LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\

Data File : BF110929.D

Aca On : 21 Nov 2018 15:37 Instrument :

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

3?22'6 : J6000-01 FS-12072-11929

ALS Vial : 11 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-BF110818 .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 2.240 22 26 36 rvB 80451 114723 6.62% 0.753%
2 5.181 523 526 543 rBV 30315 54674 3.15% 0.359%
3 5.563 587 591 612 rBY 1323352 1394920 80.49% 9.158%
4 6.569 758 762 782 rBVY 1414719 1500521 86.59% 9.851%
5 6.710 782 786 801 rVB 1741320 1513833 87.35% 9.939%
6 6.939 822 825 832 rBV 451837 396636 22.89% 2.604%
7 7.098 848 852 865 rBY 1213403 1165439 67.25% 7.651%
8 7.510 918 922 939 rBV 846216 934245 53.91% 6.134%
9 8.222 1040 1043 1060 rBV 432483 522645 30.16% 3.431%
10 9.298 1222 1226 1235 rBv 1723803 1732982 100.00% 11.378%
11 9.692 1287 1293 1298 rBV 343534 393986 22.73% 2.587%
12 9.833 1314 1317 1319 rBvV2 31186 27968 1.61% 0.184%
13 9.880 1322 1325 1328 rVB 46244 38724 2.23% 0.254%
14 9.980 1339 1342 1350 rBv2 583678 573081 33.07% 3.762%
15 10.304 1392 1397 1399 rBvV5 20536 27930 1.61% 0.183%
16 10.380 1407 1410 1413 rvVvB2 51577 45480 2.62% 0.299%
17 10.610 1445 1449 1451 rBV4 16719 22112 1.28% 0.145%
18 10.780 1474 1478 1490 rBvV 819599 961598 55.49% 6.313%
19 10.874 1492 1494 1497 rVB2 28985 28213 1.63% 0.185%

20 11.480 1593 1597 1605 rBV 516788 526046 30.35% 3.454%

21 11.980 1679 1682 1687 rBV3 67532 91088 5.26% 0.598%
22 12.698 1801 1804 1811 rVB3 79726 103796 5.99% 0.681%
23 13.063 1862 1866 1869 rBV 1315757 1200536 69.28% 7.882%
24 13.604 1955 1958 1960 rBV2 17931 17472 1.01% 0.115%
25 13.933 2011 2014 2019 rBV2 137374 163486 9.43% 1.073%

26 14.133 2044 2048 2057 rVB 428777 437393 25.24% 2.872%

27 14.251 2065 2068 2073 rVB 30179 34773 2.01% 0.228%
28 14.551 2116 2119 2123 rBV 55336 62425 3.60% 0.410%
29 14.868 2169 2173 2177 rBV 85823 87542 5.05% 0.575%

30 15.215 2228 2232 2244 rVB 134195 186313 10.75% 1.223%

31 15.609 2294 2299 2304 rBV 130892 183353 10.58% 1.204%
32 15.668 2304 2309 2319 rVB 235064 347411 20.05% 2.281%
33 16.062 2371 2376 2381 rVV 111099 170819 9.86% 1.121%
34 16.133 2385 2388 2396 rVB9 13623 30304 1.75% 0.199%

8270-BF110818.M Mon Nov 26 11:51:46 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110929.D

Aca On : 21 Nov 2018 15:37

Operator : JU/SJ

Sample = J6000-01

Misc :

ALS Vial : 11 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-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.592 2460 2466 2471 rBV 53161 100543 5.80% 0.660%

36 17.209 2566 2571 2578 rVB4 20568 38619 2.23% 0.254%

Sum of corrected areas: 15231629
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
BF110929.D

21 Nov 2018 15:37

JussJ

J6000-01

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF110929.D
6|71
1500000 6.57
5.56
7.10
1000000
7.51
500000 6.94
2.24
O‘TA..|....|....|....,....|....|.5;.&8..|....|....|.L..,....,L.
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: BF110929.D
9130
1500000 13.06
1000000 10.78
0.98 11.48
500000 8.22
11.98 12.70
0.87 L_/\\
O 1Ty = 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: BF110929.D
1500000
1000000
500000 14.13
15.67
15.22 15.61
13.60 1425 1455 1487 16,06 16.59
17.21
O — — T ——— T — — e e e e
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\BF112118\
Data File : BF110929.D

Aca On : 21 Nov 2018 15:37

Operator : JU/SJ

Sample = J6000-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 8

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

2.24 5.78 ng 114723 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 25
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 26 (2.240 min): BF110929.D (-22) (-) m/z 73.05 100.00%
73.0
5000 43.0
55.0 87.1
| 2.20 2.30 2.40 2.50 2.60
Obrrrprrrrrrrrr bt s e e e e || M/z 43.00 42 48%
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 AU U AN AR AR
43.0 2.20 2.30 2.40 2.50 2.60
- 550 87.0 m/z 55.00 32.49%
29.0
G R R A A AN SRS AR RARES RSN LA RARRN SRR RARE
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
2.20 2.30 2.40 2.50 2.60
5000 41.0 550 m/z 87.10 27 .94%
29.0
o L ‘ Al w ‘ . 99.0 112.0 129.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-
30.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 14 .60%
5000 43.0 87.0
15.0 72.0
0"W'L'P'M‘“"H'”I”?%g”'J'”I”'H'”'P'”I”'W'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\BF112118\
Data File : BF110929.D

Aca On : 21 Nov 2018 15:37

Operator : JU/SJ

Sample = J6000-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

5.18 2.76 ng 54674 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
5 Butane 58 C4H10 000106-97-8 7

Abundance Scan 526 (5.181 min): BF110929.D (-523) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 A RARRERARRARARNE pAR RS
| | 480 5.00 5.20 5.40 5.60
o i PV Y| E m/z 59.00 54._22%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LN UL I
59.0 480 500 520 540 560
0
150 a0 1010 m/z 101.00 19.28%
0 el . 83.0 .
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540 5.60
5000 m/z 58.00 15.13%
101.0
150 310 | %80 g0 g0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate e P
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 10.81%
5000
58.0
o T e I
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110929.D

Aca On : 21 Nov 2018 15:37

Operator : JU/SJ

Sample = J6000-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.71 Concentration Rank 1

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

6.71 76.33 ng 1513830 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 786 (6.710 min): BF110929.D (-782) (-) m/z 132.00 100.00%
13%.0
5000 68.1
200 540 ®1 J "o oo ok 750
01 L L e m/z 68.10 41.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 N A AR AN SR
6.40 6.60 6.80 7.00
33.0 105.0 m/z 134.00 32.97%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 "o ok oko b
5000 980 1160 m/z 66.00 27.76%
0 T II‘I\I\I\IIwI‘MII |“|||‘H“||‘|“|| I‘MIII |:|I-5|8|.0|||||]|-8|9.|0|
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e A RERE
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.16%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0||‘|||‘|‘||“N||“l‘|||‘“|||‘=||“i‘||l‘||l"||||||||||||||||
m/z--> 20 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\BF112118\
Data File : BF110929.D

Aca On : 21 Nov 2018 15:37

Operator : JU/SJ

Sample = J6000-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 5 n-Decanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.98 3.46 ng 91088 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 83
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 1682 (11.980 min): BF110929.D (-1679) (-) m/z 73.00 100.00%
411 73.0
5000 971 129.0
213.2 AR
Bl 1901 247.2 11.60 11.80 12.00 12.20
0 m/z 60.00 95.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39469: n-Decanoic acid
6d.0
5000 e
129.0 nmnmnmnm
29.0 ‘ ‘ ‘ m/z 41.10 92.84%
172.0
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
11'60 11.80 12.00 12.20
5000 129.0 m/z 55.10 87 .92%
83.0
J‘L 157.0 1850 213.0 256.0
A
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #50052: Undecanoic acid o S e o RS,
60.0 11.60 11.80 12.00 12.20
m/z 43.10 87.47%
5000 29.0
870 129.0
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\BF112118\
Data File : BF110929.D

Aca On : 21 Nov 2018 15:37

Operator : JU/SJ

Sample = J6000-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 6 unknownl2.70 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.70 3.95 ng 103796 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl) maleate 340 C20H3604 000142-16-5 49
2 Diisooctvl maleate 340 C20H3604 001330-76-3 27
3 5-(1H-Indol-3-vI)-4.5-dihvdro-T1... 213 C11H11N5 1000300-20-6 15
4 Pvrene 202 C16H10 000129-00-0 11
5 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604 1000309-39-7 11
Abundance Scan 1804 (12.698 min): BF110929.D (-1801) (-) m/z 57.05 100.00%
51.0 202.1
117.0
5000
83.1 IR BN U
143.1 176.0 233.2 12.40 12.60 12.80 13.00
o} B B B N | m/z 202.10 85.21%
m/z--> 50 100 150 200 250 300
Abundance #176800: Bis(2-ethylhexyl) maleate
57.0 117.0
5000
29.0 12.40 12.60 12.80 13.00
83.0 m/z 117.00 76.14%
o J,,h ] 153.0 185.0  229.0 297.0 3410
m/z--> 50 100 150 200 250 300 '
Abundance #176799: Diisooctyl maleate
57.0 117.0
12.40 12.60 12.80 13.00
5000 m/z 71.10 63.76%
29.0 83.0
o | ' 153.0 ‘18?-021}0 243.0 283.0311.0 340.0
m/z--> 50 100 150 200 250 300 '
Abundance #71783: 5-(1H-Indol-3-yl)-4,5-dihydro-[1,2,4]triazin-3-ylamin R e e  EEmEmmmm
117.0 12.40 12.60 12.80 13.00
213.0 m/z 100.00 62.40%
5000 143.0
9.0 185.0
43.0 l
ol i U . S
m/z--> 50 100 150 200 250 300 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110929.D

Aca On : 21 Nov 2018 15:37

Operator : JU/SJ

Sample = J6000-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 7 Nonadecyl pentafluoropropio... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.93 7.48 ng 163486 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 90
3 1-Docosene 308 C22H44 001599-67-3 90
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 87
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 87
Abundance Scan 2013 (13.927 min): BF110929.D (-2011) (-) m/z 57.05 100.00%
57.0
97.1
5000
13.60 13.80 14.00 14.20
0 m/z 43.10 95.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance ) #222139: Nonadecy! pentafluoropropionate
510 970
5000 LR UL I UL SULRRE
13.60 13.80 14.00 14.20
m/z 55.05 87.11%
ol L, I l | |F,?'O‘ 1820 222.0 2660 3110 412.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0 SR N BRI UGS
13.60 13.80 14.00 14.20
5000 m/z 69.10 67.40%
0 15'0J “ . l ‘ { Hl39 ° 177 0210 0 255.0 3%6.0 Wﬂj\\v‘\A’"
m/z--> 50 160 1%0 200 250 300 350 400
Abundance #151538: 1-Docosene R AEmEEEE L
58.0 13.60 13.80 14.00 14.20
m/z 83.05 65.69%
97.0
” Q'V\/V‘—~~/kw\,v
014OJ \ }390 181.0 308.0
m/z--> 5'0 1(')0 150 200 250 300 350 400 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110929.D

Aca On : 21 Nov 2018 15:37

Operator : JU/SJ

Sample = J6000-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .55 2.85 ng 62425 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 83
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 2119 (14.551 min): BF110929.D (-2116) (-) m/z 57.05 100.00%

.0

5000

14.20 14.40 14.60 14.80
m/z 43.05  70.05%

7.1169.1 2151 261.1 302.1

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494:; Hexacosane

5000

14.20 14.40 14,60 14.80
m/z 71.10 58.12%

141.0 183.0 2250 267.0 309.0 366.0

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
e R E e e S
14.20 14.40 14.60 14.80
5000 m/z 85.10 43.55%
99.0
o | || | ; 1410 1830 2250 267.0 3000 3510 437.0
—— - e et
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane e e AR
57.0 14.20 14.40 14.60 14.80
m/z 55.05 22.42%
5000
99.0
o250f || 1) 141.0 183.0 2250 281.0  337.0  394.0
L s o o LA B i o o e B e R o REEE
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\BF112118\
Data File : BF110929.D

Aca On : 21 Nov 2018 15:37

Operator : JU/SJ

Sample = J6000-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.87 4.00 ng 87542 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tetratetracontane 619 C44H90 007098-22-8 91
Abundance Scan 2173 (14.868 min): BF110929.D (-2169) (-) m/z 57.05 100.00%
57.0
5000 85.1 WNW_JLNMA‘~VJ\~MWW“wMf\~w~
R AR SUNLE SR B
41 1169 1 2031 14.60 14.80 15.00 15.20
0....|,-. 111-' A0S, 2081 2991 L1 m/z 43.00 67.17%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 LRI BB BUEL BRI B
mmmmmmmm
m/z 71.10 61.84%
. 290 f130 141.0169.0197.0225,02530 29503280 _ 3670
m/z--> éo 160 150 260 2%0 360 3%0
Abundance #141426: Heneicosane
57.0
650 ' 14.60 14.80 15.00 15.20
5000 ‘ m/z 85.10 48 .84%
29.0 13 0
ol L [ 141-0169.0197.0025.0253.0  296.0
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- T e
43.0 14.60 14.80 15.00 15.20
m/z 55.05 23.42%
71.0
- NJ\M
0 . .‘J‘Jl 127015501830 225.0253.0 2950 337.0
m/z--> 5'0 100 150 200 251;0 300 351;0 14|60 14. 80 15. oo 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110929.D

Aca On : 21 Nov 2018 15:37

Operator : JU/SJ

Sample = J6000-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.22 10.73 ng 186313 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 81
2 Heneicosane 296 C21H44 000629-94-7 81
3 Hexacosane 366 C26H54 000630-01-3 81
4 Docosane 310 C22H46 000629-97-0 81
5 Triacontane 422 C30H62 000638-68-6 81
Abundance Scan 2233 (15.221 min): BF110929.D (-2228) (-) m/z 57.05 100.00%
57.0
5000 85.1
13 252.1 R
14]_ 1169 2197.1 15.00 15.20 15.40 15.60
o|,1[1 ab oo eSO - S— m/z 43.05 65.82%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 LRI UL BRI UL R
85.0 15.00 1520 15.40 15.60
29.0 m/z 71.10 62.39%
‘ 13.0
ol ﬂ ~141.0169.0197.0225.0253.0281.0309.0338.0
m/z--> éo 100 1%0 260 2éo 360 3éo
Abundance #141426: Heneicosane
57.0
650 "' 15.00 15.20 15.40 15.60
5000 ‘ m/z 85.10 48 .95%
29.0 13 0
ol L [ 141-0169.0197.0025.0253.0  296.0
m/z--> éo 100 1%0 260 2éo 360 3éo
Abundance #194493: Hexacosane T T T
57.0 15.00 15.20 15.40 15.60
m/z 55.05 22.68%
5000 85.0
. 290 i I 30 1410160.0197.0225,02530 29603280 367.0
m/z--> 5'0 1(')0 150 2(')0 2éo 3(')0 3éo 15 I00 15 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110929.D

Aca On : 21 Nov 2018 15:37

Operator : JU/SJ

Sample = J6000-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Triacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.61 10.56 ng 183353 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Eicosane. 2-methvl- 296 C21H44 001560-84-5 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Docosane 310 C22H46 000629-97-0 87
Abundance Scan 2299 (15.609 min): BF110929.D (-2294) (-) m/z 57.10 100.00%
57.1
5000
991 2521 TTTTrTTTT T T T T T T T
I .| 14]_ 1 183.1 l 15.20 15.40 15.60 15.80 16.00
/R 1 0 5 S i - S N — m/z 43.05 65.58%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 R DA B SR B
mmmmmmmmmm
99.0 m/z 71.10 62 .66%
o | | }410 183.0 2250 267.0 309.0 351.0 4220
m/z--> 6 55 160 1%0 260 250 360 3%0 460
Abundance #209566: Octacosane
57.0
15.20 15.40 15.60 15.80 16.00
5000 m/z 85.05 49_.17%
99.0
o | |, 1410 183.0 2250 281.0 337.0 394.0
m/z--> 6 55 160 1%0 260 250 300 350 460
Abundance #141430: Eicosane, 2-methyl- T A T T T T
57.0 15.20 15.40 15.60 15.80 16.00
m/z 55.10 24 .74%
5000
99.0 253.0
m/z--> (5 % 1& ﬁo ﬁ 2m ﬁo ﬁ)4& mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112118\
Data File : BF110929.D

Aca On : 21 Nov 2018 15:37

Operator : JU/SJ

Sample = J6000-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.59 5.79 ng 100543 Perylene-di12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91

Abundance Scan 2466 (16.592 min): BF110929.D (-2460) (-) m/z 57.10 100.00%
51.1
o 16.20 16.40 16.60 16.80 17.00
. 193.0 : : : : :
ol l,| L 2 I .- S— m/z 71.05 59.83%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 AR AR R SR B
16 20 16. 40 16. 60 16 80 17. oo
99.0 m/z 43.10 58.18%
o2 l| L ,141 -0 1830 2250 2810  337.0  394.0
m/z--> §0 100 1%0 260 2éo 360 3%0 '
Abundance #185533: Pentacosane
57.0
16.20 16.40 16.60 16.80 17.00
5000 m/z 85.05 47 . 74%
o270 J l t\ | 419 1830 2250 267.0 3000 3520
m/z--> 50 100 1%0 260 2éo 360 3%0 '
Abundance #194494: Hexacosane BRI LA L B L B
57.0 16.20 16.40 16.60 16.80 17.00
m/z 41.00 20.57%
- Vh””M“ANAWvaJAMAAAWN\NHVLNVA
quL\lﬂomw2%0%m3wo 366.0
m/z--> 50 m Jm 2m 250 3& 3% ' 1wmmm%mmmmo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112118\
Data File : BF110929.D

Acq On : 21 Nov 2018 15:37

Operator : JU/SJ

Sample - J6000-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 2.24 5.8 ng 114723 1 6.94 396636 20.0
2-Pentanone, 4-hy... 5.18 2.8 ng 54674 1 6.94 396636 20.0
unknown6.71 6.71 76.3 ng 1513830 1 6.94 396636 20.0
n-Decanoic acid 11.98 3.5 ng 91088 4 11.48 526046 20.0
unknown12.70 12.70 4.0 ng 103796 4 11.48 526046 20.0
Nonadecyl pentafl... 13.93 7.5 ng 163486 5 14.13 437393 20.0
Hexacosane 14.55 2.9 ng 62425 5 14.13 437393 20.0
Heneicosane 14 .87 4.0 ng 87542 5 14.13 437393 20.0
Tetracosane 15.22 10.7 ng 186313 6 15.67 347411 20.0
Triacontane 15.61 10.6 ng 183353 6 15.67 347411 20.0
Octacosane 16.59 5.8 ng 100543 6 15.67 347411 20.0
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