LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114402.D

Acq On : 18 May 2019 20:09

Operator : JU/SJ

Sample - K2881-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 height area % max. total
1 2.151 3 11 22 rVB 1418046 2031224 28.23% 3.066%
2 3.928 308 313 325 rVvB 242509 352025 4_89% 0.531%
3 5.475 572 576 600 rBY 6011364 6697232 93.07% 10.108%
4 6.487 742 748 758 rBV 6029448 7195694 100.00% 10.860%
5 6.616 765 770 773 rBV 6528712 6683399 92.88% 10.087%
6 6.834 804 807 816 rBvV 1909704 1630339 22.66% 2.461%
7 6.992 830 834 847 rVB 5543632 5159399 71.70% 7.787%
8 7.398 898 903 915 rBV 4080150 4621866 64.23% 6.976%
9 8.116 1021 1025 1042 rBV 2138669 2065094 28.70% 3.117%
10 9.186 1202 1207 1211 rBV 6440673 6911091 96.04% 10.431%

11 9.580 1270 1274 1279 rBV 875151 814894 11.32% 1.230%
12 9.869 1318 1323 1334 rVB 2398645 2261183 31.42% 3.413%
13 10.657 1453 1457 1470 rBV 3988932 4512959 62.72% 6.811%
14 11.351 1571 1575 1589 rBV 2424496 2392857 33.25% 3.612%
15 11.874 1660 1664 1677 rBV 894968 967840 13.45% 1.461%

16 12.574 1778 1783 1791 rBV9 27595 80087 1.11% 0.121%
17 12.657 1794 1797 1805 rBV 197223 246463 3.43% 0.372%
18 12.933 1839 1844 1848 rBV 5609796 5752262 79.94% 8.682%
19 13.157 1876 1882 1885 rBV3 46825 79758 1.11% 0.120%
20 13.498 1935 1940 1943 rBV3 54870 81518 1.13% 0.123%

21 13.821 1991 1995 2006 rBV 846713 1223700 17.01% 1.847%
22 13.992 2020 2024 2031 rBV 1516851 1473843 20.48% 2.224%
23 14.139 2046 2049 2054 rBVZ2 92190 114967 1.60% 0.174%
24 14.445 2097 2101 2108 rBV 183295 273715 3.80% 0.413%
25 14.745 2149 2152 2157 rVB 133574 139338 1.94% 0.210%

26 14.821 2162 2165 2169 rVB 93971 89757 1.25% 0.135%
27 15.074 2205 2208 2214 rVB 304656 349040 4._.85% 0.527%
28 15.457 2268 2273 2284 rBV 1158255 1654206 22.99% 2.497%
29 15.880 2340 2345 2350 rVB 189403 272438 3.79% 0.411%
30 15.945 2352 2356 2362 rBV5 55258 128397 1.78% 0.194%

Sum of corrected areas: 66256585
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114402.D

Acq On : 18 May 2019 20:09

Operator : JU/SJ

Sample - K2881-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF114402.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114402.D

Acq On : 18 May 2019 20:09

Operator : JU/SJ

Sample - K2881-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 3

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

2.15 24.92 ng 2031220 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 11 (2.151 min): BF114402.D (-3) (-) m/z 73.10 100.00%
7B
5000 43
55 87
I 65 | 105 2.20 2.30 2.40 2.50 2.60
Obrrr e el e e e e m/z 43.10 46.02%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 U AN LR U U U
2.20 2.30 2.40 2.50 2.60
‘ 5 87 m/z 55.05 31.45%
0'“I”'W'“NP'“””'W'”'P'“J“'?q'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 HRE RN R U UL U
2.20 2.30 2.40 2.50 2.60
5000 41 55 m/z 87.10 25.73%
29
o 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanal, 2,4-dimethyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 41.05 15.05%
5000 55
o 18 M M‘\ .63 || 8 98 115
m/z--> 10 20 3'0 40 50 60 70 80 90 100 110 120 130 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114402.D

Acq On : 18 May 2019 20:09

Operator : JU/SJ

Sample - K2881-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 1,3,5-Cycloheptatriene Concentration Rank 6

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

3.93 4.32 ng 352025 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Toluene 92 C7HS8 000108-88-3 95
2 1,3,5-Cycloheptatriene 92 C7HS8 000544-25-2 90
3 Spiro[2,4]hepta-4,6-diene 92 C7HS8 000765-46-8 87
4 2,5-Norbornadiene 92 C7HS8 000121-46-0 83
5 Molybdenum, di-.mu.-chlorobis[(1... 532 C20H26CI2Mo2 035625-66-2 72

Abundance Scan 313 (3.928 min): BF114402.D (-308) (-) m/z 91.00 100.00%
o
5000
9 51 65 3.60 3.80 4.00 4.20
1 o - SDOOY M PN N - | PR m/z 92.00 57.58%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2455: Toluene
91
5000 USRS SRR SRR
3.60 3.80 4.00 4.20
- m/z 65.00 12.57%
o 27 P a5 51 7 74 8 |
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
91
3.60 380 400 420
5000 m/z 39.00 11.11%
39 65
o 15 273 45 51 6 7277 8
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #2472: Spiro[2,4]hepta-4,6-diene
il 3.60 3.80 4.00 4.20
m/z 63.00 7.71%
5000
65
0 27 39 45 51 59 | 77 86,
miz--> 10 20 30 40 50 60 70 8 90 100 360 380 400 420
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114402.D

Acq On : 18 May 2019 20:09

Operator : JU/SJ

Sample - K2881-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 unknown6.62 Concentration Rank 1

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

6.62 81.99 ng 6683400 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 771 (6.622 min): BF114402.D (-765) (-) m/z 132.00 100.00%
32
5000
68
96 N e BEO BRO 700
40 54 75 104 6.20 6.40 6.60 6.80 7.00
Ot 3 P2l 87 | S 15l Tm/z 134.00  34.79%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 UL VA LA R A
6.20 6.40 6.60 6.80 7.00
2 78 m/z 68.10 34.33%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 680 7.00
5000 67 m/z 66.00 21.70%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14144: 5-Fluoro-2-chloropyrimidine T BEaaa e )
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 13.09%
5000
33 44 g7 105
51 60 70 78 g “ 115
O S S o o T i R E L B m
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114402.D

Acq On : 18 May 2019 20:09

Operator : JU/SJ

Sample - K2881-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 5
R.T. EstConc Area Relative to ISTD R.T.
11.87 8.09 ng 967840 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1663 (11.868 min): BF114402.D (-1660) (-) m/z 43.05 100.00%
48 60 73
5000
129
3 s 143157171185199213 0 o5 11.60 11.80 12.00 12.20
o/ R m/z 60.00 83.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 LR B BUILN B B

11. 60 11. 80 12. OO 12 20

m/z 73.00 82.55%
213
‘J‘H' 143 157171185 199
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 LA I e
11.60 11.80 12.00 12.20
5000 29 129 m/z 41.05 74.14%
g 15 o 214
101 143157 | 185
Ol e el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid P T T T
43 60 73 11.60 11.80 12.00 12.20
m/z 57.05 73.68%
5000 129
29
199
143157171185 242
oL 15
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\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114402.D

Acq On : 18 May 2019 20:09

Operator : JU/SJ

Sample - K2881-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.66 2.06 ng 246463 Phenanthrene-d10 11.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 1798 (12.663 min): BF114402.D (-1794) (-) m/z 43.05 100.00%
43 57 73
5000 129
17 1240 12.60 12:80 13.00
0.”,””,.: m/z 73.00 93.38%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
73
5000 129 R A REEnEnEssn e
12. 40 12 60 12. 80 13. oo
m/z 57.05 86.63%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 60
12.'40 12.|60 12.|80 13.'00
5000 129 m/z 60.00 84.22%
8 g7 115 213 256
157171185 1 5!
o 143 199 | 227941
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid T T T
3 78 12.40 12.60 12.80 13.00
57 m/z 55.05 73.21%
5000 129
29
199
Lji 143157171185 242
015 R REEmEmEm e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114402.D

Acq On : 18 May 2019 20:09

Operator : JU/SJ

Sample - K2881-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 Heptadecyl trifluoroacetate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 16.61 ng 1223700 Chrysene-di2 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 94
4 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 1995 (13.821 min): BF114402.D (-1991) (-) m/z 57.10 100.00%
57
83
5000
111
R AN SR SO
3 139 13.60 13.80 14.00 14.20
ol h AWM} ) L7, 168 106 222 252 280 774370 90.55%
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate
57
97
5000 R SR UM SO
13.60 13.80 14.00 14.20
29 125 m/z 55.10 82.94%
0 \‘ \‘\ il “ ‘\ \ ‘\ 1) ]?4 182 210 238 265283 334
m/z--> 50 150 200 2%0 300 350
Abundance
43
69 R AN SR SRR B
97 13.60 13.80 14.00 14.20
5000 m/z 83.05 72.83%
125
o 153 196 224
m/z--> 50 100 150 200 250 300 350
Abundance #206447: Pentafluoropropionic acid, hexadecy! ester I EEEEEEEEEs ]
57 13.60 13.80 14.00 14.20
97 m/z 97.05 68.74%
5000
125
29
oLl db ‘ | || 15417719 224 269 370
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF051019.M Mon May 20 18:46:27 2019 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114402.D

Acq On : 18 May 2019 20:09

Operator : JU/SJ

Sample - K2881-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 Tricosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .44 3.71 ng 273715 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 87
2 3,5-Dimethyldodecane 198 C14H30 107770-99-0 83
3 Heptadecane 240 C17H36 000629-78-7 80
4 Octacosane 394 C28H58 000630-02-4 76
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 2100 (14.439 min): BF114402.D (-2097) (-) m/z 57.05 100.00%
57
5000 85
4 13 324 " 14.20 14.40 14.60 14.80
141 : : : :
oLt o 4L 168 104215 247 267084303 17 M gAY Ko
m/z--> mmmmmmmmmmmmmmmm
Abundance #164577: Tricosane
57
5000 85 LI BN B BRI B
mmmmmmmm
4 s 2 m/z 71.10 57.30%
0 \‘ ‘\ ‘\ H\ h h‘ \‘ \‘ 1\4.1 1(?9 ! 197 ! 225 ) 253 281 ‘\
m/z--> %&&mmmmmmmmmmmmﬁ
Abundance
57
" 14/20 14.40 14.60 14.80
5000 m/z 85.10 44 .71%
41 85
oL15 12614y 169 419
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94345: Heptadecane L L L L L L B
57 14.20 14.40 14.60 14.80
m/z 55.00 22 .61%
5000 4 85

ouwjnﬂ”hdﬂh”.””nh.“”.”.””.”.””u”.””.“.””P”. MM

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

(113 141 160 106 240
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114402.D

Acq On : 18 May 2019 20:09

Operator : JU/SJ

Sample - K2881-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 7
R.T. EstConc Area Relative to ISTD R.T.
15.07 4.22 ng 349040 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2207 (15.068 min): BF114402.D (-2205) (-) m/z 57.10 100.00%

5000 85

:

113 14.80 15.00 15.20 15.40
141 168 207227 250 341
ok .J,.n ﬂ P 22120 282 M m/z 43.10 61.06%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

3

85
5000 LA L L L L L LB
14.80 15.00 15.20 15.40
m/z 71.10 59.29%
29
L7 h LU 1 h3‘141 169 197 225 253 295 323 367
— e e T e
m/z--> 50 100 150 200 250 300 350
Abundance
57
R
14.80 15.00 15.20 15.40
5000 o m/z 85.10 43.24%
29 113
0 141 169 197 225 253 281 309 338
e e e e L
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane e
57 14.80 15.00 15.20 15.40
m/z 55.05 24 .18%
N ] %J\’W—’}\MM\/\\«
29 113 141
0 LI, ﬂ 169 197 225 253 281 309 337 365 394
——r ! A e o R R R i
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114402.D

Acq On : 18 May 2019 20:09

Operator : JU/SJ

Sample - K2881-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.88 3.29 ng 272438 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 2-methyloctacosane 408 C29H60 1000376-72-8 87
4 Hexacosane 366 C26H54 000630-01-3 86
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2345 (15.880 min): BF114402.D (-2340) (-) m/z 57.10 100.00%
57
5000 85 Mﬂgﬂywmwwhwj\waMWWMnh\f
L DAL SN SN B
15.60 15.80 16.00 16.20
141
oL, |, “ 1 A A63182 225 251 284 827 3% | m/z 71.05  70.15%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 LA BN UL BN UL
15,60 15.80 16.00 16.20
29 m/z 43.10 61.24%
o h T 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance
57
15,60 15.80 16.00 16.20
5000 m/z 85.05 45 .56%
85
0 29 113 141 169 197 225 253 281 323 351 380
NI N UL SRR LY UL LR SRR
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane A e
57 15.60 15.80 16.00 16.20
m/z 55.05 24 _70%
113
N ] || 77,141 169 107 225 267 205 365 393
m/z--> 50 100 1%0 200 250 300 350 ' 15,60 15.80 16.00 16.20

8270-BF051019.M Mon May 20 18:46:29 2019 Page: 11



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051819\
Data File : BF114402.D

Acq On : 18 May 2019 20:09

Operator : JU/SJ

Sample - K2881-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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... 2.15 24 .9 ng 2031220 1 6.83 1630340 20.0
1,3,5-Cycloheptat. ... 3.93 4.3 ng 352025 1 6.83 1630340 20.0
unknown6 .62 6.62 82.0 ng 6683400 1 6.83 1630340 20.0
n-Hexadecanoic acid 11.87 8.1 ng 967840 4 11.35 2392860 20.0
Octadecanoic acid 12.66 2.1 ng 246463 4 11.35 2392860 20.0
Heptadecyl triflu... 13.82 16.6 ng 1223700 5 13.99 1473840 20.0
Tricosane 14.44 3.7 ng 273715 5 13.99 1473840 20.0
Hexacosane 15.07 4.2 ng 349040 6 15.46 1654210 20.0
Octacosane 15.88 3.3 ng 272438 6 15.46 1654210 20.0
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