LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040318\

Data File : BG033545.D

Aca On 4 Apr 2018 5:06 Instrument :

Operator : SJ/JU ?:II\:gﬁ(t;Sam ol

3‘?”'0'6 : J2177-02 032818-DBRFI)-F-D-M
isc :

ALS Vial : 29 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 3.481 26 33 43 rBV 168024 317583 8.45% 2.184%
2 3.570 43 48 58 rvB 100571 160331 4.27% 1.102%
3 5.773 418 423 430 rBvV2 25772 44084 1.17% 0.303%
4 6.296 505 512 525 rBV 115673 279194 7.43% 1.920%
5 7.982 792 799 818 rBV2 68050 222343 5.92% 1.529%

8.376 860 866 883 rBvV 287468 653445 17.40% 4._.493%
8.869 943 950 970 rBV2 75114 199512 5.31% 1.372%
9.198 998 1006 1028 rBV 455553 952098 25.35% 6.546%
10.062 1146 1153 1176 rBV 374483 881785 23.47% 6.063%
11.748 1432 1440 1456 rBV 130811 306452 8.16% 2.107%

=
QO ~NO®

11 14.110 1835 1842 1862 rBV 1320307 2314056 61.60% 15.911%
12 14.903 1969 1977 1988 rBV2 29675 51069 1.36% 0.351%
13 15.479 2069 2075 2085 rBv2 308158 545042 14.51% 3.748%
14 16.954 2319 2326 2342 rBV 799908 1363333 36.29% 9.374%
15 18.211 2533 2540 2553 rBV 441028 786954 20.95% 5.411%

16 19.010 2668 2676 2683 rBv4 24011 43636 1.16% 0.300%
17 20.732 2963 2969 2984 rBV 2687558 3756454 100.00% 25.829%

18 22.559 3273 3280 3293 rBV2 430167 875177 23.30% 6.018%
19 26.325 3909 3921 3934 rBV 215565 791096 21.06% 5.439%

Sum of corrected areas: 14543644
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040318\

Data File : BG033545.D

Aca On 4 Apr 2018 5:06

Operator : SJ/JU

ﬁ?ggle i J2177-02 032818-DBRI-F-D-M
ALS Vial :© 29 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: BG033545.D

2500000
2000000
1500000
1000000

500000 9.20
8.8 10.06

3
5 577 &30 7.98 8.87 11.75
04

Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG033545.D

20.73
2500000

2000000

1500000
14.11

1000000
16.95

500000 18.21 22.56
15.48

14.90 J\ 19.01

O e L o o LA L A o o e e L0 L s o e e i

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: BG033545.D

2500000

2000000

1500000

1000000

500000
26.33

e e e T 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\BG040318\

Data File : BG033545.D

Aca On : 4 Apr 2018 5:06

Operator : SJ/JU

ﬁ?ggle i J2177-02 032818-DBRI-F-D-M
ALS Vial : 29 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 16.07 ng 160331 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 17
4 N-EthvIlformamide 73 C3H7NO 000627-45-2 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 48 (3.570 min): BG033545.D (-43) (-) m/z 73.00 100.00%
73
5000 43
55 87

| 207 340 360 380 4.00
okl e e 24 m/z 43.00 37.57%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 LA L L L L L L L B
43 3.40 3.60 3.80 4.00
55 87 m/z 87.00 26.83%
29 ‘ ‘
0 - If
A B i o o T N0 B e e o e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
B LB B e e
3.40 3.60 3.80 4.00
5000 55 m/z 55.00 25.23%
43
15 27 85 98
O R e T e T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2051: 1,3-Dioxolane, 2-methyl- A B e e
73 3.40 3.60 3.80 4.00

m/z 45.00 11.04%

5000 43
58
29 ‘ 87
0 J ‘ | | ‘ A A

LI e e LB B s o s o s e e
I [ T I | T I | T T I T T

AT
m/z--> 20 40 60 80 100 120 140 160 180 200 340 360 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040318\

Data File : BG033545.D

Aca On : 4 Apr 2018 5:06

Operator : SJ/JU

ﬁ?ggle i J2177-02 032818-DBRI-F-D-M
ALS Vial : 29 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 4.42 ng 44084 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Oxirane. [(1-methvlethoxy)methvll- 116 C6H1202 004016-14-2 40
3 2-Pentanol. 2.3-dimethvl- 116 C7H160 004911-70-0 38
4 3-Octanol 130 C8H180 000589-98-0 38
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 38

Abundance Scan 423 (5.773 min): BG033545.D (-418) (-) m/z 42.95 100.00%
43
59
5000
g3 101 163 540 560 5.80 6.00 6.20
0 m/z 59.00 57.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRS RAREE AR AR
540 5.60 5.80 6.00 6.20
m/z 58.00 17 .35%
31 g3 101
A A B R A R LR L LA A L LA A A AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43
29 59
540 5.60 5.80 6.00 6.20
5000 m/z 41.00 16.21%
101
15 73
o 86 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8377: 2-Pentanal, 2,3-dimethyl-
59 540 5.60 5.80 6.00 6.20
m/z 101.00 11.56%
5000
45 101
0'“|}?|“'wh“'mhkw'“Hv'f?“"ﬁ%'v'“ RN AR SARAN UALAN SRR AL SARRI AR N UL R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040318\

Data File : BG033545.D

Aca On : 4 Apr 2018 5:06

Operator : SJ/JU

ﬁ?ggle i J2177-02 032818-DBRI-F-D-M
ALS Vial : 29 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 unknown8.38 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.38 65.50 ng 653445 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 3-(3.4-Dihvdro-1H-isoauinolin-2-... 377 C24H27NO3 1000295-80-7 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Dicvanomethvlene-pvrrolidin-2-_... 191 C9H9N302 1000287-77-2 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
Abundance Scan 867 (8.382 min): BG033545.D (-860) (-) m/z 132.00 100.00%
132
] jk
5000
96 SRS B R R
40 l 468 8.00 8.20 840 8.60 8.80
0 A e m/z 68.00 53.45%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 SR S A A
800 8.20 840 8.60 8.80
m/z 66.00 36.90%

3963 104
0..‘.'.,“.“‘.‘.l‘,‘..‘.,....,....,....,....,....,....,...
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
132
L

8.00 8.20 8.40 8.60 8.80

5000 m/z 133.95 34 .36%
42
0 77194 159 202200 302 333 377
T T T e T e T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #14144: 5-Fluoro-2-chloropyrimidine R EEE mmam e
132 800 820 840 860 880

m/z 69.00 25.25%

5000
105‘
0 """ILI'H'"I“'"'I""I'"'I""I""I""I""I'"
0

100 150 200 250 300 350 400 450 8.00 820 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040318\

Data File : BG033545.D

Acq On > 4 Apr 2018 5:06

Operator : SJ/JU

ﬁ?ggle i J2177-02 032818-DBRI-F-D-M
ALS Vial : 29 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... 3.57 16.1 ng 160331 1 8.87 199512 20.0
2-Pentanone, 4-hy... 5.77 4.4 ng 44084 1 8.87 199512 20.0
unknown8 .38 8.38 65.5 ng 653445 1 8.87 199512 20.0
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