LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112817\

Data File : BG031267.D

Aca On : 29 Nov 2017 00:51 Instrument :

Operator : SJ/JU ?:II\!A_?S el
- _ lentosampleld :

a?zgle : 16590-03 e

ALS Vial : 16 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 5.203 321 326 337 rVB 39637 64576 1.78% 0.370%
2 5.685 401 408 427 rBV 597668 1056549 29.16% 6.061%
3 7.295 673 682 694 rBV 618080 1160179 32.02% 6.655%
4 7.665 737 745 756 rBV 644457 1147841 31.68% 6.585%
5 8.129 817 824 833 rVB 145839 250945 6.93% 1.440%

8.452 872 879 891 rVB 463985 847875 23.40% 4._.864%
9.299 1015 1023 1039 rBvV 334320 673533 18.59% 3.864%
10.950 1296 1304 1325 rBV 174618 373878 10.32% 2.145%
13.376 1708 1717 1729 rBV 1083341 1780504 49.14% 10.214%
14.216 1852 1860 1867 rBV2 18106 40217 1.11% 0.231%

=
QO ~NO®

11 14.751 1940 1951 1963 rBV2 371169 634106 17.50% 3.638%
12 16.102 2172 2181 2187 rBV 46667 76805 2.12% 0.441%
13 16.237 2197 2204 2220 rBV 1089076 1774100 48.96% 10.177%
14 17.495 2412 2418 2433 rBV2 631254 1013419 27.97% 5.813%
15 18.259 2542 2548 2556 rBV 74265 111296 3.07% 0.638%

16 18.358 2560 2565 2573 rBV6 18118 42118 1.16% 0.242%
17 20.080 2852 2858 2867 rBV 2755590 3623466 100.00% 20.786%
18 21.373 3074 3078 3086 rBv4 38181 78717 2.17% 0.452%

19 21.760 3137 3144 3157 rBv2 770707 1367313 37.73% 7.844%
20 25.062 3695 3706 3722 rVB2 454147 1314947 36.29% 7.543%

Sum of corrected areas: 17432384
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112817\
Data File : BG031267.D

Aca On : 29 Nov 2017 00:51

Operator : SJ/JU

Sample : 16590-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BG031267.D

2500000
2000000
1500000
1000000
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500000 8.45
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Time--> 3.50 4.00 4.50 500 550 6.00 6.50 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250

Abundance TIC: BG031267.D

2500000
2000000

1500000

13.38 16.24
1000000

17.49
500000 14.75

14.22 16. 15\@.@6

20.08

21.37
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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 TIC: BG031267.D

2500000

2000000

1500000

1000000

500000 25.06

O e e e

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\BG112817\
Data File : BG031267.D

Aca On : 29 Nov 2017 00:51

Operator : SJ/JU

Sample = 16590-03

Misc :

ALS Vial : 16 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.

5.20 5.15 ng 64576 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 50
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 32
4 1.2-Butanediol 90 C4H1002 000584-03-2 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17

Abundance Scan 325 (5.197 min): BG031267.D (-321) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 A A SRR AR R
| 83.0 | 480 500 520 540 5.60
o 1 VI | O SN E m/z 59.00 60.90%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR RIS LRI UL I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 20.03%
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
o 280 500 520 540 560
5000 m/z 58.00 16 .54%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone
54.0 480 500 520 540 5.60
m/z 41.05 10.52%
5000 43.0
31.0
0 15'0 L ‘ [ N 69.0 87.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 540 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112817\
Data File : BG031267.D

Aca On : 29 Nov 2017 00:51

Operator : SJ/JU

Sample = 16590-03

Misc :

ALS Vial : 16 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 unknown7.67 Concentration Rank 1

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

7.67 91.48 ng 1147840 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 746 (7.671 min): BG031267.D (-737) (-) m/z 132.00 100.00%
132.0
5000 /\;
68.0
96.0 ISR AAREE SR RN S
40.1 54.0 7.40 7.60 7.80 8.00
0 gL0 e m/z 68.00 35.19%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 L L I L
7.40 7.60 7.80 8.00
310 5L0 m/z 134.00 33.14%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
740 760 7.80 8.00
5000 67.0 m/z 66.00 23.94%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T - LB DL e
57.0 132.0 740 7.60 7.80 8.00
m/z 69.10 14 _.47%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112817\
Data File : BG031267.D

Aca On : 29 Nov 2017 00:51

Operator : SJ/JU

Sample = 16590-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG111017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 4 Benzophenone Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.10 2.42 ng 76805 Acenaphthene-d10 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 Acetophenone. 2-chloro- 154 C8H7CIO 000532-27-4 46
3 Benzenepropanenitrile. .beta.-oxo- 145 C9H7NO 000614-16-4 43
4 Benzenecarbothioic acid 138 C7H60S 000098-91-9 43
5 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 43

Abundance Scan 2181 (16.102 min): BG031267.D (-2172) (-) m/z 105.00 100.00%
106.0
770 182.0
5000
51.0 e N
154.0 15.80 16.00 16.20 16.40
Ol it S el Tm/z 182.00 70.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47243: Benzophenone
105.0
7.0 182.0
5000 L SR UL SN B
510 15.80 16.00 16.20 16.40
: m/z 77.00 62.25%
ol 270 \ ! 1260 1520 I
mz> % 4 e 8 1 B 1o 1 1%
Abundance
105.0
AR AR AR RARRE
270 15.80 16.00 16.20 16.40
5000 ' m/z 51.00 23.58%
51.0
oL 270 64.0 91.0 154.0
mz-> 20 40 60 8 100 120 140 160 180
Abundance #21533: Benzenepropanenitrile, .beta.-oxo- IR iLR e
105.0 15.80 16.00 16.20 16.40
m/z 181.10 10.85%
77.0
5000
51.0
0 | 640 .| 910 | 145.0
mz-> 20 40 60 80 100 120 140 160 180 15.80 16.00 16.20 16.40

8270-BG111017.M Wed Nov 29 13:31:04 2017

Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG112817\
Data File : BG031267.D

Aca On : 29 Nov 2017 00:51

Operator : SJ/JU

Sample = 16590-03

Misc :

ALS Vial : 16 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 1-(4-Fluorophenyl)-2-[(4-hy... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.26 2.20 ng 111296 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(4-Fluorophenv)-2-T(4-hvdroxv... 278 C13H11FN202S 119730-11-9 52
2 4-Fluorobenzoic acid. 5-pentadec... 350 C22H35F02 1000280-68-6 50
3 3-Fluorobenzoic acid. undec-2-en... 292 C18H25F02 1000292-60-8 50
4 Phorone 138 C9H140 000504-20-1 49
5 4-Fluorobenzoic acid, 6-ethyl-3-._.. 280 C17H25F02 1000279-07-4 47
Abundance Scan 2548 (18.259 min): BG031267.D (-2542) (-) m/z 123.10 100.00%
128.1
5000
69.1
41.0 95.0 263.3 SRS Y A W

165.0 193.1 18.00 18.20 18.40 18.60
01 : m/z 69.10 32.42%
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #125449: 1-(4-Fluorophenyl)-2-[(4-hydroxy-6-methylpyrimidi..
123.0
5000
18.00 18.20 18.40 18.60
95.0 165.0 m/z 109.10 31.07%
400 690 2450 278.0
O oo bbb b e 830, 2470 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
123.0
18.00 18.20 18.40 18.60
5000 m/z 95.00 27 .57%
41.0
95.0
69.0 210.0
0 153.0 182.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #137964: 3-Fluorobenzoic acid, undec-2-enyl ester
123.0 18.00 18.20 18.40 18.60
m/z 55.05 26.61%
5000
54.0 95.0
0 290 | 759 | | 1520 194.0 221.0 249.0
R A A B RS E e e AR,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG112817\
Data File : BG031267.D

Acq On : 29 Nov 2017 00:51

Operator : SJ/JU

Sample - 16590-03

Misc :

ALS Vial : 16 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... 5.20 5.2 ng 64576 1 8.13 250945 20.0
unknown7 .67 7.67 91.5 ng 1147840 1 8.13 250945 20.0
Benzophenone 16.10 2.4 ng 76805 3 14.75 634106 20.0
1-(4-Fluorophenyl... 18.26 2.2 ng 111296 4 17.49 1013420 20.0
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