LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 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-BF072018 .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 5.201 482 487 495 rBV 314542 450256 13.03% 0.923%
2 5.454 526 530 540 rBV 69139 93562 2.71% 0.192%
3 5.596 551 554 580 rBY 1650661 2827767 81.82% 5.797%
4 5.807 587 590 616 rVB 952213 1324341 38.32% 2.715%
5 6.131 641 645 654 rBV 160819 171645 4_.97% 0.352%
6 6.419 691 694 701 rVB2 24452 36260 1.05% 0.074%
7 6.595 721 724 744 rBV 1671015 2930019 84.78% 6.006%
8 6.731 744 747 780 rVV 2352921 3455882 100.00% 7.084%
9 6.960 783 786 808 rVB 576204 936786 27.11% 1.920%
10 7.113 808 812 830 rBY 2007394 2336045 67 .60% 4_.789%

11 7.525 878 882 906 rBV 1198511 2007489 58.09% 4_.115%
12 8.242 1000 1004 1020 rBV 957272 1223567 35.41% 2.508%
13 9.313 1181 1186 1215 rBV 2947004 3367425 97.44% 6.903%
14 9.707 1248 1253 1262 rBV 159712 199890 5.78% 0.410%
15 10.001 1298 1303 1319 rBV 1085157 1347454 38.99% 2.762%

16 10.407 1365 1372 1376 rBv4 45540 70479 2.04% 0.144%
17 10.795 1434 1438 1451 rBV 1731263 2232592 64.60% 4_.576%
18 10.878 1451 1452 1463 rVB6 39414 75781 2.19% 0.155%
19 11.025 1473 1477 1482 rVB 59789 63717 1.84% 0.131%

20 11.113 1488 1492 1499 rBV 204440 256311 7.42% 0.525%

21 11.201 1501 1507 1508 rBV6 30222 55011 1.59% 0.113%
22 11.254 1513 1516 1526 rVB 210351 274678 7.95% 0.563%
23 11.495 1553 1557 1569 rBV 1043778 1453518 42.06% 2.979%
24 11.577 1569 1571 1577 rVB2 35034 57753 1.67% 0.118%
25 12.001 1638 1643 1654 rBV 671788 944343 27.33% 1.936%

26 12.713 1758 1764 1772 rBV2 237790 504529 14.60% 1.034%
27 12.789 1772 1777 1779 rVvV 555014 743451 21.51% 1.524%
28 12.819 1779 1782 1793 rVB2 396010 818806 23.69% 1.678%
29 12.942 1798 1803 1809 rVB 161505 222041 6.43% 0.455%
30 13.077 1822 1826 1836 rBV 2418695 2508974 72.60% 5.143%

31 13.654 1916 1924 1934 rBV 650745 1372222 39.71% 2.813%
32 13.930 1967 1971 1973 rBV 969812 852420 24.67% 1.747%
33 13.954 1973 1975 1980 rVB 266058 253452 7.33% 0.520%
34 14.095 1997 1999 2003 rBv4 22634 35487 1.03% 0.073%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.142 2003 2007 2019 rVB 915204 1242513 35.95% 2.547%

36 14.295 2024 2033 2037 rBV2 1111541 2508677 72.59% 5.142%
37 14.330 2037 2039 2041 rVvVv 185316 183274 5.30% 0.376%
38 14.348 2041 2042 2046 rVB 161895 132744 3.84% 0.272%
39 14.577 2077 2081 2086 rBV 583422 557785 16.14% 1.143%
40 14.648 2091 2093 2097 rVB2 56428 53491 1.55% 0.110%

41 14.830 2118 2124 2131 rBV 762343 1318747 38.16% 2.703%
42 14.895 2131 2135 2143 rVB 891538 983453 28.46% 2.016%
43 15.248 2183 2195 2206 rBV2 900220 1476789 42.73% 3.027%
44 15.424 2219 2225 2232 rBVY 381469 783339 22.67% 1.606%
45 15.607 2253 2256 2258 rBVY 54795 68441 1.98% 0.140%

46 15.648 2258 2263 2265 rVV 762930 1088683 31.50% 2.232%
47 15.671 2265 2267 2278 rVB 727650 1090753 31.56% 2.236%

48 16.107 2334 2341 2349 rBV 633990 1171581 33.90% 2.402%
49 16.642 2426 2432 2447 rVB2 267440 619768 17.93% 1.270%

Sum of corrected areas: 48783991
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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: BF107744.D

2500000 6.73

7.11
2000000

5.60 6.60
1500000

1000000 581

6.96
500000 5.20

6.13

7.52

o 5.45 i 6.42_}
T I T T T T I T T T T I T T T T I T T T T I T T T T I T T I T T T T I T T T T - I T
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Abundance TIC: BF107744.D
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2500000
2000000

1500000
14.29
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 16

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

5.20 9.61 ng 450256 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 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 487 (5.201 min): BF107744.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 S S UL AR
| 83.0 | 480 5.00 5.20 5.40 5.60
NN 1 T MR m/z 59.00 63.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S SR RS AR
480 5.00 5.20 5.40 5.60
59.0 m/z 101.10 19.72%
208 00 830 100
e RS R R A RS AR NN RN RS AL RARAS LS RARA RALRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8344 3-Hexanol, 4-methyl-
59.0

4.80 500 520 540 5.60
5000 41.0 m/z 58.00 15.83%

29.
87.0
15.0 ‘\‘ ‘ ‘ 74).0 | 980

oL a1 S 71 Y 1IN S ke

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T T
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.75%

0 I L 730 1260 1420
e e e e e e e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60

8270-BF072018.M Mon Jul 30 15:23:24 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 1,3,5,7-Cyclooctatetraene Concentration Rank 4

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

5.81 28.27 ng 1324340 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5.7-Cvclooctatetraene 104 C8H8 000629-20-9 97
2 Bicvclol4.2.0locta-1.3.5-triene 104 C8HS8 000694-87-1 96
3 Stvrene 104 C8HS8 000100-42-5 96
4 Butanedioic acid. phenvl- 194 C10H1004 000635-51-8 38
5 1,3,7-Octatrien-5-yne 104 C8HS8 016607-77-5 28

Abundance Scan 590 (5.807 min): BF107744.D (-587) (-) m/z 104.10 100.00%
104.1
5000 78.0
51.0
39.0 ‘ 63.0 | 91.0 540 560 580 6.00 6.20
Yt Y 1 | SR || N m/z 103.00 50.65%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4880: 1,3,5,7-Cyclooctatetraene
104.0
5000 80 LR AN LR AR
540 560 580 6.00 6.20
5.0 51.0 m/z 78.00 47 .86%
. A L N
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4882: Bicyclo[4.2.0]octa-1,3,5-triene
104.0
540 560 580 6.00 6.20
5000 78.0 m/z 51.00 29.68%
51.0
27.0 390 63.0 ‘ 89.0
O'W'"W"“W"'L"”ll'”lﬂ'”l'whl"”l"”Il‘”I'”
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4873: Styrene
104.0 540 5.60 5.80 6.00 6.20
m/z 77.00 21.94%
5000 78.0
51.0
0 15.0 27.0 39\0 ‘\ 630 \H‘\ 89.0 [1]]
m/z--> 10 20 30 40 50 éo 70 80 90 100 110 540 560 580 6.00 6.20

8270-BF072018 .M Mon Jul 30 15:23:25 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Benzene, (1-methylethyl)- Concentration Rank 20

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

6.13 3.66 ng 171645 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 94
2 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
3 Mesitvlene 120 C9H12 000108-67-8 86
4 Benzene. l-ethvl-3-methvl- 120 C9H12 000620-14-4 80
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 72

Abundance Scan 645 (6.131 min): BF107744.D (-641) (-) m/z 105.10 100.00%
105.1
5000
120.1
390 910 & ﬁ'o 91.0 580 6.00 6.20 6.40
)t Y PO SO S | OO m/z 120.10 28.00%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9417: Benzene, (1-methylethyl)-
105.0
5000

580 6.00 6.20 6.40
120.0 m/z 79.00 14 _.31%

77.0
27.0 39.0 %0 630 || 910 |
o e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9414: Benzene, 1,2,3-trimethyl-
105.0

5.80 6.00 6.20 6.40

5000 120.0 m/z 77.00 14 .30%
39.0
77.0
27.0 ‘ 510 gaq ‘ 91.0
0 ‘ | \‘H AN ‘ ‘ Ll L
A B e e A Rmans Lo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 i
Abundance #9401: Mesitylene I B R E R
105.0 5.80 6.00 6.20 6.40

m/z 103.00 10.59%

120.0
5000
150 270 390 5L0 650 7.0 910
0 ‘\ | L |
N W Y i NS NIMMMDS MBS RSP

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 73.78 ng 3455880 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16

2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvporomine-propionvl 189 C12H15N0O 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
Abundance Scan 747 (6.731 min): BF107744.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.0 L
200 o o ok ok 7o
01 : B B e m/z 67.95 39.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 K‘
5000 DA RRESE NP AN SRR
6.40 6.60 680 7.00
33.0 105.0 m/z 134.00 32.32%
51.0 700 86.0
m/z--> 20 40 60 80 100 120 14|10 1('30 15';0
Abundance #14491: 5-Aminoindole
132.0
640 6.60 6.80 7.00
5000 m/z 66.00 27.08%
104.0
miz--> D m @ e i 130 te He i
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.73%
74.0
5000 98.0 116.0
0 ---|----|----‘|‘-‘---‘h|--“--|‘l“--‘-‘| il --:!'5-8|'0----|]:8-9'-0- ArvyverLijrrmr
m/z--> 20 40 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 [2.2]Paracyclophane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.25 3.78 ng 274678 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 I2.21Paracvclophane 208 C16H16 001633-22-3 83
2 Benzene., 1.1"-(1.2-cvclobutanedi... 208 C16H16 007694-30-6 72
3 Cvclobutane. 1.2-diphenvl- 208 C16H16 003018-21-1 72
4 Stvrene 104 C8HS8 000100-42-5 59
5 Cyclobutane, 1,3-diphenyl-, trans- 208 C16H16 025558-23-0 56
Abundance Scan 1515 (11.248 min): BF107744.D (-1513) (-) m/z 104.00 100.00%
104.0
5000
510 78.0 1281 165.0181 1197 1 11.00 11.20 11.40 11.60
Ober e reperier sttty e PR e 11971 m/z 78.00 12.14%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67981: [2.2]Paracyclophane
104.0
5000
11.00 11.20 11.40 11.60
78.0 208.0 m/z 105.05 10.10%
oL110270 510 | Il 1280 1650 1910
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68018: Benzene, 1,1'-(1,2-cyclobutanediyl)bis-, cis-
104.0
11.00 11.20 11.40 11.60
5000 m/z 103.00 9.52%
0 27.0 510 7?'0 | 1280 151.0 1780  208.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67986: Cyclobutane, 1,2-diphenyl-
104.0 11.00 11.20 11.40 11.60
m/z 77.00 6.15%
5000
L 200 %60 T80 | 150 150 1780 2080
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 n-Hexadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.00 12.99 ng 944343 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1643 (12.001 min): BF107744.D (-1638) (-) m/z 60.00 100.00%
6d.0
5000
83.0 1291 _v_w___“_wjﬂ\\m_wmmw
| 171.1 213.2 NI AU SUNA B
39D ; 9 92.1 256.2 11.60 11.80 12.00 12.20 12.40
o) NN : m/z 73.00 94_53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 730
5000 256.0 A AR AR BN
11.60 11.80 12.00 12.20 12.40
97.0 m/z 43.00 91.98%
| 157.0 185.0
OIHIJleJ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
11!60 11fso 12!00 12)20 12!40
5000 129.0 m/z 57.00 82.31%
0 .:I'.S.'?....l.... ; ?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R e A L AR
43.0 | 73.0 11.60 11.80 12.00 12.20 12.40
m/z 55.00 77.51%
5000 129.0 “~‘“v‘~_~¢\_dﬂ\~*w_-v-~—~
olzsoll 1l 4 N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.79 10.23 ng 743451 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 49
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 n-Decanoic acid 172 C10H2002 000334-48-5 41
5 E-14-Hexadecenal 238 C16H300 330207-53-9 41
Abundance Scan 1777 (12.789 min): BF107744.D (-1772) (-) m/z 57.00 100.00%
57.0
5000 v__~__%__v,J/\\A\N~AM~_,
85.1 129.1
185.2 241.2 L
07 157.1 207.1 284.3 12.40 12.60 12.80 13.00 13.20
0 m/z 43.00 85.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
43.0
129.0
5000 2840 TT T T[T T I T [T T T T[T TTT[TT
12. 40 12. 60 12. 80 13. oo 13 20
m/z 60.00 69.52%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid
73.0
3.0 12:40 12.60 12.80 13.00 13.20
5000 m/z 73.00 69.06%
1290 171.0
: 214.0
98.0
) }é;é,,,l,,,\, I ol P U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid T e
73.0 12.40 12.60 12.80 13.00 13.20
43.0 m/z 55.00 67 .84%
5000 1290
185.0 228.0
e | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300 1320
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.82 13.18 ng 818806 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
2 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 86
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Hexatriacontane 507 C36H74 000630-06-8 78
Abundance Scan 1782 (12.819 min): BF107744.D (-1779) (-) m/z 57.00 100.00%
51.0
5000 85.1 L
1131 1260 12.80 13.00 13.20
141.1
Ottt SR 2383 2671 7z 71.10  53.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
51.0

12.60 12.80 13.00 13.20
m/z 85.10 43.78%

113.0
141.0 183.0 211.0 239.0 267.0 296.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38343: Decane, 3,6-dimethyl-
57.0
12.60 12.80 13.00 13.20
5000 m/z 43.00 36.63%
85.0
290 113.0
141.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124147: 2-Bromotetradecane R R E e
57.0 12.60 12.80 13.00 13.20
m/z 99.10 12.76%
85.0
5000
29.0
| ‘1130 141.0 197.0
0 SN GNP N Y et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20

8270-BF072018.M Mon Jul 30 15:23:30 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 6

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

13.65 22.09 ng 1372220 Chrysene-di12 14.14

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91

2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexatriacontane 507 C36H74 000630-06-8 91

4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 91

5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 1923 (13.648 min): BF107744.D (-1916) (-) m/z 57.00 100.00%

5000

141.2183.1225.3 280.9
mz-> 0 50 100 150 200 250 300 350 400

0!

450 500

Abundance #175557: Tetracosane

5000

9.0

o 141.0183.0 225.0267.0 338.0
miz—-> 0 50 100 150 200 250 300 350 400

450 500

Abundance #215181: 2-methyloctacosane

5000

141.0183.0 225.0267.0309.0 365.0
mz-> 0 50 100 150 200 250 300 350 400

0!

450 500

Abundance #235973: Hexatriacontane

5000

m/z--> 0 50 100 150 200 250 300 350 400

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
450 500

-

13.40 13.60 13.80 14.00

m/z 71.05 55.45%

-

13.40 13.60 13.80 14.00

m/z 43.00 55.40%

:

13.40 13.60 13.80 14.00

m/z 85.05 42 .48%

-

13.40 13.60 13.80 14.00

m/z 55.00 21.39%

-

13.40 13.60 13.80 14.00

8270-BF072018.M Mon Jul 30 15:23:31 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknownl13.93 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.93 13.72 ng 852420 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Propanediol. 3-benzvloxv-1.2... 266 C14H1805 013754-10-4 32
2 Benzonitrile. m-phenethvl- 207 C15H13N 034176-91-5 25
3 2.5-Diphenvitetrazole 222 C13H10N4 018039-45-7 23
4 Benzene. (5-i1odopentv)- 274 C11H151 099858-37-4 17
5 Isoxazole, 5-chloro-4-(2-phenyle... 207 C11H10CINO 1000362-09-0 16
Abundance Scan 1971 (13.930 min): BF107744.D (-1967) (-) m/z 91.00 100.00%
91.0
5000
117.1
207.1
65.0 13.60 13.80 14.00 14.20
obrr 20, L Ly as2a T8 | 2as0 S22 ol PRNT 907 27, 71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115327: 1,2-Propanediol, 3-benzyloxy-1,2-diacetyl-
91.0
5000 SR SR SR BN B
117.0 13.60 13.80 14.00 14.20
43.0 m/z 207 .05 15.30%
o . 147.0 1930 2230
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #67003: Benzonitrile, m-phenethyl-
91.0
13.60 13.80 14.00 14.20
5000 m/z 194.10 12.63%
207.0
65.0
0 390\ L L 1l 116 0141 0 |
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance #78953: 2,5-Diphenyltetrazole R ARREEA s
91.0 13.60 13.80 14.00 14.20
m/z 92.00 8.44%
5000 64.0
29,0 194.0
R |k 115.0139.0 1670 L 222.0
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20

8270-BF072018.M Mon Jul 30 15:23:31 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Octacosyl heptafluorobutyrate Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.95 4.08 ng 253452 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 91
2 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 91
3 Triacontvl trifluoroacetate 534 C32H61F302 1000351-75-7 91
4 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 91
5 Tetratriacontyl trifluoroacetate 591 C36H69F302 1000351-75-3 91
Abundance Scan 1974 (13.948 min): BF107744.D (-1973) (-) m/z 57.05 100.00%
57.0
5000 \ }\
l 111 1360 13.80 14.00 14.20
164.1 215.2  283.0
0.”.“..w.”f~m....”,.”.“..w.”.,”.w..”,”..“.”, m/z 43.00 77 .37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241205: Octacosyl heptafluorobutyrate
57.0
5000 AR AR SRR UM B
11.0 13.60 13.80 14.00 14.20
m/z 55.00 61.24%
ob 11{690 236.0 292.0337.0 392.0437.0 588.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239098: Tetracosy! heptafluorobutyrate
57.0
13.60 13.80 14.00 14.20
5000 m/z 71.10 51.03%
11.0
ol J | 1690 525 02660 336.0381.0 532.0
m/z--> 50 100 150 200 250 300 3%0 400 450 500 550
Abundance #238130: Triacontyl trifluoroacetate
57.0 13.60 13.80 14.00 14.20
m/z 69.00 42 _.33%
5000 11.0
ob . l 1167 0 222.0 278.0 334.0 420. 0465 0 516 0
m/z--> 50 100 150 200 250 300 350 400 4%0 560 550 1360 13.80 14.00 14.20

8270-BF072018_.M Mon Jul 30 15:23:32 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 3

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

14.30 40.38 ng 2508680 Chrysene-di12 14.14

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-methvloctacosane 408 C29H60 1000376-72-8 55

2 Octacosane 394 C28H58 000630-02-4 55

3 Heneicosane 296 C21H44 000629-94-7 55

4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 50

5 Heptacosane 380 C27H56 000593-49-7 50
Abundance Scan 2034 (14.301 min): BF107744.D (-2024) (-) m/z 91.00 100.00%

57.0 91.0 1291 207.1

5000

[

14.00 14.20 14.40 14.60
N [.IJ‘, 1 253.1283.0 323.2 s BT 05 95 67

I
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0

5000
14.00 14.20 14.40 14.60
99.0 m/z 207.05 87.03%

02m|JJﬂd“m1%02m2mom% 365.0
il T I e B o B i o o o
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
R RAREE R S
14.00 14. 20 14. 40 14.60
5000 m/z 129.05 79.30%
99.0
o 2700 | |l 1y 1410 1830 2250 281.0  337.0  394.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0 14.00 14.20 14.40 14.60
m/z 71.10 54 _.56%
5000
99.0
L2700 | | | | | 110 1830 2250 266.0296.0
|||||||||||||||||||||||||||||||||||| _l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—l
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF072018_.M Mon Jul 30 15:23:32 2018

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14 .58 8.98 ng 557785 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 90
Abundance Scan 2081 (14.577 min): BF107744.D (-2077) (-) m/z 57.00 100.00%
57.0
5000

l ’ 141.2 183 2 14.20 14.40 14.60 14.80
ol , ll Loiyn 832 2252 2811 32333551 m/z 71.10 54.56%

m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000
14.20 14.40 14.60 14.80
99.0 m/z 43.00 51.26%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
e T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
R e o
14.20 14.40 14.60 14.80
5000 m/z 85.10 41.78%
99.0
o 27‘\-0“ | 777, 1410 1830 2250  282.0
L o o e L A o e e e B LA B e o o o S |
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0 14.20 14.40 14.60 14.80
m/z 55.00 21.44%
5000
OQM] ljlﬂommzmommswowm
—r— e T T
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF072018.M Mon Jul 30 15:23:33 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.83 21.23 ng 1318750 Chrysene-di12 14.14
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 Heptacosane 380 C27H56 000593-49-7 91
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2124 (14.830 min): BF107744.D (-2118) (-) m/z 57.00 100.00%
51.0
5000
99.0 " 14.60 14.80 15.00 15.20
141 1 : . :
ol W LAy ML 1832 2252 2671 332 Lz 77 10 57.80%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
5%.0
5000
14.60 14.80 15.00 15.20
99.0 m/z 43.00 51.16%
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 43 .30%
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 #202662: Heptacosane N B B L B
57.0 14.60 14.80 15.00 15.20
m/z 55.00 22.71%
5000
27,0 90 1410
ol sl bl oy -0 1830 2250 267.0 8230  380.0 s
m/z--> 50 100 150 200 250 300 350 14.60 1480 1500 1520

8270-BF072018_.M Mon Jul 30 15:23:34 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 16 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.89 15.83 ng 983453 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Docosane 310 C22H46 000629-97-0 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2134 (14.889 min): BF107744.D (-2131) (-) m/z 57.00 100.00%
57.0
5000 85.1
13 1141 1 14.60 14.80 15.00 15.20
ol A '1 P A832 22522532 29533271 | "m/z 71.05 56.13%
m/z--> 50 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
85.0 14.60 14.80 15.00 15.20
‘ m/z 43.00 55.78%
0 2201 ﬂ130141016901970225025302810 323.0351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
14,60 14.80 15.00 1520
5000 85.0 m/z 85.10 39.95%
1 1410
o329 | 1690 211.0239.0267.0295.0323.0352.0
m/z--> 50 150 260 250 300 350
Abundance #129492: Eicosane L L B B B B
57.0 14.60 14.80 15.00 15.20
m/z 55.00 22 .49%
5000
85.0
29.0
o ‘ | | [130141.0169.0197.0225.0253.0282.0
m/z--> 100 150 200 250 300 350 14,60 14.80 15.00 15.20

8270-BF072018_.M Mon Jul 30 15:23:34 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 17 Octadecane, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.25 27.08 ng 1476790 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 2-methvl- 268 C19H40 001560-88-9 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2195 (15.248 min): BF107744.D (-2183) (-) m/z 57.00 100.00%
51.0
5000
LA o ey 2z s 1600 15.20 15:40 1560
S N 0 e I . m/z 71.05 57.46%
m/z--> 50 100 150 200 250 300 350
Abundance #117648: Octadecane, 2-methyl-
43.0
85.0 15.00 15.20 15.40 15.60

m/z 43.00 52.97%

0 ||| 1270 1600 2250 o,
T T LA L N L L L L L L L Y BN L LB B

T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
R N R R e Eammas
15.00 15.20 15.40 15.60
5000 m/z 85.05 43.29%
99.0
2nof | | | J L 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane I B L L
57.0 15.00 15.20 15.40 15.60
m/z 55.00 21.25%
5000
99.0
0 27,00 | | | | 1410 1830 225.0 281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350 15.00 15. 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 18 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.42 14.36 ng 783339 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 2224 (15.418 min): BF107744.D (-2219) (-) m/z 57.00 100.00%

5000

E

99.0 T R R
1412 1831  o4s02811 3421 15.20 15.40 15.60 15.80

0 m/z 71.10 56.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
5000 LI L L Y L L L L
15.20 15.40 15.60 15.80
m/z 43.00 50.59%
o Ly 1| 1] 141.0 1830 2250 267.0 300.0 352.0
e ..,....,.... e e B A e o o o e
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
T T
15.20 15.40 15.60 15.80
5000 m/z 85.10 41.83%
99.0
ol ||l |y 1410 1830 2250 2670 309.0 351.0 393.0 436.0
L o B e
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane L B L B B
57.0 15.20 15.40 15.60 15.80
m/z 55.00 23.15%
5000
99.0
o250 | |1y 1410 183.0 2250 2810 337.0  394.0
L B e o e L o e e e S N B o o o R e R o R
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 19 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.11 21.48 ng 1171580 Perylene-d12 15.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2342 (16.112 min): BF107744.D (-2334) (-) m/z 57.00 100.00%
57.0 q
5000
9.1 15.80 16.00 16.20 16.40
141.1 : : : .
ol h Ll g 74-L 1832 2252 26502053 3373 nsyt 7110 56.45%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
15.80 16.00 16.20 16.40
99.0 m/z 43.00 49 .73%
o 2ao| bl }410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 2éo 360 3éo
Abundance #202662: Heptacosane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.10 43.87%
27,0 ‘990 141.0
ol 20 |, 1410 1830 2250 2670 3230  380.0
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane e e e ARABEaat
57.0 15.80 16.00 16.20 16.40
m/z 55.00 21 .54%
5000 J\wxy—kﬁ‘NVJKHNh“NWMﬂwwW
OQM] ljlﬂommzmommswowm
m/z--> 50 100 1%0 260 250 360 3éo ' 15%0 1&00 1650 1&40 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072718\
Data File : BF107744.D

Aca On 27 Jul 2018 14:33

Operator : JU/SJ

Sample : J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 20 Tetratetracontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

16.64 11.36 ng 619768 Perylene-d12 15.67

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2432 (16.642 min): BF107744.D (-2426) (-) m/z 57.00 100.00%

5000

-

16.40 16.60 16.80 17.00
m/z 71.05 58.31%

. 183.1 253.2303.1 360.2

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

%

16.40 16.60 16.80 17.00
m/z 43.05 51.02%

5000

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

04
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #219831: Triacontane
57.0
R S N EEEEE R
16.40 16.60 16.80 17.00
5000 m/z 85.10 42.50%

13.0
| 169-0 225.0 281.0 337.0  422.0

%

N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane e e e
57.0 16.40 16.60 16.80 17.00
m/z 55.00 20.45%
o VM’\/LMW
130
ol ,169.0 2250 30903650 436.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. 40 16 60 16. 80 17. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072718\
Data File : BF107744.D

Acq On 27 Jul 2018 14:33

Operator : JU/SJ

Sample - J4180-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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]
2-Pentanone, 4-hy... 5.20 9.6 ng 450256 1 6.96 936786 20.0
1,3,5,7-Cycloocta... 5.81 28.3 ng 1324340 1 6.96 936786 20.0
Benzene, (1-methy... 6.13 3.7 ng 171645 1 6.96 936786 20.0
unknown6.73 6.73 73.8 ng 3455880 1 6.96 936786 20.0
[2-2]Paracyclophane 11.25 3.8 ng 274678 4 11.50 1453520 20.0
n-Hexadecanoic acid 12.00 13.0 ng 944343 4 11.50 1453520 20.0
Octadecanoic acid 12.79 10.2 ng 743451 4 11.50 1453520 20.0
Heptadecane, 2,6,... 12.82 13.2 ng 818806 5 14.14 1242510 20.0
Tetracosane 13.65 22.1 ng 1372220 5 14.14 1242510 20.0
unknown13.93 13.93 13.7 ng 852420 5 14.14 1242510 20.0
Octacosyl heptafl... 13.95 4.1 ng 253452 5 14.14 1242510 20.0
2-methyloctacosane 14 .30 40.4 ng 2508680 5 14.14 1242510 20.0
Eicosane 14.58 9.0 ng 557785 5 14.14 1242510 20.0
Heneicosane 14.83 21.2 ng 1318750 5 14.14 1242510 20.0
Heptacosane 14.89 15.8 ng 983453 5 14.14 1242510 20.0
Octadecane, 2-met... 15.25 27.1 ng 1476790 6 15.67 1090750 20.0
Pentacosane 15.42 14.4 ng 783339 6 15.67 1090750 20.0
Octacosane 16.11 21.5 ng 1171580 6 15.67 1090750 20.0
Tetratetracontane 16.64 11.4 ng 619768 6 15.67 1090750 20.0
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