LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110437.D

Aca On > 3 Nov 2018 2:54

Operator : JU/SJ

Sample = J5734-05

Misc :

ALS Vial : 26 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-BF102318.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 2.293 30 35 49 rVB 347468 483229 21.90% 2.596%
2 4.098 337 342 351 rVB 65810 81286 3.68% 0.437%
3 5.204 526 530 539 rBV 61359 86133 3.90% 0.463%
4 5.586 590 595 598 rBY 2020238 1977459 89.60% 10.625%
5 6.586 759 765 779 rBV 1912617 2206864 100.00% 11.858%
6 6.728 784 789 792 rBVY 2321761 2104651 95.37% 11.309%
7 6.957 824 828 833 rBV 615407 541785 24.55% 2.911%
8 7.110 850 854 858 rBY 1757786 1616476 73.25% 8.686%
9 7.522 919 924 934 rBVY 1189134 1240372 56.21% 6.665%
10 8.239 1042 1046 1064 rBV 661834 655024 29.68% 3.520%

11 9.310 1224 1228 1237 rBV 2283577 2068732 93.74% 11.116%
12 9.704 1291 1295 1302 rBV 231281 219253 9.94% 1.178%
13 9.998 1341 1345 1359 rVB 685016 613357 27.79% 3.296%
14 10.786 1475 1479 1490 rBV 966046 967805 43.85% 5.200%
15 11.492 1595 1599 1607 rBV 518646 547505 24.81% 2.942%

16 11.992 1681 1684 1688 rBV2 36737 41037 1.86% 0.220%
17 12.551 1776 1779 1785 rVB7 14814 22442 1.02% 0.121%
18 12.704 1802 1805 1808 rBV 61940 59102 2.68% 0.318%
19 12.939 1839 1845 1850 rVvB2 52318 76835 3.48% 0.413%
20 13.068 1863 1867 1871 rBV 1626499 1475720 66.87% 7.929%
21 13.274 1894 1902 1905 rBV2 22471 39055 1.77% 0.210%
22 13.539 1942 1947 1950 rBV 123600 132869 6.02% 0.714%
23 13.586 1952 1955 1958 rVvVv 75394 64479 2.92% 0.346%
24 13.621 1958 1961 1963 rVB2 23277 23325 1.06% 0.125%

25 13.951 2013 2017 2022 rBV 87392 102831 4.66% 0.553%

26 14.133 2044 2048 2052 rBV 409715 441045 19.99%% 2.370%

27 14.262 2068 2070 2073 rVB 32216 31132 1.41% 0.167%
28 14.568 2119 2122 2125 rBV 47799 51780 2.35% 0.278%
29 14.739 2148 2151 2155 rVB4 29317 31430 1.42% 0.169%
30 14.886 2173 2176 2179 rVB 64439 59306 2.69% 0.319%
31 15.239 2233 2236 2240 rVB 73208 82906 3.76% 0.445%
32 15.662 2300 2308 2315 rVB2 212245 353559 16.02% 1.900%
33 16.092 2378 2381 2388 rVB2 51780 71742 3.25% 0.385%
34 16.621 2468 2471 2476 rVB3 27626 40660 1.84% 0.218%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110437.D

Aca On > 3 Nov 2018 2:54

Operator : JU/SJ

Sample = J5734-05

Misc :

ALS Vial : 26 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\HPCHEM1\BNA F\METHODS\8270-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 18611186
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110437.D

Aca On > 3 Nov 2018 2:54

Operator : JU/SJ

Sample : J5734-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF110437.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110437.D

Aca On > 3 Nov 2018 2:54

Operator : JU/SJ

Sample : J5734-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.29 17.84 ng 483229 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 35 (2.293 min): BF110437.D (-30) (-) m/z 73.05 100.00%

73.0
5000 43.0
55.1 87.1

| 220 240 2.60
Obrrprrrrrrrrr el prdbn b e e || M/ 43.05 0 41.61%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 T T T T L B B
43.0 220 240 2.60
~ 5850 87.0 m/z 55.10 29.48%
29.0
0 il AN L,
N o b L o e R o o RAREARREEEREEE ER
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 —
220 240 2.60
5000 41.0 550 m/z 87.10 26.45%
29.0
o 1L, \‘\ Wyl . 99.0 1120 129.0
o e i o L EAREARREREREEEEEEES
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl- L T
30.0 220 240 2.60

m/z 41.05 13.40%

15.0 72.0
\ il \ 590

o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110437.D

Aca On > 3 Nov 2018 2:54

Operator : JU/SJ

Sample : J5734-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.20 3.18 ng 86133 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 9

Abundance Scan 529 (5.198 min): BF110437.D (-526) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 480 5.00 520 5.40 5.60
83.1 : : : : :
0...,....,....,....','::..5,1'.0.-!!i....,....,.-...,...:,|....,. m/z 59.10 56.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A LS UL IS I
480 5.00 520 5.40 5.60
59.0 1010 m/z 101.00 17.70%
0 210 | 510 || 69.0 830910 | |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 480 500 550 540 560
5000 m/z 58.00 14.27%
20.0 101.0
ol B0 Al 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime P
43.0 480 5.00 520 5.40 5.60
m/z 41.10 9.60%
5000
101.0
o 180 30 || %80 69,0 86.0
miz--> 0 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110437.D

Aca On > 3 Nov 2018 2:54

Operator : JU/SJ

Sample : J5734-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown6.73 Concentration Rank 1

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

6.73 77.69 ng 2104650 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 789 (6.728 min): BF110437.D (-784) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 IS SR UL R
40.0 540 6.40 6.60 6.80 7.00
0 gL0 e — m/z 68.10 40.85%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 SRS SRR SRR AR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.78%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.36%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R Ema AR L
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.15%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R e AR RS
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110437.D

Aca On > 3 Nov 2018 2:54

Operator : JU/SJ

Sample : J5734-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.54 6.03 ng 132869 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 95
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
3 Dodecanamide 199 C12H25N0 001120-16-7 53
4 Octanamide 143 C8H17NO 000629-01-6 53
5 Acetic acid, cyanohydroxyimino-,... 128 C4H4N203 061295-92-9 43

Abundance Scan 1947 (13.539 min): BF110437.D (-1942) (-) m/z 59.00 100.00%

59.0
5000

98.0 126.0 13 20 13. 40 13 60 13. 80

1541 184.1207.1 238.2 281.2

0 m/z 72.00 64.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128446: 9-Octadecenamide, (2)-
59.0
5000 ||||||||||||||||||
13.20 13.40 13.60 13.80
126.0 m/z 55.10 35.70%
1540 18402070 2380 2810
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...
59.0
R A REER R
13.20 13.40 13.60 13.80
5000 m/z 41.05 28.39%

83.0 111.0 141.0 170.0 196.0

229.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60439: Dodecanamide R A REER R
59.0 13.20 13.40 13.60 13.80
m/z 43.05 21.59%
5000
0 Z%OH L ‘\ 86\0 1140\ 156.0 199.0
R B R Eama £ L e AR ASAR RARamaEaEs B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110437.D

Aca On > 3 Nov 2018 2:54

Operator : JU/SJ

Sample : J5734-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Hexanedioic acid, bis(2-eth... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.59 2.92 ng 64479 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 91
2 Diisooctvl adipate 370 C22H4204 001330-86-5 86
3 Adipic acid. 2-ethvlhexvl octvl ... 370 C22H4204 1000324-48-6 83
4 Adipic acid. 2-ethvlhexvl isobut... 314 C18H3404 1000324-48-0 72
5 Hexanedioic acid, mono(2-ethylhe... 258 C14H2604 004337-65-9 58
Abundance Scan 1956 (13.592 min): BF110437.D (-1952) (-) m/z 129.00 100.00%
129.0
5000 51.0

e e e
l| } ﬂ ] 157 0 2031 241.2 13.20 13.40 13.60 13.80 14.00
I | 1 n

Of— . e m/z 57.00 49_15%
m/z--> 0 100 150 200 250 300 350
Abundance #196974: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 TT T T [T T T T[T T T T[T TT T 7T
13 20 13. 40 13. 60 13. 80 14. 00
57.0 m/z 55.05 28.59%
o 2ol [0 ) | peo 21200 mao s
m/z--> 0 50 100 150 200 250 300 350
Abundance #196853: Diisooctyl adipate
129.0
s e A B S
57.0 13.20 13.40 13.60 13.80 14.00
5000 m/z 71.05 27 .90%
29.0
10 241.0
L] [ 57.0 1990 | p720 3130 3700
e
m/z--> 0 50 100 150 200 250 300 350
Abundance #196930: Adipic acid, 2-ethylhexyl octyl ester A B R e
129.0 13.20 13.40 13.60 13.80 14.00
m/z 70.05 26.09%
5000
241.0
57.0
O G PR -1 IR i Pt o i
m/z--> 0 50 100 150 200 250 300 350 13.20 13.40 13. 60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110437.D

Aca On > 3 Nov 2018 2:54

Operator : JU/SJ

Sample : J5734-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Oxalic acid, isobutyl hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.95 4.66 ng 102831 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. i1sobutyl hexadecvl ... 370 C22H4204 1000309-38-1 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 90
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 87
4 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 87
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 87
Abundance Scan 2017 (13.951 min): BF110437.D (-2013) (-) m/z 57.05 100.00%
57.0
5000

13.60 13.80 14.00 14.20

ol m/z 43.05 82.22%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #196922: Oxalic acid, isobutyl hexadecyl ester
57.0
5000 LA L L L L L B
13.60 13.80 14.00 14.20
97.0 m/z 55.05 67.06%
o .| ﬂ |} 1390 2240 2690
L e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43.0
e
13.60 13.80 14.00 14.20
5000 83.0 m/z 83.05 56.46%
25.0
. y J‘ 12591670 2100  267.0307.0 490.0
i B e R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate R B .
57.0 13.60 13.80 14.00 14.20
m/z 71.10 53.61%
97.0
5000
{ J 39.0 308.0
oL L, 170" 181.0 224.0 264.0 308.0 353.0 454.0
e e Rl e
m/z--> 50 100 150 200 250 300 350 400 450 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110437.D

Aca On > 3 Nov 2018 2:54

Operator : JU/SJ

Sample : J5734-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.35 ng 51780 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexadecane 226 C16H34 000544-76-3 86
3 Heptacosane 380 C27H56 000593-49-7 62
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 62
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 62
Abundance Scan 2122 (14.568 min): BF110437.D (-2119) (-) m/z 57.05 100.00%
57.0
5000
1551 20212311 273.0 14:20 14.40 14.60 1480
0! m/z 43.00 70.45%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 LR SRR B BN SRS B
mmmmmmmm
99.0 m/z 71.10 61.26%
410
oL 2L L LA | 20 g0 250 o
m/z--> 50 1 o 150 200 250 300 350
Abundance #83025: Hexadecane
57.0
14.20 14.40 14.60 1480
5000 m/z 85.10 51.95%
oL 20 | ‘990 141.0 1830 226.0
m/z--> 55 160 1éo 200 250 300 3éo
Abundance #202661: Heptacosane A BT o e
57.0 14.20 14.40 14.60 14.80
m/z 55.10 26.90%
5000
99.0
o 27.0{ j ] tl.\.}410‘ 183.0 2250 267.0 309.0 351.0380.0
m/z--> 5'0 100 1&'30 200 250 3(')0 3éo 14'20 14. 40 14 60 14|80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110437.D

Aca On > 3 Nov 2018 2:54

Operator : JU/SJ

Sample : J5734-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Dodecane, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.89 2.69 ng 59306 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 64
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 58
3 Hexacosane 366 C26H54 000630-01-3 58
4 Hexadecane 226 C16H34 000544-76-3 58
5 Heptadecane 240 C17H36 000629-78-7 58

Abundance Scan 2177 (14.892 min): BF110437.D (-2173) (-) m/z 57.10 100.00%

51.1

5000
1851 AL NI LB LI L L LI B L
245.1 282.1 14.60 14.80 15.00 15.20
0 m/z 43.05 71_.55%
m/z--> 0 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 LA L L L L L LB
14.60 14.80 15.00 15.20
99.0 m/z 71.10 68 .40%
oL UL LA ) 410 1830 2250 2820
e
m/z--> 0 50 100 150 200 250 300 350
Abundance #48851: Dodecane, 2-methyl-
43.0
s M
14.60 14.80 15.00 15.20
5000 710 m/z 85.10 48.02%
141.0
olzo Ll o | gm0
m/z--> 0 50 100 150 200 250 300 350
Abundance #194493: Hexacosane I AEEREE TS
57.0 14.60 14.80 15.00 15.20
m/z 55.00 30.41%
5000
29.0 99.0
0 L, 1410 1830 2250 267.0 309.0  367.0
T T s M
m/z--> 0 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110437.D

Aca On > 3 Nov 2018 2:54

Operator : JU/SJ

Sample : J5734-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.24 4.69 ng 82906 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 2-methvloctacosane 408 C29H60 1000376-72-8 83
3 Triacontane 422 C30H62 000638-68-6 80
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 80
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 80
Abundance Scan 2236 (15.239 min): BF110437.D (-2233) (-) m/z 57.10 100.00%
57.1
5000
99.1 LR AR B I A
I I '| i|_4]_ 1 183.1 237.1 282.1 15.00 15.20 15.40 15.60
I Ayl St i T m/z 71.10 68.58%
m/z--> 50 150 200 250 300 350 400
Abundance #129491: Eicosane
57.0
5000 L UL SIS IR SRR
15.00 15.20 15.40 15.60
m/z 43.10 65.68%
Jelof | | 290 1410 1830 2250 2820
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
15,00 15.20 15.40 15.60
5000 m/z 85.10 44 .41%
99.0
0260 | ] | | j 1410 183.0 2250 267.0 309.0 365.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane b RREmE EE e
57.0 15.00 15.20 15.40 15.60
m/z 55.05 26.65%
5000
99.0
01260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> 50 100 1éo 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\BF110218\
Data File : BF110437.D

Aca On > 3 Nov 2018 2:54

Operator : JU/SJ

Sample : J5734-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.09 4_.06 ng 71742 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 64
2 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 50
3 Decane. 1-i1odo- 268 C10H211 002050-77-3 47
4 2.5-Heptanedione. 3.3.6-trimethvl- 170 C10H1802 051513-40-7 47
5 5-Tridecanone 198 C13H260 030692-16-1 38

Abundance Scan 2381 (16.092 min): BF110437.D (-2378) (-) m/z 57.10 100.00%

57.1

5000
49175.1 211.1  243.2 265.1 15.80 16.00 16.20 16.40
0 m/z 71.10 70.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59882: Tetradecane
57.0

15.80 16.00 16.20 16.40
m/z 43.05 56.79%

5000

1130 1410 1690 198.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #140552: Dodecane, 1-iodo-
57.0
R B e
15.80 16.00 16.20 16.40
5000 85.0 m/z 85.10 48.33%
29.0 155.0
0 ,HL.MM.Jl“Jw.,.”.,}}i?.u.....L B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #116706: Decane, 1-iodo- I AEEREE TS
57.0 15.80 16.00 16.20 16.40
m/z 55.05 25.01%
85.0
5000
29.0
155.0
LIl L 1270 T ea0 268.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15. 80 16. 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110218\
Data File : BF110437.D

Aca On > 3 Nov 2018 2:54

Operator : JU/SJ

Sample : J5734-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Dodecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.62 2.30 ng 40660 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 52
2 Tetradecane 198 C14H30 000629-59-4 50
3 Eicosane 282 C20H42 000112-95-8 50
4 2.5-Heptanedione. 3.3.6-trimethvl- 170 C10H1802 051513-40-7 47
5 Dodecane, 5-methyl- 184 C13H28 017453-93-9 43
Abundance Scan 2471 (16.621 min): BF110437.D (-2468) (-) m/z 57.05 100.00%
57.0
5000
P01 et 2009 2350 o || 1640 1660 1680 1700
Ot gt - m/z 43.10 67 .39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38316: Dodecane
43.0
71.0
5000 L BRI BN BUULILN B
16. 40 16 60 16. 80 17. 00
m/z 71.05 66.22%
98.0 127.0 170.0
Obrr e s
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59880: Tetradecane
57.0
"' 1640 16.60 16.80 17.00
5000 85.0 m/z 85.10 46 .64%
29.0
. || || 1130 1410 169.0 1980
m/z--> 25 45 65 ab 160 150 140 160 180 200 220 240 2é0 2éo
Abundance #129492: Eicosane N B B !
57.0 16.40 16.60 16.80 17.00
m/z 55.05 26.74%
5000
85.0
29.0
o ‘ | 180 140 1690 197.0 2250 2530 282.0
m/z--> 25 45 eb ab 160 150 140 160 180 200 220 240 260 2éo 1640 1660 1680 1700
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110218\
Data File : BF110437.D

Acq On > 3 Nov 2018 2:54

Operator : JU/SJ

Sample - J5734-05

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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... 2.29 17.8 ng 483229 1 6.96 541785 20.0
2-Pentanone, 4-hy... 5.20 3.2 ng 86133 1 6.96 541785 20.0
unknown6.73 6.73 77.7 ng 2104650 1 6.96 541785 20.0
9-Octadecenamide, ... 13.54 6.0 ng 132869 5 14.13 441045 20.0
Hexanedioic acid,... 13.59 2.9 ng 64479 5 14.13 441045 20.0
Oxalic acid, isob... 13.95 4.7 ng 102831 5 14.13 441045 20.0
Eicosane 14 .57 2.4 ng 51780 5 14.13 441045 20.0
Dodecane, 2-methyl- 14.89 2.7 ng 59306 5 14.13 441045 20.0
2-methyloctacosane 15.24 4.7 ng 82906 6 15.66 353559 20.0
Tetradecane 16.09 4.1 ng 71742 6 15.66 353559 20.0
Dodecane 16.62 2.3 ng 40660 6 15.66 353559 20.0
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