LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG040218\

Data File : BG033511.D

Aca On - 3 Apr 2018 6:01 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i J2114-06 Omﬂl&DBéiPUS
ALS Vial : 34 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 43 rBV 138985 266885 7.44% 1.909%
2 3.570 43 48 57 rvB 76582 122999 3.43% 0.880%
3 5.773 418 423 433 rVB2 25218 41213 1.15% 0.295%
4 6.290 505 511 525 rBV 131711 292476 8.15% 2.092%
5 7.982 791 799 821 rBV2 72005 226919 6.32% 1.623%

8.376 859 866 880 rBV 284759 622486 17.35% 4._.453%
8.864 942 949 960 rBVvV2 80462 186354 5.19% 1.333%
9.193 996 1005 1025 rBV 454900 934944 26.05% 6.688%
10.062 1146 1153 1168 rBVY 344005 790708 22.03% 5.657%
11.743 1432 1439 1452 rBVY 130160 289997 8.08% 2.075%

=
QO ~NO®

11 14.105 1834 1841 1864 rBV 1306401 2214394 61.71% 15.841%
12 14.898 1970 1976 1986 rBV 37143 64432 1.80% 0.461%
13 15.479 2069 2075 2088 rVvB2 297335 534892 14.91% 3.827%
14 16.948 2318 2325 2341 rBV 725519 1266668 35.30% 9.062%
15 17.095 2347 2350 2360 rVB3 23255 42099 1.17% 0.301%

16 18.206 2533 2539 2551 rBV2 420733 769727 21.45% 5.507%
17 20.726 2962 2968 2982 rBV 2602366 3588457 100.00% 25.671%

18 22.548 3270 3278 3290 rBV 427256 893253 24.89%% 6.390%
19 26.308 3906 3918 3935 rBV3 234081 829555 23.12% 5.935%

Sum of corrected areas: 13978458
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG040218\

Data File : BG033511.D

Aca On : 3 Apr 2018 6:01

Operator : SJ/JU

ﬁ?ggle i J2114-06 032718-DBRI-F-U-S
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG033511.D
2500000

2000000
1500000
1000000

9.19
500000 633 10.06
3 6.29 11.74
) '87 577 7.98 8.86
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG033511.D

2500000 20.73

2000000

1500000
14.10

1000000
16.95

500000 18.21 22.55
15.48

14.90 A 7.10
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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: BG033511.D

2500000

2000000

1500000

1000000

500000
26.31
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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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG040218\

Data File : BG033511.D

Aca On : 3 Apr 2018 6:01

Operator : SJ/JU

ﬁ?ggle i J2114-06 032718-DBRI-F-U-S
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13.20 ng 122999 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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 48 (3.570 min): BG033511.D (-43) (-) m/z 73.00 100.00%
B
5000 43 /\k_
¥ 87 LU U U
340 360 3.80 4.00
bl il A 207 m/z 43.00 37.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LA N N N
43 9 340 360 3.80 4.00
87 m/z 55.00 26.64%
R O N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
73
87 SR R N N
340 360 3.80 4.00
5000 41 55 m/z 87.00 25.33%
97 112 129
G L L L W WL WL S B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2051: 1,3-Dioxolane, 2-methyl- e
73 340 360 3.80 4.00

m/z 71.10 11.73%

5000 43
58
29 ‘ 87
0 AL I ‘ A pp

T TR IR o

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

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG040218\

Data File : BG033511.D

Aca On : 3 Apr 2018 6:01

Operator : SJ/JU

ﬁ?ggle i J2114-06 032718-DBRI-F-U-S
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 41213 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 40
2 Propane. 1.l1-dipropoxv- 160 C9H2002 004744-11-0 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
4 3-Heptanol. 4-methvl- 130 C8H180 014979-39-6 28
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 28

Abundance Scan 422 (5.767 min): BG033511.D (-418) (-) m/z 43.00 100.00%
a3
59
5000
| 83 1c|)1 540 5.60 5.80 6.00 6.20
0“W”“P“W”“m”w””P”W””P”W“”P”W“”P“'”“P”W”“P”' m/z 59.00 69.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR LR SRR AR
59 5.40 5.60 5.80 6.00 6.20
m/z 58.00 21.93%
15 4 101
0 | N 51 . 83
R B L AR R AL N SRR A AR RSN LA LARAN RN LSRN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43 59
540 5.60 5.80 6.00 6.20
5000 101 m/z 101.00 15.23%
31
89 131
o 75 159
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4035: 2,3-Butanedione, monooxime R e e B
43 540 5.60 5.80 6.00 6.20
m/z 41.00 10.77%
5000
101
15 58
o 28 |7 69 84
m/z--> 10 20 3'0 4'0 50 60 70 80 90 1(')0 110 120 130 140 150 160 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA G\DATA\BG040218\

Data File : BG033511.D

Aca On : 3 Apr 2018 6:01

Operator : SJ/JU

ﬁ?ggle i J2114-06 032718-DBRI-F-U-S
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 66.81 ng 622486 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 30
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
Abundance Scan 867 (8.382 min): BG033511.D (-859) (-) m/z 132.00 100.00%

132
5000

800 820 840 860 880
01 m/z 68.00 47 . 77%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine

132
69

104

5000 R R AREES R
8.00 8.20 840 8.60 8.80

51 78 m/z 66.00 35.18%

31 49
0 ‘ 1 H 1N 1
R B e L o e e o R S RARRREsansma
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132

8.00 8.20 8.40 8.60 8.80

5000 97 m/z 134.00 32.60%
70
31
. 4451 60 | 77 gg 105 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methy!- R EEE e ]
132 800 820 840 8.60 8.80

m/z 69.00 21.89%

5000
63 90 104
- Nl A A - SR N

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 820 8.40 8.60 8.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG040218\

Data File : BG033511.D

Acq On : 3 Apr 2018 6:01

Operator : SJ/JU

ﬁ?ggle i J2114-06 032718-DBRI-F-U-S
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918.M
Quant Title : 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 13.2 ng 122999 1 8.86 186354 20.0
2-Pentanone, 4-hy... 5.77 4.4 ng 41213 1 8.86 186354 20.0
unknown8 .38 8.38 66.8 ng 622486 1 8.86 186354 20.0
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