LSC Area Percent Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022961.D

Aca On 9 Jul 2016 12:05

Operator : UM/SJ

Sample : PB91974BL

Misc :

ALS Vial : 56 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:\HPCHEM1\BNA G\METHODS\8270-BG070816.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
1 3.040 29 34 42 rBV 241403 311336 3.37% 0.668%
2 4.615 296 302 313 rVB 1558604 2326514 25.17% 4 .990%
3 5.226 399 406 417 rBVY 3090762 4904595 53.06% 10.519%
4 5.696 476 486 499 rBV 1153826 1918828 20.76% 4.115%
5 6.313 585 591 597 rBV 231150 363744 3.94% 0.780%

7.306 753 760 768 rBV 1349139 2250100 24.34% 4._.826%
7.682 817 824 835 rVvVB 1208796 2083112 22.54% 4._.468%
8.152 895 904 914 rvB2 318395 581388 6.29% 1.247%
8.475 952 959 967 rBV 1258792 2192601 23.72% 4_.703%
9.321 1096 1103 1115 rVB 1153582 2100121 22.72% 4.504%

=
QO ~NO®

11 10.978 1378 1385 1392 rVB 494030 861192 9.32% 1.847%
12 13.416 1791 1800 1807 rBV 3423887 5315835 57.51% 11.401%
13 14.797 2027 2035 2042 rBV3 904706 1506633 16.30% 3.231%
14 16.289 2278 2289 2303 rBV 2170073 3581334 38.75% 7.681%
15 17.552 2498 2504 2514 rVB2 1329462 2048892 22.17% 4 _.394%

16 19.832 2888 2892 2896 rBV 205289 235437 2.55% 0.505%
17 20.155 2941 2947 2953 rBV 6918593 9242895 100.00% 19.824%
18 20.866 3063 3068 3074 rBV3 154081 174697 1.89% 0.375%
19 21.847 3228 3235 3243 rBV2 1409965 2415690 26.14% 5.181%
20 25.202 3795 3806 3817 rBV2 729403 2210810 23.92% 4.742%

Sum of corrected areas: 46625754
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LSC Report - Integrated Chromatogram

Data Path : V:\HPCHEM1\BNA G\DATA\BGO70916\
Data File : BG022961.D

Aca On 9 Jul 2016 12:05

Operator : UM/SJ

Sample : PB91974BL

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG070816.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: BG022961.D
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022961.D

Aca On 9 Jul 2016 12:05

Operator : UM/SJ

Sample : PB91974BL

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 unknown3.04 Concentration Rank 6

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

3.04 10.71 ng 311336 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 25
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
3 Butane. 2.3-dimethoxv-2-methvl- 132 C7H1602 074421-00-4 9
4 2.2"-Trimethvlenebis-1.3-dioxolane 188 C9H1604 006543-04-0 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 34 (3.040 min): BG022961.D (-29) (-) m/z 73.10 100.00%
7B
5000 43
——
3.00 3.20 3.40
0 ,....l,u...[1?9.1.46...?0?... 268 SAlsia des 520 m/z 43.05 43.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
3.00 3.20 3.40
m/z 89.10 27 .37%
o b
m/z--> 0O 50 100 150 200 250 300 350 400 450 500
Abundance
73
1300 320 340
5000 m/z 41.10 6.79%
43
o 15
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13976: Butane, 2,3-dimethoxy-2-methy!-
7B 3.00 3.20 3.40
m/z 45.10 6.13%
5000
0 14\1\3\\\ \1(\)1131
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.00 3.20 3.40
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022961.D

Aca On 9 Jul 2016 12:05

Operator : UM/SJ

Sample : PB91974BL

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 3-Penten-2-one, 4-methyl- Concentration Rank 2

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

4.61 80.03 ng 2326510 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 86
4 2-Pentene. 4.4-dimethvl-. (BE)- 98 C7H14 000690-08-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 301 (4.609 min): BG022961.D (-296) (-) m/z 83.10 100.00%
55 83
5000
420 4.40 4.60 4.80 5.00
Ol Al | A31161 222261 339 402 470 5% m/z 55.10 84.13%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3179: 3-Penten-2-one, 4-methyl-
55 83
5000 ISR SRR
2 420 4.40 4.60 4.80 5.00
‘F m/z 43.10 33.33%
0|""‘*|“""'|""|""""""""l""l""l""l""l
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
83
% ISR SRR AR
420 4.40 4.60 4.80 5.00
5000 m/z 98.05 32.74%
27
L S L L B S B B RN RN SRR
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3337: 2-Pentene, 3,4- dlmethyl s (E) LIS BLELLEL B B L B
5 83 420 4.40 4.60 4.80 5.00
m/z 39.05 26 .54%
5000
27
L S L L B S B B RN RN SRR SRR SRS SRR
mz-> 0 50 100 150 200 250 300 350 400 450 500 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022961.D

Aca On 9 Jul 2016 12:05

Operator : UM/SJ

Sample : PB91974BL

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 1

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

5.23 168.72 ng 4904600 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 407 (5.231 min): BG022961.D (-399) (-) m/z 43.05 100.00%
43
5000
101
480 5.00 520 5.40 5.60
ob—— M8 | 162 211236262 201 326 364 395 m/z 59.10 76.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR UL U

4.80 5.00 520 5.40 5.60

m/z 101.05 28.26%

“ 101
T S —
m/z--> 50 100 150 200 250 300 350 400
Abundance
59
e AR B
4.80 5.00 520 5.40 5.60
5000 m/z 58.05 19.69%
31
87
o
m/z--> 50 100 150 200 250 300 350 400
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e REamy pEmaE LA
59 4.80 5.00 520 5.40 5.60
m/z 41.10 11.48%
5000
3
L4l 2
ot UMMSEMNNSES T MMMMNSSMUPA
m/z--> 50 100 150 200 250 300 350 400 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022961.D

Aca On 9 Jul 2016 12:05

Operator : UM/SJ

Sample : PB91974BL

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 4 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

6.31 12.51 ng 363744 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 59
2 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 28
3 2-Propanone. 1-(1.3-dioxolan-2-vI1)- 130 C6H1003 000767-04-4 9
4 N-trimethvisilvlaziridine 115 C5H13NSi 002116-90-7 9
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9

Abundance Scan 591 (6.313 min): BG022961.D (-585) (-) m/z 73.05 100.00%
3
43
5000
e
115 6.00 6.20 6.40 6.60
Ol f L 103, 194221 298 321 362 411 465 S4T | m/z 43.10 73.73%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13055: 2-Pentanone, 4-methoxy-4-methyl-
43
73
5000 IS NARE R AR RN
6.00 6.20 6.40 6.60
m/z 41.10 8.73%
| 115
Ouu‘u‘u‘huuuu|‘||||||||||||||||||||||||||||||||||||
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
30 73
6.00 6.20 6.40 6.60
5000 m/z 115.10 7.70%
0 117
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12835: 2-Propanone, 1-(1,3-dioxolan-2-yl)-
43 6.00 6.20 6.40 6.60
73 m/z 39.10 7.52%
5000
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : V:\HPCHEM1\BNA G\DATA\BG070916\
Data File : BG022961.D

Aca On 9 Jul 2016 12:05

Operator : UM/SJ

Sample : PB91974BL

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG070816.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 5 unknown7.68 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.68 71.66 ng 2083110 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 32
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 11

Abundance Scan 824 (7.682 min): BG022961.D (-817) (-) m/z 132.00 100.00%
132
68
5000
20 96 LB e e e e
7.40 7.60 7.80 8.00
0 LA L 163 202 244274 439 48451 | q/z 68.10 58.79%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 |/\||||||||||||||||||||||
69 7.40 7.60 7.80 8.00
39 m/z 66.05 38.02%
iz
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
R RARE SRR R
7.40 7.60 7.80 8.00
5000 m/z 134.00 33.30%
33 105
70
O T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13677: 3-Chloro-6-fluoro-pyrazine e
132 7.40 7.60 7.80 8.00
69 m/z 69.10 25.86%
104
5000
31
o.Jhﬁhi.,”..,.”.,.”.,..”,...w....“...,”..,.” B E——
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : V:\HPCHEM1\BNA_G\DATA\BG070916\
Data File : BG022961.D

Acq On 9 Jul 2016 12:05

Operator : UM/SJ

Sample : PB91974BL

Misc :

ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_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]
unknown3 .04 3.04 10.7 ng 311336 1 8.15 581388 20.0
3-Penten-2-one, 4... 4.61 80.0 ng 2326510 1 8.15 581388 20.0
2-Pentanone, 4-hy... 5.23 168.7 ng 4904600 1 8.15 581388 20.0
2-Pentanone, 4-me... 6.31 12.5 ng 363744 1 8.15 581388 20.0
unknown7 .68 7.68 71.7 ng 2083110 1 8.15 581388 20.0
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