LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\
Data File : BF114125.D
Acq On : 10 May 2019 17:29 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?6 - ferbe-12 P021-SS002-1218-01
ALS Vial : 3 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 2.146 5 10 56 rVvB 1696651 3983067 54.37% 4.829%%
2 5.481 572 577 580 rBV 7260811 6870196 93.79% 8.329%
3 6.487 743 748 751 rBV 7255785 7325444 100.00% 8.881%
4 6.622 767 771 775 rBvV 7118107 7120253 97.20% 8.632%
5 6.851 806 810 813 rBV 2767712 2210239 30.17% 2.680%
6 7.010 832 837 840 rBV 6052306 5443273 74.31% 6.599%
7 7.410 900 905 908 rBV 4942024 4603573 62.84% 5.581%
8 7.451 908 912 916 rVB 186855 152647 2.08% 0.185%
9 8.128 1023 1027 1031 rBV 2163642 2011144 27.45% 2.438%
10 9.204 1205 1210 1213 rBV 5434880 5009769 68.39% 6.074%

11 9.592 1272 1276 1280 rBV 735350 671057 9.16% 0.814%
12 9.886 1320 1326 1329 rBV 2185474 2029971 27.71% 2.461%
13 10.086 1356 1360 1367 rVB2 55153 74234 1.01% 0.090%
14 10.669 1454 1459 1463 rBV 3463641 3286453 44.86% 3.984%
15 11.369 1574 1578 1581 rBV 2469140 2076177 28.34% 2.517%

16 11.898 1663 1668 1679 rVvV 1279676 1455590 19.87% 1.765%
17 12.010 1683 1687 1690 rVB 210262 218473 2.98% 0.265%

18 12.604 1786 1788 1795 rVB6 57961 90654 1.24% 0.110%
19 12.680 1796 1801 1815 rVV 1194753 1324468 18.08% 1.606%
20 12.780 1815 1818 1821 rVB2 76991 80623 1.10% 0.098%

21 12.951 1843 1847 1850 rBV 4929777 4264389 58.21% 5.170%
22 13.868 1999 2003 2014 rVB 346593 526561 7.19% 0.638%
23 14.027 2025 2030 2033 rBV 1582561 1554981 21.23% 1.885%
24 14.204 2055 2060 2065 rBV 481386 541487 7.39% 0.656%
25 14.527 2110 2115 2123 rVB 1345118 1534169 20.94% 1.860%

26 14.851 2163 2170 2174 rBV 3318093 3907597 53.34% 4._.737%
27 14.927 2180 2183 2187 rVB 587339 551531 7.53% 0.669%
28 15.192 2223 2228 2237 rVB 3631886 4483899 61.21% 5.436%
29 15.539 2282 2287 2290 rBV 1810370 2397083 32.72% 2.906%
30 15.580 2290 2294 2302 rVB 2790679 3807246 51.97% 4.616%

31 16.015 2362 2368 2373 rBV 1232595 1823958 24.90% 2.211%

32 16.521 2449 2454 2461 rVB 454921 794493 10.85% 0.963%
33 17.115 2551 2555 2562 rVB2 122264 259723 3.55% 0.315%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF051019\
Data File : BF114125.D

Acq On : 10 May 2019 17:29

Operator : JU/SJ

Sample : K2762-12

Misc :

ALS Vial : 3 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

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

Sum of corrected areas: 82484422

8270-BF051019.M Mon May 13 15:14:00 2019

P021-SS002-1218-01
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114125.D

Acq On : 10 May 2019 17:29

Operator : JU/SJ

ﬁ?ggle i K2762-12 P021-SS002-1218-01
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

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

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

Abundance TIC: BF114125.D
7000000 5|48 6(4%,62

7.01
6000000

5000000 7.4
4000000
3000000 6.85

2000000p.15

1000000

1.45

R T e T e T e e L L Nt L SE

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: BF114125.D
7000000

6000000
9.20

12.95
5000000

4000000
10.67

3000000
11.37

8.13 9.89
2000000
11.90 12.68

1000000 9.59
12,01
N 10.09 I 12.602 78

o e e T 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: BF114125.D
7000000

6000000
5000000
15.19
4000000 14.85
3000000

2000000

1000000 16.52

N 17.12

¥V ———

T 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\BF051019\

Data File : BF114125.D

Acq On : 10 May 2019 17:29

Operator : JU/SJ

ﬁ?ggle i K2762-12 P021-SS002-1218-01
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.15 36.04 ng 3983070 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 11 (2.152 min): BF114125.D (-5) (-) m/z 73.05 100.00%
73
5000 43 /\
55 87 B
2.20 2.30 2.40 2.50 2.60
0 .,....,....',|-.|. e b 109 125 139 154166 182196208 ' "n/z 43.10 45.84%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 U AR AR AR AR L
43 5 2.20 2.30 2.40 2.50 2.60
87 m/z 55.10 31.71%
A T
e e S U R U B L B L B S
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
73
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.05 26.07%
43
o2 15 29 55 88
m/z--> 0 20 40 60 8 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl-
78 2.20 2.30 2.40 2.50 2.60
m/z 41.10 15.88%
5000 43
58
0'I'”'IAM'P"W"”IJ”'I”"P"W"” [rrrrfrrrre HRAE AR AR AR AR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114125.D

Acq On : 10 May 2019 17:29

Operator : JU/SJ

ﬁ?ggle i K2762-12 P021-SS002-1218-01
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 2 unknown6.62 Concentration Rank 1

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

6.62 64 .43 ng 7120250 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Amphetaminil 250 C17H18N2 017590-01-1 10
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 771 (6.622 min): BF114125.D (-767) (-) m/z 132.00 100.00%
32
5000 68
40 96 RRSE BRSNS S
54 85 | 107 6.20 6.40 6.60 6.80 7.00
0 B m/z 68.05 45_40%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 UL VR LSS A A
6.20 6.40 6.60 6.80 7.00
31 51 m/z 134.00 34.01%
0"hMI'Hw'l'L"'w"'w"""'w"'w"'w"'w"'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
620 6.40 660 680 7.00
5000 67 m/z 66.00 28.85%
41 97
53
79 117
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil T BRaar p s L
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17.21%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 4'0 6|0 80 1(')0 120 140 160 180 200 220 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114125.D

Acq On : 10 May 2019 17:29

Operator : JU/SJ

ﬁ?ggle i K2762-12 P021-SS002-1218-01
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 4 n-Hexadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.90 14.02 ng 1455590 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1668 (11.898 min): BF114125.D (-1663) (-) m/z 43.10 100.00%

48 60 73
5000
129
97 213 R BN IR A BN
115 | 143157171185 49 227 547 256 11.60 11.80 12.00 12.20
Ob el m/z 60.00 84.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 UL B AN BN SULLA

11. 60 11. 80 12. OO 12. 20

m/z 73.00 84.21%
213
‘J‘H' 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
e AN S
11.60 11.80 12.00 12.20
5000 129 m/z 41.10 72.78%
29 g7
115 | 143 199 242
101 157171185
oL 15 n 213726
B L e RARRAE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid R Rasem e
60 73 11.60 11.80 12.00 12.20
43 m/z 57.05 70.16%
5000 129
29
0 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\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114125.D

Acq On : 10 May 2019 17:29

Operator : JU/SJ

ﬁ?ggle i K2762-12 P021-SS002-1218-01
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 5 Dimethylethylcetylammonium ... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.01 2.10 ng 218473 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dimethylethylcetylammonium bromide 377 C20H44BrN 000124-03-8 80
2 3-Decanone, 10-methoxy 186 C11H2202 1000130-73-5 64
3 Ethylamine, N-methyl-N-hexadecyl- 283 C19H41N 066997-40-8 41
4 3-Buten-1-amine, N-ethyl-N-methyl- 113 C7H15N 061308-10-9 39
5 N,N-dimethyl-4-tert-butylampheta... 219 C15H25N 1000378-90-5 39
Abundance Scan 1687 (12.010 min): BF114125.D (-1683) (-) m/z 72.05 100.00%
2
5000
T
44 g 11.60 11.80 12.00 12.20 12.40
Ol 85,98 119 142 160175191 200 254208282 | s 744 05 6.58%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #200986: Dimethylethylcetylammonium bromide
72
5000 AR ML SR IR B
11.60 11.80 12,00 12.20 12.40
m/z 43.10 5.81%
0 43 58 ‘ 85 98 114128142156 182 198212 254268 283
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
72
1160 11.80 12.00 12.20 12.40
5000 m/z 41.00 4_96%
44
186
o 58 | 85 98 114128142156 171
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #130254: Ethylamine, N-methyl-N-hexadecyl- R e AR
72 11.60 11.80 12.00 12.20 12.40
m/z 58.10 3.72%
5000
ol 58 85 98112128142 _ 168182 254268 283
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114125.D

Acq On : 10 May 2019 17:29

Operator : JU/SJ

ﬁ?ggle i K2762-12 P021-SS002-1218-01
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 6 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.68 12.76 ng 1324470 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 68
Abundance Scan 1801 (12.680 min): BF114125.D (-1796) (-) m/z 43.10 100.00%
73
5000
129
97 B R EEERERE SRS
185 241 T T T T
157 284 12.40 12.60 12.80 13.00
o b o7y 1288 | 264t Tm/z 73.00  76.47%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73
43
129
5000 284
97 185 241 12.40 12.60 12.80 13.00
H ‘ m/z 60.00 72 .82%
ol I T \1§7 I\ s \I 2}%\| | |\2|6|5 1 S
m/z--> 50 100 150 200 250 300 350
Abundance
60
AL 12,40 12,60 12.80 13.00
5000 129 m/z 57.10 70.10%
83
101 157 185 213 256
L L L WL S B S
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester T e
43 12.40 12.60 12.80 13.00
m/z 55.05 67.37%
73
B T ‘______L
129
97
185
ol ‘. ., uUI.HI.IIL o P Pl | s o S e
m/z--> 50 100 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114125.D

Acq On : 10 May 2019 17:29

Operator : JU/SJ

ﬁ?ggle i K2762-12 P021-SS002-1218-01
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 7 Sulfurous acid, octadecyl 2... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.87 6.77 ng 526561 Chrysene-d12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 90
2 1-Docosene 308 C22H44 001599-67-3 90
3 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 87
4 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 68
5 Tetradecane, 1l-chloro- 232 Cl14H29cClI 002425-54-9 68
Abundance Scan 2003 (13.868 min): BF114125.D (-1999) (-) m/z 57.10 100.00%
57 W
5000 a1
SR AR SUNILA B SR
127 13.60 13.80 14.00 14.20
N 154 183 211230248 276293 319 n/7 43.05 82 A5%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43
71
5000 L I SR UL IR
13.60 13.80 14.00 14.20
105 m/z 71.10 52.64%
o 20| 141 169 107 224 253269
m/z--> %&mmmmmmmmmmmmmm
Abundance
57 97
a 13.60 13:80 14.00 14.20
5000 m/z 55.10 47 .52%
125 308
oL15 8t 153 181 200 938 264280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #178452: Oxalic acid, isobutyl tetradecy! ester AR EEEEEEEEE
57 13.60 13.80 14.00 14.20
m/z 41.10 40.91%
5000 4
85
o | 1 w || 111157 148 168 196 241
m/z--> 20 45 60 80 100 150 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114125.D

Acq On : 10 May 2019 17:29

Operator : JU/SJ

ﬁ?ggle i K2762-12 P021-SS002-1218-01
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 8 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.20 6.96 ng 541487 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptadecane 240 C17H36 000629-78-7 90

Abundance Scan 2059 (14.198 min): BF114125.D (-2055) (-) m/z 57.05 100.00%

57
5000 85

i 113 13 80 14.00 14.20 14.40 14.60
3 ‘ Ly 141160183203 238 273002 | /7 43.10  68.75%

O

m/iz--> 0 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57
85

5000 R EEEE s
13. 80 14. OO 14 20 14. 40 14 60

m/z 71.10 55.36%

29
0 | ‘ H\ A u‘ 1:\I\-3 | 141.169 197 225 254
e — T T T T T
m/iz--> 0 50 100 150 200 250 300 350
Abundance
57

13.80 14.00 14.20 14.40 14.60

5000 85 m/z 85.05 38.92%
29
. 113 141 160 197 225 253 296
T T T T T T T T T T T T T T
m/iz--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57 13.80 14.00 14.20 14.40 14.60

m/z 41.05 23.04%

- I \__/\‘_\Ji
29
\ ‘ | J (113 141 169 197 225 253 281 309 337 365 394

O b b e e e A R SR e

T
m/z--> 0 50 100 150 200 250 300 350 13. 80 14. OO 14 20 14. 40 14 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114125.D

Acq On : 10 May 2019 17:29

Operator : JU/SJ

ﬁ?ggle i K2762-12 P021-SS002-1218-01
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 9 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .53 19.73 ng 1534170 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Docosane 310 C22H46 000629-97-0 94
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
4 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 94
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 93
Abundance Scan 2115 (14.527 min): BF114125.D (-2110) (-) m/z 57.10 100.00%
57
5000 85
e RS
113 14.20 14.40 14.60 14.80
141
ol ,‘. b S 19T 169 197 225 253276295 323345366 7y 4310  67.56%
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57
5000 85 --A---- AR BUVARER
mmmmmmmm
- 13 m/z 71.10 58.60%
141
ok, .“. .Ll“. \l\ .“‘.“L .“ “. } lele?gl ?'97|2|2|5|25:? i .?%6. ————
m/z--> 50 100 150 200 250 300 350
Abundance
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 43.28%
. 29 113 141 169 197 225 253 281 310
m/z--> 55 160 1%0 260 250 300 3%0
Abundance #141431: Eicosane, 10-methyl-
57 14.20 14.40 14.60 14.80
m/z 55.05 23.96%
5000 85
0 3 “ k\1%31,31 1? ,183 211 239 281
m/z--> 5'0 1c')o 150 200 250 300 3&1;0 14. 20 14. 40 14 60 14|80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114125.D

Acq On : 10 May 2019 17:29

Operator : JU/SJ

ﬁ?ggle i K2762-12 P021-SS002-1218-01
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 10 Docosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.85 32.60 ng 3907600 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 93
2 Tridecane, l-iodo- 310 C13H271 035599-77-0 91
3 Octacosane 394 C28H58 000630-02-4 91
4 1-lodo-2-methylundecane 296 C12H251 073105-67-6 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2170 (14.851 min): BF114125.D (-2163) (-) m/z 57.10 100.00%
57
5000 85
113 14.60 14.80 15.00 15.20
141
oL, .3.~,I. A7t 169 197 225 253275295 323343363 394 | uzu 4310 66. 170%
m/z--> 50 100 150 200 250 300 350
Abundance #153222: Docosane
57
5000 85
14.60 14.80 15.00 15.20
m/z 71.10 59.52%
. 290 | /M8 141 169 197 225 253 281 310
m/z--> 50 100 150 260 250 300 350 '
Abundance
57
14.60 14.80 15.00 15.20
5000 85 m/z 85.10 43_.41%
28
183
o 113 155 310
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57 14.60 14.80 15.00 15.20
m/z 55.05 22 .66%
5000 85
29
ol ] | (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114125.D

Acq On : 10 May 2019 17:29

Operator : JU/SJ

ﬁ?ggle i K2762-12 P021-SS002-1218-01
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 11 Squalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.93 4.60 ng 551531 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 94
2 Supraene 410 C30H50 007683-64-9 91
3 1-(Phenylthio)-3,7,11-trimethyl-._._. 314 C21H30S 028413-57-2 78
4 4,8,12-Tetradecatrienal, 5,9,13-._._ 248 C17H280 066408-55-7 72
5 (-+/-.)-Lavandulol, pentafluorop... 300 C13H17F502 1000352-63-1 64
Abundance Scan 2183 (14.927 min): BF114125.D (-2180) (-) m/z 69.10 100.00%
60
5000 ijkﬁ/wuw_jAJ
41
9% 137 1460 14.80 15.00 15.20
Ol d gy 175203229256 284 315341367 410 451 nz77 g1 10 50.61%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215927: Squalene
I ]
5000 AU IS AR IR
14.60 14.80 15.00 15.20
4 o1 m/z 41.10 27.67%
o Yy M“\‘d\‘g 175 203 231 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
69
1460 14.80 15.00 15.20
5000 m/z 68.00 11.44%
41
95 137
o 163 191 217 245 273299 341367 410
R N N N N R e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156774: 1-(Phenylthio)-3,7,11-trimethyl-2,6,10-dodecatrie... R a R mamEE L
69 14.60 14.80 15.00 15.20
m/z 95.00 11.42%
5000{ ,,
137
204
177 314
Ou‘uululhllliﬁuluiluu'uuluuuzﬁsuz?l:: |L||||||||||||| : B A e R
m/z--> 50 100 150 200 250 300 350 400 450 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114125.D

Acq On : 10 May 2019 17:29

Operator : JU/SJ

ﬁ?ggle i K2762-12 P021-SS002-1218-01
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

15.19 37.41 ng 4483900 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2228 (15.192 min): BF114125.D (-2223) (-) m/z 57.10 100.00%

57
5000 85

14.80 15.00 15.20 15.40 15.60
141 169
ol | A ll L {02 197 225 253 2681 309 337 364 408 | nsz 43.10  64.00%

T
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57
5000 85 | BNLILINL BN L L B
14.80 15.00 15.20 15.40 15.60
29 m/z 71.10 57.70%
oL L Li d113 141 169 197 225 253 281 309 338
T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.80 15.00 15.20 15.40 15.60
5000 m/z 85.10 43.29%
85
29
o 113 141 169 197 225 253 281 323 351 380
e i R e e R A
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57 14.80 15.00 15.20 15.40 15.60
m/z 55.10 22 .13%
5000 85
29
ol M e 141 169 197 225 253 281 309 337 365 394
s e B R E e e e e A BB S
m/z--> 50 100 150 200 250 300 350 400 14. 80 15. 00 15. 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114125.D

Acq On : 10 May 2019 17:29

Operator : JU/SJ

ﬁ?ggle i K2762-12 P021-SS002-1218-01
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019.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 13 Pentacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.02 15.22 ng 1823960 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 97
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2369 (16.021 min): BF114125.D (-2362) (-) m/z 57.10 100.00%

g7
5000 85

15.80 16.00 16.20 16.40

141 169 211
o34 L 11 ) P 9120 239 267289309 337359379 407 | sz 43.10  64.09%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
_/
5000 85 LN B L L L L L L L L
15.80 16.00 16.20 16.40
m/z 71.10 59.05%
113 141
oL 22 Ll u T 180m0211 239 267 295 33 352
e - R e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15.80 16.00 16.20 16.40
5000 85 m/z 85.10 44 _67%
113
ol 38 141 169 197 239 267 204 323 352
L o s T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141431: Eicosane, 10-methyl-
57 15.80 16.00 16.20 16.40
m/z 55.10 22 .39%
5000 85
113 __ 154
oL_3 ‘ ‘ J /133 it ,183 211 239 281
e S o T
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF051019\

Data File : BF114125.D

Acq On : 10 May 2019 17:29

Operator : JU/SJ

3?22'6 i K2762-12 P021-SS002-1218-01
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051019_.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... 2.15 36.0 ng 3983070 1 6.85 2210240 20.0
unknown6 .62 6.62 64.4 ng 7120250 1 6.85 2210240 20.0
n-Hexadecanoic acid 11.90 14.0 ng 1455590 4 11.37 2076180 20.0
Dimethylethylcety... 12.01 2.1 ng 218473 4 11.37 2076180 20.0
Octadecanoic acid 12.68 12.8 ng 1324470 4 11.37 2076180 20.0
Sulfurous acid, o... 13.87 6.8 ng 526561 5 14.03 1554980 20.0
Octadecane 14.20 7.0 ng 541487 5 14.03 1554980 20.0
Heneicosane 14.53 19.7 ng 1534170 5 14.03 1554980 20.0
Docosane 14.85 32.6 ng 3907600 6 15.54 2397080 20.0
Squalene 14.93 4.6 ng 551531 6 15.54 2397080 20.0
Tetracosane 15.19 37.4 ng 4483900 6 15.54 2397080 20.0
Pentacosane 16.02 15.2 ng 1823960 6 15.54 2397080 20.0
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