LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118236.D

Aca On : 17 Dec 2019 19:51

Operator :© JU

Sample : K6327-01

Misc :

ALS Vial : 13 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-BF120619 .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 2.134 3 8 14 rVB 316387 399802 13.10% 1.464%
2 5.075 503 508 523 rVB 370008 478976 15.69% 1.753%
3 5.481 573 577 580 rBY 2853655 2563356 83.99% 9.384%
4 6.492 744 749 768 rBY 2485018 2841724 93.11% 10.403%
5 6.634 768 773 776 rBVY 3308373 2995373 98.15% 10.965%
6 6.857 808 811 820 rBV 873931 747071 24.48% 2.735%
7 7.016 834 838 842 rBVY 2744458 2318009 75.95% 8.485%
8 7.428 903 908 911 rBVY 1774721 1687772 55.30% 6.178%
9 8.145 1026 1030 1051 rBV 1046620 948011 31.06% 3.470%
10 9.228 1209 1214 1217 rBvV 3513078 3051913 100.00% 11.172%

11 9.622 1277 1281 1289 rBV 133899 132603 4._.34% 0.485%
12 9.910 1326 1330 1343 rBV 1155200 1029953 33.75% 3.770%
13 10.704 1460 1465 1475 rBV 1877119 1797892 58.91% 6.581%
14 11.404 1580 1584 1591 rBV 916793 881275 28.88% 3.226%
15 11.921 1669 1672 1687 rBV 193510 229930 7.53% 0.842%

16 12.621 1788 1791 1804 rBV 40017 50061 1.64% 0.183%
17 12.710 1804 1806 1817 rBV2 47886 71632 2.35% 0.262%
18 12.992 1850 1854 1857 rBV 2759926 2346945 76.90% 8.591%
19 13.216 1887 1892 1895 rVB2 30534 34778 1.14% 0.127%
20 13.563 1946 1951 1958 rBV2 42699 53498 1.75% 0.196%

21 13.886 2002 2006 2018 rBV 351818 486985 15.96% 1.783%
22 14.057 2030 2035 2043 rBvV 764069 826387 27.08% 3.025%
23 14.210 2057 2061 2065 rBV 76172 82755 2.71% 0.303%
24 14.515 2110 2113 2121 rBV2 90521 126133 4._.13% 0.462%
25 14.827 2160 2166 2169 rVB2 89709 114862 3.76% 0.420%

26 14.898 2175 2178 2183 rBV 72466 81129 2.66% 0.297%

27 15.168 2220 2224 2229 rBV 85246 98710 3.23% 0.361%

28 15.545 2283 2288 2297 rBV 519615 748784 24.53% 2.741%

29 15.998 2362 2365 2371 rVB 62155 91206 2.99% 0.334%
Sum of corrected areas: 27317525
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118236.D

Aca On : 17 Dec 2019 19:51

Operator :© JU

Sample : K6327-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance :
3500000 TIC: BF118236.D 663

3000000
5.48 702

2500000 6.49

2000000
7.43

1500000
1000000 6.86

500000} ;5 5.07

N |t L u

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance -
3500000 ol23 TIC: BF118236.D

3000000 12.99

2500000
2000000 10.70
1500000

815 9.91
1000000 11.40

500000
9. 62 11.92

121271 || 13.22

el

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance -
3500000 TIC: BF118236.D

3000000

2500000

2000000

1500000

1000000 14.06

15.54

500000 13.89
13.56

14.21 14.52 14830 15.17

O T T

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\BF121719\
Data File : BF118236.D

Aca On : 17 Dec 2019 19:51

Operator :© JU

Sample : K6327-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 5

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

2.13 10.70 ng 399802 1,4-Dichlorobenzene-d4 6.86
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 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 7 (2.128 min): BF118236.D (-3) (-) m/z 73.10 100.00%
7B
5000 43
o5 87 RS UL A I I
| 220 2.30 2.40 2.50
e prrrr s e b e || M7z 43.10  35. 84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AR AR AN AR
43 2.20 2.30 2.40 2.50
55 87 m/z 87.05 25.35%
29
R R S KRR RS R AR AR AR LA EARSS SRS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 S UL A I I
2.20 2.30 2.40 2.50
5000 a1 55 m/z 55.05 24 .28%
29 ‘
...|....|..Jﬂﬂ...jﬁ.k.|.H.QH.§§.J.2.?Q..2|..??,....}%?..,..}?Pn..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl- R s L R
30 2.20 2.30 2.40 2.50
m/z 41.05 12.03%
5000 43 87
15 72
'“wj”w'Mh'“H'“?%E%'“J'“w'”w'“w'“w'“w'“w'“ U R UL A LR I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118236.D

Aca On : 17 Dec 2019 19:51

Operator :© JU

Sample : K6327-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 3

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

5.07 12.82 ng 478976 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 507 (5.069 min): BF118236.D (-503) (-) m/z 43.00 100.00%
43
59
5000
101
s1,| e 83 480 500 520 5.40
R R R et AL R R RS RERAN AR AR BARR RARAN AR m/z 59.00 64.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A LRI UL UL L
59 480 500 520 540
m/z 101.00 24 _71%
”I'"'I”'”?ﬁ"“ﬂ"'I":W""I'”'Ig?'ﬁg?'}?i"l"'ﬁ""I”"I"'W
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
59
480 500 520 540
5000 M m/z 58.00 16.18%
68
"|'"w""|"”HIL'?g'd*i"wl""|'“'|""|“"|"'w'%%§|“"%4?'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4083: Morpholine, 4-methyl-
43 4.80 500 520 5.40
m/z 41.10 9.61%
5000
101
71
15 28
"PL'P“wP”'ﬁL'PﬁéP“'l”'PﬁqP'”L'”P'“P'”P'”P'”I R LN LS IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118236.D

Aca On : 17 Dec 2019 19:51

Operator :© JU

Sample : K6327-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 unknown6.63 Concentration Rank 1

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

6.63 80.19 ng 2995370 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 772 (6.628 min): BF118236.D (-768) (-) m/z 132.00 100.00%
32
5000 68
6 e
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
.,....,...:ll!.‘.‘?,:!..?h.n.',..':~.,..f.‘?,....,.'!..,.1.1.5.,....,~'...,... m/z 68.00 39.00%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 I LRI RN IR L
6.20 6.40 6.60 6.80 7.00
3 4 5 78 m/z 134.00 32.79%
W'”'l'”WJ'W””'P'JI”'W'“'P'”I”'W'”'P'”I“'W'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 640 6.60 6.80 7.00
5000 m/z 66.00 25.97%
33 44 o g7 105
'|“"|""l”"?}"ﬁﬁ"'l"jfw ﬁql"ﬂﬁ"'“ }}?W""I T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e ERERmE mmE A S
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.62%
117
5000
39 91
51
27 S 77 105
'|"”w"'jf“"ﬂ”'ﬁﬁ'm"w"blgﬂ'Wk'?ﬁ""l'Jl 12 t"w" BRSNS
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118236.D

Aca On : 17 Dec 2019 19:51

Operator :© JU

Sample : K6327-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 6
R.T. EstConc Area Relative to ISTD R.T.
11.92 5.22 ng 229930 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1672 (11.921 min): BF118236.D (-1669) (-) m/z 73.00 100.00%
43 g P
5000 129
97 213 U D IR RN SRR
115 143157171185199 256 11.60 11.80 12.00 12.20
W) ) 227 g
..w.”.“.” il m/z 43.05 83.47%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
5000 129 z=’v*’-’ﬁﬁ”‘?*‘??‘*l-rﬂ-ﬁﬂ-'-rf*ﬁT
11.60 11.80 12.00 12.20
m/z 60.00 79.60%
llvjl 143157171185199213
m/z--> "55" 20" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11'60 11.80 12.00 12.20
5000 m/z 41.10 79.08%
29
s | ]
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
43 6073 11.60 11.80 12.00 12.20
m/z 57.05 69.36%
5000 29 »
“ T7 Ol115 ‘ 171185 214
I”II‘HI\I‘I\”HIH‘IM ‘,U..ﬁ,‘...‘.,....1|4.3.:.L.57....|.‘..1.98.... R
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\BF121719\
Data File : BF118236.D

Aca On : 17 Dec 2019 19:51

Operator :© JU

Sample : K6327-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Octadecyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 11.79 ng 486985 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 95
2 5-Eicosene. (BE)- 280 C20H40 074685-30-6 95
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
Abundance Scan 2007 (13.892 min): BF118236.D (-2002) (-) m/z 57.05 100.00%
57
111
SRR SR SR B
139 13.60 13.80 14.00 14.20
167
” doobh Q187210 20 267 | "m/z 43.05 87.39%
m/z--> 50 150 200 250 300 350
Abundance #194196 Octadecy! trifluoroacetate
57
5000 LI SR UL SULRLE UL
13.60 13.80 14.00 14.20
29 125 m/z 83.10 75.23%
| ‘ i l§4 182 224 252 297 328348
m/z--> 50 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55
83 13,60 13.80 14.00 14.20
5000 m/z 55.05 73.50%
29 ’ 111
J 1] A | ﬂ \139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester I R EEm s e a e
57 13.60 13.80 14.00 14.20
97 m/z 97.05 68.30%
5000
29 125
L‘ L ) i1 ‘ \}‘ JL 1.54 182 210 238 283 384
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118236.D

Aca On : 17 Dec 2019 19:51

Operator :© JU

Sample : K6327-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Nonadecane, 9-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.21 2.00 ng 82755 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2061 (14.210 min): BF118236.D (-2057) (-) m/z 57.10 100.00%
q7
5000
5 141 169105 217 239 265983 13580 14100 14120 1490 1410
m/z 71.10 78.02%
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl-
g7
85
5000 U DR DU I
Bmmmmmmmmm
140 m/z 43.10 74 _.43%
29 | 11 168
T ST N S
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
o 13.80 14.00 14.20 14.40 14.60
5000 m/z 85.10 56.72%
29 113
Lol [ )7 341 169 197 225 253 296
m/z--> éo 160 150 200 250 300 3%0
Abundance #129490: Eicosane e R R S e
57 13.80 14.00 14.20 14.40 14.60
m/z 55.05 28.26%
85
5000
=l 1 u\ |1}, 169 197 225 53 282
m/z--> 5'0 100 150 200 250 300 3&1,0 13. 80 14. 00 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118236.D

Aca On : 17 Dec 2019 19:51

Operator :© JU

Sample : K6327-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14 .52 3.05 ng 126133 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2114 (14.521 min): BF118236.D (-2110) (-) m/z 57.05 100.00%
57
5000
e I A T
— L ||||| 1 e ||||”|I m/z 43.10 69.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57
5000 85 LR BN BRI SN B
29 mmmmmmmm

m/z 71.10 63.51%

;118 141 169 197 205 53 282

1‘ | ;

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

Abundance #175559: Tetracosane
57
R A L S
85 14.20 14.40 14.60 14.80
5000 m/z 85.10 51.95%
29 113
I, ‘ JLi 12,14 169 197 225 253 338
A B R e R S
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane e
57 14.20 14.40 14.60 14.80
m/z 83.00 41.92%
5000 85
29 113
11 L || | |77 141 169 197 225 253 281 309 337 365 394
T T T T T e B R
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118236.D

Aca On : 17 Dec 2019 19:51

Operator :© JU

Sample : K6327-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .83 3.07 ng 114862 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Docosane 310 C22H46 000629-97-0 91
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 2166 (14.827 min): BF118236.D (-2160) (-) m/z 57.05 100.00%

g7

5000

14.60 14.80 15.00 15.20
m/z 71.10 70.11%

113
141 169 192213235 261 285 313

357

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L L L LB
14.60 14.80 15.00 15.20
m/z 43.10 68.60%
29 113
LU L 260 107 225 253 296
L o o A ., L S e e e o B RN
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
R RAREE e
14.60 14.80 15.00 15.20
5000 85 m/z 85.05 56.97%
113
290 || | | A L f1\169139211 239 267 205 323 352
o o R : I A B B e L
m/z--> 50 150 200 250 300 350
Abundance #209565: Octacosane e e RS R
57 14.60 14.80 15.00 15.20
m/z 99.00 23.04%
5000 85
29 113 141
| ﬂ 169 197 225 253 281 309 337 365 394

m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118236.D

Aca On : 17 Dec 2019 19:51

Operator :© JU

Sample : K6327-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Squalene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.90 2.17 ng 81129 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 83
2 Supraene 410 C30H50 007683-64-9 80
3 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 72
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
5 1-(Phenylthio)-3,7,11-trimethyl-_._._. 314 C21H30S 028413-57-2 64
Abundance Scan 2178 (14.898 min): BF118236.D (-2175) (-) m/z 69.10 100.00%
69
41 95 LA L L L L L L L L LB
1& 201223 14,60 14.80 15.00 15.20
— I whad -W ‘ ) 272,302 3 309 "m/z 81.00 51.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000 L SRR ML BRI SR
a1 14,60 14.80 15.00 15.20
95 101 m/z 41.10 23.71%
N lj L |149 175 203 231 273 209 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
1460 14.80 15.00 15.20
5000 m/z 95.05 17.25%
41
’ 95 137
w317 163 101 217 245 273 299 341 367 410
m/z--> §0 100 150 200 250 300 350 400
Abundance #178776: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene R R R
69 14.60 14.80 15.00 15.20
m/z 68.05 13.64%
5000 41
95
121
\‘t\L\ d L (177 205225245 273 299 342
m/z--> 50 100 150 260 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118236.D

Aca On : 17 Dec 2019 19:51

Operator :© JU

Sample : K6327-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.17 2.64 ng 98710 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Docosane 310 C22H46 000629-97-0 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2224 (15.168 min): BF118236.D (-2220) (-) m/z 57.05 100.00%
g7
85
5000
3 l l |l1]|.3 3 155 183201 221239 269 311 347 1;18IOI I1I50IOI I1I52IOI I1I54IOI o
S 0 Y =2 s Aol m/z 71.10 79.09%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 U UL B BN SRR B
14,80 15.00 15.20 15.40
29 m/z 43.10 62.70%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
o 14:80 15.00 15.20 1540
5000 m/z 85.05 60.08%
29 113
LA by [T 4 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane A EREmaEmEEEE
57 14.80 15.00 15.20 15.40
m/z 41.05 26.26%
5000 85
29
Ly M 141 169 197 g5 254

T
m/z--> 50 100 150 200 250 300 350 14. 80 15. OO 15 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118236.D

Aca On : 17 Dec 2019 19:51

Operator :© JU

Sample : K6327-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619._.M
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 12 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.00 2.44 ng 91206 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 2-methvlhexacosane 380 C27H56 1000376-72-7 76
3 Heptacosane 380 C27H56 000593-49-7 68
4 2-methvloctacosane 408 C29H60 1000376-72-8 68
5 Hentriacontane 437 C31H64 000630-04-6 68
Abundance Scan 2365 (15.998 min): BF118236.D (-2362) (-) m/z 57.10 100.00%

57

5000

266 300 328347 15.60 15.80 16.00 16.20 16.40
m/z 71.05 87.66%

139159178199 231

m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57
5000 85 TT T T[T T I T [T T T T[T T TT[TT
15. 60 15. 80 16 00 16. 20 16. 40
29 m/z 43.10 76.48%
L4 0] t3,241 169 197 226
Al T T
m/z--> 50 100 150 200 250 300 350
Abundance #202663: 2-methylhexacosane
57
R ARE mEEE S R
85 15.60 15.80 16.00 16.20 16.40
5000 m/z 85.10 57.48%
29 ) } A M L a1 169 197 225 253 281 300 337 365
il e
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane A aa e
57 15.60 15.80 16.00 16.20 16.40
m/z 41.05 26.97%
5000 85
29 113 141 169
| 1| H 1197 225 253 281 309 337 380

m/z--> 50 100 150 200 250 300 350 15. 60 15. 80 16 00 16. 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121719\
Data File : BF118236.D

Acq On : 17 Dec 2019 19:51

Operator : JU

Sample - K6327-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619_.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... 2.13 10.7 ng 399802 1 6.86 747071 20.0
2-Pentanone, 4-hy... 5.07 12.8 ng 478976 1 6.86 747071 20.0
unknown6.63 6.63 80.2 ng 2995370 1 6.86 747071 20.0
n-Hexadecanoic acid 11.92 5.2 ng 229930 4 11.40 881275 20.0
Octadecyl trifluo... 13.89 11.8 ng 486985 5 14.06 826387 20.0
Nonadecane, 9-met... 14.21 2.0 ng 82755 5 14.06 826387 20.0
Eicosane 14 .52 3.0 ng 126133 5 14.06 826387 20.0
Heneicosane 14.83 3.1 ng 114862 6 15.54 748784 20.0
Squalene 14.90 2.2 ng 81129 6 15.54 748784 20.0
Heptadecane 15.17 2.6 ng 98710 6 15.54 748784 20.0
Hexadecane 16.00 2.4 ng 91206 6 15.54 748784 20.0
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