LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092322\
Data File : BP@11786.D

Acqg On : 23 Sep 2022 17:01
Operator : CG/JU

Sample : N4780-01

Misc :

ALS vial : 9 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 : @ Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA P\Methods\8270E-BP092122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO11786.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.052 7 11 32 rVB 4208669 5361041 16.49% 3.697%
2 5.016 339 345 353 rVB 963266 1437977 4.42% 0.992%
3 5.475 417 423 436 rBV 7490626 11130585 34.24% 7.675%
4 7.081 688 696 714 rBV 7270333 11992050 36.89%  8.269%
5 7.916 831 838 847 rBV 1714241 2701292 8.31% 1.863%

6 9.081 1029 1036 1051 rBV 4514573 7623191 23.45% 5.257%

7 10.728 1309 1316 1329 rBV 2254013 3827627 11.78%  2.639%

8 13.187 1726 1734 1749 rBV 10099317 14724200 45.30% 10.153%
9 14.563 1960 1968 1982 rBV 3208277 4659791 14.34%  3.213%
10 16.051 2214 2221 2242 rBV 6863373 9508946 29.25% 6.557%

11 17.316 2430 2436 2448 rVB 3534783 4987092 15.34%  3.439%
12 18.204 2580 2587 2609 rBV 1066995 2185943 6.73% 1.507%
13 19.427 2791 2795 2807 rBV 503677 897236 2.76% ©.619%
14 19.874 2865 2871 2882 rBV 14797662 17489898 53.81% 12.060%
15 20.522 2977 2981 2989 rBV 203103 348819 1.07% 0.241%

16 21.110 3077 3081 3090 rBv4 397271 824058 2.54% ©0.568%
17 21.186 3090 3094 3102 rVV 422096 637557 1.96% ©.440%
18 21.398 3125 3130 3138 rBV 3803219 4875172 15.00% 3.362%
19 21.533 3146 3153 3185 rBV 18865969 32504037 100.00% 22.413%
20 21.845 3202 3206 3213 rVB2 510206 850730 2.62% ©.587%

21 22.539 3319 3324 3331 rVB 445021 913363 2.81% 0.630%
22 23.739 3525 3528 3535 rVB 395751 665296 2.05% ©0.459%
23 23.851 3540 3547 3557 rVB2 2279161 4874563 15.00% 3.361%

Sum of corrected areas: 145020464
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092322\
Data File : BP@11786.D

Acq On : 23 Sep 2022 17:01
Operator : CG/JU

Sample : N4780-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BP011786.D\data.ms
1.5e+07
1le+07
5.475 7.081
50000001052 9.081
10.728
k 5016 7.916
0 A
\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BP011786.D\data.ms
1.5e+07 19.874
13.187
1le+07
16.051
5000000
18.204 19.427
O L e e 0 e e s ey S B S ES S e
Time--> 12.00 12,50 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 TIC: BP011786.D\data.ms
21.633
1.5e+07
1le+07
5000000 21.39
23.851
soo 22110 21.845 22.539 zszﬁp
0 e
\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\
Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92322\

BP011786.D
: 23 Sep 2022 17:01
: CG/JU
: N4780-01
: 9 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
3.052  39.69 ng 5361040 1,4-Dichlorobenzene-d4 7.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 11 (3.052 min): BP011786.D\data.ms (-7) (-) m/z 73.10 100.00%
5000 j&\
T
‘ ‘ 3.103.203.303.403.50
ob MLl| 13101881 26713269 418047905390 ., 4310  34.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 AN RN RN RERRE RN R
3.103.203.303.403.50
‘ m/z 55.10 26.85%
OA!J[‘WW“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R ERRaE R
3.103.203.303.403.50
5000 m/z 87.10 25.97%
o‘“”ﬂl,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- N EAREARELLEEE
73.0 3.103.203.303.403.50
m/z 71.10 11.19%
5000 j&\
O‘WJﬁ‘H“H‘_“w‘H“H‘W‘H‘,H‘W‘H“H‘W“H‘\ A BARRRRERRNRRREREEREE S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092322\
Data File : BP@11786.D

Acq On : 23 Sep 2022 17:01
Operator : CG/JU

Sample : N4780-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T EstConc Area Relative to ISTD R.T.
5.016 10.65 ng 1437980  1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 83
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
Abundance Scan 345 (5.016 min): BP011786.D\data.ms (-339) (-) m/z 43.10 100.00%
43.1
5000
101-1 ‘\\\\‘\\\\‘\\\\‘\\\\’\\

4.60 4.80 5.00 5.20 5.40
obdl | 15012178 283.33411308.9458.35179 1) 59 05  5.74%

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

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | B LU R
4.60 4.80 5.00 5.20 5.40
101.0 m/z 58.10 20.01%
O‘\\”\H\“\\‘\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #9492: 2-Hexanol, 2-methyl-
59.0
T e
4.60 4.80 5.00 5.20 5.40
5000 m/z 101.05 16.92%
o_u“‘“m“"xL,‘m‘,‘m"HwH_Hwwwwww

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

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T T
59.0 4.60 4.80 5.00 5.20 5.40

m/z 41.10 7.87%

5000

126.0

'

0

m/z-->

0

\\\‘\ \\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
| f I ! | 1 | T | 1 | 1

50 100 150 200 250 300 350 400 450 500 550

4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092322\
Data File : BP@11786.D

Acq On : 23 Sep 2022 17:01
Operator : CG/JU

Sample : N4780-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.204 8.77 ng 2185940  Phenanthrene-d10 17.316
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Isopropyl palmitate 298 C19H3802 000142-91-6 47

Abundance Scan 2587 (18.204 min): BP011786.D\data.ms (-2580) (- m/z 73.10 100.00%

73.1
5000
=

H\“ \PL T 1800 1850
Jl nl

0l LT ngn‘???}‘?§§?4¥§?f7§??§§ﬁ m/z 43.10 97.21%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 1 T
18.00 18.50

m/z 60.05 90.05%

H 213.0
O‘\\\J’ l‘"\“\“}\l[\\f!\‘\\\1‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109279: Tetradecanoic acid
73.0
—r—

w

18.00 18.50
5000 m/z 55.05 79.63%
185.0
oissllbliis i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid == —
73.0 18.00 18.50

m/z 41.10 77.06%

5000
171.0 NJM#J&\\V‘MKJL
}h MMmH\A ‘ A= —_

Y B
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

8270E-BP092122.M Mon Sep 26 13:59:27 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092322\
Data File : BP@11786.D

Acq On : 23 Sep 2022 17:01
Operator : CG/JU

Sample : N4780-01

Misc

ALS vial : 9

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.427 3.68 ng 897236  Chrysene-d12 21.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 78
5 Tridecanoic acid 214 C13H2602 000638-53-9 74

Abundance Scan 2795 (19.427 min): BP011786.D\data.ms (-2791) (- m/z 43.10 100.00%

43.1
5000
129.1

H ‘ 241.3 19.50
J’ }J “1 )

ob v AMLA Ly Ly | 34113990 47385352 0 53 10 87.43%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0

5000 129.0 —
19.50
’ 284.0 m/z 60.05  83.44%
O”Hh““‘l1‘1!““““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
T
19.50
5000 1290 m/Z 57.10 81-17°D
m‘ 213.0
ob bbb L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126202: Pentadecanoic acid —
43.0 19.50

m/z 55.10  79.67%

5000
1200 2420
Wl

Ot L e e
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092322\
Data File : BP@11786.D

Acq On : 23 Sep 2022 17:01
Operator : CG/JU

Sample : N4780-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Octacosanol

Concentration Rank 8

R.T EstConc Area Relative to ISTD R.T.
21.110 3.38ng 824058 Chrysene-d12 21.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 octacosanol 410 CosHsso 000557-61-9 93

2 Heptafluorobutyric acid, pentade... 424 C19H31F702
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702

959261-23-5 93
074339-54-1 90
1000406-04-8 90
000400-57-7 90

Abundance Scan 3081 (21.110 min): BP011786.D\data.ms (-3077) (-
57.1

5000
s 2071 .
o b, | 281l 34011 491.2549.
e L 34234001 4912
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308225: Octacosanol
57.0
5000
105.0
Ui M‘,\.,l%o 202.0 3920
O‘\\\\’\\\\[WVWT\\1\‘1\\\[\\\\Wf\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester

m/z 57.10 100.00%

—

21.00 21.50

m/z 43.10  85.10%

%

21.00 21.50

m/z 55.10 84.41%

%

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

57.0
21.00 21.50
5000 ITI/Z 83.05 64.49%
2100
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #292190: Trichloroacetic acid, hexadecyl ester P —
43.0 21.00 21.50
m/z 69.10 59.06%
5000 J“Nﬁd\‘hvy~ﬂ&
‘ 196.0

21.00 21.50

8270E-BP092122.M Mon Sep 26 13:59:29 2022
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92322\
BP011786.D

: 23 Sep 2022 17:01
: CG/JU
: N4780-01

: 9 Sample Multiplier: 1

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Eicosane Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
21.186 2.62 ng 637557  Chrysene-d12 21.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 (C20H42 000112-95-8 96
2 Heptacosane 380 C27H56 000593-49-7 87
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 87
4 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3094 (21.186 min): BP011786.D\data.ms (-3090) (- m/z 57.10 100.00%

57.1
5000

21.00 21.50
127.2 207.1 28113412 403.1461.2 536.9
omW[H“‘fm_whw"w"www_wmw m/z 71.10

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0

5000 — 5
21.00 21.50

m/z 43.10 61.92%

|| 270 1970 2820
O\\“\\‘\\\\‘\\‘\A‘A\‘%\‘\‘\\\1‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane

57.0

T —
21.00 21.50

5000 m/z 85.10 43.48%
ol ||| 2270 197.0 2670  380.0
H“_"w“H"H“H"_‘H“H‘,H“_“w“u“u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #158610: Octadecane, 2-methyl- == ]
43.0 21.00 21.50

m/z 55.10  23.66%

5000
| 113.0 225.0

L —

\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092322\
Data File : BP@11786.D

Acq On : 23 Sep 2022 17:01
Operator : CG/JU

Sample : N4780-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 (E)-7-Benzylidene-l1-azabicy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.533 133.35 ng 32504000 Chrysene-d12 21.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
2 Triphenylphosphine oxide 278 C18H150P 000791-28-6 90
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 43
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 32

Abundance Scan 3153 (21.533 min): BP011786.D\data.ms (-3146) (- m/z 277.25 100.00%
277.3

5000

——

7.1 183.2 AN
Al
(T |\ L

b | 3 a0ssmrsses. L yze 05 3a.o0n

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

Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

o

—

soce sso
77.0 :
183.0 m/z 77.10  28.18%
O‘ TTT \“J\ \l!\l“\l\“\‘\ ‘h‘\ J\l IU TTT ‘ TT T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171169: Triphenylphosphine oxide
277.0
LN \
51.0 21.50
5000 199.0 ITI/Z 183.15 25.54%

| g
e [ ‘H.\.‘lnhh.\ |

hl
R R AR ARRRER RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0

o

—

—
21.50
m/z 199.15  25.33%

5000

~
~
o
=
[e0]
w
o

e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092322\
Data File : BP@11786.D

Acq On : 23 Sep 2022 17:01
Operator : CG/JU

Sample : N4780-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Eicosane, 10-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.845 3.49 ng 850730  Chrysene-d12 21.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 83
2 Hexacosane 366 C26H54 000630-01-3 70
3 Octacosane 394 C28H58 000630-02-4 70
4 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 62
5 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 62

Abundance Scan 3206 (21.845 min): BP011786.D\data.ms (-3202) (- m/z 57.10 100.00%
57.1

:

5000 201.2
‘ ‘\F 291.1 21.50 22.00
o"uwM‘uhmHwﬂm"Hu‘MH?’ﬁ?az“““?’9‘-?””“5‘39‘-? m/z 71.16  64.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 — T
21.50 22.00
m/z 43.10 60.96%
O\\\!‘\\\I\J‘\A\"\\‘h\h\\z\l\J-\\O\‘2\\8\]_\‘0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
— —
21.50 22.00
5000 ITI/Z 85.10 45 . 84%

| 1270 1970 267.0  367.0

-+

O‘H‘_‘H‘H‘W‘Hu“‘W‘H‘_‘H,H‘w‘u‘_‘u,u‘w‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0 21.50 22.00
m/z 201.15 43.99%
5000 /t\
oLl L A0 1m0 2810 seao A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092322\
Data File : BP@11786.D

Acq On : 23 Sep 2022 17:01
Operator : CG/JU

Sample : N4780-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.539 3.75 ng 913363  Chrysene-di12 21.398
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91
Abundance Scan 3324 (22.539 min): BP011786.D\data.ms (-3319) (- m/z 57.10 100.00%
57.1
5000 \*\j\K‘A/
1 [
‘ || 7721931 2671 3552 2250
ol ALUFEIZ 1931 2670 3552 4613 5341 71 10 64.50%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 —— :
22.50
m/z 43.10 57.72%
LT om0
O\‘\\‘\“\\‘\‘\\\T‘\T\\‘\\\1‘\\\l\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
T \
22.50
5000 m/z 85.10 45 ,54%
‘H“H“H“ AR e A RARRaREEE S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl- =
57.0 22.50
m/z 55.10 25.08%
0 L2770 1970 2670 3650
‘H‘H"_‘H“H‘_"W‘H‘,H‘W‘H“H‘w“u‘u“_ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50

8270E-BP092122.M Mon Sep 26 13:59:32 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092322\
Data File : BP@11786.D

Acq On : 23 Sep 2022 17:01
Operator : CG/JU

Sample : N4780-01

Misc

ALS Vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.739 2.73 ng 665296  Perylene-di12 23.851
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Heneicosane 296 C21H44 000629-94-7 93
3 Eicosane 282 (C20H42 000112-95-8 90
4 Hentriacontane 437 C31H64 000630-04-6 83
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 3528 (23.739 min): BP011786.D\data.ms (-3525) (- m/z 57.10 100.00%

57.1
5000

T
23.50 24.00

7.1
127 281.1
o_uj_lm\’ m,um_ww 34324011 5039 ' m/z 71.10  65.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246482: Tetracosane
57.0
5000 T =

23.50 24.00
m/z 43.10 58.18%

7.0
‘\\\\‘\'\J\\L]kfﬁ‘\\4’1\¥J_IEZ;(\)\\2‘6\7\F(\)‘13\?\)¥8‘(\)\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0

7
23.50 24.00

o

5000 m/z 85.10 49.03%
ol ‘ || 170 1970 2960
A b S e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176386: Eicosane 7 —
57.0 23.50 24.00

m/z 55.10  23.66%

J ‘ 1270 1970 282.0

ol R e e e —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092322\
Data File : BP@11786.D

Acqg On : 23 Sep 2022 17:01
Operator : CG/JU

Sample : N4780-01

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@92122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.052 39.7 ng 5361040 1 7.916 2701290 20.0
2-Pentanone, 4-... 5.016 10.7 ng 1437980 1 7.916 2701290 20.0
n-Hexadecanoic ... 18.204 8.8 ng 2185940 4 17.316 4987090 20.0
Octadecanoic acid 19.427 3.7 ng 897236 5 21.398 4875170 20.0
Octacosanol 21.110 3.4 ng 824058 5 21.398 4875170 20.0
Eicosane 21.186 2.6 ng 637557 5 21.398 4875170 20.0
(E)-7-Benzylide... 21.533 133.3 ng 32504000 5 21.398 4875170 20.0
Eicosane, 10-me... 21.845 3.5 ng 850730 5 21.398 4875170 20.0
Hexacosane 22.539 3.8 ng 913363 5 21.398 4875170 20.0
Tetracosane 23.739 2.7 ng 665296 6 23.851 4874560 20.0
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