LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP113021\
Data File : BP0@8159.D

Acqg On : 30 Nov 2021 15:34
Operator : CG/JU

Sample : M4848-03

Misc :

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 : © 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-BP112521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8159.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.076 13 15 43 rVB 60894 153904 3.98% 0.554%
2 4.928 324 330 338 rBv 234721 325818 8.42% 1.174%
3 5.393 402 409 420 rBV 1807197 2576443 66.55% 9.282%
4 6.987 671 680 695 rBV 1662975 2739462 70.76%  9.869%
5 7.805 811 819 826 rBV 414602 646052 16.69%  2.328%

6 8.963 1007 1016 1028 rBV 1029100 1702813 43.99% 6
7 10.393 1252 1259 1269 rBV2 69833 146312 3.78% ©.527%
8 10.599 1285 1294 1302 rBV 490448 838400 21.66% 3
9

020%

13.069 1707 1714 1724 rBV 2006340 2950375 76.21% 10.629%

10 13.287 1745 1751 1758 rBV2 25653 53866 1.39% 0.194%
11 14.116 1885 1892 1898 rBV2 35387 73356 1.89% 264%

12 14.310 1918 1925 1938 rBV 72948 224282 5.79%
13 14.451 1942 1949 1955 rVV 736939 1068221 27.59%
14 15.263 2082 2087 2093 rVB3 33448 60000 1.55%
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15 15.945 2193 2203 2211 rBV 1764409 2545171 65.75% 169%
16 16.010 2211 2214 2223 rVBS 19243 42662 1.10% 154%
17 17.140 2401 2406 2411 rBV 57848 69851 1.80% 252%

18 17.210 2411 2418 2422 rBV 846835 1207633 31.20%
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19 17.251 2422 2425 2430 rVB 107423 142701 3.69% 5147%
20 17.340 2436 2440 2446 rVB2 39195 64841 1.67% 234%
21 17.510 2464 2469 2478 rVB3 18080 45013 1.16% ©.162%
22 18.110 2567 2571 2579 rVB2 167089 269688 6.97% 0.972%
23 18.269 2593 2598 2602 rBV4 37473 67212 1.74% 0.242%
24 19.228 2756 2761 2767 rBV 215604 278993 7.21%  1.005%
25 19.345 2778 2781 2785 rVB3 42633 48278 1.25% ©.174%
26 19.581 2817 2821 2830 rVB 183062 251103 6.49%  0.905%
27 19.781 2849 2855 2860 rBV 3194248 3871218 100.00% 13.947%
28 20.563 2984 2988 2996 rVB2 74733 122484  3.16% 0.441%
29 21.028 3063 3067 3073 rBV2 217663 310854 8.03% 1.120%
30 21.086 3075 3077 3084 rVB2 66186 82105 2.12% 0.296%

31 21.222 3097 3100 3105 rVB 284780 332610  8.59%
32 21.310 3109 3115 3119 rBV 827833 1145144 29.58%
33 21.428 3130 3135 3149 rBV 1223874 1959871 50.63%
34 21.569 3155 3159 3168 rVB2 170905 343832  8.88%
35 23.704 3516 3522 3529 rVB2 495999 996667 25.75%

WRNAR
[
o)
=
xR

8270E-BP112521.M Wed Dec 01 14:39:48 2021 Pa 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP113021\
Data File : BP©@8159.D

Acqg On : 30 Nov 2021 15:34
Operator : CG/JU

Sample : M4848-03

Misc

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 : © 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-BP112521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 27757235
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP113021\
Data File : BP0@8159.D

Acqg On : 30 Nov 2021 15:34
Operator : CG/JU

Sample : M4848-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP008159.D\data.ms

3000000
2500000

2000000 5.393

6.987
1500000

8.963

1000000

500000 7.805 10.599
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Abundance TIC: BP008159.D\data.ms

19.y81
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Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP008159.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP113021\
Data File : BP0@8159.D

Acqg On : 30 Nov 2021 15:34
Operator : CG/JU

Sample : M4848-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 unknown3.076

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
3.076 4.76 ng 153904 1,4-Dichlorobenzene-d4 7.805
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Ethanediol 62 C2H602 000107-21-1 7
2 2-[(2-Aminoethyl)sulfanyl]acetic... 149 C5H11NO2S 366446-58-4 5
3 Ethene, chloro- 62 C2H3C1 000075-01-4 5
4 Ethanamine, 2-(methylthio)- 91 C3HONS 018542-42-2 4
5 Peroxide, dimethyl 62 C2H602 000690-02-8 4

Abundance  Scan 15 (3.076 min): BP008159.D\data.ms (-13) (-)
43.0

5000
0 | 108.8 190.9 267.1 341.1404.9 490.2549.
R AR A mamEE RS Rt m s S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #377: 1,2-Ethanediol
31.0
5000
O‘\J\“\J‘#\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27130: 2-[(2-Aminoethyl)sulfanyl]acetic acid, methyl este

30.0
5000
120.0
o"”\“‘w},
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #375: Ethene, chloro-
27.0
5000
O bbb e e e e e e

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

8270E-BP112521.M Wed Dec 01 14:39:50 2021

m/z 43.00 100.00%

3.103.203.303.403.50
m/z 42.00 38.10%

?

3.103.203.303.403.50
m/z 61.95 33.50%

—

3.103.203.303.403.50
m/z 43.95 28.29%

i

3.103.203.303.403.50
m/z 60.95 20.20%

.

3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP113021\
Data File : BP0@8159.D

Acqg On : 30 Nov 2021 15:34
Operator : CG/JU

Sample : M4848-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.928 10.09 ng 325818 1,4-Dichlorobenzene-d4 7.805

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 3-Hexanol 102 C6H140 000623-37-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 330 (4.928 min): BP008159.D\data.ms (-324) (-)
3.0

m/z 43.00 100.00%

5000
101.0 e e
J ’ 4.60 4.80 5.00 5.20
Ol L7293 26683305 412547495336 n/z 58.95  64.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 TT T T T T[T T[T T T[T
4.60 4.80 5.00 5.20
m/z 101.00 20.47%
“ 101.0
O‘\\m\‘\\"l\\\‘\“l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
A RRREREE
4.60 4.80 5.00 5.20
5000 m/z 57.95 16.31%
101.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9477: 3-Hexanol, 4-methyl- T T
59.0 4.60 4.80 5.00 5.20
m/z 41.00 9.27%
5000
oLl

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP113021\
Data File : BP0@8159.D

Acqg On : 30 Nov 2021 15:34
Operator : CG/JU

Sample : M4848-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.393 3.49 ng 146312  Naphthalene-d8 10.599
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 90
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Tetraethylene glycol 194 C8H1805 000112-60-7 50
5 DL-Lactamide, butyl ether 145 C7H15N02 1000452-56-5 47
Abundance Scan 1259 (10.393 min): BP008159.D\data.ms (-1252) (-  m/z 45.00 100.00%
45.0
5000 J\\
r— =
‘\1320 10.00 10.50
ol AhL 1320 209.1 28303498 4190 5040 ./, 57,05 98.03%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 - e
10.00 10.50
‘ m/z 40.95 40.15%
O‘HH‘ "\Iw‘i“\‘“\‘IJ\-:\J’\Z\.‘O\H\‘\H\‘\\H‘HH‘HH‘\\H‘\\H‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
— —
10.00 10.50
5000 m/z 75.00 19.41%
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- F =
45.0 10.00 10.50
m/z 56.00  15.56%
) JUL
’ 19.0

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP113021\
Data File : BP0@8159.D

Acqg On : 30 Nov 2021 15:34
Operator : CG/JU

Sample : M4848-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 .beta.-D-Glucopyranose, 1,6... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.310 4.20 ng 224282  Acenaphthene-di10 14.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-D-Glucopyranose, 1,6-anhy... 162 C6H1005 000498-07-7 80
2 D-Allose 180 C6H1206 002595-97-3 53
3 1,6-Anhydro-.beta.-d-talopyranose 162 C6H1005 1000133-05-8 47
4 Butanoic acid 88 C4H802 000107-92-6 42
5 Pentanoic acid 102 C5H1002 000109-52-4 42

Abundance Scan 1925 (14.310 min): BP008159.D\data.ms (-1918) (- m/z 60.00 100.00%
60.0

5000

—

I
|‘ 14.00 14.50
ob il 1439204.9 2808 354.8414.7476.1 549  n/z 57.00  44.18%

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

Abundance #38155: .beta.-D-Glucopyranose, 1,6-anhydro-
60.0

:

5000
14.00 14.50
‘ m/z 73.00  27.86%
O‘\H\"\‘J”’ ‘\I\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #55180: D-Allose
60.0
— —
14.00 14.50
5000 m/z 41.95 17.63%
‘ 144.0
o‘u‘m WHH‘H‘H‘w‘H‘_‘H,H‘W‘H‘“‘H,H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38151: 1,6-Anhydro-.beta.-d-talopyranose o —
60.0 14.00 14.50
m/z 43.00 15.41%
5000
144.0
ow‘ﬂwMMWuHﬂ_‘H‘H‘w‘u‘M‘H‘H‘W‘H‘M‘H‘H‘w‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP113021\
Data File : BP0@8159.D

Acqg On : 30 Nov 2021 15:34
Operator : CG/JU

Sample : M4848-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 n-Hexadecanoic acid

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.110 4.47 ng 269688  Phenanthrene-die 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Dodecanoic acid 200 C12H2402 000143-07-7 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 76

Abundance Scan 2571 (18.110 min): BP008159.D\data.ms (-2567) (-
3.0

m/z 73.00 100.00%

o WWMNWA»MNAWMwwmmAA
213.2 i -
“ 9 ‘ 6o 18.00 18.50
0 gJH|Hw"‘Hng““,?““‘3““3]‘2“4141476"" S99'  m/z 43.e5 89.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 RN Tl
18.00 18.50
2130 m/z 59.95 88.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
e .
18.00 18.50
5000 ITI/Z 57 .00 79.76%
H 1850  284.0
0 WUﬂ‘mmw%ﬂwﬁk\HMM‘HM_‘H“H‘_‘H‘H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid T ——
73.0 18.00 18.50
m/z 55.05 74.89%
5000
L 2140
o\uwmn\ cdalibieadinis
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP113021\
Data File : BP0@8159.D

Acqg On : 30 Nov 2021 15:34
Operator : CG/JU

Sample : M4848-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Docosane, 11-butyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
20.563 2.14 ng 122484  Chrysene-di12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 90
2 2-Methylpentacosane 366 C26H54 000629-87-8 81
3 Docosane, 9-butyl- 366 C26H54 055282-14-9 81
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 74
5 Octadecane, 5,14-dibutyl- 366 C26H54 055282-13-8 74

Abundance Scan 2988 (20.563 min): BP0O08159.D\data.ms (-2984) (-
57.0

m/z 57.00 100.00%

2050 |
127.1 190.9 :
0b w}w}mv‘ £ bk 5209 3250 400746115244 .0 7110 69.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl-
57.0
5000 —— |
20.50
m/z 43.05 53.66%
127.0
0 TT ‘ \l! J‘\J“ \JF\J\ # [l\ ‘\ \2\}?\“(\)1 ‘ TT \3\0’?\(\)\3‘6\6\.\9‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275546: 2-Methylpentacosane
57.0
U \
20.50
5000 ITI/Z 85.10 51.56%
’ ‘1r7.0 1070 323.0
bl LLLL 2T 02000 |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275540: Docosane, 9-butyl- T ‘
43.0 20.50
m/z 55.05 33.62%
5000
182.0
113.0 252.0309.0
ob Muilx%ﬁo —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50

8270E-BP112521.M Wed Dec 01 14:39:55 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP113021\
Data File : BP0@8159.D

Acqg On : 30 Nov 2021 15:34
Operator : CG/JU

Sample : M4848-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 1-Heneicosyl formate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.028 5.43 ng 310854 Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 95
2 Cyclotetradecane 196 C14H28 000295-17-0 95
3 Nonacos-1-ene 406 C29H58 018835-35-3 94
4 Pentacos-1-ene 350 C25H50 016980-85-1 94

5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94

Abundance Scan 3067 (21.028 min): BP008159.D\data.ms (-3063) (- m/z 57.05 100.00%
57.0

5000
1 T T
[ Hﬁ 2251 3369 4201 5013 2100
O v bbb d g gl PSR TR RV m/z 55.00  88.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #248981: 1-Heneicosyl formate
57.0
5000 —— |
21.00
1p5.0 m/z 43.00 80.33%
294.0
0\\\ (!H}!\J‘!‘AIS‘Z.O!
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #71732: Cyclotetradecane
55.0
T T \
21.00
5000 ITI/Z 83.10 77 .47%
5.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #306022: Nonacos-1-ene T
57.0 21.00
m/z 69.05 70.97%
5000
125.0
Jllllll gemo oo -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP113021\
Data File : BP0@8159.D

Acqg On : 30 Nov 2021 15:34
Operator : CG/JU

Sample : M4848-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Triphenylphosphine oxide

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.427 34.23ng 1959870 Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 ClsHisOP 000791-28-6 96

2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S

3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V
5 Oxoprophines 277 C17H11NO3

Abundance Scan 3135 (21.428 min): BP008159.D\data.ms (-3130) (-
277.1

1000483-83-4 83
015990-54-2 42
1000155-20-5 23
1000128-51-1 9

m/z 277.10 100.00%

|

5000
77.0 199.0
| s
o_"wHH‘w_‘M,‘H‘,HH"3““‘1‘-9‘”";1‘5:‘1“'17”7:1‘5?5‘-‘1‘ m/z 278.05  32.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171172: Triphenylphosphine oxide
277.0
5000
2150
77.0 199.0 m/z 199.0 21.81%
0%4\'\9\[‘\\‘\\‘\\\\‘i\\\L\U\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
2150
5000 20.97%
7.0 183.0
XV 1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0 2150
m/z 201.0 20.46%
5000
7.0 183.0
o‘HH“HMHJ‘Jmh‘\,‘hm,“"wH_Wwwww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2150
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP113021\
Data File : BP0@8159.D

Acqg On : 30 Nov 2021 15:34
Operator : CG/JU

Sample : M4848-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Triacontyl acetate

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.569 6.01 ng 343832  Chrysene-d12 21.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontyl acetate 480 C32H6402 041755-58-2 98
2 Fumaric acid, 2-chloropropyl tri... 374 C20H35C104 1010348-57-1 95
3 Octacosanol 410 C28H580 000557-61-9 94
4 Octacosyl acetate 452 (C30H6002 018206-97-8 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 3159 (21.569 min): BP008159.D\data.ms (-3155) (-
57.1

5000

5.1
ﬁ Iy ﬁoﬁm 2810343-0 414.1474.7535.1

Ofrrrh J bt b b e e T R
miz—> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #334198: Triacontyl acetate
43.0
5000 1.0
ob ‘L{1}810 250.0 334.0 420.0480.0
‘\\\‘\\\‘\\H‘\\\\‘\\\\‘\\\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance  #282874: Fumaric acid, 2-chloropropyl tridecyl ester
55.0
117.0

5000
193.0
281.0

L] 1| L ‘}.I ‘ | 3390

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

o

m/z 57.10 100.00%

=

21.50
m/z 83.10 77.35%

—

21.50
m/z 43.10 72.72%

?

21.50
m/z 97.05 70.66%

%

Abundance #308225: Octacosano
5¢.0 21.50
m/z 55.00 61.70%
- M\M
ob d “1950 2920 3920
——

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP113021\
Data File : BP0@8159.D

Acqg On : 30 Nov 2021 15:34
Operator : CG/JU

Sample : M4848-03

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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|
unknown3.076 3.076 4.8 ng 153904 1 7.805 646052 20.0
2-Pentanone, 4-... 4.928 10.1 ng 325818 1 7.805 646052 20.0
Ethanol, 2-(2-b... 10.393 3.5 ng 146312 2 10.599 838400 20.0
.beta.-D-Glucop... 14.310 4.2 ng 224282 3 14.451 1068220 20.0
n-Hexadecanoic ... 18.110 4.5 ng 269688 4 17.210 1207630 20.0
Docosane, 11-bu... 20.563 2.1 ng 122484 5 21.310 1145140 20.0
1-Heneicosyl fo... 21.028 5.4 ng 310854 5 21.310 1145140 20.0
Triphenylphosph... 21.427 34.2 ng 1959870 5 21.310 1145140 20.0
Triacontyl acetate 21.569 6.0 ng 343832 5 21.310 1145140 20.0
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