LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG121517\
Data File : BG031596.D

Acq On : 15 Dec 2017 20:13

Operator : SJ/JU

Sample : PB105057BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BG121117 .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 height area % max. total
1 5.170 315 320 330 rBvV 47172 77812 1.58% 0.405%
2 5.658 396 403 418 rBVY 559712 981120 19.95% 5.107%
3 7.268 670 677 697 rBY 537373 1028522 20.92% 5.354%
4 7.632 732 739 750 rBY 580554 1038675 21.12% 5.407%
5 8.096 811 818 827 rBvV 188961 330995 6.73% 1.723%

8.420 866 873 885 rBV 673500 1220105 24.81% 6.351%
9.266 1010 1017 1034 rBV 432651 886762 18.03% 4.616%
10.917 1290 1298 1318 rBV 205451 470042 9.56% 2.447%
13.343 1704 1711 1724 rBV 1477680 2537977 51.61% 13.212%
14.724 1940 1946 1963 rBV2 382934 713469 14.51% 3.714%

=
QO ~NO®

11 16.216 2193 2200 2226 rBV 685165 1304840 26.54% 6.793%
12 17.468 2406 2413 2425 rBV2 600251 1044401 21.24% 5.437%
13 20.059 2848 2854 2863 rBV 3584183 4917221 100.00% 25.597%
14 21.739 3133 3140 3157 rBvV2 801570 1456882 29.63% 7.584%
15 25.018 3687 3698 3715 rBvV2 377842 1200990 24.42% 6.252%

Sum of corrected areas: 19209813
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_G\DATA\BG121517\

BG031596.D

15 Dec 2017 20:13

SJ/Ju

PB105057BL

5 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_G\METHODS\8270-BG121117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L
LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG031596.D

797 7.63 8.42

9.27

8.10
5.17

10.92

0
Time-->

350 4.00 450 5.00 5.50 6.00 6.50

7.00 750 8.00 850 9.00

9.50 1000 1050 1100 1150 1200 1250

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG031596.D

13.34

16.22 17.47

14.72

20L06

21.74

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
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BG031596.D

25.02

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\BG121517\
Data File : BG031596.D

Acq On : 15 Dec 2017 20:13

Operator : SJ/JU

Sample : PB105057BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 4.70 ng 77812 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 1,2-Butanediol 90 C4H1002 000584-03-2 23
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 320 (5.170 min): BG031596.D (-315) (-) m/z 43.00 100.00%
43
59
5000
T 4B0 500 550 540 560
....,....',|:..~:|,....,8.3...',|....,....,....,....,....,2.0.7.. m/z 59.10  65.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 LG L U I
4.80 500 520 5.40 5.60
m/z 101.10 21.63%
15 4 101
'"W'Whﬂh"*I”"??”'“"”I"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
31 59
480 500 520 540 560
5000 m/z 58.00 15.15%
43
s 71 89
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
50 4.80 500 520 5.40 5.60
m/z 41.00 11.44%
5000 41
T "“Hm' “bi"zq RS ""|1?§"ﬁ4?"'|' R B B
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG121517\
Data File : BG031596.D

Acq On : 15 Dec 2017 20:13

Operator : SJ/JU

Sample : PB105057BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .M
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 unknown7.63 Concentration Rank 2

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

7.63 62.76 ng 1038680 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 17
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 739 (7.632 min): BG031596.D (-732) (-) m/z 132.00 100.00%
132
5000 68 K
5 ——
40 .54 | 75 103 720 7.40 7.60 7.80 8.00
e 8 e S e LMY wms W "h/z 68.00  35.95%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 T
7.20 7.40 7.60 7.80 8.00
31 g 51 78 m/z 134.00 32.20%
'"Wh'Mlﬁﬁ'M"W"JI'”'I”"P"W'“'I”"P"W‘”' T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.00 25.78%
33 44 g7 105
51 60 70 78 g4 115
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 16.04%

5000 67
41 5 3 97
79 117
34 || m 6Ly, 89 ] 103110 | 124 ||
SNBSS B MMM M~ HTE 58 1 |

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG121517\
Data File : BG031596.D

Acq On : 15 Dec 2017 20:13

Operator : SJ/JU

Sample : PB105057BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG121117 .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... 5.17 4.7 ng 77812 1 8.10 330995 20.0
unknown7 .63 7.63 62.8 ng 1038680 1 8.10 330995 20.0
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