LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BGO49814.D

Acqg On : 12 Aug 2021 12:17
Operator : CG/JU

Sample : M3333-01

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_ G\Methods\8270-BG080321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO49814.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.132 11 16 21 rBV 62580 91520 6.06% 1.288%
2 5.106 347 352 358 rBV2 18173 29662 1.97% 0.417%
3 5.581 427 433 441 rBV 295142 482638 31.98% 6.793%
4 7.197 700 708 717 rBV 321915 559111 37.05% 7.869%
5 8.031 844 850 860 rBV 84689 144086 9.55% 2.028%

6 9.200 1041 1049 1062 rVB 194699 351732 23.30% 4
7 10.616 1281 1290 1301 rBV3 24646 56050 3.71% ©
8 10.857 1321 1331 1338 rBV 111247 210334 13.94%  2.960%
9 13.306 1739 1748 1754 rBV 523931 811005 53.73% 11.
10 14.687 1977 1983 1992 rVB 212439 338591 22.43% 4

11 16.179 2230 2237 2244 rBV 639188 968363 64.16% 13.630%
12 17.436 2444 2451 2458 rBV 297552 468081 31.01% 6.588%

13 19.257 2758 2761 2765 rVB5 13841 18774 1.24%  0.264%
14 20.050 2890 2896 2903 rVB 1178364 1509270 100.00% 21.243%
15 21.354 3114 3118 3125 rBv4 31660 65040 4.31% 0.915%
16 21.430 3127 3131 3136 rBV 35179 57044 3.78% 0.803%

17 21.724 3175 3181 3187 rVB 266930 458386 30.37% 6.452%
18 25.002 3730 3739 3753 rVB2 166215 485141 32.14% 6.828%

Sum of corrected areas: 7104828
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 12 Aug 2021 12:17
: CG/JU
: M3333-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG081221\
BG049814.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49814.D

Acqg On : 12 Aug 2021 12:17
Operator : CG/JU

Sample : M3333-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.132 12.70 ng 91520 1,4-Dichlorobenzene-d4 8.031

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 Butanoic acid, 2-hydroxy-2-methy... 132 C6H1203 032793-34-3 9

Abundance  Scan 16 (3.132 min): BG049814.D\data.ms (-11) (-) m/z 73.25 100.00%

73.3
5000 43.1 Jk
e
‘ ‘ 186.7 3.103.203.303.403.50
obrrrtlg L1887, 4315 38.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN RN RN
43.0 3.103.203.303.403.50
' ‘ ‘ m/z 87.25 29.30%
O\\\‘\u‘\\““\‘\\\H‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2248: Silane, tetramethyl-
73.0
A EARREmsaRaEas
3.103.203.303.403.50
5000 m/z 55.15 27.24%
15.0 4?'0 |
0 ‘“"Hm‘wu“H‘M“H‘“H“HH‘HH,HH‘HH
miz--> 20 40 60 80 100 120 140 160 180
Abundance #2307: 1,3-Dioxolane, 2-methyl- A R
73.0 3.103.203.303.403.50
m/z 41.15 14.65%
5000 43.0
0 ‘H‘u‘“m‘m“‘mu_‘m_m_m_m‘mwm M
m/z--> 20 40 60 80 100 120 140 160 180 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49814.D

Acqg On : 12 Aug 2021 12:17
Operator : CG/JU

Sample : M3333-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.106 4.12 ng 29662 1,4-Dichlorobenzene-d4 8.031

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 9
4 2-Octanol, 2,6-dimethyl- 158 C10H220 018479-57-7 9
5 Ethanol, 1-(methylencyclopropyl)- 98 C6H100 1000152-74-6 9

Abundance Scan 352 (5.106 min): BG049814.D\data.ms (-347) (-) m/z 43.10 100.00%

43.1
59.1
5000
101.2
R R AR
| 83.2 4.80 5.00 5.20 5.40
Ot e m/z 59.15 64.06%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N NREEEEmEme
59.0 4.80 5.00 5.20 5.40
m/z 101.15 30.23%
O\\\‘\\\\‘\\\?‘ﬁ\.\o\\“”i\\‘\\}\‘\\\\‘\\\\8‘%\.(\)\‘\\\]-\()“]\“\()\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3639: 4-Penten-2-one, 4-methyl-
43.0
 AAEmmEE T
4.80 5.00 5.20 5.40
5000 m/z 58.15 16.30%
O e e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #4150: 1-Propen-2-ol, acetate
43.0 4.80 5.00 5.20 5.40
m/z 40.10 10.57%
5000
58.0
180 270 | 2.0 100.0
O bttt et e e e e e R AR
m/z--> 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49814.D

Acqg On : 12 Aug 2021 12:17

Operator : CG/JU

Sample : M3333-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
le.616  5.33ng S6050  Naphthalene-ds 10.851
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 caHisos 000112-34-5 56

2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
3 Tetraethylene glycol 194 C8H1805 000112-60-7 50
4 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C1OH2204 000143-22-6 45
5 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 43

Abundance Scan 1290 (10.616 min): BG049814.D\data.ms (-1281) (-

m/z 45.15 100.00%

45.1
5000
89,2 VIR .
‘ 71ﬁ H 131.3 10.50 11.00
o Num_‘mwH‘m‘_m_w m/z 57.25 98.06%
miz--> 20 40 60 100 120 140 160
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 10.50 11.00
75.0 m/z 41.25 50.56%
‘ 1000 1300
O\\‘\“\“‘\\‘H‘\\ H\\‘1‘\“\“i‘\\}‘\\\\‘\\w.\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160
Abundance #38409. Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
10.50 11.00
5000 m/z 43.15 17.93%
89.0
27/0
oo Ll 78 Ly 1190 e
miz--> 20 40 80 100 120 140 160
Abundance #69769: Tetraethylene glycol
45.0 10.50 11.00
m/z 89.15 15.58%
5000
89.0
obocil L p7ie | 1190 163.0
““‘ “‘ “w“‘ e e e —— A
mlz--> 60 80 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49814.D

Acqg On : 12 Aug 2021 12:17
Operator : CG/JU

Sample : M3333-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Dodecyl isobutyl carbonate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.354 2.84 ng 65040 Chrysene-d12 21.724
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecyl isobutyl carbonate 286 C17H3403 959067-22-2 72
2 2-Hexyl-1-octanol 214 C14H3e0 019780-79-1 64
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 52
4 Carbonic acid, tridecyl 2,2,2-tr... 374 C16H29C1303 1000314-55-9 52
5 Chloroacetic acid, tridecyl ester 276 C15H29C102 018277-85-5 52
Abundance Scan 3118 (21.354 min): BG049814.D\data.ms (-3114) (- m/z 57.25 100.00%
57.3
o Wm\w
163.2 — —
| 2134 5811 2551 451, 21.00 21.50
0— . m/z 43.25 91.31%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #181675: Dodecyl isobutyl carbonate
57.0
5000 — ——
21.00 21.50
m/z 55.25  83.55%
11.0
0 “‘J’rlj.‘}TJ]-BS.O”
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #92365: 2-Hexyl-1-octanol
57.0
— ——
21.00 21.50
5000 m/z 41.15 79.36%
‘ 111.0
miz--> 50 100 150 200 250 300 350 400 450
Abundance #126381: 1-Decanol, 2-hexyl- — —
57.0 21.00 21.50
m/z 83.25 56.56%
B I W%
oL b 000 W
m/z--> 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BG@49814.D

Acqg On : 12 Aug 2021 12:17
Operator : CG/JU

Sample : M3333-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 unknown21.430 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.430 2.49 ng 57044 Chrysene-d12 21.724
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-[6-(2-furyl)-2-oxo-... 281 C16H11NO4 187749-77-5 43
2 Benzamide, N-[5-(1-cyano-2-methy... 284 C14H12N40S 172535-11-4 38
3 Benzamide, N-(3-ethynylphenyl)- 221 C15H11NO 208943-24-2 38
4 4-Acetylphenylbenzoate 240 C15H1203 001523-18-8 38
5 1,2,5-Benzothiadiazol, 4-benzamido- 255 C13H9N30S 339302-44-2 38

Abundance Scan 3131 (21.430 min): BG049814.D\data.ms (-3127) (- m/z 105.15 100.00%

106.2
149.2
5000
51.1 LN
21.50
2002 2811 376.
Ol e b SIS LT 3204 5D s 77,15 58.20%
m/z--> 50 100 150 200 250 300 350
Abundance #174488: Benzamide, N-[6-(2-furyl)-2-oxo-2H-pyran-3-yl]
105.0
5000
21.50
51.0 m/z 149.15 57.95%
281.0
0 \“\ M\‘\“Ml \“‘\ f \14\1?9\ T ‘2\1\9\0\ 7T \‘ L L o
m/z--> 50 100 150 200 250 300 350
Abundance #178096: Benzamide, N-[5-(1-cyano-2-methyl-1-propeny
105.0
21.50
5000 ITI/Z 51.15 16.64%
51.0 284.0
ol | | 1470 20402420
e L R e e
m/z--> 50 100 150 200 250 300 350
Abundance #100430: Benzamide, N-(3-ethynylphenyl)-
105.0 21.50
m/z 150.15 9.86%
5000 221.0
51.0
ol o0 Ll
m/z--> 50 100 150 200 250 300 350 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@81221\
Data File : BGO49814.D

Acqg On : 12 Aug 2021 12:17
Operator : CG/JU

Sample : M3333-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG080321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.132 12.7 ng 91520 1 8.031 144086 20.0
2-Pentanone, 4-... 5.106 4.1 ng 29662 1 8.031 144086 20.0
Ethanol, 2-(2-b... 10.616 5.3 ng 56050 2 10.851 210334 20.0
Dodecyl isobuty... 21.354 2.8 ng 65040 5 21.724 458386 20.0
unknown21.430 21.430 2.5 ng 57044 5 21.724 458386 20.0
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