LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117336.D

Aca On : 4 Oct 2019 00:11

Operator :© JU

Sample : K5165-01

Misc :

ALS Vial : 22 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-BF091319.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 5.440 567 570 585 rBV 703646 851277 82.66% 7.738%
2 6.463 740 744 761 rBV 653746 968286 94.02% 8.802%
3 6.587 761 765 779 rVB 1094140 1029850 100.00% 9.362%
4 6.810 799 803 810 rBV 290290 265567 25.79% 2.414%
5 6.963 825 829 841 rBV 826740 786582 76.38% 7.150%
6 7.369 895 898 913 rBV 427195 549018 53.31% 4.991%
7 8.092 1017 1021 1043 rBV 203205 279896 27.18% 2.544%
8 9.163 1199 1203 1214 rBV 897311 895335 86.94% 8.139%
9 9.557 1267 1270 1279 rVB 57821 57749 5.61% 0.525%
10 9.704 1290 1295 1300 rBV 9028 10678 1.04% 0.097%
11 9.839 1315 1318 1322 rBV 246675 234677 22.79% 2.133%
12 9.875 1322 1324 1334 rVB 15653 19320 1.88% 0.176%
13 10.633 1449 1453 1464 rBvV 371211 398956 38.74% 3.627%
14 10.751 1469 1473 1480 rVB5 7063 13151 1.28% 0.120%
15 11.186 1543 1547 1549 rVB3 15272 13513 1.31% 0.123%
16 11.227 1549 1554 1558 rBvV3 7047 10972 1.07% 0.100%

17 11.327 1568 1571 1573 rBV 240528 217395 21.11% 1.976%
18 11.351 1573 1575 1582 rVV 175120 190411 18.49% 1.731%

19 11.404 1582 1584 1591 rVB 31114 37741 3.66% 0.343%
20 11.569 1610 1612 1617 rBV3 12248 14360 1.39% 0.131%
21 11.833 1653 1657 1658 rBV 17568 21489 2.09% 0.195%
22 11.851 1658 1660 1667 rVB3 69880 94052 9.13% 0.855%
23 11.910 1667 1670 1672 rBV3 10503 12171 1.18% 0.111%
24 11.939 1672 1675 1678 rBV2 32780 35251 3.42% 0.320%
25 12.016 1686 1688 1691 rBvV4 10376 12455 1.21% 0.113%
26 12.127 1704 1707 1710 rVB 14678 12263 1.19% 0.111%
27 12.163 1710 1713 1717 rBV3 20126 18980 1.84% 0.173%
28 12.274 1726 1732 1735 rBVS8 17067 30237 2.94% 0.275%
29 12.380 1747 1750 1752 rBV 26946 22119 2.15% 0.201%
30 12.410 1752 1755 1758 rBvV4 15393 16612 1.61% 0.151%
31 12.474 1763 1766 1770 rVB3 21891 27452 2.67% 0.250%
32 12.545 1774 1778 1783 rBV 360399 346601 33.66% 3.151%
33 12.639 1791 1794 1799 rVB6 18893 21106 2.05% 0.192%

34 12.774 1811 1817 1824 rBV 311783 362236 35.17% 3.293%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117336.D

Aca On : 4 Oct 2019 00:11

Operator :© JU

Sample : K5165-01

Misc :

ALS Vial : 22 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-BF091319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.910 1836 1840 1850 rVB 952643 877252 85.18% 7.975%

36 12.992 1850 1854 1858 rBV4 19073 32823 3.19% 0.298%
37 13.168 1882 1884 1886 rBV 17040 14336 1.39% 0.130%
38 13.298 1904 1906 1909 rBV 21356 22811 2.21% 0.207%
39 13.333 1909 1912 1913 rVV 24374 22945 2.23% 0.209%
40 13.374 1917 1919 1922 rVB 21753 20375 1.98% 0.185%
41 13.615 1958 1960 1963 rVB 31453 28422 2.76% 0.258%
42 13.721 1976 1978 1980 rBVY 26293 25235 2.45% 0.229%
43 13.745 1980 1982 1985 rVB2 34421 28280 2.75% 0.257%
44 13.774 1985 1987 1988 rBVY 21785 18615 1.81% 0.169%
45 13.804 1989 1992 1994 rBV2 96872 92672 9.00% 0.842%
46 13.939 2012 2015 2016 rBVY 46160 37114 3.60% 0.337%

47 13.974 2016 2021 2023 rVV2 314759 444361 43.15% 4_.039%
48 13.998 2023 2025 2029 rVB 158057 143053 13.89% 1.300%
49 14.421 2095 2097 2099 rBV 49434 51409 4_.99% 0.467%
50 15.009 2194 2197 2200 rBV 104165 152368 14.80% 1.385%

51 15.051 2201 2204 2208 rVB 259554 293359 28.49% 2.667%
52 15.309 2245 2248 2253 rVB 60564 70020 6.80% 0.637%
53 15.368 2255 2258 2264 rVB 79172 97180 9.44% 0.883%
54 15.427 2264 2268 2272 rBV2 139590 202106 19.62% 1.837%
55 15.845 2334 2339 2344 rVB 199451 286063 27.78% 2.600%

56 16.898 2513 2518 2527 rVB3 79106 162113 15.74% 1.474%

Sum of corrected areas: 11000670
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117336.D

Aca On : 4 Oct 2019 00:11

Operator :© JU

Sample : K5165-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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: BF117336.D
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1000000
9.16

800000

600000

400000 10.63

9.84

200000 8.09

9.56
)\ 9.70R.87 0.75

12.91

e T N PR e i

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: BF117336.D

1000000

800000

600000

400000

200000

R
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00

I
17.50

T
18.00

18.50

8270-BF091319.M Fri Oct 04 15:11:26 2019

Page: 3




Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117336.D

Aca On : 4 Oct 2019 00:11

Operator :© JU

Sample : K5165-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown6.59 Concentration Rank 1

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

6.59 77.56 ng 1029850 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 766 (6.592 min): BF117336.D (-761) (-) m/z 132.00 100.00%
132
5000 68
0 75 9% 6.20 6.40 6.60 6.80 7.00
0 I 47 || 61 | | l, 87 1|(|)4 1l m/ : . : . 0
UM RS RS RN AR AN AR AR LA SRS SRS RN A z 68.00 37.47%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 LS L R R
o7 6.20 6.40 6.60 6.80 7.00
- 117 m/z 134.00 32.88%
0 .|”..l....dJ...ﬂ...ﬁg'Jﬂl hhhh..??.J..l}Rgl...Ll%%%.Il...ln
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132
117 620 6.40 6.60 6.80 7.00
5000 m/z 65.95 23.13%
39 91
51 65
B 0 7SS -
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132 6.20 6.40 6.60 6.80 7.00

m/z 69.05 15.07%

97
5000
70
31 60

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117336.D

Aca On : 4 Oct 2019 00:11

Operator :© JU

Sample : K5165-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.85 8.65 ng 94052 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 53
4 Lactose 342 C12H22011 000063-42-3 38
5 2,6,10-Trimethylundeca-1,3-diene 194 C14H26 1000222-09-1 25
Abundance Scan 1660 (11.851 min): BF117336.D (-1658) (-) m/z 73.00 100.00%
73
60

5000

11.60 11.80 12.00 12.20

0 m/z 59.95 71.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 |||||||||||||A||||||||||

11.60 11.80 12.00 12.20

m/z 57.00 68.10%
213
‘J‘“ 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73
R o RN L e
11.60 11.80 12.00 12.20
5000 - 129 m/z 43.00 58.62%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid R mEEE
43 60 73 11.60 11.80 12.00 12.20
m/z 41.10 51.95%
5000 129
29
o 15 L_“uv 143157
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117336.D

Aca On : 4 Oct 2019 00:11

Operator :© JU

Sample : K5165-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Benzaldehyde, 3,5-dichloro-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.94 3.24 ng 35251 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 3.5-dichloro-2-hvyd... 190 C7H4Cl1202 000090-60-8 59
2 1-(9-Phenanthrenvl)-2-propanone 234 C17H140 1000326-08-9 47
3 3-Bromo-2-hvdroxy-2-cvclohexen-1... 190 C6H7Bro02 010324-65-9 47
4 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 46
5 3,5-Dichlorobenzoic acid 190 C7H4CI1202 000051-36-5 46

Abundance Scan 1675 (11.939 min): BF117336.D (-1672) (-) m/z 190.10 100.00%

0

5000

11.60 11.80 12.00 12.20
m/z 192.10 86.65%

123139

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53364: Benzaldehyde, 3,5-dichloro-2-hydroxy-

0

5000
11.60 11.80 12.00 12.20

m/z 189.10 83.23%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #89241: 1-(9-Phenanthrenyl)-2-propanone
191
11.60 11.80 12.00 12.20
5000 m/z 191.05 68.46%
234
43 165
0 29 | 63 88 115 139 | H 206 ‘
T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53300: 3-Bromo-2-hydroxy-2-cyclohexen-1-one
111 192 11.60 11.80 12.00 12.20

m/z 165.00 17.33%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117336.D

Aca On : 4 Oct 2019 00:11

Operator :© JU

Sample : K5165-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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, 4,5-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.27 2.78 ng 30237 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 4.5-dimethvl- 206 C16H14 003674-69-9 53
2 Anthracene. 2-ethvl- 206 C16H14 052251-71-5 53
3 1.3-Diphenvlbuta-1.2-diene 206 C16H14 053544-89-1 46
4 3.4-Dimethoxvbenzvlideneacetone 206 C12H1403 015001-27-1 46
5 1,4-Diphenyl-1,3-butadiene 206 C16H14 000886-65-7 43
Abundance Scan 1731 (12.269 min): BF117336.D (-1726) (-) m/z 206.10 100.00%
206
191
5000
95 119
2 84 133145 ° 178
’ 10 12.00 12.20 12.40 12.60
01 m/z 191.00 74 .80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66264: Phenanthrene, 4,5-dimethyl-
191
206
5000
12.00 12.20 12.40 12.60
m/z 189.10 51.52%

4 89 101

126 139 152 165176

51 63 7

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66243: Anthracene, 2-ethyl-
191 206
12.00 12.20 12.40 12.60
5000 m/z 207.00 41 .81%
89 165
2o ste 1 1% y00 11 1 |
L LA o e e e e e e NI o e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66251: 1,3-Diphenylbuta-1,2-diene
191 206 12.00 12.20 12.40 12.60
m/z 95.10 39.09%
5000 51
77 91 128
T L1 T I
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117336.D

Aca On : 4 Oct 2019 00:11

Operator :© JU

Sample : K5165-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 9,10-Dimethylanthracene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.38 2.03 ng 22119 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Dimethvlanthracene 206 Cl16H14 000781-43-1 96
2 Phenanthrene. 2.3-dimethvl- 206 C16H14 003674-65-5 93
3 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 91
4 Phenanthrene. 1.7-dimethvl- 206 C16H14 000483-87-4 90
5 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 89

Abundance Scan 1750 (12.380 min): BF117336.D (-1747) (-) m/z 206.10 100.00%

5000
76 89 101 447 129 147 12.00 12.20 12.40 12.60
01 m/z 191.05 42 _.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66248: 9,10-Dimethylanthracene
6
5000
12.00 12.20 12.40 12.60
m/z 189.10 26.04%
89 101

28 39 51 63 76 115 127 139 152 165 178

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66256: Phenanthrene, 2,3-dimethyl-
206
12.00 12.20 12.40 12.60
5000 161 m/z 205.10 22.87%
76 89 103
ol 27 39 51 63 76 | 1" 115126 139 152 165 178 ol
T LA I e e e e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66250: Anthracene, 1,4-dimethyl-
206 12.00 12.20 12.40 12.60
m/z 207.10 20.62%
5000
191
89 103
o2z s 1 P B usia w510 ]
T e e R T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117336.D

Aca On : 4 Oct 2019 00:11

Operator :© JU

Sample : K5165-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Cyclopenta(def)phenanthrenone Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.47 2.53 ng 27452 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopenta(def)phenanthrenone 204 C15H80 005737-13-3 68
2 5-(4-Ethoxv-phenv)-2H-pvrazol-3-o0l 204 C11H12N202 1000278-26-8 53
3 1.2.4-Triazolol2.3-clthienol3.2-... 204 C9H8N4S 113246-88-1 53
4 T1.17-Biphenvl1-4.4"-dicarbonitrile 204 C14H8N2 001591-30-6 47
5 4-Methoxy-2-(4-fluorophenyD)pyri... 204 C11H9FN20 076128-75-1 47

Abundance Scan 1765 (12.468 min): BF117336.D (-1763) (-) m/z 204.00 100.00%
5000
126 141 159 12.20 12.40 12.60 12.80
o} m/z 176.10 53.68%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #64588: Cyclopenta(def)phenanthrenone
204
5000
176 12.20 12.40 12.60 12.80
88 m/z 206.10 39.82%
o 62 ° | 102 1pp 190 l
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #63842: 5-(4-Ethoxy-phenyl)-2H-pyrazol-3-ol
204
176 12.20 12.40 12.60 12.80
5000 119 m/z 202.10 28.71%
o1 147
Ohrr 39 51 65 77 || 102 | 134 | 160 ‘\ 189 |
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #64963: 1,2,4-Triazolo[2,3-c]thieno[3,2-E]pyrimidine, 8,9-...
204 12.20 12.40 12.60 12.80
m/z 88.10 24 .59%
5000
189
N 59 176
o Lol 76 24105 1135 150167 L
m/z--> 40 60 80 100 120 140 160 180 200 220 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117336.D

Aca On : 4 Oct 2019 00:11

Operator :© JU

Sample : K5165-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 8 17-Pentatriacontene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.80 4.17 ng 92672 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 87
2 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 86
3 l1-Hentetracontanol 593 C41H840 040710-42-7 83
4 l1sobutyl tetradecvl carbonate 314 C19H3803 959275-58-2 80
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 64
Abundance Scan 1991 (13.798 min): BF117336.D (-1989) (-) m/z 57.00 100.00%
57
5000 WLAW
1340 13.60 13.80 14.00 14.20
o1, m/z 43.10 78.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #234186: 17-Pentatriacontene
57
97
5000 AR SRR SRR S B
Bmmmmmmmmm
m/z 83.10 65.49Y%
o %F 181 223 267 306336 376406 447 490
e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

¥

Abundance #231356: Docosy! pentafluoropropionate
97 13.40 13.60 13.80 14.00 14.20
5000 m/z 69.05 64.79%
39
0 2/ U1, 181 224 264 308 353 454
e o e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #240848: 1-Hentetracontanol e o
57 13.40 13.60 13.80 14.00 14.20
m/z 97.10 62.18%
97
5000
18 39
oL } l [39 181 223 278 320 362 404 446 488518 572
= m B e e A N R A RRARRE R Ema T R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13. 40 13 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117336.D

Aca On : 4 Oct 2019 00:11

Operator :© JU

Sample : K5165-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .42 2.31 ng 51409 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 81
2 Octadecane 254 C18H38 000593-45-3 74
3 Triacontane 422 C30H62 000638-68-6 72
4 Octacosane 394 C28H58 000630-02-4 72
5 Eicosane 282 C20H42 000112-95-8 68

Abundance Scan 2097 (14.421 min): BF117336.D (-2095) (-) m/z 57.10 100.00%

57

85

5000
13 " 14.20 14.40 14.60 14.80
182505 234 262 301 . : : .
oLl 325 m/z 71.00 90.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
5000 LA B L L L L L L LB

14.20 14.40 14,60 14.80
m/z 43.10 69.97%

113 141 169 197 205 268

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane
7
R e
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 62.87%
29
ol gl J113 141 169 197 225 254
A
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane RS EmmEs o L
57 14.20 14.40 14.60 14.80
m/z 55.00 29.47%
5000 85
113
NEINEE |77, 141 169 197 225 253 281 309 337 365 393 422
T T T T T T e e T T R e
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117336.D

Aca On : 4 Oct 2019 00:11

Operator :© JU

Sample : K5165-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 5

R.T. EstConc Area Relative to ISTD R.T.
15.31 6.93 ng 70020 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 97
2 Benzolelpvrene 252 C20H12 000192-97-2 96
3 Benzolklfluoranthene 252 C20H12 000207-08-9 93
4 Benzolalovrene 252 C20H12 000050-32-8 89
5 Perylene 252 C20H12 000198-55-0 86

Abundance Scan 2248 (15.309 min): BF117336.D (-2245) (-) m/z 252.10 100.00%
252
5000
125 15.00 15.20 15.40 15.60
43 83 10 224 : : : :
A3 Bol0g | 16170106 224 f 276 W5 402 tr0.10  29.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene
252
5000
15.00 15.20 15.40 15.60
126 m/z 253.10 17.40%
0,30 74 100, | 150 174 200 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 15.67%
125
ol_50 74 99, | 146 174 200 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #104224: Benzo[K]fluoranthene T
252 15.00 15.20 15.40 15.60
m/z 126.00 12.84%
5000
126
0 74 99 | 200 224 J\
m/z--> 50 100 150 200 250 300 350 400 15.00 15.20 1540 15.60

8270-BF091319.M Fri Oct 04 15:11:31 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100319\
Data File : BF117336.D

Aca On : 4 Oct 2019 00:11

Operator :© JU

Sample : K5165-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.84 28.31 ng 286063 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 2338 (15.839 min): BF117336.D (-2334) (-) m/z 57.05 100.00%
57
85
5000
113 " 15.60 15.80 16.00 16.20
141 . ) .
oL ,I. .ﬁl.ll, Li. 162183204224 247267 295 | "m/z 71.10 90.63%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85 L B BRI B B
15 60 15. 80 16. oo 16 20
29 m/z 43.05 61.65%
oL Lk ﬂ | 1141 169 197 225 253 281 309 337 365 394
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #185533: Pentacosane
57
" 15.60 15.80 16.00 16.20
5000 85 m/z 85.10 60.56%
113
ol 22l M 269189211 230 267 295 323 352
m/z--> 55 160 1%0 260 2éo 360 3éo '
Abundance #202661: Heptacosane T T e
57 15.60 15.80 16.00 16.20
m/z 55.00 21.05%
- T ”J\4ﬂ¢wﬂvkv«4/\fL\ﬂpranﬁw
2 ‘ 113 141 169
ol L bk Ty 700 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 1560 1580 1600 1620
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100319\
Data File : BF117336.D

Acq On : 4 Oct 2019 00:11

Operator : JU

Sample - K5165-01

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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]
unknown6 .59 6.59 77.6 ng 1029850 1 6.81 265567 20.0
n-Hexadecanoic acid 11.85 8.7 ng 94052 4 11.33 217395 20.0
Benzaldehyde, 3,5... 11.94 3.2 ng 35251 4 11.33 217395 20.0
Phenanthrene, 4,5... 12.27 2.8 ng 30237 4 11.33 217395 20.0
9,10-Dimethylanth... 12.38 2.0 ng 22119 4 11.33 217395 20.0
Cyclopenta(def)ph... 12.47 2.5 ng 27452 4 11.33 217395 20.0
17-Pentatriacontene 13.80 4.2 ng 92672 5 13.97 444361 20.0
Nonadecane 14.42 2.3 ng 51409 5 13.97 444361 20.0
Benzo[e]pyrene 15.31 6.9 ng 70020 6 15.43 202106 20.0
Octacosane 15.84 28.3 ng 286063 6 15.43 202106 20.0
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