LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110921\
Data File : BP0@7894.D

Acqg On : 09 Nov 2021 17:31
Operator : CG/JU

Sample : M4485-01

Misc :

ALS vial : 4 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-BP110221.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@7894.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.452 361 368 376 rBV 3045713 4391017 18.23% 4.843%
2 7.040 631 638 649 rBV 2709386 4309060 17.89% 4.753%
3 7.864 771 778 784 rBV 518289 823321 3.42% 0.908%
4 9.022 967 975 985 rBV 1555281 2543003 10.56%  2.805%
5 10.446 1209 1217 1226 rBV 159199 263927 1.10% 0.291%

6 10.663 1245 1254 1263 rBV 624321 1072533  4.45% 1
7 13.122 1665 1672 1690 rBV 3952090 5872923 24.38% 6
8 14.499 1899 1906 1913 rBV 950548 1401954  5.82%  1.546%
9 15.993 2153 2160 2178 rVB 3251880 4829279 20.05% 5
10 17.092 2327 2347 2348 rBV 1045300 2767035 11.49% 3

11 17.251 2369 2374 2379 rBV 1092516 1541258 6.40% 1.700%
12 17.345 2379 2390 2391 rBV 1901014 4383492 18.20% 4.835%
13 17.587 2411 2431 2448 rVB 5327933 24088950 100.00% 26.568%
14 17.804 2456 2468 2486 rBV 532599 1773529 7.36%  1.956%
15 18.151 2522 2527 2547 rBV 982843 1377642 5.72% 1.519%

16 18.822 2632 2641 2651 rVB 397627 1023539  4.25% 1.129%
17 19.386 2732 2737 2756 rBV 517731 749277 3.11% ©.826%
18 19.816 2805 2810 2826 rBV 7376388 10496608 43.57% 11.577%
19 20.492 2919 2925 2934 rVB 885921 1076824  4.47%  1.188%
20 20.663 2947 2954 2961 rVB2 647572 1342714 5.57% 1.481%

21 21.057 3018 3021 3027 rBV2 397774 516292 2
22 21.345 3065 3070 3084 rBV2 2240046 3781024 15.
23 21.763 3137 3141 3144 rBV 206240 243119 1.01%
24 22.075 3188 3194 3202 rBV 630919 1237254 5
25 22.886 3326 3332 3338 rBV 631140 1155570 4

RPRrObO
N
o
0
xR

26 22.957 3338 3344 3354 rBV 777893 1757846  7.30%
27 23.169 3375 3380 3390 rVB2 442027 1002539 4.16%
28 23.757 3474 3480 3495 rVB3 1127603 3119704 12.95%
29 25.739 3811 3817 3830 rVB7 515260 1726394 7.17%

B wR R
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©
)
R

Sum of corrected areas: 90667627
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110921\
BP007894.D

: 09 Nov 2021 17:31
: CG/IU
: M4485-01

: 4 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

5.452

TIC: BP007894.D\data.ms

7.040

7.864

9.022

0
Time-->
Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

350 400 450 500 550 6.00 6.50

13.122

14.499

7.00 7.50 8.00 8.50
TIC: BP007894.D\data.ms

A
T[T T T T[T T T T[T T T T

9.00 950 10.00 10.50 11.00 11.50

19.

17.587

15.993

17.34

1756

816

0

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

21.345

23.757

22.075 23%387
6631 057 169

Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

TIC: BP007894.D\data.ms

25.739

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 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\HPCHEM1\BNA_P\Data\BP110921\
Data File : BP0O@7894.D

Acqg On : 09 Nov 2021 17:31
Operator : CG/JU

Sample : M4485-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.446 4.92 ng 263927 Naphthalene-d8 10.663
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 72
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 50
Abundance Scan 1217 (10.446 min): BPO07894.D\data.ms (-1209) (-  m/z 57.10 100.00%
57.1
5000 /\
=
‘ | as1 0 10.50
o AALLAZED 2088 281034143990 5041 4/, 45.05  99.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
10 50
40.84%
J‘M n "“ | ps20
O‘\\\\‘ff\\[\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
10 50
5000 m/z 75.10 21.44%
o MkdLpsze
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- e
45.0 10 50
16.76%
) wwhvwmw~mj\mmj\WWAN
o LiLLies
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110921\
Data File : BP0O@7894.D

Acqg On : 09 Nov 2021 17:31
Operator : CG/JU

Sample : M4485-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Morpholine, 4-phenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.093 35.91 ng 2767040  Phenanthrene-d10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 72
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 56
3 (3-Phenyloxiran-2-yl)methyl benz... 254 C16H1403 1000366-96-1 56
4 Phenylglyoxylic acid, 2-methylpr... 206 C12H1403 1000453-47-2 38
5 Benzoic acid, 2-propenyl ester 162 C10H1e02 000583-04-0 38

Abundance Scan 2347 (17.092 min): BP007894.D\data.ms (-2327) (- m/z 105.00 100.00%

105.0
5000 163.1
T T
a1 17.00
ol 0L |1 225028183409 42804862549 ./, 163,05 41.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38611: Morpholine, 4-phenyl-
105.0
163.0
5000 — :
17.00
m/z 77.05 28.52%
O\Sl\g‘\.ip\“\‘\\l \‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0 ‘17.‘00‘ |
5000 ITI/Z 105.95 7.83%
41.0
o) e O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140682: (3-Phenyloxiran-2-yl)methyl benzoate e ‘
105.0 17.00
m/z 51.05 5.77%
5000
163.0
NEN 254.0
R R R R R B R R ERRRRT ;
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110921\
Data File : BP0O@7894.D

Acqg On : 09 Nov 2021 17:31
Operator : CG/JU

Sample : M4485-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Oxybis(propane-1,2-diyl) di... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.345 56.88 ng 4383490  Phenanthrene-di10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 53
2 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 47
3 .delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 38
4 N-(2-Fluoro-5-methylphenyl)benza... 325 C16H11F4NO2 1000492-40-0 35
5 1,2-Bis(benzoyloxy)benzene 318 C20H1404 000643-94-7 35

Abundance Scan 2390 (17.345 min): BP007894.D\data.ms (-2379) (- m/z 105.00 100.00%

105.0
163.1
5000
- e
431 225.1 295.1352.4 418.4475.2532.0 1700 1759
bbb b L5291 299.1352.4 418447525320 m/z 163.18  67.49%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
163.0 /\
5000 - L
17.00 17.50
m/z 77.10 31.51%
0\ﬁ]f‘_-‘o\\\\‘\\\\‘\\\\Z‘g\o\.\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #39043: Glyoxylamide, N-phenyl-
168.0
- e
17.00 17.50
5000 43.0 m/Z 106.00 7.71%
OJ‘H‘L",,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38927: .delta.2-1,3,4-Oxadiazolin-5-one, 2-(4-pyridyl)- e ——
163.0 17.00 17.50
m/z 164.05 7.24%
5000
78.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110921\
Data File : BP0O@7894.D

Acqg On : 09 Nov 2021 17:31
Operator : CG/JU

Sample : M4485-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Diethylene glycol dibenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

17.587 312.59 ng 24089000 Phenanthrene-d1e 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 90
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 83
3 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 74
4 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 72
5 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 72

Abundance Scan 2431 (17.587 min): BPO07894.D\data.ms (-2411) (- m/z 105.00 100.00%

105.0
5000
——

17.50
o A2 | 790 2489 364.3423.9481.9540.2 /7 149.00  80.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #216951: Diethylene glycol dibenzoate
105.0
5000 —~— :
17.50

m/z 77.10 45.07%

ol 420 | 179.0

‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0

1750
5000 m/z 51.05 10.19%
o 450, | a79.0
e e S B AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #68803: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl- ‘
149.0 1150

m/z 150.05 7.94%

5000
77.0
okl

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1750
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110921\
Data File : BP0O@7894.D

Acqg On : 09 Nov 2021 17:31
Operator : CG/JU

Sample : M4485-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Glyoxylamide, N-phenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.804 23.01 ng 1773530  Phenanthrene-d10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 64
2 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 53
3 Glyoxylamide, N-phenyl- 163 C9HONO2 ©32331-52-5 53
4 1,3-Dioxolane, 2,4-dimethyl-2-ph... 178 C11H1402 004359-30-2 39
5 3,5-Dimethylphenyl isothiocyanate 163 C9HONS 040046-30-8 39
Abundance Scan 2468 (17.804 min): BP007894.D\data.ms (-2456) (- m/z 105.00 100.00%
105.0163.1
5000
P —
a1 17.50 18.00
ol L 1225128413431 428.9488.2546. ./, 163,10 89.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #38616: Morpholine, 4-phenyl-
105.0
163.0 /\
5000 ——
17.50 18.00
m/z 77.05 35.56%
7.0
0 \h‘\‘i\‘\\\“\1\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate
105.0
P —
163.0 17.50 18.00
5000 m/z 164.05 10.19%
0 410 220.0
R R R RRRERRRRRRRRRRRERRRRRRRRRRREE
miz--> 50 100 150 200 250 300 350 400 450 500 550 A
Abundance #39043: Glyoxylamide, N-phenyl- T
163.0 17.50 18.00
m/z 106.10 7.59%
OML - —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110921\
Data File : BP0O@7894.D

Acqg On : 09 Nov 2021 17:31
Operator : CG/JU

Sample : M4485-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 n-Hexadecanoic acid

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
18.151 17.88 ng 1377640  Phenanthrene-d10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Undecanoic acid 186 C11H2202 000112-37-8 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2527 (18.151 min): BP007894.D\data.ms (-2522) (-

5000
213.2
0 ) \J’HHEM H\ b84l342140104629 549.
Baany “H‘ ‘W“H R R A AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
” 213.0
0‘\\\\1" l‘"\“\“}\“\\!!\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid
73.0
5000

214.0

oLl s

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

Abundance #126199: Pentadecanoic acid
73.0

5000

199.0

m/z 73.10 100.00%

a

18.00 18.50
m/z 60.05 81.29%

B

—
18.00 18.50
m/z 43.10 80.23%

%

18.00 18.50
m/z 55.05 67.83%

-

18.00 18.50
m/z 41.10 65.94%

dsolllliso |

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

8270E-BP110221.M Wed Nov 10 16:32:20 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110921\
Data File : BP0O@7894.D

Acqg On : 09 Nov 2021 17:31
Operator : CG/JU

Sample : M4485-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Hexacosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.822 13.28 ng 1023540  Phenanthrene-d10 17.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 2-Methyltetracosane 352 C25H52 001560-78-7 94
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 94
4 Tetracosane 338 C24H50 000646-31-1 93
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 91

Abundance Scan 2641 (18.822 min): BP007894.D\data.ms (-2632) (- m/z 57.10 100.00%
57.1
5000 WMNVA/\VWMWV/\
= ==
‘ F_F 1971 18.50 19.00
0 Ww\_m Lin, 2801 855.9416.1475.35319  n 7 71.10  70.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane
57.0
5000 = —
18.50 19.00
m/z 43.10 60.98%
o \‘ L2790 1970 2670  367.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262016: 2-Methyltetracosane
57.0
T —
18.50 19.00
5000 m/z 85.05 52.11%
309.0
0 }JJJJilll“ i e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #261135: Hexadecane, 1-iodo- = =
57.0 18.50 19.00
m/z 41.10 24.48%
5000
" 225.0
ol IE0 L s ) L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

8270E-BP110221.M Wed Nov 10 16:32:20 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110921\
Data File : BP0O@7894.D

Acqg On : 09 Nov 2021 17:31
Operator : CG/JU

Sample : M4485-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 Octadecanoic acid

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
19.387 3.96 ng 749277  Chrysene-di12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Octadecanoic acid 284 C18H3602

2 n-Hexadecanoic acid 256 C16H3202
3 Pentadecanoic acid 242 C15H3002
4 Tetradecanoic acid 228 C14H2802

5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404

Abundance Scan 2737 (19.386 min): BP007894.D\data.ms (-2732) (-

000057-11-4 99
000057-10-3 93
001002-84-2 91
000544-63-8 83
000106-11-6 83

m/z 73.10 100.00%

-

19.00 19.50
m/z 43.10 85.21%

@

19.00 19.50
m/z 60.05 80.76%

-

19.00 19.50
m/z 57.10 76.76%

-

\
19.00 19.50
m/z 55.10  73.39%

5000
241.2
H‘ 1711
ob AL Tl | ssta147a7405527
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 1290
284.0
O”J“‘h‘““lMWHIl‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
”H 213.0
- “m"”w‘\wm “mww_m‘w_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
5000
199.0
L5. m )
ow,‘H‘MH#"PJM‘m"HwH_Wwwww

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

8270E-BP110221.M Wed Nov 10 16:32:21 2021

-

19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110921\
Data File : BP0O@7894.D

Acqg On : 09 Nov 2021 17:31
Operator : CG/JU

Sample : M4485-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 9-Octadecenamide, (Z)-

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.492 5.70 ng 1076820  Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 99
2 Palmitoleamide 253 C16H31NO 106010-22-4 78
3 Nonanamide 157 C9H19NO 001120-07-6 47
4 Octanamide 143 C8H17NO 000629-01-6 47
5 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 46

Abundance Scan 2925 (20.492 min): BP007894.D\data.ms (-2919) (-
59.0

5000

| ” Il L lh . \184 1 2811 35514151 504.1

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

o

Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000
o4+ d ' H Jm Vh il Jh " 1184 0 281 0

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

Abundance #139496: Palmitoleamide
59.0
5000
\ 126 2530
0k ‘Hl‘ ﬂ JN‘MM | L Lol 194. O

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

m/z 59.05 100.00%

 —

20.50
m/z 72.10  73.98%

—

20.50
m/z 55.10 40.44%

y

20.50
m/z 41.10 31.24%

-

Abundance #34432: Nonanamide
59.0 20.50
m/z 43.10 24.38%
0 1l \I Il | 1\28 0
A e o O o o R S S S RaN AN .

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

8270E-BP110221.M Wed Nov 10 16:32:22 2021

20.50

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110921\
Data File : BP0O@7894.D

Acqg On : 09 Nov 2021 17:31
Operator : CG/JU

Sample : M4485-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 10 Heptadecane, 9-octyl-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
20.663 7.10 ng 1342710  Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Eicosane, 9-octyl- 394 C28H58 013475-77-9 94
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 2954 (20.663 min): BP007894.D\data.ms (-2947) (-
57.

m/z 57.10 100.00%

1
5000
205 2100
127.1 : :
183.2
ol J ‘HL ik it 2033 3234 4008 490.8547°  n,; 71,10 71.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 == =
20.50 21.00
m/z 43.10 59.77%
‘ 1&&0 239.0
O T “\J\‘ \J‘\J‘ \A\J\ ‘\‘4‘8“2"‘()‘ T \‘! ‘ T 12!9\6’.\()\3\\5’2\.\0\ T ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298428: Eicosane, 9-octyl-
43.0
1 —
20.50 21.00
5000 m/z 85.10 52.81%
113.0 281.0
oL ALIITT 1830 | | 33703040
A A A e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane = =
57.0 20.50 21.00
m/z 55.10  23.90%
5000
1?3.0 338.0
A VUl e ol
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270E-BP110221.M Wed Nov 10 16:32:23 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110921\
Data File : BP0O@7894.D

Acqg On : 09 Nov 2021 17:31
Operator : CG/JU

Sample : M4485-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 11 5-Eicosene, (E)-

R.T. EstConc Area Relative to ISTD R.T.
21.057 2.73 ng 516292  Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Tetracosene 336 C24H48 010192-32-2 95
4 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
5 1-Hexacosene 364 C26H52 018835-33-1 94

Abundance Scan 3021 (21.057 min): BP007894.D\data.ms (-3018) (-
7.1

5000
5.2
o | \ |, 209.1 282.1 357.0416.9476.2 548.
‘H‘““_‘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 #173729: 5-Eicosene, (E)-
53.0
5000

J| Hﬁl 196.0 280.0

|

Concentration Rank 16

m/z 57.10 100.00%

.

21.00
m/z 55.10 96.58%

%

21.00
m/z 83.10 94.98%

O‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosano
55.0
L \
21.00
5000 ITI/Z 43.10 90.66%
125.0
ob i) Mw‘n‘-‘lﬁ??-‘?‘?ﬁ‘?a‘?_‘H_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244231: 1-Tetracosene T
43.0 21.00
m/z 69.10 88.50%
111.0
5000
0 \“\ ] }h\‘ | 11‘820 336.0
e A e e e —

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

8270E-BP110221.M Wed Nov 10 16:32:23 2021

21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110921\
Data File : BP0O@7894.D

Acqg On : 09 Nov 2021 17:31
Operator : CG/JU

Sample : M4485-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 12 Hexadecane, 1-iodo-

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
22.075 6.54 ng 1237250  Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 97
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 94
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91

Abundance Scan 3194 (22.075 min): BP007894.D\data.ms (-3188) (-

m/z 57.10 100.00%

57.1
5000
U
w 7.1 197 2 22.00
b Ll 2202 2070 3514 4291 5050 myz 71.10  75.47%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #261135: Hexadecane, 1-iodo-
57.0
5000 = ‘
22.00
50 m/z 43.10 56.80%
Il
O\\“\\‘\!!J‘\ T\LWHMW\\‘!\\\‘\\\\‘\\3\\5‘2\9\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl-
57.0
U
22.00
5000 ITI/Z 85.10 54.82%
127.0
oAb 200 00360
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane T
57.0 22.00
m/z 55.10 22.87%
B VwﬂﬂmgmuN/\“wwww/AmJ
0 ﬂ 1270 197.0 267.0 380.0
‘H‘_“w‘H“H‘w“u‘H‘w“u‘u“_‘u“u‘_“w‘ ——
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00

8270E-BP110221.M Wed Nov 10 16:32:24 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110921\
Data File : BP0O@7894.D

Acqg On : 09 Nov 2021 17:31
Operator : CG/JU

Sample : M4485-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 13 13-Methylheptacosane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
22.886 7.41 ng 1155570  Perylene-di12 23.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Methylheptacosane 394 C28H58 015689-72-2 94
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3332 (22.886 min): BP007894.D\data.ms (-3326) (-
57.1

5000
7.1
0 ‘ | ﬂlﬁ L 197.2 281.1351.3  460.8 549.2
e e A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298434: 13-Methylheptacosane
57.0
5000
196.0
7.0
O ‘H‘\J‘\ J\“‘\\d\‘\“l\kh‘\’\\|\12‘6\?\.(\)‘T\\\‘3\7\?\.3\H‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275544: Docosane, 11-butyl-
57.0
5000

| ﬁm 210.0 309.0

0 't A e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000
HJ 27.0

£/°197.0267.0337.0407.0 491.0562.0

m/z 57.10 100.00%

-

— ‘ :
22.50 23.00
m/z 71.10 69.20%

-

= ‘ ‘
22.50 23.00
m/z 85.10 56.09%

N

= ‘ :
22.50 23.00
m/z 43.10 53.45%

-

— ‘ ‘
22.50 23.00
m/z 55.10  22.85%

Ol Ly 270 267.0337.0407.0_491.0562.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

8270E-BP110221.M Wed Nov 10 16:32:25 2021

-

o ‘ ‘
22.50 23.00

Page:

15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110921\
Data File : BP0O@7894.D

Acqg On : 09 Nov 2021 17:31
Operator : CG/JU

Sample : M4485-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 14 1-Heptacosanol

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
22.957 11.27 ng 1757850  Perylene-di12 23.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Octacosanol 410 C28H580 000557-61-9 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94

Abundance Scan 3344 (22.957 min): BP007894.D\data.ms (-3338) (-
57.1

5000
1ps5.1

0 ( Lil,, 210.0 281.0 355.1 419.1476.9 549.;
e e A e e e e

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

Abundance #299848: 1-Heptacosanol
57.0
5000
125.0
(L | 1950 2640 3780
O‘\H\’\\\‘\\H‘\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\

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

Abundance #232316: Behenic alcohol
83.0
5000
0 lgp I I L]an "~ 222.0280.0

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

m/z 57.10 100.00%

-

23.00
m/z 97.10  89.63%

:

23.00
m/z 83.10  88.43%

-

23.00
m/z 55.10  78.25%

e

Abundance #308226: Octacosano
83.0 23.00
m/z 69.10 76.43%
3.0 392.0
0 Ay |\1 M.‘22202920 L
e A e e e e —

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

8270E-BP110221.M Wed Nov 10 16:32:26 2021

23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110921\
Data File : BP0O@7894.D

Acqg On : 09 Nov 2021 17:31
Operator : CG/JU

Sample : M4485-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.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 15 unknown23.169

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
23.169 6.43 ng 1002540  Perylene-di12 23.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetamide, 2-(4-chloro-3,5-dimet... 302 C15H15C1N40 1000304-79-7 30
2 1,7-Dicarbadodecaborane(12) 146 C2H12B10 016986-24-6 25
3 2-Chloro-6-fluorobenzyl alcohol,... 216 C11H14ClFO 1000378-14-6 18
4 Quinoline, 7-methyl- 143 C1OHSN 000612-60-2 14
5 Quinoline, 5-methyl- 143 C10HSN 007661-55-4 11

Abundance Scan 3380 (23.169 min): BP007894.D\data.ms (-3375) (-
143.1

43.1

5000

0 335.1 476.2535.7

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

Abundance #201644: Acetamide, 2-(4-chloro-3,5-dimethylpyrazol-1-y
143.0

5000

42.0
H ‘L. Al .Jm by L1t

‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #25070: 1,7-Dicarbadodecaborane(12)

148.0

302.0

o

5000

37.0
0! S S S
miz—-> 0 50 100 150 200 250 300 350 400 450 500

Abundance #93761: 2-Chloro-6-fluorobenzyl alcohol, n-butyl ether
143.0

5000

41.0 1216.0

m/z 143.05 100.00%

-

e Y
23.00 23.50
m/z 135.05 95.91%

-

— —
23.00 23.50
m/z 43.10 78.59%

i

— —
23.00 23.50
m/z 394.35 64.24%

— —
23.00 23.50
m/z 141.05 56.447%

-

0‘HWMMH‘ANHgm‘W‘H‘M‘H‘H‘W‘H‘M‘H‘H‘W‘H‘M
m/z--> 0 50 100 150 200 250 300 350 400 450 500

8270E-BP110221.M Wed Nov 10 16:32:26 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110921\
Data File : BP0O@7894.D

Acqg On : 09 Nov 2021 17:31
Operator : CG/JU

Sample : M4485-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP110221.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 .gamma.-Sitosterol

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
25.739 11.07ng 172639  perylene-d12 23.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-sitosterol 414 CooMse0 000083476 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 83

3 Dihydrosarsasapogenin-5,17(20)-dien 414 C27H4203
4 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500
5 22,26-0xido-4,17-cholestadien-3.... 414 C27H4203

Abundance Scan 3817 (25.739 min): BP007894.D\data.ms (-3811) (-

096974-10-6 11
1000210-86-9 10
1000252-80-4 10

m/z 43.10 100.00%

43.1
105.1 213.2
5000
—— —
‘“\ E361 25.50 26.00
0 bkl 476,035 m/z 57.10  84.17%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310597: .gamma.-Sitosterol
43.0
5000 — —
414.0 25.50 26.00
” } 213 0 3030 m/z 105.05 70.18%
0 ‘J‘T\ ‘ | M \‘HUMW “‘ JH‘“\“H\‘\ \‘u‘ ‘\I‘L‘u“‘ JI‘ , “ : ‘ - H} ‘ ‘ R RAREREEEEE
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310596: .beta.-Sitosterol
43.0
—— —
25.50 26.00
5000 m/z 213.15 68.23%
107.0 414.0
3.0
ol ik} Mu’w TR T I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #310552: Dihydrosarsasapogenin-5,17(20)-dien T —T
55.0 25.50 26.00
m/z 107.10 66.23%
414.0
5000
165.0
289.0
o ldagzze 00 550 | ) b
m/z--> 50 100 150 200 250 300 350 400 450 500 25.50 26.00

8270E-BP110221.M Wed Nov 10 16:32:27 2021
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110921\
Data File : BP0@7894.D

Acqg On : 09 Nov 2021 17:31
Operator : CG/JU

Sample : M4485-01

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP1160221.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|
Ethanol, 2-(2-b... 10.446 4.9 ng 263927 2 10.663 1072530 20.0
Morpholine, 4-p... 17.093 35.9 ng 2767040 4 17.251 1541260 20.0
Oxybis(propane-... 17.345 56.9 ng 4383490 4 17.251 1541260 20.0
Diethylene glyc... 17.587 312.6 ng 24089000 4 17.251 1541260 20.0
Glyoxylamide, N... 17.804 23.0 ng 1773530 4 17.251 1541260 20.0
n-Hexadecanoic ... 18.151 17.9 ng 1377640 4 17.251 1541260 20.0
Hexacosane 18.822 13.3 ng 1023540 4 17.251 1541260 20.0
Octadecanoic acid  19.387 4.0 ng 749277 5 21.345 3781020 20.0
9-Octadecenamid... 20.492 5.7 ng 1076820 5 21.345 3781020 20.0
Heptadecane, 9-... 20.663 7.1 ng 1342710 5 21.345 3781020 20.0
5-Eicosene, (E)- 21.057 2.7 ng 516292 5 21.345 3781020 20.0
Hexadecane, 1-i... 22.075 6.5 ng 1237250 5 21.345 3781020 20.0
13-Methylheptac... 22.886 7.4 ng 1155570 6 23.757 3119700 20.0
1-Heptacosanol 22.957 11.3 ng 1757850 6 23.757 3119700 20.0
unknown23.169 23.169 6.4 ng 1002540 6 23.757 3119700 20.0
.gamma.-Sitosterol 25.739 11.1 ng 1726390 6 23.757 3119700 20.0
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