LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040418\

Data File : BG033565.D

Aca On 4 Apr 2018 18:21 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 J2177-14 032818-SIDIF-)E-D-S
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 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 27 33 43 rBV 127531 241335 6.08% 1.624%
2 3.569 43 48 55 rvB 100627 153130 3.86% 1.031%
3 5.772 415 423 430 rBvV2 26575 46095 1.16% 0.310%
4 6.290 505 511 532 rBV 128348 311615 7 .85% 2.097%
5 7.982 791 799 815 rBV 72148 214659 5.41% 1.445%

8.375 858 866 884 rBv2 298735 687444 17 .32% 4.627%
8.869 943 950 963 rBV3 68781 180729 4 _55% 1.216%
9.192 998 1005 1024 rBV 454140 966276 24 .35% 6.503%
10.062 1146 1153 1171 rBV 375395 885145 22.30% 5.957%
11.748 1432 1440 1459 rBV 128411 291770 7.35% 1.964%

=
QO ~NO®

11 14.110 1832 1842 1860 rBV 1320413 2384232 60.07% 16.046%
12 14.897 1969 1976 1986 rBV 53366 93444 2.35% 0.629%
13 15.479 2069 2075 2086 rBV2 305437 520196 13.11% 3.501%
14 16.953 2319 2326 2343 rBV 836424 1466771 36.96% 9.872%
15 17.094 2347 2350 2359 rVB3 24093 45654 1.15% 0.307%

16 18.205 2533 2539 2556 rBV2 415987 759561 19.14% 5.112%
17 20.731 2963 2969 2984 rBV 2882931 3968907 100.00% 26.712%

18 22.559 3272 3280 3293 rBV2 401248 854818 21.54% 5.753%
19 26.319 3909 3920 3938 rBv2 216015 786628 19.82% 5.294%

Sum of corrected areas: 14858409
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040418\

Data File : BG033565.D

Aca On 4 Apr 2018 18:21

Operator : SJ/JU

ﬁ?ggle i J2177-14 032818-SIDI-E-D-S
ALS Vial : 13 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: BG033565.D
2500000
2000000
1500000
1000000

500000 9.19
8.38 10.06

3487 57 629 708 8.87 K, 1175

Time--> 350 4.00 450 500 550 600 650 700 750 800 850 900 950 1000 10.50 11.00 1150 1200 1250
Abundance TIC: BG033565.D

20.73

2500000
2000000

1500000 14.11

1000000 16.95

500000 18.20 22.56
15.48

14.90 J\ 7.09

(O o L e o o o o o o B LA B o e o o o o B L B L S L B 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: BG033565.D

2500000

2000000

1500000

1000000

500000
26.32

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\BG040418\

Data File : BG033565.D

Aca On 4 Apr 2018 18:21

Operator : SJ/JU

ﬁ?ggle i J2177-14 032818-SIDI-E-D-S
ALS Vial : 13 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 16.95 ng 153130 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 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 25
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 48 (3.569 min): BG033565.D (-43) (-) m/z 72.95 100.00%
3
5000 43

l 386 3.40 3.60 3.80 4.00
o .- m/z 43.00 39.38%

1 T 1 T T
m/z--> 50 100 150 200 250 300 350
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 |||||||IIII|IIII|I
340 360 3.80 4.00

43
‘ m/z 87.00 26.50%
0 | ‘ I ‘
e
m/z--> 50 100 150 200 250 300 350
Abundance
73
L
340 360 3.80 4.00
5000 41 m/z 55.00 25.82%
97 129
ol e
m/z--> 50 100 150 200 250 300 350
Abundance #7506: 2-Methyl-5-hexen-3-ol e B e e
73 340 360 3.80 4.00

m/z 41.00 12.69%

s /\A
5000
L f,l,

T | | I
m/z--> 50 100 150 200 250 300 350 340 360 3.80 4.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040418\

Data File : BG033565.D

Aca On 4 Apr 2018 18:21

Operator : SJ/JU

ﬁ?ggle i J2177-14 032818-SIDI-E-D-S
ALS Vial : 13 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 5.10 ng 46095 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 1l.l1-dipropoxv- 160 C9H2002 004744-11-0 38
3 1.2-Butanediol 90 C4H1002 000584-03-2 23
4 4-Methvl-2-pentanol. methvl ether 116 C7H160 1000333-93-5 17
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 12

Abundance Scan 423 (5.772 min): BG033565.D (-415) (-) m/z 43.00 100.00%
43
59
5000
101
84 540 5.60 5.80 6.00 6.20
0...,....',"'..:li....,:...-,|....,....,....,....,....,..2.1?, m/z 59.00 60.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 I ARRE RN RSN RN
540 5.60 5.80 6.00 6.20
m/z 101.00 20.16%
31 ‘ g3 101
0"'thﬂh'”l'”'f”"“"W"”I'”'I”"P"W"”I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43 59
540 560 580 6.00 6.20
5000 101 m/z 57.90 14 .44%
31
89 131
o 75 159
IS IR UL SURLIL SURLELE LU WAL SRR S SN B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2294: 1,2-Butanediol
3 59 540 5.60 5.80 6.00 6.20
m/z 41.00 9.75%
5000
3
0 '}?I""T""I'7}'I'§q'l'"'I'"'I""I""I""I""I
m/z--> 20 40 60 80 100 120 140 160 180 200 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG040418\

Data File : BG033565.D

Aca On 4 Apr 2018 18:21

Operator : SJ/JU

ﬁ?ggle i J2177-14 032818-SIDI-E-D-S
ALS Vial : 13 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 76.07 ng 687444 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 12

Abundance Scan 867 (8.381 min): BG033565.D (-858) (-) m/z 132.00 100.00%
132
5000 68 /\\\N“
40 %0 - s 0 800 820 8.40 8.60 8.80
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 AN I I L
8.00 8.20 8.40 8.60 8.80
105 m/z 66.00 38.75%
0

33 70
st e | |
.”P”quupnquupuq”..”.””P”qunpuqnnpu.nnpn
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
132

8.00 8.20 8.40 8.60 8.80

5000 m/z 134.00 32.68%
69
39
54 89 105
01
WTWWWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14502: 1H-Benzimidazole, 2-methyl- A e N Ranay
132 8.00 8.20 8.40 8.60 8.80

m/z 69.00 21.40%

5000
63
39 92
15 AT R \117
L L B O B L L B B L L B L R RN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 8.00 820 8.40 8.60 8.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG040418\

Data File : BG033565.D

Acq On : 4 Apr 2018 18:21

Operator : SJ/JU

ﬁ?ggle i J2177-14 032818-SIDI-E-D-S
ALS Vial : 13 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 16.9 ng 153130 1 8.86 180729 20.0
2-Pentanone, 4-hy... 5.77 5.1 ng 46095 1 8.86 180729 20.0
unknown8 .38 8.38 76.1 ng 687444 1 8.86 180729 20.0
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