LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71717\
Data File : BM010853.D

Aca On 18 Jul 2017 02:21

Operator : SJ/JU

Sample : 14199-01

Misc :

ALS Vial : 13 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-BM071217.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 4.634 292 297 304 rBV 162912 224806 1.10% 0.230%
2 5.081 366 373 383 rVB 2785430 3872494 19.01% 3.960%
3 6.634 630 637 647 rBY 1679994 2548971 12.51% 2.607%
4 6.981 689 696 704 rBVY 5367305 8064715 39.60% 8.248%
5 7.440 767 774 783 rVB 1154764 1790506 8.79% 1.831%

7.757 818 828 839 rvB 5089142 7850018 38.54% 8.028%
8.587 960 969 979 rBV 4363444 7020525 34.47% 7.180%
10.204 1236 1244 1252 rVB 1450762 2420357 11.88% 2.475%
371745 592078 2.91% 0.606%
12.704 1662 1669 1681 rBVY 10751499 15800660 77.58% 16.159%
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11 14.092 1898 1905 1914 rBV3 2062836 3141379 15.42% 3.213%
12 15.592 2153 2160 2171 rBV 8832217 11902996 58.44% 12.173%
13 16.845 2365 2373 2380 rBV2 2529729 3540770 17.38% 3.621%
14 17.768 2525 2530 2536 rBV2 192036 255060 1.25% 0.261%
15 19.068 2747 2751 2756 rBV 250663 331682 1.63% 0.339%

16 19.509 2820 2826 2835 rBV 16714623 20367968 100.00% 20.830%
17 21.003 3077 3080 3085 rVB 573074 638330 3.13% 0.653%

18 21.062 3085 3090 3095 rBV 3146310 3858207 18.94% 3.946%
19 23.192 3446 3452 3458 rVB 2034514 3558969 17.47% 3.640%

Sum of corrected areas: 97780491
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BMO71717\
Data File : BM010853.D

Aca On - 18 Jul 2017 02:21

Operator : SJ/JU

Sample : 14199-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integ

Z:\HPCHEMI\BNA M\METHODS\8270-BM071217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

Abundance

1.5e+07

le+07

5000000

TIC: BM010853.D

6.98 7.76

8.59

6.63

I

10.85

4.63 A

0
Time-->

3.00

10.00 10.50 11.00 11.50

3.50

4.00 450 5.00 5.50

6.00 650 7.00 750 800 8.50

9.00 9.50

Abundance

1.5e+07

le+07

5000000

TIC: BM010853.D
19,51

12.70

15.59

14.09 16.84

17.77 19.07

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

1.5e+07

le+07

5000000

0

TIC: BM010853.D

21.06
23.19

21.p0

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 2550 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\BMO71717\
Data File : BM010853.D

Aca On 18 Jul 2017 02:21

Operator : SJ/JU

Sample : 14199-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM071217_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.63 2.51 ng 224806 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 28
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 16

Abundance Scan 296 (4.628 min): BM010853.D (-292) (-) m/z 42.95 100.00%
43.0
5000
101.1 e ) NN
729 420 4.40 4.60 4.80 5.00
Obrerrreee b L2078 26022951 e 0 60 135
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 SRR SRR RS S
420 4.40 4.60 4.80 5.00
0
150 1010 m/z 101.10 25.41%
0'”M'N'H”'P”'P'”L'”P'“P'”I””I”'W”'W'”W'”'P”'P'”P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
420 440 460 480 500
0
5000 1010 m/z 58.00 15.45%
150 70.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8116: 2-Hexanol, 2-methyl-
54.0 420 4.40 4.60 4.80 5.00
m/z 39.00 14 .56%
5000
101.0
31q
0'“w”wﬂ“JH““v'“V“W'HWH'W““P'“'“"HW“'W““V'“V [T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71717\
Data File : BM010853.D

Aca On 18 Jul 2017 02:21

Operator : SJ/JU

Sample : 14199-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM071217_.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 unknown6.98 Concentration Rank 1

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

6.98 90.08 ng 8064720 1,4-Dichlorobenzene-d4 7.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 10
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 10

Abundance Scan 696 (6.981 min): BM010853.D (-689) (-) m/z 132.00 100.00%
132.0
68.1
5000
96.0 R
40.0 1051 2367 2814 6.60 6.80 7.00 7.20 7.40
o} : . : m/z 68.10 55.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 A I LI L
6.60 6.80 7.00 7.20 7.40
70.0 m/z 66.10 43 .59%
31.0
O.HPJ”JA.LLJPHWH.WHM S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
132.0
A T
6.60 6.80 7.00 7.20 7.40
5000 m/z 134.00 32.03%
o 150 39.0 63.0 104.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13684. 3H-1,2-Dithiol-3-one, 5—methy|— LI L L LB L N L
132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.10 29.44%
5000 67.0
44.0 103.0
| N — A U A G
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BMO71717\
Data File : BM010853.D

Aca On 18 Jul 2017 02:21

Operator : SJ/JU

Sample : 14199-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM071217_.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 4 Benzothiazole Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.85 4.89 ng 592078 Naphthalene-d8 10.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 93
2 Thienol3.2-clpvridine 135 C7H5NS 000272-14-0 87
3 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 72
4 1H-Pvrazolol3.4-dlpvrimidin-4-amine 135 C5H5N5 002380-63-4 53
5 Adenine 135 C5H5N5 000073-24-5 50
Abundance Scan 1353 (10.845 min): BM010853.D (-1346) (-) m/z 135.00 100.00%
135.0
5000
60.0 108.0

|‘ | 281.0 10.60 10.80 11.00 11.20
,....-'," gt e e m/z 108.00 37.49%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14922: Benzothiazole
135.0
5000 LA B L L L L L L LB
108.0 10.60 10.80 11.00 11.20
69.0 m/z 69.00 30.41%
45.0
I Y R A S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
135.0
RN L N RS K
10.60 10.80 11.00 11.20
5000 m/z 82.00 18.69%
63.0 108.0
37.0 84.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14927: 1,2-Benzisothiazole R R R R
135.0 10.60 10.80 11.00 11.20
m/z 63.00 14.18%
5000
108.0
450
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BMO71717\
Data File : BM010853.D

Acq On 18 Jul 2017 02:21

Operator : SJ/JU

Sample : 14199-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_M\METHODS\8270-BM071217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.63 2.5 ng 224806 1 7.44 1790510 20.0
unknown6 .98 6.98 90.1 ng 8064720 1 7.44 1790510 20.0
Benzothiazole 10.85 4.9 ng 592078 2 10.20 2420360 20.0
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