LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112242.D

Aca On : 25 Jan 2019 20:00

Operator : JU/SJ

Sample : K1238-21

Misc :

ALS Vial : 6 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-BF012519.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 2.169 8 14 20 rvB 156150 206625 4_.41% 0.541%
2 5.081 505 509 520 rVB 121597 181937 3.88% 0.476%
3 5.487 573 578 581 rBY 3639489 3585009 76.51% 9.378%
4 6.492 743 749 752 rBVY 3468774 3850826 82.19% 10.074%
5 6.622 766 771 774 rBV 4417910 4083906 87.16% 10.683%
6 6.839 805 808 817 rBV 921501 842627 17.98% 2.204%
7 6.998 831 835 839 rBY 3317304 3129812 66.80% 8.188%
8 7.404 899 904 907 rBVY 2327310 2484078 53.02% 6.498%
9 8.122 1022 1026 1048 rVB 1226409 1103121 23.54% 2.886%
10 9.198 1203 1209 1212 rBV 4991235 4685537 100.00% 12.257%

11 9.586 1271 1275 1280 rBV 300658 254373 5.43% 0.665%
12 9.880 1315 1325 1329 rBV 1417774 1276243 27.24% 3.339%
13 10.669 1455 1459 1471 rBV 2978235 2973261 63.46% 7.778%
14 11.363 1573 1577 1588 rBV 1464318 1258281 26.85% 3.292%
15 11.886 1663 1666 1675 rBvV2 150651 150690 3.22% 0.394%

16 12.574 1780 1783 1787 rBV 70320 59488 1.27% 0.156%
17 12.827 1817 1826 1836 rBvV2 301575 575289 12.28% 1.505%
18 12.945 1841 1846 1849 rBV 4009778 3717000 79.33% 9.724%
19 13.833 1993 1997 2010 rBV2 286942 429477 9.17% 1.124%
20 13.998 2021 2025 2029 rBV 746278 780375 16.65% 2.041%

21 14.151 2048 2051 2054 rVB2 59066 55922 1.19% 0.146%
22 14.457 2098 2103 2110 rBV 128512 148236 3.16% 0.388%
23 14.762 2149 2155 2159 rBV 165115 191709 4._.09% 0.502%
24 15.092 2207 2211 2217 rVB 242719 281286 6.00% 0.736%
25 15.468 2269 2275 2285 rVB2 851509 1173495 25.05% 3.070%

26 15.898 2340 2348 2355 rBV 228611 404074 8.62% 1.057%
27 16.403 2427 2434 2442 rBV2 123694 238726 5.09% 0.625%
28 16.986 2528 2533 2541 rVB3 48445 105294 2.25% 0.275%

Sum of corrected areas: 38226697
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112242.D

Aca On : 25 Jan 2019 20:00

Operator : JU/SJ

Sample : K1238-21

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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: BF112242.D
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3000000
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Abundance TIC: BF112242.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112242.D

Aca On : 25 Jan 2019 20:00

Operator : JU/SJ

Sample : K1238-21

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.17 4.90 ng 206625 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 14 (2.169 min): BF112242.D (-8) (-) m/z 73.10 100.00%
73.1
5000 430
55.0 87.1

2.20 2.30 2.40 2.50 2.60
el s e e e | M7z 43.05  36.82Y%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 87.10 28.38%
29.0
”,”JH.HJ#J”,”.W.”.“:”,”.w.”.“.”,”.w.”.“.”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R R R R E s R
2.20 2.30 2.40 2.50 2.60
5000 410 55.0 m/z 55.05 23.29%
29.0 ‘
L 1L L ‘ ‘ . 970 1120 1290
LN o o e e s e AABBAREE EEa
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.10 12.46%
5000
45.0
29.0 ‘
..,...‘a‘,....‘,l‘...,.sﬁl.(?,....,H..,....,...l.oll.'p.. R R RERe
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112242.D

Aca On : 25 Jan 2019 20:00

Operator : JU/SJ

Sample : K1238-21

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 8

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

5.08 4.32 ng 181937 1,4-Dichlorobenzene-d4 6.84
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 509 (5.081 min): BF112242.D (-505) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 URE UL A R IR
510 .| 83.0 480 500 5.20 5.40
SRRDEESESEENSBEESSSERSIESIR 1 1 FRMR°S VP NEERDHIN. & ENEEES m/z 59.10 56.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L I
59.0 480 500 520 5.40
m/z 101.10 22 .89%
30 w0 s
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 480 500 520 540
5000 m/z 58.00 13.81%
20.0 101.0
o1 Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R e e
43.0 4.80 500 5.20 5.40
m/z 41.00 9.87%
5000
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112242.D

Aca On : 25 Jan 2019 20:00

Operator : JU/SJ

Sample : K1238-21

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 unknown6.62 Concentration Rank 1

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

6.62 96.93 ng 4083910 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 771 (6.622 min): BF112242.D (-766) (-) m/z 132.00 100.00%
132.0
5000 68.1 L
96.1 IR L SR
401 541 J 6.20 6.40 6.60 6.80 7.00
M.l?}-?...,u???-?..-.,....,....,.... m/z 68.10 40.29%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 L
5000 AR L UL I I

6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.95%

31,0 51.0
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
e RREE e
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 26.90%
41.0 97.0
‘ ‘ 117.0
ool @O Lo
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl e BEams m e ]
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.15%
74.0
5000 98.0 116.0
S O T WY .Y PR | | SR
m/z--> 40 60 80 100 120 140 160 180 6. 20 6.40 6.60 6.80 7.00

8270-BF012519.M Mon Jan 28 04:16:44 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112242.D

Aca On : 25 Jan 2019 20:00

Operator : JU/SJ

Sample : K1238-21

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.89 2.40 ng 150690 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
Abundance Scan 1667 (11.892 min): BF112242.D (-1663) (-) m/z 73.00 100.00%
73.0
5000 129.1
' 11.60 11.80 12.00 12.20
m/z 43.05 75.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 LR L B BRI B
83.0 11. 60 1180 1200 12 20
‘J‘“ 1570 1gso 2130 2560 | | M/Z 41.05  73.74%
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
73.0
11,60 11.80 12.00 12.20
5000 129.0 m/z 57.10 71.43%
15.0 177,
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
430 | 730 11.60 11.80 12.00 12.20
: m/z 60.00 66.62%
5000
‘ o 129.0 1710 214.0
..w.”.,“...,“..P.”,“.w%?%o.”......”. SR S N
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\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112242.D

Aca On : 25 Jan 2019 20:00

Operator : JU/SJ

Sample : K1238-21

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Phenol, 4,4"-(1-methylethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.83 14.74 ng 575289 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 2H.8H-Benzol1l.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 53
3 Decanedioic acid. diethvl ester 258 C14H2604 000110-40-7 50
4 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 47
5 As-Indacen-1(2H)-one, 3,6,7,8-te... 228 C16H200 055591-18-9 43
Abundance Scan 1826 (12.827 min): BF112242.D (-1817) (-) m/z 213.10 100.00%
218.1
5000
010 119.0
391 65.0 165.0 12.60 12.80 13.00 13.20
,....-,....,.'...',..l..-,.'..-.|,-...1.4,1.?..,....,.1.9.4.,1.... | M7z 119.00  20.47%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 LI UL UM SN SR
12.60 12.80 13.00 13.20
119.0 m/z 214.10 16.35%
65.0 91.0 | 16.5 0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84388: 2H,8H-Benzo[1,2-b:5,4-b'|dipyran-2-one, 8,8-dimethyl-
218.0
" 12.60 12.80 13.00 13,20
5000 m/z 228.10 15.85%
185.0
28.0 510 720 920 1280 31570 | |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #108833: Decanedioic acid, diethyl ester T T P T
29.0 171.0 213.0 12.60 12.80 13.00 13.20
" 550 125.0 m/z 91.05 11.83%
98.0
5000
9 48.0 94.0 258.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112242.D

Aca On : 25 Jan 2019 20:00

Operator : JU/SJ

Sample : K1238-21

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 11.01 ng 429477 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91

Abundance . Scan 1996 (13.827 min): BF112242.D (-1993) (-) m/z 57.10 100.00%

5000

-

13.60 13.80 14.00 14.20
m/z 43.10 97.43%

209.0 281.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69584: Cyclopentadecane
55.0
83.0
5000 LI B N N L O

111.0 13!60 13.I80 14.I00 14!20
290 ' m/z 55.10 97.35k

139.0 1820 210.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
R AREREEREEEERS
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.10 90.41%
29.0 139.0
mEl| 167.0 195,0222.0 250.0 280.0 308.0 336.0
RRRRAREIRaRA RARs iy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55,0 83.0 13.60 13.80 14.00 14.20
m/z 69.05 87.47%
5000
29.0 139.0
1l ‘ 167.0 196.0 224.0 252.0 280.0 308.0
RRRRAREIRARAE RARs O RREEEEEEEREES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112242.D

Aca On : 25 Jan 2019 20:00

Operator : JU/SJ

Sample : K1238-21

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Hexacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.76 3.27 ng 191709 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 2155 (14.762 min): BF112242.D (-2149) (-) m/z 57.10 100.00%
1
5000 M
st 14.40 14.60 14.80 1500
155.1 197.2 : : : :
2531 m/z 71.10 69.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 DU DO A R
mmmmmmmm
99.0 m/z 43.10 66 .64%
|J |y ,| L J410 1830 2250 267.0 300.0 _ 367.0
m/z--> §o 100 1éo 200 250 360 3éo 460
Abundance #219831: Triacontane
57.0
14.40 14.60 14.80 1500
5000 m/z 85.10 55.46%
99.0
26.0) 1 | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> §o 100 1éo 200 250 360 3éo 460
Abundance #215181: 2-methyloctacosane R e R e
57.0 14.40 14.60 14.80 15.00
m/z 55.10 23.63%
5000
99.0
26,0) | | | ﬂ | 3410 1830 2250 267.0 300.0 3650
m/z--> §o 100 1éo 260 250 300 3éo 460 14%0 1460 1480 1500 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112242.D

Aca On : 25 Jan 2019 20:00

Operator : JU/SJ

Sample : K1238-21

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 Triacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.09 4.79 ng 281286 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2211 (15.092 min): BF112242.D (-2207) (-) m/z 57.10 100.00%
51.1
5000
" %90 1480 15100 1520 1540
141.1 183.2 . . . .
ol 1|1.‘m-. Less et~ m/z 71.05 70.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 AN SR SO B
14.80 15.00 15.20 15.40
99.0 m/z 43.10 63.23%
260/ | | ,| | 1410 1830 2250 267.0 3090 3510 4220
m/z--> 50 100 1%0 260 250 360 3%0 460
Abundance #215181: 2-methyloctacosane
57.0
14.80 15.00 15,20 15.40
5000 m/z 85.10 57.47%
99.0
26,00 | | | | j 1410 1830 225.0 267.0 309.0 3650
m/z--> 50 160 1%0 260 250 300 3%0 460
Abundance #129490: Eicosane P T e e
57.0 14.80 15.00 15.20 15.40
m/z 55.10 25.84Y%
5000
99.0
260, | | | | | #19 1830 2250 2820
m/z--> §o 160 150 260 250 300 3%0 460 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012519\
Data File : BF112242.D

Aca On : 25 Jan 2019 20:00

Operator : JU/SJ

Sample : K1238-21

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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 11 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.90 6.89 ng 404074 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Hexacosane 366 C26H54 000630-01-3 94
3 Heneicosane 296 C21H44 000629-94-7 91
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 2348 (15.898 min): BF112242.D (-2340) (-) m/z 57.10 100.00%

517.1
85.1
5000

1 15.60 15.80 16.00 16.20
| 141116911972 239.2
llil-l.',‘ S N— m/z 71.05 74.06%

m/z--> 50 150 200 250 300 350
Abundance #129490: Eicosane
57.0
85.0
5000 LA L L L L L L L

15.60 15.80 16.00 16.20
| m/z 43.10 62.75%

29.0
AU oo omsozo
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
T

15.60 15.80 16.00 16.20

5000 85.0 m/z 85.10 54.19%
29.0
o i ¥ JF{I 141:0160.0197.0225,02530 _ 205.0323.0 _ 367.0
b e s ] 25,0820 oMf
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T T PR
57.0 15.60 15.80 16.00 16.20
m/z 55.10 24 .38%
85.0
5000
29.0 130
| L | [ ) 410160.0197.0225.0253.0 _296.0
b b P 202030 e e
miz--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF012519\
BF112242.D

25 Jan 2019 20:00

Ju/sJ

K1238-21

6 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519_.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

12 Octacosane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.40 4.07 ng 238726 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octacosan

e 394 C28H58

000630-02-4 91

2 Hexacosane 366 C26H54 000630-01-3 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2433 (16.398 min): BF112242.D (-2427) (-) m/z 57.10 100.00%
51.1
e 16.00 16.20 16.40 16.60 16.80
412 1971 2392 e
ik 282.0 350 m/z 71.05 74.75%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
51.0
5000 TT T T [T T T T [T T T T[T T TT[TT
16.00 16,20 16,40 16.60 16.80
99.0 m/z 43.10 72.92%
270 l| L ,141 -0 1830 2250 2810  337.0  394.0
m/z--> 50 100 150 260 250 300 350 '
Abundance #194493: Hexacosane
57.0
16.00 16.20 16.40 16.60 16.80
5000 m/z 85.10 58.25%
99.0
L “J‘ ;l 141.0 1830 2250 267.0 300.0  367.0
m/z--> 50 100 1éo 200 250 300 350 '
Abundance #185533: Pentacosane T T T T
57.0 16.00 16.20 16.40 16.60 16.80
m/z 55.05 29.04%
5000
99.0
270 | | | | | 1O 1830 2250 267.0 3000 352.0
m/z--> 50 100 150 200 250 300 350 ' 16.00 16,20 16,40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012519\
Data File : BF112242.D

Acq On : 25 Jan 2019 20:00

Operator : JU/SJ

Sample - K1238-21

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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]
Butane, 2-methoxy... 2.17 4.9 ng 206625 1 6.84 842627 20.0
2-Pentanone, 4-hy... 5.08 4.3 ng 181937 1 6.84 842627 20.0
unknown6.62 6.62 96.9 ng 4083910 1 6.84 842627 20.0
n-Hexadecanoic acid 11.89 2.4 ng 150690 4 11.36 1258280 20.0
Phenol, 4,4"-(1-m... 12.83 14.7 ng 575289 5 14.00 780375 20.0
Cyclopentadecane 13.83 11.0 ng 429477 5 14.00 780375 20.0
Hexacosane 14.76 3.3 ng 191709 6 15.46 1173500 20.0
Triacontane 15.09 4.8 ng 281286 6 15.46 1173500 20.0
Eicosane 15.90 6.9 ng 404074 6 15.46 1173500 20.0
Octacosane 16.40 4.1 ng 238726 6 15.46 1173500 20.0
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