LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG121518\
Data File : BG038628.D
Aca On - 16 Dec 2018 6:49 Instrument :
Operator : JU/SJ ?Z'I\!A_(t;S el

- _ lentosampleld :
a?zgle : J6386-07 P001-SS005-1218-01
ALS Vial : 28 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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG121218 .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

3.734 107 110 117 rVB2 10423 16657 1.03% 0.190%
5.138 345 349 359 rvB2 22222 39289 2.42% 0.448%
rBv 406392 680266 41.94% 7.755%
7.212 694 702 712 rBV 428468 790299 48.72% 9.010%
7.588 759 766 776 rVB 393207 705669 43.50% 8.045%
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8.058 839 846 855 rVvB 82141 144394 8.90% 1.646%
8.382 893 901 909 rBvV 300264 528563 32.59% 6.026%
rBv 254115 476523 29.38% 5.432%
10.879 1316 1326 1337 rBV 103602 197113 12.15% 2.247%
13.317 1733 1741 1752 rBVY 648228 1039041 64.06% 11.845%
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11 14.140 1876 1881 1888 rBV 46337 68087 4._.20% 0.776%
12 14.698 1969 1976 1988 rVB2 168254 283059 17.45% 3.227%
13 16.184 2222 2229 2246 rBV 547098 868191 53.52% 9.898%
14 17.442 2437 2443 2450 rBV 233045 358691 22.11% 4._.089%

15 18.305 2585 2590 2596 rBv2 17434 28187 1.74% 0.321%
16 20.044 2880 2886 2894 rVB 1219136 1622050 100.00% 18.492%
17 21.319 3097 3103 3113 rBVv4 16807 38253 2.36% 0.436%
18 21.719 3164 3171 3181 rVB 243428 412881 25.45% 4_.707%
19 23.176 3410 3419 3428 rBvV3 17875 40116 2.47% 0.457%
20 23.987 3551 3557 3564 rVB5 10283 24233 1.49% 0.276%
21 25.015 3724 3732 3746 rVB3 133064 392737 24.21% 4_477%
22 26.090 3906 3915 3921 rBvVS 6402 17503 1.08% 0.200%
Sum of corrected areas: 8771802
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038628.D

Aca On : 16 Dec 2018 6:49

Operator : JU/SJ

ﬁ?ggle i J6386-07 P001-55005-1218-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG038628.D
1200000

1000000
800000

600000

5.61 7.21
400000 7.59

8.38
9.23

200000
8.06 10.88

n___ 373 5.14

Time--> 3.50 4.00 450 500 550 6.00 6.50 7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance TIC: BG038628.D
1200000 20,04

1000000

800000

13.32
600000 16.18

400000

17.44 21.72
200000 14.70

14.14 18.31 21.32

(O o e o o o L B e B LA e s B

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG038628.D
1200000

1000000
800000
600000
400000

200000 25 01

23.18 23.99 J 26.09

R e s e R e A RAARS AR ma=E R EEE

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038628.D

Aca On : 16 Dec 2018 6:49

Operator : JU/SJ

ﬁ?ggle i J6386-07 P001-55005-1218-01
ALS Vial : 28 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.14 5.44 ng 39289 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Ethanone. 1-(2-methvilcvclopropvIl)- 98 C6H100 000930-56-3 9
3 2-Propanone. 1-(l-methvlethoxv)- 116 C6H1202 042781-12-4 9
4 1.2-Butanediol 90 C4H1002 000584-03-2 9
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 349 (5.138 min): BG038628.D (-345) (-) m/z 43.00 100.00%
43.0
59.0
5000
| wo 1O W50 560 550 Sk
) 1 T AR | o B m/z 59.00 57.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BN L N N IR
59.0 480 500 520 540
m/z 58.00 15.72%
31.0 83.0 101.0
O'W'”'I””Wh'”T“"P':W"”I”"P“”I'”'m"W'”'I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3278: Ethanone, 1-(2-methylcyclopropyl)-
43.0
5.0 4.80 500 5.20 5.40
5000 m/z 101.00 14 _.37%
270 83.0
15.0
‘ \‘\‘ I ‘\\ | ‘\\ 65.0 98wo
G R L R RS R RS IR RS AR SRS RARRE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8177: 2-Propanone, 1-(1-methylethoxy)- N R RS RS e SR
43.0 480 500 5.20 5.40
m/z 41.00 10.12%
5000
27.0 580 730
0 | “‘H I | 83.0 101.0 115.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG121518\

Data File : BG038628.D

Aca On : 16 Dec 2018 6:49

Operator : JU/SJ

ﬁ?ggle i J6386-07 P001-55005-1218-01
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG121218_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 unknown7.59 Concentration Rank 1

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

7.59 97.74 ng 705669 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 17

Abundance Scan 766 (7.588 min): BG038628.D (-759) (-) m/z 131.90 100.00%
131.9
5000 68.0
400 54,0 aao 000 720 7.40 7.60 7.80 8.00
of el e m/z 68.00 39.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
5000 97.0 P
7.20 7.40 7.60 7.80 8.00
70.0 m/z 133.90 32.95%
310 440
0 L L 86.0 | 116.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 31.47%
104.0
ol 140 270 300 510 080 77.0 g90 | 1150
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R Ra A Raman me D
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 18.17%
5000
150 280 39.0 520 30 770 900 1040,
s T T T e e 110 e o 1k 720 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG121518\

Data File : BG038628.D

Acq On : 16 Dec 2018 6:49

Operator : JU/SJ

ﬁ?ggle i J6386-07 P001-SS005-1218-01
ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG121218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5.4 ng 39289 1 8.06 144394 20.0
unknown? .59 7.59 97.7 ng 705669 1 8.06 144394 20.0
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