LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 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-BP©32321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5152.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.299 370 376 384 rBV 442349 622841 45.12%  4.255%
2 6.881 636 645 654 rBvV 411903 656339 47.54% 4.484%
3 7.705 777 785 794 rBV 107364 167715 12.15% 1.146%
4 8.863 973 982 989 rBV 250335 409109 29.64% 2.795%
5 10.493 1246 1259 1266 rBV 136716 231299 16.75% 1.580%
6 12.975 1673 1681 1688 rBV 561819 794780 57.57% 5.430%
7 13.257 1721 1729 1736 rBV3 33428 56257 4.08% 0.384%
8 13.816 1819 1824 1833 rVB 22139 37356  2.71% 0.255%
9 14.222 1889 1893 1898 rBV2 14594 23081 1.67% 0.158%
10 14.357 1910 1916 1922 rBV 206220 301930 21.87% 2.063%
11 14.787 1980 1989 1993 rBV9 14383 30766  2.23% 0.210%
12 14.916 2007 2011 2013 rBV4 9562 16129 1.17% 0.110%
13 15.492 2103 2109 2112 rBV2 44940 70622 5.12% 0.482%
14 15.604 2118 2128 2131 rBV2 54538 158328 11.47% 1.082%
15 15.857 2165 2171 2177 rBV 481890 652658 47.28% 4.459%
16 16.051 2179 2204 2206 rBV 402342 1380481 100.00% 9.431%
17 16.422 2258 2267 2270 rBV3 21216 51678 3.74% 0.353%
18 16.522 2280 2284 2291 rVB7 23343 46350 3.36% 0.317%
19 17.122 2380 2386 2390 rBV 247752 363512 26.33% 2.483%
20 17.163 2390 2393 2400 rVB 19058 28431 2.06% 0.194%
21 17.304 2413 2417 2421 rBV7 10645 18708 1.36% 0.128%
22 17.433 2435 2439 2446 rVB7 13708 25656 1.86% 0.175%
23 17.910 2508 2520 2533 rVv4 85382 352721 25.55% 2.410%
24 18.028 2534 2540 2547 rVVW 464571 637238 46.16% 4.353%
25 18.092 2547 2551 2560 rVB 33724 64951 4.70% 0.444%
26 18.222 2570 2573 2578 rVB6 10762 15396 1.12% 0.105%
27 18.298 2582 2586 2589 rVV5 20275 33729 2.44% 0.230%
28 18.339 2589 2593 2599 rVVW5 30490 49247  3.57% 0.336%
29 18.392 2599 2602 2606 rVB5 13955 18539 1.34% 0.127%
30 18.575 2629 2633 2639 rVB2 51787 65409 4.74%  0.447%

31 19.145 2722 2730 2736 rBV2 58957 130501

\\e]
H
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R

32 19.257 2740 2749 2765 rVB2 410874 876364 63.48% 987%
33 19.492 2785 2789 2798 rVB 30621 52820 3.83%
34 19.651 2813 2816 2818 rBV3 19008 21557 1.56% 147%

Noouoe
w
a
=
R

35 19.698 2818 2824 2829 rVB 899970 1124459 81.45%
36 19.904 2854 2859 2863 rVB 223530 255047 18.48% 1.742%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 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-BP©32321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.975 2867 2871 2874 rBV5 23392 37516 2.72% 0.256%
38 20.198 2901 2909 2921 rBV 223950 507477 36.76%  3.467%
39 20.480 2954 2957 2960 rVB5 17394 20037 1.45% 0.137%
40 20.933 3030 3034 3036 rBV 159171 205308 14.87%  1.403%
41 20.969 3036 3040 3044 rVB2 169758 324915 23.54%  2.220%
42 21.133 3065 3068 3071 rVB 43101 46798 3.39% 0.320%
43 21.216 3077 3082 3087 rBV 348282 473487 34.30%  3.235%
44 21.369 3105 3108 3111 rBV3 35760 41805 3.03% 0.286%
45 21.563 3137 3141 3151 rBvV2 47523 138345 10.02% 0.945%
46 21.657 3152 3157 3165 rVB 260627 401161 29.06% 2.741%
47 21.804 3179 3182 3185 rBvV2 31861 48114  3.49% 0.329%
48 22.274 3259 3262 3267 rVB4 38221 51128 3.70% 0.349%
49 22.404 3277 3284 3291 rBV 195824 392555 28.44% 2.682%
50 22.486 3291 3298 3307 rBV4 138618 339375 24.58%  2.318%
51 22.674 3325 3330 3338 rVB6 93708 189535 13.73%  1.295%
52 22.804 3348 3352 3356 rBv2 52745 73187 5.30% 0.500%
53 23.098 3398 3402 3412 rVB2 53340 133961 9.70% 0.915%
54 23.245 3421 3427 3436 rBV2 113938 254523 18.44% 1.739%
55 23.504 3465 3471 3483 rVB2 216304 436694 31.63% 2.983%
56 24.363 3613 3617 3626 rBV5 50761 122124 8.85% 0.834%

57 25.057 3727 3735 3751 rVB5 169446 557753 40.40%  3.810%

Sum of corrected areas: 14637802
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP005152.D\data.ms

800000

600000

5.299 6.881

400000

8.863
200000

10.493

7.705

0 \\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BP005152.D\data.ms
19.698

800000

600000 12.975

15.857 18.028

19.257
400000

19.9(.198

200000

15575 19.1489. j 975 20.4

O L e e e e 5 e e e e e e e 0 e s

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP005152.D\data.ms

800000

600000

400000
25.057
200000 24.363
0 L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T
Time--> 21.00 2150 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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 1 wunknownl5.49 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.492 4.68 ng 70622  Acenaphthene-d10 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 43
2 Metacetamol 151 C8HINO2 000621-42-1 38
3 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 30
4 Diacetamate 193 C10H11NO3 002623-33-8 27
5 m-Isopropoxyaniline 151 C9H13NO 041406-00-2 27
Abundance Scan 2109 (15.492 min): BP005152.D\data.ms (-2103) (-  m/z 109.10 100.00%
43.0 109.1
213.3
5000
ey
L ‘ 15.50
ol il 2026 362.1 47385382 /7 43.05 86.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
5000 T
15.50
m/z 105.10 69.60%
i 20
O‘\\“\\\‘fdl\ﬂ\‘u\“\M“‘IWMH\A\L\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24779: Metacetamol
109.0
=
15.50
5000 m/z 213.30 52.09%
43.0
SRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24972: Pyridine, 2-butyl-, 1-oxide —4
109.0 15.50
m/z 151.05 45.87%
5000
RETIN yin
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 2 unknownl5.60 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.604 10.49 ng 158328 Acenaphthene-die 14.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 43
2 Glyoxylamide, N-phenyl- 163 CSH9ONO2 032331-52-5 43
3 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 38
4 .delta.2-1,3,4-0Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 16
5 Phthalic acid, 2-isopropylphenyl... 298 C18H1804 1000315-52-2 12

Abundance Scan 2128 (15.604 min): BP005152.D\data.ms (-2118) (-  m/z 105.10 100.00%

105.1
163.2
5000
—1— “—
a1 ‘ 15.50 16.00
bl b1 222.8281.1340.0 410747525412 n/7 163.20  62.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32819: Morpholine, 4-phenyl-
105.0
163.0
5000 =~ ——
15.50 16.00
m/z 77.10 36.28%
390 114
O‘\\\\’\f!l‘\Yf\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33146: Glyoxylamide, N-phenyl-
163.0
—— “—
15.50 16.00
5000 43.0 m/z 84.10 23.52%
o] R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #178311: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzoz T —

105.0 15.50 16.00
m/z 106.10 8.09%
163.0
5000
0\H?W?“”ﬁ”h‘w‘”\?%QMH‘wséﬁp”‘w‘www“w‘ww‘ T ]
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 3 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.051 75.95 ng 1380480 Phenanthrene-d10 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1600156-71-2 83
2 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 74

3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206
4 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5
5 Diethylene glycol dibenzoate 314 C18H1805

Abundance Scan 2204 (16.051 min): BP005152.D\data.ms (-2179) (-
105.1

5000

4310 | 179.1237.3  341.2 416.3477.0540.8

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

Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0

o

5000
77.0

Iy

‘HH]\‘\MWH\ L L B I B B R B R B I LR

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

Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0

o

5000

45,
UM m““ 179.0

m/z--> 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-diy

o

1000366-99-4 72
1000368-92-7 64
000120-55-8 64

m/z 105.10 100.00%

N

T \
16.00

m/z 149.15 71.94%

T \
16.00

m/z 77.05 46.89%

N

T [
16.00

m/z 51.05 8.43%

N

T T \
16.00

105.0
m/z 106.05 7.44%
- /N%“\\w///f\\\\~w“w\
45,0 179.0
Y e O O L — -

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\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 4 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

17.910 19.41 ng 352721  Phenanthrene-d10 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 90
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2520 (17.910 min): BP005152.D\data.ms (-2508) (-  m/z 57.10 100.00%
57.1

-

5000
‘ 18,00
127.1 1973
o‘H‘MulwlfMuuwhquuugg%?u3ﬁ4ﬁ‘ﬁ??f‘u‘_54ﬁ? m/z 71.10  81.95%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57.0
5000 r

18.00
m/z 85.18  65.32%
+J

|| 2270 1970 267.0  367.0

O‘\\\\’\\f\‘\\\‘\l“\‘\\‘\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #83023: Hexadecane
57.0
—
18.00
5000 ITI/Z 43.10 55.41%
H I 11\217\0 226.0
O - A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202661: Heptacosane —
57.0 18.00
m/z 41.10 25.64%
5000

JJ || 1770 1070 2670  380.0

A g4y

Oy P - e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00

i
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 5 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.028 35.06 ng 637238 Phenanthrene-die 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 2540 (18.028 min): BP005152.D\data.ms (-2534) (-  m/z 73.05 100.00%

73.0
5000
213.3
T I
| “ ’H LL \H bs3.1 3822 47745355 1800
O B AR A AR m/z 60.85 75.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
43.0
5000 256.0 T T
129.0 18.00
m/z 43.10 62.77%

w

O \‘\‘ “ IH‘!“I#T}I‘H““lllphg.lOMWL
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid
73.0

18.00
5000 m/z 41.05 59.79%
L‘ 214.0
olilyee, |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid T
73.0 18.00
m/z 55.05 57.75%
5000
228.0
I et
oL b HMMMJNWuq‘m“H‘W‘H“H‘W“H‘H“_‘H“ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00

8270E-BP032321.M Mon Apr 05 05:33:28 2021 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 6 4,4'-Bis(tetrahydrothiopyran) Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
19.145 7.18 ng 130501  Phenanthrene-die 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 95
2 Fluoranthene 202 Cl6H10 000206-44-0 89
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 76
4 Pyrene 202 Cl6H1e 000129-00-0 68
5 (2S,4aS,5R,8aS)-2-A11yl1-5-((Z)-p... 243 C17H25N 067217-82-7 43

Abundance Scan 2730 (19.145 min): BP005152.D\data.ms (-2722) (-  m/z 202.15 100.00%
202.2
5000
—r— —
5?-1 1421 19.00 19.50
Obr bbbl o 1 4,1 2643 3410 4161 5042 /7 j00.20  20.12%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #62325: 4,4'-Bis(tetrahydrothiopyran)
43.0 202.0
5000 s SAN
113.0 19.00 19.50
m/z 203.15 15.56%
O \H‘l\“w‘l\\\“\‘\“\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #62828: Fluoranthene
202.0
e .
19.00 19.50
5000 m/z 201.15 13.26%
101.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #62829: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202.0 19.00 19.50
m/z 55.10 12.66%
5000
101.0
L e R S e eaa. e —
m/z--> 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 7 15,19-Dimethylpentatriacontane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.257 37.02 ng 876364 Chrysene-d12 21.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 15,19-Dimethylpentatriacontane 521 C37H76 056987-86-1 76
2 Nonadecane, 1-chloro- 302 C19H39Cl 062016-76-6 70
3 Hexatriacontane 507 C36H74 000630-06-8 68
4 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 68
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 64

Abundance Scan 2749 (19.257 min): BP005152.D\data.ms (-2740) (-  m/z 57.10 100.00%
57.1

129.2 T 1
H 241.3 19.00 19.50
ok il ‘mu btk B09.4 380.5436.9 5033 ;0 7119 79.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #237202: 15,19-Dimethylpentatriacontane
57.0
5000 224.0 o S
2950 19.00 19.50
m/z 43.10 73.35%
e Ll L
O\\\‘111\[1!1T‘\1\‘1“‘;\”\T \h\\\‘\\l\\[\\14'\(‘)7\\0\\‘\\15\0‘5\\()\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #146523: Nonadecane, 1-chloro-
57.0
e -
19.00 19.50
5000 m/z 85.15  60.23%
ol LAblifg0, 2030 2020
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #235974: Hexatriacontane =gt T
57.0 19.00 19.50
m/z 55.10 49.11%
) NAM
0 \ } \‘ [127.0 1970  295.0 365.0 435.0 506.0
A SRR L e e e S e e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 8 Retene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.904 10.77 ng 255047 Chrysene-d12 21.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Retene 234 C18H18 000483-65-8 98
2 2-Isopropyl-10-methylphenanthrene 234 C18H18 066552-97-4 95
3 1-Phenyl-4-(3,5-dimethylphenyl)b... 234 C18H18 1000202-15-0 86
4 2,3,5,6-Detetrahydrocyclohexanon... 234 C15H2202 101100-38-3 53
5 Ethanone, 1-(4,6-dihydroxy-2,3,5... 234 C13H1404 021987-07-5 53
Abundance Scan 2859 (19.904 min): BP005152.D\data.ms (-2854) (- m/z 219.25 100.00%
219.3
5000
—
102. ﬂ‘ 20.00
0_‘3?,0”1{\‘:”1‘?1H\;A 1 2811 3551 4323 5362 17 234.30  61.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #89260: Retene
219.0
5000 T
20.00
m/z 204.20 34.61%
102.0 }‘
O‘\2\7\\0’\\f‘\‘!“\‘\\]r?}\l\p\\[\ Il\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #89274: 2-Isopropyl-10-methylphenanthrene
219/0
r—
20.00
5000 m/z 203.15 26.54%
102. ‘
0 300 Foerol ||
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #89293: 1-Phenyl-4-(3,5-dimethylphenyl)buta-1,3-diene P
219/0 20.00
128.0 m/z 202.15 19.94%
5000
OJ,\Ahl’“'“'“‘ S i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 9 2-methyloctacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

20.198 21.44 ng 507477 Chrysene-d12 21.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Docosane 310 C22H46 000629-97-0 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90

Abundance Scan 2909 (20.198 min): BP005152.D\data.ms (-2901) (-  m/z 57.10 100.00%
57.1

%

5000
} ] W 1973 ara4 | 20.00 20.50
b A ) 27000 26919292 394.7 4905549 nyz 71.85  90.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
5000 S ==

20.00 20.50
m/z 85.10 68.59%

oL RO 1970 2670 350
\\\\’\ff\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

I
m/z--> 0 0 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane

%

20.00 20.50
5000 m/z 43.10 58.75%

L om0 o

—

OW‘H,HH R A m e R AR
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane
57.0 20.00 20.50
m/z 55.10 25.31%
5000

L J‘ ﬁ |, 197.0 267.0 337.0 4220

O kgt e B e o S e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 10 Cyclohexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
20.933 8.67 ng 205308 Chrysene-d12 21.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 96
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87

Abundance Scan 3034 (20.933 min): BP005152.D\data.ms (-3030) (-  m/z 57.10 100.00%

57.1
5000
Nl 21.00
209.2
o LULLLLL 2092 20315011 mi63a766 09, ) 43 30" 6350
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
53.0
5000 T
21.00
m/z 97.15 79.64%
WL, 20
O\\\\‘\\\\‘!\\1‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127771: 3-Eicosene, (E)-
57.0
—
21.00
5000 m/z 69.10 78.75%
5.0
WL oo
e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127770: 9-Eicosene, (E)- T
57.0 21.00
m/z 43.10 76.17%
5000
5.0
o LT 1s20 2800
H"‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_ ——
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\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 11 Heptadecane, 2,6,10,15-tetr... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

20.969 13.72 ng 324915 Chrysene-d12 21.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
2 Triacontane 422 C30H62 000638-68-6 90
3 Triacontane, 1-bromo- 500 C30H61Br 004209-22-7 90
4 2-methylhexacosane 380 C27H56 1000376-72-7 90
5 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 87

Abundance Scan 3040 (20.969 min): BP005152.D\data.ms (-3036) (-  m/z 71.10 100.00%

711
5000
P
‘ 21.00
bk L [ 1429722074 3375 4293 5366 ./, s57.10 96.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 L
21.00
m/z 85.20 72.58%
o } | 1270 2110 296.0
\\\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane
57.0
F
21.00
5000 ITI/Z 43.10 57.65%
0 LA J‘ ﬁ | \ \1|g.70 267.0 337.0 4220
“w“u“‘ P T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #235298: Triacontane, 1-bromo- T
57.0 21.00
m/z 99.20 24.99%
5000
135.0 421.0
NI |||, 197.0 267.0 337.0 | 500.0
P P e e e e e e —r
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\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 12 Indigo

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
21.563  s.8ang 138345 Chrysene-di2 21.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indie 262 C16HION202  @00482-89-3 95
2 Indolo[2,1-b]quinazolin-6,12-dio... 262 C16H1@N202 169037-60-9 50

3 2,2'-Binaphthalene, 5,5',6,6',7,... 262 C20H22
41,2,3,6,7,8,9,10,11,12-Decahydro... 262 C20H22
5 Perylene, 1,2,3,3a,4,5,6,7,8,9-d... 262 C20H22

Abundance Scan 3141 (21.563 min): BP005152.D\data.ms (-3137) (-

118761-48-1 49
092387-50-3 47
068913-00-8 47

m/z 262.15 100.00%

262.1
5000
104.1
T \
191‘1 21.50
Y W T { hp 34124012 49035491 ./, 194,10  36.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #112397: Indigo
262.0
5000 104.0 LN \
21.50
}‘ m/z 76.10 31.14%
O \\4\%’0\\1\\‘\\\\’ﬂ:\"\\.#\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #112405: Indolo[2,1-b]quinazolin-6,12-dione, 8-methyl-
262.0
LN \
21.50
5000 ITI/Z 103.10 26.28%
29.0 89.0 48.0 \
[ 'H'i‘.“"“‘:nj?“,f w‘“u“"‘m_‘H_m‘w_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #112686: 2,2'-Binaphthalene, 5,5',6,6',7,7',8,8"-octahydro ——
262.0 21.50
m/z 205.20 24.49%
B WMMAM“AWWMJ\\WWWMWWWMA
110.0 191.0
YR v i B N — gl
m/z--> 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\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 13 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.657 16.95 ng 401161 Chrysene-d12 21.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Eicosane, 9-octyl- 394 (C28H58 013475-77-9 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 3157 (21.657 min): BP005152.D\data.ms (-3152) (-  m/z 57.10 100.00%
57.1

N

5000
e =
‘Ff7z 1973 21.50 22.00
O b UL P20 2811 3516 44325035 nmyz 71.10 93.39%
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
5000 = =

21.50 22.00
m/z 85.15 69.48%

oL L LLLETC 1970 2670 3650
‘\\11‘\\!\‘f\\1‘\1\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
s =
21.50 22.00
5000 ITI/Z 43.10 54.73%
oL LT 1970 2960
e e A S e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209567: Eicosane, 9-octyl- — T
43.0 21.50 22.00
m/z 55.10 24.88%
B A—/\,\/\—/w
281.0
0 |0 1830 " 3500
e A e e e e —— ——
m/z--> 0 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\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 14 Eicosane, 7-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.404 17.98 ng 392555 Perylene-di2 23.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyloctacosane 408 C29H60 1000376-72-8 91
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
3 Heneicosane, 11l-decyl- 437 C31H64 055320-06-4 91
4 Hentriacontane 437 C31He64 000630-04-6 91
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 3284 (22.404 min): BP005152.D\data.ms (-3277) (-  m/z 57.10 100.00%
57.1

> A/\]\/M
——
} ‘Hn.z 207 2267 1 22.50
Ol A Ll 545200 3375 429.3489.5549. /7 77 10 87.37%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
5000 R
22.50
m/z 85.15 68.69%
oL LLPF70 1970 2670 3650
‘\\\1‘\!1!‘!\\1‘\1\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194499: Eicosane, 7-hexyl-

18]
!
o

22.50
5000 m/z 43.10 57.00%

|| P70 1970 2810

i

0 A e e e e b e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223853: Heneicosane, 11-decyl-
57.0 22.50
m/z 55.05 25.61%
5000
295.0
OHJHZFR-\%SO o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50

8270E-BP032321.M Mon Apr 05 ©05:33:33 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 15 1-Heptacosanol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.486 15.54 ng 339375 Perylene-di2 23.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
5 Octacosyl acetate 452 C30H6002 018206-97-8 87

Abundance Scan 3298 (22.486 min): BP005152.D\data.ms (-3291) (-  m/z 97.15 100.00%
97.2

> mﬁmwmwmwj\/\mwﬂxwﬂﬂww
——
]| 2072 g1 22.50
o AL L 3552 420.3490.3549. . g3 65 97.46%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57.0
5000 LU
22.50
1p>.0 m/z 57.10 85.72%
o tlLLLL| 1} 182.0 25003080 378.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
—
22.50
5000 ITI/Z 69.10 81.88%
125.
‘ FTO 238.0
ob by e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #234187: 17-Pentatriacontene ——
43.0 22.50
m/z 55.05 74.25%
5000
1.0
0 ‘ |1, 1680 2670 490.0
— T e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50

8270E-BP©32321.M Mon Apr 05 05:33:33 2021

Page:

18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 unknown22.67 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.674 8.68 ng 189535 Perylene-di2 23.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrazole, 5-chloro-1-methyl-3... 158 C7H11C1N2 1000319-90-4 30
2 4-Chloro-1,3,6,6-tetramethyl-2-o0... 214 C12H19C10 1000140-16-1 22
3 3-Heptyne, 7-chloro-2,2-dimethyl- 158 C9H15C1 055402-10-3 18
4 1-Adamantan-1-ylmethyl-6-amino-1... 275 C15H21N302 1000297-13-5 15
5 2,3-Diazabicyclo[2.2.1]hept-2-en... 172 C11H12N2 118476-59-8 12

Abundance Scan 3330 (22.674 min): BP005152.D\data.ms (-3325) (- m/z 143.20 100.00%

431 1482
394.6
5000
275.3
e P
211.2 ‘ \ 22.50 23.00
o bdldae, 3370 | 47535362 o e oo gy
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #29902: 1H-Pyrazole, 5-chloro-1-methyl-3-(1-methylethyl
143.0
5000 e —
22.50 23.00
m/z 43.10 85.43%
39.0
O\\Lll‘"lrmr"'!l\l“I\d\d\‘r"JL\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72475: 4-Chloro-1,3,6,6-tetramethyl-2-oxabicyclo[3.3.1]r
43.0 143.0
— —
22.50 23.00
5000 ITI/Z 129.05 79.38%
214.0
ol b
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #30171: 3-Heptyne, 7-chloro-2,2-dimethyl- — ——
143.0 22.50 23.00
m/z 91.05 74.82%
i WMW
AT il
m/z--> 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 17 26-Nor-5-cholesten-3.beta.-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
23.098 6.14 ng 133961 Perylene-di2 23.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 26-Nor-5-cholesten-3.beta.-0l1-25... 386 C26H4202 007494-34-0 87
2 Cholesterol 386 C27H460 000057-88-5 68
3 Cholestane-3,5-diol, 5-acetate, ... 446 C29H5003 041721-93-1 58
4 Propanoic acid, 3,3,3-trifluoro-... 386 C17H17F3N205 1000362-46-1 38
5 Pregn-5-en-3-0l, 21-bromo-20-met... 394 C22H35BroO 055103-80-5 35
Abundance Scan 3402 (23.098 min): BP005152.D\data.ms (-3398) (- 95.10 100.00%
95.1
213.3
275.4
5000
386.5
37‘ I H‘ “ 4775 548, 23 00 23.50
037 L LALLLL A70S B8 s 43,10 99.40%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0

5000 — :
23.00 23.50
105.0 %
‘ H H 21302750 386.0 m/z 91.10 93.08%
O TT \‘ “ T h‘ \‘\“\‘ ‘ ‘\H‘\h I”th ‘“ \““\ U\ f \ T “\‘ 1‘ ‘\ \“\ T " TTTT ‘\\ L\l \‘\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #205847: Cholesterol
43.0
\ ]
105.0 386.0 23 00 23,50
5000 275.0 m/z 81.10 77 .14%

213.0
0 ‘J‘ | ‘ \” Hl‘ m
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #226471: Cholestane-3,5-diol, 5-acetate, (3.beta.,5.alpha
43.0 23 00 23.50
m/z 107.10 75.64%

Buzn ] e

m/z--> 50 100 150 200 250 300 350 400 450 500 550 23 00 23 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 18 Dodecane, 2-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

23.245 11.66 ng 254523 Perylene-di2 23.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methylhexacosane 380 C27H56 1000376-72-7 91
2 2-methyloctacosane 408 C29H60 1000376-72-8 91
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
4 2-methyltetracosane 352 (C25H52 1000376-72-6 90
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3427 (23.245 min): BP005152.D\data.ms (-3421) (- m/z 57.10 100.00%
57.1

-

5000
F 2300 23.50
7.2 . .
225.3 .
o‘mJ‘m‘w“ﬂulmuu‘mwH““3‘2‘3"3‘“4‘1‘5‘12‘_4‘?39@2?4‘7:- m/z 71.10 91.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202663: 2-methylhexacosane
57.0
5000 T

i ‘
23.00 23.50
m/z 85.10 66.35%
7.0
J J{ Wi |, 197.0 267.0 337.0

O‘\\“\%‘\\\\‘\\\\‘\\\J\“\‘\\\‘\\\\‘\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
57.0
o — —T
23.00 23.50
5000 m/z 43.10 49.17%

} ] .UIJ 1719 197.0 267.0  365.0

-

O H A e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48854: Dodecane, 2-methyl- T T
57.0 23.00 23.50

m/z 99.20 24.26%
5000
141.0

o‘udVJJWJmL‘M‘_‘H_‘H‘H‘WH‘W‘H‘_H‘_‘H“ e s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 19 1-Heneicosanol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
24.363 5.59 ng 122124 Perylene-di2 23.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 1-Heptacosanol 396 C27H560 002004-39-9 87
4 Octacosanol 410 C28H580 000557-61-9 86
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 86
Abundance Scan 3617 (24.363 min): BP005152.D\data.ms (-3613) (-  m/z 57.10 100.00%
57.1
2% wﬂ/\/\/\\,/\
125.1
— —
20 1265 1 24.00 24.50
b h JM“‘\“WMM l““n"w T ﬁzug ‘1‘ (415347535408 ) 6910 97.28%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #155048: 1-Heneicosanol
57.0
5000 — —
24.00 24.50
125.0 294.0 m/z 83.10 96.00%
OJlthhAhll.‘[MWK‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69584: Cyclopentadecane
55.0
— —
24.00 24.50
5000 m/z 97.10 80.79%
‘ ‘ ‘ F 0 2100
OH‘\ “m\‘\\\\‘1‘\\\‘\‘\m‘\m‘\m,\m‘uu‘mwmm
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol “ T
57.0 24.00 24.50
m/z 55.10 79.88%
5000
125.0
ol J 1820 250.0308.0 378.0
e A e e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50

8270E-BP032321.M Mon Apr 05 05:33:35 2021 Page: 22



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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 20 .gamma.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.057 25.54 ng 557753 Perylene-di2 23.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 98
3 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 58
4 Isocholesteryl methyl ether 400 (C28H480 029944-53-4 43
5 Ergost-7-en-3-o0l 400 C28H480 116179-22-7 35

Abundance Scan 3735 (25.057 min): BP005152.D\data.ms (-3727) (-  m/z 43.10 100.00%
43.1

107.1
2133
5000
T \
——rri A8 m/z 107.10  68.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #217434: .gamma.-Sitosterol
43.0
5000

T
414.0 25.00

213.0 303.0 m/z 91.05 57.77%

ol ‘J‘T ’J“ M “M\H; lm‘ﬂd\m Ll | ‘...‘L‘ N J ‘L - } H | I

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

.

Abundance #217433: .beta.-Sitosterol
43.0
T \
25.00
m/z 55.10 57.31%
5000 05.0
414.0
NS 2200 2
0 r ‘J‘. ’J“‘L“‘L‘I“K
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #212394: Ergost-5-en-3-ol, (3.beta.)- — ‘
43.0 25.00
m/z 57.10 57.16%
5000 07.0
400.0
“\ 213.0 289.0
0 H’M -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5152.D

Acqg On : 02 Apr 2021 11:02
Operator : CG/JU

Sample : M1872-02

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©32321.M
Quant Title : 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|
unknown15.49 15.492 4.7 ng 70622 3 14.357 301930 20.0
unknown15.60 15.604 10.5 ng 158328 3 14.357 301930 20.0
1,3-Dioxolane, ... 16.051 76.0 ng 1380480 4 17.122 363512 20.0
Hexacosane 17.910 19.4 ng 352721 4 17.122 363512 20.0
n-Hexadecanoic ... 18.028 35.1 ng 637238 4 17.122 363512 20.0
4,4'-Bis(tetrah... 19.145 7.2 ng 130501 4 17.122 363512 20.0
15,19-Dimethylp... 19.257 37.0 ng 876364 5 21.216 473487 20.0
Retene 19.904 10.8 ng 255047 5 21.216 473487 20.0
2-methyloctacosane 20.198 21.4 ng 507477 5 21.216 473487 20.0
Cyclohexadecane 20.933 8.7 ng 205308 5 21.216 473487 20.0
Heptadecane, 2,... 20.969 13.7 ng 324915 5 21.216 473487 20.0
Indigo 21.563 5.8 ng 138345 5 21.216 473487 20.0
Heneicosane 21.657 16.9 ng 401161 5 21.216 473487 20.0
Eicosane, 7-hexyl- 22.404 18.0 ng 392555 6 23.504 436694 20.0
1-Heptacosanol 22.486 15.5 ng 339375 6 23.504 436694 20.0
unknown22.67 22.674 8.7 ng 189535 6 23.504 436694 20.0
26-Nor-5-choles... 23.098 6.1 ng 133961 6 23.504 436694 20.0
Dodecane, 2-met... 23.245 11.7 ng 254523 6 23.504 436694 20.0
1-Heneicosanol 24.363 5.6 ng 122124 6 23.504 436694 20.0
.gamma.-Sitosterol 25.057 25.5 ng 557753 6 23.504 436694 20.0
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