LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125092.D

Acqg On : 18 Aug 2021 17:20
Operator : JU/CG

Sample : PB138550BL

Misc :

ALS Vvial : 10 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_F\METHODS\8270-BF081821.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125092.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.257 20 29 35 rVvB 102042 144288 3.15% 0.490%
2 2.369 43 48 54 rvVB 94470 118438 2.58% 0.402%
3 5.151 515 521 529 rBV 434816 584001 12.73%  1.983%
4 5.540 582 587 590 rBV 4081420 4390851 95.71% 14.908%
5 5.940 651 655 658 rBV 125129 108846 2.37% 0.370%

6 6.540 751 757 760 rBV 3859022 4248086 92.60% 14.423%
7 6.916 818 821 825 rBV 991365 871669 19.00%  2.960%
8 7.481 912 917 920 rBV 2944605 2781407 60.63% 9.444%
9 8.198 1035 1039 1043 rBV 1267924 1157141 25.22%  3.929%

9.281 1217 1223 1226 rBV 4555285 4587475 100.00% 15.576%

11 9.957 1334 1338 1341 rBV 1566871 1237020 26.97% 4
12 10.745 1467 1472 1475 rBV 3132932 2773135 60.45% 9
13 11.445 1587 1591 1594 rBV 1357853 1154268 25.16% 3.919%
14 13.033 1856 1861 1864 rBV 4330622 3871924 84.40% 13.
15 14.080 2035 2039 2043 rBV 906162 766072 16.70% 2

16 15.580 2288 2294 2299 rBV 534106 658129 14.35%  2.235%

Sum of corrected areas: 29452750
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 18 Aug 2021 17:20
: PB138550BL

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
BF125092.D

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125092.D

Acqg On : 18 Aug 2021 17:20
Operator : JU/CG

Sample : PB138550BL

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 2
R.T. EstConc Area Relative to ISTD R.T.
2.257 3.31 ng 144288 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 47
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 43
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 32
Abundance  Scan 29 (2.257 min): BF125092.D\data.ms (-20) (-) m/z 73.00 100.00%
73.0
5000 43.0
55.0
87.1 SRR VA A N
‘ 220 240 2.60
oH_m_m‘WMH‘W‘HWW“mwwww m/z 43.00 42.07%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 ““P/‘\\\““\“‘
43.0 220 240 2.60
550 87.0 m/z 55.00  34.70%
29.0 ‘
O\\‘\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\“\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0
A e
220 240 2.60
5000 43.0 m/z 87.10 21.75%
58.0
29.0 87.0
oH_mWMMHWHH_HWm_:H_H“_me
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol T B
73.0 220 240 2.60
m/z 41.00 15.62%
87.0
41.0 55.0
5000
29.0
o [l UL L
oH_m_m_mwH‘m“_m_:H_MWH_H LR A 8 R -
m/z--> 10 20 30 40 50 60 70 80 90 100 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125092.D

Acqg On : 18 Aug 2021 17:20
Operator : JU/CG

Sample : PB138550BL

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 Propane, 1,1-dimethoxy- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.369 2.72 ng 118438 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 74
2 Ethane, 1,1,2-trimethoxy- 120 C5H1203 024332-20-5 36
3 3-Hexene, 1-(1l-ethoxyethoxy)-, (Z)- 172 C10H2002 028069-74-1 12
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
5 Glycolaldehyde dimethyl acetal 106 C4H1003 030934-97-5 9

Abundance  Scan 48 (2.369 min): BF125092.D\data.ms (-43) (-) m/z 75.00 100.00%

75.0
5000 450
e
59.0 103.0 220 240 2.60 2.80
Ol bl SO L1030 w/z 73.00  71.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5400: Propane, 1,1-dimethoxy-
78.0
29.
5000 90 450 LI LA L L I L B O
220 240 2.60 2.80
m/z 45.00 49.87%
0 \“\‘\ ‘ \‘ ‘ \5’9\0 i 89.0 103.0
\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10520: Ethane, 1,1,2-trimethoxy-
75.0 /\
T
220 240 260 2.80
5000 m/z 41.00 39.27%
310 470 89.0
0‘wHH_Hﬁwuwmm‘thgwumwumh‘uwuwu‘wuuw‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #47101: 3-Hexene, 1-(1-ethoxyethoxy)-, (2)- R
73.0 220 240 260 2.80
45.0 m/z 47.00 29.36%
5000
29.0
0 150 || )l | ASQ.O 1030 1270
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125092.D

Acqg On : 18 Aug 2021 17:20
Operator : JU/CG

Sample : PB138550BL

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.151 13.40 ng 584001 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
Abundance Scan 521 (5.151 min): BF125092.D\data.ms (-515) (-) m/z 43.00 100.00%
3.0
5000
T e
101.0 4.80 5.00 5.20 5.40
ey L 206.9 9
ot m/z 59.00 55.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L LA L BN BN R B
4.80 5.00 5.20 5.40
m/z 58.00 17.27%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\"\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
T e
4.80 5.00 5.20 5.40
5000 m/z 101.00 13.66%
29.0 101.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9479: 2-Hexanol, 2-methyl- T
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.38%
5000
101.0
Sl
Ot Mt b e e e SRR IS
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125092.D

Acqg On : 18 Aug 2021 17:20
Operator : JU/CG

Sample : PB138550BL

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.940 2.50 ng 108846 1,4-Dichlorobenzene-d4 6.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 78
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 25
3 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 9
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9

Abundance Scan 655 (5.940 min): BF125092.D\data.ms (-651) (-) m/z 43.00 100.00%

43.0 73.0
5000
R
56.0 1000 115.0 5.60 5.80 6.00 6.20
0 H‘_H‘_‘H‘HHWMMWHWW‘HW‘M‘_wHM‘H}HH‘HMW‘H m/z 73.00 84.70%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #15502: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 L L B I I B
5.60 5.80 6.00 6.20
m/z 41.00 10.93%
150 290 || 560 701000 11"5'0
0 H\‘HH‘H\‘H\‘\H‘H‘H‘HH‘HH‘\}H‘HH.‘\HHHH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #843: Acetamide, N-methyl-
30.0 43.0 73.0
]
 AAREmmazEEEE S
5.60 5.80 6.00 6.20
5000 58.0 m/z 115.00 9.39%
15.0
0“w‘M‘_‘mwh‘wlw‘“‘u‘H‘w‘mw‘u‘_‘u‘H‘W‘H‘_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9027: N-.alpha.-Acetylglycinamide EEEmmaEE TS
3.0 5.60 5.80 6.00 6.20
30.0 .
43.0 m/z 54.90 6.95%
5000
0 13O | %80 | 8701000 117.0
R Aa R e e e e AR ERARRES B EARammaaEEEE SR
m/z--> 10 20 30 40 50 60 70 80 90 100110120 5.60 5.80 6.00 6.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF081821\
Data File : BF125092.D

Acqg On : 18 Aug 2021 17:20
Operator : JU/CG

Sample : PB138550BL

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081821.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... 2.257 3.3 ng 144288 1 6.922 871669 20.0
Propane, 1,1-di... 2.369 2.7 ng 118438 1 6.922 871669 20.0
2-Pentanone, 4-... 5.151 13.4 ng 584001 1 6.922 871669 20.0
2-Pentanone, 4-... 5.940 2.5 ng 108846 1 6.922 871669 20.0
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