LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc :

ALS Vvial : 14 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@@8235.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.916 324 328 337 rVB 35925 51532 1.02% 0.106%
2 5.387 401 408 433 rBV 1503890 2377238 47.16% 4.880%
3 6.981 672 679 698 rVB 1349629 2437765 48.36% 5.004%
4 7.787 808 816 825 rBV 288770 461853 9.16% ©.948%
5 8.951 1006 1014 1023 rBV 922949 1558223 30.91% 3.199%
6 9.381 1079 1087 1092 rBV 58219 90158 1.79% 0.185%
7 10.381 1250 1257 1267 rBV 64715 132321 2.62% 0.272%
8 10.581 1282 1291 1298 rBV 350360 619965 12.30% 1.273%
9 12.804 1664 1669 1679 rVB2 30253 64324 1.28% 0.132%
10 13.057 1705 1712 1724 rBV 2235690 3295920 65.38% 6.766%
11 14.092 1883 1888 1898 rBV3 29667 54948 1.09% 0.113%
12 14.339 1926 1930 1936 rVB2 45434 69250 1.37% 0.142%
13 14.434 1940 1946 1957 rW 540634 859069 17.04% 1.764%
14 15.298 2090 2093 2098 rVB 52118 62536 1.24% ©.128%
15 15.939 2195 2202 2209 rBV 1771523 2717449 53.91% 5.579%
16 16.169 2236 2241 2243 rBV 92164 138668 2.75% 0.285%
17 16.192 2243 2245 2249 rVB2 85552 96093 1.91% 0.197%
18 16.339 2267 2270 2277 rVB6 34682 57128 1.13% 0.117%
19 16.498 2291 2297 2303 rBV5S 31772 82568 1.64% 0.170%
20 16.610 2311 2316 2323 rVB3 97423 158390 3.14% 0.325%
21 16.675 2324 2327 2336 rVV5 32434 65897 1.31% 0.135%
22 16.963 2373 2376 2381 rBV 90592 114725 2.28% 0.236%
23 17.022 2382 2386 2393 rVB 64686 98534 1.95% 0.202%
24 17.198 2409 2416 2422 rBV 702291 1050750 20.84% 2.157%
25 17.710 2499 2503 2506 rBV 63274 78431 1.56% 0.161%
26 17.880 2529 2532 2536 rVB2 61710 70504  1.40%  0.145%
27 18.110 2565 2571 2583 rBV 1073629 1614003 32.02% 3.313%
28 18.386 2614 2618 2627 rBV 143343 221255 4.39% 0.454%
29 18.792 2684 2687 2691 rVB 157645 186740 3.70% 0.383%
30 18.922 2707 2709 2714 rVB5 57237 69585 1.38% 0.143%
31 18.998 2719 2722 2725 rVB 63870 69311 1.37% 142%
32 19.222 2757 2760 2763 rBV2 133967 176577 3.50% 362%

33 19.274 2765 2769 2775 rVB 682101 863968 17.14%
34 19.339 2777 2780 2790 rVB 364813 523326 10.38%
35 19.563 2815 2818 2822 rBV2 106486 176492 3.50%

OrRrRrROO®
~
~
N
3R

36 19.774 2849 2854 2860 rVB 4166657 5040805 100.00% 10.348%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS Vvial : 14 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
37 20.080 2903 2906 2910 rVB 197213 214718 4.26% 0.441%
38 20.563 2985 2988 2994 rVB 433017 477201 9.47%  ©.980%
39 21.021 3063 3066 3074 rVB 1339697 1670070 33.13%  3.428%
40 21.221 3096 3100 3106 rVB 1037387 1216402 24.13% 2.497%
41 21.304 3110 3114 3119 rVV 898714 1176208 23.33%  2.415%
42 21.457 3136 3140 3145 rVB 1241671 1423429 28.24% 2.922%
43 21.921 3214 3219 3232 rVB2 1352292 2400675 47.62% 4.928%
44 22.415 3299 3303 3309 rVB 1192952 1564057 31.03% 3.211%
45 22.974 3393 3398 3403 rBV 1245105 1933827 38.36% 3.970%
46 23.604 3500 3505 3512 rVB 815527 1559123 30.93% 3.201%
47 23.698 3517 3521 3528 rVB2 591845 1177604 23.36% 2.417%
48 24.327 3623 3628 3637 rVB 722550 1489572 29.55%  3.058%
49 24.839 3708 3715 3731 rVB4 1078598 3285101 65.17% 6.744%
50 25.180 3766 3773 3781 rVB3 1324955 3317430 65.81% 6.810%

Sum of corrected areas: 48711718
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 06 Dec 2021 18:44
: CG/JU
: M4927-14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120621\
BP008235.D

: 14  Sample Multiplier: 1

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

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BP008235.D\data.ms

5.387 6.981

8.951

7.787 10.581
4.916 \ 9.381 10.381/\

0

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

4000000

3000000

2000000

1000000

TIC: BP008235.D\data.ms
19.774

13.057
15.939

14.434

12.804 14.092.339 15.298

0
Time-->
Abundance

4000000

3000000

2000000

10000001

0

12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP008235.D\data.ms

22.974

21.021 7 457 21921 20415 25.180

Time--> 20.50 21.00 2150 22.00 22.50 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\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS vial : 14 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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.381 4.27 ng 132321 Naphthalene-d8 10.581
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 83
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
4 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 58
5 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56

Abundance Scan 1257 (10.381 min): BP008235.D\data.ms (-1250) (-  m/z 57.05 100.00%
57.0

-

5000
= ‘ ‘
J 1319 10.00 10.50
Okl 319 20682660 3512 4452 5367 1., 4495 o03.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 = —
10.00 10.50
‘ m/z 41.05 34.63%
0‘\m\\J‘!H\h\“\\‘m;]\.\SE"C)\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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 ITI/Z 74.95 17.92%
A L —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10091: Ethylene glycol monoisobutyl ether Pty T
57.0 10.00 10.50
m/z 56.00 17.08%
) WMUL
o‘hx“&o,,‘ . —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS vial : 14 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 unknownl6.610 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.610 3.01 ng 158390  Phenanthrene-di10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 42
2 Tetradecanoic acid 228 C14H2802 000544-63-8 41
3 Undecanoic acid 186 C11H2202 000112-37-8 25
4 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 22
5 Benzeneacetic acid, 4-ethoxy- 180 C10H1203 004919-33-9 20

Abundance Scan 2316 (16.610 min): BP008235.D\data.ms (-2311) (- m/z 73.00 100.00%

73.0
149.0
5000
—— —
H l’ ’ \ 16.50 17.00
o bl ‘n_‘mﬁz‘?‘f‘uﬁ‘o?‘?‘““‘5‘0‘49‘_ m/z 60.00 91.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46966: n-Decanoic acid
73.0
5000 A —
16.50 17.00
m/z 107.00 73.24%
H ‘l 3.0
O\\\\H"\\“‘HJIW\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid
73.0
1&50 1100
5000 ITI/Z 55.00 73.11%

L 228.0
WMM“\\M \

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

o

o

Abundance #60690: Undecanoic acid T ——
60.0 16.50 17.00
m/z 149.00 62.47%
5000
129.0
0 MJHJ”“ e Co
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS vial : 14 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.110 30.72 ng 1614000 Phenanthrene-d10 17.198
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 2571 (18.110 min): BP008235.D\data.ms (-2565) (-  m/z 73.00 100.00%

3

5000
213.2
— —
HH L 20| 1800 1850
. “‘\M“H‘ Ll 2810 3549 429.1 5184 ./, cp.oe  86.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T C
18.00 18.50
H 213.0 m/z 43.05 85.58%
O‘\\\\I"‘\l\“‘\h\“\\‘ \WI\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
— —
18.00 18.50
5000 ITI/Z 57.05 77 .61%
171.0
O}ﬂJmmm‘J
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid —— —
73.0 18.00 18.50
m/z 55.00 70.43%
5000
L 199.0
ols: \HHIJ isso |, | ‘

m/z--> 0 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\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS vial : 14 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 Benzene, 1,1',1''-ethylidyn... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.386 4.21 ng 221255  Phenanthrene-di10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1',1''-ethylidynetris- 258 C20H18 005271-39-6 52
2 9H-Carbazole, 9-phenyl- 243 C18H13N 001150-62-5 52
3 3-Phenyl-4-azafluorene 243 C18H13N 033777-97-8 52
4 1,1,1-Triphenylhex-5-en-2-one 326 C24H220 1000195-85-2 50
5 6-Chrysenamine 243 C18H13N 002642-98-0 50

Abundance Scan 2618 (18.386 min): BP008235.D\data.ms (-2614) (- m/z 243.20 100.00%

248.2
5000 570
== e
H ‘ 145.0 18.00 18.50
o"wM‘!lh\w“w"v‘M"q\wumm"‘3‘2“?:?‘“"'9,2;‘1“"'??;95‘?9;7" m/z 57.60  50.86%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #146173: Benzene, 1,1',1"-ethylidynetris-
243.0
5000 — —
165.0 18.00 18.50
m/z 43.05 35.31%
77.0 |
O\\\“\\\\\‘\‘fl\[\\lf\‘\\\\“‘1\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127373: 9H-Carbazole, 9-phenyl-
243.0
— ——
18.00 18.50
5000 m/z 71.05 32.12%
51.0 140.0
R B B N R RRmaa
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #127369: 3-Phenyl-4-azafluorene T T
243.0 18.00 18.50
m/z 41.00 20.68%
5000
51.0 1390
e S — - —
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\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS vial : 14 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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.792 3.55 ng 186740  Phenanthrene-di10 17.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4b,8-Dimethyl-2-isopropylphenant... 256 C19H28 1000197-14-1 93
2 1-{[3-(Trifluoromethyl)phenyl]me... 241 C11H10F3N3 1002033-51-3 52
3 Naphthalene, 1,2,3,4-tetrahydro-... 174 C13H18 021693-51-6 38
4 Naphthalene, 6-ethyl-1,2,3,4-tet... 256 C19H28 301643-35-6 38
5 Sebacic acid, butyl 2-octyl ester 370 C22H4204 1000354-16-9 35

Abundance Scan 2687 (18.792 min): BP008235.D\data.ms (-2684) (- m/z 159.10 100.00%

150.1
241.2
5000
S =
H\{J ‘ ‘ 18.50 19.00
o‘HuMM$9%‘N“'Mwwu‘“H‘ﬁ???u4ﬂgﬁ‘_4ﬁfﬂ‘w‘ m/z 241.20  73.48%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143709: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6

241.0
159.0
5000 e -
18.50 19.00
‘ m/z 185.10  40.28%
O ‘ LI \‘“l\ %J?(P‘J“'(q‘” \m" \”\ T ‘ \‘\ T ‘ TTTT ’ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #124361: 1-{[3-(Trifluoromethyl)phenyllmethyl}-1H-pyrazc

159.0
241.0

:

18.50 19.00
5000 m/z 117.00  20.55%

28.0 %
H‘MJA\LHJ I NI

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

Abundance #49172: Naphthalene, 1,2,3,4-tetrahydro-1,5,8-trimethyl-
159.0 18.50 19.00

m/z 128.00  19.04%

o

O

-

°

5000

g

ol D010

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS vial : 14 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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

19.275 14.69 ng 863968 Chrysene-di2 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22 006566-19-4 99
2 3,4'-Diisopropylbiphenyl 238 C18H22 061434-46-6 86
3 1,3-Diethyl-5-(1-phenylethyl)ben... 238 C18H22 1000482-32-6 76
4 2-Propenoic acid, 3-(3,4,5-trime... 238 C12H1405 000090-50-6 53
5 3,3'-Diacetylbiphenyl 238 C16H1402 094113-07-2 49

Abundance Scan 2769 (19.274 min): BP008235.D\data.ms (-2765) (- m/z 223.10 100.00%
2238.1

5000
165,

20,0 H 19.00 19.50
S M“ L] 2881 356.9 4289 5189 sz 238.20  56.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121373: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
228.0

o

5000 165. T R
19.00 19.50

m/z 181.05 47.52%

104.0 ‘ ‘
O‘\\\\"‘\u\h\hl\u“uh\J\L\"1\\"\I\"“H\\\L‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121355: 3,4'-Diisopropylbiphenyl
223.0
==
1900 19.50
5000 m/z 165.00 33.59%

o

43.0
165.0
104.0 '
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance

#121364: 1,3- Dlethyl 5-(1-phenylethyl)benzene —T 7
228. 19.00 19.50
m/z 195.10 30.12%

5000
165.0
105 0 ‘ \
0 i J h dgd \ [k

m/z--> 0 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\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS vial : 14 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 8 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.339 8.90 ng 523326  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2780 (19.339 min): BP008235.D\data.ms (-2777) (- m/z 73.00 100.00%

73.0
5000
185.1 — ——
‘ l 284 3 19.00 19.50
’J
obr ML LLL L m Lol 3470 4203 8423 04316 og.75%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid
73.0
5000 — —
19.00 19.50
H 185.0 284.0 m/z 60.00 90.34%
O\"\H‘ ‘1"\'[“4“\1‘4\\“\\\\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid
73.0
P T
19.00 19.50
5000 m/z 55.10  80.05%
‘ 143.0 242.0
A it
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid — —
73.0 19.00 19.50
m/z 57.10 79.91%
5000
L 228.0
143.0 ‘
0 ‘\J mm“ﬂ**ﬁ — e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP112521.M Wed Dec 08 13:21:14 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS vial : 14 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 4,4'-Bis(tetrahydrothiopyran) Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
19.563 3.00 ng 176492  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4'-Bis(tetrahydrothiopyran) 202 C10H18S2 116196-83-9 89
2 Pyrene 202 Clé6H1e 000129-00-0 50
3 Fluoranthene 202 CleH1e 000206-44-0 50
4 Heraclenol, Ac derivative 346 C18H1807 1000480-24-0 40
5 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 38

Abundance Scan 2818 (19.563 min): BP008235.D\data.ms (-2815) (- m/z 202.00 100.00%

57.0 202.0
5000
1950 |
27.1 :
ol Akl M“Lﬁiwwu-: iy 2001 34084011 5021 y/; 57.00  94.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #77411: 4,4'-Bis(tetrahydrothiopyran)
45.0 202.0
5000 — ‘
113.0 19.50
m/z 71.05 62.89%
0 \H}\“I\”‘”\‘\"\‘\“H\\‘\\\\‘\\H’HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78083: Pyrene
202.0
—
19.50
5000 ITI/Z 43.10 51.30%
101.0
S e N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #78090: Fluoranthene T
202.0 19.50
m/z 85.10 47.29%
5000 J\MWN
101.0
0 ﬁqeuMW‘u‘pwn"H"H‘w“u,u‘w“u‘u“_‘u“ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50

8270E-BP112521.M Wed Dec 08 13:21:15 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS vial : 14 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 10 Docosane, 9-butyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.080 3.65 ng 214718  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 9-butyl- 366 C26H54 055282-14-9 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heneicosane 296 C21H44 000629-94-7 86
4 Octadecane 254 C18H38 000593-45-3 86
5 Hexacosane 366 C26H54 000630-01-3 86

Abundance Scan 2906 (20.080 min): BP008235.D\data.ms (-2903) (-  m/z 57.10 100.00%
57.1

L

5000
|y L2/L 2251 292.3355.1 20.00
or Al LELT 2251 292.33561 4311 8035 n/; 71.10  62.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275540: Docosane, 9-butyl-
43.0
5000 —— :
20.00
m/z 43.10 58.73%
O‘\\\ ‘\\\\‘\A\J\\l“\\\\‘\\2\\5%\.\0\\“\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
U \
20.00
5000 ITI/Z 85.10 43.66%

11112270 1970 2670 380.0

2

o e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0 20.00
m/z 41.00 21.96%
5000

L

LTS 570 zmno
o_HW‘H‘w‘H‘w‘wH‘mmWwwww

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00

8270E-BP112521.M Wed Dec 08 13:21:15 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS vial : 14 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 11 Eicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
20.563 8.11 ng 477201  Chrysene-di12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Tetracosane 338 (C24H50 000646-31-1 97
3 Tridecane, 7-propyl- 226 C16H34 055045-09-5 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86

Abundance Scan 2988 (20.563 min): BP008235.D\data.ms (-2985) (-  m/z 57.10 100.00%
57.1

5000 AA&/N\IVMJAM/LAﬁﬁ}k
T \
‘ LR27L 1971 2820 20.99
oMw_m"‘H‘:‘H"m"?‘iﬂo‘-?’”“4?9;‘?””‘5?5‘-‘1‘ m/z 71.10  64.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176384: Eicosane
57.0
5000 —— |
20.50
m/z 43.10 60.23%
|| [F70 1070 2820
O\“\\‘\\\\‘\\\T‘“\‘%\‘\‘f\\T‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane
57.0
T \
20.50
5000 ITI/Z 85.10 48.71%
1
ob LT 2570 2670 3380
“““w“u e bt e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107221: Tridecane, 7-propyl- T ‘
43.0 20.50
m/z 55.00 23.05%
5000
140.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50

8270E-BP112521.M Wed Dec 08 13:21:16 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS vial : 14 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 12 Octadecane, 1-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.021 28.40 ng 1670070  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 91
2 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 91
3 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 90
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 90
5 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 70

Abundance Scan 3066 (21.021 min): BP008235.D\data.ms (-3063) (-  m/z 57.10 100.00%
57.1

—r ‘
Lz 22
ol d b PG, 2112 2810 853.3416.0474.65316 /7 71,10 62.67%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184137: Octadecane, 1-chloro-
57.0
5000 —= :
21.00
} m/z 43.10 60.67%
9.0
OllIJ\HTHIJJ'”‘JllS\gOVTZSSO
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #178950: Carbonic acid, tetradecyl vinyl ester
57.0
T T
21.00
5000 ITI/Z 85.10 44.79%
ANIIEEEETS
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #284588: Sulfurous acid, butyl heptadecyl ester F ‘
57.0 21.00
m/z 55.10 32.38%
- LJM
oL ilLlLg2ro 2290503, -
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\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS vial : 14 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 13 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

21.457 24.20 ng 1423430  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3140 (21.457 min): BP008235.D\data.ms (-3136) (-  m/z 57.10 100.00%
57.1

I
IH 1271 1972 267.1 338.4398.4 475.0 549. 2150
b A0S 2071 33843984 479.0 9490 myz 71.18  65.18%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
5000 T
21.50
m/z 43.10 57.09%
o LLLLA270 197.0 2670 380.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0
——
21.50
5000 m/z 85.10 47.17%
oL L 1270 197.0 281.0  394.0
A e S T e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane 7
57.0 21.50
m/z 55.05 21.78%
o 970 250 seno
AR Bt S RN —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.50
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Page:

15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS vial : 14 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 14 Heptadecane, 9-hexyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.921 40.82 ng 2400680  Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 3219 (21.921 min): BP008235.D\data.ms (-3214) (- m/z 57.10 100.00%
57.1
——
|| 271 1072 22.00
o_m_m\ it 2671 3373 4283 5062 sz 71.10  66.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #229650: Heptadecane, 9-hexyl-
43.0
5000 T
22.00
m/z 43.10 56.32%
1130 210.0
0‘\\\ “\I\J\‘\J\\\\J‘l\\\\’M\\“\‘\\\\:‘3\2\3\\()‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #314331: Triacontane
57.0
——
22.00
5000 m/z 85.10 48.30%
0 IJ H’lﬁ \|1|9.70 267.0 337.0 4220
L e S M
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane —
57.0 22.00
m/z 55.05 22.84%
_‘H‘H‘w‘H‘_‘H,H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘w‘ ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS vial : 14 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 15 Pentadecane, 8-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.416  26.59 ng 1564060 Chrysene-d12 21.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane 310 C22H46 000629-97-0 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
Abundance Scan 3303 (22.415 min): BP008235.D\data.ms (-3299) (-  m/z 57.10 100.00%
57.1
2250
127.1 ) :
o WU 2972 2011 3693201490059/, 7110 66.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0
5000 1
22.50
m/z 43.10 55.02%
196.0
O‘\\\"\J\‘\‘i\“ﬂ\ﬂ\‘]\ll“\!f\l‘ll\\215‘4\..\()f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-
57.0
——
22.50
5000 m/z 85.10 49.68%
154.0
Opdibbii [l 21202800
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane T
57.0 22.50
m/z 55.10 21.60%
o ML a0 s -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50

8270E-BP112521.M Wed Dec 08 13:21:20 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS vial : 14 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 16 Docosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.974 32.84 ng 1933830  Perylene-di12 23.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 95
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
3 Hexacosane 366 C26H54 000630-01-3 93
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93

Abundance Scan 3398 (22.974 min): BP008235.D\data.ms (-3393) (- m/z 57.10 100.00%

57.1
5000
23.00
l .
0 ‘ “ \\ A+ \1?341 258 1309“3‘ 4908 47685330  nm/z 71.18  66.74%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212282: Docosane
57.0
5000 L
23.00
m/z 43.10 54.13%
‘ |[770 1970 3100
0\\\‘\\\\i‘\\\‘\l“l\l\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
—r
23.00
5000 ITI/Z 85.10 50.23%
1 2390
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane —
57.0 23.00
m/z 55.05 21.68%
o \‘ || [779 197.0 2670 3670
H‘_“W‘H"H‘w“u‘u“_‘u“H‘_“W‘H“H‘w‘ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00

8270E-BP112521.M Wed Dec 08 13:21:21 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS vial : 14 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 17 11-Methylpentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

23.604  26.48 ng 1559120  Perylene-di12 23.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Methylpentacosane 366 C26H54 015689-71-1 94
2 Docosane 310 C22H46 000629-97-0 91
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 3505 (23.604 min): BP008235.D\data.ms (-3500) (-  m/z 57.10 100.00%
57.1

2000 WL
2350  24.00
127.1 : :
0 m ) ”‘ L L A9L0252.1500.3 384644575039 /7 71,16 67.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275548: 11-Methylpentacosane
57.0
5000 —r —
23.50 24.00
168.0 m/z 43.10 53.63%
L 2
0\‘\\‘\IWJ\‘L}\\ﬂ\‘\\‘l\\f\i‘f\\l‘\\2\9\4‘..10\3\\5%\.\0\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #212281: Docosane
57.0
— —
23.50 24.00
5000 ITI/Z 85.10 49.,70%
“ | B0 1970 3100
ok L e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193302: Dodecane, 1-iodo- — —
57.0 23.50 24.00
m/z 55.05 21.67%
- NMTJ\W\/\
o““\““Mmlf?f?_w‘?‘9‘?:9’”_Mw_m‘w_ S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS vial : 14 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 18 Nonacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.327 25.30 ng 1489570  Perylene-di12 23.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonacosane 408 C29H60 000630-03-5 96
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
3 Tetracosane 338 C24H50 000646-31-1 94
4 11-Methylpentacosane 366 C26H54 015689-71-1 93
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3628 (24.327 min): BP008235.D\data.ms (-3623) (- m/z 57.10 100.00%
57.1
200 JL@
— ——
’1% 1971 24.00 24.50
ob LM LLTL 2971 267.1 3383 415947725370 /7 71 10 66.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307031: Nonacosane
57.0
5000 — —
24.00 24.50
m/z 43.10 52.74%
i
o LTS 2970 2670 337.0 4080
\\\‘\WWI‘TTWW‘\WYI‘TW\WNW\f!‘T\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
— ——
24.00 24.50
5000 m/z 85.10 50.34%
2390
ol LB 000
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246482: Tetracosane “ —
57.0 24.00 24.50
m/z 55.10 21.92%
338.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS vial : 14 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 19 Cholestan-3-o0l, (3.alpha.,5... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
24.839 55.79 ng 3285100 Perylene-di12 23.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestan-3-o0l, (3.alpha.,5.beta.)- 388 C27H480 000516-92-7 91
2 Cholestan-3-0l, acetate, (3.beta... 430 C29H5002 001255-88-5 58
3 5.beta.-Cholestan-3.alpha.-o0l, a... 430 C29H5002 033157-47-0 58
4 5-.beta.-cholestan-3.alpha.-ol, ... 416 C28H4802 1010368-37-5 58
5 Cholestanol acetate 430 C29H5002 104757-70-2 53

Abundance Scan 3715 (24.839 min): BP008235.D\data.ms (-3708) (- m/z 215.15 100.00%

215.2 ' '
43.1
5000
I ‘| | 733 ot s
0t " L '*MM m ﬁ ' “"‘ Il Vol ‘L U k ‘43F ﬁ"r?’% 2549 m/z 43.10 54.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #294357: Cholestan-3-ol, (3.alpha.,5.beta.)-
5000 370.0 T T
24.50 25.00
VFT} m/z 165.10 51.93%
O‘\\\ \J\\ H‘j'l\l“\“‘!”ﬂ\h\L\%‘L'\‘WT\W[\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance  #318368: Cholestan-3-ol, acetate, (3.beta.,5.alpha.)-
215.0

s

43.0

24.50 25.00
5000 107.0 370.0 m/z 95.10 47.97%
275.0
430.0

ob i W Hlm L “ 1

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

Abundance #318363: 5.beta.-Cholestan-3.alpha.-ol, acetate — —
43.0 24.50 25.00

é

215.0 m/z 81.10 47.68%
370.0
o N M
O,M\WMMJan%75°\4soo B
m/z—> 0 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc

ALS vial : 14 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 20 Cholestan-3-one Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
25.180 56.34 ng 3317430  Perylene-di12 23.704
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestan-3-one 386 C27H460 015600-08-5 93
2 Cholestan-3-one, (5.alpha.)- 386 C27H460 000566-88-1 68
3 Cholestan-3-one, (5.beta.)- 386 C27H460 000601-53-6 50
4 Cholestan-2-one 386 C27H460 1010210-43-4 42
5 Cholestane, 14-methyl-, (5.alpha.)- 386 C28H50 054482-34-7 22
Abundance Scan 3773 (25.180 min): BP008235.D\data.ms (-3766) (-  m/z 57.10 100.00%
57.1
231.2
5000
161.1 316.3
: 386.4 LI — L —
?HMM ekl
ol A :l\g L bohob byl 46098219 s 4319 75.77%
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #292881: Cholestan-3-one
231.0
386.0
5000 430 —— —
25.00 25.50
\ 23.0 m/z 71.10 61.82%
O ’H \J ”\"m\nl”‘l"lhl“ \\‘L\"\‘:\g(\)‘l\.(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #292902: Cholestan-3-one, (5.alpha.)-
231.0
— —
386.0 25.00 25.50
5000 m/z 55.10 58.59%
43.0
‘ ‘ 23.0
RIRY 111 1Y IOTOWR | (O NN S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #292901: Cholestan-3-one, (5.beta.)- — ——
43.0 25.00 25.50
m/z 231.15 52.18%
) 1 T ij\
316.0
I.\Hnnmuh L
o il oo | I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 25.00 25.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120621\
Data File : BP0@8235.D

Acqg On : 06 Dec 2021 18:44
Operator : CG/JU

Sample 1 M4927-14

Misc :

ALS Vvial : 14 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|
Ethanol, 2-(2-b... 10.381 4.3 ng 132321 2 10.581 619965 20.0
unknownl6.610 16.610 3.0 ng 158390 4 17.198 1050750 20.0
n-Hexadecanoic ... 18.110 30.7 ng 1614000 4 17.198 1050750 20.0
Benzene, 1,1',1... 18.386 4.2 ng 221255 4 17.198 1050750 20.0
4b,8-Dimethyl-2... 18.792 3.5 ng 186740 4 17.198 1050750 20.0
10,18-Bisnorabi... 19.275 14.7 ng 863968 5 21.304 1176210 20.0
Octadecanoic acid 19.339 8.9 ng 523326 5 21.304 1176210 20.0
4,4'-Bis(tetrah... 19.563 3.0 ng 176492 5 21.304 1176210 20.0
Docosane, 9-butyl- 20.080 3.6 ng 214718 5 21.304 1176210 20.0
Eicosane 20.563 8.1 ng 477201 5 21.304 1176210 20.0
Octadecane, 1-c... 21.021 28.4 ng 1670070 5 21.304 1176210 20.0
Heptacosane 21.457 24.2 ng 1423430 5 21.304 1176210 20.0
Heptadecane, 9-... 21.921 40.8 ng 2400680 5 21.304 1176210 20.0
Pentadecane, 8-... 22.416 26.6 ng 1564060 5 21.304 1176210 20.0
Docosane 22.974 32.8 ng 1933830 6 23.704 1177600 20.0
11-Methylpentac... 23.604 26.5 ng 1559120 6 23.704 1177600 20.0
Nonacosane 24.327 25.3 ng 1489570 6 23.704 1177600 20.0
Cholestan-3-o0l,... 24.839 55.8 ng 3285100 6 23.704 1177600 20.0
Cholestan-3-one 25.180 56.3 ng 3317430 6 23.704 1177600 20.0
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