LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102516\
Data File : BG024503.D

Aca On : 25 Oct 2016 18:52

Operator : UM/SJ

Sample = PB94296BL

Misc :

ALS Vial : 3 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-BG102516.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 3.125 44 49 69 rvB 1884929 2919914 30.71% 6.909%
2 5.334 419 425 432 rBV 421578 671175 7.06% 1.588%
3 5.798 496 504 511 rBVY 1283787 2190029 23.04% 5.182%
4 7.402 769 777 785 rBVY 1340613 2310811 24.31% 5.468%
5 7.796 835 844 853 rBV2 1291406 2255270 23.72% 5.336%

8.272 916 925 932 rBV2 401911 725489 7.63% 1.717%
8.595 973 980 988 rBV 1460859 2675094 28.14% 6.330%
9.447 1118 1125 1134 rVB 1243984 2227409 23.43% 5.271%
11.098 1398 1406 1415 rVB 528414 919126 9.67% 2.175%
13.513 1808 1817 1824 rBV 3011774 4739657 49.86% 11.215%

=
QO ~NO®

11 14.888 2043 2051 2059 rVB 825108 1260069 13.25% 2.982%
12 16.368 2295 2303 2311 rBV2 1769216 2757210 29.00% 6.524%
13 17.631 2511 2518 2525 rVB2 1031338 1695058 17.83% 4.011%
14 20.211 2950 2957 2964 rBV 7094553 9506524 100.00% 22.495%
15 21.920 3241 3248 3256 rBV 1551246 2698980 28.39% 6.386%

16 25.363 3821 3834 3847 rBvV2 855094 2709552 28.50% 6.411%

Sum of corrected areas: 42261367
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102516\
Data File : BG024503.D

Aca On : 25 Oct 2016 18:52

Operator : UM/SJ

Sample : PB94296BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEMI\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102516\
Data File : BG024503.D

Aca On : 25 Oct 2016 18:52

Operator : UM/SJ

Sample = PB94296BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown3.12 Concentration Rank 1

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

3.12 80.50 ng 2919910 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 43
2 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
5 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 9

Abundance Scan 48 (3.119 min): BG024503.D (-44) (-) m/z 73.10 100.00%

B
43
5000

3.00 3. 20 3.40

o! b 221148174 207230255261 390373 MS ' "m/z 43.10 57.64%
m/iz-> 0 50 100 150 200 250 300 350 400 450
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 LA L L L L LB LB |

3.00 320 3.40
m/z 89.10 32.18%

0 B LA e e e LA e e e
m/z--> 0 5I0 l(I)O 15IO ZCI)O ZéO 3CI)O 3é0 4(I)O 45IO
Abundance
30 73
L N LA NS R
3.00 320 3.40
5000 m/z 41.10 11.24%
L L L LA UL LA LA LN B DAL B /\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2222: 1,3-Diaminoguanidine e AL e
43 3.00 3 20 3.40

m/z 45.10 9.09%

89
5000{ 18
04

IIJII|II|IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102516\
Data File : BG024503.D

Aca On : 25 Oct 2016 18:52

Operator : UM/SJ

Sample = PB94296BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.33 18.50 ng 671175 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 38
3 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 2-Octanol, 2-methyl- 144 C9H200 000628-44-4 17

Abundance Scan 424 (5.328 min): BG024503.D (-419) (-) m/z 43.10 100.00%
43
5000
ot 500 520 540 560
Ol 70 -,l. 144 184205 236261282 313 855 890411 | sz 59.10  57.14%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A S R U
5.00 5.20 5.40 5.60
m/z 101.10 19.60%
15 101
0 J.U@ t"'i""l UL DAL DL BUR L SURLELELS DU
mz-> 0 50 100 150 200 250 300 350 400
Abundance
59
500 520 540 560
5000 m/z 58.10 15.83%
38 126
L L L L L L L UL W
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8367: n-Propyl t-butyl ether
59 5.00 5.20 5.40 5.60
m/z 41.10 9.85%
5000 101
29
0 J'MLIJ""N""I""I' UL UL DU SURLELELES SR
mz-> 0 50 100 150 200 250 300 350 400 5.00 5.20 5.40 5.60

8270-BG102516.M Wed Oct 26 18:43:48 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG102516\
Data File : BG024503.D

Aca On : 25 Oct 2016 18:52

Operator : UM/SJ

Sample = PB94296BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown7.80 Concentration Rank 3

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

7.80 62.17 ng 2255270 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
2 5-Aminoindole 132 C8H8N2 005192-03-0 14
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 10
4 1.1-Difluoro-3-methvl-1-silacvcl... 134 C5H8F2Si 054077-66-6 9
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 845 (7.802 min): BG024503.D (-835) (-) m/z 132.00 100.00%
132
68
5000
7.40 7.60 7.80 8.00 8.20
Ol il .I,l. A 178 221249 281 346 380 415 448478 | m/z 68.10 54.51%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 P
7.40 7.60 7.80 8.00 8.20
105 m/z 66.10 38.27%
0 ll"‘l"'|""l""|""|'"'|""|""|""
m/z--> O 5 100 150 200 250 300 350 400 450
Abundance
132
740 7.60 7.80 8.00 8.20
5000 m/z 134.10 36.07%
104
14 39 %0
L S L L UL U L LS DL S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- e
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 26.46%
5000
69
3f s
R L L e B s B I B USRI IR UL L

m/z--> 0 50 100 150 200 250 300 350 400 450 740 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG102516\
Data File : BG024503.D

Acq On : 25 Oct 2016 18:52

Operator : UM/SJ

Sample - PB94296BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
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]
unknown3.12 3.12 80.5 ng 2919910 1 8.27 725489 20.0
2-Pentanone, 4-hy... 5.33 18.5 ng 671175 1 8.27 725489 20.0
unknown? .80 7.80 62.2 ng 2255270 1 8.27 725489 20.0
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