LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118243.D

Aca On : 17 Dec 2019 23:08

Operator :© JU

Sample : K6324-04

Misc :

ALS Vial : 20 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 2.128 3 7 16 rVB 311220 394817 12.75% 1.569%
2 5.069 503 507 518 rVB 357984 440252 14.22% 1.750%
3 5.481 572 577 580 rBVY 2592909 2337741 75.52% 9.292%
4 6.492 744 749 752 rBVY 2543379 2516631 81.30% 10.003%
5 6.634 768 773 776 rBVY 2985825 2751518 88.89% 10.937%
6 6.857 808 811 818 rBV 802743 689201 22.26% 2.739%
7 7.016 834 838 841 rBVY 2603590 2161858 69.84% 8.593%
8 7.428 903 908 920 rBVY 1508042 1584154 51.18% 6.297%
9 8.145 1026 1030 1043 rBV 978914 876276 28.31% 3.483%
10 9.228 1209 1214 1217 rBV 3635603 3095541 100.00% 12.304%

11 9.622 1277 1281 1291 rBV 129780 133749 4._.32% 0.532%
12 9.910 1326 1330 1339 rBV 1008391 938973 30.33% 3.732%
13 10.698 1461 1464 1478 rBV 1639221 1645619 53.16% 6.541%
14 11.404 1580 1584 1593 rBV 787258 798646 25.80% 3.175%
15 11.922 1669 1672 1686 rBV 122574 151297 4._.89% 0.601%

16 12.992 1850 1854 1857 rBV 3020095 2545755 82.24% 10.119%
17 13.886 2002 2006 2019 rBV 225768 344786 11.14% 1.370%
18 14.057 2031 2035 2044 rVB 751919 753893 24 .35% 2.997%

19 14.210 2057 2061 2064 rBvV 39523 44254 1.43% 0.176%

20 14.515 2109 2113 2123 rBV2 54027 90782 2.93% 0.361%

21 14.821 2160 2165 2169 rBV 60067 72119 2.33% 0.287%

22 15.168 2220 2224 2229 rVB2 59693 68909 2.23% 0.274%

23 15.545 2283 2288 2295 rBV 466671 655423 21.17% 2.605%

24 15.998 2362 2365 2371 rVB2 41369 65915 2.13% 0.262%
Sum of corrected areas: 25158109
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118243.D

Aca On : 17 Dec 2019 23:08

Operator :© JU

Sample : K6324-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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

Abundance TIC: BF118243.D
3500000
3000000 6.63

5.48 6.49 7.02
2500000

2000000

1500000 .43

1000000 6.86

500000} 14 5.07

L S 1

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: BF118243.D
3500000 9123

3000000 12,9

2500000

2000000
10.70
1500000

8.15 9.91
1000000 11.40

500000

9.62 11.92

rrt—rrr i

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 TIC: BF118243.D
3500000

3000000
2500000
2000000
1500000

1000000 14.06

15.54

500000
13.89
1421 1452 1482 1517
o L I e L A A e LANNAE B e

! T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118243.D

Aca On : 17 Dec 2019 23:08

Operator :© JU

Sample : K6324-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.13 11.46 ng 394817 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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 7 (2.128 min): BF118243.D (-3) (-) m/z 73.05 100.00%
73
5000 43 j\
= 8 U R U UL U
37 2.20 2.30 2.40 2.50
et i e b e || M/ 43.05 36.03%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U AR A A LR
43 2.20 2.30 2.40 2.50
55 87 m/z 87.00 26.18%
29 35 | | 67 ||,
mz-> %0 % 40 % 60 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 U A U UL U I
2.20 2.30 2.40 2.50
5000 55 m/z 55.00 24._.78%
J L 79 |, 97 112 129
m/z--> 20 ' ' 50 ' 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy- P
73 2.20 2.30 2.40 2.50
m/z 41.05 11.79%
5000
45
29
I R -7 0 101 ]\
AR RN RS UL R RS RS LS LRSS AR SERAS SRR U R R UL LR
m/z--> 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 : BF118243.D

Aca On : 17 Dec 2019 23:08

Operator :© JU

Sample : K6324-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.07 12.78 ng 440252 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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 507 (5.069 min): BF118243.D (-503) (-) m/z 43.00 100.00%
43
59
5000
101
480 5.00 5.20 5.40
83
S O | NS S m/z 59.10 60.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.00 23.59%
15 31 101
wl 1y 51 || 83 I
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.00 14 .56%
101
15 58
28 L 69 84 ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R R maR
59 480 5.00 5.20 5.40
m/z 41.00 9.10%
5000 41
68
"'P"W"“I'”*Hﬂ'?g“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I R RN S U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118243.D

Aca On : 17 Dec 2019 23:08

Operator :© JU

Sample : K6324-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

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

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

6.63 79.85 ng 2751520 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 16
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 9

Abundance Scan 772 (6.628 min): BF118243.D (-768) (-) m/z 132.00 100.00%
132
5000 68
40 % J 620 640 6.60 6.80 7.00
54 . . . :
8 A o Tw/z 68.10  39.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 n
5000 I LRI RN IR
6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.02%
31
"'I'"%H'“'I'!'j?"”I'L"I"'W""I""P"'
m/z--> 20 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 25.64%
SN ” ‘“ .JM . Imhl‘ﬁl 158 ..,.1??.
m/z--> 20 40 100 120 140 160 180
Abundance #14491 5-Aminoindole |G LA LI L B
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.39%
5000
104
66
14 27 30 51 87T g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 6.0 640 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 : BF118243.D

Aca On : 17 Dec 2019 23:08

Operator :© JU

Sample : K6324-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.79 ng 151297 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Oxalic acid. allvl octadecvl ester 382 C23H4204 1000309-24-5 35
5 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1000309-70-5 20
Abundance Scan 1672 (11.922 min): BF118243.D (-1669) (-) m/z 73.00 100.00%
43 60 L&
5000
129
|| B 111 | 143157171185 007" 256 11.60 11.80 12.00 12.20
el Ll m/z 43.10 80.59%
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

11.60 11.80 12.00 12.20
m/z 60.00 78.47%

213
143 157171 185 199

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

Abundance #72646: Tridecanoic acid
43 60 73 . X
R RS RAmEE s
11.60 11.80 12.00 12.20
5000 m/z 41.00 72.16%
29
129
“ T7 1115 ‘ 171185 214
0 1 e 3 N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 68.23%
5000 29
“ . |‘|‘i‘| T ‘l
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 : BF118243.D

Aca On : 17 Dec 2019 23:08

Operator :© JU

Sample : K6324-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 6 Octadecyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.89 9.15 ng 344786 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 87
Abundance Scan 2007 (13.892 min): BF118243.D (-2002) (-) m/z 57.05 100.00%
¥ g
5000 111
SRR SR SR B
3 J 139 13.60 13.80 14.00 14.20
Ay rean w05, 8%
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate
57
97
5000 L L B M B
13.60 13.80 14.00 14.20
- 125 m/z 55.05 80.40%
7 | l 154 182 224 252 279297 328348
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
13,60 13.80 14.00 14.20
5000 111 m/z 83.05 79.53%
29
JLd ‘ “ | | 1™ 167 106 2a 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate RS e e e
57 13.60 13.80 14.00 14.20
97 m/z 69.05 71.57%
5000
29 125
FLollzg | 1 | 154 182 210 238 265283 334
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF120619.M Wed Dec 18 16:01:51 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118243.D

Aca On : 17 Dec 2019 23:08

Operator :© JU

Sample : K6324-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 7 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.52 2.41 ng 90782 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 83
2 Eicosane 282 C20H42 000112-95-8 80
3 Tricosane 324 C23H48 000638-67-5 80
4 Hexacosane 366 C26H54 000630-01-3 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 2114 (14.521 min): BF118243.D (-2109) (-) m/z 57.00 100.00%
g7
85
5000 4
113 161 N —
129145 281 14.20 14.40 14.60 14.80
e e m/z 43.00 79.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94346: Heptadecane
g7
85
5000 R UL L IR IR
4 Mmmmmmmm
m/z 71.00 68.48%
m/z--> 20 40 éo éo 100 150 140 160 180 200 220 240 260 280 300 320
Abundance #129490: Eicosane
g7
85 14.20 14.40 14.60 14.80
5000 m/z 85.05 67.93%
4
113
141
STI 0 e  DCLA =T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164579: Tricosane B REEEEEEE LS
57 14.20 14.40 14.60 14.80
m/z 69.05 52.40%
5000 85
4 113
324
S e DI Bl [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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 : BF118243.D

Aca On : 17 Dec 2019 23:08

Operator :© JU

Sample : K6324-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 8 Octacosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
1482 2.20ng 72119 Perylene-di2 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octacosane 304 Co8H58 000630-02-4 87

000630-01-3 81
1000360-42-7 74
000630-04-6 74
000112-95-8 74

m/z 57.00 100.00%

2 Hexacosane 366 C26H54
3 5-Ethvl-5-methvInonadecane 310 C22H46
4 Hentriacontane 437 C31H64
5 Eicosane 282 C20H42
Abundance Scan 2165 (14.821 min): BF118243.D (-2160) (-)
57
5000
141 61 183 207 253 277
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85
29 113 141
. d n 169 197 225 253 281 309 337 365 394
ey e e T e
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57
5000 85
290 | | d (141 169 197 225 253 295 366
SR Ly T Ty
m/z--> 50 100 150 200 250 300 350
Abundance #153231: 5-Ethyl-5-methylnonadecane
57
5000 85
113
T T o ot
m/z--> 50 100 150 200 250 300 350

14.60 14.80 15.00 15.20

m/z 43.10

66 .29%

14.60 14. 80 15. OO 15. 20

m/z 71.10

66.08%

14.60 14.80 15.00 15.20

m/z 85.05

54 _35%

14.60 14.80 15.00 15.20

m/z 99.10

14.60 14.80 15.00 15.20

27 .88%
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121719\
Data File : BF118243.D

Aca On : 17 Dec 2019 23:08

Operator :© JU

Sample : K6324-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 9 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.17 2.10 ng 68909 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Triacontane 422 C30H62 000638-68-6 87
3 Tetratetracontane 619 C44H90 007098-22-8 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 2224 (15.168 min): BF118243.D (-2220) (-) m/z 57.05 100.00%
57
5000
113 NN SRR BRI UL
|| J ||:‘-5|;l-183 219 265 14.80 15.00 15.20 15.40
e e e m/z 71.05 72 .69%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194494: Hexacosane
5000 L BN BRI BRI B B

14.80 15.00 15.20 15.40
m/z 43.10 71.34%

141 183 225 267 309 366

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #219831: Triacontane
57
R RN EEEEE
14.80 15.00 15.20 15.40
5000 m/z 85.10 60.57%
99
26 (1] || 1 183 225 27 309 361 422
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane L Ba e o
57 14.80 15.00 15.20 15.40
m/z 55.00 26.95%
5000
97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 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 : BF118243.D

Aca On : 17 Dec 2019 23:08

Operator :© JU

Sample : K6324-04

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120619.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 10 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.00 2.01 ng 65915 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 72
3 Tetracosane 338 C24H50 000646-31-1 64
4 Tetratriacontane 479 C34H70 014167-59-0 64
5 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 58
Abundance Scan 2365 (15.998 min): BF118243.D (-2362) (-) m/z 57.10 100.00%
g7
85
5000

15.60 15.80 16.00 16.20 16.40
m/z 71.00 70.03%

R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129491: Eicosane

5|7

5000 R EEREEREm
29 15. 60 1580 1600 16. 20 16. 40

m/z 43.10 69 .44%

113 141 169 197 225 253 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129501: Nonadecane, 2-methyl-
43

15.60 15.80 16.00 16.20 16.40
5000 71 m/z 85.10 58.19%

99

239
127 | 15? 183 211 J 267233

“ ’ A‘ J

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175555: Tetracosane A E e
57 15.60 15.80 16.00 16.20 16.40
m/z 41.00 28.74%

5000 85

29 113
JJ / 1141 (169 197 225 253 281309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 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 : BF118243.D

Acq On : 17 Dec 2019 23:08

Operator : JU

Sample : K6324-04

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120619.M
Quant Title : 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 11.5 ng 394817 1 6.86 689201 20.0
2-Pentanone, 4-hy... 5.07 12.8 ng 440252 1 6.86 689201 20.0
unknown6 .63 6.63 79.8 ng 2751520 1 6.86 689201 20.0
n-Hexadecanoic acid 11.92 3.8 ng 151297 4 11.40 798646 20.0
Octadecyl trifluo... 13.89 9.2 ng 344786 5 14.06 753893 20.0
Heptadecane 14.52 2.4 ng 90782 5 14.06 753893 20.0
Octacosane 14.82 2.2 ng 72119 6 15.54 655423 20.0
Hexacosane 15.17 2.1 ng 68909 6 15.54 655423 20.0
Eicosane 16.00 2.0 ng 65915 6 15.54 655423 20.0
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