LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO070117\
Data File : BG027804.D

Acq On 2 Jul 2017 4:39

Operator : SJ/JU

Sample - 14020-01

Misc :

ALS Vial : 13 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-BG062817 .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

5.605 285 292 301 rBV 33365 57542 1.87% 0.479%
6.057 362 369 380 rBV 261052 446797 14.53% 3.716%
rBv 166283 316876 10.31% 2.635%
8.008 694 701 711 rBV 444848 827849 26.92% 6.885%
8.478 773 781 790 rBV 84159 155187 5.05% 1.291%
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8.801 828 836 845 rBV 338863 626732 20.38% 5.212%
9.641 970 979 992 rBV 338335 630459 20.51% 5.243%
11.292 1253 1260 1270 rBV 141475 261250 8.50% 2.173%
13.689 1658 1668 1675 rBVY 1070940 1708060 55.55% 14.205%
14.494 1799 1805 1812 rBV 105659 159816 5.20% 1.329%

=
QO ~NO®

11 15.064 1893 1902 1911 rBV2 235534 415327 13.51% 3.454%
12 16.551 2148 2155 2164 rBV 1012805 1627735 52.94% 13.537%
13 17.814 2362 2370 2380 rBV 328734 549610 17.88% 4._.571%
14 20.387 2802 2808 2817 rBV 2192743 3074649 100.00% 25.570%
15 22.174 3105 3112 3120 rBV 303404 583234 18.97% 4 _850%

16 23.014 3250 3255 3264 rBV2 15053 36566 1.19% 0.304%
17 25.781 3714 3726 3743 rBV2 155343 546900 17.79% 4.548%

Sum of corrected areas: 12024589
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LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BGO70117\
BG027804.D
2 Jul 2017
SJ/JuU
14020-01

4:39

13 Sample Multiplier: 1

hod
le

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

ry C:\Database\NIST11.L
ration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070117\
Data File : BG027804.D

Acq On 2 Jul 2017 4:39

Operator : SJ/JU

Sample - 14020-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.60 7.42 ng 57542 1,4-Dichlorobenzene-d4 8.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 47
3 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 38
4 Hydrazine, 1,1-bis(l1-methylethyl)- 116 C6H16N2 000921-14-2 32
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 291 (5.599 min): BG027804.D (-285) (-) m/z 43.10 100.00%
43
59
5000
o w T 550 540 50 580 600
e B e ot B m/z 59.10 56.88%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR R N
520 5.40 5.60 5.80 6.00
59 m/z 101.10 15.88%
?\7\\ 37\ L 53‘ H 67 7 83 91 ‘10‘1
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
520 540 560 580 6.00
5000 m/z 58.10 14 .00%
a1 101
15 31 53 69 83
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
59 520 5.40 5.60 5.80 6.00
m/z 41.10 8.09%
5000
43 101
31
s Tl sllen 8 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 520 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG070117\
Data File : BG027804.D

Acq On 2 Jul 2017 4:39

Operator : SJ/JU

Sample - 14020-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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 unknown8.01 Concentration Rank 1

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

8.01 106.69 ng 827849 1,4-Dichlorobenzene-d4 8.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 701 (8.008 min): BG027804.D (-694) (-) m/z 132.00 100.00%
132
5000 68
0 s ||, % ok TR 8bo 550 6k
o m/z 68.10 40.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 AR R R UL
o7 7.60 7.80 8.00 8.20 8.40
117 m/z 134.00 33.14%
...|....|.... ...|....|....|.. R e
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
132
7.60 7.80 8.00 8.20 8.40
5000 m/z 66.10 29.20%
104
14 27 39 51 %77 g9 g5
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- A
132 760 7.80 8.00 820 8.40

m/z 69.10 16.98%

117
5000
39 91
G
il | wl l I

m/z--> 20 40 60 80 100 120 140 160 180 200 760 7.80 800 8.20 8.40

8270-BG062817.M Mon Jul 03 19:05:45 2017 Page: 4



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO070117\
Data File : BG027804.D

Acq On 2 Jul 2017 4:39

Operator : SJ/JU

Sample - 14020-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062817 .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... 5.60 7.4 ng 57542 1 8.48 155187 20.0
unknown8.01 8.01 106.7 ng 827849 1 8.48 155187 20.0
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