LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011378.D

Aca On : 31 Aug 2017 18:55

Operator : SJ/JU

Sample : PB101971BL

Misc :

ALS Vial : 4 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 M\METHODS\8270-BM083117.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 3.057 41 46 56 rvB 270088 520096 1.80% 0.306%
2 5.087 383 391 398 rBV 931290 1385157 4_.79% 0.816%
3 5.546 462 469 481 rBVY 10008588 15136420 52.29% 8.916%
4 7.140 731 740 750 rBVY 9787588 15484971 53.50% 9.121%
5 7.522 797 805 817 rBVY 9805910 15605620 53.91% 9.192%

7.992 876 885 896 rvB 1922061 3046539 10.52% 1.795%
8.316 931 940 950 rVB 6893396 11373764 39.29% 6.700%
9.157 1074 1083 1093 rBV 5394366 8942805 30.89% 5.268%
10.798 1354 1362 1373 rBV 2530203 4361532 15.07% 2.569%
13.251 1771 1779 1788 rBV 14187275 20775476 71.77% 12.237%

=
QO ~NO®

11 14.621 2005 2012 2023 rBV2 3708736 5663880 19.57% 3.336%
12 16.104 2256 2264 2280 rBV 10493257 15287816 52.81% 9.005%
13 17.362 2471 2478 2487 rBV 4730691 6812395 23.53% 4.013%
14 19.974 2915 2922 2927 rBV 21670406 28946099 100.00% 17.050%
15 21.521 3180 3185 3191 rBV 6524485 8467532 29.25% 4.988%

16 23.909 3584 3591 3600 rVvB2 3972693 7958927 27.50% 4.688%

Sum of corrected areas: 169769029
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

: Z:\HPCHEMI\BNA M\DATA\BM083117\
: BM011378.D

: 31 Aug 2017 18:55

: SJ/JU

: PB101971BL

4 Sample Multiplier: 1

Z:\HPCHEMI\BNA M\METHODS\8270-BM083117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NISTO2.L

TIC Integ

ration Parameters: LSCINT.P

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BM011378.D

5.55 7.14 7.52

8.32

7.99 10.80

5.09

3.06

0
Time-->

I I I I
300 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BM011378.D
1997

13.25

16.10

17.36
14.62

|

0
Time-->

12.00 1250 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

Abundance

2e+07

1.5e+07

le+07

5000000

TIC: BM011378.D

21.52
23.91

0
Time-->

21.00 2150 22.00 22.50 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011378.D

Aca On : 31 Aug 2017 18:55

Operator : SJ/JU

Sample : PB101971BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM083117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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.

5.09 9.09 ng 1385160 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 392 (5.093 min): BM011378.D (-383) (-) m/z 43.00 100.00%
43.0
5000
101.0 IRDESARAESURRE SRARE LA
480 5.00 5.20 5.40
o”.w”.#-”L79%.”qL”.ﬁ?%?ﬂ?R%..HW.E?Qﬁ..“W.E?R? m/z 58.95 49_37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U A R SRR

4.80 5.00 5.20 5.40
m/z 58.00 16.16%

15.0 101.0
IIIIII‘I‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
R EE RS R ey s e
4.80 5.00 5.20 5.40
5000 m/z 101.00 15.78%
101.0
31.0
mmwmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3955: 2,3-Butanedione, monooxime R R b
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.26%
5000
101.0
IO T N — e S AiRE aRRRARREES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM083117\
Data File : BM011378.D

Aca On : 31 Aug 2017 18:55

Operator : SJ/JU

Sample : PB101971BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM083117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.52 Concentration Rank 1

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

7.52 102.45 ng 15605600 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 805 (7.522 min): BM011378.D (-797) (-) m/z 132.00 100.00%
13p.0
5000 68.0
w00 | o 75070 7k 780
0 177.0 2080 280.9 m/z 68.00 41.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 N I L IR
7.20 7.40 7.60 7.80
m/z 134.00 32.79%
Sr A ‘
] )l
m/z--> ﬁo 46 eb ab 160 120 140 1é0 180 200 220 240 2éo 2éo
Abundance
132.0
720 7.40 7.60 7.80
5000 m/z 66.00 27 .29%

70.0

mm‘mmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #14006: 5-Aminoindole e REAREEmEEE
132.0 7.20 7.40 7.60 7.80
m/z 69.00 15.79%
5000
104.0
66.0
140 440 |
R R s L RARmARsEE LY T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM083117\
Data File : BM011378.D

Acq On : 31 Aug 2017 18:55

Operator : SJ/JU

Sample : PB101971BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM083117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.09 9.1 ng 1385160 1 7.99 3046540 20.0
unknown? .52 7.52 102.5 ng 15605600 1 7.99 3046540 20.0
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