LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF060120\
Data File : BF120479.D
Acq On 1 Jun 2020 18:55 Instrument :
Operator : JU/CG E?Afs el

- _ lentosampleld :
3?22'6 : L2773-02 NM8-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF052820_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 height area % max. total
1 1.963 10 13 29 rvv 839660 1256063 27.65% 2.661%
2 2.087 29 34 49 rVB 1012022 1290857 28.42% 2.735%
3 5.463 603 608 611 rBVY 4006464 3871327 85.23% 8.203%
4 6.475 775 780 783 rBVY 3579750 3943967 86.83% 8.356%
5 6.669 810 813 818 rBvV2 70911 80206 1.77% 0.170%
6 6.839 839 842 846 rBV 1505676 1349683 29.72% 2.860%
7 6.998 865 869 872 rBV 4044279 3521161 77.52% 7.461%
8 7.404 933 938 941 rBV 3005705 2631817 57.94% 5.576%
9 8.122 1056 1060 1063 rBV 1894059 1622767 35.73% 3.438%
10 9.198 1239 1243 1247 rBV 4898048 4542014 100.00% 9.624%
11 9.592 1307 1310 1313 rBVY 949781 690438 15.20% 1.463%
12 9.739 1331 1335 1339 rBvV 100274 79239 1.74% 0.168%
13 9.880 1355 1359 1362 rVB 1898205 1573584 34.65% 3.334%
14 10.080 1388 1393 1398 rBV 63197 65109 1.43% 0.138%
15 10.669 1488 1493 1496 rBV 2420125 2298773 50.61% 4.871%
16 10.786 1510 1513 1517 rBV3 37642 47101 1.04% 0.100%
17 11.227 1582 1588 1591 rBV5 32061 61911 1.36% 0.131%
18 11.310 1599 1602 1606 rBV3 57754 67426 1.48% 0.143%

19 11.363 1606 1611 1613 rVV 1665220 1435237 31.60% 3.041%
20 11.386 1613 1615 1618 rVV 558166 422380 9.30% 0.895%

21 11.439 1622 1624 1627 rVB 159658 114295 2.52% 0.242%
22 11.592 1645 1650 1653 rBV 55335 73766 1.62% 0.156%
23 11.821 1685 1689 1692 rBV3 105416 143327 3.16% 0.304%
24 11.863 1692 1696 1699 rVV2 163030 222727 4_.90% 0.472%
25 11.892 1699 1701 1705 rVB 286071 229208 5.05% 0.486%

26 11.974 1712 1715 1718 rBV 147647 167908 3.70% 0.356%

27 11.998 1718 1719 1724 rVB 79154 52407 1.15% 0.111%
28 12.163 1744 1747 1749 rBV 61162 62691 1.38% 0.133%
29 12.180 1749 1750 1754 rVB2 63358 49053 1.08% 0.104%
30 12.415 1787 1790 1793 rBV 83821 96586 2.13% 0.205%
31 12.498 1801 1804 1810 rVB2 76730 78996 1.74% 0.167%
32 12.574 1812 1817 1821 rVB 1179316 1060006 23.34% 2.246%
33 12.727 1841 1843 1849 rBV2 35514 53305 1.17% 0.113%

34 12.804 1850 1856 1862 rVV 1102508 1188814 26.17% 2.519%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF060120\
Data File : BF120479.D
Acq On 1 Jun 2020 18:55 Instrument :
Operator : JU/CG EﬁAfs el

- _ lentosampleld :
3?22'6 : L2773-02 NM8-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF052820.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.851 1862 1864 1869 rVB2 42087 66034 1.45% 0.140%

36 12.951 1877 1881 1884 rVB 4144319 3721896 81.94% 7.886%
37 13.027 1889 1894 1897 rBV2 94121 163494 3.60% 0.346%

38 13.110 1906 1908 1910 rBVZ2 49451 62880 1.38% 0.133%
39 13.133 1910 1912 1915 rVB 166363 145247 3.20% 0.308%
40 13.198 1921 1923 1926 rVB 81191 59238 1.30% 0.126%
41 13.239 1927 1930 1932 rVB2 117214 105859 2.33% 0.224%
42 13.327 1943 1945 1948 rBVY 72361 63508 1.40% 0.135%
43 13.362 1948 1951 1955 rVB 84324 87417 1.92% 0.185%
44 13.639 1995 1998 2003 rBVY 152969 148005 3.26% 0.314%
45 13.780 2020 2022 2024 rVB 94500 64787 1.43% 0.137%
46 13.804 2024 2026 2027 rBV 90460 63151 1.39% 0.134%

47 13.857 2031 2035 2041 rVvB2 508304 656851 14.46% 1.392%
48 14.004 2055 2060 2063 rBV2 1573934 1978521 43.56% 4.192%
49 14.027 2063 2064 2071 rVB 619871 475258 10.46% 1.007%
50 14.109 2076 2078 2081 rBV 116436 93834 2.07% 0.199%

51 14.474 2138 2140 2142 rBV 170392 158864 3.50% 0.337%
52 15.039 2232 2236 2243 rBV 535050 974480 21.45% 2.065%
53 15.115 2246 2249 2252 rBV 281322 308679 6.80% 0.654%
54 15.339 2284 2287 2292 rVB 330108 401327 8.84% 0.850%
55 15.398 2294 2297 2303 rVB 414618 471514 10.38% 0.999%

56 15.462 2304 2308 2311 rBV 880822 1092732 24.06% 2.315%
57 15.933 2385 2388 2393 rVB 247875 317573 6.99% 0.673%
58 17.097 2581 2586 2592 rBV2 522309 1071317 23.59% 2.270%

Sum of corrected areas: 47196615
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF060120\

Data File : BF120479.D

Acq On 1 Jun 2020 18:55

Operator : JU/CG

ﬁ?ggle i L2773-02 NM8-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF120479.D
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3000000 740
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Abundance TIC: BF120479.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF060120\

Data File : BF120479.D

Acq On 1 Jun 2020 18:55

Operator : JU/CG

ﬁ?ggle i L2773-02 NM8-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Methylene chloride Concentration Rank 4

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

1.96 18.61 ng 1256060 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methylene chloride 84 CH2CI2 000075-09-2 95
2 Methane-d, trichloro- 119 CDCI3 000865-49-6 10
3 Ethyl Chloride 64 C2H5CI 000075-00-3 4
4 Acetic acid, chloro-, ethyl ester 122 C4H7CI02 000105-39-5 2
5 Boron trifluoride 68 BF3 007637-07-2 1

Abundance Scan 12 (1.957 min): BF120479.D (-10) (-) m/z 49.00 100.00%
49
84
5000
a7 | o ‘ 1200 210 220 2.30 2.40
L m/z 83.95 65.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1524: Methylene chloride
49
84
5000 H U A U A
2.00 2.10 2.20 2.30 2.40
m/z 85.90 42 _.83%
0 28 35 42 ||| 57 71 |
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
84
1200 210 220 2.30 2.40
5000 m/z 51.00 30.20%
47
. 2g 3° 58 70 119
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #352: Ethyl Chloride A BARRSEEEEE S S E
2.00 2.10 2.20 2.30 2.40
m/z 47.00 18.62%
64
5000
49
15 35 ‘
0'“|J“w'm wj“|““H““'w”“|“'w'“'w'“|“'w'“'w'“|' H U AR U A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.00 2.10 2.20 2.30 2.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF060120\

Data File : BF120479.D

Acq On 1 Jun 2020 18:55

Operator : JU/CG

ﬁ?ggle i L2773-02 NM8-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

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

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

2.09 19.13 ng 1290860 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 35 (2.093 min): BF120479.D (-29) (-) m/z 73.10 100.00%
73
5000 43
55 87 S N —
37 o7 200 220 240
Ot e 87 || M/Z 43.05  36.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AL UL N
43 200 220 240
55 87 m/z 55.10 25.52%
Lo Psl el
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 U L
200 220 240
5000 a1 55 m/z 87.10 25.08%
29
0 47 67 | 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- A
73 200 220 240

m/z 41.05 12.17%
5000 43

29 87

T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.00

58

o

T
2.20

™1
2.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF060120\

Data File : BF120479.D

Acq On 1 Jun 2020 18:55

Operator : JU/CG

ﬁ?ggle i L2773-02 NM8-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Anthracene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.86 3.10 ng 222727 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 95
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 91

Abundance Scan 1696 (11.863 min): BF120479.D (-1692) (-) m/z 192.10 100.00%

2

5000

=

A

11.60 11.80 12.00 12.20
m/z 191.05 52.85%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54735: Anthracene, 2-methyl-

-

5000
11.60 11.80 12.00 12.20

m/z 189.00 31.55%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 190.10 16.36%

165
44 63 g1 96 115 139

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 \ /\A
Abundance #54731: Anthracene, 9-methyl- B ERmmaLaEes S e

192 11.60 11.80 12.00 12.20
m/z 193.00 16.16%

5000

96

115 139 16°

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20

-

8270-BF052820.M Tue Jun 02 14:37:09 2020 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF060120\

Data File : BF120479.D

Acq On 1 Jun 2020 18:55

Operator : JU/CG

ﬁ?ggle i L2773-02 NM8-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Phenanthrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.89 3.19 ng 229208 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 92
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 92
5 1H-Indene, 1l-phenyl- 192 C15H12 001961-96-2 91

Abundance Scan 1701 (11.892 min): BF120479.D (-1699) (-) m/z 192.10 100.00%

192

5000

11.60 11.80 12.00 12.20

01 m/z 191.05 54 .64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-
192
5000

11.60 11.80 12.00 12.20
m/z 73.00 36.00%

94 165
82
ol 27 5163 | 115 139152 | 178 |

PP P T o T T T R T T T T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance

192
11.60 11.80 12.00 12.20
5000 m/z 43.10 31.79%

165
2739 63 g2 96 115 139152 | 178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #54738: Anthracene, 9-methyl- AR EEREE L
192 11.60 11.80 12.00 12.20

m/z 60.00 30.51%

5000

2730 63 89 115 139152165178 |

L -

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\BF060120\

Data File : BF120479.D

Acq On 1 Jun 2020 18:55

Operator : JU/CG

ﬁ?ggle i L2773-02 NM8-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Benzaldehyde, 3,5-dichloro-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.97 2.34 ng 167908 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4Cl1202 000090-60-8 64
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 60
3 H5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 38
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 38
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 38

Abundance Scan 1714 (11.968 min): BF120479.D (-1712) (-) m/z 192.05 100.00%

2

5000

11.60 11.80 12.00 12.20
m/z 191.10 71.35%

110126 150

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53362: Benzaldehyde, 3,5-dichloro-2-hydroxy-
0

5000
11.60 11.80 12.00 12.20

m/z 189.00 59.61%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
190
11.60 11.80 12.00 12.20
5000 m/z 190.10 51.90%

94

39 6378 || 110 137 163

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54757: 5H-Dibenzo[a,d]cycloheptene e A e A
192 11.60 11.80 12.00 12.20

m/z 94.80 26.27%

L

28 43 63 82
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20

5000

9 165

115 139
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF060120\
Data File : BF120479.D

Acq On 1 Jun 2020 18:55

Operator : JU/CG

Sample : L2773-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 Heptadecyl heptafluorobutyrate Concentration Rank 6

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

13.86 6.64 ng 656851 Chrysene-d12 14.00

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Cyclohexadecane 224 C16H32 000295-65-8 93
4 Cyclopentadecane 210 C15H30 000295-48-7 92
5 n-Tetracosanol- 354 C24H500 000506-51-4 91

Abundance Scan 2036 (13.862 min): BF120479.D (-2031) (-) m/z 83.10 100.00%
a7 83
5000 e -A_,-J¥“Nn,}\~qm_,,pfm~J»~
l |30 1360 13.80 14.00 14.20
167 196218 333 : : : :
ol A g g2 T292I8 298280 306 333 364392 m/z 57.10 99.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 TT T[T T T T[T T rrrrrrr1
111 13. 60 13. 80 14. 00 14. 20
29 ‘ ‘ m/z 43.10 95.69%
oL SR chaall. L S MUMS——
m/z--> 50 200 250 300 350 400
Abundance
55 83
R N REE
13.60 13.80 14.00 14.20
5000 111 m/z 55.10 94 _.52%
29
. 139 167 106 238 266 294 NJ\vAm\Avﬂwwjk-W-“"“‘”x”
IR A o o e e e T o o o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #81246: Cyclohexadecane B EERR Bam e L
55 g3 13.60 13.80 14.00 14.20
m/z 97.10 83.36%
5000
29 111
139 224
ol L L ..MJ l o W S —
m/z--> 50 100 150 200 250 300 350 400 13. 60 13. 80 14. 00 14. 20
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8270-BF052820.M

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF060120\
Data File : BF120479.D

Acq On 1 Jun 2020 18:55

Operator : JU/CG

Sample : L2773-02

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 8 Octadecane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.12 5.65 ng 308679 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Tridecane, l-iodo- 310 C13H271 035599-77-0 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Nonacosane 408 C29H60 000630-03-5 87

Abundance Scan 2250 (15.121 min): BF120479.D (-2246) (-) m/z 57.10 100.00%
57
| [H3 141 183 210084 |8 802324346 385 412434 1480 15.00 1520 1540 _
o S m/z 71.10 69.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57
5000 85 L B SRR UL B
14.80 15.00 15.20 15.40
29 m/z 43.10 60.68%
ol g (M 141 160 107 225 234
m/z--> 50 100 1%0 200 250 300 350 400
Abundance
57
14.80 15.00 15.20 15.40
5000 85 m/z 85.05 51.88%
28
13 155 183 310
Ol e T e e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane e A RERREEESE L
57 14.80 15.00 15.20 15.40
m/z 55.10 22 .68%
85
5000
29 113
oL L. | 141 169 197 225 253 296
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\HPCHEMI\BNA_F\DATA\BF060120\

Data File : BF120479.D

Acq On 1 Jun 2020 18:55

Operator : JU/CG

ﬁ?ggle i L2773-02 NM8-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820.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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.34 7.35 ng 401327 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 94
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
4 Perylene 252 C20H12 000198-55-0 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 89
Abundance Scan 2287 (15.339 min): BF120479.D (-2284) (-) m/z 252.10 100.00%
242
5000
62 99 1T5 156 198224 | 274 319 358382 414 444 13.00 15:20 15.40 15:60
(U N UEE GAanal| NTL SIS L, L m/z 250.10 29.16%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104217: Benzo[e]pyrene
252
5000

15.00 15.20 15.40 15.60
m/z 253.10 21.64%

ol_50 74 99 M 150174200224 h
, i e B A maan o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
252
R e
15.00 15.20 15.40 15.60
5000 m/z 125.00 13.43%
126
ol,_51 74 100 150174.200224
T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #104224: Benzo[K]fluoranthene R e EEAER R
252 15.00 15.20 15.40 15.60
m/z 126.00 10.17%
5000
126
0 74 99 | 200224 J
o L A B e T RN RS e
m/z--> 50 100 150 200 250 300 350 400 450 15. 00 15. 20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF060120\

Data File : BF120479.D

Acq On 1 Jun 2020 18:55

Operator : JU/CG

ﬁ?ggle i L2773-02 NM8-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.93 5.81 ng 317573 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Tetracosane 338 C24H50 000646-31-1 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Tricosane, 2-methyl- 338 C24H50 001928-30-9 74

Abundance Scan 2388 (15.933 min): BF120479.D (-2385) (-) m/z 57.10 100.00%

57
5000 85

15.60 15.80 16.00 16.20

113 266
141 169 197 296 322
ol ML b AL Bae0n07 257 °)" 206322 304 a0s a2 | T S0T 69 g
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane
57
5000 LA L L L L B LB LB |
85 15.60 15.80 16.00 16.20
m/z 43.10 56.65%
29
oL T 1) 13141160 107 225 253 281 323 351 380
o T e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57
85 R B
15.60 15.80 16.00 16.20
5000 m/z 85.10 49.07%
13 14
29 169 197 225 253 281 309 338
ob—rg e T e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane e EREmEmEE T
7 15.60 15.80 16.00 16.20
m/z 55.10 22_.11%
85
5000
29 113
oL 141} 177141 169 107 225 253 296
e L T R B
m/z--> 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF060120\

Data File : BF120479.D

Acq On 1 Jun 2020 18:55

Operator : JU/CG

ﬁ?ggle i L2773-02 NM8-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.10 19.61 ng 1071320 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 89
2 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000508-55-4 83
31,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 70
4 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 53
5 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 49
Abundance Scan 2586 (17.097 min): BF120479.D (-2581) (-) m/z 204.15 100.00%
204 ﬁ
5000 278301
RN SO BN B
303 425 16.80 17.00 17.20 17.40
o 2738 o m/z 135.10 63.55%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene
204
a1 91 133
5000 161 L SR SRR SR SR
16.80 17.00 17.20 17.40
6 ‘ m/z 69.10 55.33%
ol .L,....J.”.,....,....,....,.”.,...
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
204
o 161 SRS SURUSE BRI BN
M g 16.80 17.00 17.20 17.40
5000 m/z 121.10 55.04%
0IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII W‘\j\vkw
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64400: 1,2,4,8-TetramethyIbicyclo[6.3.0]undeca-2,4-diene R ERE REmEEE R
204 16.80 17.00 17.20 17.40
m/z 133.05 49_71%
108
5000 133 161
Ll
0 f"“l"{'ll""'|""|""|""|""|"' RSN SO BAN BN
m/z--> 50 100 150 200 250 300 350 400 450 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF060120\

Data File : BF120479.D

Acq On 1 Jun 2020 18:55

Operator : JU/CG

3?22'6 i L2773-02 NM8-COMP-2020-0-6
ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820_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]
Methylene chloride 1.96 18.6 ng 1256060 1 6.85 1349680 20.0
Butane, 2-methoxy... 2.09 19.1 ng 1290860 1 6.85 1349680 20.0
Anthracene, 2-met... 11.86 3.1 ng 222727 4 11.36 1435240 20.0
Phenanthrene, 2-m... 11.89 3.2 ng 229208 4 11.36 1435240 20.0
Benzaldehyde, 3,5... 11.97 2.3 ng 167908 4 11.36 1435240 20.0
Heptadecyl heptaf... 13.86 6.6 ng 656851 5 14.00 1978520 20.0
Octadecane 15.12 5.7 ng 308679 6 15.46 1092730 20.0
Benzo[e]pyrene 15.34 7.3 ng 401327 6 15.46 1092730 20.0
Heptacosane 15.93 5.8 ng 317573 6 15.46 1092730 20.0
1,1,4a-Trimethyl-__.. 17.10 19.6 ng 1071320 6 15.46 1092730 20.0
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