LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG040218\
Data File : BG033489.D
Aca On 2 Apr 2018 16:16 Instrument :
Operator : SJ/JU ?Z'I\!A_(t;S el

- _ lentosampleld :
a?zgle : J2173-02 (ONWP8-MW30S-GW
ALS Vial : 12 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 3.476 26 32 43 rBV 133209 268208 7 .59% 1.713%
2 3.570 43 48 56 rvB 84649 136582 3.86% 0.872%
3 6.297 506 512 527 rVB 186981 379963 10.75% 2.427%
4 7.983 793 799 816 rBV2 107242 302249 8.55% 1.931%
5 8.377 857 866 880 rBV 443057 961417 27.20% 6.141%

8.864 943 949 961 rBV2 82579 205848 5.82% 1.315%
9.193 998 1005 1024 rBV 437404 931852 26.36% 5.952%
10.063 1145 1153 1178 rBV 353862 861518 24.37% 5.503%
11.749 1432 1440 1454 rBV2 143218 332815 9.41% 2.126%
14.111 1834 1842 1857 rBV 1243888 2210998 62.54% 14.123%

=
QO ~NO®

11 15.480 2067 2075 2081 rBvV2 325218 577532 16.34% 3.689%
12 15.545 2081 2086 2092 rVB 101636 173542 4.91% 1.109%

13 16.655 2262 2275 2281 rBV 14569 43044 1.22% 0.275%
14 16.955 2319 2326 2338 rBV 1212411 1995135 56.44% 12.744%
15 17.096 2347 2350 2359 rVB2 22374 39762 1.12% 0.254%
16 18.212 2532 2540 2554 rBV2 443871 819257 23.17% 5.233%
17 19.011 2671 2676 2682 rBV9 29480 50166 1.42% 0.320%
18 20.733 2963 2969 2977 rBV 2541610 3535107 100.00% 22.581%
19 22.078 3193 3198 3204 rBVS8 35082 74332 2.10% 0.475%

20 22.554 3272 3279 3293 rVB2 449050 885397 25.05% 5.656%

21 26.320 3909 3920 3935 rBV 254564 870329 24.62% 5.559%

Sum of corrected areas: 15655053
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LSC Report - Integrated Chromatogram

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

Data File : BG033489.D

Aca On 2 Apr 2018 16:16

Operator : SJ/JU

ﬁ?ggle i J2173-02 ONWP8-MW30S-GW
ALS Vial : 12 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: BG033489.D
2500000

2000000
1500000
1000000

500000 8.38 9.19 10.06
6.30

04
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG033489.D

2500000 20.73

2000000

1500000
14.11 16.95

1000000

22.55

500000 18.21
15.48
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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: BG033489.D
2500000

2000000

1500000

1000000

500000
26.32
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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 : BG033489.D

Aca On 2 Apr 2018 16:16

Operator : SJ/JU

ﬁ?ggle i J2173-02 ONWP8-MW30S-GW
ALS Vial : 12 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 13.27 ng 136582 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 72
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 23
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 48 (3.570 min): BG033489.D (-43) (-) m/z 73.00 100.00%

73
5000 43

l 154 322 3.40 3.60 3. 80 4. OO
et b e e e || M/z 43.00  36.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

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

‘ m/z 55.00 32 .34%

“ \
,,, T [ T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
73

340 360 3.80 4.00

o

o

5000 55 m/z 87.00 28.94%
27
0 98
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #8705: 2-Hydroxy-2-methylbutyric acid L
73 3.40 3.60 3. 80 4.00

m/z 41.00 13.50%

5000 55

29
89
I H‘ |

L A e

1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 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 : BG033489.D

Aca On 2 Apr 2018 16:16

Operator : SJ/JU

ﬁ?ggle i J2173-02 ONWP8-MW30S-GW
ALS Vial : 12 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 1

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

8.38 93.41 ng 961417 1,4-Dichlorobenzene-d4 8.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 867 (8.382 min): BG033489.D (-857) (-) m/z 132.00 100.00%
132
5000 68 \
54 ‘ 75 % 104 8.00 820 8.40 8.60 8.80
o.,....,...!ll!.‘.‘.7 Y 6’r!-.'.|,..':-:,.5.“‘?.,....,.'!..,.1.1?.,....,'.~..,.. m/z 68.00 50.07%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 AR RN LR R
800 820 840 8.60 8.80
21 70 m/z 66.00 32.91%
0 ‘ 4\4 5\1 6‘0\ \‘ 7\7 86 | 105 116 !
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
8.00 820 8.40 8.60 8.80
5000 m/z 134.00 31.84%
67
80 o1
45 54 106 117
G R RN R R RS AR RS AR LRSS AR AN LR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile e B ALe R
132 800 820 840 8.60 8.80

m/z 69.00 20.93%

5000
92
65
39 105
A T
B R B e AR EE s m s R A R

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 8.00 8.20 8.40 8.60 8.80
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Tentatively ldentified Compound (LSC) summary

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

Data File : BG033489.D

Acq On : 2 Apr 2018 16:16

Operator : SJ/JU

ﬁ?ggle i J2173-02 QNWP8-MW30S-GW
ALS Vial : 12 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 13.3 ng 136582 1 8.87 205848 20.0
unknown8 .38 8.38 93.4 ng 961417 1 8.87 205848 20.0
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