LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023167.D

Acq On 18 Jul 2016 20:36

Operator : UM/SJ

Sample : H4044-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 height area % max. total
1 3.020 26 31 55 rVB 2913635 4541092 57.47% 7.576%
2 5.193 395 401 410 rBV 223420 365380 4.62% 0.610%
3 5.663 473 481 494 rBV 1922453 3225330 40.82% 5.381%
4 7.267 746 754 766 rBV 2350035 4145300 52.46% 6.916%
5 7.638 810 817 829 rBV 2130892 3846003 48.68% 6.417%
6 8.108 891 897 906 rvVB 553958 930428 11.78% 1.552%
7 8.437 945 953 966 rvB 1593492 2781245 35.20%  4.640%
8 9.283 1088 1097 1106 rVvB 1528113 2766949 35.02% 4.616%
9 10.934 1370 1378 1385 rBV 814672 1491763 18.88% 2.489%
10 13.366 1785 1792 1801 rBV 3961403 6178407 78.19% 10.308%

11 14.189 1924 1932 1938 rBV 788603 1178109 14.91% 1.966%
12 14.747 2020 2027 2034 rVB2 1324948 2152134 27.24% 3.591%
13 15.558 2161 2165 2170 rVB2 98337 120952 1.53% 0.202%
14 16.228 2273 2279 2289 rBV 2979089 4692939 59.39% 7.830%
15 16.416 2306 2311 2321 rBV2 107143 181631 2.30% 0.303%

16 17.209 2441 2446 2450 rBV2 96185 125514 1.59% 0.209%
17 17.485 2486 2493 2497 rBV2 1617674 2520239 31.90% 4_.205%
18 17.526 2497 2500 2505 rVB 326179 443191 5.61% 0.739%
19 17.614 2511 2515 2523 rVB 147238 229200 2.90% 0.382%
20 18.354 2634 2641 2645 rBV3 67820 150160 1.90% 0.251%

21 18.401 2645 2649 2656 rVB3 66300 118423 1.50% 0.198%
22 18.548 2668 2674 2679 rBV3 84152 177760 2.25% 0.297%
23 19.259 2790 2795 2801 rBV6 50464 87995 1.11% 0.147%
24 19.524 2835 2840 2846 rVB 676288 969975 12.28% 1.618%
25 19.853 2890 2896 2897 rBV 94388 158026 2.00% 0.264%

26 19.882 2897 2901 2908 rVB 573025 865732 10.96% 1.444%
27 20.076 2927 2934 2939 rBV 5652262 7901355 100.00% 13.182%
28 20.370 2981 2984 2990 rVB2 119548 161901 2.05% 0.270%
29 20.470 2997 3001 3005 rBV2 117941 159031 2.01% 0.265%
30 21.363 3149 3153 3159 rBv4 117898 219346 2.78% 0.366%

31 21.745 3210 3218 3224 rBV2 1704215 3522309 44.58% 5.877%
32 21.792 3224 3226 3236 rVB 322866 482412 6.11% 0.805%
33 23.989 3593 3600 3604 rBV2 166705 442353 5.60% 0.738%
34 24.876 3745 3751 3759 rVB3 141206 373429 4.73% 0.623%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023167.D

Acq On 18 Jul 2016 20:36

Operator : UM/SJ

Sample : H4044-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 25.029 3768 3777 3790 rBV2 755853 2232549 28.26% 3.725%

Sum of corrected areas: 59938562
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BGO71816\

BG023167.D

18 Jul 2016 20:36

UmM/sJ

H4044-15

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
LSCINT.P

Abundance

5000000

4000000

3.02

3000000

2000000

1000000

N

TIC: BG023167.D

7.27

8.44 0.28

10.93
8.11

5.19

O

Time--> 3. OO

3.50 400 450 500 550 600 650 700 750 800 850 900 950 1000 1050 1100 1150 1200 1250

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BG023167.D
20.08

13.37

16.23

21.74
17.48
14.75

14.19

.79

1720781

15.56 18338055

tl6.42

O
Time-->

A
Trrjrtrtrrprtrrryrrrryrrrryrrrryrrrr|yrrrryrrrryrrrr|yrrrr[rrrr[yrrrr[yrrrr[1r1r1r1r[rrrr[rrrrrrrryrrrrrrr

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 20.50 21.00 21.50 22.00 22.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BG023167.D

25.03

23.99 24.

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\BGO071816\
Data File : BG023167.D

Acq On 18 Jul 2016 20:36

Operator : UM/SJ

Sample - H4044-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .M
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 unknown3.02 Concentration Rank 1

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

3.02 97.61 ng 4541090 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
4 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CIO 100244-09-5 9

Abundance Scan 31 (3.020 min): BG023167.D (-26) (-) m/z 73.10 100.00%
7B
o | T"**[X:H*THTTf"Tf"*Tr"TT
2.903.003.10 3.20 3.30 3.40
o! bk 110 154 191221 257283 349 394426 202 m/z 43.10 50.08%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-
73
so00] 43
2.903.003.10 3.20 3.30 3.40
m/z 89.05 35.20%
|

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

30 78

-

2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.05 10.63%

m/z--> 0 50 100 150 200 250 300 350 400 450 500

-

Abundance #855: 1-Propanol, 2-methyl-
43 2.903.003.103.203.30 3.40
m/z 45.05 8.15%
5000
74
— s L S a—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.903.003.103.203.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023167.D

Acq On 18 Jul 2016 20:36

Operator : UM/SJ

Sample - H4044-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .M
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 unknown5.19 Concentration Rank 4

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

5.19 7.85 ng 365380 1,4-Dichlorobenzene-d4 8.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Propane, 1,1-dipropoxy- 160 C9H2002 004744-11-0 38
3 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 38
4 Tetraglyme 222 C10H2205 000143-24-8 32
5 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 17

Abundance Scan 400 (5.188 min): BG023167.D (-395) (-) m/z 43.05 100.00%

43
5000
101

480 500 520 540 560
A4 120 162 207 242272 ST 2RSS Th/z 59.10  62.05%

T T 1
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000

480 5.00 520 5.40 5.60
m/z 101.10 20.53%

‘ 101
iy
e e e e e e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
59
R R e e e e S R
4.80 5.00 520 5.40 5.60
5000[ . 101 m/z 58.10 13.47%
131
159
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.13%
5000 101
27l
= T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023167.D

Acq On 18 Jul 2016 20:36

Operator : UM/SJ

Sample - H4044-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .M
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 unknown7.64 Concentration Rank 2

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

7.64 82.67 ng 3846000 1,4-Dichlorobenzene-d4 8.11

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 14
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14

062802-42-0 10
022291-85-6 10

132 C4H2CIFN2
2-me... 132 C8H8N2

4 5-Fluoro-2-chloropyrimidine
5 2H-Cyclopenta[d]pyridazine,

Abundance Scan 817 (7.638 min): BG023167.D (-810) (-) m/z 132.00 100.00%
132
68
5000
7.40 7.60 7.80 8.00
o,....,....l,l.. 108202 260 208 356389 430 ———2M | 'm/z 68.10 62.65%

150 200 250 300 350 400 450 500
#14142: 3-Chloro-6-fluoro-pyrazine

m/z--> 0 50 100
Abundance

132

69
104 A

e

5000 -
7.40 7.60 7.80 8.00
m/z 66.10  38.44%

31
‘Ml\‘ ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
132
B e EmEm L e R RR
7.40 7.60 7.80 8.00
5000 m/z 134.00 34.23%
og 63 104
e TR AL B B BB mEEEE
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R S
132 7.40 7.60 7.80 8.00
m/z 69.10 27 .47%
97
5000

31 70
\HMJ

m/z--> 0 50 100 150 200 250 300 350 400 450 500

7.40 7.60 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071816\
Data File : BG023167.D

Acq On 18 Jul 2016 20:36

Operator : UM/SJ

Sample : H4044-15

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_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]
unknown3 .02 3.02 97.6 ng 4541090 1 8.11 930428 20.0
unknown5.19 5.19 7.8 ng 365380 1 8.11 930428 20.0
unknown? .64 7.64 82.7 ng 3846000 1 8.11 930428 20.0
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