LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052820\
Data File : BF120411.D
Acq On : 28 May 2020 16:38 Instrument :
Operator : MA/SJ E?Afs el

- _ lentosampleld :
3?22Ie - Lera4a-08 NM51-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 362682 447088 7 .54% 0.836%
2 1.963 10 13 31 rvv 712912 964061 16.26% 1.804%
3 2.098 31 36 43 rVB 721862 900618 15.19% 1.685%
4 5.451 601 606 609 rBV 4697134 4863590 82.03% 9.099%
5 6.463 772 778 781 rBV 4566994 5105857 86.12% 9.552%
6 6.839 838 842 845 rBV 2069027 1604320 27.06% 3.001%
7 6.998 864 869 872 rVB 4707846 4329681 73.03% 8.100%
8 7.398 932 937 940 rBV 3317048 3402670 57.39% 6.366%
9 8.122 1056 1060 1063 rBV 2411965 2007356 33.86% 3.755%
10 9.198 1238 1243 1246 rBV 6623510 5928868 100.00% 11.092%

11 9.586 1305 1309 1313 rBV 1005427 760775 12.83% 1.423%
12 9.874 1354 1358 1361 rBV 2583403 2084874 35.16% 3.900%
13 10.657 1486 1491 1495 rBV 3491167 3266977 55.10% 6.112%
14 11.357 1605 1610 1612 rBV 2267222 1956526 33.00% 3.660%
15 11.380 1612 1614 1617 rVV 385440 290951 4.91% 0.544%

16 11.427 1617 1622 1625 rVV 95100 90913 1.53% 0.170%
17 11.815 1683 1688 1691 rBV2 76867 94838 1.60% 0.177%
18 11.851 1691 1694 1697 rBV2 141033 155494 2.62% 0.291%
19 11.886 1697 1700 1704 rVvVv 522429 452144 7.63% 0.846%
20 11.968 1710 1714 1716 rBV2 94568 96479 1.63% 0.180%

21 12.563 1812 1815 1819 rBV 754405 683298 11.52% 1.278%
22 12.610 1819 1823 1829 rVB7 37482 72075 1.22% 0.135%
23 12.668 1829 1833 1839 rBV3 134679 161030 2.72% 0.301%
24 12.792 1848 1854 1857 rBV 733524 700548 11.82% 1.311%
25 12.945 1875 1880 1883 rVB 5141798 4827981 81.43% 9.032%

26 13.010 1887 1891 1894 rBV3 52089 74653 1.26% 0.140%
27 13.121 1908 1910 1913 rVB 97644 83523 1.41% 0.156%
28 13.186 1917 1921 1924 rVV2 79806 100527 1.70% 0.188%
29 13.221 1924 1927 1930 rBV 77749 83493 1.41% 0.156%
30 13.621 1993 1995 2001 rVB 54016 69679 1.18% 0.130%
31 13.739 2011 2015 2018 rBV2 58767 86336 1.46% 0.162%

32 13.851 2032 2034 2042 rVB3 197884 307942 5.19% 0.576%
33 13.992 2052 2058 2060 rBV2 1671871 1943085 32.77% 3.635%
34 14.015 2060 2062 2067 rVB 344805 289414 4._.88% 0.541%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF052820\
Data File : BF120411.D
Acq On : 28 May 2020 16:38 Instrument :
Operator : MA/SJ gﬁA{s el

- _ lentosampleld :
3?22Ie - Lera4a-08 NM51-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 14.162 2084 2087 2092 rBV2 126534 141652 2.39% 0.265%

36 14.468 2136 2139 2142 rBV2 259470 230893 3.89% 0.432%
37 14.774 2188 2191 2198 rVB 209154 216587 3.65% 0.405%
38 14.915 2212 2215 2220 rVB2 127785 144990 2.45% 0.271%
39 15.015 2228 2232 2236 rBV 329820 529864 8.94% 0.991%
40 15.109 2244 2248 2253 rBV2 298813 386144 6.51% 0.722%

41 15.156 2253 2256 2263 rVV2 112632 224983 3.79% 0.421%
42 15.315 2280 2283 2289 rVB 233524 293692 4._95% 0.549%
43 15.374 2289 2293 2299 rBVY 277314 313774 5.29% 0.587%
44 15.439 2299 2304 2308 rBV 1207255 1530812 25.82% 2.864%
45 15.921 2381 2386 2390 rBVY 275840 407724 6.88% 0.763%

46 16.339 2453 2457 2467 rVB8 135945 290256 4_.90% 0.543%
47 16.868 2543 2547 2553 rVvB2 108134 186164 3.14% 0.348%
48 17.074 2578 2582 2591 rVB5 133278 266921 4_50% 0.499%

Sum of corrected areas: 53452120
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF052820\

Data File : BF120411.D

Acq On : 28 May 2020 16:38

Operator : MA/SJ

ﬁ?ggle i L.2744-08 NM51-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

Abundance TIC: BF120411.D

6000000

5000000 5.45 6.46 7.00

4000000
7.40

3000000

6.84
2000000

1000000{1.9@.10

e L

T
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF120411.D
920

6000000

12.94
5000000

4000000
10.66

3000000 987

8.12 11.36
2000000

9.59
1000000 J 11.89 12.5612.79
\

] f s dpae) owme

S e T e T e e L e e =

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: BF120411.D

—

6000000

5000000

4000000

3000000

2000000 13.99

1000000
15.92

16.34 16.8717.07

o T T T T T

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF052820\

Data File : BF120411.D

Acq On : 28 May 2020 16:38

Operator : MA/SJ

ﬁ?ggle i L.2744-08 NM51-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 4

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

1.92 5.57 ng 447088 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 78
3 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 56
4 2-Amino-oxazole 84 C3H4N20 004570-45-0 50
5 Cyclobutane 56 C4H8 000287-23-0 46

Abundance Scan 6 (1.922 min): BF120411.D (-3) (-) m/z 56.10 100.00%
96
84
41
5000
69
A W o
5 |4 5053 o 2o 200 210 2.20 2.30
0'W““W“P“W““vmv“W“#%ﬂv“W“”lmv“w““vmv“W““vmv“w m/z 84.05 68.46%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1455: Cyclohexane
56 84
5000 a1 ISERARSE SRR RAREE RAREE
69 2.00 2.10 2.20 2.30
m/z 41.05 58.69%
27 4 53
ObregrerrrriDrrerrreys 8oy, Sl 8165, | TamzeL,
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
2.00 2.10 2.20 2.30
5000 41 m/z 55.05 36 .46%
69
84
27
ol 15 30 38 |44 5053 6165 | 737781
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1487: 1-Pentene, 2-methyl-
4 56 2.00 2.10 2.20 2.30
m/z 69.05 28.29%
5000
27 69 84 J\
o 1010 3033 38|44 50°°|| 6165 | 747781
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 200 210 220 230
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF052820\

Data File : BF120411.D

Acq On : 28 May 2020 16:38

Operator : MA/SJ

ﬁ?ggle i L.2744-08 NM51-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 12.02 ng 964061 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 9
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): BF120411.D (-10) (-) m/z 49.00 100.00%
49
84
5000
w7 | ’ ‘ 1200 210 2.20 2.30 2.40
o) (UM £ S 1 m/z 83.90 60.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1524: Methylene chloride
49
84
5000 HA A AR U AR
2.00 2.10 2.20 2.30 2.40
m/z 85.90 38.70%
0 28 35 42 ||| 57 71 |
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
84
1200 210 2.20 2.30 2.40
5000 m/z 51.00 29.03%
47
14 35 70 119
s N AR AN AR AR RARRS RAARS RARRA RARES SRR SRS SARRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #352: Ethyl Chloride A BARASEEEES SRy
2.00 2.10 2.20 2.30 2.40
m/z 47.00 18.59%
64
5000
49
| R PR
O
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\BF052820\

Data File : BF120411.D

Acq On : 28 May 2020 16:38

Operator : MA/SJ

ﬁ?ggle i L.2744-08 NM51-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 11.23 ng 900618 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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 36 (2.098 min): BF120411.D (-31) (-) m/z 73.10 100.00%
73
5000 43
55 87
37| o7 200 220 240
Ot ot e S e M/Z 43.05  40.52%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LA WL R
43 200 220 240
55 87 m/z 55.10 27.31%
Lo Psl el
UUNBIUNES IR JUEL UL UL IR UL S B B B

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

Abundance
73
87 T

2.00 2.20 2.40

5000 a1 55 m/z 87.10 25.62%
29
0 47 67 79 97 112 129
R Ll A B A BEARE G
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- P
73 2.00 2.20 2.40

m/z 41.05 13.72%
5000 43

29 87

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

58

o

T
2.40

=
2.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF052820\

Data File : BF120411.D

Acq On : 28 May 2020 16:38

Operator : MA/SJ

ﬁ?ggle i L.2744-08 NM51-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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.89 4.62 ng 452144 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 60
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 1701 (11.892 min): BF120411.D (-1697) (-) m/z 72.95 100.00%
60 73
5000 129
192 213
171 R e AAEEE EEEEs Ea
a3’ 256 1160 11.80 12.00 12.20
0 m/z 43.10 91.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 R B BRI UGN B
nmumnmnm
m/ 60.00 87 .83Y%
7Ji 143157171185, 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11,60 11.80 12.00 12.20
5000 129 m/z 57.05 71.00%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 210 2éo
Abundance #72646: Tridecanoic acid PR T T
43 60 78 11.60 11.80 12.00 12.20
m/z 41.00 69.15%
5000 - e
“ T? 01115 ‘ 171185 214
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\BF052820\

Data File : BF120411.D

Acq On : 28 May 2020 16:38

Operator : MA/SJ

ﬁ?ggle i L.2744-08 NM51-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 Cyclopentadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.85 3.17 ng 307942 Chrysene-d12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 97
2 Cyclohexadecane 224 C16H32 000295-65-8 96
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
4 Oxalic acid, pentadecyl propyl e... 342 C20H3804 1000309-26-8 87
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 83
Abundance Scan 2034 (13.851 min): BF120411.D (-2032) (-) m/z 57.05 100.00%

5000

-

13.60 13.80 14.00 14.20
m/z 43.10  78.45%

127142

o 169 197 222 259

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69584: Cyclopentadecane

-

13.I60 13!80 14.IOO 14!20
m/z 55.05 60.16%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 M
Abundance
55 83
13.|60 13.I80 14.IOO 14.|20
5000 m/z 71.05 52.94%
29 111

o 126 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #109268: Ethanol, 2-(tetradecyloxy)- T
13.60 13.80 14.00 14.20

m/z 83.10 46.97%

-

83

5000 4
111

3

126147 168 196211227

258
N BN s e
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\BF052820\

Data File : BF120411.D

Acq On : 28 May 2020 16:38

Operator : MA/SJ

ﬁ?ggle i L.2744-08 NM51-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 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .47 2.38 ng 230893 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Octadecane 254 C18H38 000593-45-3 93
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 81
5 Hexadecane 226 C16H34 000544-76-3 78
Abundance Scan 2139 (14.468 min): BF120411.D (-2136) (-) m/z 57.10 100.00%
57
85
5000
“| 13 240 1420 14140 14160 1450
141 : : : :
oot bl g M2 169 107203 | 262 288 3327 om0 68 o0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141426: Heneicosane
57
85
5000 L BRI B BRI UL
mmmmmmmm
m/z 43.10 65.17%
29
m/z--> %&&%mmmmmmmmmmmﬁ
Abundance
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 52.30%
29
. 13 141 169 197 295 254
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #94346: Heptadecane LI L LB N N B
57 14.20 14.40 14. 60 14. 80
m/z 41.10 23.07%
85
29 NquLvAwa
ol ey 101 169 g7 240
m/z--> 25 Jo eb éo 100 120 140 160 180 200 220 240 260 2éo 300 350 14}20 14.40 14. 60 14-80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052820\
Data File : BF120411.D

Acq On : 28 May 2020 16:38

Operator : MA/SJ

Sample : L2744-08

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

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 2-Bromo dodecane Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14.77 2.83 ng 216587 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
4 Nonadecane 268 C19H40 000629-92-5 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 2190 (14.768 min): BF120411.D (-2188) (-) m/z 57.10 100.00%
57
5000 85
113 14.40 14.60 14.80 1500
155
oL b i J], L 439 0 176 197 224 248 271 296 329 | "m/z 71.10  68.25%
m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane
57
85
5000 L B LI B BULRL B
14.40 14. 60 14. 80 15.00
m/z 43.10 65.51%
29 113
0 \‘ “\ ‘\ “\ ‘hw h‘ u‘ il 1?1 | 169 197 225 253 296
m/z--> §0 160 1%0 200 2éo 360
Abundance
57
14.40 14.60 14.80 1500
5000 85 m/z 85.10 45 .50%
29 113 169
e R B }ﬁg' UL R ?ﬁ8' UL B
m/z--> 50 100 150 200 250 300
Abundance #141442: Heptadecane, 2,6,10,15—tetramethy|— LI L L L L L LA B
57 14.40 14.60 14.80 15.00
m/z 41.10 19.67%
5000 85
0 40 “ | “‘J1}3 141 183 211 239 267 296
m/z--> % ﬁo 150 200 250 3& ' mmmmmmmm
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NM51-COMP-2020-0-6
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF052820\

Data File : BF120411.D

Acq On : 28 May 2020 16:38

Operator : MA/SJ

ﬁ?ggle i L.2744-08 NM51-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 9 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.11 5.04 ng 386144 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Octadecane 254 C18H38 000593-45-3 95
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2248 (15.109 min): BF120411.D (-2244) (-) m/z 57.05 100.00%
57
85
5000
113 1480 1500 1590 1540
141 169 252 14.80 15.00 15.20 15.40
ol b bl ll Lo, 80 196 225 77 280 306 3373%8 | nzz 71.10  73.69%
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane
57
85
5000 LR B BULRLILN B B

14.80 15.00 15.20 15.40
m/z 43.10 63.22%

113
39 | | |0 ML 169 197 205 53 om g9 3P

ol e A
m/z--> 50 100 150 200 250 300 350
Abundance
57
R e B
14.80 15.00 15.20 15.40
5000 85 m/z 85.10 53.40%
29 3
. 113 141 160 197 25 254
—— T
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- Rl B A e e m e
57 14.80 15.00 15.20 15.40
m/z 55.10 21.34%
5000 85
113
oL 3 }‘\ A 141 169 197 29 567 204 323 352
—— At R R B
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF052820.M Fri May 29 13:22:17 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF052820\

Data File : BF120411.D

Acq On : 28 May 2020 16:38

Operator : MA/SJ

ﬁ?ggle i L.2744-08 NM51-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 17-Pentatriacontene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.16 2.94 ng 224983 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Cycloeicosane 280 C20H40 000296-56-0 83
3 1-Docosene 308 C22H44 001599-67-3 83
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 81
5 Octacosanol 410 C28H580 000557-61-9 76
Abundance Scan 2257 (15.162 min): BF120411.D (-2253) (-) m/z 83.10 100.00%
5000
268 o A AElon aman T
140 175 211239 305 355 14.80 15.00 15.20 15.40
O m/z 57.10 92 .65%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43
5000 83 L LR B BRI ISR B
Mmmmmmmm
1 m/z 55.05 79.63%
o M Md “139167196224 267292 321 462 490
miz--> 0 50 150 200 2éo 360 3%0 460 4éo '
Abundance
55
83 DAL SR IR SR I
14.80 15.00 15.20 15.40
5000 m/z 97.10 77.57%
29 111
0 139 168196 224 252 280
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #151537: 1-Docosene R AR EEEEE T
57 97 14.80 15.00 15.20 15.40
m/z 43.10 65.10%
5000
29 125 308
0 | \ llﬁ?3ﬁ§1299238 280
miz--> 0 55 160 150 260 2éo 360 3%0 460 4éo ' 1480 1500 1520 15%0

8270-BF052820.M Fri May 29 13:22:18 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052820\
Data File : BF120411.D

Acq On : 28 May 2020 16:38

Operator : MA/SJ

Sample : L2744-08

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

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 11 Benzo[e]pyrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
15.32 3.84 ng 293692 Perylene-di12 15.44
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 96
3 Perylene 252 C20H12 000198-55-0 94
4 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 89

Abundance Scan 2284 (15.321 min): BF120411.D (-2280) (-) m/z 252.05 100.00%
252
5000
41 59 81 99 115 155174 198 224 277298 321 365 15.00 15.20 15.40 15.60
O e T e i . e S S m/z 250.05 27 .56%
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene
252
5000
15.00 15.20 15.40 15.60
125 m/z 253.10 26.92%
0 50 74 99, | 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 11.72%
126
ol 20 74 100, | 149 174 200 228 M
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene LI L L L L
252 15.00 15.20 15.40 15.60
m/z 126.05 10.92%
5000
125
oll7 39 74 99 1 M 150 174 200 224
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BF052820.M Fri May 29 13:22:19 2020

NM51-COMP-2020-0-6
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF052820\

Data File : BF120411.D

Acq On : 28 May 2020 16:38

Operator : MA/SJ

ﬁ?ggle i L.2744-08 NM51-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 12 Heptadecane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.92 5.33 ng 407724 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
3 Octacosane 394 C28H58 000630-02-4 76
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 76
5 2-methyloctacosane 408 C29H60 1000376-72-8 68
Abundance Scan 2386 (15.921 min): BF120411.D (-2381) (-) m/z 57.10 100.00%
g7
5000 T kj\_mﬂju,yvﬂ/\/\\vﬂﬁvkﬁ/\/
U R BN SRR BN
141 169 266 15.60 15.80 16.00 16.20
ol 34 l| L4 197 224243 0287307 387360379 | sz 71.10  70.68%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 U DA SO UGN UL
15,60 15.80 16.00 16.20
m/z 43.10 60.04%
29 113
0 \‘ Jl ‘\ “\ It h‘ u‘ I 1?1 169 197 225 253 296
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57
15.60 15.80 16.00 16,20
5000 85 m/z 85.10 51.75%
oL 37 13 141 169 197 2 267 294 323 352
RIS UL UL UL UL S UL SR
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane A AR
57 15.60 15.80 16.00 16.20
m/z 55.05 20.75%
o ¥ \/\%fﬁJ\vwij\/mhvwﬁmnﬂ/\d
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 1% 200 250 300 350 ' 15,60 15.80 16.00 16.20

8270-BF052820.M Fri May 29 13:22:19 2020 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF052820\
Data File : BF120411.D

Acq On : 28 May 2020 16:38

Operator : MA/SJ

Sample : L2744-08

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

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 13 26-Nor-5-cholesten-3.beta.-... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
16.34 3.79 ng 290256 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 26-Nor-5-cholesten-3.beta.-ol-25... 386 C26H4202 007494-34-0 97
2 Cholesterol 386 C27H460 000057-88-5 46
3 17-(1,5-Dimethylhexyl)-10,13-dim... 386 C27H460

4 3-Methylcyclohexyl 4-(2-bromo-4,... 450 C20H23BrN205
5 Cholesteryl benzoate 490 C34H5002

296262-75-4 9
000604-32-0 9

1000210-50-0 43

Abundance Scan 2457 (16.339 min): BF120411.D (-2453) (-) m/z 43.10 100.00%
48
107
5000
16.00 16.20 16.40 16.60
(o} m/z 107.10 69.68%
m/z--> 50 100 150 200 250 300 350
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one
43
5000 LA LI L L L L L L LB
16. 00 16. 20 16 40 16. 60
81 105 145 075 386 m/z 55.10 69.39%
255 301 353
L ‘\\H \H Hum L Ees \ 23277 ]" 301 326 393 |
Ob—— T
m/z--> 50 100 150 200 250 300 350
Abundance
48 81 107
s
145 275 16.00 16.20 16.40 16.60
213 386 0
5000 301 353 m/z 105.00 55.57%
255
173
o 18 126 193 232 326
A S et
m/z--> 50 100 150 200 250 300 350
Abundance #205910: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-2,3,4,5,8,9... R ABma RS
43 16.00 16.20 16.40 16.60
m/z 57.00 54 _.56%
371
5000
0 e O T S
m/z--> 16. 00 16. 20 16 40 16. 60

8270-BF052820.M Fri May 29 13:22:20 2020

NM51-COMP-2020-0-6
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF052820\

Data File : BF120411.D

Acq On : 28 May 2020 16:38

Operator : MA/SJ

ﬁ?ggle i L.2744-08 NM51-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 14 Guaia-3,9-diene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.07 3.49 ng 266921 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guaia-3,9-diene 204 C15H24 000489-83-8 58
2 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 58
31,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 55
4 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 49
5 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 46

Abundance Scan 2581 (17.068 min): BF120411.D (-2578) (-) m/z 204.15 100.00%

4

5000
B e e
16.80 17.00 17.20 17.40
o m/z 135.10 69.19%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64297: Guaia-3,9-diene
105 135 161 204
41
5000 LA L L L L L L
81 16.80 17.00 17.20 17.40
m/z 121.00 61.23%
0 Ay
m/z--> 50 100 150 200 250 300 350 400
Abundance
204
91 133 LA L L L L L L
41 16.80 17.00 17.20 17.40
5000 - 161 m/z 133.05 58.04%
112
O T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #64400: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-diene AR EEEEE RS
204 16.80 17.00 17.20 17.40
m/z 109.00 55.11%
108
5000 133 161
Ll
o o e B B B e R EERERE SRR R
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF052820\

Data File : BF120411.D

Acq On : 28 May 2020 16:38

Operator : MA/SJ

3?22'6 i L.2744-08 NM51-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 5.6 ng 447088 1 6.84 1604320 20.0
Methylene chloride 1.96 12.0 ng 964061 1 6.84 1604320 20.0
Butane, 2-methoxy... 2.10 11.2 ng 900618 1 6.84 1604320 20.0
n-Hexadecanoic acid 11.89 4.6 ng 452144 4 11.36 1956530 20.0
Cyclopentadecane 13.85 3.2 ng 307942 5 13.99 1943090 20.0
Heneicosane 14 .47 2.4 ng 230893 5 13.99 1943090 20.0
2-Bromo dodecane 1477 2.8 ng 216587 6 15.44 1530810 20.0
Tetracosane 15.11 5.0 ng 386144 6 15.44 1530810 20.0
17-Pentatriacontene 15.16 2.9 ng 224983 6 15.44 1530810 20.0
Benzo[e]pyrene 15.32 3.8 ng 293692 6 15.44 1530810 20.0
Heptadecane, 9-oc... 15.92 5.3 ng 407724 6 15.44 1530810 20.0
26-Nor-5-choleste... 16.34 3.8 ng 290256 6 15.44 1530810 20.0
Guaia-3,9-diene 17.07 3.5 ng 266921 6 15.44 1530810 20.0
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