LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117588.D

Aca On : 29 Oct 2019 14:04

Operator :© JU

Sample : K5503-15

Misc :

ALS Vial : 11 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-BF101819.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 4.934 480 484 495 rBV 17320 29090 3.16% 0.383%
2 5.357 553 556 584 rBV 613554 792592 86.04% 10.445%
3 6.386 727 731 748 rBV 730062 895777 97.24% 11.805%
4 6.504 748 751 764 rVB 971340 921199 100.00% 12.140%
5 6.728 786 789 797 rBV 249676 226011 24.53% 2.979%
6 6.881 812 815 830 rBV 650994 598099 64.93% 7.882%
7 7.292 882 885 908 rBV 425778 522007 56.67% 6.879%
8 8.010 1004 1007 1029 rBV 236424 274463 29.79% 3.617%
9 9.080 1186 1189 1206 rBV 790251 716545 77.78% 9.443%
10 9.480 1254 1257 1267 rBV 63536 67011 7.27% 0.883%

11 9.763 1301 1305 1318 rBV 248645 264983 28.77% 3.492%
12 10.557 1436 1440 1450 rBV 294244 339665 36.87% 4._.476%
13 11.251 1554 1558 1560 rBV 192831 187950 20.40% 2.477%

14 11.268 1560 1561 1568 rVB 44814 45266 4.91% 0.597%
15 11.774 1645 1647 1654 rVB3 20106 25723 2.79% 0.339%
16 11.868 1659 1663 1665 rBV 9311 10117 1.10% 0.133%
17 12.463 1761 1764 1770 rBV 74295 72703 7.89% 0.958%
18 12.568 1779 1782 1789 rBV3 4747 10154 1.10% 0.134%
19 12.692 1797 1803 1810 rBV 71509 80422 8.73% 1.060%
20 12.827 1822 1826 1830 rBV 539892 450874 48.94% 5.942%
21 13.398 1919 1923 1925 rBV 12210 13838 1.50% 0.182%
22 13.727 1976 1979 1990 rVB4 49704 97392 10.57% 1.284%
23 13.892 2002 2007 2010 rBV2 238640 257136 27.91% 3.389%
24 13.921 2010 2012 2019 rVB 38222 41137 4._47% 0.542%
25 14.039 2029 2032 2034 rBV 22890 21044 2.28% 0.277%
26 14.286 2069 2074 2077 rBV3 9236 15019 1.63% 0.198%
27 14.345 2081 2084 2087 rVvVv 33646 31062 3.37% 0.409%
28 14.404 2090 2094 2098 rVB 56193 67655 7.34% 0.892%
29 14.639 2131 2134 2140 rVB2 47214 46551 5.05% 0.613%
30 14.709 2143 2146 2149 rVB 38407 34432 3.74% 0.454%
31 14.921 2179 2182 2185 rBV 34067 47219 5.13% 0.622%
32 14.956 2185 2188 2191 rVB3 46701 55755 6.05% 0.735%
33 15.215 2229 2232 2236 rVB2 16319 16960 1.84% 0.224%
34 15.274 2239 2242 2245 rBV 25252 28057 3.05% 0.370%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117588.D

Aca On : 29 Oct 2019 14:04

Operator :© JU

Sample : K5503-15

Misc :

ALS Vial : 11 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-BF101819.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.327 2245 2251 2261 rVB 139248 221654 24 .06% 2.921%

36 15.715 2312 2317 2320 rVB 26311 35950 3.90% 0.474%

37 15.945 2354 2356 2360 rVvB4 8643 9626 1.04% 0.127%

38 16.180 2394 2396 2400 rVB3 13972 16753 1.82% 0.221%
Sum of corrected areas: 7587891
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117588.D

Aca On : 29 Oct 2019 14:04

Operator :© JU

Sample - K5503-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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: BF117588.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117588.D

Aca On : 29 Oct 2019 14:04

Operator :© JU

Sample - K5503-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown4.93 Concentration Rank 9

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

4.93 2.57 ng 29090 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 5
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 5
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 5
4 Diacetamide 101 C4H7NO2 000625-77-4 4
5 Guanidine 59 CH5N3 000113-00-8 4

Abundance Scan 483 (4.928 min): BF117588.D (-480) (-) m/z 43.00 100.00%
43
59
5000
101
| 460 4.80 5.00 5.20
R e o B o o M m/z 59.00 68.33%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43
5000 IBESSEDESEAE SRRE RR
101 460 4.80 5.00 5.20
m/z 101.00 26 .05%
15 58
0 28 37J”| 51 | 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4083: Morpholine, 4-methyl-
43
460 480 500 520
5000 m/z 57.90 13.85%
101
71
0 "'I'ﬁ?'I"'%FI""f'l'??"SG'I""i""I"QG'I'"'k""l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone ]
43 460 4.80 5.00 5.20
m/z 39.00 7.71%
5000 101
28 59
70 84
N | O PR N - Y-8 P R —
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117588.D

Aca On : 29 Oct 2019 14:04

Operator :© JU

Sample - K5503-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown6.50 Concentration Rank 1

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

6.50 81.52 ng 921199 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 750 (6.498 min): BF117588.D (-748) (-) m/z 131.95 100.00%
5000 68
96 B LS L S
40 54 7 &7 5 6.20 6.40 6.60 6.80
0 B E e m/z 68.05 47 .24%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 B LR L S
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 31.47%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 6.40 6.60 6.80
5000 og 116 m/z 66.00 31.39%
ol ,%%,Iqu\,\‘l,,h_l,,,l,slfs,,,,l,l??,
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132 6.20 6.40 6.60 6.80
m/z 69.05 19.72%
5000 67
41 97
53
‘ 29 ‘ 117
ol lll ol ) 88 a0 |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80

8270-BF101819.M Wed Oct 30 14:41:42 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117588.D

Aca On : 29 Oct 2019 14:04

Operator :© JU

Sample - K5503-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknownll.77 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.77 2.74 ng 25723 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 38
2 Octane. 1-(ethenvlthio)- 172 C10H20S 042779-08-8 35
3 .alpha.-D-Glucopvranoside. O-.al... 504 C18H32016 000597-12-6 32
4 _beta.-D-Glucopvranoside. methvl... 292 C14H2806 1000157-04-9 27
5 _alpha.-D-Glucopyranose, 4-0-_be... 342 C12H22011 014641-93-1 25
Abundance Scan 1646 (11.768 min): BF117588.D (-1645) (-) m/z 72.90 100.00%
43 o B
5000
83 97
‘ 11,40 1160 11.80 12.00
rrtt—--r- - m/z 43.00 87.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39472: n-Decanoic acid
60 73
41
5000 29
129 11.40 11.60 11.80 12.00
‘ ‘ 115 m/z 60.00 81.12%
172
o | ,..!.|,.,|| i I..I;I, R W
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39664: Octane, 1-(ethenylthio)-
43 60
11,40 1160 11.80 12.00
5000 m/z 41.00 71.81%
7
‘ 101 115 s 172
0....|....‘lk‘. 1 \‘ m‘k‘.‘.l....|.1.2.9.|‘...1.57....|....|..
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #235679: .alpha.-D- Glucopyranosme, O-.alpha.-D-glucopyran...
73 11.40 11.60 11.80 12.00
60 m/z 69.00 57.21%
97
43
5000 29
5 126
o) — :’LI .“.‘. A \\ ‘\ \Hhm H‘\‘H \ ‘\ “ o I:LT\I?I .:I|-6:3.].-7.5| .].-9.1. e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117588.D

Aca On : 29 Oct 2019 14:04

Operator :© JU

Sample - K5503-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Octacosyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 7.58 ng 97392 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 90
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 87
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 83
4 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 83
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 76
Abundance Scan 1979 (13.727 min): BF117588.D (-1976) (-) m/z 57.00 100.00%
57
5000
" 130 257 234 13.40 13.60 13.80 14.00
oA '..'.',....,...'.,....,....,........,...., m/z 43.05 73.91%
m/z-> 0 50 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate
57
97
5000 LR RN SRR UL UL

13. 40 13. 60 13. 80 14.00
1125 m/z 55.00 68.95%

29
N | ?3}81208 250 278306 334 364392 437 488
e e R R e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate
57 97
AR B
13.40 13.60 13.80 14.00
5000 m/z 83.05 68.72%
125
o 2?‘ \{J}§3182210238266 311 412
e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)- R AR e EEE e
57 13.40 13.60 13.80 14.00
m/z 97.05 62.15%
83
5000
29 llll
139 168 196
m/z--> 0 50 100 150 200 250 300 350 400 450 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117588.D

Aca On : 29 Oct 2019 14:04

Operator :© JU

Sample - K5503-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .34 2.42 ng 31062 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Eilcosane 282 C20H42 000112-95-8 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Triacontane 422 C30H62 000638-68-6 86
Abundance Scan 2083 (14.339 min): BF117588.D (-2081) (-) m/z 57.05 100.00%
57
5000
4 e T S
14.00 14.20 14.40 14.60
0! m/z 71.00 81.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 LR DA SO B SULLRE
14. oo 14. 20 14.40 14.60
4 s m/z 43.05 67.56%
S O O e LA - - .
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300
Abundance #129490: Eicosane
57
85 14.00 14.20 14.40 1460
5000 m/z 85.10 64 .56%
113
o ‘ ‘\‘ oy L e 17 225 253 282
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300
Abundance #94346: Heptadecane
57 14.00 14.20 14.40 14.60
m/z 55.00 39.83%
85
5000 4
0 L A 1%3 , 141 169 197212 240
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300 1400 1420 1440 14%0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117588.D

Aca On : 29 Oct 2019 14:04

Operator :© JU

Sample - K5503-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Naphthalene, 1-(2-naphthale... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.40 5.26 ng 67655 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1-(2-naphthalenvloxv)- 270 C20H140 000611-49-4 95
2 Naphthalene. 1.1"-oxvbis- 270 C20H140 000607-52-3 76
3 9-Benzvlidenexanthene 270 C20H140 027980-52-5 64
4 4-Azafluorenone. 3-methviphenvli... 270 C19H14N2 1000301-74-7 49
5 Benz(a)anthracene, 7,10,12-trime... 270 C21H18 035187-27-0 46
Abundance Scan 2093 (14.398 min): BF117588.D (-2090) (-) m/z 270.10 100.00%
270
5000 239
sy || 14100 1420 1440 1460 1430
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #119565: Naphthalene, 1-(2-naphthalenyloxy)-
270
5000 LRI AR ISR SN B
239 14.00 14.20 14.40 14.60 14.80
119 m/z 239.10 44 _78%
ol; 39 63 94|.H|P?5 163 187 215 ) ||
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 2éo 300 320 340
Abundance #119558: Naphthalene, 1,1'-oxybis-
270
14.00 14.20 14.40 14.60 14.80
5000 m/z 271.10 26 .44%
115
51 17 PS ) 241
A L ol B S S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #119553: 9-Benzylidenexanthene R L
270 14.00 14.20 14.40 14.60 14.80
m/z 253.20 25.72%
5000
134 239
oL 39 63 87106, ‘\ 163181 213 L
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117588.D

Aca On : 29 Oct 2019 14:04

Operator :© JU

Sample - K5503-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 5
R.T. EstConc Area Relative to ISTD R.T.

14 .64 4.20 ng 46551 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Heneicosane 296 C21H44 000629-94-7 83
3 Hexadecane 226 C16H34 000544-76-3 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 6,6-Diethylhoctadecane 310 C22H46 1000360-41-8 80

Abundance Scan 2134 (14.639 min): BF117588.D (-2131) (-) m/z 57.05 100.00%

57

5000

14.40 14.60 14.80 15.00
m/z 71.00 73.61%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129490: Eicosane

5|7

14.40 14.60 14,80 15.00
m/z 43.10 65.91%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141424: Heneicosane
57
e R
14.40 14.60 14.80 15.00
5000 85 m/z 85.10 64 .31%
4 113
olaa g Ly )T MY 169 197 225 o5z 296
A R B B e R mas
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane e A madE L L
57 14.40 14.60 14.80 15.00
m/z 99.00 29.10%
5000
4 85
o 26 L L ‘ 113 141 169184 226
T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117588.D

Aca On : 29 Oct 2019 14:04

Operator :© JU

Sample - K5503-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.71 3.11 ng 34432 Perylene-d12 15.33
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 Furan. 3-(4-methvl-3-pentenvl)- 150 C10H140 000539-52-6 43
4 2.6-Octadiene. 4.5-dimethvl- 138 C10H18 018476-57-8 43
5 Pentane, 1,5-dibromo- 228 C5H10Br2 000111-24-0 43
Abundance Scan 2146 (14.709 min): BF117588.D (-2143) (-) m/z 69.10 100.00%
69
5000 ANNM
& 6 161 14.40 1460 14.80 1500
209 239 : : :
ob L bk -'l -"--"~--1 L8O AP W12 . m/z 81.05 52.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4 A UL UL IR SRR
14.40 14.60 14.80 15.00
m/z 95.10 17.27%
ol b L .l fOL 11217 278 209 34 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
14.40 1460 14.80 1500
5000 m/z 41.00 16.77%
41
’ 95 137
oLyl L 417|163 191 217 245 273 299 3. 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #23772: Furan, 3-(4-methyl-3-pentenyl)- e A RERREEEES
69 14.40 14.60 14.80 15.00
41 m/z 68.10 13.78%
5000 150
OIIJlLIIquLg\ﬁIwIlIZJ'II ——T T ——T — IHIIA
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117588.D

Aca On : 29 Oct 2019 14:04

Operator :© JU

Sample - K5503-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Hentriacontane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.72 3.24 ng 35950 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 Heptacosane 380 C27H56 000593-49-7 86
5 Heneicosane 296 C21H44 000629-94-7 86

Abundance Scan 2318 (15.721 min): BF117588.D (-2312) (-) m/z 57.00 100.00%
57
85
5000
141 177 T
1 | Jlm 221 281 15.40 1560 15.80 16.00
ol AL "" e mM/z  71.00  83.61%
m/z--> 50 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 U AR DR U DR
mmmmmmmm
13 m/z 85.05 71.22%
o Il | 777,142 169 197 225 253 281 309 337 365 437
m/z--> éo 160 1éo 260 2%0 360 3éo 460 '
Abundance #129490: Eicosane
57
85 15.40 15.60 15.80 16.00
5000 m/z 43.00 54 _67%
113
0 %QJ L e 197 225 253 262
m/z--> éo 160 1éo 200 250 360 3éo 460 '
Abundance #185533: Pentacosane A e R Ra
57 15.40 15.60 15.80 16.00
m/z 99.00 33.55%
5000 85
113
oL LT 4t 380 211 239 267 295 323 352
m/z--> éo 160 1éo 260 250 360 3éo 460 ! 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102919\
Data File : BF117588.D

Acq On : 29 Oct 2019 14:04

Operator : JU

Sample - K5503-15

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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]
unknown4 .93 4 .93 2.6 ng 29090 1 6.73 226011 20.0
unknown6 .50 6.50 81.5 ng 921199 1 6.73 226011 20.0
unknownll.77 11.77 2.7 ng 25723 4 11.25 187950 20.0
Octacosyl trifluo... 13.73 7.6 ng 97392 5 13.89 257136 20.0
Heneicosane 14_34 2.4 ng 31062 5 13.89 257136 20.0
Naphthalene, 1-(2... 14.40 5.3 ng 67655 5 13.89 257136 20.0
Eicosane 14 .64 4.2 ng 46551 6 15.33 221654 20.0
Squalene 14.71 3.1 ng 34432 6 15.33 221654 20.0
Hentriacontane 15.72 3.2 ng 35950 6 15.33 221654 20.0
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