LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\

Data File : BG033769.D

Aca On - 12 Apr 2018 6:57 Instrument :
Operator : SJ/JU BNA_G

Sample - J2321-07 ClientSampleld :
Misc - 041018-DBRI-E-D-B
ALS Vial : 22 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-BG031918.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

3.477 26 32 42 rBvV 126732 261325 6.76% 1.965%
3.565 42 47 59 rvB 138154 223411 5.78% 1.680%
rBv2 24906 44219 1.14% 0.332%
6.285 503 510 523 rBV 140018 312743 8.09% 2.351%
7.971 790 797 807 rBvV2 77284 203734 5.27% 1.532%
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8.365 857 864 883 rBvV 291273 653499 16.90% 4.913%
8.853 940 947 961 rBV3 66716 176460 4._56% 1.327%
9.188 997 1004 1021 rBV 431718 879654 22.75% 6.614%
10.057 1144 1152 1175 rBV 330081 791001 20.46% 5.947%
11.738 1430 1438 1451 rBV2 112308 257570 6.66% 1.937%

=
QO ~NO®

11 14.099 1833 1840 1862 rBV 1109256 1899284 49.12% 14.280%
12 15.474 2067 2074 2084 rBv2 232751 422109 10.92% 3.174%
13 16.943 2318 2324 2342 rBV 676727 1169070 30.23% 8.790%
14 18.201 2532 2538 2552 rBV 358213 628158 16.24% 4.723%
15 20.721 2961 2967 2979 rBV 2755583 3866865 100.00% 29.073%

16 22.542 3270 3277 3289 rBV 377873 786224 20.33% 5.911%
17 26.303 3906 3917 3932 rVB3 220020 725070 18.75% 5.451%

Sum of corrected areas: 13300396
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\

Data File : BG033769.D

Aca On - 12 Apr 2018 6:57

Operator : SJ/JU

a?ggle i J2321-07 041018-DBRI-E-D-B
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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: BG033769.D

2500000

2000000

1500000

1000000

500000 9.19
8.36 10.06

33186 577 6.29 7.97 8.85 11.74

Time--> 3.50 4.00 4.50 500 550 6.00 6.50 700 7.50 8.00 850 9.00 950 1000 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG033769.D
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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: BG033769.D
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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\BG041118\

Data File : BG033769.D

Aca On - 12 Apr 2018 6:57

Operator : SJ/JU

a?ggle i J2321-07 041018-DBRI-E-D-B
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.56 25.32 ng 223411 1,4-Dichlorobenzene-d4 8.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 50
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 16
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 46 (3.559 min): BG033769.D (-42) (-) m/z 73.00 100.00%
3
5000 43 /\\
o> 87 S N —
3% || - 340 360 380  4.00
b e 5 L L Tm/z 43.00 42.28%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 34) 3.60 3. 4.00
55 87 m/z 55.00 33 05%
0 Pl alw
HL UL SN SRR SRR SUBLELS SURLLEL UL SRR IR B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
R 87 340 360 380  4.00
5000 m/z 87.00 25 .55%
29
15 67 97
e L S U S L SR S S S L B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1877: Acetamide, N-ethyl- e
30 340 360 380  4.00
m/z 41.00 12.98%
5000 43 87 /\\/\\‘
15 72
O |"t U ”l" '??I""IS?"é?' T e IRERBARBEES SRS L N L N
m/z--> 10 20 30 40 50 60 70 80 90 100 340 360 380  4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\

Data File : BG033769.D

Aca On - 12 Apr 2018 6:57

Operator : SJ/JU

a?ggle i J2321-07 041018-DBRI-E-D-B
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.77 5.01 ng 44219 1,4-Dichlorobenzene-d4 8.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-0Octanol 130 C8H180 000589-98-0 36
3 4-Ethvl-3-octanol 158 C10H220 019781-26-1 25
4 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
5 3-Pentanol 88 C5H120 000584-02-1 17

Abundance Scan 422 (5.768 min): BG033769.D (-415) (-) m/z 43.00 100.00%
a3
5000
101
540 5.60 5.80 6.00 6.20
o,....,.7.3..,|....,.... R 222 Tm/z 59.00  64.73%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR RARAE RN AR

540 560 580 6.00 6.20
m/z 100.90 19.67%

15 101
0,.&@1,....1....,.... L L R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
e S S REmma
540 5.60 5.80 6.00 6.20
5000 m/z 58.00 16.10%
29 101
O e T e e T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #29613: 4-Ethyl-3-octanol
59 540 5.60 5.80 6.00 6.20
m/z 41.00 8.74%
5000
29
M 98 129
Oy e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\

Data File : BG033769.D

Aca On - 12 Apr 2018 6:57

Operator : SJ/JU

a?ggle i J2321-07 041018-DBRI-E-D-B
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 4 unknown8.36 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.36 74.07 ng 653499 1,4-Dichlorobenzene-d4 8.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 22
Abundance Scan 863 (8.359 min): BG033769.D (-857) (-) m/z 132.00 100.00%

132
68
5000

96 LI L L L L L L L L
40 8.00 8.20 8.40 8.60

N — ll.l?.,....,....,...,....3,5? m/z 68.00 55.99%

m/z--> 50 100 150 200 250 300 350
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97

5000 e T
8.00 820 8.40 8.60

70 m/z 66.00 35.29%

3 o ‘
0 ‘H\‘H\\\ [
—— e T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
132
69

8.00 8.20 8.40 8.60

5000 m/z 134.00 33.30%
31 51
ol e M
m/z--> 50 100 150 200 250 300 350
Abundance #14503: 1H-Benzimidazole, 2-methyl- R Ras s e R

132 8.00 8.20 8.40 8.60
m/z 69.00 22 .59%

5000
63 104
ol15. .3 ) s |
]

m/z--> 50 100 150 200 250 300 350 8.00 8.20 8.40 8.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041118\

Data File : BG033769.D

Acq On : 12 Apr 2018 6:57

Operator : SJ/JU

Sample - J2321-07 041018-DBRI-E-D-B
Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.56 25.3 ng 223411 1 8.85 176460 20.0
2-Pentanone, 4-hy... 5.77 5.0 ng 44219 1 8.85 176460 20.0
unknown8 .36 8.36 74.1 ng 653499 1 8.85 176460 20.0
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