LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111474.D

Aca On - 15 Dec 2018 17:48 Instrument :
Operator : JU/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 J6361-01 TN4803-121218
ALS Vial : 18 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-BF121418 .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 4.998 491 495 507 rBV 280057 325512 8.35% 0.855%
2 5.422 562 567 570 rBVY 3732777 3369972 86.47% 8.856%
3 6.439 735 740 757 rBY 3513854 3897256 100.00% 10.242%
4 6.569 757 762 765 rBVY 4058969 3571986 91.65% 9.387%
5 6.792 797 800 804 rBVY 1223141 959192 24.61% 2.521%
6 6.951 823 827 830 rBVY 3444994 2814766 72.22% 7.397%
7 7.351 890 895 898 rBVY 2459665 2268097 58.20% 5.961%
8 8.075 1014 1018 1025 rBV 1444066 1232028 31.61% 3.238%
9 9.151 1197 1201 1204 rBV 4238439 3494684 89.67% 9.184%
10 9.545 1264 1268 1277 rBV 203600 200052 5.13% 0.526%

11 9.828 1312 1316 1320 rBV 1354050 1209282 31.03% 3.178%
12 10.616 1446 1450 1461 rBV 1816252 1679745 43.10% 4.414%

13 10.751 1468 1473 1479 rVB4 41765 64575 1.66% 0.170%
14 10.804 1479 1482 1484 rBV 61680 53896 1.38% 0.142%
15 10.833 1484 1487 1491 rVB3 56321 57684 1.48% 0.152%
16 10.869 1491 1493 1495 rBvV 55210 42063 1.08% 0.111%
17 10.980 1509 1512 1516 rvVvv2 65463 70699 1.81% 0.186%
18 11.016 1516 1518 1521 rVV 62553 62607 1.61% 0.165%
19 11.057 1523 1525 1531 rVB 39888 45282 1.16% 0.119%

20 11.310 1565 1568 1571 rBV 1212557 1132704 29.06% 2.977%

21 11.333 1571 1572 1576 rVV 366423 282762 7.26% 0.743%

22 11.386 1578 1581 1585 rVB 45059 48805 1.25% 0.128%
23 11.545 1603 1608 1614 rBV2 40151 59111 1.52% 0.155%
24 11.816 1651 1654 1656 rBV 48952 46799 1.20% 0.123%
25 11.845 1656 1659 1666 rvVVv2 195145 218584 5.61% 0.574%
26 11.927 1670 1673 1675 rBV 75618 73321 1.88% 0.193%
27 12.133 1706 1708 1714 rVB 51127 51173 1.31% 0.134%
28 12.369 1743 1748 1750 rBV3 56780 72486 1.86% 0.190%

29 12.521 1771 1774 1780 rBV 639864 576839 14.80% 1.516%
30 12.627 1788 1792 1798 rBV4 90553 155946 4._00% 0.410%

31 12.751 1807 1813 1816 rBV 582656 589241 15.12% 1.549%
32 12.898 1834 1838 1841 rBV 3291949 2828805 72.58% 7.434%
33 13.063 1862 1866 1867 rBv4 31673 41349 1.06% 0.109%
34 13.080 1867 1869 1872 rVB 80882 63700 1.63% 0.167%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121518\

Data File : BF111474.D

Aca On - 15 Dec 2018 17:48 Instrument :
Operator : JU/SJ gmgigamlem'
3?22 le J6361-01 TN4803-121218
ALS Vial : 18 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\HPCHEM1\BNA F\METHODS\8270-BF121418_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.145 1874 1880 1883 rBV2 59648 77618 1.99% 0.204%
36 13.186 1883 1887 1889 rBV2 44793 49007 1.26% 0.129%
37 13.310 1905 1908 1910 rBV 37388 47100 1.21% 0.124%
38 13.586 1952 1955 1959 rVB2 46877 64003 1.64% 0.168%
39 13.698 1971 1974 1977 rBV3 38446 48964 1.26% 0.129%
40 13.751 1981 1983 1988 rBV3 47291 52489 1.35% 0.138%

41 13.804 1988 1992 1999 rBV3 175435 255969 6.57% 0.673%
42 13.951 2011 2017 2019 rBV2 1322812 1475800 37.87% 3.878%
43 13.974 2019 2021 2028 rVB 335357 297732 7.64% 0.782%
44 14.057 2032 2035 2038 rBVY 65626 58329 1.50% 0.153%
45 14.121 2043 2046 2051 rVvB2 122830 121155 3.11% 0.318%

46 14.374 2086 2089 2092 rBV2 45182 58561 1.50% 0.154%
47 14.427 2095 2098 2101 rVB 257076 212261 5.45% 0.558%
48 14.727 2146 2149 2154 rVB 338716 315104 8.09% 0.828%
49 14.974 2187 2191 2201 rVB 257430 512430 13.15% 1.347%
50 15.057 2201 2205 2208 rBV 459572 491508 12.61% 1.292%

51 15.268 2238 2241 2246 rVB 131428 162504 4_.17% 0.427%
52 15.327 2247 2251 2256 rVV 155249 179551 4.61% 0.472%
53 15.386 2257 2261 2265 rVV 648603 863002 22.14% 2.268%
54 15.427 2265 2268 2277 rVB2 354339 452594 11.61% 1.189%
55 15.851 2336 2340 2345 rVB 309550 433444 11.12% 1.139%

56 16.339 2419 2423 2428 rBV2 105800 160975 4._.13% 0.423%

Sum of corrected areas: 38051103
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
: BF111474.D

: 15 Dec 2018 17:48

: JU/SJ

: J6361-01

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integ

ration Parameters: LSCINT.P

Abundance
4000000

3000000

2000000

1000000

TIC: BF111474.D

5.42
6.44 6.95

7.35

6.79

5.00

0
Time-->

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 T T T T T T I T T T T I T T T T I T T T T I T T T T IAI T

|
2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance
4000000

3000000

2000000

1000000

TIC: BF111474.D

12.90

10.62

8.07
9.83 11.31

12.5212.75
11.33 11.85
| % Lomgmnams 3955 11439312.1312.37 1263| || 186828

0
Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
4000000

3000000

2000000

1000000

TIC: BF111474.D

13.95
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111474.D

Aca On : 15 Dec 2018 17:48

Operator : JU/SJ

Sample : J6361-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 6

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

5.00 6.79 ng 325512 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 495 (4.998 min): BF111474.D (-491) (-) m/z 43.00 100.00%
43.0
5000 91
| - 1°|1-° 460 480 500 520 5.40
Obrrr e e e m/z 59.10 51.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R R N L I
59.0 460 480 500 520 540
0
150 41, 1010 m/z 101.00 16.38%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520 5.40
5000 m/z 57.95 13.42%
20.0 101.0
0 150 1 Il 730 850
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 4.60 4.80 500 5.20 5.40
m/z 41.00 8.97%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111474.D

Aca On : 15 Dec 2018 17:48

Operator : JU/SJ

Sample : J6361-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 unknown6.57 Concentration Rank 1

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

6.57 74.48 ng 3571990 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 762 (6.569 min): BF111474.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 SRS AR AR SRR
40.0 549 6.20 6.40 6.60 6.80 7.00
0 gL.0 e m/z 68.10 38.93%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR AR AR SRR

6.I20 6.40 6.I60 6.80 7.00
m/z 134.00  33.13%

310 510
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
A BEERE R
6.20 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 25.22%
41.0 97.0
‘ ‘ 117.0
ol ol B L Ll
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R L e o
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.11%
74.0
5000 98.0 116.0
SIS PR RN W T N YY1 SO | O SN
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111474.D

Aca On : 15 Dec 2018 17:48

Operator : JU/SJ

Sample : J6361-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.85 3.86 ng 218584 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 80
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 50
4 Tridecanoic acid 214 C13H2602 000638-53-9 47
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 42
Abundance Scan 1660 (11.851 min): BF111474.D ( 1656) ) m/z 73.00 100.00%
431 | 30
5000
11.60 11.80 12.00 12.20
0 m/z 192.10 92.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
410
5000 129.0 L UL BN U B
83.0 11.60 11.80 12.00 12.20
J‘L 1570 1gso 2130 2560 | M/Z 60.00  89.28%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54740: Anthracene, 1-methyl-
199.0
11.60 11.80 12.00 12.20
5000 m/z 55.00 80.31%
oL 180 30 ) 1150 139.0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 250 2éo
Abundance #54734: Anthracene, 2-methyl- T
192.0 nmnmnmnm
m/z 43.10 80.16%
- M\/LAJK/\MV
96.0 165.0
o 115.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 250 2éo 11|60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111474.D

Aca On : 15 Dec 2018 17:48

Operator : JU/SJ

Sample : J6361-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Pentadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.63 2.75 ng 155946 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 94
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Dodecanoic acid 200 C12H2402 000143-07-7 68
Abundance Scan 1792 (12.627 min): BF111474.D (-1788) (-) m/z 43.10 100.00%
431 730
5000 wawWAJA4mﬂmﬂNﬂk&mj%hwh¢V“WWJ
129.1
971 1501 00 5150 22 gan 12140 1260 12:80 13.00
(o} m/z 73.00 92.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
5000 129.0 RN LRI SULELLE BB U
12.40 12.60 12.80 13.00
m/z 59.95 89.83%
ol15.0] ]
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131259: Octadecanoic acid
43.0 730
12.'40 12.|60 12.I80 13.'00
5000 m/z 57.10 86.85%
129.0
97.0 185.0 410 284.0
o 18.0‘ i, “’ 157.0 213.0
m/z--> ﬁo 45 eb 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84452: Tetradecanoic acid R AEEmEEES L
73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.00 80.66%
5000 129.0
0, 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12!40 12feo 12!80 13!00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111474.D

Aca On : 15 Dec 2018 17:48

Operator : JU/SJ

Sample : J6361-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_M
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 1-Hexadecanesulfonyl chloride Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.80 3.47 ng 255969 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33CIl02S 038775-38-1 91
2 Triacontvl heptafluorobutvrate 634 C34H61F702 1000351-83-2 91
3 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 91
4 Dotriacontvl pentafluoropropionate 612 C35H65F502 1000351-81-4 91
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
Abundance Scan 1991 (13.798 min): BF111474.D (-1988) (-) m/z 57.10 100.00%
57.1
230.1
5000
0003520 1340 1360 13,80 1400 1420
Oyl : m/z 43.10 87 .15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #164026: 1-Hexadecanesulfonyl chloride
57.0
5000 AR UL B R B
11.0 13140 13.60 13.80 14.00 14.20
m/z 55.05 75.96%
) 1670 2289 3070
mz-> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #241861: Triacontyl heptafluorobutyrate
57.0
13.40 13.60 13.80 14.00 14.20
5000 m/z 230.10 74.23%
11.0
ol i l 1169.0222.0 278.0 334.0  420.0 616.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242399: Dotriacontyl heptafluorobutyrate
57.0 13.40 13.60 13.80 14.00 14.20
m/z 97.05 57.02%
5000
11.0
ol l 1167.0 222.0 278.0 334.0 390.0 448.0 644.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111474.D

Aca On : 15 Dec 2018 17:48

Operator : JU/SJ

Sample : J6361-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.43 2.88 ng 212261 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Octadecane 254 C18H38 000593-45-3 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2098 (14.427 min): BF111474.D (-2095) (-) m/z 57.10 100.00%
51.1
5000 85.0 _w,ﬁjt~”~M~,A&,ﬁa_vJ
U S DU ML B
ol | ,-|. b, lrl Lot 2081 21172691 30703390 1 o743 10 65.44%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
85.0 kkAN
5000 LRI B BULRUL UL B
14.20 14.40 14.60 14.80
m/z 71.10 59.48%
290 113.0
0 Ll | 1410169.0197.0 2400
m/z--> 50 100 150 200 2%0 300 350
Abundance #105885: Octadecane
57.0
" 14.20 14.40 14.60 14.80
5000 85.0 m/z 85.05 46.79%
29.0
oL J‘“‘11?014101690197022502540
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane R RS T et
57.0 14.20 14.40 14.60 14.80
m/z 55.00 21.38%
5000 85.0 “ﬁNMJLwﬂwmwwmﬂ$w~WdAMMJQW
29.0 } 113.0 169
6 X SO S [ D
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111474.D

Aca On : 15 Dec 2018 17:48

Operator : JU/SJ

Sample : J6361-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.73 7.30 ng 315104 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Nonadecane 268 C19H40 000629-92-5 87
3 Heneicosane 296 C21H44 000629-94-7 83
4 Decane. l1l-iodo- 268 C10H211 002050-77-3 83
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 2149 (14.727 min): BF111474.D (-2146) (-) m/z 57.10 100.00%

57.1
5000 85.1

13. l 14.40 14.60 14.80 15.00
1508 3001
ol | A "1 121122512042 i 88623660 Thnsz 43.10  59.33%

m/z--> 50 150 200 250 300 350
Abundance #105885:; Octadecane

E

5000 850 LN L L L L L LB L |
' 14. 40 14. 60 14. 80 15.00
29.0 m/z 71.10 59.16%
o1 ﬂl 1141.0169.0197.0225,0254.0
-l -l e B T e
m/z--> 5 150 200 250 300 350
Abundance #117636: Nonadecane
57.0
T e e
14.40 14.60 14.80 15.00
5000 85.0 m/z 85.10 46.10%
29.0 268.0
L LT e sonsromso
ob—t—b b b g J e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane T T T T
57.0 14.40 14.60 14.80 15.00
m/z 55.10 18.89%
85.0
5000
29.0 13.0
oLl F 141.0160.0197.0225.0253,0  296.0
b — I B i o B e R EEEE e R
m/z--> 50 100 150 200 250 300 350 14. 40 14. 60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111474.D

Aca On : 15 Dec 2018 17:48

Operator : JU/SJ

Sample : J6361-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Tridecane, l-iodo- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.06 11.39 ng 491508 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 93
2 Docosane 310 C22H46 000629-97-0 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentacosane 352 C25H52 000629-99-2 87
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 2206 (15.062 min): BF111474.D (-2201) (-) m/z 57.10 100.00%
51.1
5000 ‘ 85.1
113. 1141 1 302, 1 14.80 15.00 15.20 15.40
oL ,| AT 72601 2111 248297510 3511 o7 10 59.32%
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 L S B BULR U
850 14|80 15. oo 15. 20 15'40
28.0 1830 m/z 43.10 57.96%
oL L i [ MO 15507 310.0
m/z--> éo 160 150 200 2%0 360 3éo
Abundance #153222: Docosane
57.0
| 14.80 15.00 15.20 1540
5000 85.0 m/z 85.10 44 .23%
. 290/ 4 | | 1801410 0169.0197.0225.0253.0261.0310.0
m/z--> éo 160 150 260 2%0 360 3éo
Abundance #141426: Heneicosane R A e
57.0 14.80 15.00 15.20 15.40
m/z 55.10 20.34Y%
85.0
5000
29.0 113.0
. J‘I‘]JJ#@m%mmnm%w 296.0
m/z--> éo 100 150 260 250 360 3éo 14%0 1500 1520 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111474.D

Aca On : 15 Dec 2018 17:48

Operator : JU/SJ

Sample : J6361-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_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 Benzo[e]pyrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.27 3.77 ng 162504 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
3 Pervlene 252 C20H12 000198-55-0 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 89
5 Benzo[a]pyrene 252 C20H12 000050-32-8 81

Abundance Scan 2241 (15.268 min): BF111474.D (-2238) (-) m/z 252.10 100.00%
25p.1
5000
125.0 15.00 15.20 15.40 15.60
223.9 - - - -
ol 954y 1519 1980%RT Ml 2952 S8LISST2 | ns57550.10 27.58%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
25.0
5000
15.00 15.20 15.40 15.60
m/z 253.10 20.75%
125.0
0 63.0 99.0, | 158.0 198.0224.0
m/z--> 50 100 150 200 250 300 350
Abundance #104229: Benz[e]acephenanthrylene
25.0
15.00 15.20 15.40 15.60
5000 m/z 125.00 16.91%
126.0
0 74.0 100'q{ J'\ 198'0224'0 |H
m/z--> 50 100 150 200 250 300 350
Abundance #104213: Perylene T
252.0 15.00 15.20 15.40 15.60
m/z 126.00 11.52%
5000
126.0
0l37.0 63.0 99.0, | 158.0 198.0224.0 ,H
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BF121418.M Mon Dec 17 12:23:55 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121518\
Data File : BF111474.D

Aca On : 15 Dec 2018 17:48

Operator : JU/SJ

Sample : J6361-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121418_M
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 Heptadecane, 9-octyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.85 10.05 ng 433444 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2340 (15.851 min): BF111474.D (-2336) (-) m/z 57.10 100.00%
57.1
5000 85.0
13. 1560 15.80 16.00 16.20
1412 211.1 266.1 ' ' '
ol A b U g% 18322181 26612953 3301 3741 nzz 71.10  61.38%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 LA L L L L L LB
15.60 15.80 16.00 16.20
m/z 43.10 58.28%
13.0
o 1410 1830  2P9%7.0206.0  352.0
m/z--> 50 100 150 200 250 300 350
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57.0
R R EREE RS S
15.60 15.80 16.00 16.20
5000 85.0 m/z 85.05 45 _.37%
113.0 155.0
0 | J l j 18‘3.0 225'0
L T B e e e e L e e o o o o
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R e e
57.0 15.60 15.80 16.00 16.20
m/z 55.10 22.98%
85.0
5000
29.0
o | . ‘1‘14}9 183.0 225.0253.0 296.0
T L e e e e e B e e e LA L e i o o o o o e R R EREE RS S
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121518\
Data File : BF111474.D

Acq On : 15 Dec 2018 17:48

Operator : JU/SJ

Sample - J6361-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121418_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... 5.00 6.8 ng 325512 1 6.79 959192 20.0
unknown6 .57 6.57 74.5 ng 3571990 1 6.79 959192 20.0
n-Hexadecanoic acid 11.85 3.9 ng 218584 4 11.31 1132700 20.0
Pentadecanoic acid 12.63 2.8 ng 155946 4 11.31 1132700 20.0
1-Hexadecanesulfo... 13.80 3.5 ng 255969 5 13.95 1475800 20.0
Heptadecane 14.43 2.9 ng 212261 5 13.95 1475800 20.0
Octadecane 14.73 7.3 ng 315104 6 15.39 863002 20.0
Tridecane, 1-iodo- 15.06 11.4 ng 491508 6 15.39 863002 20.0
Benzo[e]pyrene 15.27 3.8 ng 162504 6 15.39 863002 20.0
Heptadecane, 9-oc... 15.85 10.1 ng 433444 6 15.39 863002 20.0
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