LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112440.D

Aca On : 7 Feb 2019 16:12

Operator : JU/SJ

Sample : K1401-01

Misc :

ALS Vial : 10 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-BF012519.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 2.122 3 6 14 rVB 106425 144354 4.67% 0.504%
2 5.057 501 505 515 rVB 86801 121460 3.93% 0.424%
3 5.469 571 575 599 rBVY 2584171 2611795 84.44% 9.114%
4 6.481 743 747 759 rBVY 2708319 2781637 89.93% 9.707%
5 6.610 765 769 777 rBVY 3372688 2900408 93.77% 10.121%
6 6.834 803 807 815 rBV 859458 763756 24.69% 2.665%
7 6.987 829 833 837 rBVY 2478176 2200574 71.15% 7.679%
8 7.392 898 902 922 rBVY 1656114 1764830 57.06% 6.159%
9 8.116 1021 1025 1041 rBV 970807 1022317 33.05% 3.568%
10 9.186 1202 1207 1219 rBV 3468392 3092974 100.00% 10.793%

11 9.580 1271 1274 1283 rVB 190245 177399 5.74% 0.619%
12 9.869 1319 1323 1327 rBV 1232673 1116390 36.09% 3.896%
13 9.898 1327 1328 1335 rVB 52620 42169 1.36% 0.147%
14 10.416 1413 1416 1421 rVB 42530 43104 1.39% 0.150%
15 10.663 1454 1458 1468 rBV 2227433 2042247 66.03% 7.127%

16 10.780 1474 1478 1485 rVB3 23851 36313 1.17% 0.127%
17 11.357 1572 1576 1579 rBV 1217346 1104056 35.70% 3.853%
18 11.380 1579 1580 1587 rVB 199353 134692 4 _.35% 0.470%
19 11.704 1630 1635 1638 rVB2 23675 34607 1.12% 0.121%
20 11.880 1659 1665 1672 rBV3 228735 323715 10.47% 1.130%

21 11.974 1678 1681 1690 rVB2 39783 54556 1.76% 0.190%
22 12.574 1779 1783 1788 rBV 153355 161024 5.21% 0.562%
23 12.663 1795 1798 1804 rBV2 37554 53993 1.75% 0.188%

24 12.804 1816 1822 1825 rBV 122517 155824 5.04% 0.544%
25 12.939 1840 1845 1848 rBV 2565653 2448778 T79.17% 8.545%

26 13.821 1990 1995 2007 rBV3 257346 391001 12.64% 1.364%
27 13.998 2021 2025 2029 rBV 970518 958535 30.99% 3.345%
28 14.027 2029 2030 2037 rVB 64171 41288 1.33% 0.144%
29 14.145 2046 2050 2056 rBVZ2 71239 88675 2.87% 0.309%
30 14.451 2098 2102 2107 rBV 90513 110771 3.58% 0.387%

31 14.751 2150 2153 2159 rVB 96223 106667 3.45% 0.372%
32 14.827 2162 2166 2172 rVB 419632 411193 13.29% 1.435%
33 15.045 2200 2203 2206 rBV 37628 54523 1.76% 0.190%
34 15.086 2206 2210 2213 rVB2 97541 119965 3.88% 0.419%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112440.D

Aca On : 7 Feb 2019 16:12

Operator : JU/SJ

Sample : K1401-01

Misc :

ALS Vial : 10 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-BF012519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.468 2270 2275 2285 rBV 628335 901055 29.13% 3.144%

36 15.886 2342 2346 2351 rVB 65260 86279 2.79% 0.301%
37 16.962 2525 2529 2535 rVBS8 30877 53232 1.72% 0.186%
Sum of corrected areas: 28656156
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112440.D

Aca On : 7 Feb 2019 16:12

Operator : JU/SJ

Sample : K1401-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF112440.D

3000000

6.48
5.47

2500000 6.99

2000000
7.39
1500000

1000000 6.83

500000

. 12 5.06 L
O——=— —— —— —— —— —— N —— —— T ——" —
T T T T T T | 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: BF112440.D

3000000

12.94
2500000
10.66

2000000
1500000
0.87 11.36
1000000 8.12

500000

9.58

.90 1042 |l10.78 1257428

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: BF112440.D

3000000
2500000
2000000

1500000

14.00

1000000
15.47
500000 1483
13.82
1MM1M5M 15399 15.89 16.96
=

Time--> 13.50 14. OO 14. 50 15. OO 15.50 16. OO 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112440.D

Aca On : 7 Feb 2019 16:12

Operator : JU/SJ

Sample : K1401-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 6

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

2.12 3.78 ng 144354 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 6 (2.122 min): BF112440.D (-3) (-) m/z 73.10 100.00%
7B
5000 /\
i 55 8 HRNURRSE U U LU
| 2.20 2.30 2.40 2.50
o W Y N S N [ m/z 43.05 33.48%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HRNURRSE U U LU
43 2.20 2.30 2.40 2.50
55 87 m/z 87.10 25.96%
0 ?9 35 1] | 67 ||, 80
L A UL SR SUELRLEL UL S SUELEL SO SURLI UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-
73
HRNURESE U U LU
2.20 2.30 2.40 2.50
5000 m/z 55.10 22 .20%
45
29
o N 39‘» » _er | 101
L A UL SR SRR UL S SUELEL SO SULI UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #734: N-Ethylformamide
30 2.20 2.30 2.40 2.50
73 m/z 71.05 10.81%
5000
44 58
18
0 | \‘ ‘ 38\\‘\ 1 .
L A ORI SUL AL SURLEL AL UL S SURLEL SO SULIN UL HRNURRSE U U LU
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112440.D

Aca On : 7 Feb 2019 16:12

Operator : JU/SJ

Sample : K1401-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 7

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

5.06 3.18 ng 121460 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 505 (5.057 min): BF112440.D (-501) (-) m/z 43.05 100.00%
a3
59
5000
101 U I S
480 5.00 5.20 5.40
83
Ok e il ol Tm/z 59.10 60.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 U R R R I
480 5.00 5.20 5.40
59 m/z 101.00 26.20%
0 21 37| 53 | 67 778 o ‘U
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn-
59
" 480 500 520 540
5000 m/z 58.10 14 _.84%
86
0 ‘ | 51‘\\\ I ?\9 ‘ 101
LU UL SR SO S AL SR SULELL S SURLALIL SR S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3158: 5-Hexen-2-one R L m ma
43 480 5.00 5.20 5.40
m/z 41.10 8.35%
5000
55
o 1 |, 37, 49 | 3 7177 83 98
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112440.D

Aca On : 7 Feb 2019 16:12

Operator : JU/SJ

Sample : K1401-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 unknown6.61 Concentration Rank 1

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

6.61 75.95 ng 2900410 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 769 (6.610 min): BF112440.D (-765) (-) m/z 132.00 100.00%
132
5000 68
6 TTTTTTT T T T T T T T
40 54 g2 75 104 6.20 6.40 6.60 6.80 7.00
Ot B 2 820 perer |G ws Wl "m/z 68.10  38.07%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 SRS N SR
a1 97 6.0 6.40 6.60 6.80 7.00
53 2 17 m/z 134.00 33.68%
Ol 24 .|,‘.|...i'....,].1.|..| , ..,||.,,,f}.?,,|:,|,19§,|m|,.|1,2f}, 1]/
m/z--> 30 40 50 70 80 90 100 110 120 130 140
Abundance #14142. 3-Chloro-6-fluoro-pyrazine
132
69 SRR SRR
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 24 .61%
78
31 35 44
0'”'J”Jhﬁl'WH'”I'”ll”"P"W"”I'”'I”"P"W AR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 0
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine BRI b
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.02%
5000
104
p o T B @ 117
OIIIIIIIIIIII‘IIIII‘IIIIIIIIIII‘IIIIIIIIIIIIIIII T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112440.D

Aca On : 7 Feb 2019 16:12

Operator : JU/SJ

Sample : K1401-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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.
11.88 5.86 ng 323715 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1665 (11.880 min): BF112440.D (-1659) (-) m/z 73.00 100.00%
43 g9 B
5000 129
157171185 213 L SR UL LR UL
43 199 256 11.60 11.80 12.00 12.20
(| m/z 43.10 84.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73 vavwwquvwvw
5000 29 256 LRI BB BULILN BRI B
11. 60 11. 80 12. oo 12 20
213 m/z 59.95 80.08%
. || 143157171185 oo
m/z--> "éb” 'ﬁb II60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 73
43 o )
11!60 11fso 12foo 12!20
5000 29 m/z 41.10 72.89%
129
‘ T7 115 ‘ 71 214
oo Lt Al T sy g |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39469: n-Decanoic acid R R e
60 73 11.60 11.80 12.00 12.20
m/z 55.10 65.23%
5000 41
129
i s
172
0...|.‘l..‘i‘.‘..”l“.‘k“.‘.|‘l‘ ]\-\91\\‘ ””1|4:3|:||'|57”” R ARmmEsE e .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112440.D

Aca On : 7 Feb 2019 16:12

Operator : JU/SJ

Sample : K1401-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.82 8.16 ng 391001 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 93
Abundance Scan 1995 (13.821 min): BF112440.D (-1990) (-) m/z 57.10 100.00%
57 83
R AN S SO B
139 229 13.60 13.80 14.00 14.20
o 108,17 280 m/z 83.10  97.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55 83
5000 111 R RN SR UG R
13.60 13.80 14.00 14.20
29 m/z 43.10 92.40%
139
0 Il ‘ | L 73,167 196 238 266 294
m/z--> §o 100 150 260 2éo 360 3%0 460
Abundance #175127: Trifluoroacetoxy hexadecane
57
97 R AN S SRR
13.60 13.80 14.00 14.20
5000 m/z 55.10 88.55%
29 125
oL i N
m/z--> §o 160 1%0 260 250 300 3%0 460
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester T B e S
57 13.60 13.80 14.00 14.20
83 m/z 97.10 79.67%
29 169
0 J ! “ ‘ (| h13‘9‘ ‘ | 2]\-0 255 406
m/z--> §o 160 150 200 250 360 3%0 460 13%0 1580 14bo 1450
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112440.D

Aca On : 7 Feb 2019 16:12

Operator : JU/SJ

Sample : K1401-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 Triacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .45 2.31 ng 110771 Chrysene-di12 14 .00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 87
2 Docosane. 11-butvl- 366 C26H54 013475-76-8 86
3 Tricosane 324 C23H48 000638-67-5 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Heptadecane 240 C17H36 000629-78-7 83
Abundance Scan 2102 (14.451 min): BF112440.D (-2098) (-) m/z 57.10 100.00%
g7
5000 85
11113;"35155 181202 230 258 303324 397 - 1420 1440 1460 1480 I
O B B R o T e m/z 71.10 67.13%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 LB B B BRI B

14.20 14.40 14.60 14.80
m/z 43.10 65.53%

113
PR ]1?11169 197 225 253 281 309 337 365 393 422

29
o) Mol 0 R A e S SO S L E ST S B
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
57
W mana E
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 51.00%
113
oL 3 | f 77,14 169 210 239 267 399 336 366
m/z--> 50 100 150 200 250 300 350 400
Abundance #164578: Tricosane A A L
57 14.20 14.40 14.60 14.80
m/z 55.10 28.63%
5000 85
113 324
141 169
m/z--> 50 100 150 200 250 300 350 400 14.20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112440.D

Aca On : 7 Feb 2019 16:12

Operator : JU/SJ

Sample : K1401-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.75 2.37 ng 106667 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 93
3 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2153 (14.751 min): BF112440.D (-2150) (-) m/z 57.05 100.00%
57
5000 85
4
149 168183 211 239 14.40 14.60 14.80 15.00
0 ,....'iL.. ' 32 o1z 3B w/z 43.05  67.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105885: Octadecane
57
5000 85 L AL BURELILE BULLLE UL B
4 Mmmmmmmm
m/z 71.10 66.04%
. l | 3 141 169 197 255 254
m/z--> 25 45 eb éo 160 150 140 160 180 200 220 240 260 280 300 350
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57
14.40 14.60 14.80 1500
5000 m/z 85.10 46 .46%
4 85
13
b ‘ Loy 167183198 225 253 282
m/z--> 25 45 eb éo 160 150 140 160 180 200 220 240 260 280 300 350
Abundance #105893: Heptadecane, 2-methyl- LN B mmn B
43 14.40 14.60 14.80 15.00
m/z 41.10 27 .04%
5000 71
ol il ‘ L% 12 155 ggs M 23095
m/z--> 25 45 eb éo 160 150 140 160 180 200 220 240 260 280 300 350 1450 1460 1480 1500 '

8270-BF012519.M Mon Feb 11 11:09:25 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112440.D

Aca On : 7 Feb 2019 16:12

Operator : JU/SJ

Sample : K1401-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.83 9.13 ng 411193 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
4 Acetic acid. 1.3.7-trimethvlocta... 210 C13H2202 091418-25-6 72
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 64
Abundance Scan 2166 (14.827 min): BF112440.D (-2162) (-) m/z 69.10 100.00%
69
5000
41 SRS ) U —
137 14.60 14.80 15.00 15.20
ol b da d 319 Iy 175 203 231262273 341367 | 77T gi 10 49.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
60
5000 R S UM R B
14.60 14.80 15.00 15.20
41 m/z 41.10 25.05%
ol | s .| 6.”.7.‘. (163 191 217 245 273 209 311367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
1460 14.80 15.00 15.20
s000] 4L m/z 95.10 14 _.40%
95
oL ”um-‘ u ;17 , 161 19ﬁ 217 ,.27? ?99.. ;fﬁ 367 ﬁ}o
m/z--> 50 100 150 200 250 300 350 400
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... R aa ma R
69 14.60 14.80 15.00 15.20
m/z 68.05 11.31%
5000
41
136
ol b dd. “‘H X 161 189209 236 263 287 332
m/z--> 50 100 15 200 250 300 350 400 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF020719\
Data File : BF112440.D

Aca On : 7 Feb 2019 16:12

Operator : JU/SJ

Sample : K1401-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF012519.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 Heneicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.09 2.66 ng 119965 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Octadecane 254 C18H38 000593-45-3 86
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 2211 (15.092 min): BF112440.D (-2206) (-) m/z 57.10 100.00%
g7
5000
06 127 155 183 207 100 sorrogs 33 an | 1480 1500 1520 1540
(o} m/z 71.10 72 .35%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LI S B SUILE B
mmmmﬁmﬁm
m/z 85.10 60.36%
29 113
oL L) [ M 209 197 225 253 29%
m/z--> §o 100 150 200 250 300 3%0
Abundance #175557: Tetracosane
57
14.80 15.00 15,20 15.40
5000 85 m/z 43.10 59.94%
29 113
o 1| “ Lo 7 l141 169 197 225 253 281 309 338
m/z--> §0 160 150 200 250 360 350
Abundance #105886: Octadecane R N o = NI
57 14.80 15.00 15.20 15.40
m/z 55.00 38.02%
5000 85
29
oL L e 169 197 o5 254
m/z--> 5'0 1(')0 150 200 250 300 3&1,0 14.80 15. 00 15. 20 15. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF020719\
Data File : BF112440.D

Acq On : 7 Feb 2019 16:12

Operator : JU/SJ

Sample - K1401-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012519_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... 2.12 3.8 ng 144354 1 6.83 763756 20.0
2-Pentanone, 4-hy... 5.06 3.2 ng 121460 1 6.83 763756 20.0
unknown6.61 6.61 76.0 ng 2900410 1 6.83 763756 20.0
n-Hexadecanoic acid 11.88 5.9 ng 323715 4 11.36 1104060 20.0
1-Heneicosanol 13.82 8.2 ng 391001 5 14.00 958535 20.0
Triacontane 14 .45 2.3 ng 110771 5 14.00 958535 20.0
Octadecane 14.75 2.4 ng 106667 6 15.47 901055 20.0
Supraene 14.83 9.1 ng 411193 6 15.47 901055 20.0
Heneicosane 15.09 2.7 ng 119965 6 15.47 901055 20.0
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