LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109144.D
Aca On : 19 Sep 2018 15:35 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22Ie - J4967-03 SUP-UST-091718-03
ALS Vial : 6 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-BF091418 .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 4.919 435 439 446 rVB 99878 121153 4.91% 0.412%
2 5.301 501 504 505 rBV 29442 27889 1.13% 0.095%
3 5.337 505 510 513 rVB 2312688 2190610 88.73% 7 .455%
4 6.360 680 684 690 rVB2 2401689 2446355 99.09% 8.325%
5 6.489 702 706 710 rBVY 2369439 2290841 92.79% 7.796%
6 6.554 714 717 719 rBV 43449 36965 1.50% 0.126%
7 6.719 742 745 749 rBV 901204 800964 32.44% 2.726%
8 6.878 768 772 775 rBVY 2218686 1861285 75.39% 6.334%
9 7.278 835 840 843 rBVY 1393033 1372714 55.60% 4.672%
10 8.001 959 963 969 rBVY 1187195 992368 40.20% 3.377%

11 9.078 1142 1146 1149 rBV 2868779 2468824 100.00% 8.402%
12 9.472 1210 1213 1216 rBV 375966 288855 11.70% 0.983%

13 9.613 1234 1237 1240 rVB 55508 44054 1.78% 0.150%
14 9.754 1256 1261 1264 rBV 1171313 989560 40.08% 3.368%
15 9.954 1292 1295 1299 rVB2 35958 35830 1.45% 0.122%
16 10.295 1350 1353 1360 rVB 38594 39159 1.59% 0.133%
17 10.536 1390 1394 1399 rBV 1559803 1308930 53.02% 4._.455%
18 10.666 1413 1416 1423 rVB5 33789 49564 2.01% 0.169%
19 11.036 1476 1479 1484 rVB 41650 43486 1.76% 0.148%
20 11.124 1490 1494 1497 rBVZ2 33695 38635 1.56% 0.131%

21 11.230 1508 1512 1514 rBV 1060875 898996 36.41% 3.059%
22 11.254 1514 1516 1519 rVV 640001 478235 19.37% 1.628%
23 11.301 1519 1524 1528 rVB 97991 101283 4._.10% 0.345%

24 11.460 1546 1551 1553 rBV2 54397 53062 2.15% 0.181%
25 11.730 1594 1597 1599 rBV 107964 92874 3.76% 0.316%
26 11.760 1599 1602 1607 rVV2 159688 256527 10.39% 0.873%
27 11.801 1607 1609 1612 rVVZ2 39268 40906 1.66% 0.139%
28 11.842 1612 1616 1618 rVV 123431 138496 5.61% 0.471%
29 11.866 1618 1620 1622 rVB 66763 55166 2.23% 0.188%
30 12.024 1644 1647 1648 rBV 80565 61665 2.50% 0.210%
31 12.042 1648 1650 1657 rVB 106384 99150 4.02% 0.337%
32 12.277 1687 1690 1693 rBV 82971 89155 3.61% 0.303%
33 12.313 1694 1696 1698 rVVv2 39651 39202 1.59% 0.133%
34 12.360 1701 1704 1708 rVB2 63919 73572 2.98% 0.250%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\
Data File : BF109144.D
Aca On : 19 Sep 2018 15:35 Instrument :
Operator : JU/SJ EﬁAfs el

- _ lentosampleld :
3?22Ie - J4967-03 SUP-UST-091718-03
ALS Vial : 6 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-BF091418.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 12.436 1713 1717 1721 rVV 1005065 848705 34.38% 2.888%

36 12.666 1750 1756 1759 rBV 806248 870396 35.26% 2.962%

37 12.783 1774 1776 1777 rBV 54352 37766 1.53% 0.129%
38 12.813 1777 1781 1784 rVV 2214616 1917028 77.65% 6.524%
39 12.883 1791 1793 1796 rVB 62969 61679 2.50% 0.210%
40 13.060 1820 1823 1825 rVB 67193 57477 2.33% 0.196%
41 13.095 1826 1829 1832 rBV2 110416 111855 4_.53% 0.381%
42 13.218 1848 1850 1853 rBVY 53462 42102 1.71% 0.143%
43 13.495 1895 1897 1903 rVB 120273 121457 4.92% 0.413%
44 13.607 1913 1916 1919 rBV2 80026 89060 3.61% 0.303%
45 13.636 1919 1921 1923 rBVY 68064 54116 2.19% 0.184%
46 13.701 1930 1932 1933 rBV 78063 61622 2.50% 0.210%

47 13.718 1933 1935 1939 rVB 146517 149101 6.04% 0.507%
48 13.860 1954 1959 1961 rBV2 1117715 1368289 55.42% 4_.657%
49 13.883 1961 1963 1965 rVB 496285 360679 14.61% 1.227%
50 14.865 2127 2130 2133 rBV 446064 607291 24.60% 2.067%

51 14.959 2143 2146 2150 rBV2 274742 306026 12.40% 1.041%
52 15.148 2175 2178 2184 rVB 296854 350302 14.19% 1.192%
53 15.207 2184 2188 2191 rVV 386351 447078 18.11% 1.521%
54 15.265 2194 2198 2201 rVV 691875 887878 35.96% 3.022%
55 15.312 2204 2206 2214 rVB 333568 395515 16.02% 1.346%

56 15.718 2272 2275 2281 rVB 223942 312284 12.65% 1.063%

Sum of corrected areas: 29384036
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF091918\

BF109144.D

19 Sep 2018 15:35

JU/SJ

J4967-03 SUP-UST-091718-03
6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF109144.D

5.34
6.88

7.28

6.72

4.92
N

5590

(O
Time-->

P T
5.00 5.50

Abundance

2500000

2000000

1500000

8.00

1000000

500000

TIC: BF109144.D

12.81

10.54

9.75 11.23

12288376222

10.67 1110412

9.95 10.3£)AJ

0 T
Time-->

-
13.00

11.50

12.00

T
12.50

T T T
10.00 10.50 11.00

Abundance

2500000

2000000

1500000

1000000

5000007°:

0

TIC: BF109144.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109144.D

Aca On : 19 Sep 2018 15:35

Operator : JU/SJ

ﬁ?ggle i J4967-03 SUP-UST-091718-03
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 8

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

4.92 3.03 ng 121153 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 25
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 22

Abundance Scan 439 (4.919 min): BF109144.D (-435) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
690 831 111.1 4.60 4.80 5.00 5.20
o...,....,....,....l,':...,..'.h!,....-,....,.-...,...:,|....,-...., m/z 59.10 57.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IBESAABESARRERARRE SARES
4.60 4.80 5.00 5.20
59.0 m/z 101.10 22.39%
0 270 || o #0509
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520
5000 m/z 58.00 15.22%
29.0 101.0
N e P Il 730 830
RIS UL SULELIN SU L UL JUE L SO IO IURILS SULIE SR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime B e mama s
43.0 4.60 4.80 5.00 5.20
m/z 41.00 10.33%
5000
101.0
o 180 3o || %80 go0  gso
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109144.D

Aca On : 19 Sep 2018 15:35

Operator : JU/SJ

ﬁ?ggle i J4967-03 SUP-UST-091718-03
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 unknown6.49 Concentration Rank 1

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

6.49 57.20 ng 2290840 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 706 (6.489 min): BF109144.D (-702) (-) m/z 132.00 100.00%
132.0
5000 68.1
UL U R
6.20 6.40 6.60 6.80
0 B E e m/z 68.10 44 _37%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 UL U R A
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.57%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
620 640 6.60 6.80
5000 m/z 66.10 28.33%
s 0o | ||
0'"'I'“W'k”"'u""I'h"l""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.41%
74.0
5000 98.0 116.0
0 T II‘I\I\I\I ""Ml ||“| : |‘H“||‘|“| : I‘MI —— ?-5|80| —— |]|-8|9.|0| R L .
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109144.D

Aca On : 19 Sep 2018 15:35

Operator : JU/SJ

ﬁ?ggle i J4967-03 SUP-UST-091718-03
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Phenanthrene, 3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.73 2.07 ng 92874 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 93
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 91
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 91
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 91
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
Abundance Scan 1597 (11.730 min): BF109144.D (-1594) (-) m/z 192.10 100.00%
190.1
5000
165.1 D10 1160 1100 1900
95.0 11.40 11.60 11.80 12.00
. 63.0 139.1
Ol 020, 800y 1129 A el Tm/z 191.10 57.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54747: Phenanthrene, 3-methyl-
192.0
5000
11.40 11.60 11.80 12.00
m/z 189.10 30.23%
390 630 810 | 1150 150.0165-0
0|""f”"|;'”|“'Jh"'5|”"|"ﬁl""|” T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54749: Phenanthrene, 2-methyl-
192.0 JAJL
11.40 11.60 11.80 12.00
5000 m/z 190.10 16.17%
165.0
0 390 630 810 %0 1150 1390
iz 30 b e 8 10 10 140 180 1% 200 \
Abundance #54731: Anthracene, 9-methyl- R ERE SN LACIISSS SRR
192.0 11,40 11.60 11.80 12.00
m/z 193.05 13.17%
5000
96.0
oL 30 630 810 | 1s0 1390 *°° “\ |
m/z--> 20 40 eb 85 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109144.D

Aca On : 19 Sep 2018 15:35

Operator : JU/SJ

ﬁ?ggle i J4967-03 SUP-UST-091718-03
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.76 5.71 ng 256527 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
2 1H-Cvclopropall'lphenanthrene.la.... 192 C15H12 000949-41-7 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 95
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94

Abundance Scan 1602 (11.760 min): BF109144.D (-1599) (-) m/z 192.10 100.00%

19p.1

5000
431 730 960 1 11.40 11.60 11.80 12.00
129.0
ol 1480 2131 m/z 191.10 57.16%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54750: Phenanthrene, 2-methyl-
19%.0
5000
11.40 11.60 11.80 12.00
0,
940 165.0 m/z 189.10 28.91%

39.0 63.0 115.0 139.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192.0
11.40 11.60 11.80 12.00
5000 m/z 193.10 14 _.29%
165.0
0 39.0 63.0 9.0 1150 139.0 | |
e T LA e B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54735: Anthracene, 2-methyl-
192.0 11.40 11.60 11.80 12.00
m/z 190.10 13.87%
5000
165.0
o150 300 630 %30 1150 1300 M
e B e e LS BN E B s S  EEan s B AR N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109144.D

Aca On : 19 Sep 2018 15:35

Operator : JU/SJ

ﬁ?ggle i J4967-03 SUP-UST-091718-03
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.84 3.08 ng 138496 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 42
3 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 38
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 38
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 38

Abundance Scan 1616 (11.842 min): BF109144.D (-1612) (-) m/z 190.10 100.00%
190.1
5000 Aﬂﬁjk
949 1651 R B R A A
11.60 11.80 12.00 12.20
ol 320 1231139.0 m/z 189.10 99.10%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.60 11.80 12.00 12.20
' m/z 192.10 71.48%
0 390 630 | || 1100 1370 1630
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54734: Anthracene, 2-methyl-
192.0
11.60 11.80 12.00 12.20
5000 m/z 191.10 51.65%
96.0 165.0
0 630 , | 1150 1390 L w
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54746: Phenanthrene, 1-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 187.00 20.69%
5000
165.0
o 39.0 630 9.0 1150 139.0 1o
mz-> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109144.D

Aca On : 19 Sep 2018 15:35

Operator : JU/SJ

ﬁ?ggle i J4967-03 SUP-UST-091718-03
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 9,10-Anthracenedione Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.04 2.21 ng 99150 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 98
2 9H-Fluoren-9-one 180 C13H80 000486-25-9 60
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 60
4 Benzolclcinnoline 180 C12H8N2 000230-17-1 58
5 1,4-Anthracenedione 208 C14H802 000635-12-1 52
Abundance Scan 1650 (12.042 min): BF109144.D (-1648) (-) m/z 180.10 100.00%
152.1 18p.1 208.1
5000
11.80 12.00 12.20 12.40
0 b M 281 0810 98.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67896: 9,10-Anthracenedione
15p.0 180.0 208.0
5000 76.0
11.80 12.00 12.20 12.40
50.0 126.0 m/z 152.10 86.97%
o 1020 |
m/z--> 20 40 60 85 160 150 150 1éo 180 200 220 250
Abundance #45753: 9H-Fluoren-9-one
180.0
"' 11/80 12.00 12.20 12.40
5000 m/z 151.10 42 .71%
152.0
76.0
ol270 500 | 980 1260 |
m/z--> ﬁo 45 eb 85 160 150 150 1&0 180 260 220 250
Abundance #45757: 1H-Phenalen-1-one e e
180.0 11.80 12.00 12.20 12.40
152.0 m/z 76.00 34 .30%
5000
76.0
280 500 | | 980 1260 |
m/z--> ﬁo 45 eb 85 160 150 150 1éo 180 260 220 250 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109144.D

Aca On : 19 Sep 2018 15:35

Operator : JU/SJ

ﬁ?ggle i J4967-03 SUP-UST-091718-03
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 3-Eicosene, (E)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.72 2.18 ng 149101 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Cvclohexadecane 224 C16H32 000295-65-8 93
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 1935 (13.718 min): BF109144.D (-1933) (-) m/z 57.10 100.00%
1T /\’AVA/(\»MT/&
5000 1111
1401167, 218.1 247, 291.2 301 13.40 13.60 13.80 14.00
— oLl el | LAl SNa? 0 Tn/z 83.10 92.84%
m/z--> 50 100 150 200 250 300
Abundance #127771: 3-Eicosene, (E)-
57.0
5000 LR BT UL B UL
29.0 111.0 13.40 13.60 13.80 14.00
' m/z 43.10 90.40%
o wammmmnmmmﬁw
m/z--> 50 100 150 200 250 300 '
Abundance #166292: Behenic alcohol
550 83.0
13.40 13.60 13.80 14.00
5000 111.0 m/z 55.10 78.69%
29.0
ol L { | | ‘ﬁg0167019602240252028003080 W
m/z--> 50 100 150 200 250 300
Abundance #81246: Cyclohexadecane B R o
553.0 83.0 13.40 13.60 13.80 14.00
m/z 69.10 73.96%
5000
29.0 111.0
LU messosmorn
m/z--> 50 150 200 250 300 ' 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109144.D

Aca On : 19 Sep 2018 15:35

Operator : JU/SJ

ﬁ?ggle i J4967-03 SUP-UST-091718-03
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.96 6.89 ng 306026 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heneicosane 296 C21H44 000629-94-7 83
3 Hentriacontane 437 C31H64 000630-04-6 74
4 Hexacosane 366 C26H54 000630-01-3 74
5 2-methyloctacosane 408 C29H60 1000376-72-8 72
Abundance Scan 2146 (14.959 min): BF109144.D (-2143) (-) m/z 57.10 100.00%
57.1
252.1
e 1450 14150 15,00 1550
41.1 : . : :
(I 1|, LAZS  Jort | | 29633342 4012 | uoTUg1 10 76.93%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #83028: Hexadecane
57.0
5000 LR DR P BN BRI B
14 60 14. 80 15. oo 15.20
99.0 m/z 43.10 66.78%
oL LL| 1] 1410 1830 2260
m/z--> 6 éo 160 1éo 260 250 360 3%0 460 '
Abundance #141425: Heneicosane
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.10 59.98%
99.0
0 15q‘ ‘ | 141.0 183.0 225.0 296.0
m/z--> 6 éo 160 1éo 260 250 360 3%0 460 '
Abundance #223852: Hentriacontane R BE T
57.0 14.60 14.80 15.00 15.20
m/z 252.10 34.44Y%
5000
99.0
o | 14101830 2250 267.0 309.0 351.0 437.0
m/z--> (I) 5'0 1(')0 1éo 2(')0 250 3(')0 3&1;0 4(|)O ! 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109144.D

Aca On : 19 Sep 2018 15:35

Operator : JU/SJ

ﬁ?ggle i J4967-03 SUP-UST-091718-03
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 3
R.T. EstConc Area Relative to ISTD R.T.
15.15 7.89 ng 350302 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 96
3 Benzolilfluoranthene 252 C20H12 000205-82-3 94
4 Benzolalovrene 252 C20H12 000050-32-8 94
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
Abundance Scan 2178 (15.148 min): BF109144.D (-2175) (-) m/z 252.10 100.00%
259.1
5000
125.1
14.80 15.00 15.20 15.40
ol 281 ) 16712111 | 3142 3653 4153 5072 o o5n 10 29.75%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104217: Benzo[e]pyrene
252.0
5000

14.80 15.00 15.20 15.40
m/z 253.10 20.66%

125.0
39.0 83.0 , | 200.0

O e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104227: Benz[e]acephenanthrylene
252.0
14.80 15.00 15.20 15.40
5000 m/z 125.10 14.48%
126.0
0 39.0 87.0 200.0
L e B B o
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #104223: Benzolj]fluoranthene L B o
252.0 14.80 15.00 15.20 15.40
m/z 126.00 11.49%
5000
126.0
0 39.0 87.0 200.0
L e e o LA e o o R R e R ARRE
m/z--> 50 100 150 200 250 300 350 400 450 500 14. 80 15. 00 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF091918\

Data File : BF109144.D

Aca On : 19 Sep 2018 15:35

Operator : JU/SJ

ﬁ?ggle i J4967-03 SUP-UST-091718-03
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091418_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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.72 7.03 ng 312284 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Pentacosane 352 C25H52 000629-99-2 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 2275 (15.718 min): BF109144.D (-2272) (-) m/z 57.10 100.00%
57.1
st 15.40 15.60 15.80 16.00
141.1 266.1 . : : .
I .‘.||, L L5 1832 2241 ) 8232 36423993 | o 71.10  73.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 R A BRI BN SUR
15.40 15.60 15.80 16.00
99.0 m/z 43.10 60.10%
oL26lof |} | J | 1410 1830 2250 296.0
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance #185533: Pentacosane
57.0
15.40 15.60 15.80 16.00
5000 m/z 85.10 52.26%
99.0
ol2e0 | | || | J% 1830 2250 267.0 3000 3520
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #100330: 2-Bromo dodecane e e RAREsEa T
57.0 15.40 15.60 15.80 16.00
m/z 55.00 20.46%
‘ 99.0 169.0
0 '%apyl"*'i'é"}gaq — T "'26?9' LN AR UL SR R DA BRI BN SO
m/z--> 50 100 150 200 250 300 350 400 15.40 15.60 15.80 16.00

8270-BF091418_.M Thu Sep 20 11:28:12 2018 Page: 13



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF091918\

Data File : BF109144.D

Acq On : 19 Sep 2018 15:35

Operator : JU/SJ

3?22'6 i J4967-03 SUP-UST-091718-03
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091418_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... 4.92 3.0 ng 121153 1 6.72 800964 20.0
unknown6 .49 6.49 57.2 ng 2290840 1 6.72 800964 20.0
Phenanthrene, 3-m... 11.73 2.1 ng 92874 4 11.23 898996 20.0
Phenanthrene, 2-m... 11.76 5.7 ng 256527 4 11.23 898996 20.0
4H-Cyclopenta[def... 11.84 3.1 ng 138496 4 11.23 898996 20.0
9,10-Anthracenedione 12.04 2.2 ng 99150 4 11.23 898996 20.0
3-Eicosene, (E)- 13.72 2.2 ng 149101 5 13.86 1368290 20.0
Hexadecane 14.96 6.9 ng 306026 6 15.27 887878 20.0
Benzo[e]pyrene 15.15 7.9 ng 350302 6 15.27 887878 20.0
Heneicosane 15.72 7.0 ng 312284 6 15.27 887878 20.0
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