LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG010917\
Data File : BG025434.D

Aca On : 9 Jan 2017 17:37

Operator : UM/SJ

Sample : PB95527BL

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-BG122116.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 4.642 302 307 315 rVB2 64342 101810 1.43% 0.323%
2 5.259 405 412 422 rBV 670663 1072561 15.11% 3.404%
3 5.735 487 493 507 rBY 1238203 2206606 31.09% 7.002%
4 7.356 760 769 787 rBVY 1282831 2424832 34.17% 7 .695%
5 7.727 824 832 844 rBVY 1265332 2314708 32.62% 7 .345%

8.197 905 912 919 rBV 230766 400404 5.64% 1.271%
8.526 959 968 978 rBV 950188 1730423 24.38% 5.491%
9.383 1105 1114 1130 rBV 776902 1506058 21.22% 4._.779%
11.029 1386 1394 1404 rBV2 264171 550367 7.76% 1.747%
13.449 1797 1806 1816 rBVY 2113711 3504957 49.39% 11.122%

=
QO ~NO®

11 14.824 2031 2040 2051 rBV2 457047 815619 11.49%% 2.588%
12 16.316 2285 2294 2310 rBV 2053328 3351903 47.23% 10.637%
13 17.574 2502 2508 2522 rBV 624431 1046630 14.75% 3.321%
14 20.153 2941 2947 2955 rBV 5411782 7096829 100.00% 22.521%
15 21.863 3231 3238 3247 rBV 866765 1677867 23.64% 5.324%

16 25.265 3806 3817 3831 rVB 567928 1710768 24.11% 5.429%

Sum of corrected areas: 31512342
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG010917\
Data File : BG025434.D

Aca On 9 Jan 2017 17:37

Operator : UM/SJ

Sample : PB95527BL

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG122116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG025434.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG010917\
Data File : BG025434.D

Aca On : 9 Jan 2017 17:37

Operator : UM/SJ

Sample = PB95527BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 2-Pentene, 4,4-dimethyl- Concentration Rank 4

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

4.64 5.09 ng 101810 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 4.4-dimethvl- 98 C7H14 026232-98-4 78
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 74
3 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 72
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 72
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 72

Abundance Scan 307 (4.642 min): BG025434.D (-302) (-) m/z 55.05 100.00%
55.0
5000 Jk
T 40 460 480 500
210.4 : : :
o ik 1302 200 o8 808 502 Thsz 83.05  81.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3353: 2-Pentene, 4,4-dimethyl-
55.0
5000 U U L L
440 4.60 4.80 5.00
8.0 m/z 43.10 34.37%
0 I”'JWJMMI"”I"'W'"'P"'I”"I'”'I"”I"'W'
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
83.0
440 460 480 5.00
5000 43.0 m/z 39.10 24 _.87%
e O L L oL UL I UL LS I WL W
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3396: 2-Pentene, 4,4-dimethyl-, (2)-
83.0 440 4.60 4.80 5.00
a1 m/z 98.10 23.29%
5000
olL0l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG010917\
Data File : BG025434.D

Aca On : 9 Jan 2017 17:37

Operator : UM/SJ

Sample = PB95527BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 3

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

5.26 53.57 ng 1072560 1,4-Dichlorobenzene-d4 8.20
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 32
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 412 (5.259 min): BG025434.D (-405) (-) m/z 43.10 100.00%
43.1
5000
101.1 L B
5.00 520 5.40 5.60
O rrr e 2429 207.8 257.7299.6 36234035 4651 5323) "m/z 59.10  60.69%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U U L L
5.00 520 5.40 5.60
m/z 101.10 19.86%
101.0
0"M“”'“J'“'l“"w"w"”l'“'l“"w"w"“l'“'
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59.0
500 520 5.40 560
5000 m/z 58.10 15.80%
126.0
L S A W B S L L BN L B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8344: 3-Hexanol, 4-methyl- R N AR RA S n
54.0 5.00 5.20 5.40 5.60
m/z 41.10 10.49%
5000
01'5"({'1|'M'|""l"" D S S S B SO S U U L UL
mz-> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG010917\
Data File : BG025434.D

Aca On : 9 Jan 2017 17:37

Operator : UM/SJ

Sample = PB95527BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG122116.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 unknown7.73 Concentration Rank 1

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

7.73 115.62 ng 2314710 1,4-Dichlorobenzene-d4 8.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 833 (7.732 min): BG025434.D (-824) (-) m/z 132.10 100.00%
13p.1
68.1
5000

7.40 7.60 7.80 8.00

o \ .l,'l. A pe21no o s1e2 49890 Thyz68.10  57.40%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
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5000 LI L L L L LB L LB L |
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0
310 700 m/z 66.10 41 .48%
0 ‘ Lyl )
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e REREREEE
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5000 m/z 134.10 30.88%
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e o o o R
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Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R mas s R ARa ey
132.0 7.40 7.60 7.80 8.00
m/z 69.10 25.86%
5000
69.0
O .&rWIL..,h — T R RARRE e e
m/z--> 0 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG010917\
Data File : BG025434.D

Acq On : 9 Jan 2017 17:37

Operator : UM/SJ

Sample - PB95527BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG122116 .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]
2-Pentene, 4,4-di... 4.64 5.1 ng 101810 1 8.20 400404 20.0
2-Pentanone, 4-hy... 5.26 53.6 ng 1072560 1 8.20 400404 20.0
unknown7 .73 7.73 115.6 ng 2314710 1 8.20 400404 20.0
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