LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0@5419.D

Acqg On : 29 Apr 2021 20:39
Operator : CG/JU

Sample : M2202-01

Misc :

ALS Vvial : 16 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-BP042921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5419.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.175 179 185 190 rBvV2 24400 34020 1.88% 0.375%
2 4.775 278 287 296 rBV 842919 1087941 60.06% 11.996%
3 5.228 359 364 375 rVB 92013 137378 7.58%  1.515%
4 6.816 627 634 647 rBV 280632 468905 25.89% 5.170%
5 7.622 765 771 780 rBV 123710 199754 11.03%  2.203%

6 8.787 962 969 987 rBV 403750 653755 36.09% 7.208%
7 10.416 1237 1246 1254 rBV 140941 244199 13.48% 2.693%
8 12.904 1662 1669 1688 rBV 856274 1227365 67.76% 13.533%
9 13.757 1808 1814 1822 rBV 31814 47673 2.63% 0.526%
10 14.293 1895 1905 1913 rBV2 228647 341778 18.87%
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11 15.798 2155 2161 21706 rBV2 72302 112111  6.19%
12 17.057 2369 2375 2385 rBV 312991 444733 24.55%
13 17.963 2524 2529 2536 rBV3 18939 35804 1.98%
14 19.639 2808 2814 2820 rBV 1565900 1811297 100.00% 1
15 20.845 3013 3019 3022 rBV 81007 137348  7.58%
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16 20.892 3023 3027 3032 rVV 126893 186862 10.32%
17 20.945 3032 3036 3045 rVV 464921 590188 32.58%
18 21.010 3045 3047 3052 rVB 27326 32937 1.82%
19 21.163 3068 3073 3077 rBV 520376 633418 34.97%
20 23.410 3449 3455 3464 rVB2 355772 641847 35.44%
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Sum of corrected areas: 9069313
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5419.D

Acqg On : 29 Apr 2021 20:39
Operator : CG/JU

Sample : M2202-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP005419.D\data.ms
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Abundance TIC: BP005419.D\data.ms
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Abundance TIC: BP005419.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5419.D

Acqg On : 29 Apr 2021 20:39
Operator : CG/JU

Sample : M2202-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 3-Hexen-2-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.175 3.41 ng 34020 1,4-Dichlorobenzene-d4 7.628

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 86
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 64
3 Cyclohexanecarboxylic acid, ethe... 154 C9H1402 004840-76-0 59
4 1,5-Heptadien-4-one, 3,3,6-trime... 152 C10OH160 000546-49-6 59
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 56
Abundance Scan 185 (4.175 min): BP005419.D\data.ms (-179) (-) m/z 83.10 100.00%
83.1
5000 J\
R e
H 2912 355.2 3.80 4.00 4.20 4.40
o‘M'Jm‘_‘1‘47"9"_m‘2‘?“1"‘1"‘““"“““4‘5‘5:9‘5"1‘7:1‘“ m/z 55.05 54.31%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #3169: 3-Hexen-2-one
83.0
5000 L IR LI A BN I
3.80 4.00 4.20 4.40
m/z 98.10 30.06%
O\Zﬁ’\\‘IJ\¥11‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #3241: 3-Penten-2-one, 4-methyl-
55.0
R RRRAREE
3.80 4.00 4.20 4.40
5000 m/z 39.05 19.75%
oM’,,,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #27705: Cyclohexanecarboxylic acid, ethenyl ester e A RAESa T ML
83.0 3.80 4.00 4.20 4.40
m/z 43.05 19.23%
h W
0 (L) | 1540
H“_“‘_“w‘“w"H“‘H“‘H“H“‘H“H“‘H“M R ERRRE EEERARSRRRE
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.80 4.00 4.20 4.40

8270E-BP042921.M Fri Apr 30 15:30:30 2021 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5419.D

Acqg On : 29 Apr 2021 20:39
Operator : CG/JU

Sample : M2202-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 unknown4.775 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.775 108.93 ng 1087940 1,4-Dichlorobenzene-d4 7.628

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Guanidine 59 CH5N3 000113-00-8 38
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 38
3 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 32
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
Abundance Scan 287 (4.775 min): BP005419.D\data.ms (-278) (-) m/z 43.05 100.00%
43.0
5000 101.1
T
4.40 4.60 4.80 5.00
ol “W b 297.0267.0 3548 4293 8209 m/z 59.05  86.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #256: Guanidine
59.0
5000 L B LI B LI LN B
4.40 4.60 4.80 5.00
m/z 101.10 45.77%
O‘\‘JHJ\‘ \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
 RammaE s L R
4.40 4.60 4.80 5.00
5000 m/z 58.10 19.64%
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone R RAN R RaRmE
59.0 4.40 4.60 4.80 5.00
m/z 39.10 12.91%
5000
o”}, e R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5419.D

Acqg On : 29 Apr 2021 20:39
Operator : CG/JU

Sample : M2202-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 unknown20.845 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

20.845 4.34 ng 137348 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10OH13NO 000092-53-5 43
2 Benzamide, N-acetyl- 163 CSH9NO2 001575-95-7 40
3 Benzoic acid 4-[(2,4,6-trimethyl... 343 C23H21NO2 304448-58-6 23
4 Biphenyl, 4,4'-dibenzoyloxy- 394 C26H1804 1000294-15-4 12
5 Benzamide, N-propyl- 163 C10OH13NO 010546-70-0 9

Abundance Scan 3019 (20.845 min): BP005419.D\data.ms (-3013) (- m/z 105.10 100.00%

105.1
5000 163.1
— —=
411 20.50 21.00
ot L2731 3429 4151 S161 /7 77.05  43.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0
5000 — LG
20.50 21.00
m/z 163.10 42.07%
27.0, 1
O‘\\l\l\"\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33139: Benzamide, N-acetyl-
105.0
= —
20.50 21.00
5000 m/z 106.10 6.59%
163.0
43.0
o_Hu,m*w“\mmWHwWHWm_mwwm_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179286: Benzoic acid 4-[(2,4,6-trimethyl-phenylimino)-m — —
105.0 20.50 21.00
m/z 51.05 5.94%
5000 343.0
0 41"10\ || L 18002380 |
e e e — o
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\BP042921\
Data File : BP0O@5419.D

Acqg On : 29 Apr 2021 20:39
Operator : CG/JU

Sample : M2202-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 Benzamide, N-acetyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.892 5.90 ng 186862 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-acetyl- 163 C9HINO2 001575-95-7 78
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 43
3 2-Propene(dithioic) acid, 3-hydr... 210 C10H100S2 013636-68-5 43
4 1,2-Propanedione, 1-phenyl-, 2-o0... 163 C9HINO2 000119-51-7 38
5 Benzoic acid, 2-benzyloxy-3-brom... 348 C17H17Bro03 1000191-33-3 25

Abundance Scan 3027 (20.892 min): BP005419.D\data.ms (-3023) (- m/z 105.10 100.00%

105.1
163.1
5000
— —=
20.50 21.00
ot d L L2671 86914292 5030 n/z 163.10  53.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #33139: Benzamide, N-acetyl-
105.0
5000 == —
163.0 20.50 21.00
43.0 m/z 77.05 46.95%
O‘\\\\“l\\“\\‘\\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32819: Morpholine, 4-phenyl-
105.0
163.0
— —==
20.50 21.00
5000 ITI/Z 106.05 6.96%
39 N
0 it e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #68891: 2-Propene(dithioic) acid, 3-hydroxy-3-phenyl-, m — —
105.0163.0 20.50 21.00
m/z 51.05 5.70%

5000

%

N 1

T I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270E-BP042921.M Fri Apr 30 15:30:32 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0O@5419.D

Acqg On : 29 Apr 2021 20:39
Operator : CG/JU

Sample : M2202-01

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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 Benzoic acid, 2-(3-nitrophe... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

20.945 18.64 ng 590188 Chrysene-d12 21.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 72
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 64
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 47
4 N-Methoxy-N-methylbenzamide 165 CO9H11NO2 006919-61-5 47
5 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 45

Abundance Scan 3036 (20.945 min): BP005419.D\data.ms (-3032) (- m/z 105.10 100.00%
105.1

5000

%

21.00
AL T 281134113990 47655535.0  n/; 77,10 61.70%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester

o

149.0 N\Jk
5000 77.0 —
21.00
m/z 149.05 57.70%
O‘\\\\‘}\\g![}\f‘\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #189292: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0
=
21.00
5000 ITI/Z 51.05 9.01%
0 450, | [79.0
T A e AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #27530: Acetophenone, 2-chloro- T
105.0 21.00
m/z 106.05 7.17%
5000
39.p |
Ot e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP042921\
Data File : BP0@5419.D

Acqg On : 29 Apr 2021 20:39
Operator : CG/JU

Sample : M2202-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP042921.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|
3-Hexen-2-one 4.175 3.4 ng 34020 1 7.628 199754 20.0
unknown4.775 4.775 108.9 ng 1087940 1 7.628 199754 20.0
unknown20.845 20.845 4.3 ng 137348 5 21.163 633418 20.0
Benzamide, N-ac... 20.892 5.9 ng 186862 5 21.163 633418 20.0
Benzoic acid, 2... 20.945 18.6 ng 590188 5 21.163 633418 20.0
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