LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF022819\

Data File : BF112779.D

Aca On : 28 Feb 2019 23:33 Instrument :
Operator : JU/SJ BNA_F

Sample - K1651-01 ClientSampleld :
Misc - 351-281

ALS Vial : 15 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-BF022719.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 5.357 550 556 559 rBY 4180663 4239915 95.26% 10.136%
2 6.381 724 730 733 rBVY 4001793 4449282 99.97% 10.637%
3 6.516 748 753 756 rBY 4151614 4450705 100.00% 10.640%
4 6.745 788 792 795 rBVY 1506748 1317604 29.60% 3.150%
5 6.898 814 818 822 rBVY 3645606 3351485 75.30% 8.012%
6 7.304 881 887 890 rBY 2808781 2813433 63.21% 6.726%
7 8.022 1005 1009 1013 rBV 1835441 1622919 36.46% 3.880%
8 9.098 1188 1192 1195 rBY 4701904 4165311 93.59% 9.958%
9 9.486 1255 1258 1265 rBV 317530 293784 6.60% 0.702%
10 9.663 1285 1288 1296 rVB3 33020 63176 1.42% 0.151%

11 9.775 1301 1307 1320 rVB 1717120 1684986 37.86% 4.028%
12 10.551 1435 1439 1443 rBV 2515234 2531606 56.88% 6.052%
13 10.927 1499 1503 1506 rBV 43948 45050 1.01% 0.108%
14 11.245 1554 1557 1561 rBV 1489195 1384918 31.12% 3.311%
15 11.786 1645 1649 1658 rBv2 505813 517948 11.64% 1.238%

16 12.298 1733 1736 1740 rVB 44715 47200 1.06% 0.113%
17 12.451 1759 1762 1767 rBV 96734 108762 2.44% 0.260%
18 12.569 1779 1782 1791 rBV 203010 204152 4_59% 0.488%
19 12.680 1796 1801 1803 rBV 101187 125802 2.83% 0.301%
20 12.704 1803 1805 1811 rVB 139641 159627 3.59% 0.382%

21 12.827 1822 1826 1830 rBV 3087576 2976008 66.87% 7.115%
22 13.733 1976 1980 1985 rBV 250616 291444 6.55% 0.697%
23 13.874 1999 2004 2007 rBV 1513351 1484545 33.36% 3.549%
24 14.057 2032 2035 2039 rBvV 92207 92876 2.09% 0.222%
25 14.363 2084 2087 2091 rBV 188564 171590 3.86% 0.410%

26 14.657 2134 2137 2141 rVB 181386 173715 3.90% 0.415%
27 14.880 2172 2175 2184 rVB 55918 117102 2.63% 0.280%
28 14.980 2188 2192 2200 rVB 354645 436289 9.80% 1.043%
29 15.221 2230 2233 2237 rVB 53276 62547 1.41% 0.150%
30 15.280 2238 2243 2249 rVV 1278730 1526756 34.30% 3.650%

31 15.339 2249 2253 2257 rVB 172709 225876 5.08% 0.540%
32 15.745 2317 2322 2326 rBV 244484 363870 8.18% 0.870%
33 15.786 2326 2329 2339 rVB2 114652 197686 4._.44% 0.473%
34 16.215 2398 2402 2408 rVB2 85740 131414 2.95% 0.314%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112779.D

Aca On : 28 Feb 2019 23:33

Operator : JU/SJ

Sample : K1651-01

Misc :

ALS Vial : 15 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 41829383
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112779.D

Aca On : 28 Feb 2019 23:33

Operator : JU/SJ

Sample : K1651-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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: BF112779.D

5.36 6.3 g.52
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T
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Abundance TIC: BF112779.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112779.D

Aca On : 28 Feb 2019 23:33

Operator : JU/SJ

Sample : K1651-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 unknown6.52 Concentration Rank 1

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

6.52 67.56 ng 4450710 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 47
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 754 (6.522 min): BF112779.D (-748) (-) m/z 132.00 100.00%
5000
68
96 TTTT T T T T T T T T T
40 54 ‘ 75 103 6.20 6.40 6.60 6.80
....,...::...“ﬁ....??.l.',..'..,..5.‘?,..!.,.':..,.1.1.5.,....,||...,.. m/z 133.95 34.32%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 IBENRERE RS SRR AR
6.20 6.40 6.60 6.80
m/z 68.00 31.64%
89 103
....,....|:|" ----|| ,‘??.”,..!:,....,..‘i?,.m..,.l.l?.,....,
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 SERARSS RS RARSERRARE
104 6.20 6.40 6.60 6.80
5000 m/z 66.00 19.70%
31 51 8
38
'"Wh'mlﬁﬁ'ﬂ"W"Jl'”'I”"P"W'“'I”"P"W‘”'I”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal Rl R S EEans
132 6.20 6.40 6.60 6.80
m/z 131.00 18.30%
5000 67
41 97
‘ 53 2 117
aa || | el P e | 10310 | 120 |
m/z--> 30 4'0 5 60 70 8|O 9'0 100 110 12'0 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112779.D

Aca On : 28 Feb 2019 23:33

Operator : JU/SJ

Sample : K1651-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF022719.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 3 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.79 7.48 ng 517948 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 62

Abundance Scan 1650 (11.792 min): BF112779.D (-1645) (-) m/z 73.00 100.00%

7
43 60

5000 129

—

213

256 11.40 11.60 11.80 12.00 12.20
m/z 43.00 81.63%

157171185

143 199

y .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 TTTT LR B TT T T

11. 40 11. 60 11. 80 12. OO 12. 20

m/z 59.95 79.00%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 IR e e e
11.40 11.60 11.80 12.00 12.20
5000 - 129 m/z 57.00 67.48%
115 171
214
| | T } ‘ 143157 ‘ 185
...,.z..‘,“ %8 S Y W A N—
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L B o
43 60 73 11.40 11.60 11.80 12.00 12.20
m/z 41.00 61.93%
5000 129
29
199
143 157171185 242
15 | J
e R ARRR RN T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112779.D

Aca On : 28 Feb 2019 23:33

Operator : JU/SJ

Sample : K1651-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.57 2.75 ng 204152 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 78
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Undecanoic acid 186 C11H2202 000112-37-8 43

Abundance Scan 1782 (12.569 min): BF112779.D (-1779) (-) m/z 73.00 100.00%

57 73

5000

-

185 241
12.20 12.40 12.60 12.80
m/z 43.00 95 _.09%

143157171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73

43 §

%

5000

12.20 12.40 12.60 12.80
m/z 57.05 88.37%

?

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73
43 B o R
57 12.20 12.40 12.60 12.80
5000 m/z 60.00 81.12%
185 228

2

129
| 143157171 ‘ 199

W | m B u\ |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

:

Abundance #95851: Pentadecanoic acid T T T T T T
43 7B 12.20 12.40 12.60 12.80
5 m/z 55.00 76.78%
5000 129

W

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12. 80

143

f

157171185
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112779.D

Aca On : 28 Feb 2019 23:33

Operator : JU/SJ

Sample : K1651-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.70 2.15 ng 159627 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 58
3 2-Trimethvlsilvl-3-trimethvilsilv.._.. 228 C8H20N4Si2 1000373-05-5 58
4 2H.8H-Benzoll.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 53
5 3-Dibenzofuranamine, 2-methoxy- 213 C13H11NO2 005834-17-3 52
Abundance Scan 1804 (12.698 min): BF112779.D (-1803) (-) m/z 213.10 100.00%
213
5000 J\\/‘
91 119 228 L BUL BN B UL
4|1 54 67 7 | 107 136 155 169 185 198 | 12.40 12.60 12.80 13.00
,...!'i...'.i'!"'..".,..'..','.".!.','.'.'.'!','.'.'I'.',.".'..,'.'...",!'...,...., m/z 119.00 20.32%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
213 J
5000 IR AU BN S
12.40 12.60 12.80 13.00
119 228 m/z 228.10 19.25%
5, 65 77 9 107 | 135 152165

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84388: 2H,8H-Benzo[1,2-b:5,4-b']dipyran-2-one, 8,8-dimethyl-
213

-

12.40 12.60 12.80 13.00
5000 m/z 91.00 16.31%

185 228

2839 51 69 92103114 128141 157 171 | 109 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220

:

Abundance #84782: 2-Trimethylsilyl-3-trimethylsilylamino-1,2,4-triazole T
213 12.40 12.60 12.80 13.00
m/z 214.10 13.04%
5000
73 228
45 99 n
28 "2 59 85 Y 114 130141 157 " 7183197 || |
R ) A B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112779.D

Aca On : 28 Feb 2019 23:33

Operator : JU/SJ

Sample : K1651-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.73 3.93 ng 291444 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
Abundance Scan 1979 (13.727 min): BF112779.D (-1976) (-) m/z 57.00 100.00%
g7 83
ISR N SN BN UGS
139 13.40 13.60 13.80 14.00
167
— ‘ L 13 (o 19020 248 281 | m/z 43.00 94.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57 83
5000 Hi R B SR DU U
13. 40 13. 60 13. 80 14.00
\ m/z 55.00 92.53%
29
Ll ‘. M J ] l167 195 222 250 280 308 336
m/z--> 50 100 150 260 250 360 3%0 460
Abundance #166292: Behenic alcohol
56 83
1340 13.60 13.80 14.00
5000 11 m/z 83.00 88.59%
29
LA Llfg 167 196 224 252 280 308
m/z--> éo 160 150 260 250 300 3%0 460
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester T T
57 13.40 13.60 13.80 14.00
83 m/z 97.00 79.24%
29 169
..J..,.Lw.ﬁi.h}?g'.. o 2%9 2 306 e ki
m/z--> 50 100 150 200 250 300 350 400 13. 40 13. 60 13. 80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112779.D

Aca On : 28 Feb 2019 23:33

Operator : JU/SJ

Sample : K1651-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Sulfurous acid, butyl dodec... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.36 2.31 ng 171590 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 91
2 Tritetracontane 605 C43H88 007098-21-7 91
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 91
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2087 (14.363 min): BF112779.D (-2084) (-) m/z 57.00 100.00%
57
5000 “,ijl_,yaAA_ﬁs.,wﬁﬂdAJ»«»,
% 127 14,00 14.20 14.40 14.60
169
o AL g2 tee 21 os s 0 66180
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #149369: Sulfurous acid, butyl dodecy! ester
5000 LA AR DA BN B
14.00 14.20 14.40 14.60
m/z 43.00 57 .35%
2 99 139169 991
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57
14,00 14.20 14.40 14.60
5000 m/z 85.05 51.02%
97
| 12Z 169 211 253 295 337 379 421 463 505 547 604
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #217413: Heptacosane, 1-chloro- BB B e B S
57 14.00 14.20 14.40 14.60
m/z 55.00 26 .75%
5000
97
27| Jq 127 183217 273303 343372 414
m/z--> 50 160 150 200 250 300 350 400 450 500 550 600 14.00 14.20 14.40 14.60
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
BF112779.D

28 Feb 2019 23:33

Ju/sJ

K1651-01

15 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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

9 Eicosane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.98 5.72 ng 436289 Perylene-di12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 93
3 Octacosane 394 C28H58 000630-02-4 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 83

Abundance Scan 2192 (14.980 min): BF112779.D (-2188) (-) m/z 57.00 100.00%
g7
5000 85 ( J “
LN SR SUNILE I
141 252 14.60 14.80 15.00 15.20
ol L 1] .".'|| - 109 107 224 Ty 289 326 3% | n/z 71.05  66.23%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 AR A VR R
85 1460 14.80 15.00 15,20
29 m/z 43.00 57 .75%
| L 11}3‘141 169 197 225 253 262
m/z--> 50 100 1%0 200 250 300 350
Abundance #83030: Tridecane, 6-propyl-
43
71 LN IR SR SUNILE I
14.60 14.80 15.00 15.20
5000 m/z 85.00 50.82%
} 99 126 154 183
...,‘.'I..'.Jl.‘Jh.,“...“. .2.2.6.|....|....|....|
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane e R R RRE R e e
57 14.60 14.80 15.00 15.20
m/z 55.00 19.90%
-~ T JLLJL
29
| ] | (M3 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1&1;0 200 250 300 350 ' 1460 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112779.D

Aca On : 28 Feb 2019 23:33

Operator : JU/SJ

Sample : K1651-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 2-Bromotetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.34 2.96 ng 225876 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromotetradecane 276 C14H29Br 074036-95-6 87
2 2-methvloctacosane 408 C29H60 1000376-72-8 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2253 (15.339 min): BF112779.D (-2249) (-) m/z 57.00 100.00%
g7 N
5000 85
L A AR B SR
141 15.00 15.20 15.40 15.60
ol A ll L, 109196 281 267 295 M nyz 71.00  70.20%
m/z--> 50 100 150 200 250 300 350
Abundance #124147: 2-Bromotetradecane
g7
85
5000 AR L DU SRR
15.00 15.20 15.40 15.60
29 m/z 43.00 59.66%
U3 m 197
..'|..,..J.'|,.|.'..',....l,............,....,
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
15.00 15.20 15.40 15.60
5000 85 m/z 85.05 50.74%
113
290 1§17y (14 169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #209566: Octacosane T T T
57 15.00 15.20 15.40 15.60
m/z 55.00 21.58%
-~ 1 m
29
T || (11 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1&1;0 200 250 300 350 ' 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112779.D

Aca On : 28 Feb 2019 23:33

Operator : JU/SJ

Sample : K1651-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.74 4.77 ng 363870 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tetracosane 338 C24H50 000646-31-1 87
5 Heptadecane 240 C17H36 000629-78-7 87

Abundance Scan 2321 (15.739 min): BF112779.D (-2317) (-) m/z 57.00 100.00%

g7
85
5000

113 15.40 15.60 15.80 16.00
155
WL L [ ame1% 183 210030052 205 a5 B n N ey

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane

:

5000 85 LA L L L L L L |
15.40 15.60 15.80 16.00
- m/z 43.00 58.67%
0 | | (113 141 169 197 225 253 281 309 337 365 394
et e e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
T T T

15.40 15.60 15.80 16.00

85

5000 m/z 85.05 53.31%
29 113
UL )y i) 241 169 197 225 253 296
ey
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- A B I
57 15.40 15.60 15.80 16.00
m/z 55.00 19.26%
= T mu
113 239
37 b )L 77, 14t 169 197 23° 267 204 323 352
s B LI B o e R B R
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00

8270-BF022719.M Fri Mar 01 17:01:10 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF022819\
Data File : BF112779.D

Aca On : 28 Feb 2019 23:33

Operator : JU/SJ

Sample : K1651-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 12 6-Dodecanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.79 2.59 ng 197686 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Dodecanol 186 C12H260 006836-38-0 53
2 Cvclohexane. 1.5-diisopropvl-2.3... 196 C14H28 1000149-58-8 46
3 1H-Pvrazole-1-carboxaldehvde. 4-... 168 C9H16N20 054411-09-5 46
4 n-Tetracosanol-1 354 C24H500 000506-51-4 41
5 Behenic alcohol 326 C22H460 000661-19-8 38
Abundance Scan 2330 (15.792 min): BF112779.D (-2326) (-) m/z 83.00 100.00%

57

5000

15.40 15.60 15.80 16.00 16.20
m/z 97.05  88.79%

3
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #50306: 6-Dodecanol
55

83

5000 L R s
1540 15. 60 1580 1600 16. 20

29 01 m/z 57.00 70.24%
! | | || 125 151168185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #58325: Cyclohexane, 1,5-diisopropyl-2,3-dimethyl-
o
55 T T
15.40 15.60 15.80 16.00 16.20
5000 m/z 55.00 69.59%
27 153
7 125 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #37411: 1H-Pyrazole-1-carboxaldehyde, 4-ethyl-4,5-dihydro-... L e e e
o 15.40 15.60 15.80 16.00 16.20
m/z 43.00 53.99%
5000 69
125 168
41
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15. 40 15. 60 15. 80 16 00 16. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF022819\
Data File : BF112779.D

Acq On : 28 Feb 2019 23:33

Operator : JU/SJ

Sample : K1651-01

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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]
unknown6 .52 6.52 67.6 ng 4450710 1 6.75 1317600 20.0
n-Hexadecanoic acid 11.79 7.5 ng 517948 4 11.25 1384920 20.0
Octadecanoic acid 12.57 2.8 ng 204152 5 13.87 1484550 20.0
Phenol, 4,4"-(1-m... 12.70 2.1 ng 159627 5 13.87 1484550 20.0
n-Tetracosanol-1 13.73 3.9 ng 291444 5 13.87 1484550 20.0
Sulfurous acid, b... 14.36 2.3 ng 171590 5 13.87 1484550 20.0
Eicosane 14.98 5.7 ng 436289 6 15.28 1526760 20.0
2-Bromotetradecane 15.34 3.0 ng 225876 6 15.28 1526760 20.0
Octacosane 15.74 4.8 ng 363870 6 15.28 1526760 20.0
6-Dodecanol 15.79 2.6 ng 197686 6 15.28 1526760 20.0
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