LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023114.D

Acq On 15 Jul 2016 15:26

Operator : UM/SJ

Sample : H4015-04

Misc :

ALS Vial : 5 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 3.038 29 34 55 rBV 4203932 6266465 71.86% 11.926%
2 5.224 399 406 414 rBV 241053 378244  4.34% 0.720%
3 5.700 479 487 496 rBV 1743755 2908848 33.35% 5.536%
4 7.310 753 761 777 rBV 2028175 3580533 41.06% 6.814%
5 7.680 816 824 829 rBV 1871296 3309552 37.95% 6.298%

7.727 829 832 847 rVB 378109 598197 6.86% 1.138%
8.150 895 904 912 rBvV2 363108 624939 7.17% 1.189%
8.479 952 960 969 rvB 1343331 2322323 26.63% 4._.420%
9.325 1096 1104 1113 rBV 1287502 2296808 26.34% 4_.371%
10.982 1378 1386 1393 rBV 548450 982979 11.27% 1.871%

=
QO ~NO®

11 13.420 1793 1801 1810 rBV 3533075 5515321 63.24% 10.496%
12 14.243 1934 1941 1947 rBV 756242 1173412 13.46% 2.233%
13 14.801 2030 2036 2045 rvB2 973382 1580399 18.12% 3.008%
14 16.293 2283 2290 2302 rBV 3185274 4966033 56.94% 9.451%
15 16.481 2317 2322 2325 rBV2 62372 89353 1.02% 0.170%

16 17.275 2451 2457 2461 rBV 76907 106468 1.22% 0.203%
17 17.551 2498 2504 2518 rBV2 1247247 2072884 23.77% 3.945%
18 18.420 2646 2652 2659 rBv3 119278 193666 2.22% 0.369%
19 20.154 2941 2947 2956 rBV 6548224 8720978 100.00% 16.597%
20 21.481 3166 3173 3178 rBV10 78824 218367 2.50% 0.416%

21 21.857 3230 3237 3245 rBV 1383206 2382534 27.32% 4 _.534%
22 23.585 3526 3531 3537 rVB2 87721 163102 1.87% 0.310%
23 25.236 3801 3812 3827 rBV2 658126 2094223 24.01% 3.986%

Sum of corrected areas: 52545628
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023114.D

Acq On : 15 Jul 2016 15:26

Operator : UM/SJ

Sample : H4015-04

Misc :

ALS Vvial : 5 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

Abundance TIC: BG023114.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023114.D

Acq On 15 Jul 2016 15:26

Operator : UM/SJ

Sample : H4015-04

Misc :

ALS Vial : 5 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 unknown3.04 Concentration Rank 1

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

3.04 200.55 ng 6266470 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 36
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 25
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 34 (3.038 min): BG023114.D (-29) (-) m/z 73.10 100.00%
3
43
5000 /\\\‘_
300 320 340
o! ko L21149177208236 270 3003834 ATAS02 S48 | "m/z 43.10 54.72%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 T L
300 320  3.40
‘ m/z 89.05 38.88%
“‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance
43
T
89 3.00 3.20 3.40
5000 m/z 41.05 10.36%
15
L T B B e e BEBRE R o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #733: N-Ethylformamide e
30 73 3.00 320 3.40
m/z 45.10 9.63%
5000
Ihl IIIIIIIIIIIIIIII TTTT TTr T IIIIIIIII IIIIIIIIIIIIIIII LI T L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 300 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023114.D

Acq On 15 Jul 2016 15:26

Operator : UM/SJ

Sample : H4015-04

Misc :

ALS Vial : 5 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 unknown5.22 Concentration Rank 5

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

5.22 12.11 ng 378244 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Guanidine 59 CH5N3 000113-00-8 47
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 43
4 1-Cyclohexylethanol, methyl ether 142 C9H180 1000365-12-8 32
5 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 28

Abundance Scan 405 (5.218 min): BG023114.D (-399) (-) m/z 43.10 100.00%
a3
5000 A\
T 4Bo 5h0 520 540 S0
A0 132 165 207 254283 352384 433 472 532 m/z 59.10 70.19%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #256: Guanidine
59
5000{ 18 I AN R U I
480 500 5.20 5.40 5.60
m/z 101.00 20.48%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
480 500 520 540 560
5000 m/z 58.00 16.60%
101
I”"I79'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”'
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4030: 2,3-Butanedione, monooxime
4 4.80 500 5.20 5.40 5.60
m/z 41.05 7.85%
5000
101
15
mz-> 0 50 100 150 200 250 300 350 400 450 500 | | 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023114.D

Acq On 15 Jul 2016 15:26

Operator : UM/SJ

Sample : H4015-04

Misc :

ALS Vial : 5 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 unknown7.68 Concentration Rank 2

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

7.68 105.92 ng 3309550 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 18
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10

Abundance Scan 824 (7.680 min): BG023114.D (-816) (-) m/z 132.00 100.00%
132
68
5000
o | T 7% 760 780 80
A .l,l. A 95 256 296 341375 426 836 7z 68.10 58.18%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AT

7.40 7.60 7.80 8.00
m/z 66.10  39.94%

31
‘Ml \‘ ‘

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

132

7.40 7.60 7.80 8.00
5000 o7 m/z 134.00 35.23%

31 70

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

Abundance #14503: 1H-Benzimidazole, 2-methyl- R
132 7.40 7.60 7.80 8.00
m/z 69.10 27.68%
5000
281|63) 104
A e e e e
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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023114.D

Acq On 15 Jul 2016 15:26

Operator : UM/SJ

Sample : H4015-04

Misc :

ALS Vial : 5 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 4 Ethanol, 2-[2-(2-ethoxyetho... Concentration Rank 4

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

7.73 19.14 ng 598197 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 64
2 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 59
3 Diethyl carbitol 162 C8H1803 000112-36-7 43
4 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 42
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 39

Abundance Scan 833 (7.733 min): BG023114.D (-829) (-) m/z 45.10 100.00%
45
5000
72
TTTTTTTT T ET TR T T
7.40 7.60 7.80 8.00
ek b 104177 224253 292 845 482512 sz 59.10  46.41%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #44467: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45
5000 AR U LN
7.40 7.60 7.80 8.00
72 m/z 72.10 29.82%
s
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
45
7.40 7.60 7.80 8.00
5000 m/z 73.05 20.93%
72
18 104
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #32644: Diethyl carbitol
4 7.40 7.60 7.80 8.00
m/z 43.10 14.77%
5000 72
15) ] | | 108
mz-> 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\BGO71516\
Data File : BG023114.D

Acq On 15 Jul 2016 15:26

Operator : UM/SJ

Sample : H4015-04

Misc :

ALS Vial : 5 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 .04 3.04 200.6 ng 6266470 1 8.15 624939 20.0
unknown5.22 5.22 12.1 ng 378244 1 8.15 624939 20.0
unknown? .68 7.68 105.9 ng 3309550 1 8.15 624939 20.0
Ethanol, 2-[2-(2-... 7.73 19.1 ng 598197 1 8.15 624939 20.0
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