LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\
Data File : BG018735.D

Aca On : 17 Sep 2015 12:43

Operator : TP

Sample : PB85527BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\HPCHEM1I\BNA G\METHODS\8270-BG091115.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

2.961 16 21 39 rVB 2151647 2780975 81.29% 15.554%
3.178 54 58 62 rBvV 42941 53688 1.57% 0.300%
rBv 228874 347517 10.16% 1.944%
5.576 459 466 474 rBvV 575810 878710 25.68% 4.915%
7.162 728 736 746 rBV 578485 958749 28.02% 5.362%
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7.532 792 799 808 rBV 586334 972439 28.42% 5.439%
8.002 872 879 889 rvB 129875 213805 6.25% 1.196%
8.325 926 934 942 rBV 435130 744913 21.77% 4.166%
9.160 1066 1076 1087 rBV 335573 587307 17.17% 3.285%
10.805 1348 1356 1365 rBV 175543 309257 9.04% 1.730%

=
QO ~NO®

11 13.249 1765 1772 1781 rBV 1131000 1692543 49.47% 9.466%
12 14.630 2000 2007 2015 rBV2 323775 529134 15.47% 2.959%
13 16.110 2253 2259 2276 rBV 1007269 1588656 46.44% 8.885%
14 17.368 2467 2473 2482 rVB2 557562 824524 24 _.10% 4.612%
15 19.976 2911 2917 2923 rBV 2697178 3421188 100.00% 19.135%

16 21.627 3190 3198 3205 rBV 627253 1008223 29.47% 5.639%
17 24.812 3729 3740 3753 rBV2 329167 967856 28.29% 5.413%

Sum of corrected areas: 17879484
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG091815\
Data File : BG018735.D

Aca On - 17 Sep 2015 12:43

Operator : TP

Sample : PB85527BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG091115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG018735.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\
Data File : BG018735.D

Aca On : 17 Sep 2015 12:43

Operator : TP

Sample : PB85527BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Propane, 2,2-dimethoxy- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

2.96 260.14 ng 2780980 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 50
2 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
5 Methane, isothiocyanato- 73 C2H3NS 000556-61-6 7

Abundance Scan 21 (2.961 min): BG018735.D (-16) (-) m/z 73.00 100.00%
73
5000 43 a
89
2.90 3.00 3.10 3.20 3.30 3.40
55
S MTLIVE .. SN NS - N N m/z 43.00 44_63%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.90 3.00 3.10 3.20 3.30 3.40
a1 89 m/z 89.00 33.86%
L I "|"%¢'|"'3§|'"48|"??|" "|ll LS L U
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
30 73
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.00 9.05%
58
44
5 2 39 51
miz--> 10 20 30 40 50 6 70 8 90
Abundance #2103: Propane, 2-methoxy-2-methyl-
73 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.00 6.91%
5000
57
- 41
15 | ‘ | “‘ | 50 1] 87
m/z--> 10 20 30 4 50 60 70 80 %0 ' 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\
Data File : BG018735.D

Aca On : 17 Sep 2015 12:43

Operator : TP

Sample : PB85527BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

3.18 5.02 ng 53688 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 42
3 Butane. 2.3-dimethoxv-2-methvl- 132 C7H1602 074421-00-4 9
4 1.3-Dioxolane. 2-propvl- 116 C6H1202 003390-13-4 9
5 Scyllo-Inositol, 1-C-methyl- 194 C7H1406 000564-92-1 9

Abundance Scan 58 (3.178 min): BG018735.D (-54) (-) m/z 72.95 100.00%
7B
5000
43
55 87 LS
3.00 320 340 3.60
..,....,....','.-.'..,.~...,....,|.!..,...|.,....,....,....,....,..1.3?7,..?‘.‘?.... m/z 43.00 33.78%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 T T T
43 O 300 320 340 3.60
- 87 m/z 55.00 25.49%
'|'“HW‘§QMM"w'”"F%"i"“|""v";ﬂ%"l'“'l"'w""l“"|"“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
1300 320 340 3.60
5000 59 m/z 87.10 20.91%
87
43
29 52 | 66 102
wmmmwﬁrwmwmﬂ
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13976: Butane, 2,3-dimethoxy-2-methy!l- . ."A.", e
7B 3.00 320 340 3.60

m/z 71.10 12 .43%

5000

43
29 %9 | 8 101309117 43

o R IO MIMN GRS L .

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 3.00 320 340 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG091815\
Data File : BG018735.D

Aca On : 17 Sep 2015 12:43

Operator : TP

Sample : PB85527BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG091115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

5.11 32.51 ng 347517 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Dimethadione 129 C5H7NO3 000695-53-4 33
3 Hvdrazine. 1.l1-bis(l-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 387 (5.111 min): BG018735.D (-379) (-) m/z 43.00 100.00%
43
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e I A
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...,....,....,....','::..‘??.:I,...‘??....,E.‘?..??..:,....,....,....,...., m/z 59.00 66.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR AR LN UL L
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m/z 101.00 29.69%
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T %9 I S LN U
4.80 5.00 5.20 5.40
5000 m/z 58.00 18.41%
129
527 55 s 70 78 86 114
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)- R e Eaamamanss
59 4.80 5.00 5.20 5.40
m/z 41.10 8.33%
5000 101
27 42 116
"W””I”M%'”ﬂh“wah”'Ji'?ﬂ'“'ﬂ””l“”P'”P“'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 5.20 5.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG091815\
Data File : BG018735.D

Acq On : 17 Sep 2015 12:43

Operator : TP

Sample - PB85527BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG091115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2,2-dime... 2.96 260.1 ng 2780980 1 8.00 213805 20.0
Butane, 2-methoxy... 3.18 5.0 ng 53688 1 8.00 213805 20.0
2-Pentanone, 4-hy... 5.11 32.5 ng 347517 1 8.00 213805 20.0
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