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

5.12 4.56 ng 245976 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 516 (5.122 min): BF111712.D (-510) (-) m/z 43.00 100.00%
43
59
5000
101 SRR LS AR AR
51 83 | 480 5.00 5.20 5.40
o} YA 5 .« N — m/z 59.10 54.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L UL UL I
59 480 500 520 540
m/z 101.10 18.09%
15 31 101
0 | U Y | 83 ,
R I IR SRS UL LI I IR UL RIS SRR LS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43
480 5.00 520 540
5000 m/z 58.10 13.78%
101
15 31 % 6 86
) R A SRS RN ARAR RRARA RARSA RARAN AARAN LA RALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e R
59 480 5.00 5.20 5.40
m/z 41.10 9.59%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111712.D

Aca On - 26 Dec 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J6498-02 SSSI-1218-S-DH-9-T
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 2 unknown6.67 Concentration Rank 1

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

6.67 75.53 ng 4073410 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 779 (6.669 min): BF111712.D (-775) (-) m/z 132.00 100.00%
5000 68
40 54 % J 640 6.60 6.80 7.00
o drer |sus o m/z 68.10 45.45%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IREBE ARSI S
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 31.32%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
" 640 6.60 6.80 7.00
5000 m/z 66.10 29.99%
33 aa o 105
0....|....6|0....|0....|..:!-1.5|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I R o B
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 19.52%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | I |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111712.D

Aca On - 26 Dec 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J6498-02 SSSI-1218-S-DH-9-T
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 9
R.T. EstConc Area Relative to ISTD R.T.
11.95 2.40 ng 181892 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1677 (11.951 min): BF111712.D (-1673) (-) m/z 43.05 100.00%
43
5000
. 129 192 213
01115 | q51071N 207,34 226 1160 11.80 12.00 1220
Okl m/z 73.00  77.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000{ 29 256
11.60 11.80 12.00 12.20
213 m/z 60.00 73.25%
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid
43 60 73
- 11'60 11.80 12.00 12.20
5000 m/z 55.05 64 .58%
129 242
115
o L AL e | s o |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid B B
60 73 11.60 11.80 12.00 12.20
43 m/z 41.05 63.93%
5000 129
29 . 185 228
9 115 | 143 171
0 ,.\.‘. T P T e L | 199213 dadei
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111712.D

Aca On - 26 Dec 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J6498-02 SSSI-1218-S-DH-9-T
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 5
R.T. EstConc Area Relative to ISTD R.T.
13.48 3.71 ng 254703 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 98
2 Dodecanamide 199 C12H25N0 001120-16-7 68
3 Octadecanamide 283 C18H37NO 000124-26-5 59
4 Octanamide 143 C8H17NO 000629-01-6 59
5 Tetradecanamide 227 C14H29NO 000638-58-4 59

Abundance Scan 1937 (13.480 min): BF111712.D (-1934) (-) m/z 59.00 100.00%

99

5000
41

=

13.20 13.40 13.60 13.80
m/z 72.05 58.50%

137 154169184 207223238 264281 302

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128445: 9-Octadecenamide, (2)-

?

5000 LA L L L L L L
13 20 13. 40 13. 60 13. 80
m/z 55.10 39.29%
ol 18 126 154169184 221238 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #60440: Dodecanamide
59
T T

13.20 13.40 13.60 13.80

5000 m/z 41.10 30.87%
28 43
Loy s 129 sser1 00
e U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #130204: Octadecanamide AR EREEE RS
59 13.20 13.40 13.60 13.80
m/z 43.10 30.12%
- w\ku//\\
0 \‘ | 86101 128 156 184 212 240355 2§3
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111712.D

Aca On - 26 Dec 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J6498-02 SSSI-1218-S-DH-9-T
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 5-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.90 5.37 ng 368697 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 95
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
4 Cvclotetracosane 336 C24H48 000297-03-0 91
5 1-Tricosene 322 C23H46 018835-32-0 91
Abundance Scan 2008 (13.898 min): BF111712.D (-2004) (-) m/z 57.10 100.00%
57
83
5000
T ST 13160 15,80 14100 1420
Oyl m/z 43.10 91.04%
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
g5
83
5000 L DA S B SULA
13.60 13.80 14.00 14.20
29 111 m/z 55.10 82.81%
o I [ L 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57
83 R AU BRI U
13.60 13.80 14.00 14.20
5000 11 m/z 83.10 74 .90%
29
ol Ii ‘ | |[1239 165182 210 s 356
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester R e e  EEEmmmEm
57 13.60 13.80 14.00 14.20
97 m/z 97.10 64 .39%
5000
29 125
0 e \\} 154 182 210 238 283 384
m/z--> 50 100 150 2(')0 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111712.D

Aca On - 26 Dec 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J6498-02 SSSI-1218-S-DH-9-T
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 E-14-Hexadecenal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .53 2.80 ng 191882 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 94
2 1-Octadecene 252 C18H36 000112-88-9 94
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 94
4 Heptadecane 240 C17H36 000629-78-7 93
5 Octadecane 254 C18H38 000593-45-3 91
Abundance Scan 2115 (14.527 min): BF111712.D (-2113) (-) m/z 57.10 100.00%
57
5000 85
R UM B B B
113 141 254 a1 14.20 14.40 14.60 14.80
ol ,-...IM.L...,1.‘?91.9,6.2.2?.,...?9?....,...?9,7....,...‘.‘9,9. m/z 43.10 78.03%
m/z--> 50 00 150 200 250 300 350 400 450 500
Abundance #92510: E-14-Hexadecenal
43
5000 LN BRI ISR BRI B
111 Mmmmmmmm
m/z 71.10 54 _.22%
o \1140168 210238
m/z--> éo 160 1% 260 2éo 360 3%0 460 4éo 560
Abundance #104183: 1-Octadecene
43
83 R N BRI B UGS
14.20 14.40 14.60 14.80
5000 m/z 85.10 43.68%
111
0 J \ l].40 168 196 224 252
m/z--> 50 160 1%0 260 2éo 360 3%0 460 4éo 560
Abundance #104157: E-15-Heptadecenal R a R mamEE L
43 14.20 14.40 14.60 14.80
83 m/z 55.10 35.03%
5000
111
ol L || | 1139 168 106 224 252
m/z--> éo 160 1%0 260 2éo 360 3%0 460 4éo 560 1420 1440 1460 14%0 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111712.D

Aca On - 26 Dec 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J6498-02 SSSI-1218-S-DH-9-T
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 6
R.T. EstConc Area Relative to ISTD R.T.

15.19 3.61 ng 201072 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Nonadecane 268 C19H40 000629-92-5 93
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87

Abundance Scan 2228 (15.192 min): BF111712.D (-2224) (-) m/z 57.10 100.00%

57
5000 85

113 14.80 15.00 15.20 15.40 15.60
l 141 165183 211 239 273 311 336 372
o....,.‘.-.ll.sll!L.A'.:-,‘.-:..,..'.'.,.... ey m/z 43.10 65.14%

m/z--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
5000 85 LA L L L L L L L L LB
14. 80 15. OO 15 20 15. 40 15. 60
29 m/z 71.10 59.90%
. L 4113 141 169 197 225 253 296
el — T T
m/z--> 0 50 100 150 200 250 300 350
Abundance #117636: Nonadecane
57
RS mE T
14.80 15.00 15.20 15.40 15.60
5000 85 m/z 85.10 44 _40%
29 268
113
0 11 A | Ll I\ 141 1(139 197 i 225 |
el e T
m/z--> 0 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- B B E e
57 14.80 15.00 15.20 15.40 15.60
m/z 55.10 24 .55%
5000 85
113
ol 38 J‘L L (141 169 197 % 267 294 323 352
m/z--> 0 50 100 150 200 250 300 350 14. 80 15. 00 15 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF122618\

Data File : BF111712.D

Aca On - 26 Dec 2018 13:29

Operator : JU/SJ

ﬁ?ggle i J6498-02 SSSI-1218-S-DH-9-T
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Tricosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.02 2.59 ng 144182 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptadecane 240 C17H36 000629-78-7 87
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2369 (16.021 min): BF111712.D (-2366) (-) m/z 57.10 100.00%
57
5000 85
141163 211 248 301 15.80 16.00 16.20 16.40
ol ..|, Ay Jl by 20 1892 200 2787, 884362 40T hn77z 43.10 66.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164579: Tricosane
57
5000 85 L BRI BN SULULILN B
15. 80 16 00 16. 20 16. 40
m/z 71.10 57 .92%
ol L 10 197 225 250 o 3!
m/z--> 50 100 150 200 250 300 3éo 460
Abundance #209566: Octacosane
57
"' 15.80 16.00 16.20 16.40
5000 a5 m/z 85.10 46.26%
29
oL ] | |113‘141 169 197 225 253 281 309 337 365 394
m/z--> éo 100 1%0 260 2%0 360 3éo 460
Abundance #94346: Heptadecane LI L L BN B
57 15.80 16.00 16.20 16.40
m/z 55.10 25.11%
85
5000
29
0 | I w J113 141 169 197 240
m/z--> éo 100 1%0 260 250 300 3éo 460 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF122618\

Data File : BF111712.D

Acq On : 26 Dec 2018 13:29

Operator : JU/SJ

3?22'6 i J6498-02 SSSI-1218-S-DH-9-T
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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... 5.12 4.6 ng 245976 1 6.90 1078640 20.0
unknown6 .67 6.67 75.5 ng 4073410 1 6.90 1078640 20.0
n-Hexadecanoic acid 11.95 2.4 ng 181892 4 11.42 1513050 20.0
9-Octadecenamide, ... 13.48 3.7 ng 254703 5 14.06 1372330 20.0
5-Eicosene, (E)- 13.90 5.4 ng 368697 5 14.06 1372330 20.0
E-14-Hexadecenal 14.53 2.8 ng 191882 5 14.06 1372330 20.0
Heneicosane 15.19 3.6 ng 201072 6 15.54 1114980 20.0
Tricosane 16.02 2.6 ng 144182 6 15.54 1114980 20.0
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