LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051021\
Data File : BP0O@5464.D

Acqg On : 10 May 2021 12:39
Operator : CG/JU

Sample : M2306-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP©50521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5464.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.828 288 296 303 rVB2 8136 13303 1.13% 0.248%
2 5.293 368 375 387 rBV 253980 347310 29.62% 6.483%
3 6.899 641 648 663 rBV 197889 320535 27.34%  5.983%
4 7.699 778 784 791 rBV 52468 82190 7.01% 1.534%
5 8.869 975 983 997 rBV 135385 218612 18.64% 4.081%
6 10.493 1252 1259 1267 rBV 51277 86514 7.38% 1.615%
7 12.975 1674 1681 1690 rBV 355120 514881 43.91% 9.611%
8 13.822 1820 1825 1832 rBV 9391 15337 1.31% 0.286%
9 14.351 1909 1915 1924 rVB 81069 117225 10.00% 2.188%

10 15.845 2161 2169 2181 rBV 404660 567998 48.44% 10.602%

11 16.516 2278 2283 2295 rVB6 25010 47054 4.01% 0.878%
12 17.104 2377 2383 2390 rBV 118298 161869 13.81% 3.021%
13 17.775 2485 2497 2507 rBV9 20224 64850 5.53% 1.211%
14 17.928 2512 2523 2530 rBV2 25453 79034  6.74%  1.475%
15 18.004 2531 2536 2544 rBV 96318 136181 11.61% 2.542%
16 18.280 2577 2583 2587 rBV2 50533 78871 6.73% 1.472%
17 18.327 2587 2591 2613 rVB5 77492 207637 17.71%  3.876%
18 19.027 2706 2710 2719 rBV8 10989 24627 2.10% 0.460%
19 19.127 2724 2727 2734 rVB8 10427 16770 1.43% 0.313%
20 19.239 2742 2746 2760 rVB2 62395 85734 7.31% 1.600%
21 19.674 2814 2820 2827 rBV 1061002 1172518 100.00% 21.886%
22 19.898 2853 2858 2861 rBV7 7689 12826 1.09% 0.239%
23 19.963 2864 2869 2875 rVB7 16481 37294 3.18% 0.696%
24 20.374 2933 2939 2945 rBvV2 38932 69699  5.94%  1.301%
25 20.721 2994 2998 3005 rVB5 20988 38366  3.27% 0.716%
26 20.880 3019 3025 3027 rBV3 26869 48082 4.10% ©.898%
27 20.910 3027 3030 3037 rVV4 54037 104419 8.91% 1.949%
28 20.980 3039 3042 3048 rVB 49580 61121 5.21% 1.141%
29 21.198 3074 3079 3089 rBV 189667 251568 21.46%  4.696%
30 21.386 3107 3111 3116 rVB2 34650 50871 4.34% 0.950%
31 23.515 3466 3473 3484 rVB2 154257 323983 27.63% 6.048%

Sum of corrected areas: 5357279
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Data Path
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 10 May 2021 12:39
: CG/JU
: M2306-01

LSC Report - Integrated Chromatogram

: Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051021\

BP005464.D

: 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BP005464.D\data.ms
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4.828
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TIC: BP005464.D\data.ms
19.674
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12.975

0
Time-->
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Time-->
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TIC: BP005464.D\data.ms

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\BP051021\
Data File : BP0O@5464.D

Acqg On : 10 May 2021 12:39
Operator : CG/JU

Sample : M2306-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 unknown4.82 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4.828 3.24 ng 13303 1,4-Dichlorobenzene-d4 7.705

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 39
2 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 39
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
4 Hexanamide 115 C6H13NO 000628-02-4 33
5 2-Pentanol, 5-methoxy-2-methyl- 132 C7H1602 055724-04-4 33
Abundance Scan 296 (4.828 min): BP005464.D\data.ms (-288) (-) m/z 43.00 100.00%
3.0
5000 101.0

AR RSt

2073 280.6 4.60 4.80 5.00 5.20
bl 2953, 2300 86714201 8424 n/z s9.00  76.66%

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

Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-

59.0
5000 L L B I R
4.60 4.80 5.00 5.20
116.0 m/z 101.80  37.97%
O\\‘h”‘\ !‘\\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8195: Oxirane, [(1-methylethoxy)methyl]-
43.0
e e
4.60 4.80 5.00 5.20
5000 m/z 42.00 21.32%
H 101.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl- e e
43.0 4.60 4.80 5.00 5.20
m/z 39.10 19.70%
5000
101.0
T N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051021\
Data File : BP0O@5464.D

Acqg On : 10 May 2021 12:39
Operator : CG/JU

Sample : M2306-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 4-((1E)-3-Hydroxy-1-propeny... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.516 5.81 ng 47054  Phenanthrene-d10 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-((1E)-3-Hydroxy-1-propenyl)-2-... 188 C18H1203 1000297-95-5 56
2 Phenol, 4-(3-hydroxy-1-propenyl)... 180 C10H1203 000458-35-5 41
3 Phenol, 4-(2-aminoethyl)- 137 C8H11NO 000051-67-2 35
4 9-Ethoxy-10-oxatricyclo[7.2.1.0(... 224 C13H2003 1000187-02-8 25
5 2-Methylthianaphthene-1,1 dioxide 180 C9H802S 006224-55-1 20
Abundance Scan 2283 (16.516 min): BP005464.D\data.ms (-2278) (- 90.95 100.00%
91.0
180.1
5000
\‘ 16.50
280.8 354.9
o J‘JJN“_‘m‘HJ‘_‘H‘H‘Wéﬁgﬁ“w‘§4?‘ m/z 137.00  95.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #45271: 4-((1E)-3-Hydroxy-1-propenyl)-2-methoxypheno
137.0
5000 L :
16.50

m/z 77.10  83.48Y%
| W \ L

‘\‘\\?‘\Hm\d‘\‘\\‘WTfWLA\“\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #45256: Phenol, 4-(3-hydroxy-1-propenyl)-2-methoxy-
137.0

o

16 50
5000 29.0 ITI/Z 123.95 79.52%
Ml
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16742: Phenol, 4-(2-aminoethyl)- e ‘
30.0 16.50
m/z 180.05 67.90%
5000 108.0
) T O U g g V02
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051021\
Data File : BP0O@5464.D

Acqg On : 10 May 2021 12:39
Operator : CG/JU

Sample : M2306-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Benzamide, N-acetyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.775 8.01 ng 64850  Phenanthrene-die 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-acetyl- 163 C9HINO2 001575-95-7 64
2 Glyoxylamide, N-phenyl- 163 C9HINO2 032331-52-5 47
3 Phthalic acid, 2-cyclohexylethyl... 290 C17H2204 1000309-03-4 38
4 N,N-Diisopropylbenzamide 205 C13H19NO 020383-28-2 38
5 4H-1,3,2-Dioxaborin, 4,6-diethen... 178 C10H15B02 074630-03-8 35

Abundance Scan 2497 (17.775 min): BP005464.D\data.ms (-2485) (- m/z 105.00 100.00%

105.0
5000 162.9
43.0 — iV
l 17.50 18.00
283.0 |
0 HJWMMﬂ“”““}“Mﬂhh‘H“_‘§ﬁ4?4ﬁ§9‘f§§9?43 m/z 76.95 52.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33139: Benzamide, N-acetyl-
105.0
5000 e —
163.0 17.50 18.00
43.0 m/z 162.95 50.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #33146: Glyoxylamide, N-phenyl-
163.0
e o
17.50 18.00
5000 43.0 m/z 43.05 24.52%
0 \\JL4
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #136206: Phthalic acid, 2-cyclohexylethyl methyl ester P —
163.0 17.50 18.00
m/z 56.95 24.11%
5000
81.0 ‘
bbb bbifieicf o 2900 s Y
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051021\
Data File : BP0O@5464.D

Acqg On : 10 May 2021 12:39
Operator : CG/JU

Sample : M2306-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Ethanone, 2-hydroxy-1-phenyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.927 9.77 ng 79034  Phenanthrene-d10 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 2-hydroxy-1-phenyl- 136 C8H802 000582-24-1 53
2 Benzoylformic acid 150 C8H603 000611-73-4 53
3 1-Butanone, 1-phenyl- 148 C10H120 000495-40-9 53
4 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 53
5 Benzoyl isothiocyanate 163 C8HS5NOS 000532-55-8 53

Abundance Scan 2523 (17.927 min): BP005464.D\data.ms (-2512) (- m/z 104.95 100.00%
105.0
5000 jﬂNxJ/\J/\%uwm\JVVx
—
43|9 178.9 ‘ 1800
ol L BI20 281.6342.04009 472.2 549 n/z 77.00  75.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16318: Ethanone, 2-hydroxy-1-phenyl-
105.0
5000 T
18.00
m/z 148.95 63.17%
31. |
O‘\\\‘\‘\\1!‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24362: Benzoylformic acid
105.0
—r
18.00
5000 m/z 51.00 13.58%
44‘0
0Lt bt e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #22632: 1-Butanone, 1-phenyl- T
105.0 18.00
m/z 106.00 9.81%
5000
39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051021\
Data File : BP0O@5464.D

Acqg On : 10 May 2021 12:39
Operator : CG/JU

Sample : M2306-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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-Decanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.004 16.83 ng 136181  Phenanthrene-die 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 80
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 78
3 Tridecanoic acid 214 C13H2602 000638-53-9 46
4 Tetradecanoic acid 228 C14H2802 000544-63-8 43
5 Octadecanoic acid 284 C18H3602 000057-11-4 43

Abundance Scan 2536 (18.004 min): BP005464.D\data.ms (-2531) (-  m/z 41.05 100.00%

41.0
5000 128.9 2131
T \
’ H Ll L] 81O 3551 18.90
ol MLLLLLLLLL P8LO 3551 4280 5187 ./ 5505 87.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #39474: n-Decanoic acid
73.0
5000 o ‘
18.00
m/z 73.00 86.60%
’ 143.0
O\\“‘\I\I‘HJ!!\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
43.0
T I
18.00
5000 256.0 ITI/Z 43.05 82.93%
129.0
oL Lt s
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid T
73.0 18.00
m/z 60.00 73.86%
5000
171.0
o“ }Hmﬂ“u ALY
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051021\
Data File : BP0O@5464.D

Acqg On : 10 May 2021 12:39
Operator : CG/JU

Sample : M2306-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 3,5-Dimethoxy-4-hydroxycinn... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.280 9.75 ng 78871  Phenanthrene-d10 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-Dimethoxy-4-hydroxycinnamald... 208 C11H1204 087345-53-7 90
2 Imidazo[5,4-e][1,4]diazepine-4,7... 208 C9H12N402 144105-22-6 50
3 Asarone 208 C12H1603 002883-98-9 46
4 2-Propenoic acid, 3-(2,3-dimetho... 208 C11H1204 007345-82-6 41
5 Acetic acid, (4-formylphenoxy)-,... 208 C11H1204 051264-69-8 38

Abundance Scan 2583 (18.280 min): BP005464.D\data.ms (-2577) (- m/z 208.10 100.00%

208.1
137.0
5000
65.0
et =
‘ 1 ’ L H 266.6 355.1 18.00 18.50
0 L) v“”'; ddo | 2666 3951 4312 5352 ./, 137.00 60.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #67310: 3,5-Dimethoxy-4-hydroxycinnamaldehyde
208.0
5000 Sl R
18.00 18.50
650 1370 m/z 165.80  57.13%
O JI”}A}H'M“‘I““JIIIHJ
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #68250: Imidazo[5,4-e][1,4]diazepine-4,7-dione, 1,5,6,8-t
208.0
137.0 ST o
18.00 18.50
5000 ITI/Z 180.00 32.79%
0 "M‘w“umWH‘_H‘_HWHwwwwww
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67453: Asarone
208.0 18.00 18.50
m/z 176.95 31.32%
5000
91.0 F
o‘f‘“AMH“Mkw“ﬁ"\‘l‘uhA_m‘m“HHWHWHWH_m_ s My
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\BP051021\
Data File : BP0O@5464.D

Acqg On : 10 May 2021 12:39
Operator : CG/JU

Sample : M2306-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 2-Pentanone, 1-(2,4,6-trihy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

18.328 25.65 ng 207637  Phenanthrene-die 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 1-(2,4,6-trihydroxy... 210 C11H1404 1000116-22-3 50
2 4'-(.beta.-Chloroethyl)acetophenone 182 C10H11C10 069614-95-5 30
3 Benzotriazol-5-amine, 1-phenyl- 210 C12H10N4 021819-66-9 30
4 Phenol, 2-(2-imidazo[1,2-a]pyrid... 210 C13H10N20 057636-32-5 27
5 Benzene, 1,1'-ethylidenebis- 182 C14H14 000612-00-0 27

Abundance Scan 2591 (18.327 min): BP005464.D\data.ms (-2587) (- m/z 210.10 100.00%
210.1

5000
77.0 149.0

};:;_—,:,,2*3_

[T L —
HW”N“\ 280.9341.1399.0  493.2 18.00 18.50
N R REEL m/z 167.00  85.00%

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

Abundance #69035: 2-Pentanone, 1-(2,4,6-trihydroxyphenyl)
167.0

o

-

5000 = e
18.00 18.50
m/z 154.00 38.25%
55.0
O‘\\\fu[d\h‘\\l\‘\\\\‘\\‘\\“\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #46800: 4'-(.beta.-Chloroethyl)acetophenone
167.0
‘ T T ‘M T
18.00 18.50
5000 m/z 149.60  33.82%
103.0
43.0 ‘ \ ‘
O‘H‘Mwﬁbﬁuwm"HM‘H“H‘_‘H‘H“_‘H‘H‘W‘H“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69148: Benzotriazol-5-amine, 1-phenyl- o e
210.0 18.00 18.50
91.0 m/z 77.08  33.33%
) M
033““\.11152-% )
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\BP051021\
Data File : BP0O@5464.D

Acqg On : 10 May 2021 12:39
Operator : CG/JU

Sample : M2306-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Octacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.027 3.04 ng 24627  Phenanthrene-die 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 64
2 Eicosane 282 C20H42 000112-95-8 64
3 3-Heptanone, 2-methyl- 128 C8H160 013019-20-0 49
4 Pentacosane 352 C25H52 000629-99-2 43
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 43

Abundance Scan 2710 (19.027 min): BP005464.D\data.ms (-2706) (- m/z 57.00 100.00%

57.0
5000
167.2 250.8 i&od
3249 1 :
0 Hdh‘umwwm“mmm”mx‘qu“H‘ﬁgg_‘u‘H§9ﬁ9H“ m/z 85.10 84.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #209565: Octacosane
57.0
5000 —— ‘

19.00
m/z 70.95 70.39%

127.0
0 \’\ i 1 J‘J Iﬂ L 1970 281.0 394.0
\\1‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129491.: Eicosane
57.0
RN
19.00
5000 m/z 43.10 58.00%
| 127.0 1970 282.0
ok _‘L«LHMMMWH‘H‘H‘W“H‘H‘W‘H‘_‘H‘H‘W‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #12544: 3-Heptanone, 2-methyl- —— ‘
57.0 19.00
m/z 55.05 52.09%
5000
‘ 128.0
0 W¥‘M“_‘{w“u“u“u“_‘H“H“H“_“w“u“ o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051021\

Data File : BP@@5464.D

Acqg On : 10 May 2021 12:39
Operator : CG/JU

Sample : M2306-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 3(2H)-Pyridazinone, 4,5-dia...

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
19.127 2.07 ng 16770  Phenanthrene-die 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3(2H)-Pyridazinone, 4,5-diamino-... 202 C1@H1@N40 1000351-65-9 64
2 Imidocarbonyl fluoride, (nonaflu... 283 C5F11N 000424-32-8 38
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C16H10 000886-66-8 30
4 Cyclopropane-1,1-dicarbonitrile,... 202 C11H7CIN2 098235-21-3 30
5 Phenol, 2-(5-bromo-2-thienyliden... 281 C11H8BrNOS 099303-13-6 30

Abundance Scan 2727 (19.127 min): BP005464.D\data.ms (-2724) (-

69.0 201.9
5000
264.3
35.2 326.9
o Lllhll . 2320 5003
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #62189: 3(2H)-Pyridazinone, 4,5-diamino-2-phenyl-
202.0
69.0
5000
OMI}I‘Il”‘J‘”P.$‘].'\0“ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #130276: Imidocarbonyl fluoride, (nonafluorobutyl)-
69.0
5000
176.0 264.0
Ot w;‘\‘J_HWM"“H""H,w_ww_m,‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #62829: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis-
202.0
5000
101.0
O‘H‘Uwﬂﬂwuﬂum‘“H‘H‘W“H‘H‘W‘H‘M‘H‘H‘W‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550

8270E-BPO50521.M Tue May 11 13:49:42 2021

m/z 69.00 100.00%

=

— —
19.00 19.50

m/z 201.95 94.42%

et L
19.00 19.50
m/z 54.95 66.28%

T

s

— —
19.00 19.50

m/z 82.95 46.04%

=

T :
19.00 19.50
m/z 264.25 33.85%

3

19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051021\
Data File : BP0O@5464.D

Acqg On : 10 May 2021 12:39
Operator : CG/JU

Sample : M2306-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.239 6.82 ng 85734 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 n-Decanoic acid 172 C10H2002 000334-48-5 56
3 Undecanoic acid 186 C11H2202 000112-37-8 55
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 50
5 Pentadecanoic acid 242 C15H3002 001002-84-2 46

Abundance Scan 2746 (19.239 min): BP005464.D\data.ms (-2742) (-  m/z 60.05 100.00%

50.0
185.1 284.1
5000
‘ \ 19.00 19.50
354.9 : :
- mu'wﬁ‘Mme ors 4293 5028 sz 73.00  95.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131262: Octadecanoic acid
73.0
5000 284.0 e —
185.0 19.00 19.50
" m/z 41.10 93.48%
Olil’ ‘ ’h”\l\h\Y‘ \\\l\\‘\‘\L!H\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #39473: n-Decanoic acid
60.0
— —
19.00 19.50
5000 1290 m/z 55.10  90.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50052: Undecanoic acid T —
60.0 19.00 19.50
m/z 43.05 84.97%
5000
129.0
OMJHII e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

8270E-BPO50521.M Tue May 11 13:49:43 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051021\
Data File : BP0O@5464.D

Acqg On : 10 May 2021 12:39
Operator : CG/JU

Sample : M2306-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Heneicosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.963 2.96 ng 37294 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Triacontane, 1-bromo- 500 C30H61Br 004209-22-7 76
3 Octadecane, 2,6,10,14-tetramethyl- 310 C22H46 054964-82-8 76
4 Tetratetracontane 619 C44H99 007098-22-8 74
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 68

Abundance Scan 2869 (19.963 min): BP005464.D\data.ms (-2864) (-  m/z 43.00 100.00%

43.0
5000
%2 208.0 ‘20\00‘
341.0
o4l ”‘HM‘"‘W‘wM:m 000, T MaTiP28320 0 57 05 81.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
5000 T
20.00
m/z 71.00 73.69%
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #235298: Triacontane, 1-bromo-
57.0
——
20.00
5000 ITI/Z 85.05 59.78%
1
35.0 421.0
ol L L] 1970 2670 3370 "1 5000
o e e e  AERARSS RS SRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #153233: Octadecane, 2,6,10,14-tetramethyl- —
57.0 20.00
m/z 69.05 40.92%
5000
155.0
‘ ‘ >0 310.0
o_m_‘H‘HH‘WH‘w‘HH‘L‘H_wwwww —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00

8270E-BPO50521.M Tue May 11 13:49:44 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051021\
Data File : BP0O@5464.D

Acqg On : 10 May 2021 12:39
Operator : CG/JU

Sample : M2306-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 1,4-Benzenedicarboxylic aci... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

20.374 s.sang 69699 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804

2 Bis(2-ethylhexyl) phthalate 390 C24H3804
3 Terephthalic acid, 4-octyl octyl... 390 C24H3804
4 Diisooctyl phthalate 390 C24H3804

5 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804

Abundance Scan 2939 (20.374 min): BP005464.D\data.ms (-2933) (-

006422-86-2 58
000117-81-7 42
1000323-73-7 27
000131-20-4 27
000137-89-3 27

m/z 261.15 100.00%

261.1
148.9
70.0
5000
20b6 éo%d
341.1 : :
ok H\H‘\N"“NL‘ L o L b ML 47735352 ) 148,95 79.68%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #207813: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
261.0
149.0
70.0
5000 = Y
20.00 20.50
m/z 70.05 61.83%
O\\\“"’\\\’J\J\““\IJWJ\1111‘\!!\‘\Lf‘\\\3\‘6;-\.\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #207664: Bis(2-ethylhexyl) phthalate
149.0
1 ol
20.00 20.50
5000 m/z 57.05  42.85%
57.0
’ 279.0
S RTINS
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #207702: Terephthalic acid, 4-octyl octyl ester P —
261.0 20.00 20.50
m/z 104.00 41.85%
5000 167.0
70.0 ‘
IS W U OOV 1 vt
m/z--> 50 100 150 200 250 300 350 400 450 500 20.00 20.50

8270E-BPO50521.M Tue May 11 13:49:45 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051021\
Data File : BP0O@5464.D

Acqg On : 10 May 2021 12:39
Operator : CG/JU

Sample : M2306-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Triacontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
20.721 3.05 ng 38366 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 89
2 Eicosane 282 C20H42 000112-95-8 76
3 Disulfide, di-tert-dodecyl 402 (C24H50S2 027458-90-8 74
4 Tetratriacontane 479 C34H70 014167-59-0 72
5 Docosane 310 C22H46 000629-97-0 64

Abundance Scan 2998 (20.721 min): BP005464.D\data.ms (-2994) (-  m/z 71.00 100.00%
71.0

%

5000
147.0
L v H‘ \Iﬁ \\ N 35584161 503.0 200 2L
0l kil WWMNM ITHIVIE VRN e S m/z 57.10 91.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #219831: Triacontane
57.0
5000 —r— —

20.50 21.00
m/z 43.10 85.52%

il
#ﬁMWOMM%mAmo

O‘\\\\l‘\W\\[11\\’\!\‘\‘]\‘\\\‘\1!\‘T\\\[\\T\‘\f\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129493: Eicosane
57.0
e e
20.50 21.00
5000 m/z 85.00  70.34%
282.0
i s
0l H“"‘Jﬂﬁtﬂ"MM«V‘H““‘w““‘u““‘u““‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #213038: Disulfide, di-tert-dodecy! — —
57.0 20.50 21.00
m/z 41.05 35.24%
5000
169.0
OJ\JZS“O“OZO AT
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051021\
Data File : BP0O@5464.D

Acqg On : 10 May 2021 12:39
Operator : CG/JU

Sample : M2306-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 unknown20.88 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.880 3.82 ng 48082 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 47
2 Benzenepropanamide, .alpha.-(ben... 284 C16H16N203 058690-81-6 47
3 Benzamide, N-acetyl- 163 C9HINO2 001575-95-7 47
4 2,3-Dimethyl-4a,8a-diphenyl-hexa... 326 C20H2204 1000297-07-0 38
5 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 35

Abundance Scan 3025 (20.880 min): BP005464.D\data.ms (-3019) (- m/z 105.00 100.00%
105.0

5000 163.1

o

— e
41.0 20.50 21.00
HMWI{J‘L,26113248 416.5475.3537.3

0j bt ol b g b 0 DD RIS m/z 77.00  47.10%
m/z--> 0 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 163.05  41.25%
41, L
0 L L B B L B L R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #130870: Benzenepropanamide, .alpha.-(benzoylamino)-

=

105.0
163.0 == e
20.50 21.00
5000 m/z 149.00 28.53%
AETIR IS
et e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33139: Benzamide, N-acetyl- = T
105.0 20.50 21.00
m/z 69.10 11.33%
5000
163.0
43.0
oJ'\,‘ o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270E-BPO50521.M Tue May 11 13:49:46 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051021\
Data File : BP0O@5464.D

Acqg On : 10 May 2021 12:39
Operator : CG/JU

Sample : M2306-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Trifluoroacetoxy hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.910 8.30 ng 104419 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
2 n-Nonadecanol-1 284 C19H400 001454-84-8 90
3 1-Docosene 308 C22H44 001599-67-3 89
4 1-Eicosene 280 C20H40 003452-07-1 89
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 87

Abundance Scan 3030 (20.910 min): BPO05464.D\data.ms (-3027) (- m/z 57.00 100.00%

7.0 ol
21.00
‘ 3.1 357.0 430.1489.1
0l "“N,“ ﬂ w"«mHeh‘m‘_Muww_?f‘?" m/z 41.10 99.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
5000 T
21.00
1b5.0 m/z 43.85 95.57%
| MJ |, 196.0 269.0
O‘\\J\ H\\f\[1‘\\‘!"\\\\‘\f\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131393: n-Nonadecanol-1
43.0
—r
21.00
5000 m/z 82.95  90.45%
ll 1.0
olJ MMJ,@OOZ%O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene 7
55.0 21.00
m/z 97.10 88.04%
5000
{ | 1F5.0
o I, om0 L.
m/z--> 0 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\BP051021\
Data File : BP0O@5464.D

Acqg On : 10 May 2021 12:39
Operator : CG/JU

Sample : M2306-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 1-Triazene, 3,3-dimethyl-1-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.980 4.86 ng 61121 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Triazene, 3,3-dimethyl-1-phenyl- 149 C8H11N3 007227-91-0 72
2 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 43
3 Vinyl benzoate 148 C9H802 000769-78-8 43
4 Benzoyl bromide 184 C7H5Bro 000618-32-6 43
5 Pentanediamide, N,N'-di-benzoyloxy- 370 C19H18N206 1000253-26-3 43

Abundance Scan 3042 (20.980 min): BP005464.D\data.ms (-3039) (- m/z 105.00 100.00%
1

05.0
5000
21,00
207.0
4310
o_‘HJ_;‘H_uu}mw“H“2‘?“1{?"‘3‘5_7:3"42‘9;‘1‘499‘-‘1‘5‘4?; m/z 77.00  71.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23507: 1-Triazene, 3,3-dimethyl-1-phenyl-
77.0
5000 L
21.00
m/z 148.95 58.03%
149.0
0150mu
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21533: Benzenepropanenitrile, .beta.-oxo-
105.0
—
21.00
5000 ITI/Z 50.95 15.28%
e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23240: Vinyl benzoate T
105.0 21.00
m/z 106.00 9.69%
- M
27.0
e yim,
m/z--> 0 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\BP051021\
Data File : BP0O@5464.D

Acqg On : 10 May 2021 12:39
Operator : CG/JU

Sample : M2306-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.386 4.04 ng 50871 Chrysene-d12 21.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
4 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 91
5 Hexatriacontane 507 C36H74 000630-06-8 91

Abundance Scan 3111 (21.386 min): BP005464.D\data.ms (-3107) (- m/z 57.05 100.00%
57.0

5000

—

\‘ \
141.2 207.1 81.1 356.0 21.00 21.50

_HM"“WWxﬂw"““N“H'wu'ﬂ‘wf"??ﬁ?ﬁf‘?c' m/z 71.05 94.03%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105885: Octadecane
57.0
r— S

o

5000
21.00 21.50
m/z 43.00 64.19%
O ‘\\J\\“\J\!‘\“F-\F\\\\“‘\;\Lgs‘\q\z\s‘%\o\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141424: Heneicosane
57.0
— T
21.00 21.50
5000 m/z 85.00 58.88%
LAl 0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141430: Eicosane, 2-methyl- o —
57.0 21.00 21.50
m/z 69.00 40.72%
5000
253.0
0 _J‘W‘mﬁMhm_m_m‘w‘mwwm‘w_ s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051021\
Data File : BP0O@5464.D

Acqg On : 10 May 2021 12:39
Operator : CG/JU

Sample : M2306-01

Misc :

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP050521.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|
unknown4 . 82 4.828 3.2 ng 13303 1 7.705 82190 20.0
4-((1E)-3-Hydro... 16.516 5.8 ng 47054 4 17.104 161869 20.0
Benzamide, N-ac... 17.775 8.0 ng 64850 4 17.104 161869 20.0
Ethanone, 2-hyd... 17.927 9.8 ng 79034 4 17.104 161869 20.0
n-Decanoic acid 18.004 16.8 ng 136181 4 17.104 161869 20.0
3,5-Dimethoxy-4... 18.280 9.8 ng 78871 4 17.104 161869 20.0
2-Pentanone, 1-... 18.328 25.6 ng 207637 4 17.104 161869 20.0
Octacosane 19.027 3.0 ng 24627 4 17.104 161869 20.0
3(2H)-Pyridazin... 19.127 2.1 ng 16770 4 17.104 161869 20.0
Octadecanoic acid  19.239 6.8 ng 85734 5 21.198 251568 20.0
Heneicosane 19.963 3.0 ng 37294 5 21.198 251568 20.0
1,4-Benzenedica... 20.374 5.5 ng 69699 5 21.198 251568 20.0
Triacontane 20.721 3.0 ng 38366 5 21.198 251568 20.0
unknown20.88 20.880 3.8 ng 48082 5 21.198 251568 20.0
Trifluoroacetox... 20.910 8.3 ng 104419 5 21.198 251568 20.0
1-Triazene, 3,3... 20.980 4.9 ng 61121 5 21.198 251568 20.0
Octadecane 21.386 4.0 ng 50871 5 21.198 251568 20.0
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