LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF060120\
Data File : BF120466.D
Acq On > 1 Jun 2020 13:04 Instrument :
Operator : JU/CG E?Afs el

- _ lentosampleld :
3?22'6 : L2792-01 NM32-COMP-2020-0-6
ALS Vial : 7 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 1.922 3 6 10 rVB 526836 606596 11.42% 1.147%
2 1.963 10 13 32 rvv 1557135 2677345 50.40% 5.064%
3 2.098 32 36 46 rVB 1245782 1568084 29.52% 2.966%
4 5.457 602 607 610 rBV 4256470 4233932 79.71% 8.008%
5 6.469 773 779 782 rBV 4125625 4445167 83.68% 8.408%
6 6.669 810 813 818 rBv 64116 74252 1.40% 0.140%
7 6.839 838 842 845 rBV 1774120 1382533 26.03% 2.615%
8 6.998 864 869 872 rBV 4419896 3931272 74.01% 7.436%
9 7.398 932 937 940 rBV 2986579 3083424 58.05% 5.832%
10 8.122 1056 1060 1063 rBV 2091853 1715075 32.29% 3.244%

11 9.198 1238 1243 1246 rBV 5925026 5311978 100.00% 10.047%
12 9.586 1306 1309 1313 rVB 713555 532490 10.02% 1.007%
13 9.874 1353 1358 1361 rBV 2173683 1740948 32.77% 3.293%
14 10.663 1487 1492 1495 rBV 2971284 2783673 52.40% 5.265%
15 11.357 1606 1610 1612 rBV 1891505 1528495 28.77% 2.891%

16 11.380 1612 1614 1617 rVV 560631 419474 7.90% 0.793%
17 11.433 1620 1623 1626 rVB 122468 105133 1.98% 0.199%
18 11.580 1643 1648 1651 rBV2 56223 68785 1.29% 0.130%
19 11.857 1690 1695 1697 rBV 94652 100567 1.89% 0.190%
20 11.886 1697 1700 1704 rVB 206063 171052 3.22% 0.324%

21 11.968 1711 1714 1717 rBV 131635 141530 2.66% 0.268%
22 12.410 1785 1789 1791 rBV 63547 66093 1.24% 0.125%
23 12.492 1800 1803 1808 rVB2 52684 65107 1.23% 0.123%
24 12.568 1810 1816 1820 rVB 1137300 997377 18.78% 1.887%
25 12.798 1849 1855 1858 rBV 995898 989529 18.63% 1.872%

26 12.945 1876 1880 1883 rBV 4573882 4139413 77.93% 7.830%
27 13.015 1887 1892 1895 rBV2 69191 113893 2.14% 0.215%
28 13.104 1900 1907 1908 rBV5 65775 90785 1.71% 0.172%
29 13.127 1908 1911 1914 rVB2 141388 131779 2.48% 0.249%
30 13.192 1917 1922 1924 rBV2 126147 131042 2.47% 0.248%

31 13.227 1924 1928 1931 rBV 105265 117380 2.21% 0.222%
32 13.321 1941 1944 1947 rVB 68065 58582 1.10% 0.111%
33 13.421 1959 1961 1965 rBV 145157 132295 2.49% 0.250%
34 13.627 1994 1996 2005 rVB 85555 112452 2.12% 0.213%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF060120\
Data File : BF120466.D
Acq On > 1 Jun 2020 13:04 Instrument :
Operator : JU/CG EﬁAfs el

- _ lentosampleld :
3?22'6 : L2792-01 NM32-COMP-2020-0-6
ALS Vial : 7 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
Title

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

35 13.745 2011 2016 2018 rBV2 95955 132067 2.49% 0.250%

36 13.862 2033 2036 2043 rVB 295669 422481 7.95% 0.799%
37 13.992 2051 2058 2061 rBV2 1623048 2057474 38.73% 3.892%
38 14.021 2061 2063 2068 rVB 532111 448779 8.45% 0.849%

39 14.098 2074 2076 2079 rVB 80938 72024 1.36% 0.136%
40 14.380 2122 2124 2127 rVB 97917 73151 1.38% 0.138%
41 14.415 2128 2130 2133 rVB2 75468 61259 1.15% 0.116%
42 14.474 2137 2140 2142 rBV2 100790 95973 1.81% 0.182%

43 14.504 2142 2145 2147 rBV2 118714 121657 2.29% 0.230%
44 14.921 2213 2216 2222 rVB4 94751 130861 2.46% 0.248%
45 15.027 2230 2234 2237 rBVY 559295 827631 15.58% 1.565%

46 15.109 2245 2248 2250 rBV2 98157 116295 2.19% 0.220%
47 15.168 2255 2258 2264 rBVS5 101247 191514 3.61% 0.362%
48 15.327 2281 2285 2291 rVB 354170 451324 8.50% 0.854%
49 15.386 2291 2295 2301 rBV 499260 591174 11.13% 1.118%
50 15.451 2301 2306 2309 rVV 1196582 1468066 27.64% 2.777%

51 15.480 2309 2311 2317 rVB2 182676 231959 4._.37% 0.439%
52 15.921 2382 2386 2392 rVB 171615 224151 4.22% 0.424%
53 16.886 2545 2550 2557 rBV2 212378 398945 7.51% 0.755%
54 17.080 2577 2583 2588 rBV3 313706 670382 12.62% 1.268%
55 17.321 2619 2624 2633 rVB2 154524 314352 5.92% 0.595%

Sum of corrected areas: 52869051
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

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

BF120466.D
1 Jun 2020 13:04
JU/CG
L2792-01
7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF052820_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

NM32-COMP-2020-0-6

Abundance

5000000
4000000
3000000
2000000

1000000

TIC: BF120466.D

5.46

6.47

7.00

7.40

6.84

O——
Time-->

4.00

T
4.50 5.00

5.50

Abundance

5000000

4000000

3000000

2000000

1000000

0

TIC: BF120466.D
20

10.66
9.87
11.36

11.38

A'4;'|':3.l.58 1:!‘}%7

12.94

12.57 12.80

12121 i3

Time-->

11.00 11.50

10.00 10.50

1
9.50

12.00

12.50 13.00

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF120466.D

16.00

16.50 17.00

17.50

18.00

18.50

8270-BF052820.
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Library Search Compound Report

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

Data File : BF120466.D

Acq On 1 Jun 2020 13:04

Operator : JU/CG

ﬁ?ggle i L2792-01 NM32-COMP-2020-0-6
ALS Vial : 7 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

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 Cyclohexane Concentration Rank 5

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

1.92 8.78 ng 606596 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane 84 C6H12 000110-82-7 91
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 56
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 56
4 Benzene-D6 84 C6D6 001076-43-3 47
5 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 47

Abundance Scan 6 (1.922 min): BF120466.D (-3) (-) m/z 56.10 100.00%
56
84
41
5000
69
P
2.00 2.10 2.20 2.30
37 51 65 77
o........,....,....,....,....,....,....,....,...I;.]J.,....,:.:!,:..,....,.::.,....,....,..:.;....,...., m/z 84.05 67.89%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1456: Cyclohexane
56
41 84
5000 I RARSE AR RN AR
27 2.00 2.10 2.20 2.30
69 m/z 41.10 52.60%
1\5 . 37\ 5‘1\\ | 6165‘ ‘ 7”7 1
) A Ly LA AR AN LAY AL AR RAAAY AL LARad AR MR LML kel AL MY Il kel
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
a1 200 210 220 230
5000 m/z 55.10 34.87%
69
21 84
o 1 15 3337 51 6165 77
LR R LSy L) AN A UL L) Kk A M) AN R M AL L L
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1478: 1-Pentene, 2-methyl-
41 56 2.00 2.10 2.20 2.30
m/z 69.10 28.48%
5000 27 69 /\
84
15
0 “ \‘31 ‘ ‘ ?\1‘\ ! 6165\ "
BARARERS KRRE) RELAE ARALN LARA SARAN RARS! SUESEEARE) KAL) AL AURA KRASNARRE RARRSARM AL BUASA MARMI SRALY HR AR RN U LR
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.00 2.10 2.20 2.30
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Library Search Compound Report

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

Data File : BF120466.D

Acq On 1 Jun 2020 13:04

Operator : JU/CG

ﬁ?ggle i L2792-01 NM32-COMP-2020-0-6
ALS Vial : 7 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

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 Methylene chloride Concentration Rank 2

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

1.96 38.73 ng 2677350 1,4-Dichlorobenzene-d4 6.84
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 2-Chloroethanol 80 C2H5CIO 000107-07-3 1

Abundance Scan 12 (1.957 min): BF120466.D (-10) (-) m/z 49.00 100.00%
49
84
5000

2.00 2.10 2.20 2.30 2.40

37 | 70 ‘ H

o) (SR S 1 m/z 84.00 67.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1524: Methylene chloride
49
84
5000 LI L L L L LB B

2.00 2.10 2.20 2.30 2.40
m/z 85.90 43 .46%

28 35 42 ||| 57 71 |

O T T T e T R T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
84
2.00 2.10 2.20 2.30 2.40
5000 m/z 51.00 31.22%
47
2g 3° 58 70 119
O T T T T T T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #352: Ethyl Chloride
2.00 2.10 2.20 2.30 2.40
m/z 47.00 18.57%
64
5000
49
15 | 35 ‘
0..W.N.P..,”W.P.MNH.WJM.P.”,”.w.”.“.”,”.w.“.“
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 : BF120466.D

Acq On 1 Jun 2020 13:04

Operator : JU/CG

ﬁ?ggle i L2792-01 NM32-COMP-2020-0-6
ALS Vial : 7 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

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

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

2.10 22 .68 ng 1568080 1,4-Dichlorobenzene-d4 6.84
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 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 36 (2.098 min): BF120466.D (-32) (-) m/z 73.10 100.00%
73
5000 43
55 87 e
200 220 240
0 ..,....,....,...3?,|:.'..5,°..|..‘5,0..??,'..-..,8.2...,....,... m/z 43.05  40.20%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AL UL R
43 200 220 240
55 87 m/z 55.05 26.93%
0 ‘ﬁg 3 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
e )\
P R 87 200 220 240
5000 m/z 87.05 25.37%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl- e e
73 200 220 240
m/z 41.05 12.91%
5000 43
58
0 Nl ‘ | N I ‘
HLN SRR SR SRR UL SN SURLLEL UL SR SR S N S
m/z--> 10 20 30 40 50 60 70 80 90 100 200 220 240
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Library Search Compound Report

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

Data File : BF120466.D

Acq On 1 Jun 2020 13:04

Operator : JU/CG

ﬁ?ggle i L2792-01 NM32-COMP-2020-0-6
ALS Vial : 7 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

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 10
R.T. EstConc Area Relative to ISTD R.T.
11.89 2.24 ng 171052 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, 2-methyl- 192 C15H12 000613-12-7 96
4 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 91

Abundance Scan 1701 (11.892 min): BF120466.D (-1697) (-) m/z 192.10 100.00%

192

5000

A
LI O N O

11.60 11.80 12.00 12.20
m/z 191.10 52.86%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-

5000
11.60 11.80 12.00 12.20

m/z 72.95 28.07%

94

115 139152

0 ARAREEEEEEEEEREE Y
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 60.00 23.87%
165
26 39 63 82 96 115 139152 | 178
T T T T T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl-
192 11.60 11.80 12.00 12.20
m/z 189.00 23.57%
5000
165
L1539 63 8396 115 139152
A T TT 1T IIIIIIIIIII
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 : BF120466.D

Acq On 1 Jun 2020 13:04

Operator : JU/CG

ﬁ?ggle i L2792-01 NM32-COMP-2020-0-6
ALS Vial : 7 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

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-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.86 4.11 ng 422481 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 E-15-Heptadecenal 252 C17H320 1000130-97-9 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Hexadecanol 242 C16H340 036653-82-4 94
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
Abundance Scan 2036 (13.862 min): BF120466.D (-2033) (-) m/z 55.10 100.00%

5000

:

13.60 13.80 14.00 14.20
m/z 83.05 97.18%

. 149 167182197 218 245261  5gg30y

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

5

5000 TT T[T T T T[T T rrrrrrr1
1360 13.80 14.00 14.20
m/z 43.10 92.26%
0 139 167182 210 238 266 294
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
o St
13.60 13.80 14.00 14.20
5000 m/z 69.10  92.00%
111
67

126 154 182 909224 252

2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol B L R
55 13.60 13.80 14.00 14.20
m/z 97.10 89.41%
5000
29 139
oL i 167182 210 238 264280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

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

Data File : BF120466.D

Acq On 1 Jun 2020 13:04

Operator : JU/CG

ﬁ?ggle i L2792-01 NM32-COMP-2020-0-6
ALS Vial : 7 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

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 n-Tetracosanol-1 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.17 2.61 ng 191514 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 93
2 9-Tricosene, (2)- 322 C23H46 027519-02-4 93
3 Octacosanol 410 C28H580 000557-61-9 89
4 1-Heptacosanol 396 C27H560 002004-39-9 76
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 70
Abundance Scan 2258 (15.168 min): BF120466.D (-2255) (-) m/z 43.10 100.00%
43 83
5000 111
268 L DA AR B DU
ob——— m/z 57.10 90.44Y%
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1
5000 i LR R DA BN B B
14. 80 15. oo 15.20 15.40
m/z 83.10 86.44Y%
29
ol \“ ‘\\ | ‘ , 167 195 222 250 280 308 336
UL R L UL SRR UL SR
m/z--> 50 oo 150 200 250 300 350
Abundance
55 83
14.80 15.00 15.20 1540
5000 111 m/z 97.10 82.48%
29
322
0 139 167 195 222 262 294
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #215904: Octacosanol A BT o e
57 14.80 15.00 15.20 15.40
97 m/z 69.05 78.11%
5000
125
0 21, ‘J I ‘ 153 181 200 236 264 292 322 364 392
m/z--> 55 100 150 260 250 300 350 ' 1480 1500 1520 1520 '

8270-BF052820.M Tue Jun 02 14:32:42 2020 Page: 9



Library Search Compound Report

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

Data File : BF120466.D

Acq On 1 Jun 2020 13:04

Operator : JU/CG

ﬁ?ggle i L2792-01 NM32-COMP-2020-0-6
ALS Vial : 7 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

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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.33 6.15 ng 451324 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 97
3 Benzo[j]fluoranthene 252 C20H12 000205-82-3 95
4 Perylene 252 C20H12 000198-55-0 95
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 94
Abundance Scan 2286 (15.333 min): BF120466.D (-2281) (-) m/z 252.05 100.00%
252
5000
49 75 100 e 153170 200 224 272291308 328 355 15.00 15.20 15,40 15:80
ol 49 75 100, | 153170 200 “7 | 272291308328 35¢ m/z 250.05 29.17%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60
m/z 253.05 26.21%
0 50 74 99 M\H 146 174 200 224 J
m/z--> 50 100 150 200 250 300 350
Abundance
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 12 .20%
126
ol |39|5? 74..1?0.. . }ﬁ9|%74 200 224 I
m/z--> 50 100 150 200 250 300 350
Abundance #104223: Benzolj]fluoranthene T T T
252 15.00 15.20 15.40 15.60
m/z 125.90 9.97%
5000
126
ol20 51 74 100H JH 150 174 200 224 ||
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF060120\
Data File : BF120466.D

Acq On 1 Jun 2020 13:04

Operator : JU/CG

Sample : L2792-01

Misc :

ALS Vial : 7 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

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 Eicosane Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.92 3.05 ng 224151 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
3 Hexacosane 366 C26H54 000630-01-3 90
4 Docosane, 1l1l-butyl- 366 C26H54 013475-76-8 90
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2386 (15.921 min): BF120466.D (-2382) (-) m/z 57.10 100.00%
g7
T LL
5000
266 U R BN SRR BN
113 15.60 15.80 16.00 16.20
141 169
oLl i lli Loy, 20187 211 239 | 202311331 398 m/z 71.05 78.17%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 U U BN SRR BN
15.60 15.80 16.00 16.20
m/z 43.10 62 .45%
29 13 4m
oL k)i M 169 197 205 g5y 202
m/z--> 55 160 150 200 250 300 3éo
Abundance
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.10 53.90%
0 13 141 183 211 239 267 296
m/z--> 55 160 1éo 260 250 300 3éo
Abundance #194493: Hexacosane LI L L L L N BN |
57 15.60 15.80 16.00 16.20
m/z 55.00 20.79%
2000 T wfw“"WVAﬂvau/ka\”uﬂ“wNwwﬂ/
. 29 j Iy M3, 141 160 197 225 253 295 323 367
m/z--> 5'0 1(')0 150 200 25'30 3(')0 3&'30 15.|60 15.I80 16.|00 16.|20
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Library Search Compound Report

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

Data File : BF120466.D

Acq On 1 Jun 2020 13:04

Operator : JU/CG

ﬁ?ggle i L2792-01 NM32-COMP-2020-0-6
ALS Vial : 7 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

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 1,4-Dimethyl-8-isopropylide... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.08 9.13 ng 670382 Perylene-d12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 62
2 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 60
3 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 49
4 1H-3a,7-Methanoazulene, octahydr... 204 C15H24 000508-55-4 49
5 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 46
Abundance Scan 2583 (17.080 min): BF120466.D (-2577) (-) m/z 204.15 100.00%

5000
269 301

e

16.80 17.00 17.20 17.40

24 357 393 425

0! m/z 135.10 60.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64424: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,10...
204
5000 LA L L L L L LB L
161 1680 17.00 1720 17.40
123 m/z 121.05 47.61%
OII\\‘\‘\H‘ HI“HM e
m/z--> 200 250 300 350 400
Abundance
204
L B e
108 16.80 17.00 17.20 17.40
0
5000 133 161 m/z 133.10 44 .10%
41 79
ob—— b L s 8
m/z--> 50 100 150 200 250 300 350 400
T T T T

Abundance #64407: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaphthalene B e e R
16.80 17.00 17.20 17.40

m/z 69.10 41 _.46%

5000

r

m/z--> 50 100 150 200 250 300 350 400 16. 80 17. OO 17. 20 17. 40
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF120466.D

Acq On 1 Jun 2020 13:04

Operator : JU/CG

3?22'6 i L2792-01 NM32-COMP-2020-0-6
ALS Vial : 7 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]
Cyclohexane 1.92 8.8 ng 606596 1 6.84 1382530 20.0
Methylene chloride 1.96 38.7 ng 2677350 1 6.84 1382530 20.0
Butane, 2-methoxy... 2.10 22.7 ng 1568080 1 6.84 1382530 20.0
Phenanthrene, 2-m... 11.89 2.2 ng 171052 4 11.36 1528500 20.0
1-Heneicosanol 13.86 4.1 ng 422481 5 14.00 2057470 20.0
n-Tetracosanol-1 15.17 2.6 ng 191514 6 15.45 1468070 20.0
Benzo[e]pyrene 15.33 6.2 ng 451324 6 15.45 1468070 20.0
Eicosane 15.92 3.0 ng 224151 6 15.45 1468070 20.0
1,4-Dimethyl-8-is... 17.08 9.1 ng 670382 6 15.45 1468070 20.0
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