LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116821.D

Aca On > 4 Sep 2019 17:48

Operator : HP/JU

Sample : K4639-05

Misc :

ALS Vial : 18 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-BF083019.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 5.469 570 575 578 rBVY 1368132 1221372 77.60% 8.912%
2 6.481 742 747 758 rBV 1478367 1367019 86.86% 9.974%
3 6.622 766 771 774 rBVY 1537169 1360092 86.42% 9.924%
4 6.675 776 780 785 rBV 58433 49233 3.13% 0.359%
5 6.851 806 810 813 rBV 463866 392441 24.94% 2.863%
6 7.004 833 836 840 rBY 1126204 1022871 64.99% 7.463%
7 7.404 900 904 908 rBV 874644 796315 50.60% 5.810%
8 8.128 1024 1027 1031 rBV 558835 501713 31.88% 3.661%
9 9.204 1206 1210 1213 rBvV 2021861 1573856 100.00% 11.484%
10 9.322 1225 1230 1233 rVB 91284 72353 4 .60% 0.528%

11 9.592 1273 1276 1281 rBV 206906 153616 9.76% 1.121%
12 9.880 1322 1325 1329 rBV 636927 582556 37.01% 4._.251%
13 10.669 1455 1459 1462 rBV 963360 787140 50.01% 5.743%
14 11.363 1574 1577 1580 rBV 603801 532373 33.83% 3.884%

15 11.386 1580 1581 1584 rVB 41786 26094 1.66% 0.190%
16 11.592 1612 1616 1621 rBV5 23994 29551 1.88% 0.216%
17 11.886 1663 1666 1670 rBV 84950 77149 4_.90% 0.563%
18 12.404 1751 1754 1760 rBV 150220 155369 9.87% 1.134%
19 12.574 1780 1783 1786 rBV 107425 88821 5.64% 0.648%
20 12.604 1786 1788 1791 rVvv4 30730 30102 1.91% 0.220%
21 12.668 1796 1799 1802 rBV5 20587 27748 1.76% 0.202%
22 12.804 1818 1822 1824 rBV 67217 70054 4._.45% 0.511%
23 12.945 1842 1846 1849 rBV 1548608 1347358 85.61% 9.831%
24 13.151 1879 1881 1884 rBV3 15891 19907 1.26% 0.145%
25 13.368 1914 1918 1919 rBV3 18309 28116 1.79% 0.205%
26 13.421 1925 1927 1929 rBV3 22601 20439 1.30% 0.149%

27 13.839 1994 1998 2003 rBV3 164323 244706 15.55% 1.785%
28 13.998 2021 2025 2028 rBV 493458 474435 30.14% 3.462%

29 14.462 2102 2104 2109 rBVZ2 63191 98938 6.29% 0.722%
30 14.768 2154 2156 2160 rVB 86676 69853 4.44% 0.510%
31 15.104 2210 2213 2217 rBV2 74270 90709 5.76% 0.662%

32 15.451 2268 2272 2276 rBV 294506 392908 24.96% 2.867%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116821.D

Aca On > 4 Sep 2019 17:48

Operator : HP/JU

Sample : K4639-05

Misc :

ALS Vial : 18 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-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 13705207
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116821.D

Aca On : 4 Sep 2019 17:48

Operator : HP/JU

Sample : K4639-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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: BF116821.D
2000000

62
1500000 6.48

5.47
7.00

1000000
7.40

500000 6.85

OLIIIII ""l""|""|l'3i\?7"|""|"

I
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: BF116821.D
2000000 9|20

12.94
1500000

1000000 10.67

9.88 11.36
500000

9.59 12.4
Gl | s 4% A s

i \

o A
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: BF116821.D
2000000

1500000

1000000

14.00

500000

15.10

14.46 1477

o

R 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\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116821.D

Aca On : 4 Sep 2019 17:48

Operator : HP/JU

Sample : K4639-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 1 unknown6.62 Concentration Rank 1

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

6.62 69.31 ng 1360090 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 771 (6.622 min): BF116821.D (-766) (-) m/z 132.00 100.00%
5000 68
40 %6 J 620 640 6.60 6.80 7.00
|78 | sus Wl h/z 68.00  40.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 a
5000 I L UL LU I
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.18%
'"%I!J!'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 25.31%
SN | YN A II%Q7 ‘ ol 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- T Biaa e )
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16 .55%
5000
63 104
P 7\\7 2 Hr o
L 1y 1yl | | I i
m/z--> 40 60 80 1(')0 150 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116821.D

Aca On : 4 Sep 2019 17:48

Operator : HP/JU

Sample : K4639-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 9

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

6.67 2.51 ng 49233 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 86
2 Diethvl carbitol 162 C8H1803 000112-36-7 56
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 45
4 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 42
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 39

Abundance Scan 779 (6.669 min): BF116821.D (-776) (-) m/z 45.10 100.00%
45
5000
59
® RS SRS RAR NS AN SR
| | 104 6.40 6.60 6.80 7.00
SRS NNBMUMBSISS | MBS | ASISESE St S m/z 59.00 35.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 o, 6.40 6.60 6.80 7.00
m/z 72.10 30.55%
,| 38,L 52 |, |79 89 104 145
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #32643: Diethyl carbitol
45
6.40 6.60 6.80 7.00
5000 59 72 m/z 73.00 20.93%
31
s 10
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #44467: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45 6.40 6.60 6.80 7.00
m/z 43.00 17.06%
5000
59 72
31 89
Ll I ‘ “ 103 119 131

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116821.D

Aca On : 4 Sep 2019 17:48

Operator : HP/JU

Sample : K4639-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 10

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

9.32 2.48 ng 72353 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8H9NO2 000621-42-1 58
3 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 53
4 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 42
5 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 42

Abundance Scan 1230 (9.322 mina): BF116821.D (-1225) (-) m/z 109.10 100.00%
43 109
151
5000
69 85 AN R
57 123 9.00 9.20 9.40 9.60
...,....',|...-'.',.-'.|..','.|.-.'9.7,.~'."..,-..}?T..!.,.1??.,....,...., m/z 43.00 87.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 SRS SRS AR NARE)
9.00 9.20 9.40 9.60
57 69 g5 m/z 151.10 61.52%
169
15 22 ,.|| eell ,.|,|., ,..Il.,| LAl T 12
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol
109
9.00 9.20 940 9.60
5000 151 m/z 41.00 20.94%
43
80
15 27 ‘ 54 65 | 91 | 122135
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24972: Pyridine, 2-butyl-, 1-oxide
109 9.00 9.20 9.40 9.60
m/z 85.05 17.59%
5000 151
g3 122
32 79 |l ‘ 3 A
m/z--> 20 40 60 80 100 120 140 160 180 200 0.00 920 940 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116821.D

Aca On : 4 Sep 2019 17:48

Operator : HP/JU

Sample : K4639-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 8
R.T. EstConc Area Relative to ISTD R.T.
11.89 2.90 ng 77149 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 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 59
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1667 (11.892 min): BF116821.D (-1663) (-) m/z 73.00 100.00%
7B
43 60
5000 129
213
143157171185 199 11.60 11.80 12.00 12.20
m/z 60.00 74 .53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 LI B UL U S
11.60 11.80 12.00 12.20
m/z 43.00 66.76%
l|wJJ 143157171185199213
m/z--> "éblllxd" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 7B
11,60 11.80 12.00 12.20
5000 129 m/z 55.00 62.08%
29
; ?'.Sl ; ‘;‘I -W- . My
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid I EAmEmEEE RS
60 78 11.60 11.80 12.00 12.20
m/z 41.10 50.93%
43
5000
129
29 ‘ ; 115 171185 214
..1?,.%..‘,‘.‘..l“.u“.‘. M‘”mm
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\BF090419\
Data File : BF116821.D

Aca On : 4 Sep 2019 17:48

Operator : HP/JU

Sample : K4639-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 7-Hexadecene, (Z2)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.40 5.84 ng 155369 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Hexadecene. (2)- 224 C16H32 035507-09-6 96
2 1-Hexadecanol 242 C16H340 036653-82-4 93
3 5-Octadecene. (E)- 252 C18H36 007206-21-5 91
4 4-Heptafluorobutvrvloxvhexadecane 438 C20H33F702 1000282-97-2 91
5 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 90
Abundance Scan 1753 (12.398 min): BF116821.D (-1751) (-) m/z 69.10 100.00%

5000

-

179 12.00 12.20 12.40 12.60 12.80
m/z 83.10 86.78%

125139151

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #81249: 7-Hexadecene, (2)-

I

12.00 12.20 12.40 12,60 12.80
111 m/z 55.00 80.30%

125 140 154167181 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95987: 1-Hexadecanol

43 55 69 83

5000

¥

97

12.00 12.20 12.40 12.60 12.80
m/z 97.00 74 .84%

5000

125

L 140154168 196 224
e

m/z--> 20 40 6I0 80 100 120 140 160 180 200 220 240
Abundance #104186: 5-Octadecene, (E)- T
55 12.00 12.20 12.40 12.60 12.80
m/z 57.05 68.63%

%

5000 97

111
Il | 1%5139154168181195 224 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12. 00 12 20 12. 40 12. 60 12. 80

— N
©

= P

w

[e2]

©

[or]

w

I

Z '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116821.D

Aca On : 4 Sep 2019 17:48

Operator : HP/JU

Sample : K4639-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Trifluoroacetoxy hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.84 10.32 ng 244706 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 93
2 Cetene 224 C16H32 000629-73-2 93
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 93
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93

Abundance Scan 1998 (13.839 min): BF116821.D (-1994) (-) m/z 57.10 100.00%

57

;

5000
140 230 1360 13.80 14.00 14.20
3 163180 201 249267 - - - -
S 302 m/z 55.00 97.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 LIRS
13.60 13.80 14.00 14.20
29 125 m/z 83.10 96.44%

154 179196 224 51269

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #81243: Cetene

3

83 13.60 13.80 14.00 14.20
5000 m/z 97.10 93.63%
15 \ “ msl\ 139 168 196 224 AﬂwmwwwwﬂVV“wJkwmwmwnpﬁﬂ«w“"
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate b RREmE EE e
57 13.60 13.80 14.00 14.20
97 m/z 69.10 90.86%
29
1Ll 154 182 210 238 265283
e R ARREEEE B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116821.D

Aca On : 4 Sep 2019 17:48

Operator : HP/JU

Sample : K4639-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.46 4_.17 ng 98938 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Octadecane 254 C18H38 000593-45-3 72
3 Hexadecane. 1-i1odo- 352 C16H331 000544-77-4 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Eicosane 282 C20H42 000112-95-8 64

Abundance Scan 2104 (14.462 min): BF116821.D (-2102) (-) m/z 57.00 100.00%

g7

5000

113 IIIIIIIIIIIIIIIIIIIIIII
141 175 207 234254 282 305 331 14.20 14.40 14.60 14.80

3
m/z 71.10 87.29%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 TT T[T T T T[T T rrrrrrr1
14.20 14.40 14.60 14.80
29 m/z 43.10 69.45%
L by 1}3. 141 169 197 240
et et
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
5[7
R N REE
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 63.37%
29
\J 1l | j\ b I\ 1:AI|-3 { 141 L 169 197 225 254
B e e e e e L e B e e ML B e e e o
m/z--> 50 100 150 200 250 300 350
Abundance #184946: Hexadecane, 1-iodo- B EERR Bam e L
57 14.20 14.40 14.60 14.80
m/z 55.00 31.89%
85
5000
225
29 { } 113 141
O L I 1 B
m/z--> 50 100 150 200 250 300 350 14.20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116821.D

Aca On : 4 Sep 2019 17:48

Operator : HP/JU

Sample : K4639-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 2-methyloctacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.77 3.56 ng 69853 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 74
2 Heneicosane 296 C21H44 000629-94-7 72
3 Triacontane 422 C30H62 000638-68-6 72
4 Heptadecane 240 C17H36 000629-78-7 72
5 Tetracosane 338 C24H50 000646-31-1 68
Abundance Scan 2156 (14.768 min): BF116821.D (-2154) (-) m/z 57.05 100.00%
57
85
5000
141 169  £0g229251274 303327 355 14.40 14.60 14.80 15.00
|||'|||'| Lh Jd Jl h. ||I|| ol |‘|“|“I|||'"‘|‘|'|||"|'||| '|||||||| m/z 71_10 90_18%
m/z--> 50 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 L BRI UL UL IO
14.40 14.60 14.80 15.00
113 m/z 85.10 64 .65%
29 ﬂ 141 169 197 225 _ 267 295 365 393
m/z--> éo 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
o 14.40 14.60 14.80 15.00
5000 m/z 43.05 63 .30%
29 113
111 [ | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane A BT o e
57 14.40 14.60 14.80 15.00
m/z 55.00 30.42%
5000 85
118 941
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 2(')0 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116821.D

Aca On : 4 Sep 2019 17:48

Operator : HP/JU

Sample : K4639-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.10 4.62 ng 90709 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 5-Ethvl-5-methvInonadecane 310 C22H46 1000360-42-7 86
3 Octadecane 254 C18H38 000593-45-3 80
4 Tetracosane 338 C24H50 000646-31-1 78
5 2-methyloctacosane 408 C29H60 1000376-72-8 58
Abundance Scan 2212 (15.098 min): BF116821.D (-2210) (-) m/z 57.10 100.00%
57
85
5000
113 R DA BRI B B
| \ ‘ 141 14, 186 207 232 276 305 337gcc 14.80 15.00 15.20 15.40
il m/z 71.10 81.90%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 R DA SR B B
14.80 15.00 15.20 15.40
m/z 85.10 T4_.77%
29 113
P ULy 77,14 169 107 205 253 296
m/z--> §o 160 150 200 2éo 300 3%0
Abundance #153231: 5-Ethyl-5-methylnonadecane
57
14.80 15.00 15.20 15.40
5000 85 m/z 43.05 63.36%
113

“|J

T
m/z--> 50 100 150 200 250 300 350

Abundance #105884: Octadecane R R e R
57 14.80 15.00 15.20 15.40
m/z 69.05 30.06%
5000 85
29
il

T T T I T T
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090419\
Data File : BF116821.D

Acq On : 4 Sep 2019 17:48

Operator : HP/JU

Sample - K4639-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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]
unknown6.62 6.62 69.3 ng 1360090 1 6.85 392441 20.0
Ethanol, 2-(2-eth... 6.67 2.5 ng 49233 1 6.85 392441 20.0
2,4,7,9-Tetrameth. .. 9.32 2.5 ng 72353 3 9.88 582556 20.0
n-Hexadecanoic acid 11.89 2.9 ng 77149 4 11.36 532373 20.0
7-Hexadecene, (2)- 12.40 5.8 ng 155369 4 11.36 532373 20.0
Trifluoroacetoxy ... 13.84 10.3 ng 244706 5 14.00 474435 20.0
Heptadecane 14.46 4.2 ng 98938 5 14.00 474435 20.0
2-methyloctacosane 14.77 3.6 ng 69853 6 15.45 392908 20.0
Heneicosane 15.10 4.6 ng 90709 6 15.45 392908 20.0
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