LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108468.D

Aca On 24 Aug 2018 17:32

Operator : JU/SJ

Sample : J4581-03

Misc :

ALS Vial : 9 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-BF080818 .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 2.360 3 4 13 rVB 863678 850498 24.14% 2.424%
2 5.248 492 495 506 rvB 109673 140976 4 _.00% 0.402%
3 5.631 555 560 563 rBY 3059618 2850996 80.92% 8.126%
4 6.625 723 729 742 rVB 2999561 3170091 89.97% 9.036%
5 6.772 749 754 757 rBVY 3319546 3072961 87.22% 8.759%
6 7.001 789 793 796 rBV 878471 821532 23.32% 2.342%
7 7.154 815 819 823 rBVY 2469009 2196750 62.35% 6.261%
8 7.560 883 888 891 rBVY 1974355 2007690 56.98% 5.723%
9 8.283 1006 1011 1014 rBV 1151379 1025561 29.11% 2.923%
10 9.354 1188 1193 1197 rBVY 3546508 3523371 100.00% 10.043%

11 9.748 1256 1260 1263 rBV 922483 736550 20.90% 2.099%
12 10.042 1306 1310 1314 rBV2 1335177 1205725 34.22% 3.437%
13 10.836 1441 1445 1458 rBV 2465220 2474628 70.23% 7.053%
14 11.542 1560 1565 1567 rBV 1306196 1271481 36.09% 3.624%
15 11.560 1567 1568 1572 rVV 391014 311054 8.83% 0.887%

16 11.613 1575 1577 1581 rVB 68945 55542 1.58% 0.158%
17 11.766 1599 1603 1607 rBV2 27425 38669 1.10% 0.110%
18 11.871 1618 1621 1625 rVB 34652 40300 1.14% 0.115%
19 12.042 1646 1650 1653 rBV 295835 270453 7.68% 0.771%
20 12.071 1653 1655 1660 rVB2 91891 97348 2.76% 0.277%
21 12.154 1666 1669 1671 rBV2 75274 80604 2.29% 0.230%
22 12.177 1671 1673 1676 rVB 46521 36040 1.02% 0.103%
23 12.336 1697 1700 1702 rBV 43043 37007 1.05% 0.105%
24 12.365 1702 1705 1709 rVB 39378 38565 1.09% 0.110%
25 12.589 1740 1743 1747 rBV2 41846 62723 1.78% 0.179%

26 12.760 1768 1772 1776 rBV 524548 456970 12.97% 1.302%
27 12.989 1804 1811 1817 rBV 476284 547637 15.54% 1.561%
28 13.124 1830 1834 1837 rBV 3481519 3186655 90.44% 9.083%
29 13.201 1843 1847 1851 rBV3 33255 49994 1.42% 0.142%
30 13.318 1859 1867 1868 rBV2 64864 114497 3.25% 0.326%

31 13.424 1881 1885 1887 rVB2 36674 37865 1.07% 0.108%
32 13.548 1903 1906 1909 rBV2 39530 40426 1.15% 0.115%
33 13.671 1924 1927 1930 rBV2 73185 72145 2.05% 0.206%
34 13.830 1951 1954 1957 rVB 37782 41388 1.17% 0.118%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108468.D

Aca On 24 Aug 2018 17:32

Operator : JU/SJ

Sample : J4581-03

Misc :

ALS Vial : 9 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\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.007 1979 1984 1986 rBV2 101707 102817 2.92% 0.293%

36 14.060 1986 1993 2005 rvv4 95725 293200 8.32% 0.836%
37 14.195 2010 2016 2018 rBV2 875833 1000159 28.39% 2.851%
38 14.218 2018 2020 2023 rVB 154589 118775 3.37% 0.339%
39 14.318 2035 2037 2040 rVB 83376 74980 2.13% 0.214%
40 14.630 2087 2090 2093 rVB 99793 95031 2.70% 0.271%

41 14.948 2140 2144 2149 rVB3 144380 222207 6.31% 0.633%
42 15.036 2155 2159 2164 rVB 161627 171652 4.87% 0.489%
43 15.277 2196 2200 2204 rBVY 123208 212284 6.03% 0.605%
44 15.312 2204 2206 2213 rVB2 149736 171279 4._86% 0.488%
45 15.606 2252 2256 2264 rVB 84733 135789 3.85% 0.387%

46 15.677 2264 2268 2272 rBVY 115989 162857 4.62% 0.464%
47 15.748 2272 2280 2285 rBVY 575851 889752 25.25% 2.536%
48 16.201 2352 2357 2365 rVB2 103374 183244 5.20% 0.522%
49 16.748 2446 2450 2456 rBVY 56667 109909 3.12% 0.313%

50 17.359 2548 2554 2558 rBV2 44877 89643 2.54% 0.256%
51 17.847 2631 2637 2644 rVB2 37427 85835 2.44% 0.245%
Sum of corrected areas: 35084105
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108468.D

Aca On : 24 Aug 2018 17:32

Operator : JU/SJ

a?ggle ; J4581-03 EPLO3A3
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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: BF108468.D
3500000 6.77

5.63
3000000 6.62

2500000 7.15

2000000 7.56

1500000
10000001.36 7.00

500000

ol 5L i

L B LA s e e s e e e L e e e s e e e e B
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: BF108468.D
3500000 9135 13112

3000000
2500000 10.84

2000000

1500000 10.04 11.54
8.28

1000000

9.75
12.76 12.99
500000 11.56 12.04
t L 611 77 87 R 2337 12,59 13.28.82
]

e e s o LU e

|
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: BF108468.D
3500000

3000000
2500000
2000000
1500000

1000000 14.19
15.75

500000
4
13.46.673 sda@0l1t32 1463 1418804 1850 gp, 16,20 16,75 1736

oH—————1—
Time--> 13.50 14.00

17.85
T T T T T T T T T T T T T T T T T T T T T T T T

T T T I I N
14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00

T
18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108468.D

Aca On : 24 Aug 2018 17:32

Operator : JU/SJ

a?ggle ; J4581-03 EPLO3A3
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

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

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

2.36 20.71 ng 850498 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 23
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 4 (2.360 min): BF108468.D (-3) (-) m/z 73.10 100.00%
741
5000 43.1 /\L
55.1 871
| | 2.40 250 2.60 2.70 2.80
Ol e b e e | Mz 43,10 45.81%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 LA S AN A R
430 550 240 250 2.60 2.70 2.80
970 ‘ 87.0 m/z 55.10 32.78%
0 Il ., | 1. 64.0 ||, 101.0
”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'”'P'”I”'W'
m/z--> 0 10 50 60 70 80 90 100 110
Abundance #1996. Silane, tetramethyl-
73.0
240 250 2.60 2.70 2.80
5000 m/z 87.10 28.35%
43.0
oL 20 150 20 || 530 30 | 880
miz--> 5% % % 4 % 6 70 8 90 100 110
Abundance #8705: 2-Hydroxy-2-methylbutyric acid e e s
73.0 240 250 2.60 2.70 2.80
m/z 41.10 15.75%
5000 430 55.0
29.0 £9.0
0"'I"'W""I'”tht"W“l"I'”hI""Pl"l"”u"'&qgg'l' SRR AR SRR RSN R
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 240 250 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108468.D

Aca On : 24 Aug 2018 17:32

Operator : JU/SJ

a?ggle ; J4581-03 EPLO3A3
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 9

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

5.25 3.43 ng 140976 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 2-Pentanone, 5-hydroxy- 102 C5H1002 001071-73-4 9

Abundance Scan 495 (5.248 min): BF108468.D (-492) (-) m/z 43.10 100.00%
431
59.1
5000
| 6.0 1°|“ 500 520 540 5.60
o) SR RSO | SRS MU S m/z 59.10 53.66%
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 I L I I
59.0 500 520 540 560
0,
150 a0 1010 m/z 101.10 16.24%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43.0
" 500 520 540 5.60
5000 57.0 m/z 58.00 14 .94%
29.0
101.0
0 L] L, ‘ 78.0 \
LU SR SR UL UL IELRLIL IR SO SR UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- B o R R
59.0 5.00 5.20 5.40 5.60
m/z 41.10 9.39%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108468.D

Aca On : 24 Aug 2018 17:32

Operator : JU/SJ

a?ggle ; J4581-03 EPLO3A3
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 3 unknown6.77 Concentration Rank 1

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

6.77 74.81 ng 3072960 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 754 (6.772 min): BF108468.D (-749) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 sy [ % oi0 b0 60 760 720
O el el £ L3900 Ml Tm/z 68.10  46.06%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 T
6.40 6.60 6.80 7.00 7.20
33.0 44.0 0.0 105.0 m/z 134.00 33.29%
o 60.0 80.0 | 115.0
miz--> 5w e 7 8 8 16 1o 120 1o 140
Abundance #14395: 1,3,5-Trifluorobenzene
132.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 30.54%
63.0 81.0
miz--> '"'3'6"216""5'6"'86"'76'"'s'o'"'go"'ic')c')"iié"iéd"ia'o"iia'
Abundance #14560: Xenon L LI L L BN B I
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.80%
5000
66.0
I L s I A R LA R LA AR R AR SR A SRR
m/z--> 30 40 50 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108468.D

Aca On : 24 Aug 2018 17:32

Operator : JU/SJ

a?ggle ; J4581-03 EPLO3A3
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Phenanthrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.04 4.25 ng 270453 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 91
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 60
Abundance Scan 1650 (12.042 min): BF108468.D (-1646) (-) m/z 43.10 100.00%
43.1 .0
5000
| 1180 12.00 1220 12.40
Obrr i m/z 60.00 92.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl-
19p.0
5000 AR SN UL SO R

11,80 12.00 12.20 12.40
m/z 73.00 90.15%

165.0

39.0 63.0 96.0116.0 139.0

ol e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl-
192.0
I AR RIS s s s
11.80 12.00 12.20 12.40
5000 m/z 57.10 82.78%
165.0
o150 390 630 80 1150 1300 I
R B B B I RARE Ras s Ra s s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 W
Abundance #107548: n-Hexadecanoic acid B A B u el S
43.0 73.0 11.80 12.00 12.20 12.40
m/z 192.10 81.73%
5000 256.0
129.0
97.0
| ‘ 157.0 185.0
I N— L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108468.D

Aca On : 24 Aug 2018 17:32

Operator : JU/SJ

a?ggle ; J4581-03 EPLO3A3
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Pyrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.32 2.29 ng 114497 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 95
2 11H-Benzolblfluorene 216 C17H12 000243-17-4 91
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 90
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 90
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 81
Abundance Scan 1867 (13.318 min): BF108468.D (-1859) (-) m/z 216.10 100.00%
216.1
5000
108.0
0 830 , 189.0 13.00 13.20 13.40 13.60
o 57.0 139.0 162.1 244.1 77 215 .10 a3 610
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74411: Pyrene, 1-methyl-
216.0
5000
13.00 13.20 13.40 13.60
m/z 217.10 21.88%
95.0 189.0
0140 390 630 122.0 163.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74422: 11H-Benzo[b]fluorene
216.0
13.00 13.20 13.40 13.60
5000 m/z 213.10 19.85%
108.0
o 57.0 | 1390 163.0 189.0 !
m/z--> 20 40 60 80 100 120 140 160 1éo 200 220 240 A
Abundance #74424: Fluoranthene, 2-methyl- i -j\/\?-M RRERE
216.0 13.00 13.20 13.40 13.60
m/z 108.00 11.12%
5000
108.0
o 510 810 | | 1390 1630 %0
m/z--> 20 40 &85&0@]%1&m0m3m2% 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108468.D

Aca On : 24 Aug 2018 17:32

Operator : JU/SJ

a?ggle ; J4581-03 EPLO3A3
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.01 2.06 ng 102817 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 70
2 Octacosane 394 C28H58 000630-02-4 70
3 Nonadecane 268 C19H40 000629-92-5 62
4 Heptadecane 240 C17H36 000629-78-7 62
5 Heptacosane 380 C27H56 000593-49-7 62
Abundance Scan 1985 (14.012 min): BF108468.D (-1979) (-) m/z 57.10 100.00%
57.1
5000 229.1
1270 1751 2611 13160 13,80 14100 1420 1440
0...-,:-'-- e m/z 71.05 72.21%
m/z--> 50 150 200 5 350
Abundance #175557: Tetracosane
57.0
5000 A SR B B B

13.60 13.80 14.00 14.20 14.40
m/z 43.10 68.98%

27}0|

99.0
o2 Ly }410 183.0 225.0 267.0 309.0338.0
e o e e L A e o e LA B o e e o |
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
R o R e
13.60 13.80 14.00 14.20 14.40
5000 m/z 229.10 46.99%
99.0
o 27,0 Ly 1410 183.0 2250  281.0  337.0 394.0
o e e L e o e e B I L e o B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0 13.60 13.80 14.00 14.20 14.40
m/z 85.05 42 .42%
5000
99.0
0q4]| JJMM;MOZEO%M
T e e R o ERE S n n
m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. 00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108468.D

Aca On : 24 Aug 2018 17:32

Operator : JU/SJ

a?ggle ; J4581-03 EPLO3A3
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.06 5.86 ng 293200 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 11-Tricosene 322 C23H46 052078-56-5 91
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 90
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 90
Abundance Scan 1993 (14.060 min): BF108468.D (-1986) (-) m/z 55.10 100.00%
591 83.0
5000
13911670 1051 2041 g, ' 13.80 14.00 14,20 14.40
Obrr i - m/z 43.10 93.39Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene

13.80 14.00 14.20 14.40
m/z 57.10 92.00%

5000

(o}
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115905: 1-Nonadecene
41
R RREEa
13.80 14.00 14.20 14.40
5000 m/z 83.05 79.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163017: 11-Tricosene B RN RE T
43.0 13.80 14.00 14.20 14.40
m/z 69.10 73.04%
5000 83.0
111.0
o || | /1400 168.0 196.0 224.0  266.0 294.0 322.0
T T P T T T [T T T e P e T R BRI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13 80 14. OO 14. 20 14. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082418\
Data File : BF108468.D

Aca On : 24 Aug 2018 17:32

Operator : JU/SJ

Sample : J4581-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 5

Peak Number 9 Octadecane

C18H38
C15H32
C19H4003S
C18H3803S

Relative to ISTD

000593-45-3 83
000629-62-9 74
1000309-18-2 38
1000309-18-1 38

R.T. EstConc Area

14.95 4.44 ng 222207

Hit# of 5 Tentative ID MW
1 Octadecane 254
2 Pentadecane 212
3 Sulfurous acid. butvl pentadecvl... 348
4 Sulfurous acid. butvl tetradecvl... 334
5 Dodecane, 2,6,10-trimethyl- 212

C15H32

003891-98-3 38

EP1-Q3-A3

Abundance Scan 2144 (14.948 min): BF108468.D (-2140) (-) m/z 57.10 100.00%
571.1
5000
0! m/z 43.10 79.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105884: Octadecane
57.0
5000 850 T llllllllllll llllll
14 60 14. 80 15. 00 15.20
2.0 m/z 59.00 66.02%
|I. l | ll, 4 JI| 113 0 | 141.0 169.0 197.0 2250 254.0
Ot -“|ﬁ--“-wﬁ-w-“--“w-“--“--“--“-w“-w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane
57.0
14.60 14.80 15.00 15.20
5000 m/z 55.10 60.55%
85.0
29.0
0 \‘ ‘ | | 11:\3 0 141.0 169.0 212.0
”.“.”,”.W.H.P.”,”.q.”.“.” A RAREEEERER R R R s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #182578: Sulfurous acid, butyl pentadecy! ester L B o
57.0 14.60 14.80 15.00 15.20
m/z 71.10 48.72%
5000
85.0
29 0
0 H ‘ ‘ ‘ 111 0 141 0 182.0 211 0 263.0
..W.H.P.H,H.W.H.P.”,”.w.”...”,”...”...” RREE S AR R S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108468.D

Aca On : 24 Aug 2018 17:32

Operator : JU/SJ

a?ggle ; J4581-03 EPLO3A3
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Supraene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.04 3.86 ng 171652 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 87
4 trans-Farnesol 222 C15H260 000106-28-5 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
Abundance Scan 2160 (15.042 min): BF108468.D (-2155) (-) m/z 69.10 100.00%
69.1 P
5000
R S SR SO IR
14.80 15.00 15.20 15.40
A W) $631 2031 2610 30323414  n/z 81.10 51.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 LRI SR SR SUNRUL I
14,80 15.00 15.20 15.40
m/z 41.10 26 .62%
137.0
0 29.0[ L 107.0 | 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
1480 15.00 15.20 15.40
5000 m/z 95.10 12 _.85%
. i ‘?[03.033‘7-9 191.0 231.0 273.0 341.0 410.0 M\/JLMM
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- LA B B L LI R
69.0 14.80 15.00 15.20 15.40
m/z 68.05 12._.79%
B J\;/W/L
29.0
123.0
A e T [ ) =0 S (S Ao
m/z--> 50 100 150 200 250 300 350 400 14,80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108468.D

Aca On : 24 Aug 2018 17:32

Operator : JU/SJ

a?ggle ; J4581-03 EPLO3A3
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.20 4.12 ng 183244 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 Hexacosane 366 C26H54 000630-01-3 86
4 Heptadecane 240 C17H36 000629-78-7 83
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 2357 (16.201 min): BF108468.D (-2352) (-) m/z 57.10 100.00%

517.1
5000

99.0
Iy, 1582, o2 2een 4504

15.80 16.00 16.20 16.40 16.60
O e L L I e e e L e LA A i e m/z 43.10 65.38%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223851: Hentriacontane
57.0
5000 | BN L L L L LB L
15.80 16.00 16.20 16.40 16.60
99.0 m/z 71.05 55.69%
ol || | 4 141.0 183.0 225.0 267.0 309.0 351.0 393.0 436.0
o B e L I o o B o e e e e e A I
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175557: Tetracosane
57.0
IR e o e
15.80 16.00 16.20 16.40 16.60
5000 m/z 85.10 42 .23%

99.0
oL j’J , 141.0 183.0 225.0 267.0 338.0
N

:

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane T
57.0 15.80 16.00 16.20 16.40 16.60
m/z 55.10 22 .45%
o [\G&W\\N
99.0
ol L || |, 141.0 183.0 2250 267.0 309.0  367.0
s A e o e L J LA v B B o
m/z--> 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082418\

Data File : BF108468.D

Aca On : 24 Aug 2018 17:32

Operator : JU/SJ

a?ggle ; J4581-03 EPLO3A3
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.75 2.47 ng 109909 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentacosane 352 C25H52 000629-99-2 83
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
5 Hexacosane 366 C26H54 000630-01-3 80

Abundance Scan 2450 (16.748 min): BF108468.D (-2446) (-) m/z 57.10 100.00%

57.1
5000

16.40 16.60 16.80 17.00
m/z 43.10 61.82%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane

:

5000

16.I4O 16.I60 16.I80 17.I00
m/z 71.10  60.80%

141.0 183.0 225.0

282.0

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57.0
S
16.40 16.60 16.80 17.00
5000 m/z 85.10 40.14%
o Ly 1410 1830 2250 267.0 309.0 352.0
e M
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane L B o
57.0 16.40 16.60 16.80 17.00
m/z 55.05 21.72%
0% A#U“J\NA*“MNAN/\“M¢JMMNMWmva
99.0
ol |l | | ; 1410 1830 2250 267.0 309.0 351.0 393.0 436.0
e A N AL e
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00

8270-BF080818.M Mon Aug 27 13:13:26 2018 Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082418\

Data File : BF108468.D

Acq On 24 Aug 2018 17:32

Operator : JU/SJ

a?ggle ; J4581-03 EPLO3A3
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 2.36 20.7 ng 850498 1 7.00 821532 20.0
2-Pentanone, 4-hy... 5.25 3.4 ng 140976 1 7.00 821532 20.0
unknown6.77 6.77 74.8 ng 3072960 1 7.00 821532 20.0
Phenanthrene, 1-m... 12.04 4.3 ng 270453 4 11.54 1271480 20.0
Pyrene, 1l-methyl- 13.32 2.3 ng 114497 5 14.19 1000160 20.0
Tetracosane 14 .01 2.1 ng 102817 5 14.19 1000160 20.0
1-Docosene 14.06 5.9 ng 293200 5 14.19 1000160 20.0
Octadecane 14.95 4.4 ng 222207 5 14.19 1000160 20.0
Supraene 15.04 3.9 ng 171652 6 15.75 889752 20.0
Hentriacontane 16.20 4.1 ng 183244 6 15.75 889752 20.0
Eicosane 16.75 2.5 ng 109909 6 15.75 889752 20.0
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