LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\

Data File : BF108857.D

Aca On : 7 Sep 2018 13:44 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

a?ggle : J4741-02 AOC2.03.B

ALS Vial : 9 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-BF090518 .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 4.284 326 331 339 rBVY 1441370 1680831 31.16% 3.766%
2 4.925 435 440 452 rVB 1153034 1368370 25.36% 3.066%
3 5.343 506 511 514 rBVY 3761659 3607856 66.87% 8.083%
4 6.372 680 686 688 rBY 3621162 3884649 72.00% 8.703%
5 6.501 704 708 712 rBVY 3799420 3801615 70.47% 8.517%
6 6.737 744 748 751 rBV 1667487 1303997 24.17% 2.921%
7 6.895 770 775 778 rBVY 4542040 3915443 72.58% 8.772%
8 7.295 838 843 846 rBVY 3487442 3106771 57 .59% 6.960%
9 8.019 962 966 969 rBVY 1879727 1661888 30.80% 3.723%
10 9.095 1144 1149 1152 rBV 6253170 5395007 100.00% 12.086%

11 9.483 1211 1215 1218 rBV 372666 285981 5.30% 0.641%
12 9.766 1259 1263 1267 rBV 2194282 1759863 32.62% 3.943%
13 10.548 1392 1396 1399 rBV 2199890 1902813 35.27% 4.263%
14 11.242 1510 1514 1517 rBV 1966862 1575198 29.20% 3.529%
15 11.777 1601 1605 1609 rBv4 57865 68541 1.27% 0.154%

16 12.448 1716 1719 1723 rVB 104915 90552 1.68% 0.203%
17 12.671 1751 1757 1760 rBvV2 103318 150746 2.79% 0.338%
18 12.824 1779 1783 1787 rBV 4705487 4532255 84.01% 10.154%
19 13.736 1935 1938 1945 rVvB3 126071 177617 3.29% 0.398%
20 13.865 1956 1960 1963 rBV 1866460 1635896 30.32% 3.665%

21 14.360 2042 2044 2049 rBV 97773 137822 2.55% 0.309%
22 14.630 2087 2090 2092 rBV 255786 257899 4.78% 0.578%
23 14.660 2092 2095 2100 rVB2 139507 187303 3.47% 0.420%
24 14.977 2146 2149 2155 rVB 257104 275670 5.11% 0.618%
25 15.277 2195 2200 2203 rVB 1072169 1285289 23.82% 2.879%

26 15.336 2207 2210 2214 rVB 234209 289299 5.36% 0.648%
27 15.742 2276 2279 2283 rBV 251144 297605 5.52% 0.667%

Sum of corrected areas: 44636776
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF090718\
Data File : BF108857.D

Aca On : 7 Sep 2018 13:44

Operator : JU/SJ

Sample : J4741-02

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF090518 .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: BF108857.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108857.D

Aca On > 7 Sep 2018 13:44

Operator : JU/SJ

Sample : J4741-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 3-Penten-2-one, 4-methyl- Concentration Rank 3

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

4.28 25.78 ng 1680830 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 87
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 80
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 80

Abundance Scan 330 (4.278 min): BF108857.D (-326) (-) m/z 83.05 100.00%
55.0 83.0
5000 43.0 8.1
| 1 era 400 4.20 440 460
L e m/z 55.05 87.22%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 R R L I L
20,0 43.0 98.0 400 420 440 4.60
' ‘ m/z 43.00 38.47%
.|. 1L Il | | 67.0 75.0 | L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3169: 3-Hexen-2-one
83.0
.0 "ibo 430 am 4k
5000 43.0 m/z 98.10 34.90%
98.0
29.0
...,....,..:U,...a‘i‘a...i‘.‘.l.,...6?',0....,&..,....‘,....
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- R e e R R
55.0 83.0 4.00 420 4.40 4.60
m/z 39.05 27 .35%
41.0
5000 270 98.0
1?0 | ‘ 6%0
i 1l ' ‘\ | [l | A
miz--> 10 20 30 40 50 60 70 80 90 100 400 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108857.D

Aca On > 7 Sep 2018 13:44

Operator : JU/SJ

Sample : J4741-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.92 20.99 ng 1368370 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
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 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 439 (4.919 min): BF108857.D (-435) (-) m/z 43.00 100.00%
43.0
59.1
5000
o 460 480 500 520
83.0 : : : :
...,....,....,....','::..,..:.l,...7.,1:9..,.'...,....',|....,....,....,....,...., m/z 59.10 52.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 7K b sho 5k
0,
150 4, 1010 m/z 101.10 18.64%
R , 83.0 ,
mz-> 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 58.10 15.89%
20.0 101.0
"'l%?:?l"“w“"'“""|““‘|“"'T?;g'lg?‘ql"“l""l""|'“'|""|""
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 R ma Ry
54.0 460 4.80 5.00 5.20
m/z 41.05 8.88%
5000 41.0
"W"”I'“'I“'JhL'W'“hi'“'T%QW"“I'”'I“"P"W%?ﬁ?'”%?%q'l IBENARBENARAI AN SRS
m/z--> 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\BF090718\
Data File : BF108857.D

Aca On > 7 Sep 2018 13:44

Operator : JU/SJ

Sample : J4741-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 3 unknown6.50 Concentration Rank 2

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

6.50 58.31 ng 3801620 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 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 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 708 (6.501 min): BF108857.D (-704) (-) m/z 132.00 100.00%
132.0
5000 68.0
%0 S J "% ok ok b
B e e m/z 68.05 44 _85%
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 UL SR LR R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.03%
'"|'J'M!'“'l'“'h""w"'l"“l""w"'l"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
620 640 6.60 6.80
5000 m/z 66.10 28.19%
104.0
66.0
27.0 510 717 | 890 ‘\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A e e  REARE]
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.97%
74.0
5000 98.0 116.0
||||||||||||‘|‘|‘|‘| |‘|M|||“|||‘H“||‘|“|||‘H||||:!-5|8|.0|||||]:8|9.|0| R B
m/z--> 20 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\BF090718\
Data File : BF108857.D

Aca On > 7 Sep 2018 13:44

Operator : JU/SJ

Sample : J4741-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 3-Eicosene, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.74 2.17 ng 177617 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
2 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 90
3 l17-Pentatriacontene 491 C35H70 006971-40-0 90
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
5 3-Octadecene, (E)- 252 C18H36 007206-19-1 87
Abundance Scan 1939 (13.742 min): BF108857.D (-1935) (-) m/z 57.10 100.00%
57.1
5000 97.1
101 s 2501 o, 1340 15160 1380 1400
1 J‘.J,AL". e R m/z 43.10 76.18%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #127771: 3-Eicosene, (E)-
57.0
7.0
5000 SR DA SN UM B
1340 13.60 13.80 14.00
m/z 71.10 68.25%
J l“39018202240 280.0
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #235928: Octacosyl trifluoroacetate
57.0
97.0 13.40 13.60 13.80 14.00
5000 m/z 55.05 51.15%

39.0
] | h . 181.0222.0 264.0 306.0 348.0 392.0 437.0 488.0

m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #234186: 17-Pentatriacontene R R RaEEE L

57.0 13.40 13.60 13.80 14.00
97.0 m/z 83.10 45.46%

5000
39 01810
ISd‘ l La 223.0 267.0306.0 348.0 390.0 434.0 490.0

R i B o L L B B R e T

m/z--> 0 50 100 150 200 250 300 350 400 450 13 40 13. 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108857.D

Aca On > 7 Sep 2018 13:44

Operator : JU/SJ

Sample : J4741-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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-Octadecenamide, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.63 4.01 ng 257899 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 94
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 81
3 Octadecanamide 283 C18H37NO 000124-26-5 53
4 7-Nonenamide 155 C9H17NO 090949-53-4 50
5 3-Tridecanol 200 C13H280 010289-68-6 47
Abundance Scan 2090 (14.630 min): BF108857.D (-2087) (-) m/z 59.00 100.00%
.0
5000 ﬂk_
91 1261 ' 14.40 14.60 14.80 15.00
: . . 256.1 : : : :
154.1184.1 223.1 291.1320.3 359.3 /7 72 .00 20 16%
m/z--> 50 100 150 200 250 300 350
Abundance #128446: 9-Octadecenamide, (2)-
59.0
5000 R R N N R
14.40 14.60 14.80 15.00
98.0126.0 m/z 55.10 49.64%
. ll]‘ |.115.f].'018‘.1'0 238 0 |28il 0
m/z--> 50 100 150 Eooll ' 550" 300 350
Abundance #174696: 13-Docosenamide, (2)-
59.0
' 14.40 14:60 14.80 15.00
5000 m/z 43.10 38.02%
29.0 97.0 1960 337.0
\l ] ‘ AH ||A \I“ h n.15.4 0184 0 234. 0 276.0 308 Q ‘\
m/z--> 50 100 150 200 250 300 350
Abundance #130204: Octadecanamide R RmEEs o
59.0 14.40 14.60 14.80 15.00
m/z 41.10 34.12%
- M
290 | | 98.0 1280156 0154 001202400 283.0
m/z--> 50 1(')0 150 200 250 3(')0 350 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108857.D

Aca On > 7 Sep 2018 13:44

Operator : JU/SJ

Sample : J4741-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Docosane, 11-butyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .66 2.91 ng 187303 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 87
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 86
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
4 Tetracosane 338 C24H50 000646-31-1 72
5 Pentadecane 212 C15H32 000629-62-9 59
Abundance Scan 2095 (14.660 min): BF108857.D (-2092) (-) m/z 57.10 100.00%
51.1
5000
13.1 14,40 14.60 14.80 15.00
41.1 207. 1
N Jr [Lpaee1 20 ‘.l.~.l.3,°?3...?6.2.2.. m/z 71.10 71.41%
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57.0
5000 85.0 L B B I B

14.40 14.60 14,80 15.00
m/z 43.10 55.18%

13.
ﬂ 14}01690 210023902670 309033803660
. | T | T T

E

m/z--> 50 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0
B R Ra T
14.40 14.60 14.80 15.00
5000 85.0 m/z 85.10 54 _16%
13.0
J } ﬁ 1410 18202110 252.0281.0309.0337.0 VJ«MJ\,Wwvnjﬂ\wvwwMJ\wvn
i — e
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- B R Ra T
57.0 14.40 14.60 14.80 15.00
m/z 99.05 18.76%
5000 85.0

i

13.
\W} ﬁ #mm%mm B%%mmmmw%m

m/z--> 50 150 200 250 300 350 14.40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108857.D

Aca On > 7 Sep 2018 13:44

Operator : JU/SJ

Sample : J4741-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Eicosane, 10-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.98 4.29 ng 275670 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 90
3 Hexacosane 366 C26H54 000630-01-3 87
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
5 Octadecane, 1-iodo- 380 C18H37I1 000629-93-6 86
Abundance Scan 2149 (14.977 min): BF108857.D (-2146) (-) m/z 57.10 100.00%
57.1
5000
M 252.1 14,60 14.80 15.00 15.20
41.1 - : : :
ol .l, A Jl L A4 l17312000 U7 207.2  348.238034123 o1 90 76.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57.0
5000 U SR B I B
14.60 14.80 15.00 15.20
99.0 m/z 43.05 59.33%
],le%%mmzwowm
R S A URLEREL UL UL UL U
m/z--> 50 100 150 200 250 300 350 400
Abundance #141433: Pentadecane, 8-hexyl-
43.0
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.10 54 _.33%
196.0
AL P | 290 ss00
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane L L AL BN LA L B
57.0 14.60 14.80 15.00 15.20
m/z 55.10 19.61%
5000
99.0
‘ ‘ h |||, 1er0 1830 2250 267.0 309.0  367.0
m/z--> 50 100 1&1,0 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108857.D

Aca On > 7 Sep 2018 13:44

Operator : JU/SJ

Sample : J4741-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.34 4_.50 ng 289299 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Eicosane 282 C20H42 000112-95-8 87
3 Octadecane 254 C18H38 000593-45-3 87
4 Tetracosane 338 C24H50 000646-31-1 87
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 2211 (15.342 min): BF108857.D (-2207) (-) m/z 57.10 100.00%
57.1
5000
99.0

1411 1911 5355 27013012 3421 3893 15.00 15.20 15.40 15.60
..'.',.l. Wb g 2322 ST 3012 3421 3893 m/z 71.10 80.98%

m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000 T[T I T[T rr[rrrrprrror
15.00 15.20 15.40 15.60
m/z 43.10 57.17%
99.0
27,0] || | |7y, 1410 1830 2250 267.0 323.0  380.0
e L L o B B A A o e e o B e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57.0
R e e  Emaa
15.00 15.20 15.40 15.60
5000 m/z 85.10 54 _.73%
99.0
270 | | | |, 1410 1830 2250 2820
L B e T A e o L LA o o o o o B o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane R R RaEEE L
57.0 15.00 15.20 15.40 15.60
m/z 99.05 31.08%
5000
99.0
ﬂwile‘Mml%Oﬂm%M

m/z--> 50 100 150 200 250 300 350 400 15. OO 15 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090718\
Data File : BF108857.D

Aca On > 7 Sep 2018 13:44

Operator : JU/SJ

Sample : J4741-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Heptadecane, 9-hexyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.74 4.63 ng 297605 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 93
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Pentadecane 212 C15H32 000629-62-9 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2279 (15.742 min): BF108857.D (-2276) (-) m/z 57.10 100.00%
57.1
5000
ot 15.40 15.60 15.80 16.00
41.1 : : : :
- ,I. L 11 LIAEL 1011 2322  201.13241356.130334283 T 70 10 67.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164584: Heptadecane, 9-hexyl-
43.0
5000 R DAL UL UL UL
85.0 15.40 15.60 15.80 16.00
l 2100 m/z 43.10 56.25%
b b P00 T, 2070 3230
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 50.89%
99.0
\I ey 15?? 197.0 239.0 281.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane R R EaaEE
57.0 15.40 15.60 15.80 16.00
m/z 55.10 19.54%
5000
99.0
| | [ | 141.0 1830 225.0 296.0
m/z--> 50 100 1&'30 200 250 300 350 400 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090718\
Data File : BF108857.D

Acq On : 7 Sep 2018 13:44

Operator : JU/SJ

Sample : J4741-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_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]
3-Penten-2-one, 4... 4.28 25.8 ng 1680830 1 6.74 1304000 20.0
2-Pentanone, 4-hy... 4.92 21.0 ng 1368370 1 6.74 1304000 20.0
unknown6 .50 6.50 58.3 ng 3801620 1 6.74 1304000 20.0
3-Eicosene, (E)- 13.74 2.2 ng 177617 5 13.87 1635900 20.0
9-Octadecenamide, ... 14.63 4.0 ng 257899 6 15.28 1285290 20.0
Docosane, 11-butyl- 14.66 2.9 ng 187303 6 15.28 1285290 20.0
Eicosane, 10-methyl- 14.98 4.3 ng 275670 6 15.28 1285290 20.0
Heptacosane 15.34 4.5 ng 289299 6 15.28 1285290 20.0
Heptadecane, 9-he... 15.74 4.6 ng 297605 6 15.28 1285290 20.0
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