LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033277.D

Aca On : 20 Mar 2018 22:19

Operator : SJ/JU

Sample : PB107498BL

Misc :

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

5.790 422 426 434 rBvY 28672 49301 1.28% 0.287%
6.307 507 514 535 rBV 607881 1254432 32.60% 7.311%
rBv 628229 1416723 36.82% 8.257%
8.399 863 870 890 rBvV 603335 1300133 33.79% 7.577%
8.893 946 954 968 rBV2 90472 220216 5.72% 1.283%
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9.228 1003 1011 1025 rBV 459612 939107 24.41% 5.473%
10.091 1151 1158 1172 rBV 362774 815778 21.20% 4._.754%
11.778 1437 1445 1461 rBV2 146767 329579 8.57% 1.921%
14.139 1840 1847 1869 rBV 1260016 2149496 55.87% 12.528%
15.508 2072 2080 2094 rBV2 301752 539712 14.03% 3.146%

=
QO ~NO®

11 16.983 2324 2331 2347 rBV 1087585 1851897 48.13% 10.793%
12 18.241 2538 2545 2559 rBV 441526 756217 19.65% 4._.407%
13 20.761 2967 2974 2986 rBV 2821117 3847553 100.00% 22.424%
14 22.594 3279 3286 3298 rBV2 451600 866323 22.52% 5.049%
15 26.390 3921 3932 3947 rVB3 241668 821571 21.35% 4._.788%

Sum of corrected areas: 17158038
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

LSC Report - Integrated Chromatogram

2 \\74.0.250.170\SVOASRV\HPCHEM1I\BNA G\DATA\BG032018\
: BGO33277.D

: 20 Mar 2018 22:19

: SJ/JU

: PB107498BL

13 Sample Multiplier: 1

hod
le

= Z:\HPCHEM1\BNA G\METHODS\8270-BG031918.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
ry : C:\Database\NIST11.L
ration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BG033277.D

6.31 7.99 8.40

9.2 10.09

11.78
5,79 8.89

0

T T
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

2500000

2000000

1500000

1000000

500000

TIC: BG033277.D
20.76

14.14
16.98

18.24 22.59
15.51

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

2500000

2000000

1500000

1000000

500000

TIC: BG033277.D

26.39

0l
Time--> 23.00 2350 24.00 2450 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\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033277.D

Aca On : 20 Mar 2018 22:19

Operator : SJ/JU

Sample : PB107498BL

Misc :

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.79 4_.48 ng 49301 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
3 Guanidine 59 CH5N3 000113-00-8 9
4 Acetone 58 C3H60 000067-64-1 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 426 (5.790 min): BG033277.D (-422) (-) m/z 43.00 100.00%
43
59
5000
101 AR RAREE RN RN R
89 540 560 5.80 6.00 6.20
ol e e e m/z 59.00 65.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR RS RSN LR
540 560 5.80 6.00 6.20
59 m/z 101.00 22.26%
0 27 3 53| 61 778 o1 O
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59
R ARRERARRS RARNE RS A
540 560 5.80 6.00 6.20
5000 a1 101 m/z 58.10 17.78%
29
15 73 87 117
e B R R RS RS RN AR REAAS AR SAARS RS RA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #257: Guanidine
43 59 540 560 5.80 6.00 6.20
m/z 56.00 8.78%
5000
28
OF e e e RS RARSS AR SRR RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 540 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA G\DATA\BG032018\
Data File : BG033277.D

Aca On : 20 Mar 2018 22:19

Operator : SJ/JU

Sample : PB107498BL

Misc :

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 unknown8.40 Concentration Rank 1

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

8.40 118.08 ng 1300130 1,4-Dichlorobenzene-d4 8.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 17
4 1H-Tetrazaborole. 5-chloro-4.5-d... 132 C2H6BCIN4 021960-49-6 16
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 870 (8.399 min): BG033277.D (-863) (-) m/z 132.00 100.00%
132
5000 68 /\¥
75 % ‘ 8.00 8.20 840 860 8.80
48 104
o....,...!!'!... " 6’r!-.'.|,..'m,..f.‘?,...~.,.'!~..,.1.1?.,....,'...,.. m/z 68.00 48.67%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 P e
8.00 820 8.40 8.60 8.80
70 m/z 66.00 35.77%

31 60
I o e B o e e R e B E
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69

104 8.00 8.20 8.40 8.60 8.80

5000 m/z 134.00 30.34%
78
31 38 44 51
o) NSRS 1YV SN ORI MMM | RN | —
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- R ARA RS R R

132 8.00 8.20 8.40 8.60 8.80
m/z 69.00 20.49%
5000
69

39 76
MHﬁ?\\ !
O S B o o L e R Ee

57
‘ 89 g7103 ‘
mz--> 30 40 50 60 70 80 90 100 110 120 130 140 8.00 820 840 8.60 8.80

‘ 63 | \ Ly 115
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_G\DATA\BG032018\
Data File : BG033277.D

Acq On : 20 Mar 2018 22:19

Operator : SJ/JU

Sample : PB107498BL

Misc :

ALS Vial : 13 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]
2-Pentanone, 4-hy... 5.79 4.5 ng 49301 1 8.89 220216 20.0
unknown8 .40 8.40 118.1 ng 1300130 1 8.89 220216 20.0
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