LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ M\DATA\BM050617\

Data File : BMO09956.D

Acq On : 07 May 2017 00:27 Instrument :
Operator : SJ/MA BNA_M
Sample - 12992-03 ClientSampleld :
Misc : R1-MW-1-GW
ALS Vial : 24 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_M\METHODS\8270-BM050517 .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 4.904 305 309 315 rBvV 109599 166556 1.75% 0.430%
2 5.357 380 386 401 rBV 1178270 1800405 18.92%  4.645%
3 6.957 649 658 671 rBVY 771949 1316188 13.83% 3.396%
4 7.304 709 717 729 rBV 1950786 3190332 33.52% 8.232%
5 7.769 790 796 806 rBV 374673 587421 6.17% 1.516%

8.087 843 850 862 rBV 1535940 2498631 26.25% 6.447%
8.945 986 996 1006 rBV 1566113 2595072 27.27% 6.696%
10.569 1265 1272 1279 rBV 467492 793242 8.33% 2.047%
13.039 1683 1692 1702 rBV 3497858 5076832 53.34% 13.099%
14.427 1921 1928 1938 rBV2 699993 1086798 11.42% 2.804%

=
QO ~NO®

11 15.927 2175 2183 2203 rBV 3539336 4897498 51.46% 12.637%
12 17.180 2390 2396 2405 rVB 1037738 1456644 15.31% 3.758%
13 19.809 2836 2843 2848 rBV 7985444 9517126 100.00% 24.556%
14 21.368 3103 3108 3114 rBV 1614803 2050243 21.54% 5.290%
15 23.668 3493 3499 3509 rvB2 896316 1723506 18.11% 4._.447%

Sum of corrected areas: 38756494
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009956.D

Acq On : 07 May 2017 00:27

Operator : SJ/MA

Sample : 12992-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM009956.D
8000000

6000000

4000000

7.30
2000000 8.09 8.95
5.36

6.96
7.77 10.57

4.90

L L L e -

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance TIC: BM009956.D
8000000 19.81

6000000

4000000 13.04 15.93

2000000

17.18
14.43

J

e I e R e N ===

Time--> 12.00 12,50 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

Abundance TIC: BM009956.D
8000000

6000000

4000000

2000000 21.37
23.67

e

Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BM050517.M Mon May 08 18:47:58 2017 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009956.D

Acq On : 07 May 2017 00:27

Operator : SJ/MA

Sample : 12992-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
Quant Title : 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.90 5.67 ng 166556 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 45
3 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 37
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17

Abundance Scan 308 (4.898 min): BM009956.D (-305) (-) m/z 43.10 100.00%
43
5000 59
I 83 1c|)1 207 4.60 4.80 5.00 5.20
SRR MBS~ SBPS MM, L m/z 59.10 48.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.10 16.41%
15 4 101
83
wl Ll L I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- 460 480 500 520
5000 m/z 58.10 11.82%
29 101
15 73 85
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7867: 4-Hydroxy-3-hexanone
59 4.60 4.80 5.00 5.20
m/z 41.00 9.98%
31
5000
%3 73 87 g9 116
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009956.D

Acq On : 07 May 2017 00:27

Operator : SJ/MA

Sample : 12992-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
Quant Title : 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 unknown7.30 Concentration Rank 1

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

7.30 108.62 ng 3190330 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,2,4-Metheno-1H-cyclobuta[cd]pe-.. 132 C10H12 006707-86-4 42
2 1-Penten-3-yne 66 C5H6 000646-05-9 38
3 3-Penten-1-yne, (E)- 66 C5H6 002004-69-5 35
4 1,4,4a,8a-Tetrahydro-1,4-methano... 174 C11H1002 001200-89-1 25
5 Propanedinitrile 66 C3H2N2 000109-77-3 25

Abundance Scan 716 (7.298 min): BM009956.D (-709) (-) m/z 132.00 100.00%
132
68
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40 96 (L e e e
e ﬁ4 61| ‘ 15 o | 103 700 7.20 7.40 7.60
SN | 8 s 111 1P PRSI | m/z 68.10 65.22%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13641: 1,2,4-Metheno-1H-cyclobuta[cd]pentalene, octahydro-
66
5000 UM UL LR I R
7.00 7.20 7.40 7.60
m/z 66.10 54 _.46%
27 39 s | 7§ 9} 104 117 132
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
66
39 700 7.20 740 7.60
5000 m/z 134.00 32.04%
51
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #365: 3-Penten-1-yne, (E)- A e
66 7.00 7.20 7.40 7.60
m/z 69.10 29.55%
39
5000
] ?}
Wy L gt
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050617\
Data File : BM009956.D

Acq On : 07 May 2017 00:27

Operator : SJ/MA

Sample : 12992-03

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM050517 .M
Quant Title : 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]
2-Pentanone, 4-hy... 4.90 5.7 ng 166556 1 7.77 587421 20.0
unknown? .30 7.30 108.6 ng 3190330 1 7.77 587421 20.0
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