LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030519\
Data File : BF112874.D
Aca On : 6 Mar 2019 1:32 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?:'6 - (1705704 EXT-028-SW005-022719
ALS Vial : 19 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 5.351 550 555 558 rBY 3242374 3005216 85.69% 8.078%
2 6.381 724 730 740 rBVY 2950843 3352953 95.60% 9.012%
3 6.510 747 752 755 rBVY 3674824 3311232 94.41% 8.900%
4 6.739 787 791 800 rBVY 1221511 970913 27.68% 2.610%
5 6.898 814 818 821 rBVY 2789535 2467647 70.36% 6.633%
6 7.298 881 886 889 rBVY 2148456 1998157 56.97% 5.371%
7 8.022 1005 1009 1031 rBvV 1217509 1232262 35.13% 3.312%
8 9.098 1188 1192 1206 rBV 3430306 3129636 89.23% 8.412%
9 9.486 1255 1258 1264 rVB 180035 183019 5.22% 0.492%
10 9.769 1302 1306 1315 rBvV 1316063 1256650 35.83% 3.378%

11 10.557 1435 1440 1449 rBV 2077505 2117871 60.39% 5.693%
12 11.251 1554 1558 1561 rBV 1183436 1204108 34.33% 3.236%
13 11.786 1645 1649 1652 rBvV2 389908 378611 10.80% 1.018%
14 11.816 1652 1654 1659 rVB 71919 73750 2.10% 0.198%
15 12.069 1694 1697 1703 rVB 35229 44111 1.26% 0.119%

16 12.457 1759 1763 1767 rBV 330756 308922 8.81% 0.830%
17 12.568 1779 1782 1787 rBV2 114192 141040 4.02% 0.379%
18 12.680 1796 1801 1807 rBV 287121 300709 8.57% 0.808%
19 12.827 1822 1826 1830 rBV 2697146 2633756 75.09% 7.079%

20 13.116 1871 1875 1882 rVB3 39802 58891 1.68% 0.158%
21 13.304 1904 1907 1914 rVB2 42767 69330 1.98% 0.186%
22 13.504 1937 1941 1945 rBV 3543188 3507241 100.00% 9.427%
23 13.627 1958 1962 1964 rBV2 33220 42592 1.21% 0.114%

24 13.733 1975 1980 1986 rBV3 271107 380705 10.85% 1.023%
25 13.874 1999 2004 2007 rBV2 1536822 1611697 45.95% 4_.332%

26 13.898 2007 2008 2014 rVB 195471 158632 4._.52% 0.426%
27 14.057 2032 2035 2039 rBV2 126371 119375 3.40% 0.321%
28 14.362 2083 2087 2093 rBV 244080 276924 7.90% 0.744%
29 14.657 2134 2137 2144 rVB 229318 226169 6.45% 0.608%
30 14.886 2173 2176 2179 rBV 132563 176930 5.04% 0.476%

31 14.974 2188 2191 2202 rVB 264959 372237 10.61% 1.001%
32 15.168 2221 2224 2228 rBV 75762 91604 2.61% 0.246%
33 15.227 2230 2234 2238 rVV 85649 122628 3.50% 0.330%
34 15.286 2239 2244 2248 rVV 758477 951609 27.13% 2.558%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BFO030519\

Data File : BF112874.D

Aca On 6 Mar 2019 1:32

Operator : JU/SJ

3?22 le K1705-04 EXT-028-SW005-022719
ALS Vial : 19 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

Method
Title

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

35 15.333 2249 2252 2256 rVB 197751 238986 6.81% 0.642%
36 15.739 2317 2321 2326 rBV 171538 245088 6.99% 0.659%
37 16.121 2381 2386 2395 rBV3 240981 443244 12.64% 1.191%

Sum of corrected areas: 37204445
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112874.D

Aca On 6 Mar 2019 1:32

Operator : JU/SJ

3?22 le K1705-04 EXT-028-SW005-022719
ALS Vial : 19 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: BF112874.D

3500000
5.35

6.38
3000000 6.90

2500000
7.30

2000000
1500000
6.74
1000000

500000

0 L JLJL -

T
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: BF112874.D

3500000 9.10

3000000
12.83

2500000

10.56
2000000

1500000
8.02 977 11.25

1000000

500000 11.79 12.4612.68
L he2 por 251 ]| ssu3ss

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: BF112874.D

3500000] 1350

3000000

2500000

2000000

13.87

1500000

1000000

500000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF030519\
Data File : BF112874.D

Aca On : 6 Mar 2019 1:32

Operator : JU/SJ

Sample : K1705-04

Misc :

ALS Vial : 19 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 unknown6.51 Concentration Rank 1

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

6.51 68.21 ng 3311230 1,4-Dichlorobenzene-d4 6.74
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 752 (6.510 min): BF112874.D (-747) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 6.60 6.80
54 . . . :
|7 e | sus o w77 68.00  41.31%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 a
5000 IR SRR LA SRR
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.21%
'J'%I!J!'I'!"I""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 680
5000 gg 116 m/z 66.00 27.00%
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e e AR
132 6.20 6.40 6.60 6.80
m/z 69.00 16 .55%
5000 67
41 97
53
‘ 29 ‘ 117
||||“i“||“| \II\IM‘I\I\‘I\ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112874.D

Aca On 6 Mar 2019 1:32

Operator : JU/SJ

3?22 le K1705-04 EXT-028-SW005-022719
ALS Vial : 19 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 3 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.79 6.29 ng 378611 Phenanthrene-d10 11.25
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 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1650 (11.792 min): BF112874.D (-1645) (-) m/z 73.00 100.00%
3 60 7B
5000 129 ﬁ\x_
213 SNSRI U
143157171185 o9 11.40 11.60 11.80 12.00 12.20
m/z 43.00 91.68%
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 AR U SR DR N
11. 40 11. 60 11. 80 12. oo 12. 20
m/z 60.00 91.06%
l|wJJ 143157171185199213
m/z--> "éblllxd" 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 7B
11/40 11,60 11.80 12.00 12.20
5000 m/z 56.95 72.52%
29
a5 | W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid R T LMt
60 78 11.40 11.60 11.80 12.00 12.20
m/z 41.00 68.06%
43
5000
129
29 ‘ 115 11 214
185
15\m\‘ M 12 | W6p | e e
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\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112874.D

Aca On 6 Mar 2019 1:32

Operator : JU/SJ

3?22 le K1705-04 EXT-028-SW005-022719
ALS Vial : 19 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 Triphenyl phosphate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.50 43.52 ng 3507240 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triphenvl phosphate 326 C18H1504P 000115-86-6 99
4-(3-Nitroanilino)-5.6.7.8-tetra... 326 C16H14N402S 313952-58-8 12
3 Coumarin., 3-benzovl-4-phenvl- 326 C22H1403 019725-29-2 12
4 (1-Allvl-2-o0x0-1.2-dihvdro-indol... 326 C20H14N40 1000296-28-1 12
5 3-Buten-2-one, 4-(2-furanyl)- 136 C8H802 000623-15-4 10
Abundance Scan 1940 (13.498 min): BF112874.D (-1937) (-) m/z 76.95 100.00%
7w 326
5000 170 215
51 94 233 I | R
115 I 13.20 13.40 13.60 13.80
Ok bl ...."...l: dasr LU 40 289307 | "m/z 326.10  88.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #165692: Triphenyl phosphate
326
5000 [ LR BUULI UL BN U
170 215 13.20 13.40 13.60 13.80
si| | 9% 233 m/z 325.00 81.12%
i L T | |l o s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #165487: 4-(3-Nitroanilino)-5,6,7,8-tetrahydrobenzo[4,5]th. ..
326
13.20 13.40 13.60 13.80
5000 m/z 64.95 62.72%
39 279
309
161 o204 251 \
e m HIJI I‘ I\J“\.I I\I m \{ I ....1.5.;'?. ””2??'”‘ ..Al. l‘...h.... i I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166256: Coumarin, 3-benzoyl-4-phenyl- R e R A
77 105 297 326 13.20 13.40 13.60 13.80
m/z 170.00 40.64%
5000 249
221
,5 51 165
‘ ‘ (120139 | 103 ‘ 270 |
m/z--> 2b&eb%mmmﬁmmmmmnmm%mmmmh 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112874.D

Aca On 6 Mar 2019 1:32

Operator : JU/SJ

3?22 le K1705-04 EXT-028-SW005-022719
ALS Vial : 19 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 Heptadecyl heptafluorobutyrate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.73 4.72 ng 380705 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 91
4 n-Tetracosanol-1 354 C24H500 000506-51-4 91
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91
Abundance Scan 1979 (13.727 min): BF112874.D (-1975) (-) m/z 57.00 100.00%

n

7 83

5000

13.40 13.60 13.80 14.00
m/z 43.00 95.48%

259 281

m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57
83
5000 TT LR B TTT T T
111 1340 13.60 13.80 14.00
- \ m/z 55.00 92.49%
169 238
1. L 120, 191210 | 265283
; . X —— T
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
4
69 SN
97 13.40 13.60 13.80 14.00
5000 m/z 83.00 90.12%
} 125
N —
m/z--> 50 100 150 200 250 300 350
Abundance #190678: 2- Chloropropionic acid, octadecy! ester I B
57 83 13.40 13.60 13.80 14.00
m/z 69.00 77.83%
29
139 250
PAAMLA N 32 200 100 228 Bogy 21 p | |
m/z--> 50 100 150 200 250 300 350 13. 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112874.D

Aca On 6 Mar 2019 1:32

Operator : JU/SJ

3?22 le K1705-04 EXT-028-SW005-022719
ALS Vial : 19 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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.36 3.44 ng 276924 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Heneicosane 296 C21H44 000629-94-7 96
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
4 Tritetracontane 605 C43H88 007098-21-7 90
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 90
Abundance Scan 2087 (14.362 min): BF112874.D (-2083) (-) m/z 57.00 100.00%
g7
5000 85
111 14.00 14.20 14.40 14.60
141 165 240 368
) — J ) 65 198019240262 o87 11333 368 307 | 0 R S,
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
g7
5000 U A A B SRR B
85 14.00 14.20 14.40 14.60
29 m/z 71.00 61.55%
AL e e g0 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #141424:; Heneicosane
g7
14,00 14.20 14.40 14.60
5000 85 m/z 85.00 45_87%
??‘ 0o J1}311?1 169 107 225 253 296
m/z--> 50 100 1%0 260 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R R e e
57 14.00 14.20 14.40 14.60
m/z 55.00 32.89%
5000 85
‘ ‘ | J1}3114l 183 211 239 267 296

m/z--> 50 100 150 200 250 300 350 400 14. 00 14 20 14. 40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112874.D

Aca On 6 Mar 2019 1:32

Operator : JU/SJ

3?22 le K1705-04 EXT-028-SW005-022719
ALS Vial : 19 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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .66 4.75 ng 226169 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Tetracosane 338 C24H50 000646-31-1 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Heneicosane 296 C21H44 000629-94-7 83
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 80
Abundance Scan 2138 (14.662 min): BF112874.D (-2134) (-) m/z 57.00 100.00%
57
85
5000

113 0 14.60 14.80 15.00
141 160 207 230048268 302323 356 383 14.40 14.60 14.
Al .'l.ll, Mo a 257 290248550 90250 SV S8 L "m/z 71.00 73.01%

m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 TT T[T T T T[T T rrrrrrr1
14.40 14.60 14.80 15.00
m/z 43.00 60.15%
113
I 70, 141 183 211 239 267 296
—— ittt
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
R N REE
85 14.40 14.60 14.80 15.00
5000 m/z 85.00 55.57%
29 113
| } J‘ J (141 169 197 225 253 338
e I e I
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane B Rt o BT L
57 14.40 14.60 14.80 15.00
m/z 55.00 20.82%
85
5000
29
O N T 268
A e e e e IR e o e e e LA e e s o o R N REE
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112874.D

Aca On 6 Mar 2019 1:32

Operator : JU/SJ

3?22 le K1705-04 EXT-028-SW005-022719
ALS Vial : 19 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 8 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .97 7.82 ng 372237 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
Abundance Scan 2190 (14.968 min): BF112874.D (-2188) (-) m/z 57.00 100.00%
57
5000 85
113 14,60 14.80 15.00 15.20
155
b Ty (195,183 211234 259280 305 337357381 | 71 10 61.70%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane

5000

14,60 14.80 15.00 15.20
m/z 43.00 59.20%

141 169 197 225 365 393

267 295

m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57
A BT o e
14.60 14.80 15.00 15.20
5000 85 m/z 85.00 46.03%
2‘9 ] | |’ 1?‘-3 I i \169 197 225 253 296
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane RN R e e S
57 14.60 14.80 15.00 15.20
m/z 55.00 23.37%
5000 85
29
‘ i | | M2 141 160 197 225 253 295 323 367

m/z--> 50 100 150 200 250 300 350 14. 60 14. 80 15. OO 15. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112874.D

Aca On 6 Mar 2019 1:32

Operator : JU/SJ

3?22 le K1705-04 EXT-028-SW005-022719
ALS Vial : 19 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 9 Tridecane, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.74 5.15 ng 245088 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl- 198 C14H30 001560-96-9 86
2 Docosane. 1l-butvl- 366 C26H54 013475-76-8 83
3 Octacosane 394 C28H58 000630-02-4 70
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 68
5 Heptacosane 380 C27H56 000593-49-7 62
Abundance Scan 2321 (15.739 min): BF112874.D (-2317) (-) m/z 57.00 100.00%
57
5000 85
141 15.40 15.60 15.80 16.00
. ,I Jl i 169,197 224245200 294319343 | sz 71.00  65.61%
m/z--> 0 50 100 150 200 250 300 350
Abundance #59896: Tridecane, 2-methyl-
57
5000 LA SUGLE UL IR
85 15.40 15. 60 15. 80 16.00
29 155 m/z 43.00 59.56%
113 183
e Ayl iw
m/z--> 0 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl-
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.00 49.66%
‘J L Jlﬁ3jl?1l169 210,239 267 309 335 366
m/z--> 0 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane R e AR REmE
57 15.40 15.60 15.80 16.00
m/z 55.00 20.10%
5000 85
29
| ‘ | | 113 141 169 197 225 253 281 309 337 365 394
m/z--> 0 50 100 1&1;0 200 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF030519\

Data File : BF112874.D

Aca On 6 Mar 2019 1:32

Operator : JU/SJ

3?22 le K1705-04 EXT-028-SW005-022719
ALS Vial : 19 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 Cholesterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.12 9.32 ng 443244 Perylene-di12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholesterol 386 C27H460 000057-88-5 99
2 26-Nor-5-cholesten-3.beta.-o0l-25... 386 C26H4202 007494-34-0 99
3 17-(1.5-Dimethylhexv1)-10.13-dim... 386 C27H460 1000210-38-4 94
4 Cholestane-3.5-diol. 5-acetate. ... 446 C29H5003 041721-93-1 72
5 Cholest-5-en-3-0l (3.beta.)-, ac... 428 C29H4802 000604-35-3 47
Abundance Scan 2386 (16.121 min): BF112874.D (-2381) (-) m/z 43.00 100.00%
43 107
81 145
275
213 301
5000 386
173 255 353
93 | oho 326 15.80 16.00 16.20 16.40
iy m/z 107.00 85.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #205847: Cholesterol
5000 U R BN BN B
15.80 16.00 16.20 16.40
m/z 95.00 82.34Y%
m/z--> ' 50 100 150 200 250 300 350 400 W“Mvwvdewﬂwwj\vkvquwﬁw\vA%
Abundance #205837: 26-Nor-5-cholesten-3.beta.-ol-25-one
43
15.80 16.00 16.20 16.40
5000 m/z 55.00 80.49%
Iy 1 213 36 J\/\‘ﬁ/‘\/\j\\/\\/’NA/\\w
275
— I‘ I\ll “I\ \Hﬁ 'H“l HU\lL ‘I\“ I\M\I \thll?h?;lﬂlg? Il |2'|32| ﬁSLIS IAI |3?1| 3|2|6 |3?3| LI\ A |'
m/z--> 50 100 150 200 250 300 350 400
Abundance #205911: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-2,3,4,7,8,9... e A RERREEESE L
43 15.80 16.00 16.20 16.40
386 m/z 105.00 80.18%
- \/\MMJkMW\/\
mz> 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF030519\

Data File : BF112874.D

Acq On : 6 Mar 2019 1:32

Operator : JU/SJ

3?22 le - K1705-04 EXT-028-SW005-022719
ALS Vial : 19 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]
unknown6.51 6.51 68.2 ng 3311230 1 6.74 970913 20.0
n-Hexadecanoic acid 11.79 6.3 ng 378611 4 11.25 1204110 20.0
Triphenyl phosphate 13.50 43.5 ng 3507240 5 13.87 1611700 20.0
Heptadecyl heptaf... 13.73 4.7 ng 380705 5 13.87 1611700 20.0
Heptadecane 14.36 3.4 ng 276924 5 13.87 1611700 20.0
Heptadecane, 2,6,... 14.66 4.8 ng 226169 6 15.29 951609 20.0
2-methyloctacosane 14 .97 7.8 ng 372237 6 15.29 951609 20.0
Tridecane, 2-methyl- 15.74 5.2 ng 245088 6 15.29 951609 20.0
Cholesterol 16.12 9.3 ng 443244 6 15.29 951609 20.0
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