LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017249.D

Acq On : 22 May 2015 16:40

Operator : TP/1Z

Sample - PB83443BL

Misc :

ALS Vial : 9 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-BG051315.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 2.773 7 14 20 rBvV3 23175 46842 7.79% 1.258%

2 2.855 25 28 37 rvB2 14079 23761 3.95% 0.638%

3 5.282 433 441 448 rVB 69544 106707 17.74% 2.866%

4 6.886 706 714 723 rBY 74679 117065 19.46% 3.144%

5 7.221 766 771 779 rVB 73126 116474 19.36% 3.128%
7.679 840 849 858 rBvY 139903 222916 37.06% 5.987%
8.002 897 904 911 rVB 56559 89975 14.96% 2.417%
8.842 1039 1047 1055 rBvV2 46136 75042 12.47% 2.016%

10.476 1318 1325 1333 rVB 173823 294691 48.99% 7.915%
12.949 1741 1746 1752 rBV 106533 153471 25.51% 4.122%

=
QO ~NO®

11 14.336 1974 1982 1992 rVB2 260736 388021 64.50% 10.422%
12 15.828 2231 2236 2243 rBV2 73339 108865 18.10% 2.924%
13 17.080 2443 2449 2456 rBvV2 328102 467793 77.76% 12.564%

14 19.336 2830 2833 2836 rBV2 5550 6113 1.02% 0.164%
15 19.412 2842 2846 2849 rVB3 14883 15872 2.64% 0.426%
16 19.712 2892 2897 2905 rBV 215105 253226 42.10% 6.801%
17 20.458 3020 3024 3031 rVB5 15922 18102 3.01% 0.486%
18 21.063 3122 3127 3131 rBV6 9405 12960 2.15% 0.348%
19 21.193 3143 3149 3151 rVB6 5405 8294 1.38% 0.223%

20 21.263 3156 3161 3168 rBV 499535 601550 100.00% 16.157%

21 23.519 3538 3545 3553 rVB2 307204 582742 96.87% 15.651%

22 23.889 3606 3608 3612 rBV5 5187 6555 1.09% 0.176%
23 25.705 3914 3917 3918 rBV3 6378 6206 1.03% 0.167%
Sum of corrected areas: 3723243
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG052215\

BG017249.D

22 May 2015 16:40

TP/1Z

PB83443BL

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017249.D

Acq On : 22 May 2015 16:40

Operator : TP/1Z

Sample - PB83443BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown2.86 Concentration Rank 4

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

2.86 2.13 ng 23761 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-0-Methyl-d-glucose 194 C7H1406 1000127-25-9 39
2 1,4-Butanediamine 88 C4H12N2 000110-60-1 22
3 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 9
4 3-Hexene, 3-diethylboryl-4-trime... 224 C13H29BSi 059766-51-7 9
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 9

Abundance Scan 29 (2.861 min): BG017249.D (-25) (-) m/z 73.05 100.00%
73
5000 43
87
”f 2.80 2.90 3.00 3.10 3.20 3.30
o I B B e B I B m/z 43.10 37.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52246: 3-O-Methyl-d-glucose
7
87
5000 43

2.80 2.90 3.00 3.10 3.20 3.30
57 03 m/z 87.10 23.94%
| MHH ‘ 16 133 1% 163

1 |

S |1 0 O o N £ A0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
30
2.80 2.90 3.003.10 3.20 3.30
5000 m/z 49.00 19.26%
43
15 59 70 s
T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13264: 3-Hexanol, 2,4-dimethyl- — T T
45 73 2.80 2.90 3.003.10 3.20 3.30
m/z 41.05 16.63%
5000 29 55 87
...1?, .‘M. .‘i‘a i .“‘l‘. it .9.7, . .1.1.5, .1?8..,...., S ARRE
m/z--> 20 40 60 80 100 120 140 160 180 2.80 2.90 3.003.10 3.20 3.30
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017249.D

Acq On : 22 May 2015 16:40

Operator : TP/1Z

Sample - PB83443BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.22 Concentration Rank 1

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

7.22 10.45 ng 116474 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 30
2 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 27
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 13

Abundance Scan 771 (7.221 min): BG017249.D (-766) (-) m/z 132.00 100.00%
32
5000 68
40 5 ‘ 75 % 103 6.80 7.00 7.20 7.40 7.60
S .2 AUV ¥ |,.:'~.'.,?‘.4..,..!.,.'::.,....,...., - m/z 68.00 45.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14027: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132
5000 AN SR AR AR AR
104 6.80 7.00 7.0 7.40 7.60
63 m/z 66.00 33.34%
TN A o N
1 1T | | I 1l
m/z--> 10 20 30 Jo 50 60 70 80 90 100 110 150 130 140
Abundance
132
i I"”I"”I'”'I”"PA'
6.80 7.00 7.20 7.40 7.60
5000 m/z 134.00 27.58%
64
15 2 g 2 76 91 99
mmwrﬂmwwmﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14012: 1H-Benzimidazole, 2-methyl- T Baam B )
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 21.20%
5000
63
m/z--> 10 20 30 40 50 eb 70 éo 90 100 110 120 130 140 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG052215\
Data File : BG017249.D

Acq On : 22 May 2015 16:40

Operator : TP/1Z

Sample - PB83443BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG051315_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown?2 .86 2.86 2.1 ng 23761 1 7.68 222916 20.0
unknown7 .22 7.22 10.4 ng 116474 1 7.68 222916 20.0
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