LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\

Data File : BG033902.D

Aca On - 21 Apr 2018 2:34 Instrument :
Operator : SJ/JU ?:II\:gﬁ(t;Sam ol
3?22'6 i J2473-05 04w1&QDﬂ:De
ALS Vial : 21 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-BG041918.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

4.988 284 289 296 rVB 69099 104503 1.62% 0.461%
5.441 359 366 376 rvVB 417619 642510 9.96% 2.835%
rBv 255666 429202 6.66% 1.894%
7.362 686 693 702 rBV 725280 1227780 19.04% 5.417%
7.832 765 773 781 rBV 230055 377835 5.86% 1.667%
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8.149 819 827 836 rVB 937441 1591996 24.69% 7.023%
8.978 961 968 978 rBV 780623 1373828 21.31% 6.061%
10.617 1239 1247 1256 rVB 303551 541898 8.40% 2.391%
13.085 1660 1667 1677 rVB 2071709 3327066 51.60% 14.678%
14.466 1893 1902 1910 rBV2 484219 811533 12.59% 3.580%

=
QO ~NO®

11 15.952 2148 2155 2164 rBV 1244740 1846688 28.64% 8.147%
12 17.215 2363 2370 2380 rVB 729450 1061685 16.47% 4.684%
13 19.853 2813 2819 2825 rBV 4693850 6447861 100.00% 28.446%
14 21.469 3088 3094 3105 rBvV 938653 1463231 22.69% 6.455%
15 24.536 3605 3616 3630 rVvB2 536637 1419340 22.01% 6.262%

Sum of corrected areas: 22666956
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

- Z:\HPCHEMI\BNA G\DATA\BG042018\

- BG033902.D

- 21 Apr 2018 2:34

- SJ3/JU

: J2473-05 041818-SIDI-F-D-B
- 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
ration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BG033902.D

8.15
7.36
5.44

6.99 10.62
4.99 “ 783

0
Time-->

T S B

350 400 450 500 550 6.00 650 7.00 750 800 8.50

9.00 9.50 10.

T T T T
00 10.50 11.00 11.50 12.

00 12.50

Abundance

4000000

3000000

2000000

1000000

TIC: BG033902.D
1985

15.95
21.47

17.22
14.47

0
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

4000000

3000000

2000000

1000000

TIC: BG033902.D

24.54

0

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\BG042018\

Data File : BG033902.D

Aca On - 21 Apr 2018 2:34

Operator : SJ/JU

ﬁ?ggle i J2473-05 041818-SIDI-F-D-B
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.99 5.53 ng 104503 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 23

Abundance Scan 289 (4.988 min): BG033902.D (-284) (-) m/z 43.00 100.00%
43
5000
s 1‘|’1 473 | 460 480 500 520 540
o m/z 58.95 59.55%
m'z--> 0 50 100 150 200 250 300 350
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrrerryrTriyreT T T T T T

460 4.80 5.00 5.20 5.40
m/z 58.00 15.67%

15 ‘ 101
0 ‘ bl b \‘
A
m/z--> 0 50 100 150 200 250 300 350
Abundance
59
L B
4.60 4.80 5.00 5.20 5.40
5000 m/z 101.00 14.89%
of——db s
m/z--> 0 50 100 150 200 250 300 350
Abundance #8346: 2-Hexanol, 2-methyl- R L
59 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.96%
5000
101
31
o Nwh“u7?.j...., — T
m/z--> 0 50 100 150 200 250 300 350 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042018\

Data File : BG033902.D

Aca On - 21 Apr 2018 2:34

Operator : SJ/JU

ﬁ?ggle i J2473-05 041818-SIDI-F-D-B
ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG041918_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 unknown7.36 Concentration Rank 2

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

7.36 64 .99 ng 1227780 1,4-Dichlorobenzene-d4 7.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Benzene. 1l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1H-Tetrazaborole, 5-chloro-4,5-d... 132 C2H6BCIN4 021960-49-6 9

Abundance Scan 693 (7.362 min): BG033902.D (-686) (-) m/z 131.90 100.00%
132
5000
96 TITTTT T T T T T T T T T
47 ‘ | 75 104 14 7.00 7.20 7.40 7.60
o.,“.w.neh.u,n...u.“.”,”.w.”.“u”,”.w.”.,L”,“ m/z 68.00 44.66%
m/z--> 20 30 40 50 80 90 100 110 120 130 140
Abundance #14142. 3- Chloto 6-fluoro-pyrazine
132
69
104
5000 ISR N UL UL
7.00 7.20 7.40 7.60
78 m/z 133.90 32.74%
31 4 51
0'I”"A'JM'M'J”'W"JI”"P"W'”'I“'W"”I”"I“” T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
700 7.20 740 7.60
5000 m/z 66.00 29.20%
33 44 0 g7 105
o 51 60 8 g6 115
m/z--> ﬁo §0 Jo éo éo fo éo §o 160 110 150 150 150
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile B
132 7.00 7.20 7.40 7.60
m/z 69.00 18.94%
5000
92
65
Lo2r 3 sig o7 | 1P ay |
m/z--> 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1(')0 ﬁo 150 150 140 7.'00 7.'20 7.110 7.|60 '
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI1I\BNA_G\DATA\BG042018\

BG033902.D

21 Apr 2018 2:34

SJ3/JU

J2473-05 041818-SIDI-F-D-B
21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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... 4.99 5.5 ng 104503 1 7.83 377835 20.0

unknown7 .36

7.36 65.0 ng 1227780 1 7.83 377835 20.0
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