LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@41321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21 Instrument :
Operator : CG/JU BNA_P

Sample : M1966-05 ClientSampleld :
Misc : MW-123R

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-BP040921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5282.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.275 367 372 381 rVB 825540 1232483 39.03% 4.456%
2 6.864 636 642 645 rBvV 513107 875749 27.73% 3.166%
3 7.675 773 780 787 rVB 198024 300840 9.53% 1.088%
4 8.840 970 978 985 rBV 612291 962291 30.47% 3.479%
5 9.093 1014 1021 1032 rVB3 19932 47374 1.50% 0.171%
6 10.463 1247 1254 1260 rBV 226913 369538 11.70% 1.336%
7 11.057 1347 1355 1361 rBV 34589 71662  2.27% 0.259%
8 12.216 1546 1552 1557 rBV 39474 56955 1.80% 0.206%
9 12.952 1670 1677 1685 rBV 1381159 1947649 61.68% 7.041%
10 13.799 1817 1821 1829 rVB 61195 87847 2.78% 0.318%
11 14.057 1861 1865 1871 rVB 26126 36132 1.14% 0.131%
12 14.340 1907 1913 1919 rBV 353862 517240 16.38% 1.870%
13 14.487 1934 1938 1943 rBV2 29614 41236 1.31% 0.149%
14 14.787 1985 1989 1993 rBV2 40519 57464 1.82% 0.208%
15 14.910 2004 2010 2012 rBvV2 35879 70572  2.23% 0.255%
16 15.393 2090 2092 2098 rVB 28829 34095 1.08% 123%

17 15.734 2146 2150 2159 rVB 121695 198821 6.30%
18 15.845 2163 2169 2177 rVB 1207228 1690363 53.53%

NOOOOO®
=
=
[N
R

19 15.963 2185 2189 2194 rBV6 43285 74783 2.37% 270%
20 17.104 2378 2383 2387 rBV 505523 734619 23.26% 656%
21 17.151 2387 2391 2392 rBV 54323 70172 2.22%  ©.254%
22 17.516 2450 2453 2455 rBV2 39843 57654 1.83% 0.208%

23 17.616 2456 2470 2480 rVB 856026 2952980 93.51% 10.676%
24 18.028 2533 2540 2545 rBV 1335986 2061067 65.27% 7.451%
25 18.786 2666 2669 2684 rVB2 202767 483772 15.32% 1.749%

26 19.251 2744 2748 2768 rVB 769595 1129157 35.76%  4.082%
27 19.451 2779 2782 2785 rBV 50167 70500 2.23% ©0.255%
28 19.681 2816 2821 2827 rVB 2865816 3157867 100.00% 11.417%
29 19.769 2831 2836 2848 rVB 243914 487909 15.45% 1.764%
30 20.463 2951 2954 2958 rVB3 53518 62129 1.97% 0.225%

31 20.575 2967 2973 2983 rVB 248352 502770 15.92%
32 20.880 3020 3025 3028 rBV 166824 261897 8.29%
33 20.916 3028 3031 3039 rVvW2 716288 1229567 38.94%

oOhrhpPpoOR
N
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U
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34 20.986 3039 3043 3051 rVV 1012866 1220840 38.66% 414%
35 21.051 3052 3054 3059 rw 68240 83765 2.65% 303%
36 21.110 3062 3064 3069 rVB 45444 51939 1.64% ©0.188%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@41321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

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-BP040921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 21.204 3075 3080 3084 rBV 720829 906131 28.69% 3.276%
38 21.257 3084 3089 3095 rVB2 403307 570102 18.05% 2.061%
39 21.780 3175 3178 3180 rBv2 52272 58812 1.86% 0.213%
40 21.916 3196 3201 3211 rVB 295555 450523 14.27% 1.629%
41 22.251 3255 3258 3264 rVB 82231 107693 3.41% 0.389%
42 22.657 3321 3327 3334 rVB 184970 390707 12.37% 1.413%
43 22.769 3342 3346 3352 rVB2 144988 228460 7.23% 0.826%
44 23.351 3441 3445 3454 rVB2 141786 292887 9.27% 1.059%
45 23.480 3460 3467 3478 rVB2 470563 985598 31.21% 3.563%
46 24.022 3554 3559 3567 rVB2 106540 216245 6.85% 0.782%
47 24.116 3572 3575 3586 rVB5S 74721 161368 5.11% 0.583%

Sum of corrected areas: 27660224
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

: 13 Apr 2021 12:21
: CG/JU
: M1966-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
BP005282.D

: 5 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library ¢ C:\DATABASE\NIST11.L

TIC Integra

2000000

1500000

1000000

500000

tion Parameters: LSCINT.P

TIC: BP005282.D\data.ms

5.275
6.864 8.840

7.675 10.463
9.093 | 11087

0
Time-->
Abundance
3000000

2500000
2000000
1500000

1000000

500000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP005282.D\data.ms
19.681

18.028

19.769

15.
13.799.057 14.48A148710 15.393

0
Time-->
Abundance
3000000

2500000
2000000

1500000

1000000

5000003,

0

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

TIC: BP005282.D\data.ms

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\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 unknown9.093 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.093 2.56 ng 47374  Naphthalene-d8 10.463

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-phenyl-, o-(4-coumar... 279 C17H13NO3 034605-11-3 40
2 Methanamine, N-(1-phenylethylide... 133 C9H11N 006907-71-7 38
3 Benzeneethanol, .beta.-ethenyl-.... 162 C11H140 040596-14-3 35
4 Benzonitrile, 4-amino- 118 C7H6N2 000873-74-5 27
5 2-Pyridylacetonitrile 118 C7H6N2 002739-97-1 27

Abundance Scan 1021 (9.093 min): BP005282.D\data.ms (-1014) (-) m/z 76.95 100.00%
71.0

o M/L\At\
e e
‘ ‘ H 1841 2070 8.80 9.00 9.20 9.40
oy 2P-1 207.0267.0324.1 390.0 459.7 5351 ./, 198 95  g5.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126737: Ethanone, 1-phenyl-, 0-(4-coumarinyl)oxime
118.0
5000 UL L N B I B B LR
8.80 9.00 9.20 9.40
51.0 m/z 133.00 25.69%
0 MY 202.0 279.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14798: Methanamine, N-(1-phenylethylidene)-
118.0
PPy P e
8.80 9.00 9.20 9.40
5000 m/z 51.00 19.16%
56.0l
OH‘L”A\',
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32207: Benzeneethanol, .beta.-ethenyl-.alpha.-methyl- A RARE AR
118.0 8.80 9.00 9.20 9.40
m/z 69.00 13.57%
5000
45.0
O\H\‘f“{\”\'\%"‘\\u‘\\\\‘\u\‘\\\\‘\\H‘\m‘\m‘\m‘uu‘\ G
m/z--> 50 100 150 200 250 300 350 400 450 500 550 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Benzeneacetic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.057 3.88 ng 71662 Naphthalene-d8 10.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 90
2 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 86
3 p-Methylbenzeneboronic acid 136 C7H9BO2 005720-05-8 64
4 Benzoic acid, 4-methyl- 136 C8H802 000099-94-5 50
5 Benzyloxybenzene, 2,5-difluoro- 220 C13H1eF20 152434-79-2 43
Abundance Scan 1355 (11.057 min): BP005282.D\data.ms (-1347) (- m/z 91.05 100.00%
91.0
5000
=T [
‘ J 11.00
b pelull, 35422189 327.23905 47545394 n/z 136.05  21.08%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16277: Benzeneacetic acid
91.0
5000 B e e
11.00
m/z 65.05 17.39%
027;9?!1“T1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #46244: Propanedioic acid, phenyl-
91.0
T \
11.00
5000 m/z 92.05 15.83%
020 1770
it
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #16179: p-Methylbenzeneboronic acid {hoas— ‘
91.0 11.00
m/z 63.00 8.15%
5000
27\1#“ 1‘1.\ Il
Y el
m/z--> 50 100 150 200 250 300 350 400 450 500 550 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Cyclohexane, ethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.216 3.08 ng 56955 Naphthalene-d8 10.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 58
2 1,3-Cyclopentanedione, 2-methyl- 112 C6H802 000765-69-5 49
3 3-Ethylcyclopentanone 112 C7H120 010264-55-8 42
4 2,4,6-Trimethyl-3-heptene 140 C1eH20 1000113-56-9 38
5 Oxalic acid, cyclohexyl isobutyl... 228 C12H2004 1000309-30-4 38

Abundance Scan 1552 (12.216 min): BP005282.D\data.ms (-1546) (-~ m/z 83.10 100.00%

83.1
5000
O -
‘ H 511 2520 12.00 12.50
ol b ARSLL 2520 3329 4337 5388 ., g9.05 70.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6669: Cyclohexane, ethyl-
83.0
5000 — S—
12.00 12.50
m/z 112.05 61.84%
O%?IIH‘[H“}WV‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6406 1,3-Cyclopentanedione, 2-methyl-
112.0
B s
12.00 12.50
5000 m/z 41.00  43.36%
27.0
Ohh'h*
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #6501: 3-Ethylcyclopentanone T —
83.0 12.00 12.50
m/z 43.00 37.61%
- \/M/\WJ\MNMW
159 |
O e B —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Valine, 3-[sulfothio]- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

14.910 2.73 ng 70572  Acenaphthene-d10 14.340
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Valine, 3-[sulfothio]- 229 C5H11NO5S2 055631-63-5 78
2 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3 016005-64-4 39
3 Sulfur dioxide 64 02S 007446-09-5 5

4 2-Benzimidazolyl methane thiosul... 244 C8H8N203S2 1000256-39-2 5
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance Scan 2010 (14.910 min): BP005282.D\data.ms (-2004) (-  m/z 64.00 100.00%

64.0
5000 191.9
—r
12J7-9 ‘ 15.00
Oty 2881 379 489ASATL s 191 99 45.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #85305: Valine, 3-[sulfothio]-
64.0
5000 T T
m/z 127.90 13.50%
O ‘\‘Ili\h!lll“\“\‘\‘f\‘\\\“‘\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #238160: Di(tert-butyl) trisulfide, perfluoro-
64.0
—r
15.00
5000 ITI/Z 96.00 12.21%
ol \ 163.0 315.0 534.0
e A RARRERR AR =
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #358: Sulfur dioxide T
64.0 15.00
m/z 193.85 11.66%
) J\W\W
o+t —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 unknownl5.734 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15.734 5.41 ng 198821  Phenanthrene-die 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-6-hydroxyisonicotinic acid 173 C6H4C1INO3 006313-51-5 27
2 Succinimide, N-methoxy- 129 C5H7NO3 005904-50-7 18
3 2-Methylpentyl hexanoate 200 C12H2402 1000236-38-5 16
4 Pyrimidine-2,4,6-trione, 1l-cyclo... 349 C17H27N503 1000304-66-3 15
5 4-(Trifluoromethyl)benzoic acid,... 368 C21H27F302 1000299-44-7 14

Abundance Scan 2150 (15.734 min): BP005282.D\data.ms (-2146) (- m/z 173.15 100.00%
178.2

55.1
5000
—— =
N ﬂ F_o 15.50 16.00
ob - hhd bl i | 2511 327.0 415547535350 ./, 5519  73.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #40683: 2-Chloro-6-hydroxyisonicotinic acid
178.0
5000 — —
15.50 16.00
45.0 m/z 99.10  54.22%
O‘\\\1"‘“\\\“\‘!\\‘\‘1“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12823: Succinimide, N-methoxy-
55.0
pee =
15.50 16.00
5000 ITI/Z 84.10 41.05%
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #61132: 2-Methylpentyl hexanoate —— ——
99.0 15.50 16.00
m/z 56.00 27.64%
5000
4 .‘
otk laso e 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\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Benzoic acid, 2-(4-nitrophe... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

17.616 80.39 ng 2952980  Phenanthrene-die 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 72
2 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64
3 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 64
4 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 53
5 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 50

Abundance Scan 2470 (17.616 min): BP005282.D\data.ms (-2456) (- m/z 105.10 100.00%

L4 L4 J
miz--> 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 e e
105.0 17.50 18.00
m/z 106.10 7.92%

105.1
5000
—— —
2352 17.50 18.00
ol A2y | 175229522931 407.5467.85336 1 7 149.05  61.93%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #133475: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester
149.0
77.0
5000 LN ‘ \j\
17.50 18.00
m/z 77.10 54.91%
b buk o |1 2110 287.0
‘\\\\I\\WT‘\!\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
—F— =
17.50 18.00
5000 m/z 51.05 9.81%
77.0
0

5000

-

450, | 179.0
O bbbt e - =

m/z--> 0 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\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.787 13.17 ng 483772  Phenanthrene-d10 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 86
3 Tridecane 184 C13H28 000629-50-5 83
4 Hexadecane 226 C16H34 000544-76-3 83
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 2669 (18.786 min): BP005282.D\data.ms (-2666) (- m/z 57.10 100.00%
57.1

3

5000
18.50 19.00
197.3257.9
ol H‘mﬁt bk 20D 85524184 5336 . 7119 91.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57.0
5000 T e

18.50 19.00
m/z 85.10 65.84%

°

|| BR7:0 197.0 2670  367.0

|
O‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
e C
18.50 19.00
5000 m/z 43.10  63.08%
ol [0 1830 2080
R R B e R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48834: Tridecane 7 —
57.0 18.50 19.00
m/z 41.10 33.33%
h J
1840
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00

8270E-BP040921.M Wed Apr 14 15:22:59 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.251 24.92 ng 1129160 Chrysene-d12 21.204
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 93
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 30

Abundance Scan 2748 (19.251 min): BP005282.D\data.ms (-2744) (-  m/z 73.05 100.00%

73.0
5000
185.2 LI T
‘ H \ 4 19.00 19.50
0 b MM *m‘u"\""?"5‘5‘137‘_H“‘?‘l‘-?w?f‘?ﬁ m/z 60.05 69.76%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131262: Octadecanoic acid
73.0
5000 284.0 DU DU
185.0 19.00 19.50
H m/z 43.10 63.83%
Of' \’\I‘IM‘\MT‘\\\\\\“\‘\L\Hl\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid
73.0
—r— —
19.00 19.50
5000 ITI/Z 55.10 59.46%
‘ 143.0 242.0
bl
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es Fe ——
43.0 19.00 19.50
m/z 41.10 56.93%
5000 284.0
‘ 129.0
o Ml P38 1 srao )
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BP040921.M Wed Apr 14 15:22:59 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M

Quant Title

TIC Library : C:\DATABASE\NIST11.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 9 Heptadecane, 9-octyl-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
19.769 10.77 ng 487909 Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
2 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 91
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 2836 (19.769 min): BP005282.D\data.ms (-2831) (-

m/z 57.10 100.00%

57.1
5000
—— —
ﬁﬂ 169.2 ‘ 19.50 20.00
0 ‘““Jhﬁl‘m‘??§ﬁ?§%%u‘w3?9?‘H‘_4$%3§47: m/z 71.10  89.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 as m—
19.50 20.00
m/z 85.10 66.01%
239.0
O\ “\\\\J[‘l\d\‘}\\]‘-é\g\(\)[f\\f[\12f9\6‘\0\\3'\5‘2\9\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164584: Heptadecane, 9-hexyl-
43.0
—— —
19.50 20.00
5000 m/z 43.05 56.74%
210.0
ol S eerems0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- — —
43.0 19.50 20.00
m/z 55.10 28.39%
o k/V\/\—/jkfv\/\,‘/\(ﬂ
‘”\1%0 225.0 295.0
O ‘mW*uh_m_m_m‘HH‘HHWH_HWm_ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

8270E-BP040921.M Wed Apr 14 15:23:00 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Tetracosane, 3-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.575 11.10 ng 502770 Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane, 3-ethyl- 366 C26H54 055282-17-2 90
2 Dodecane, 4-methyl- 184 C13H28 006117-97-1 74
3 Heptacosane 380 C27H56 000593-49-7 74
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 72
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 68

Abundance Scan 2973 (20.575 min): BP005282.D\data.ms (-2967) (- m/z 71.10 100.00%

1.1
5000
T
H‘ #1.2 2092 281.1 351.4416.1 505.3 20:59
R N e R e m/z 57.10  92.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194502: Tetracosane, 3-ethyl-
43.0
5000 e :
20.50
337.0 m/z 85.10 62.66%
0 \‘ \#11”3-‘0 183.0 253.0 |
‘\\\’\\\‘\\\1[\\f\‘1\\1[\\1\‘1\\\[\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48846: Dodecane, 4-methyl-
43.0
T
20.50
5000 ITI/Z 43.10 59.71%
141.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane 7
57.0 20.50
m/z 55.10  25.92%
27.0
of-H LR 1970 2670 3800 L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50

8270E-BP040921.M Wed Apr 14 15:23:01 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Benzamide, N-propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.881 5.78 ng 261897 Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 72
2 Ethanone, 2-bromo-1,2-diphenyl- 274 C14H11Bro 001484-50-0 47
3 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
4 1,3-Benzenediol, monobenzoate 214 C13H1e03 000136-36-7 47

5 Benzamide, N-benzoyl-N-(2-triflu... 369 C21H14F3NO2 1000262-58-9 47

Abundance Scan 3025 (20.880 min): BP005282.D\data.ms (-3020) (-  m/z 105.10 100.00%

105.1
5000
163.2
— Fs
431 20.50 21.00
OLA b e 222:22803339.3 401 5031 p/z 77.10  36.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #32814: Benzamide, N-propyl-
105.0
5000 — s
20.50 21.00
163.0 m/z 163.15  33.14%
0 417\ A 4
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #122378: Ethanone, 2-bromo-1,2-diphenyl-
105.0
e e
20.50 21.00
5000 m/z 106.10  7.12%
01390, 195.0
Cpeen e TR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #43584: Benzenebutanoic acid, .gamma.-oxo- = —
105.0 20.50 21.00
m/z 51.05 6.55%
5000
P7.0 178.0
ONwH{Hm\‘uH‘H‘H‘\m‘\m‘uu‘\m‘\m‘\m‘\m‘\ = —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270E-BP040921.M Wed Apr 14 15:23:01 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Cyclotetradecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

20.916 27.14 ng 1229570 Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 93
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 90
5 1-Docosene 308 C22H44 001599-67-3 90

Abundance Scan 3031 (20.916 min): BP005282.D\data.ms (-3028) (- m/z 83.10 100.00%

-

5000
—=
{ ﬁ 4.2 280.3 2100
o b LLIPEZ 22122803 356.3415.2475.95345 1/, 69.19  99.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #58277: Cyclotetradecane
53.0
5000 L
21.00
m/z 57.10 88.67%
| " Fs.o 196.0
O‘\\‘\\“\I\‘\\“f\l\%‘\JW\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcoho
83.0
—
21.00
5000 m/z 97.18  87.34%
3.0
o194 {M‘FFH.%ZZ-O,%O-O,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175127: Trifluoroacetoxy hexadecane —T=
57.0 21.00
m/z 55.05 81.98%
5000
5.0
U1 ase0 200
Ol e e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00

8270E-BP040921.M Wed Apr 14 15:23:02 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 1,3-Dioxolane, 2-(methoxyme... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.986 26.95 ng 1220840 Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64
2 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 64
3 Benzoic acid, (4-nitrophenyl)-me... 269 C14H11N303 028123-77-5 50
4 1,3,4-Oxadiazin-6-one, 5-isoprop... 216 C12H12N202 173973-78-9 50
5 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 50

Abundance Scan 3043 (20.986 min): BP005282.D\data.ms (-3039) (- m/z 105.10 100.00%

105.1
5000
s
‘ 21.00
ol A3 L. 792 2821 3561 43134911548 ./, 149.05 61.10%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56014: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
5000 T
77.0 21.00
m/z 77.10 56.81%
O\‘\‘\“‘\\‘\‘W\\‘\VV\\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #156211: Diethylene glycol dibenzoate
105.0
s
21.00
5000 ITI/Z 51.05 10.25%
oL450) | 1630 2380 3140
R R S R RRE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #118030: Benzoic acid, (4-nitrophenyl)-methylenehydrozi F
105.0 21.00
m/z 106.05 7.55%
5000
39.
SRR IETT Y R W
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00

8270E-BP040921.M Wed Apr 14 15:23:03 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.257 12.58 ng 570102 Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 87
2 Hexacosane 366 C26H54 000630-01-3 83
3 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 80
4 Heptacosane 380 C27H56 000593-49-7 74
5 2-methyloctacosane 408 C29H60 1000376-72-8 72
Abundance Scan 3089 (21.257 min): BP005282.D\data.ms (-3084) (-  m/z 57.10 100.00%
57.1
o ML
— =
‘ ” E 2113 21.00 21.50
b Ly 2250 283.1343.0 41524753 549 n/7 71,10 94.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
57.0
5000 e o
21.00 21.50
m/z 85.10 69.01%
ol L1 2470 197.0 281.0 394.0
\\1\‘\T\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57.0
—T= =
21.00 21.50
5000 m/z 43.10 58.69%
o \‘ | | ['F70 197.0 267.0  367.0
A A e P e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #153231: 5-Ethyl-5-methylnonadecane T —
57.0 21.00 21.50
m/z 55.10 26.90%
5000
‘ ’1)27 0 2110 2810
o""_"""w‘m”w"u"‘_‘WWWWWW — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

8270E-BP040921.M Wed Apr 14 15:23:03 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 2-methyltetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

21.916 9.94 ng 450523 Chrysene-d12 21.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-methyltetracosane 352 C25H52 1000376-72-6 91
2 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
3 Heneicosane 296 C21H44 000629-94-7 83
4 2-methyloctacosane 408 C29H60 1000376-72-8 83
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 81

Abundance Scan 3201 (21.916 min): BP005282.D\data.ms (-3196) (- m/z 57.10 100.00%
57.1

5

5000
1 22.00
207.2
o_HJ,‘ ”‘ iy b 2831 856.2 429.3487.4549. /7 71 19 90.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #185534: 2-methyltetracosane
57.0
5000 T
22.00
m/z 85.10 64.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)-
43.0
—T
22.00
5000 m/z 43.10 53.65%
ob AL 1830 2950
e A A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane T
57.0 22.00
m/z 55.05 28.02%
o MM om0 w0 o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00

8270E-BP0O40921.M Wed Apr 14 15:23:04 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Dodecane, 1-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.657 7.93 ng 390707 Perylene-di2 23.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Octacosane 394 C28H58 000630-02-4 83
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 81
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 68
5 2-methyloctacosane 408 C29H60 1000376-72-8 68
Abundance Scan 3327 (22.657 min): BP005282.D\data.ms (-3321) (-  m/z 57.10 100.00%
57.1
2250 2300
127.2 . .
197.3
b4 e‘w”‘ L Lol 2821 385241634764535.9 .., 7119  95.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57.0
5000 N =
22.50 23.00
m/z 85.10 70.39%
L L0 a570 2570 670
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
57.0
—r —
22.50 23.00
5000 m/z 43.10 56.07%
oL L 1270 197.0 2810  394.0
a s L L e A AR
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #140551: Dodecane, 1-iodo- —— —
57.0 22.50 23.00
m/z 55.10 28.03%
- M/\WNVWWWM/\jKAAAMNWﬂM
169.0 206.0
OHJM\Z%O\ R
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\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.769 4.64 ng 228460 Perylene-di2 23.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 92
2 Triacontane 422 C30H62 000638-68-6 86
3 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 68
4 Heptacosane 380 C27H56 000593-49-7 64
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 62

Abundance Scan 3346 (22.769 min): BP005282.D\data.ms (-3342) (- m/z 71.10 100.00%
71.1

=

5000
"1552 252.2 2250  23.00
o A LT s ] 323:4385.1444.45043 /) 57,19 99.01%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
54.0
5000 SR —

22.50 23.00
m/z 85.10 70.60%

L IPFIA‘J970 296.0
O‘\H\’\\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 #219831: Triacontane
57.0
—T —
22.50 23.00
5000 ITI/Z 43.10 56.51%

L ﬁl | 197.0 267.0 337.0 4220

%

O e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38343: Decane, 3,6-dimethyl-
57.0 22.50 23.00
m/z 99.10 25.11%
- WVMVMMMJ\J&WWWWWWWVW
41.0
o_ﬂ"k‘,“u“w“‘%‘3_m_mwWH“Hu‘m“mmm“ Sha e
m/z--> 0 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\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.M

Quant Title

TIC Library : C:\DATABASE\NIST11.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 18 Tetracosane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
23.351 5.94 ng 292887 Perylene-di2 23.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 86
2 Hexacosane 366 C26H54 000630-01-3 72
3 Triacontane 422 C30H62 000638-68-6 72
4 Eicosane 282 (C20H42 000112-95-8 70
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 68

Abundance Scan 3445 (23.351 min): BP005282.D\data.ms (-3441) (-
57.1

m/z 57.10 100.00%

2% LAA]\//\N
2506 23%6
7.2 : :
0 L2 (19312002 3412 4153 8034 .y 7116 99.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175559: Tetracosane
57.0
5000 — ——
23.00 23.50
m/z 85.10  71.26%
127.0
O \l‘\\‘\J\\'\J‘!“\I\T‘\1\9\7‘\0\\\‘\\\\‘\3\3\§‘c\)\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane
57.0
— —
23.00 23.50
5000 m/z 43.10 60.68%
0 \J || [1270 1970 267.0  367.0 JJ/\M
H“‘H“H“‘H“‘H“_“‘_“‘_“w“‘w“‘w“u“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane “ —
57.0 23.00 23.50
m/z 55.05 24.98%
h MXWWNWWWWAU/\WMMwM%
N 'P[1 197.0 2670 3370 4220
H“H"_"w"H"H"H“_“w“u“u“u‘w“u“ — ——
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\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 Tetratetracontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
24.022 4.39 ng 216245 Perylene-di2 23.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 86
2 2-methyloctacosane 408 C29H60 1000376-72-8 86
3 Heneicosane 296 C21H44 000629-94-7 80
4 Octacosane 394 (C28H58 000630-02-4 80
5 Hexacosane 366 C26H54 000630-01-3 80
Abundance Scan 3559 (24.022 min): BP005282.D\data.ms (-3554) (-  m/z 57.10 100.00%
57.1
> W\\M
‘ 24.00 |
j nl 7.2 207.1 .
i f",HH_‘“2“7?"‘1‘?“‘%9”‘4‘2‘9‘%Mﬁﬁ‘?‘f‘ww m/z 71.10  92.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
5000 —— ‘
24.00
m/z 85.10 68.59%
0 ‘ ‘ J f£70197.0267.0337.0 4630 5610
‘HH‘\H\‘HH’H\\‘TH\‘HW\‘\\HT\H!‘\H\W\HT‘\THW\HT‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0
T \
24.00
5000 m/z 43.10 56.84%
oL 0197006703650 wJ\/U\
‘H‘w‘Hw‘H‘V‘H‘HH‘H‘W‘H‘_H‘_‘H‘H‘WH‘W‘H‘_‘H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane T
57.0 24.00
m/z 69.10 23.69%
- W”MNWWWNMMJ\/\MWVNJMM
7.0
0 “ “ﬂl““1970 296.0
e A e e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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 1-Hexacosanol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
24.116 3.27 ng 161368 Perylene-di2 23.480
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 89
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 76
3 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 76
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 68
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 58

Abundance Scan 3575 (24.116 min): BP005282.D\data.ms (-3572) (- m/z 57.10 100.00%
97.1

5000 207.2

-

281.1

24.00 24.50
m/z 97.10 100.00%

o 3412 4164 4893549
ey

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #203699: 1-Hexacosano

a1
~!
o

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

Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0 24.00 24.50

m/z 69.10 90.46%

5000
24.00 24.50
125.0 m/z 83.10 98.33%
364.0
O‘\\JL ’”"‘il}“lll.“‘lnl\IGGTTo\WJJT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
57.0
—r —r
24.00 24.50
5000 m/z 55.10 94.94%
‘f 5.0
0 JM ‘Hl \2\00\ 306.0
e e P e e e
—r —r

5000

} 210.0
356.0
o"‘\k,hm‘4‘\‘\“_‘H_m_m_Hww_wwww

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50

%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP041321\
Data File : BP0@5282.D

Acqg On : 13 Apr 2021 12:21
Operator : CG/JU

Sample : M1966-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP040921.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|
unknown9.093 9.093 2.6 ng 47374 2 10.463 369538 20.0
Benzeneacetic acid 11.057 3.9 ng 71662 2 10.463 369538 20.0
Cyclohexane, et... 12.216 3.1 ng 56955 2 10.463 369538 20.0
Valine, 3-[sulf... 14.910 2.7 ng 70572 3 14.340 517240 20.0
unknown15.734 15.734 5.4 ng 198821 4 17.104 734619 20.0
Benzoic acid, 2... 17.616 80.4 ng 2952980 4 17.104 734619 20.0
Hexacosane 18.787 13.2 ng 483772 4 17.104 734619 20.0
Octadecanoic acid 19.251 24.9 ng 1129160 5 21.204 906131 20.0
Heptadecane, 9-... 19.769 10.8 ng 487909 5 21.204 906131 20.0
Tetracosane, 3-... 20.575 11.1 ng 502770 5 21.204 906131 20.0
Benzamide, N-pr... 20.881 5.8 ng 261897 5 21.204 906131 20.0
Cyclotetradecane 20.916 27.1 ng 1229570 5 21.204 906131 20.0
1,3-Dioxolane, ... 20.986 26.9 ng 1220840 5 21.204 906131 20.0
Octacosane 21.257 12.6 ng 570102 5 21.204 906131 20.0
2-methyltetraco... 21.916 9.9 ng 450523 5 21.204 906131 20.0
Dodecane, 1-iodo-  22.657 7.9 ng 3907067 6 23.480 985598 20.0
Heneicosane 22.769 4.6 ng 228460 6 23.480 985598 20.0
Tetracosane 23.351 5.9 ng 292887 6 23.480 985598 20.0
Tetratetracontane 24.022 4.4 ng 216245 6 23.480 985598 20.0
1-Hexacosanol 24.116 3.3 ng 161368 6 23.480 985598 20.0
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