LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106460.D

Aca On : 14 Jun 2018 23:18

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 26 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-BF061118.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 5.201 483 487 496 rVB 200840 217233 6.85% 0.788%
2 5.613 553 557 564 rBY 2217020 2311139 72.90% 8.378%
3 6.613 723 727 734 rBVY 2267907 2300033 72.55% 8.338%
4 6.748 746 750 753 rBVY 2637663 2263538 71.40% 8.206%
5 6.966 783 787 790 rBV 979172 749089 23.63% 2.716%
6 7.125 809 814 817 rBV 2046040 1820540 57.42% 6.600%
7 7.531 878 883 886 rBY 1502000 1493218 47.10% 5.413%
8 8.248 1001 1005 1008 rBV 1144359 906144 28.58% 3.285%
9 9.319 1181 1187 1191 rBV 2415389 2311863 72.92% 8.381%
10 9.713 1250 1254 1259 rVB 261965 205049 6.47% 0.743%
11 9.919 1285 1289 1294 rBV2 44707 52247 1.65% 0.189%
12 10.007 1298 1304 1317 rVB2 1046206 952114 30.03% 3.452%
13 10.419 1372 1374 1377 rVB2 58704 48072 1.52% 0.174%
14 10.801 1435 1439 1442 rBV 1408323 1272968 40.15% 4.615%
15 10.895 1452 1455 1461 rBvV2 54261 73826 2.33% 0.268%
16 11.342 1528 1531 1534 rBvV 39701 36209 1.14% 0.131%

17 11.501 1554 1558 1560 rBV 871725 835881 26.36% 3.030%
18 11.519 1560 1561 1568 rVV 161846 141611 4_.47% 0.513%

19 12.001 1640 1643 1645 rBV2 33374 37034 1.17% 0.134%
20 12.113 1658 1662 1664 rBV2 44495 47804 1.51% 0.173%
21 12.177 1670 1673 1676 rBV3 31170 31863 1.01% 0.116%
22 12.442 1713 1718 1722 rBV3 51810 58841 1.86% 0.213%

23 12.713 1761 1764 1767 rBV 396719 325043 10.25% 1.178%
24 12.748 1767 1770 1773 rVB 186376 153930 4._86% 0.558%
25 12.871 1788 1791 1793 rBV2 36836 36544 1.15% 0.132%

26 12.942 1797 1803 1809 rBV 344567 406319 12.82% 1.473%
27 13.083 1823 1827 1830 rBV 2224679 1931201 60.91% 7.001%

28 13.218 1848 1850 1853 rBV 53721 41397 1.31% 0.150%
29 13.271 1856 1859 1861 rVVv2 61912 57808 1.82% 0.210%
30 13.336 1868 1870 1872 rVB 40719 34745 1.10% 0.126%
31 13.448 1887 1889 1891 rVB 39965 31837 1.00% 0.115%
32 13.542 1903 1905 1908 rVB3 46601 42908 1.35% 0.156%

33 13.965 1974 1977 1983 rBV3 241026 281180 8.87% 1.019%
34 14.148 2003 2008 2011 rBV2 866271 919433 29.00% 3.333%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106460.D

Aca On : 14 Jun 2018 23:18

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 26 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\HPCHEM1\BNA F\METHODS\8270-BF061118_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.171 2011 2012 2015 rVB 141485 86520 2.73% 0.314%

36 14.289 2020 2032 2050 rBV7 683200 3170426 100.00% 11.493%
37 14.612 2083 2087 2094 rBV2 240637 380767 12.01% 1.380%
38 15.083 2164 2167 2172 rVB 107798 118392 3.73% 0.429%
39 15.224 2189 2191 2195 rBV 103140 158589 5.00% 0.575%
40 15.283 2198 2201 2204 rVB 387115 390180 12.31% 1.414%

41 15.683 2265 2269 2274 rVB 420716 517227 16.31% 1.875%
42 15.906 2304 2307 2312 rBV4 112652 147512 4._.65% 0.535%
43 16.148 2345 2348 2353 rVB 122428 186364 5.88% 0.676%

Sum of corrected areas: 27584638
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106460.D

Aca On : 14 Jun 2018 23:18

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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: BF106460.D

2500000

561 6.61
7.12
2000000

1500000 7.53

1000000 6.97

500000

—
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: BF106460.D

2500000 9.32 13.08

2000000

1500000 10.80

8.25
10.01
1000000 11.50

500000 12.7112.94

{ 9.9 10.42 0.90
AR

L o e A e e e S e ,
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: BF106460.D
2500000

2000000

1500000

14.15

1000000

15.28 15.68

500000 15.91 16.15

L T
14.50 15.00

T I
15.50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106460.D

Aca On : 14 Jun 2018 23:18

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 8

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

5.20 5.80 ng 217233 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 3-0Octanol 130 C8H180 000589-98-0 9

Abundance Scan 487 (5.201 min): BF106460.D (-483) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1 S SR UL AR
| 83.0 | 4.80 5.00 5.20 5.40 5.60
! US| FSNSSSSVIY | NS chc MO N m/z 59.00 58.56%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL I I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 18.38%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540 5.60
5000 m/z 58.00 15.49%
41.0
29.0 101.0
O --§9'9--- N 7?3q '|'§§'9|" T T
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T REa L
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.76%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106460.D

Aca On : 14 Jun 2018 23:18

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown6.75 Concentration Rank 2

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

6.75 60.43 ng 2263540 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 750 (6.748 min): BF106460.D (-746) (-) m/z 132.05 100.00%
132.1
5000 68.0
96.1 SRS SRS UL SRR
40.0 54.0 J 6.40 6.60 6.80 7.00
047—.—.—.—#‘1—.—##4-&.':8,2:1. ST -2 R m/z 68.05 39.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 ISR SRS UL SRR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 34 .23%
0 ‘ [ H (1 ‘ “ 1
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Ti ok ok T
5000 9go 1160 m/z 66.00 25.21%
0 158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180 1
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R REEE mE s s
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.11%
117.0
5000
91.0
Lo e | L
0|'“"f'“”'NH'”M"”'lw"”l'“‘w""l""l"" SR SRS UL SRR
m/z--> 20 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\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106460.D

Aca On : 14 Jun 2018 23:18

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Eicosyl heptafluorobutyrate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.97 6.12 ng 281180 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 91
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 l1l-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
4 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 91
5 E-7-Octadecene 252 C18H36 1000130-92-0 90
Abundance Scan 1978 (13.971 min): BF106460.D (-1974) (-) m/z 57.10 100.00%
57.1
5000 7.1 ,m,,JNhﬂ»A,vw/th»ﬁwa’/\¥“A’
NSRRI SR B
154.1 234.1 13.60 13.80 14.00 14.20
0 ...,..-.‘.l,l.l.e, 1801 W g2 802 . m/z 43.05  75.44%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234498: Eicosy! heptafluorobutyrate
57.0
97.0
5000 AR SRR UL B
13.60 13.80 14.00 14.20
m/z 71.10 62 .64%
oLt d u‘ M | h i a . }820 2240 2890 3250 476.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0 g7
13.60 13.80 14.00 14.20
5000 m/z 55.00 58.18%
. 1390 165 02000 266.0 3110 412.0 wvwfwvv_uw,JLA-vm}/\\““
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164026: 1-Hexadecanesulfonyl chloride R B
57.0 13.60 13.80 14.00 14.20
m/z 83.10 53.18%
97.0
N WL/\\A/
oL, ‘ l 10 1810 240 27105070
m/z--> 5'0 1c')o 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106460.D

Aca On : 14 Jun 2018 23:18

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Friedelan-3-one Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.29 68.96 ng 3170430 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Friedelan-3-one 426 C30H500 000559-74-0 99
2 Cvclohexanone. 2.3.3-trimethvl-2... 206 C14H220 069296-90-8 58
3 Azulenol4.5-b1furan-2.9-dione. d... 264 C15H2004 002571-81-5 56
4 D:A-Friedoursan-3-one 426 C30H500 089950-00-5 45
5 3(4H)-Phenanthrenone, 4a,4b,5,6,... 246 C1l7H260 057684-12-5 38

Abundance Scan 2032 (14.289 min): BF106460.D (-2020) (-) m/z 69.05 100.00%

69.0
09.1

163.1 9052

1

273.1 R B B
307.1341.3 4113 14.00 14.20 14.40 14.60
' m/z 95.10  77.48%

1

m/z--> 50 100 150 200 250 300 350 400
Abundance #221186: Friedelan-3-one
69.0 109.0
5000 LA L L L L L LB
163.0 205.0 273.0 426.0 14.00 14.20 14.40 14.60
29 ’ m/z 109.10 74 .20%
: 341.0
oL L 14‘0\“ ‘\ \3d50 3840 L1
m/z--> 50 100 150 200 O 300 350 400
Abundance
123.0
R EREREREE RS
41.0 191.0 14.00 14.20 14.40 14.60 -
5000 79.0 m/z 55.00 74 .18%
Ob—— [T rr T r T[T T T[T T T T LENLL LI B N I B R M
m/z--> 50 100 150 200 250 300 350 400
Abundance #113955: Azuleno[4,5-b]furan-2,9-dione, decahydro-6a-hydro... R EEEEE S
128.0 14.00 14.20 14.40 14.60

m/z 123.10 63.69%

5000

%

14.00 14. 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106460.D

Aca On : 14 Jun 2018 23:18

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 9-Tricosene, (2)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.61 8.28 ng 380767 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 93
2 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
3 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 91
4 Hexadecane. 1-(ethenvloxv)- 268 C18H360 000822-28-6 81
5 Cyclotetracosane 336 C24H48 000297-03-0 78
Abundance Scan 2087 (14.612 min): BF106460.D (-2083) (-) m/z 57.10 100.00%
57.1
LRSI UL AU AL I
39 1 242.1 14.20 14.40 14.60 14.80 15.00
ol dh J' A% 18312121770 2841 32413582 3973 G453 00 72.850%
m/z--> 50 100 150 200 250 300 350 400
Abundance #163019: 9-Tricosene, (2)-
55.0
5000 AL SRR B UL R
14:20 14.40 14.60 14.80 15.00
0
390 3290 m/z 71.10 57.29%
Jeslo) | \ M m h ‘16? 0 2090 26202010 |
m/z--> 50 200 250 300 350 400
Abundance
57.0
14:20 14.40 14.60 14.80 15.00
5000 m/z 55.00 53.56%
97.0
o 210 126.0155.0 224.0 269.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #211266: Oxalic acid, isobutyl octadecy! ester A Ea T o R
57.0 14.20 14.40 14.60 14.80 15.00
m/z 83.10 51.70%
5000
97.0
o270k | ‘” JU | 1270 1600 2240 29? 0
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\BF061418\
Data File : BF106460.D

Aca On : 14 Jun 2018 23:18

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.08 4.58 ng 118392 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 93
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 93
3 E-11(13-MethvI)tetradecen-1-ol a... 268 C17H3202 1000130-80-4 78
4 17-Octadecenal 266 C18H340 056554-86-0 72
5 16-Octadecenal 266 C18H340 056554-87-1 72
Abundance Scan 2166 (15.077 min): BF106460.D (-2164) (-) m/z 57.00 100.00%
57.0
281 4o51 214104512700 3281 365.1 14.80 15.00 15.20 1540
0 m/z 43.00 88.24Y%
m/z--> 50 100 150 200 250 300 350
Abundance #117605: Octadecanal
43.0 820
5000 LRI B BRI BN B
14. 80 15. oo 15 20 15. 40
10.0 250.0 m/z 82.10 77.52%
‘ | ﬂ38°166019402220
o ‘hh\ |"" : ——
m/z--> 50 150 200 250 300 350
Abundance
43.0 820
14.80 15.00 15.20 1540
5000 m/z 55.00 72.10%
110.0
o 138.01660 208.0 250.0
m/z--> B '55' ' "160" "150" ' 560" ' 550" ' 560" ' Séo" '
Abundance #117503: E-11(13-Methyl)tetradecen-1-ol acetate A BRREEEEE LS
83.0 14.80 15.00 15.20 15.40
43.0 m/z 96.05 64.91%
5000
10.0 208.0
0 {4 )| )| 15201800 | 239.0268.0
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 14|80 15. oo 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106460.D

Aca On : 14 Jun 2018 23:18

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 4
R.T. EstConc Area Relative to ISTD R.T.
15.28 15.09 ng 390180 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Octacosane 394 C28H58 000630-02-4 81
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 2200 (15.277 min): BF106460.D (-2198) (-) m/z 57.05 100.00%
57.0 N
5000
9.1 15.00 15.20 1540 15.60
141.2 . . . .
ol h b |y 152 183.2217.2 2581 299.23280 3654 m/z 71.05 65.81%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L B BULELLE BRI UL
15.00 15.20 15. 40 15. 60
99.0 m/z 43.05 54 _.64Y%
. 210, Ll 2410 1830 2250 26702960
m/z--> 50 160 1%0 260 250 360 3%0
Abundance
57.0
15.00 15.20 1540 15.60
5000 m/z 85.10 50.81%
99.0
o 141.0 182.07110 252,0281.0 3220
m/z--> - "55' B 160" ' 150" "260" ' 550" ' 500" ' ééo" B
Abundance #117637: Nonadecane Al e R R e e
57.0 15.00 15.20 15.40 15.60
m/z 55.00 19.66%
e IJHA/\M\A/\W\’\
990
0 27\‘0\ | Y M ]‘ 141 0 183. O 268.0
m/z--> 55 100 1%0 200 250 360 3%0 1550 1520 1540 1560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061418\
Data File : BF106460.D

Aca On : 14 Jun 2018 23:18

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.15 7.21 ng 186364 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Docosane 310 C22H46 000629-97-0 91
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 2348 (16.148 min): BF106460.D (-2345) (-) m/z 57.10 100.00%
57.1
991 15.80 16.00 16.20 1640
169 2 207 1 265.1 . . . .
ol LU gagep 1692 207103612601 0980327, 3182 B0 6T 74 o919,
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 L DAL SR B B B
mmmmmmmm
99.0 m/z 43.00 53.69%
ol h‘h \\h 141.0 1830 2250 267.0 309.0 3610
m/z--> éo 100 1%0 200 250 300 350 460
Abundance
57.0
15.80 16.00 16.20 16140
5000 m/z 85.10 48 .54%
99.0
o 141.0 183.0 239.0 281.0310 0
m/z--> B 'éoll "160" ' 150" "200" ' 550" ' 500" ' 550" ' 260
Abundance #117648: Octadecane, 2-methyl- L B o
43.0 15.80 16.00 16.20 16.40
m/z 55.00 19.84%
5000
85.0
m/z--> éo 160 150 260 2%0 360 350 460 1580 1600 1620 1640 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061418\
Data File : BF106460.D

Acq On : 14 Jun 2018 23:18

Operator : JU/SJ

Sample : J3471-04

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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... 5.20 5.8 ng 217233 1 6.97 749089 20.0
unknown6.75 6.75 60.4 ng 2263540 1 6.97 749089 20.0
Eicosyl heptafluo... 13.97 6.1 ng 281180 5 14.15 919433 20.0
Friedelan-3-one 14.29 69.0 ng 3170430 5 14.15 919433 20.0
9-Tricosene, (2)- 14.61 8.3 ng 380767 5 14.15 919433 20.0
Octadecanal 15.08 4.6 ng 118392 6 15.68 517227 20.0
Heneicosane 15.28 15.1 ng 390180 6 15.68 517227 20.0
Hexacosane 16.15 7.2 ng 186364 6 15.68 517227 20.0
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