LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\

Data File : BG033369.D

Aca On - 27 Mar 2018 19:35 Instrument :

Operator : SJ/JU ?:II\:gﬁ(t;Sam ol

3‘?”'0'6 : J2038-03 032218-TID8-F-D-B
isc :

ALS Vial : 9 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
1 3.482 27 33 44 rBV 138387 289007 6.60% 1.789%
2 3.570 44 48 57 rvB 84108 132947 3.04% 0.823%
3 6.285 501 510 529 rBV 139705 336610 7.69% 2.083%
4 7.971 791 797 808 rBV2 78185 213250 4.87% 1.320%
5 8.377 857 866 880 rBV2 331261 725374 16.57% 4._.489%

8.870 942 950 960 rBV3 96324 237521 5.42% 1.470%
9.199 998 1006 1024 rBV 561158 1127548 25.75% 6.978%
10.069 1146 1154 1173 rBV2 417103 984334 22.48% 6.092%
11.749 1431 1440 1451 rBV 156487 342897 7.83% 2.122%
14.111 1833 1842 1856 rBV 1525744 2586018 59.06% 16.004%

=
QO ~NO®

11 15.486 2069 2076 2086 rBV2 315477 566817 12.95% 3.508%
12 16.955 2319 2326 2341 rBV 879072 1539363 35.16% 9.527%
13 18.212 2534 2540 2550 rBV2 488099 814985 18.61% 5.044%
14 20.733 2962 2969 2981 rBV 3201139 4378651 100.00% 27.098%
15 22.560 3272 3280 3289 rBV2 491310 964869 22.04% 5.971%

16 26.326 3909 3921 3941 rBV2 276274 918133 20.97% 5.682%

Sum of corrected areas: 16158324
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\
Data File : BG033369.D

Aca On : 27 Mar 2018 19:35

Operator : SJ/JU

Sample : J2038-03

Misc :

ALS vial : 9 Sample Multiplier: 1

Z:\HPCHEMI\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: BG033369.D
3000000

2500000
2000000
1500000
1000000

500000 8.38 10.07
3487 6.28 767 8.87 11.75

Time--> 350 4.00 450 500 550 6.00 6.50 700 750 800 850 900 950 1000 10.50 11.00 1150 1200 1250
Abundance TIC: BG033369.D

3000000

20.73

2500000

2000000

14.11
1500000

1000000 16.95

18.21 22.56

500000 15.49

O e L o o o o o LA A o o e o IS e B e

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: BG033369.D

3000000

2500000

2000000

1500000

1000000

500000 26.33

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\BG032718\
Data File : BG033369.D

Aca On : 27 Mar 2018 19:35

Operator : SJ/JU

Sample = J2038-03

Misc :

ALS Vial : 9 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.

3.57 11.19 ng 132947 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 48 (3.570 min): BG033369.D (-44) (-) m/z 73.00 100.00%
7B
5000 2 /\
87
e e  a
340 360 380  4.00
9
0...,....E'.'..L.S,..'.,....,....,....,.... e e et | m/z 43.00  35.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 55 340 360 380  4.00
87 m/z 55.00 27 .54%

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
87

340 360 3.80 4.00

5000 41 55 m/z 87.00 27.02%
27
0 112 129
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #734: N-Ethylformamide P
30 340 360 3.80  4.00
73 m/z 45.00 10.60%
5000
44 58
1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 340 360 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG032718\
Data File : BG033369.D

Aca On : 27 Mar 2018 19:35

Operator : SJ/JU

Sample = J2038-03

Misc :

ALS Vial : 9 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 unknown8.38 Concentration Rank 2

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

8.38 61.08 ng 725374 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 22
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 16

Abundance Scan 867 (8.382 min): BG033369.D (-857) (-) m/z 132.00 100.00%
132
5000 68 /\xw
96 SAARBERAREE SRR SRR
40 30 800 820 840 8.60 8.80
0 1 m/z 68.00 50.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 R R L R
800 820 840 8.60 8.80
m/z 134.00 34.17%
31 51
0 [ 4 ‘ | 116

L | |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

132

8.00 8.20 8.40 8.60 8.80

5000 m/z 66.00 32.64%
104
66
0 27 50 88
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14503: 1H-Benzimidazole, 2-methy!- R e R
132 800 820 840 860 880

m/z 69.00 18.64%

5000
63 104
0 15 34\9 il ‘l\ |9 | |
L L L L L L L L L B L L R AR A R R RRR R A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 8.00 8.20 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG032718\
Data File : BG033369.D

Acq On 27 Mar 2018 19:35

Operator : SJ/JU

Sample - J2038-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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]
Butane, 2-methoxy... 3.57 11.2 ng 132947 1 8.86 237521 20.0
unknown8 .38 8.38 61.1 ng 725374 1 8.86 237521 20.0
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