LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101320\
Data File : BF121935.D

Acqg On : 13 Oct 2020 13:18
Operator : JU/CG

Sample : PB132314BL

Misc :

ALS vial : 3  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-BF101220.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF121935.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.187 13 17 26 rVB 72122 98335 1.89% ©0.325%
2 4.992 491 494 509 rBV 71327 124488 2.40% 0.411%
3 5.381 555 560 583 rBV 3475202 3930542 75.70% 12.989%
4 6.392 727 732 735 rBV 3427191 3882982 74.78% 12.832%
5 6.739 788 791 800 rBV 842818 753230 14.51% 2.489%

6 7.316 883 889 892 rBV 2402562 2789591 53.73%  9.219%
7 8.027 1005 1010 1023 rBV 991963 988739 19.04%  3.267%
8 9.104 1186 1193 1196 rBV 4426992 4653016 89.61% 15.376%
9 9.774 1302 1307 1322 rVB 1143158 1141314 21.98% 3.772%
10 10.569 1436 1442 1466 rBV 2722928 3011876 58.01% 9.953%

11 11.263 1554 1560 1568 rBV 1348770 1185696 22.84% 3.918%
12 12.851 1823 1830 1833 rBV 4657714 5192307 100.00% 17.159%

13 13.904 2005 2009 2015 rBV 1110960 1090179 21.00% 3.603%
14 14.733 2144 2150 2154 rVB 50355 64309 1.24% 0.213%
15 14.986 2188 2193 2198 rVB 57574 66367 1.28% 0.219%
16 15.339 2247 2253 2264 rBV 758083 1048985 20.20% 3.467%
17 15.756 2319 2324 2329 rBV 65422 93095 1.79% 0.308%
18 16.233 2399 2405 2413 rVB 52961 93072 1.79% 0.308%
19 16.786 2493 2499 2507 rVB 26407 52496 1.01% 0.173%
Sum of corrected areas: 30260619
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101320\

BF121935.D

: 13 Oct 2020 13:18
Ju/CG

: PB132314BL

: 3  Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF121935.D\data.ms
4000000
5.381 6.392
3000000
7.316
2000000
1000000 6.739
2.187 4.992
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\TY_\\\‘\\\TY_Y’\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\V_f‘\\\\‘\\\\‘\V_r\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF121935.D\data.ms
9.104 12.851
4000000
3000000 10.569
2000000
9.774 11.263
1000000, 8927
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF121935.D\data.ms
4000000
3000000
2000000
13.904
1000000 15.339
0 14.73314.986 15.756 16.233 16.786
T ‘ T T ‘ T T T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T ‘ T T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101320\
Data File : BF121935.D

Acqg On : 13 Oct 2020 13:18
Operator : JU/CG

Sample : PB132314BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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 Propane, 1,1-dimethoxy- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.187 2.61 ng 98335 1,4-Dichlorobenzene-d4 6.739

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 74
2 Ethane, 2-chloro-1,1-dimethoxy- 124 C4H9C102 000097-97-2 33
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 22
4 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 9
5 Methane, trimethoxy- 106 C4H1003 000149-73-5 9

Abundance  Scan 17 (2.187 min): BF121935.D\data.ms (-13) (-) m/z 74.95 100.00%

75.0
5000 45.0 j\
T
‘ : 1050 220 240 260
Obrrrrrrprerre b 289 L 1930wz 73.10 68.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4789: Propane, 1,1-dimethoxy-
78.0
29.
5000 90 450 k\\\
2.20 2.40 2.60
m/z 45.00 45.76%
0 \“\‘ ‘\“ 5‘\ mnh 89.0 103.0
\H’\H\‘HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10304: Ethane, 2-chloro-1,1-dimethoxy-
78.0
T
43.0 220 240 260
5000 93.0 m/z 41.05 30.67%
190 290
ol L s
H‘V‘H_‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_‘H_‘H‘HH‘H‘WH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #4436: Pentane, 3-methoxy- I B e
73.0 220 2.40 2.60
m/z 47.05 22.96%
5000
45.0
29.0
B -1 s [ K S— i VU
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101320\
Data File : BF121935.D

Acqg On : 13 Oct 2020 13:18
Operator : JU/CG

Sample : PB132314BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.992 3.31 ng 124488 1,4-Dichlorobenzene-d4 6.739

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 494 (4.992 min): BF121935.D\data.ms (-491) (-) m/z 43.00 100.00%

43.0
59.0
5000
LoL1 NSRS NS
‘ 83.0 ' 4.60 4.80 5.00 5.20 5.40
Ol perrrrrrrr et i e M/Z 59.00 55.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \\\\\\\\\\\\\\\\/\\\
59.0 T T T T

4.60 4.80 5.00 5.20 5.40
m/z 101.10 16.63%

O\\\‘\\\\‘\\\ﬁﬁ;\o\\“ui\\‘\\}\‘\\\\‘\\\\?%;9\‘\\\]-\0“]\-.\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43.0
R R EREEEEE
4.60 4.80 5.00 5.20 5.40
5000 ITI/Z 58.00 16.40%
101.0
15.0 58.0
ol 280 ‘\\“ 700 840 |
SR RRRARARRRAARRRRRRARRRRRRRRRRRENRRARRRARRRRRRRRARRRRE
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4023: Diacetamide R e
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.85%
5000 59.0
73.0
101.0
oY . N R X R R SN DU 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101320\
Data File : BF121935.D

Acqg On : 13 Oct 2020 13:18
Operator : JU/CG

Sample : PB132314BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101220.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|
Propane, 1,1-di... 2.187 2.6 ng 98335 1 6.739 753230 20.0
2-Pentanone, 4-... 4.992 3.3 ng 124488 1 6.739 753230 20.0
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