LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@62321\
Data File : BG@49069.D

Acqg On : 23 Jun 2021 20:13
Operator : CG/JU

Sample : M2795-07

Misc :

ALS Vvial : 13  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-BG061121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO49069.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.159 14 20 30 rBV2 48105 101366 12.38%  1.915%
2 3.235 30 33 37 rVB3 10563 12813 1.56% 0.242%
3 4.581 257 262 269 rBV 46244 75786 9.26% 1.432%
4 5.186 360 365 374 rVB 106764 167144 20.41%  3.158%
5 5.656 439 445 455 rVB 114920 192287 23.48% 3.633%

7.254 710 717 731 rBV2 148371 269272 32.89% 5
8.106 855 862 868 rBVv 107080 186394 22.77% 3
9.269 1052 1060 1068 rBvV2 94813 180995 22.11%  3.420%
10.691 1296 1302 1310 rBV3 21877 43627 5.33% ©
10 10.926 1333 1342 1351 rBV 139988 248737 30.38% 4

11 13.370 1751 1758 1765 rBV 248830 387600 47.34% 7
12 14.745 1985 1992 2001 rBV 222425 359331 43.89% 6
13 15.474 2110 2116 2123 rBV2 22220 32126 3.92% 0.607%
14 16.232 2239 2245 2253 rBV2 90716 137542 16.80% 2
0

15 17.495 2452 2460 2465 rBV 355667 539688 65.91% 10.198%
16 17.536 2465 2467 2472 rVB2 14497 18423 2.25% 0.348%
17 18.376 2605 2610 2614 rBV3 11990 18104  2.21% ©.342%
18 19.322 2767 2771 2774 rBV5 12512 13699 1.67% ©.259%
19 19.540 2803 2808 2815 rBV2 25315 36991 4.52% 0.699%
20 19.904 2867 2870 2876 rVB2 27397 40978 5.00% 0.774%

21 20.098 2896 2903 2910 rBV 632605 818770 100.00% 15.471%

22 20.779 3016 3019 3024 rVB8 9446 14736 1.80% 0.278%
23 21.408 3122 3126 3131 rBV7 27191 46982 5.74% 0.888%
24 21.778 3183 3189 3196 rBV2 360663 630777 77.04% 11.919%
25 22.971 3387 3392 3394 rBVe6 6738 12011 1.47% 0.227%
26 24.040 3569 3574 3578 rBV7 9658 18710 2.29% 0.354%
27 25.098 3744 3754 3772 rVB2 218950 679108 82.94% 12.832%
28 26.332 3961 3964 3966 rBV4 7281 8204 1.00% 0.155%
Sum of corrected areas: 5292201
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062321\
Data File : BG@49069.D

Acqg On : 23 Jun 2021 20:13
Operator : CG/JU

Sample : M2795-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BG049069.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062321\
Data File : BG@49069.D

Acqg On : 23 Jun 2021 20:13
Operator : CG/JU

Sample : M2795-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 3-Penten-2-one, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.581 8.13 ng 75786 1,4-Dichlorobenzene-d4 8.106
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 86
2 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 72
3 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 72

4 3-Hexen-2-one 98 C6H100 000763-93-9 72
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 72

Abundance Scan 262 (4.581 min): BG049069.D\data.ms (-257) (-) m/z 55.20 100.00%
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98.1
AR E e S
‘ ‘ 372 4.20 4.40 4.60 4.80 5.00
ol b 32 nyz 83.10 90.61%
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Abundance #3241: 3-Penten-2-one, 4-methyl-
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Abundance #3362: 2-Pentene, 3,4-dimethyl-
55.0
R RRRE e e S
4.20 4.40 4.60 4.80 5.00
5000 m/z 98.10 28.53%
98.0
0
miz--> 0 50 100 150 200 250 300 350
Abundance #3397 2-Pentene, 4,4-dimethyl-, (E)- R E e e
83.0 4.20 4.40 4.60 4.80 5.00
m/z 39.10 26.67%
41.
5000
0
m/z--> 0 50 100 150 200 250 300 350 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062321\
Data File : BG@49069.D

Acqg On : 23 Jun 2021 20:13
Operator : CG/JU

Sample : M2795-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.186 17.93 ng 167144  1,4-Dichlorobenzene-d4 8.106

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 Acetone 58 C3H60 000067-64-1 10
5 Guanidine 59 CH5N3 000113-00-8 9
Abundance Scan 365 (5.186 min): BG049069.D\data.ms (-360) (-) m/z 43.10 100.00%
43.1
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1011 ‘\\\\‘\\\\’\\\\‘\\\\’\\
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I
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Abundance  #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester

59.0
e
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.10 15.60%
| 1260
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime R ALRRRESART
43.0 4.80 5.00 5.20 5.40 5.60
m/z 56.20 7.78%
5000
101.0
L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062321\
Data File : BG@49069.D

Acqg On : 23 Jun 2021 20:13
Operator : CG/JU

Sample : M2795-07

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.691 3.51 ng 43627 Naphthalene-d8 10.926
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 72
2 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 53
3 Propanoic acid, 2-(methoxymethoxy)- 134 C5H1004 081327-29-9 50
4 Ethylene glycol diglycidyl ether 174 C8H1404 002224-15-9 50
5 12-Crown-4 176 C8H1604 000294-93-9 45

Abundance Scan 1302 (10.691 min): BG049069.D\data.ms (-1296) (- m/z 57.10 100.00%

57.1
5000 41.2
WA At | A
Blgg 1311 10.50 11.00
0 m_mww ““H Al ?ﬁ A m/z 45,10 95.13%
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Ot T \‘H“\‘ T “ ‘H‘\ \‘!‘HH\ \‘1“\“ ! ‘\‘ \1\0}0‘.\0\1\1\6.‘0\1\3\2.\0‘ T T
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Abundance #21998: Propanoic acid, 2-hydroxy-, 2-methylpropyl ester
45.0
10.50 11.00
29.0
Lol %m0
Ot et e e
miz--> 200 40 60 80 100 120 140 h
Abundance #15027: Propanoic acid, 2-(methoxymethoxy)- ‘ A “ T
45.0 10.50 11.00
m/z 43.15 14.90%
5000
89.0
29.0
o Lol 3% | 1050 1330

m/z--> 20 40 60 80 100 120 140 10 50 11 OO
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062321\
Data File : BG@49069.D

Acqg On : 23 Jun 2021 20:13
Operator : CG/JU

Sample : M2795-07

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
3-Penten-2-one,... 4.581 8.1 ng 75786 1 8.106 186394 20.0
2-Pentanone, 4-... 5.186 17.9 ng 167144 1 8.106 186394 20.0
Ethanol, 2-(2-b... 10.691 3.5 ng 43627 2 10.926 248737 20.0
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