LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107924.D

Aca On : 2 Aug 2018 22:01

Operator : JU/SJ

Sample : J4285-21

Misc :

ALS Vial : 20 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-BF073018.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 5.190 481 485 495 rBV 274358 393680 12.86% 1.542%
2 5.596 551 554 572 rBV 896867 1952916 63.79% 7.651%
3 6.601 721 725 743 rBV 993092 2278635 74.43% 8.927%
4 6.731 743 747 781 rVV 1739547 3061579 100.00% 11.994%
5 6.954 782 785 807 rvVv 325531 793134 25.91% 3.107%
6 7.107 807 811 831 rVV 1583498 1985211 64.84% 7.777%
7 7.525 878 882 904 rBV 596409 1500981 49.03% 5.880%
8 8.237 999 1003 1021 rBV 555332 950084 31.03% 3.722%
9 9.307 1181 1185 1194 rBVY 1865764 2272928 74.24% 8.904%
10 9.701 1246 1252 1258 rBV 123592 170998 5.59% 0.670%
11 9.895 1281 1285 1289 rVB2 35655 38142 1.25% 0.149%
12 9.989 1298 1301 1322 rBV 674234 873649 28.54% 3.423%
13 10.395 1365 1370 1373 rBvV2 54690 57218 1.87% 0.224%
14 10.619 1403 1408 1410 rBvV 27191 34688 1.13% 0.136%

15 10.789 1433 1437 1448 rBV 781317 1213392 39.63% 4._.754%

16 10.872 1448 1451 1457 rVB2 68307 108512 3.54% 0.425%

17 11.319 1524 1527 1529 rBV 52687 46364 1.51% 0.182%
18 11.348 1529 1532 1534 rVB 40132 36298 1.19% 0.142%
19 11.489 1552 1556 1567 rBV 494256 842593 27.52% 3.301%
20 11.748 1597 1600 1603 rBV 59724 45959 1.50% 0.180%
21 11.995 1638 1642 1646 rBV5 59021 119710 3.91% 0.469%
22 12.095 1657 1659 1663 rBV3 25632 31575 1.03% 0.124%
23 12.154 1667 1669 1672 rBV 51556 46530 1.52% 0.182%
24 12.436 1714 1717 1720 rBV 44018 45523 1.49% 0.178%
25 12.542 1732 1735 1738 rBV 83072 92010 3.01% 0.360%
26 12.683 1757 1759 1761 rBV 43312 47637 1.56% 0.187%
27 12.707 1761 1763 1769 rVB 101205 140754 4.60% 0.551%
28 12.919 1797 1799 1800 rBV2 50036 42484 1.39% 0.166%

29 12.942 1800 1803 1807 rVB 107571 129912 4.24% 0.509%
30 13.072 1821 1825 1831 rBV 1582685 1712077 55.92% 6.707%

31 13.272 1857 1859 1862 rBV2 77256 66149 2.16% 0.259%
32 13.395 1878 1880 1884 rBV2 107476 129177 4.22% 0.506%
33 13.589 1909 1913 1915 rBV 708727 696836 22.76% 2.730%
34 13.730 1935 1937 1944 rVB2 155614 226376 7.39% 0.887%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107924.D

Aca On : 2 Aug 2018 22:01

Operator : JU/SJ

Sample : J4285-21

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.054 1989 1992 1996 rBV 310242 480337 15.69% 1.882%
36 14.142 2004 2007 2014 rBV 673655 1035726 33.83% 4._.058%
37 14.366 2042 2045 2051 rBV2 356059 563161 18.39% 2.206%

38 14.666 2093 2096 2104 rVB 357460 567656 18.54% 2.224%
39 15.677 2265 2268 2278 rVB 378982 695476 22.72% 2.725%

Sum of corrected areas: 25526067

8270-BF073018.M Fri Aug 03 13:59:31 2018 Page: 2



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107924.D

Aca On : 2 Aug 2018 22:01

Operator : JU/SJ

Sample : J4285-21

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF107924.D
6.73
7.11

1500000

6.60
1000000 5.60

7.52

500000
6.95
5.19

I,

e

T T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF107924.D

1500000

1000000

10.79

8.24
500000

-
13.00

] T T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF107924.D

14.14
1500000

1000000

500000

O r———
Time--> 13.50

T T I
15.00 15.50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107924.D

Aca On : 2 Aug 2018 22:01

Operator : JU/SJ

Sample : J4285-21

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.19 9.93 ng 393680 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 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 485 (5.190 min): BF107924.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 BSSERAREEAREERE SRR R
| 83.1 | 480 500 520 540 5.60
Oy e e e m/z 59.00 64 .38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR RN RS LS
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 18.51%
83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl-
54.0
480 500 520 540 5.60
5000 m/z 58.00 16.54%
410 101.0
0 15.0 ‘371\'0 11500, | 690 83.0
miz--> e N N A A N N P AP
Abundance #8344: 3-Hexanol, 4-methyl- T T T T
54.0 480 500 520 540 5.60

m/z 41.00 8.10%

5000 41.0
31.0
69.0 87.0
15.0 M“ L1500 I | 980

m/z--> 10 20 40 50 60 70 80 90 100 110 4.80 5.00 520 5.40 5.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107924.D

Aca On : 2 Aug 2018 22:01

Operator : JU/SJ

Sample : J4285-21

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.73 Concentration Rank 1

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

6.73 77.20 ng 3061580 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 747 (6.731 min): BF107924.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.0 ﬂ\
96.0 PUASESESARBERARAE SARRE
40.0 54.0 J 6.40 6.60 6.80 7.00
bt '|-|.'.8,19. PR - | m/z 68.00 36.84%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BN AN AN RN AR

6.40 6.60 6.80 7.00
m/z 134.00 32 .53%

310 510

o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R ERAE S RARRE
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24 .50%
41.0 97.0
‘ ‘ 117.0
ob— H SLO“‘“F ...ju..”.,..”,....,...
m/z--> 100 120 140 160 180
Abundance #52379. Tranylcypromine-propionyl
57.0 132.0 6.40 6.60 6.80 7.00

m/z 96.00 14 _.32%

74.0
116.0
5000 98.0 ﬁ\
o T 1580 1890

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\BF080218\
Data File : BF107924.D

Aca On : 2 Aug 2018 22:01

Operator : JU/SJ

Sample : J4285-21

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.87 2.58 ng 108512 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 80
2 Heptacosane 380 C27H56 000593-49-7 80
3 Hexadecane 226 C16H34 000544-76-3 78
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 72
5 Triacontane 422 C30H62 000638-68-6 72
Abundance Scan 1451 (10.872 min): BF107924.D (-1448) (-) m/z 57.05 100.00%
57.0
5000
85.0
113.1 10.60 10.80 11.00 11.20
ol b TR 10 202 3808 | 7z 43.05  56.00%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 LR B B L B
85.0 10.60 10.80 11.00 11.20
29.0 m/z 71.05 49.62%
ol ﬂ13° 155.0183.0 225.0253.0 2050 338.0
m/z--> §o 100 1%0 200 250 300 350
Abundance #202662: Heptacosane
57.0
10,60 10.80 11.00 11.20
5000 m/z 85.00 33.27%
85.0
0 2900 | | | 1130 15501830 22502530 29508230  380.0
m/z--> 50 100 1%0 200 250 300 350
Abundance #83025: Hexadecane R
57.0 10.60 10.80 11.00 11.20
m/z 41.00 23.49%
5000
85.0
29.0
ol ‘ iy ‘ 130 sssomso 260
m/z--> 50 100 150 200 250 300 350 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107924.D

Aca On : 2 Aug 2018 22:01

Operator : JU/SJ

Sample : J4285-21

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.00 2.84 ng 119710 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55
2 l1a.9b-Dihvdro-1H-cvclopropalalan... 192 C15H12 006109-24-6 38
3 Naphthol2.3-blnorbornadiene 192 C15H12 107426-38-0 38
4 Anthracene. l-methvl- 192 C15H12 000610-48-0 35
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 35
Abundance Scan 1643 (12.001 min): BF107924.D (- 1638) ) m/z 192.10 100.00%
5000
11.60 11.80 12.00 12.20 12.40
0! j m/z 57.00 74 .63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41{0
5000 129.0 AR AR R AR B
83.0 11. 60 11. 80 12. oo 12. 20 12. 40
4“ 1570 1m0 2130 2560 | M/Z 59.90  60.66%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54760: 1a,9b-Dihydro-1H-cyclopropa[a]anthracene
192.0
11.60 11.80 12.00 12.20 12.40
5000 m/z 41.00 60.48%
165.0
200399 %90 %0150 1300 h‘\ ‘H
m/z--> 26 45 éo éo 160 150 150 1éo 1éo 260 250 250 2éo
Abundance #54756: Naphtho[2,3-b]norbornadiene B EEE e
192.0 11.60 11.80 12.00 12.20 12.40
m/z 43.05 56.33%
5000
165.0
0 39 0 63 0 m 96 0 115.0 139 0 h‘\ h ‘
e B0 B B it e e et 2% o ok o | | 10 150 220 220 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107924.D

Aca On : 2 Aug 2018 22:01

Operator : JU/SJ

Sample : J4285-21

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Phenanthrene, 3,6-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.54 2.18 ng 92010 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3.6-dimethvl- 206 Cl16H14 001576-67-6 87
2 Phenanthrene. 2.7-dimethvl- 206 C16H14 001576-69-8 86
3 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 78
4 Phenanthrene. 2.5-dimethvl- 206 C16H14 003674-66-6 70
5 Naphthalene, 1,2-dihydro-1-phenyl- 206 C16H14 016606-46-5 58
Abundance Scan 1735 (12.542 min): BF107924.D (-1732) (-) m/z 57.05 100.00%
51.0
206.1
5000
85.1
113.1 1401 165.1 245.1 281.0 12.20 12.40 12.60 12.80
0.”P.”LNJﬁJhN!JH:LHM.ﬁ”nHMPp L+ﬂTHﬁ+Wr+ﬁﬁT m/z 206.10 65.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66266: Phenanthrene, 3,6-dimethyl-
206.0
5000 AR ARSRARAR AR
12.20 12.40 12.60 12.80
102.0 m/z 43.00 50.06%
oL 270 510 76.0 139.0 165.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66268: Phenanthrene, 2,7-dimethyl-
206.0
12.20 12.40 12.60 12.80
5000 m/z 71.05 50.02%
0 | 0 Il ]\-Oﬁo 15?0 ! 17\\80‘\‘1 \h“\
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66250: Anthracene, 1,4-dimethyl- R EEE s
206.0 12.20 12.40 12.60 12.80
m/z 85.10 34.69%
5000
oL 390 630 20 1150 1520 1780
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107924.D

Aca On : 2 Aug 2018 22:01

Operator : JU/SJ

Sample : J4285-21

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.40 2.49 ng 129177 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Hentriacontane 437 C31H64 000630-04-6 78
3 Eicosane 282 C20H42 000112-95-8 72
4 Heneicosane 296 C21H44 000629-94-7 72
5 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 72
Abundance Scan 1881 (13.401 min): BF107924.D (-1878) (-) m/z 57.00 100.00%
57.0
5000
155.1 196.2 13.00 13.20 13.40 13.60 13.80
o..],...h,n.l...,....,..23.4.1.?8.3.1,.3.39.1,....,...., m/z 71.10 53.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83025: Hexadecane
57.0
5000 AU DR R BN

13.00 13.20 13.40 13.60 13.80
m/z 85.10 48.00%

o 23,bJ , Jgg,-(" 141.0 183.0 226.0
P T e T
m/z--> 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
s B B S
13.00 13.20 13.40 13.60 13.80
5000 m/z 43.00 46.24%
99.0
0 L]y 1440 1830 2250 2670 309.0 351.0 437.0
L e B e e A B !
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane B BEE e e
57.0 13.00 13.20 13.40 13.60 13.80
m/z 97.10 20.91%
5000
99.0
— T s B B S
m/z--> 50 100 150 200 250 300 350 400 13. 00 13. 20 13 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107924.D

Aca On : 2 Aug 2018 22:01

Operator : JU/SJ

Sample : J4285-21

Misc :

ALS Vial : 20 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 8 Hexanedioic acid, bis(2-eth... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.59 13.46 ng 696836 Chrysene-di12 14_.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanedioic acid. bis(2-ethvlhex... 370 C22H4204 000103-23-1 91
2 Hexanedioic acid. dioctvl ester 370 C22H4204 000123-79-5 70
3 Adipic acid. 2-ethvlhexvl isobut... 314 C18H3404 1000324-48-0 64
4 Adipic acid. 2-ethvlhexvl isohex... 342 C20H3804 1000324-48-3 53
5 Adipic acid, cycloheptyl isohexy... 326 C19H3404 1000324-71-8 50
Abundance Scan 1913 (13.589 min): BF107924.D (-1909) (-) m/z 129.10 100.00%
120.1
57.0
5000
R e
101 13.20 13.40 13.60 13.80 14.00
241.2
ok, 1 L, ) . 4 Je0l 2117 "260.1 31323412 nz 57.00  55.20%
m'z--> 100 150 200 250 300 350
Abundance #196974: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 AU UL
1320 13.40 13.60 13.80 14.00
57.0 m/z 55.00 33.85%
o229 || 019 Jeoo 212 02410 3130 3710
mz--> 50 100 150 200 2%0 300 350
Abundance #196857: Hexanedioic acid, dioctyl ester
129.0
51.0 A B SR S
13.20 13.40 13.60 13.80 14.00
5000 m/z 70.05  30.04%
29.0
101. 241.0
0 IJ\ ) N | % 1600 2120 | 279.0 313.0341.0370.0
mz--> 50 100 150 200 250 300 350
Abundance #156389: Adipic acid, 2-ethylhexyl isobuty! ester SN B e B S
129.0 13.20 13.40 13.60 13.80 14.00
m/z 71.10 29.77%
5000
57.0 185.0
oL 29 L9 | gm0 | 2410 e
mz--> 50 100 150 200 250 300 350 1320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107924.D

Aca On : 2 Aug 2018 22:01

Operator : JU/SJ

Sample : J4285-21

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.73 4.37 ng 226376 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 80
2 Tridecane. 6-propvl- 226 C16H34 055045-10-8 80
3 Undecane. 5-ethvIl-5-propvl- 226 C16H34 002755-07-9 72
4 Heptane. 2.2.3.3.5.6.6-heptamethvl- 198 C14H30 007225-67-4 53
5 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 53
Abundance Scan 1937 (13.730 min): BF107924.D (-1935) (-) m/z 57.00 100.00%
57.0
85.1
5000
113.1141.1 1691 13.40 13.60 13.80 14.00
Oyttt ko 202 2391 2752 31323393 | 0700 10 57.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #105884: Octadecane
57.0
5000 85.0 AR A S DR
13. 40 13. 60 13. 80 14.00
20.0 m/z 85.10 53.99%
o I ) ,,[113 0141.0 169, 0197.0 2250 254.0
m/z--> 2'0 40 60 8IO 100 120 140 160 180 200 220 240 260 280 300 32'0 34'10
Abundance #83030: Tridecane, 6-propyl-
43.0
71.0 RS BN B
13.40 13.60 13.80 14.00
5000 m/z 43.00 52.21%
‘ 99.0 126.0 154.0 183.0
Obprrrlb bbbt persb e 2280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83049: Undecane, 5-ethyl-5-propyl- A REREEEaSE A
57.0 13.40 13.60 13.80 14.00
m/z 55.00 22.63%
85.0
5000
141.0
113 0 \ 169.0 197.0
m/z--> m4ommmmmmmmmmnmmmwmmmmo anmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107924.D

Aca On : 2 Aug 2018 22:01

Operator : JU/SJ

Sample : J4285-21

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Heptacosane, l1l-chloro- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.05 9.28 ng 480337 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 86
4 Pentacosane. 13-undecvl- 507 C36H74 055517-89-0 86
5 2-methyloctacosane 408 C29H60 1000376-72-8 86
Abundance Scan 1991 (14.048 min): BF107924.D (-1989) (-) m/z 57.00 100.00%
57.0
5000
97] ! 1411 1972 257.1 297.1 337.4372.3 1380 1400 14.20 14.40_
ol e R A S | m/z 43.00 47.05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro-
57.0
5000 LI BUULI UM UL
13.80 14.00 14.20 14.40
97 0 m/z 71.10 46.20%
oLl |]1 L, 1410 18302170 273.0 309.0 343.0 378.0 414.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
' 13:80 14.00 14.20 14.40
5000 m/z 85.10 40.55%
99.0
oL 1, J ||y, 10 1830 225.0 267.0 309.0 367.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #149369: Sulfurous acid, butyl dodecy! ester L L
57.0 13.80 14.00 14.20 14.40
m/z 55.00 29.84%
5000
Ozeiow 1 Jgﬁ 0 1890 a9
m/z--> 50 100 1%0 200 250 300 350 400 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107924.D

Aca On : 2 Aug 2018 22:01

Operator : JU/SJ

Sample : J4285-21

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Tricosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .37 10.87 ng 563161 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 86
3 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 86
4 Hentriacontane 437 C31H64 000630-04-6 86
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 86
Abundance Scan 2046 (14.371 min): BF107924.D (-2042) (-) m/z 57.00 100.00%
57.0
5000

14.00 14.20 14.40 14.60

“"n927]; 1692 217.1 2742 3242 3744

0...l,. L e LA L e AT S m/z 71.10 57.55%
m/z--> 50 1 150 200 250 300 350
Abundance #164578: Tricosane
57.0
5000 LA L L L L L L L LB B B
14.00 14.20 14.40 14.60
m/z 43.00 48.68%
324.0
. leﬂomwzﬁomm
iy —— T L e e T B e e o e e A
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
R R S AN
14.00 14.20 14.40 14.60
5000 m/z 85.10 46 .85%
99.0
o 2&9\ | JJJ‘}4}O 183.0 2250 267.0 309.0  365.03094.0
—— e e
m/z--> 50 100 150 200 250 300 350
Abundance #129499: Nonadecane, 9-methyl- B B
57.0 14.00 14.20 14.40 14.60
m/z 55.00 24 .55%
5000
99.0 140.0
0270 e | 1900 210 267.0
e T T T R R S AN
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080218\
Data File : BF107924.D

Aca On : 2 Aug 2018 22:01

Operator : JU/SJ

Sample : J4285-21

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.67 10.96 ng 567656 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Triacontane 422 C30H62 000638-68-6 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2097 (14.671 min): BF107924.D (-2093) (-) m/z 57.00 100.00%
57.0
5000
el 14,40 14.60 14.80 15.00
141 1 . . . :
ol b d L |y 3% 1832 2241 28113162388.23794 | 0 G T Bg. 06k
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 LI IS B S B
14.40 14.60 14.80 15.00
99.0 m/z 85.10 49.04%
o 1. I ]] f }4}0 1830 2250 267.0 3090 _ 367.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
14,40 14.60 14.80 15.00
5000 m/z 43.10 45 _.58%
99.0
o _JJJ”J“W1%02m2mom% 365.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane N B E e
57.0 14.40 14.60 14.80 15.00
m/z 55.00 24 .63%
5000
99.0
L2l || JJ | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080218\
Data File : BF107924.D

Acq On : 2 Aug 2018 22:01

Operator : JU/SJ

Sample : J4285-21

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-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... 5.19 9.9 ng 393680 1 6.96 793134 20.0
unknown6.73 6.73 77.2 ng 3061580 1 6.96 793134 20.0
Tetracosane 10.87 2.6 ng 108512 4 11.49 842593 20.0
n-Hexadecanoic acid 12.00 2.8 ng 119710 4 11.49 842593 20.0
Phenanthrene, 3,6... 12.54 2.2 ng 92010 4 11.49 842593 20.0
Hexadecane 13.40 2.5 ng 129177 5 14.14 1035730 20.0
Hexanedioic acid,... 13.59 13.5 ng 696836 5 14.14 1035730 20.0
Octadecane 13.73 4.4 ng 226376 5 14.14 1035730 20.0
Heptacosane, 1-ch... 14.05 9.3 ng 480337 5 14.14 1035730 20.0
Tricosane 14.37 10.9 ng 563161 5 14.14 1035730 20.0
Hexacosane 14.67 11.0 ng 567656 5 14.14 1035730 20.0
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