LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\

Data File : BF108971.D

Aca On : 13 Sep 2018 18:22 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22Ie : J4873-03 —

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-BF090518 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.278 325 330 336 rBV 214199 263745 7.12% 0.829%
2 4.919 434 439 453 rVB 559093 690183 18.63% 2.169%
3 5.337 505 510 514 rBVY 2469666 2519571 68.02% 7.918%
4 6.360 679 684 687 rBVY 2793345 3011044 81.29% 9.463%
5 6.495 703 707 710 rBVY 3051319 2813638 75.96% 8.843%
6 6.731 743 747 750 rBVY 1017639 892871 24.11% 2.806%
7 6.884 769 773 777 rBVY 2781797 2543068 68.66% 7.992%
8 7.289 837 842 845 rBVY 2159089 2039905 55.07% 6.411%
9 8.007 960 964 968 rBVY 1302246 1120790 30.26% 3.522%
10 9.089 1143 1148 1151 rBV 4004558 3704016 100.00% 11.641%

11 9.478 1210 1214 1217 rBV 859300 638942 17.25% 2.008%
12 9.760 1258 1262 1266 rBV 1496040 1243776 33.58% 3.909%

13 10.178 1327 1333 1335 rBvV 34844 39016 1.05% 0.123%
14 10.542 1391 1395 1398 rBV 1771467 1499704 40.49% 4.713%
15 10.678 1414 1418 1420 rBV 95601 94654 2.56% 0.297%
16 11.125 1487 1494 1496 rBV2 95820 82253 2.22% 0.259%
17 11.154 1496 1499 1504 rVB 45528 44166 1.19% 0.139%
18 11.236 1509 1513 1516 rBV 1451721 1166012 31.48% 3.665%
19 11.548 1563 1566 1569 rBV 109618 84986 2.29% 0.267%
20 11.772 1600 1604 1608 rBvV4 56396 66843 1.80% 0.210%
21 11.954 1632 1635 1640 rVB 100539 78727 2.13% 0.247%
22 12.342 1698 1701 1704 rVB 79937 62242 1.68% 0.196%
23 12.713 1761 1764 1766 rBV 65332 51768 1.40% 0.163%
24 12.819 1778 1782 1786 rBV 3119589 3008170 81.21% 9.454%
25 13.066 1821 1824 1827 rVB 49608 42242 1.14% 0.133%
26 13.407 1879 1882 1885 rBV 52560 40438 1.09% 0.127%

27 13.736 1934 1938 1952 rBV4 92364 191951 5.18% 0.603%
28 13.860 1955 1959 1963 rVV 1134571 1016597 27.45% 3.195%
29 14.048 1988 1991 1994 rBV 73322 63112 1.70% 0.198%
30 14.354 2040 2043 2046 rBvV 117191 102669 2.77% 0.323%

31 14.648 2090 2093 2098 rVvVv 152027 146522 3.96% 0.460%
32 14.718 2102 2105 2109 rVB 98106 95185 2.57% 0.299%
33 14.965 2143 2147 2152 rBV 185467 217350 5.87% 0.683%
34 15.271 2194 2199 2203 rBV 946999 1085416 29.30% 3.411%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108971.D

Aca On : 13 Sep 2018 18:22

Operator : JU/SJ

Sample : J4873-03

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF090518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.324 2203 2208 2215 rVV 244945 325891 8.80% 1.024%
36 15.730 2272 2277 2285 rBV 214574 333964 9.02% 1.050%
37 16.201 2352 2357 2365 rVB2 126058 228116 6.16% 0.717%

38 16.754 2445 2451 2456 rVB2 50902 102528 2.77% 0.322%
39 17.395 2556 2560 2570 rVBS8 27018 67023 1.81% 0.211%

Sum of corrected areas: 31819094
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF091318\

BF108971.D

13 Sep 2018 18:22

JussJ

J4873-03

10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF090518 .M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

A%‘H@&?& TIC: BF108971.D
6.50
3000000 6.36 6.88
5.34
7.29
2000000
1000000 6.73
4.92
4.28
S | G | G | .L U G | A | S
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Ab TIC: BF108971.D
4585556 olos
12.82
3000000
2000000 10.54
9.76 11.24
8.01
1000000 9.48
) 141 11.55 1.95 .
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
AbXé‘H&S}?& TIC: BF108971.D
3000000
2000000
13.86 15.27
1000000 ]
1485, 14.97 32 1573 16.20
13.74| 14.05 14.35 72 10 16.75 17.39
O == T T == R e e e B ISR S
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 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\BF091318\
Data File : BF108971.D

Aca On : 13 Sep 2018 18:22

Operator : JU/SJ

Sample : J4873-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

4.28 5.91 ng 263745 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 330 (4.278 min): BF108971.D (-325) (-) m/z 83.00 100.00%
55.1 83.0
5000 43.0 8.1
1 eo 400 4.20 440 460
O e i i T L e e T S m/z 55.10 84 .88%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LR R L I L
20,0 43.0 98.0 400 420 440 4.60
' m/z 42.95 37.61%
.|. 1L Il | | 67.0 75.0 | L
S S S S SR SRS I SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3157: 3-Hexen-2-one
83.0
55.0
43.0 4.00 4.20 4.40 4.60
5000 m/z 98.10 36.13%
29.0
98.0
\‘ ‘ | [l 69.0
G S S UL SUL AL SRS IULILLS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- e R ma
55.0 83.0 4.00 420 4.40 4.60
m/z 39.00 25.87%
41.0
5000 270 98.0
15.0 ‘ 69.0
0'"|“t'|”*J|“"i“"le'|“'Mi“"rﬁ"|“'“|“" U S S L R
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108971.D

Aca On : 13 Sep 2018 18:22

Operator : JU/SJ

Sample : J4873-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 3

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

4.92 15.46 ng 690183 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 439 (4.919 min): BF108971.D (-434) (-) m/z 43.00 100.00%
43.0
59.1
5000
o 450 450 500 520
83.0 : : : :
o...,....,....,....',':..?,1-.0.:.,...6?-,9....,.~...,...:,|....,. m/z 59.10 54.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 B SARDESRRAE ARE SR
4.60 4.80 5.00 5.20
59.0 m/z 101.10 19.99%
270 || 830 101.0
o OV OTY PR~ L OO | N +: 2 S il N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520
5000 m/z 58.00 15.04%
20.0 101.0
T N Il 730 830 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e M
59.0 4.60 4.80 5.00 5.20
m/z 41.00 8.83%
5000
41.0
29.0 101.0
o o 1], s00 [] 730 860 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520

8270-BF090518_.M Fri Sep 14 16:02:51 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108971.D

Aca On : 13 Sep 2018 18:22

Operator : JU/SJ

Sample : J4873-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 unknown6.50 Concentration Rank 1

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

6.50 63.02 ng 2813640 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 708 (6.501 min): BF108971.D (-703) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 PSSR RARNE AR AL
40.0 540 6.20 6.40 6.60 6.80
0 850 e m/z 68.10 38.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 IRSE RS BRREE SLREE AR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.55%
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl-
132.0
117.0 RSN SRRRE SLEEE AR
6.20 6.40 6.60 6.80
5000 m/z 66.00 23.57%
65.0 910
o 2o 90 S0 070 | o || L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #14132: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- I REEEEEmmn ]
56.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 15.28%
5000
0 15.0 2\7.w0\ 42.‘(\)‘ m‘ ‘ 76:0 91.0 i
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108971.D

Aca On : 13 Sep 2018 18:22

Operator : JU/SJ

Sample : J4873-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 1-Octadecanesulphonyl chloride Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.74 3.78 ng 191951 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecanesulphonvl chloride 352 C18H37CI102S 1000342-70-4 91
2 Tritetracontane 605 C43H88 007098-21-7 87
3 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 74
4 Tetradecane 198 C14H30 000629-59-4 68
5 Hexadecane 226 C16H34 000544-76-3 64

Abundance Scan 1939 (13.742 min): BF108971.D (-1934) (-) m/z 57.10 100.00%
57.1
5000
11.1 N N AU B I
L 1910 810 13.40 13.60 13.80 14.00
o dd bbby TR0 280 TW/z 43.00  74.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185101: 1-Octadecanesulphonyl chloride
57.0
5000 SR DA SN UM B
1340 13.60 13.80 14.00
£o m/z 71.05 60.26%
0 | h L L ]161 0 288. 0
m/z--> §0 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0
13.40 13.60 13.80 14.00
5000 m/z 83.10 55.91%
o 1? 169.0 2250 2810 337.0 393.0 463.0 519.0 575.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #200447: Sulfurous acid, butyl heptadecy! ester R R RaEEE L
57.0 13.40 13.60 13.80 14.00
m/z 69.05 53.28%
5000
. 10 160.0 2390 291.0
m/z--> §0 100 150 200 250 300 350 400 450 500 550 600 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108971.D

Aca On : 13 Sep 2018 18:22

Operator : JU/SJ

Sample : J4873-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .35 2.02 ng 102669 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2042 (14.348 min): BF108971.D (-2040) (-) m/z 57.10 100.00%
57.1
5000 «“Anvﬂ—wdehmA“thANJ
0 1411 e 2070 14.00 14.20 14.40 14.60
o ; m/z 71.10 75.47%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
5_.0 JLA_;A‘/"J
5000 L DAL BN B BRI B
mmmmmmmm
99.0 m/z 43.05 59.66%
410
oZOL L L a | L 10 g0 os0 a0
m/z--> 50 1 o 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
14.00 14.20 14.40 14.60
5000 m/z 85.10 50.02%
99.0
ol l | .J | 4 1410 1830 2?0680 3080 3520
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #209566: Octacosane e
57.0 14.00 14.20 14.40 14.60
m/z 55.10 22 .19%
5000
99.0
0 27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3éo ' 1400 1420 1440 14%0 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108971.D

Aca On : 13 Sep 2018 18:22

Operator : JU/SJ

Sample : J4873-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .65 2.70 ng 146522 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2093 (14.648 min): BF108971.D (-2090) (-) m/z 57.05 100.00%
51.0
5000
st " 14.40 14.60 14.80 15.00
141.1 . . . .
oL ,I. LAy 24t ges2 2282 omn Rt R e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
5.0
5000 LI B SULUL UL U
14,40 14.60 14.80 15.00
m/z 43.10 60.63%
0 270| | i lg%ol 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #194499: Eicosane, 7-hexyl-
57.0
" 14.40 14.60 14.80 15.00
5000 m/z 85.10 52.23%
99.0
— 1 bl 240 8010 25202810 220
m/z--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane i el
57.0 14.40 14.60 14.80 15.00
m/z 55.10 21.53%
5000
99.0
0|2|7‘||‘|||.I l\ J‘ \141|0|E|'8I3|0||2|26|0| — A A e
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\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108971.D

Aca On : 13 Sep 2018 18:22

Operator : JU/SJ

Sample : J4873-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .97 4.00 ng 217350 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2148 (14.971 min): BF108971.D (-2143) (-) m/z 57.05 100.00%
57.0
5000
%0 14.60 14.80 15.00 15.20
141.1 133 2 . . . :
ol |, l| Ld S i 222 2830 861 Tm/z 71.10  74.70%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L A UL DGR UL B
mmmmmmmm
99.0 m/z 43.10 58.89%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #215181: 2-methyloctacosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 57 .42%
99.0
oL 270 L] pevo 183.0 2250 267.0 309.0 3650
m/z--> 55 160 150 260 250 300 3%0 '
Abundance #194493: Hexacosane LI L L L B L B
57.0 14.60 14.80 15.00 15.20
m/z 41.00 20.99%
5000
99.0
oLl §ohy o, 410 1830 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 250 300 3%0 ' 1460 1480 1500 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108971.D

Aca On : 13 Sep 2018 18:22

Operator : JU/SJ

Sample : J4873-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 5
R.T. EstConc Area Relative to ISTD R.T.
15.32 6.00 ng 325891 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2207 (15.318 min): BF108971.D (-2203) (-) m/z 57.10 100.00%

1

5000

99.1 S T
1411 1g39 2211 g1 15.00 15.20 15.40 15.60

(o} m/z 71.10 74 .41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 LN L L L L L LB L |
15.00 15.20 15.40 15.60
990 m/z 43.05 64 .86%
oL | 1 iy 1410 1830 2250 267.0 3090 367.0
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
B B E R ma n T,
15.00 15.20 15.40 15.60
5000 m/z 85.05 55.86%
99.0
oL || 1]} 1410 1820 2250 2670 3090 3650
— e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane R B E REE e
57.0 15.00 15.20 15.40 15.60
m/z 55.10 23.20%
5000
99.0
0150\‘ L 1 J | 141.0 1830 2250 296.0
R e e e o B e e B R o
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091318\
Data File : BF108971.D

Aca On : 13 Sep 2018 18:22

Operator : JU/SJ

Sample : J4873-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF090518_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 11 Octacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.20 4.20 ng 228116 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2357 (16.201 min): BF108971.D (-2352) (-) m/z 57.10 100.00%
5000 /\_/va,*v“vj\wam_thuﬁ_u
15.80 16.00 16.20 16.40 16.60
0 m/z 71.05 78.22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
5000 AU IR N
15.80 16.00 16.20 16.40 16.60
99.0 m/z 43.05 61.52%
oL LLLL L]y 1410 1890 2250 am0 o w0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.05 59.34%
99.0
0260 | Il | ) 2410 1830 2250 267.0 3090 3650
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane R B R R B
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.05 23.83%
5000
99.0
01260, | | | J | 1410 1830 2250 267.0 3090 3510 4220
m/z--> 50 100 1éo 200 250 300 350 400 15.80 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF091318\
Data File : BF108971.D

Acq On : 13 Sep 2018 18:22

Operator : JU/SJ

Sample - J4873-03

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF090518_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]
3-Penten-2-one, 4... 4.28 5.9 ng 263745 1 6.73 892871 20.0
2-Pentanone, 4-hy... 4.92 15.5 ng 690183 1 6.73 892871 20.0
unknown6 .50 6.50 63.0 ng 2813640 1 6.73 892871 20.0
1-Octadecanesulph... 13.74 3.8 ng 191951 5 13.86 1016600 20.0
Eicosane 14.35 2.0 ng 102669 5 13.86 1016600 20.0
Heptacosane 14.65 2.7 ng 146522 6 15.27 1085420 20.0
Heneicosane 14.97 4.0 ng 217350 6 15.27 1085420 20.0
Hexacosane 15.32 6.0 ng 325891 6 15.27 1085420 20.0
Octacosane 16.20 4.2 ng 228116 6 15.27 1085420 20.0
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