LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081920\
Data File : BP003043.D

Aca On 19 Aug 2020 21:12

Operator : CG/JU

Sample : L3712-03

Misc :

ALS Vial : 7 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 P\METHODS\8270-BP073020.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 2.952 7 11 22 rVB 1369091 1579838 14.65% 1.997%
2 5.287 402 408 423 rBVY 3085645 4657602 43.20% 5.888%
3 6.863 665 676 693 rBY 2960273 4880149 45.27% 6.169%
4 7.681 807 815 824 rBVY 1130916 1758599 16.31% 2.223%
5 8.822 1000 1009 1022 rBV 1939450 3302675 30.64% 4_.175%

10.457 1279 1287 1301 rBY 1535581 2609904 24.21% 3.299%
12.940 1702 1709 1721 rBV 6043922 8932661 82.86% 11.292%
1842 1851 1857 rBV 592605 1013121 9.40% 1.281%
14.163 1913 1917 1926 rVB2 134479 210230 1.95% 0.266%
14.316 1936 1943 1950 rBVY 2354828 3720129 34.51% 4_.703%

QO ~NO®
=
w
\l
\l
ol

11 14.875 2034 2038 2043 rVB5 67957 108385 1.01% 0.137%
12 15.057 2063 2069 2074 rBV6 56657 139334 1.29% 0.176%
13 15.128 2076 2081 2087 rvv2 173527 295084 2.74% 0.373%
14 15.810 2191 2197 2205 rBV 4113639 5945572 55.15% 7.516%
15 16.098 2243 2246 2250 rVB2 185048 224744 2.08% 0.284%

16 16.222 2265 2267 2272 rVB3 247418 297693 2.76% 0.376%
17 17.069 2406 2411 2416 rBV 2584935 3839767 35.62% 4 _.854%
18 17.992 2565 2568 2573 rVB 600765 683406 6.34% 0.864%
19 18.916 2721 2725 2730 rVB 1049754 1330438 12.34% 1.682%
20 19.439 2811 2814 2819 rVB 514538 646688 6.00% 0.817%

21 19.651 2844 2850 2853 rBV 8480705 10780277 100.00% 13.627%
22 20.116 2925 2929 2937 rBV 1676074 2310797 21.44% 2.921%
23 20.280 2954 2957 2960 rVV 1121289 1193811 11.07% 1.509%
24 20.322 2960 2964 2977 rVB 1745564 2764311 25.64% 3.494%
25 20.898 3058 3062 3067 rBV3 1320113 1916109 17.77% 2.422%

26 20.951 3068 3071 3074 rVB 647969 711427 6.60% 0.899%
27 21.045 3084 3087 3091 rVB 225451 263872 2.45% 0.334%
28 21.098 3093 3096 3101 rVB 683079 748061 6.94% 0.946%
29 21.163 3102 3107 3111 rBV 3223922 4152734 38.52% 5.249%
30 21.386 3142 3145 3155 rVB 363237 551013 5.11% 0.697%

31 21.710 3197 3200 3205 rVB 413459 493725 4.58% 0.624%
32 22.733 3370 3374 3375 rBV 269647 360381 3.34% 0.456%
33 23.410 3482 3489 3501 rBV2 2183330 4297168 39.86% 5.432%
34 24.080 3598 3603 3615 rvB2 388169 870720 8.08% 1.101%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081920\
Data File : BP003043.D

Aca On 19 Aug 2020 21:12

Operator : CG/JU

Sample : L3712-03

Misc :

ALS Vial : 7 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 26.545 4016 4022 4043 rVB7 465384 1516937 14.07% 1.918%

Sum of corrected areas: 79107362
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081920\
Data File : BP003043.D

Aca On 19 Aug 2020 21:12

Operator : CG/JU

Sample : L3712-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

8000000

6000000

4000000

2000000

TIC: BP003043.D

5.29 6.86
8.82

2.95 10.46

7.68

0

I I 1 I
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

8000000

6000000

4000000

2000000

0

TIC: BP003043.D
1965

12.94

15.81

Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

8000000

6000000

4000000

2000000

05

TIC: BP003043.D

21.16

23.41
20.90

e

521.3921.71 22.73 24.08 26.54

Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081920\
Data File : BP003043.D

Aca On 19 Aug 2020 21:12

Operator : CG/JU

Sample : L3712-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

2.95 17.97 ng 1579840 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9

Abundance Scan 11 (2.952 min): BP003043.D (-7) (-) m/z 73.00 100.00%
3
5000
43
3.00 3.10 3.20 3.30 3.40
g A oo 10 _miocms soys sporsussim sass | B0 S0 2R e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 3.00 3.10 3.20 3.30 3.40
‘ m/z 43.05  26.62%
o L01
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
13.00 3.10 3.20 3.30 3.40
5000 41 m/z 55.00 21.69%
0 112
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy-
73 3.00 3.10 3.20 3.30 3.40
m/z 71.05 10.67%
5000
45
0--\--L ‘---ELO:!---- LI s B e Ly——y—y——yv
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081920\
Data File : BP003043.D

Aca On 19 Aug 2020 21:12

Operator : CG/JU

Sample : L3712-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.99 3.56 ng 683406 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Octadecanoic acid 284 C18H3602 000057-11-4 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 Undecanoic acid 186 C11H2202 000112-37-8 49
Abundance Scan 2568 (17.992 min): BP003043.D (-2565) (-) m/z 73.00 100.00%
73
43 129
5000

17.60 17.80 18.00 18.20 18.40
m/z 60.00 68.76%

ol 284313341 388415 459 509 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

%

5000 LI L L L L L LB L L LB
17. 60 17. 80 18 00 18. 20 18. 40
)
157195213 256 m/z 43.10 61.41%
0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73
R AR mama
43 17.60 17.80 18.00 18.20 18.40
5000 m/z 57.10 59.38%
129
1711 214
o 15 101
I B B B B BEmma B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid B B o
43 17.60 17.80 18.00 18.20 18.40
m/z 129.05 59.16%
5000
241 284
(SR e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17. 60 17. 80 18 00 18. 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081920\
Data File : BP003043.D

Aca On 19 Aug 2020 21:12

Operator : CG/JU

Sample : L3712-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 7-Isopropyl-1,1,4a-trimethy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.92 6.93 ng 1330440 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-1sopropvl-1.1.4a-trimethvl-1.2... 270 C20H30 1000210-28-9 95
2 Phenanthrene. 1.2.3.4.4a.9.10.10... 270 C20H30 019407-28-4 59
3 S-Indacene-1.7-dione. 2.3.5.6-te... 270 C18H2202 055591-16-7 30
4 1H-Indene. 2.3-dihvdro-1.1.5.6-t... 174 C13H18 000942-43-8 25
5 Iron, (.eta.-5-cyclohexadienyl)(... 270 Cl16H22Fe 1000162-99-3 14
Abundance Scan 2726 (18.922 min): BP003043.D (-2721) (-) m/z 255.20 100.00%
245
173
5000
69 129 e e
41 13 18.60 18.80 19.00 19.20
0 1 ol il L \ 302 341 885416447476 512541 m/z 173.10 74.81%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119575: 7-1sopropyl-1,1,4a-trimethyl-1,2,3,4,4a,9,10,10a-...
159 245

-

18:60 18.80 19.00 19.20
m/z 159.10 69.58%

5000

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
255
R DAL oo B ST
18.60 18.80 19.00 19.20
5000 m/z 185.10 53.93%
173
43
o 15 83 111139 213
e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119497: S-Indacene-1,7-dione, 2,3,5,6-tetrahydro-3,3,4,5,... B B e o S
255 18.60 18.80 19.00 19.20
m/z 129.00 24.43%
5000
13 o1 198 171 514 SUUSENY ) IO W
ol et b e AL S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18 60 18. 80 19. 00 19 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081920\
Data File : BP003043.D

Aca On 19 Aug 2020 21:12

Operator : CG/JU

Sample : L3712-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

20.12  11.13 ng 2310800  Chrysene-d12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 92
2 Silane. dimethvl(2-chlorophenoxv... 286 C14H23CI02Si 1000347-07-3 43
3 Silane. dimethvl(3-methvlbut-2-e... 286 C16H3402Si 1000347-96-9 37
4 1-Methvl-3-phenvl-4-azafluorenone 271 C19H13NO 069751-55-9 35

1000111-31-3 32

5 Crinan-1-ol, 2,3-didehydro-,(1.a... 271 C16H17NO3

Abundance Scan 2930 (20.122 min): BP003043.D (-2925) (-) m/z 271.20 100.00%
271
5000 201
4l 6[9 7 128 Lﬂ“ 229 l 300330367 401420 475505534 19.80 20.00 20.20 20.40
O bbb I | 1 809339367 401429 475505534 | Trz77201.10 | 36.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271
175
5000 LA L L L L L L LB B |
19.80 20.00 20.20 20.40
41 69 m/z 175.05 36.15%
1514 229
04
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
271
R EEaEamEmaa
19.80 20.00 20.20 20.40
5000 m/z 189.10 25.26%
151 185
93
o 43 121 215
i A A R e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #132876: Silane, dimethyl(3-methylbut-2-enyloxy)nonyloxy- R B B
271 19.80 20.00 20.20 20.40
m/z 286.20 23.87%
75
5000 159
201
41 129 229
ol by L0 L0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081920\
Data File : BP003043.D

Aca On 19 Aug 2020 21:12

Operator : CG/JU

Sample : L3712-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 unknown20.28 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.28 5.75 ng 1193810 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol. 4b.5.6.7.8.8a.9... 286 C20H300 000511-15-9 50
2 Pvrrolidine. 1-I5-(1.3-benzodiox... 271 C16H17NO3 025924-78-1 35
3 (B)-1-Indan-1-vlethanone oxime 175 C11H13NO 1000373-31-4 25
4 Benz(a)acridine. 9.10.12-trimethyl- 271 C20H17N 063040-02-8 18
5 Benzaldehyde, 4-methoxy-, (4-nit... 271 C14H13N303 005880-63-7 14
Abundance Scan 2957 (20.280 min): BP0O03043.D (-2954) (-) m/z 175.10 100.00%
1715 271
5000 \ l
a1 % 14514 229 \ 20,00 20.20 20,40 20.60
o! ol 1o |1 | 1308 354384 430460488 535 m/z 271.20 94.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
27
175
5000
20.00 20.20 20.40 20.60
41 69 m/z 201.10 63.19%
1514 2 243
0<
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
201 271
' 20.00 20.20 20,40 20.60
5000 m/z 189.10 36.46%
115
28 63 w3t e
O v r it P T e e
m/z--> 6 55 160 1éo 200 250 300 3%0 400 4%0 560 5%0
Abundance #41892: (E)-1-Indan-1-ylethanone oxime R B L
115 175 20.00 20.20 20.40 20.60
m/z 286.20 29.99Y%
5000
A
63
OP?N#MA.#”.N“.....” S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081920\
Data File : BP003043.D

Aca On 19 Aug 2020 21:12

Operator : CG/JU

Sample : L3712-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 4,4"-Bis(tetrahydrothiopyran) Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.32 13.31 ng 2764310 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4"-Bis(tetrahvdrothiopvran) 202 C10H18S2 116196-83-9 91
2 T1.2.51-Oxadiazolol3.4-alcinnoli... 202 C10H10N40 1000260-59-4 20
3 Fluoranthene 202 C16H10 000206-44-0 11
4 1.4-Naphthoguinone. 5-ethoxv- 202 C12H1003 022924-19-2 11
5 Diphenyl sulfoxide 202 C12H100S 000945-51-7 11

Abundance Scan 2964 (20.322 min): BP003043.D (-2960) (-) m/z 202.10 100.00%
202
5000 159 284 J
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r
20.00 20.20 20.40 20.60
o 333 374 415442 476 517 549 m/z 199.10 68.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #62325: 4,4'-Bis(tetrahydrothiopyran)
202
99
169
5000 AU
141, 20 00 20. 20 20. 40 20.60
m/z 213.10 54 _.85%
0 _l_l_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—rl_l_rl—rl_l_rl—rr
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
202
30 20.00 20.20 20.40 20.60
5000 m/z 284.15 50.01%
3
90117 162
m/z--> 5|0 1(|)0 léO 200 250 300 3%0 4C|)0 4%0 5(|)0 55|0
Abundance #62827: Fluoranthene
202 20.00 20.20 20.40 20.60
m/z 159.00 44 _33%
B \/\/L)\L
ol 30 741?1 174
m/z--> 5|0 1(|)0 léO 200 250 300 3%0 4(|)0 4%0 SCI)O 55|0 20 00 20. 20 20. 40 20 60 I
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081920\
Data File : BP003043.D

Aca On 19 Aug 2020 21:12

Operator : CG/JU

Sample : L3712-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 1-Octadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.90 9.23 ng 1916110 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 97
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
3 Cvclohexadecane 224 C16H32 000295-65-8 94
4 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 93
5 1-Heptacosanol 396 C27H560 002004-39-9 93
Abundance Scan 3062 (20.898 min): BP003043.D (-3058) (-) m/z 83.10 100.00%
Fsie]
11
5000 163
IR AU BRI U
197 267 300 20.60 20.80 21.00 21.20
ol A AL LY l k ,-.L pork -1 i roa 370399420 475503531 m/z 97.10 94.56%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104184: 1-Octadecene
57
5000 AU B SRR
29 20 60 20. 80 21. oo 21. 20
m/z 69.10 82.57%
0 1 154182 224252
m/z--> §0 160 1éo 200 2éo 300 3%0 460 4%0 560 5%0
Abundance
55
83 20,60 20.80 21.00 21.20
5000 m/z 57.10 82.24Y%
111
o 2 139167196223252280
m/z--> §0 160 1éo 200 250 300 3%0 460 4%0 560 5%0
Abundance #81246: Cyclohexadecane R R B
55 g3 20.60 20.80 21.00 21.20
m/z 55.10 78.22%
5000
11
. 2 139167196224
miz-> 50 100 150 200 250 300 350 400 450 500 550 20,60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081920\
Data File : BP003043.D

Aca On 19 Aug 2020 21:12

Operator : CG/JU

Sample : L3712-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 2,2"-(Ethane-1,2-diylbis(ox... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.95 3.43 ng 711427 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.2"-(Ethane-1.2-divlbis(oxv))bi... 358 C20H2206 1000366-99-4 74
2 1.3-Dioxolane. 2-(methoxvmethvl)... 194 C11H1403 1000156-71-2 64
3 3.6.9.12-Tetraoxatetradecane-1.1... 446 C24H3008 1000366-97-0 64
4 Benzoic acid. 2-(2-chlorophenoxyv... 276 C15H13CI103 1000368-25-9 64
5 2-(2-(2-Butoxyethoxy)ethoxy)ethy... 310 C17H2605 1000366-97-2 43
Abundance Scan 3071 (20.951 min): BP0O03043.D (-3068) (-) m/z 105.00 100.00%
105 149
5000 ﬂl
77
NN IR SR
20.60 20.80 21.00 21.20
Oh 2P d 1 | 179 230259292 325 365394422 461492 535 m/z 149.00 94.75%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diyl...
105
149
5000 USAUEBALNAR A AR
77 20.60 20.80 21.00 21.20
m/z 77.00 34 .69%
ol 15 45 1, 179 236
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
149
105 NN BRI BN
20.60 20.80 21.00 21.20
5000 m/z 150.00 8.89%
77
45
L L L S B IS B S WL I L
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #226200: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzoate B BN B s
105 149 20.60 20.80 21.00 21.20
m/z 106.00 7.83%
5000
77
15 45 || 179209237267
mz-> 0 5'0 1(')0 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081920\
Data File : BP003043.D

Aca On 19 Aug 2020 21:12

Operator : CG/JU

Sample : L3712-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 9(1H)-Phenanthrenone, 2,3,4... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.39 2.65 ng 551013 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9(1HY-Phenanthrenone. 2.3.4.4a.1... 300 C20H2802 000511-05-7 78
2 2(1H)-Phenanthrenone. 3.4.4a.9.1... 300 C20H2802 006755-93-7 66
3 Phenanthrene. 1.2.3.4.4a.9.10.10... 300 C21H320 015340-83-7 46
4 2-Tripropvlisilvloxvnaphthene 300 C19H280Si 1000307-84-7 30
5 2(1H)-Phenanthrenone, 3,4,4a,9,1... 300 C20H2802 000472-37-7 25

Abundance Scan 3146 (21.392 min): BP003043.D (-3142) (-) m/z 285.15 100.00%

5

5000

21.00 21.20 21.40 21.60 21.80
m/z 217.10 84.94%

41

o 416 462490 534

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #145026: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexahydro-6...

21,00 21.20 21.40 21.60 21.80
m/z 215.10 77 .55%

5000

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
285
R e e RS R
21.00 21.20 21.40 21.60 21.80
5000 m/z 203.10 62.39%
243
43 gq 125159 201
O e e e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #145056: Phenanthrene, 1,2,3,4,4a,9,10,10a-octahydro-7-met... B B o
21.00 21.20 21.40 21.60 21.80
m/z 300.20 56.28%

5000
189

41 69 97 129159

) T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.20 21. 40 21.60 21. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081920\
Data File : BP003043.D

Aca On 19 Aug 2020 21:12

Operator : CG/JU

Sample : L3712-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 Phenanthrene, 1,2,3,4,4a,9,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.71 2.38 ng 493725 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9(1HY)-Phenanthrenone. 2.3.4.4a.1... 300 C20H2802 000511-05-7 93
2 Phenanthrene. 1.2.3.4.4a.9.10.10... 300 C21H320 015340-83-7 55
3 Podocarpa-8.11.13-trien-3-one. 1... 342 C22H3003 018468-20-7 46
4 2(1H)-Phenanthrenone. 3.4.4a.9.1... 300 C20H2802 006755-93-7 45
5 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 010064-26-3 38

Abundance Scan 3200 (21.710 min): BP0O03043.D (-3197) (-) m/z 285.20 100.00%

285

5000 217

:

69 128163 T T T T R T
41 21.40 21.60 21.80 22.00
4
o 9 322 355386 431461494 536 m/z 300.20 61.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #145024: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexahydro-6...

-

285
5000 T TTTT TT T T TTTT T T ]
217 21. 40 21. 60 21. 80 22.00
41 g9 m/z 217.10 51.68%
115 163
57
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
285
R A o e e o
21.40 21.60 21.80 22.00
5000 m/z 215.10 44 . 70%
189
41 69 g7 129159 243
B A A o oo o o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
T T T T T

Abundance #178702: Podocarpa-8,11,13-trien-3-one, 13-hydroxy-14-isop... T
285 21.40 21.60 21.80 22.00
m/z 203.10 41.87%

5000
243

342
43 91 125 159 201
RTINS

T e MM S

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 40 21. 60 21. 80 22. OO

F

8270-BP073020-M Thu Aug 20 11:56:40 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081920\
Data File : BP003043.D

Aca On 19 Aug 2020 21:12

Operator : CG/JU

Sample : L3712-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 1-Heptacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.08 4.05 ng 870720 Perylene-di12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 l1-Heptacosanol 396 C27H560 002004-39-9 93
2 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 92
3 Octacosanol 410 C28H580 000557-61-9 91
4 Nonadecvl heptafluorobutvrate 480 C23H39F702 1000351-83-9 86
5 Z-5-Nonadecene 266 C19H38 1000131-11-8 78
Abundance Scan 3603 (24.080 min): BP0O03043.D (-3598) (-) m/z 83.10 100.00%

2]

15
[e'e]
[V)

5000 111
| ]l l 17 208 239266297357 364 403 445475 516 549 23.80 2400 21.20 24.40
bl A i d il 208239757707 327 364 403 445475 516849 | hz7 97.10  94.13%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57 97
5000 LA L L L L L L LB
125 23.80 24.00 24.20 24.40
m/z 57.10 84 .26%
o 29 1193181209236 264202320 350378
e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57 97
e o s
23.80 24.00 24.20 24.40
5000 m/z 69.10 67.03%
125
o 29 153189510238266 311 362
e R e R s R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215904: Octacosanol N B EE
57 23.80 24.00 24.20 24.40
97 m/z 55.05 60.55%
5000
125
29
ol l 153181209236264292322 364392
R e P e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.80 24.00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP081920\
Data File : BP003043.D

Aca On 19 Aug 2020 21:12

Operator : CG/JU

Sample : L3712-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP073020.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 12 _gamma.-Sitosterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
26.54 7.06 ng 1516940 Perylene-di12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _agamma.-Sitosterol 414 C29H500 000083-47-6 99
2 _beta.-Sitosterol 414 C29H500 000083-46-5 96
3 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35BrO 055103-80-5 90
4 17-(1.5-DimethvlhexvI)-10.13-dim... 414 C29H500 1000210-86-9 35
5 Cholestan-3-one, 4,4-dimethyl-, ... 414 C29H500 002097-85-0 14
Abundance Scan 4021 (26.539 min): BP003043.D (-4016) (-) m/z 43.05 100.00%
a3 5
5000 M“VVW\VMMNMJ/\\u/\\AMWWMM
26.20 26.40 26.60 26.80
bl s a70 505535 m/z 105.00 91.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol
43
5000 UL AU
26.20 26,40 26.60 26.80
m/z 145.05 91.25%
0.4 ik
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
26.20 26.40 26.60 26.80
5000 m/z 107.10 91.10%
107
P 1as g 414
. 173 255 303,., 381
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)- R A REER R
a1 107 394 26.20 26.40 26.60 26.80
m/z 81.00 89.42%
- vﬁmﬁ/\Lv%hvmjp\‘kf“thf\ﬂ«M
o' R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 26.20 26,40 26.60 26.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP081920\
Data File : BP003043.D

Acq On 19 Aug 2020 21:12

Operator : CG/JU

Sample : L3712-03

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP073020.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]
Butane, 2-methoxy... 2.95 18.0 ng 1579840 1 7.68 1758600 20.0
n-Hexadecanoic acid 17.99 3.6 ng 683406 4 17.07 3839770 20.0
7-1sopropyl-1,1,4... 18.92 6.9 ng 1330440 4 17.07 3839770 20.0
2-Phenanthrenol, ... 20.12 11.1 ng 2310800 5 21.16 4152730 20.0
unknown20.28 20.28 5.8 ng 1193810 5 21.16 4152730 20.0
4,47 -Bis(tetrahyd... 20.32 13.3 ng 2764310 5 21.16 4152730 20.0
1-Octadecene 20.90 9.2 ng 1916110 5 21.16 4152730 20.0
2,2"-(Ethane-1,2-... 20.95 3.4 ng 711427 5 21.16 4152730 20.0
9(1H)-Phenanthren... 21.39 2.6 ng 551013 5 21.16 4152730 20.0
Phenanthrene, 1,2... 21.71 2.4 ng 493725 5 21.16 4152730 20.0
1-Heptacosanol 24 .08 4.0 ng 870720 6 23.41 4297170 20.0
-.gamma.-Sitosterol 26.54 7.1 ng 1516940 6 23.41 4297170 20.0
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