LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\Data\BG032317\
Data File : BG026401.D

Aca On : 23 Mar 2017 13:59

Operator : SJ/MA

Sample : PB97769BL

Misc :

ALS Vial : 8 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-BG032017.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

5.137 343 349 361 rVB 250337 377383 4.91% 1.001%
5.613 423 430 441 rBV 1621966 2633647 34.26% 6.989%
rBvV 1492183 2530192 32.92% 6.714%
7.570 756 763 774 rBV 1637789 2843596 36.99% 7.546%
8.040 836 843 852 rBV 424295 721409 9.39% 1.914%
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8.363 890 898 910 rBV 1365399 2339459 30.44% 6.208%
9.197 1032 1040 1053 rBV 868696 1542467 20.07% 4_.093%
10.842 1310 1320 1332 rBV 541522 1016955 13.23% 2.699%
13.275 1727 1734 1749 rBV 2944752 4449050 57.88% 11.806%
14.650 1960 1968 1981 rBV2 839373 1377460 17.92% 3.655%

=
QO ~NO®

11 16.124 2212 2219 2237 rBV 2034415 3162917 41.15% 8.393%
12 17.382 2426 2433 2446 rBV2 1115541 1776418 23.11% 4.714%
13 19.979 2869 2875 2888 rBV 5724455 7686506 100.00% 20.398%
14 21.624 3148 3155 3168 rBV 1581334 2607416 33.92% 6.919%
15 24.802 3685 3696 3708 rBV2 915443 2618496 34.07% 6.949%

Sum of corrected areas: 37683371
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\Data\BG032317\
Data File : BG026401.D

Aca On - 23 Mar 2017 13:59

Operator : SJ/MA

Sample - PB97769BL

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG032017.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: BG026401.D
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5.14 8.04
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Abundance TIC: BG026401.D
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Abundance TIC: BG026401.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG032317\
Data File : BG026401.D

Aca On : 23 Mar 2017 13:59

Operator : SJ/MA

Sample : PB97769BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 10.46 ng 377383 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 Guanidine 59 CH5N3 000113-00-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 349 (5.137 min): BG026401.D (-343) (-) m/z 43.10 100.00%
5000
101
s s s 4.80 500 520 540
e R L i BT e S A RARA R SRS m/z 59.10 82.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U U R UL
4.80 5.00 5.20 5.40
59 101 m/z 101.10 33.16%
27 36, 51“ 67 83 o1 ]
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
4.80 500 520 540
5000 m/z 58.10 21.23%
4
102
15 51 3 g7
mﬁmﬁmﬁmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59 480 5.00 5.20 5.40
m/z 41.10 7.38%
5000 41
68
"|'"w""|"”HIL'?g'“*i"wl""|'“'|""|“"|"'w'%%§|“"%4?'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\Data\BG032317\
Data File : BG026401.D

Aca On : 23 Mar 2017 13:59

Operator : SJ/MA

Sample : PB97769BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG032017 .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 unknown7.57 Concentration Rank 1

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

7.57 78.83 ng 2843600 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 763 (7.570 min): BG026401.D (-756) (-) m/z 132.10 100.00%
132
5000
68
96 A SR SR
40 ‘ 7.20 7.40 7.60 7.80 8.00
i :|-.|.7.7 87 | Msus W m/z 134.10 33.23%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I UL L R
7.20 7.40 7.60 7.80 8.00
21 51 78 m/z 68.10 32.57%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 21.10%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e o B e o
57 132 7.20 7.40 7.60 7.80 8.00
24 m/z 96.10 12.98%
5000 og M°
SN -NM 8 ‘ﬂQ7ILL N . - .1§?. SRR & G
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\Data\BG032317\
Data File : BG026401.D

Acq On : 23 Mar 2017 13:59

Operator : SJ/MA

Sample : PB97769BL

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG032017 .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-Pentanone, 4-hy... 5.14 10.5 ng 377383 1 8.04 721409 20.0
unknown? .57 7.57 78.8 ng 2843600 1 8.04 721409 20.0
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