LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022502.D

Aca On : 03 Sep 2019 14:40

Operator : HP/JU

Sample : K4619-18

Misc :

ALS Vial : 10 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:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM082919 .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

4.699 288 291 299 rBV2 7088 11119 1.59% 0.275%
5.128 359 364 383 rBB 190380 296903 42.41% 7.334%
rBv 172310 319848 45.68% 7.901%
7.040 683 689 703 rBvV 230600 362868 51.83% 8.963%
7.504 762 768 775 rBV 69635 108126 15.44% 2.671%
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7.810 815 820 829 rBvV 185154 288087 41.15% 7.116%
8.681 963 968 984 rBV 89137 192368 27.48% 4.752%
10.281 1234 1240 1258 rBVY 50548 118133 16.87% 2.918%
12.774 1658 1664 1677 rBV 234421 412287 58.89% 10.184%
13.669 1812 1816 1826 rBB 9426 14363 2.05% 0.355%

=
QO ~NO®

11 14.174 1896 1902 1914 rBB2 87790 154368 22.05% 3.813%
12 15.686 2154 2159 2178 rBB 199289 372909 53.26% 9.211%
13 16.945 2368 2373 2387 rBV 84932 166129 23.73% 4.104%
14 17.833 2521 2524 2534 rVB3 8532 15289 2.18% 0.378%
15 19.580 2816 2821 2833 rBV 542090 700134 100.00% 17.294%

16 20.845 3033 3036 3042 rBV6 13185 19367 2.77% 0.478%
17 21.162 3085 3090 3102 rBV2 131016 211844 30.26% 5.233%
18 21.280 3107 3110 3114 rBVS5 6893 9798 1.40% 0.242%
19 21.703 3179 3182 3186 rVB5 8122 9442 1.35% 0.233%
20 22.621 3336 3338 3344 rVB3 13608 20388 2.91% 0.504%

21 23.344 3455 3461 3473 rBvV 103515 244604 34.94% 6.042%

Sum of corrected areas: 4048374
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM090319\
: BM022502.D

: 03 Sep 2019 14:40

: HP/JU

: K4619-18

- 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

500000

400000

300000

200000

100000

TIC: BM022502.D

7.04
5.13

8.68
10.28

4.70

0

Time--> 3.00

T
350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

500000

400000

300000

200000

100000

0

TIC: BM022502.D

1958

12.77
15.69

14.17 16.94

13.67 17.83 |

Time-->

A A
LA L L M L L L L L L N L L I L I L L L L B L L B

12.00 1250 13.00 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

Abundance

500000

400000

300000

200000

100000

0

TIC: BM022502.D

23.34

21.16

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022502.D

Aca On : 03 Sep 2019 14:40

Operator : HP/JU

Sample : K4619-18

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.70 2.06 ng 11119 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 9
2 Diacetamide 101 C4H7NO2 000625-77-4 7
3 Butane 58 C4H10 000106-97-8 5
4 Guanidine 59 CH5N3 000113-00-8 4
5 Propylamine 59 C3HON 000107-10-8 4

Abundance Scan 291 (4.699 min): BM022502.D (-288) (-) m/z 43.00 100.00%
43
5000 59
| | Hl)l 440 460 4.80 5.00
o N N m/z 59.00 42_65%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8184: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R LA UL SR
58 440 4.60 4.80 5.00
m/z 58.00 15.27%
28 101
A Ll | 73 83 s
e R RS IR R IS I RIS RS IS SRR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #4023: Diacetamide
43
440 460 480 500
5000 59 m/z 101.10 14 .44%
73
101
o 28 37 |l 51 || 67 79 86 |
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #234: Butane LSS B L LA N B
43 440 4.60 4.80 5.00
m/z 39.00 12.13%
5000 29
15 ‘ 58
0"W?'”I”M'P'lW"”hM'?ﬂ'“I'”'P"W'”'I”'W"”I' IR LA UL SR
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM090319\
Data File : BM022502.D

Aca On : 03 Sep 2019 14:40

Operator : HP/JU

Sample : K4619-18

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082919 .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 unknown7.04 Concentration Rank 1

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

7.04 67.12 ng 362868 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 18
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10

Abundance Scan 689 (7.040 min): BM022502.D (-683) (-) m/z 132.00 100.00%
132
5000 68
40 R UL UL LIS UL
[ a7 I| 61, | 7f o 16 103 6.80 7.00 7.20 7.40
Ol b mtpbbrepiftl oy 92 L Tm/z 68.10 46.15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14505: 1H-Benzimidazole, 2-methyl-
132
5000 RN LRI UL R
6.80 7.00 7.20 7.40
39 5 m/z 66.00 42 _.21%
77 104
N A I .||H. BN/ T N [N
m/z--> 20 30 40 50 70 80 90 100 110 120 130 140
Abundance #14144. 5-Fluoro-2-chloropyrimidine
132
680 7.00 7.20 7.40
5000 m/z 134.00 33.91%
33 am o g7 105
0'|""|ﬂ"w"'“?&"éﬁ"'l"7fi'?§w""|'w”'l}}ﬁl""|"'w"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine A A R
132 6.80 7.00 7.20 7.40
69 m/z 69.10 24 .97%
104
5000
78
31 44
OW'”'A'M\J'WH”'P'JI”'W'”'P'”I”'W'”'P'”I“"" U UL UL R
m/z--> 20 30 40 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM090319\
Data File : BM022502.D

Acq On : 03 Sep 2019 14:40

Operator : HP/JU

Sample - K4619-18

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082919_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]
2-Pentanone, 4-hy... 4.70 2.1 ng 11119 1 7.50 108126 20.0
unknown? .04 7.04 67.1 ng 362868 1 7.50 108126 20.0
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