LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG113017\

Data File : BG031305.D

Aca On : 1 Dec 2017 2:00 Instrument :
Operator : SJ/JU BNA_G

Sample - 16635-05 ClientSampleld :
Misc - 112817-TIDO-E-D-B
ALS Vial : 18 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-BG111017.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 5.205 321 326 339 rBV 59266 98215 1.70% 0.457%
2 5.693 402 409 422 rBV 280311 508160 8.78% 2.365%
3 7.297 675 682 695 rBV 167546 342809 5.93% 1.595%
4 7.661 737 744 761 rBV 543762 1003701 17.35% 4_.670%
5 8.131 816 824 835 rBV 206272 368245 6.37% 1.714%

8.454 869 879 894 rBV 802057 1458374 25.21% 6.786%
9.295 1014 1022 1047 rBvV 551402 1113165 19.24% 5.180%
10.946 1295 1303 1321 rBV 237825 521215 9.01% 2.425%
1935386 3166731 54.74% 14.735%
14.753 1944 1951 1962 rBV2 454753 821680 14.20% 3.823%
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11 16.234 2197 2203 2222 rBV 934941 1640591 28.36% 7.634%
12 17.491 2409 2417 2432 rBV 668699 1098092 18.98% 5.110%
13 20.082 2852 2858 2869 rBV 4279957 5784537 100.00% 26.917%
14 21.334 3065 3071 3076 rBV2 84306 188848 3.26% 0.879%
15 21.398 3077 3082 3088 rVvVv 140529 227030 3.92% 1.056%

16 21.463 3088 3093 3104 rVB 236143 360492 6.23% 1.677%
17 21.762 3137 3144 3154 rBV 813417 1439730 24.89%% 6.699%
18 25.064 3694 3706 3722 rBV2 463586 1348930 23.32% 6.277%

Sum of corrected areas: 21490545
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG113017\

BG031305.D
1 Dec 2017 2:00
SJ/JuU
16635-05
18 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG111017.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library

TIC Integ

C:\Database\NIST11.L
LSCINT.P

ration Parameters:

Abundance

4000000

3000000

2000000

1000000

TIC: BG031305.D

8.45

7.66 9.29

5.69 730

5.21 813

10.95

0
Time-->

350 4.00 450 500 550 600 6.50

7.00 750 8.00 8.50

9.00 9.50 10.00 10.50 1100 1150 1200 1250

Abundance

4000000

3000000

2000000

1000000

TIC: BG031305.D

20.

13.37

17.49
14.75

08

21.76

et

0
Time-->

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

4000000

3000000

2000000

1000000

TIC: BG031305.D

25.06

0

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:\HPCHEM1\BNA G\DATA\BG113017\
Data File : BG031305.D

Aca On : 1 Dec 2017 2:00

Operator : SJ/JU

Sample : 16635-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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.

5.21 5.33 ng 98215 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 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 17
5 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9

Abundance Scan 327 (5.211 min): BG031305.D (-321) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 e
82.9 4.80 5.00 520 5.40 5.60
o} A ) SRSV | NS S N m/z 59.00 61.66%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R IR LS I I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 20.40%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540 5.60
5000 m/z 58.10 14 .55%
101.0
15.0 58.0
0 28.0 69.0 84.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
59.0 4.80 5.00 520 5.40 5.60
m/z 41.10 10.10%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘ \‘ SOQ“‘ . 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG113017\
Data File : BG031305.D

Aca On : 1 Dec 2017 2:00

Operator : SJ/JU

Sample : 16635-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 unknown7.66 Concentration Rank 2

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

7.66 54 .51 ng 1003700 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 744 (7.661 min): BG031305.D (-737) (-) m/z 132.00 100.00%
132.0
5000 68.1 /\\
96.0 RS RSRRE SRS SARNN SN
400 540 7.40 7.60 7.80 8.00
o..,....,....,....II!...,:!..,::.-.|,..'=~.,f.‘?.9,..!.,.196.?....,....,'...,.. m/z 68.10 39.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R UL L IR S
7.40 7.60 7.80 8.00
2.0 510 m/z 134.00 33.07%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
740 7.60 7.80 8.00
5000 m/z 66.00 24 .52%
33.0 44.0 105.0

70.0
56.0 86.0

I

mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14491: 5-Aminoindole e

132.0 7.40 7.60 7.80 8.00
m/z 69.10 15.77%

5000
104.0
66.0
ol 140 270 390 510 770 890 || 1150 ||

S NP R W 1V L SN S, £ EENE || N /NS TR N

mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG113017\
Data File : BG031305.D

Aca On : 1 Dec 2017 2:00

Operator : SJ/JU

Sample : 16635-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 5 Morpholine, 4-phenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.40 3.15 ng 227030 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine. 4-phenvl- 163 C10H13NO 000092-53-5 64
2 Glvoxvlamide. N-phenvl- 163 C9HONO2 032331-52-5 59
3 .delta.2-1.3.4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 50
4 2.6-Dimethviphenvl benzoate 226 C15H1402 001871-36-9 14
5 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 14
Abundance Scan 3082 (21.398 min): BG031305.D (-3077) (-) m/z 105.00 100.00%
105.0
163.1
5000
77.0
51.0 21.00 21.20 21.40 21.60 21.80
Obrerprrrrproberrrebrrrr b o2 b prrrooi o 2300 2051 8269 T1/77163.05  79.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #32818: Morpholine, 4-phenyl-
105.0
163.0
5000
21.00 21.20 21.40 21.60 21.80
77.0 m/z 76.95 28.61%
0 15. O 51\ © . 1 ‘ 13\2 -0 ]
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
1200 1630
21.00 21.20 21.40 21.60 21.80
5000 430 77.0 m/z 164.00 9.41%

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #33057: .delta.2-1,3,4-Oxadiazolin-5-one, 2-(4-pyridyl)-
163.0 21.00 21.20 21.40 21.60 21.80
m/z 106.00 7.95%
5000
51.0 80 119.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 21.00 21.20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG113017\
Data File : BG031305.D

Aca On : 1 Dec 2017 2:00

Operator : SJ/JU

Sample : 16635-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.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 6 Diethylene glycol dibenzoate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.46 5.01 ng 360492 Chrysene-di12 21.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethvlene alvcol dibenzoate 314 C18H1805 000120-55-8 90
2 Benzoic acid. 2-(4-nitrophenoxv)... 287 C15H13N0O5 1000368-92-7 78
3 Benzoic acid. 2-(3-nitrophenvle... 271 C15H13N0O4 1000368-22-4 78
4 2.5.8.11-Tetraoxatridecan-13-vl ... 312 C16H2406 1000366-96-7 78
5 Benzoic acid, 2-(2-chlorophenoxy... 276 C15H13CI03 1000368-25-9 72
Abundance Scan 3093 (21.463 min): BG031305.D (-3088) (-) m/z 105.00 100.00%

105.0 149.0
5000 77.0

21.20 21.40 21.60 21.80

o290 b | 1790 223125292830 32693549 7,149 00 90.57%
m/z--> 50 100 150 200 250 300 350
Abundance #156210: Diethylene glycol dibenzoate
105.0 149.0
5000
77.0 21.20 21.40 21.60 21.80

m/z 77.00 38.28%

0l18.0 50.0 | 179.0
T T T T
m/z--> 50 100 150 200 250 300 350
Abundance

105.0 149.0

770 21.20 21.40 21.60 21.80
5000 m/z 150.00 9.96%
0 500 211.0 287.0
m/z--> 50 100 150 200 250 300 350
Abundance #120019: Benzoic acid, 2-(3-nitrophenyl)ethyl ester T ,A. R
149.0 21.20 21.40 21.60 21.80
0
105.0 m/z 51.00 8.94%
5000 77.0
ob——2% b, . | o ORI VA S
m/z--> 50 100 150 200 250 300 350 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG113017\
Data File : BG031305.D

Acq On : 1 Dec 2017 2:00

Operator : SJ/JU

Sample - 16635-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG111017 .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... 5.21 5.3 ng 98215 1 8.13 368245 20.0
unknown7 .66 7.66 54_.5 ng 1003700 1 8.13 368245 20.0
Morpholine, 4-phe... 21.40 3.1 ng 227030 5 21.76 1439730 20.0
Diethylene glycol... 21.46 5.0 ng 360492 5 21.76 1439730 20.0
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