LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052617\
Data File : BM010253.D

Aca On : 26 May 2017 12:47

Operator : SJ/MA

Sample - 13332-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA M\METHODS\8270-BM051917.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 heiaht area % max. total
1 5.063 331 336 345 rBV 152458 217030 2.83% 0.560%
2 5.522 407 414 433 rBVY 2027521 2882007 37.59% 7.431%
3 7.128 680 687 699 rBY 1795734 2810596 36.66% 7.246%
4 7.481 740 747 760 rBVY 1997271 3021798 39.42% 7.791%
5 7.940 819 825 833 rBV 428023 687220 8.96% 1.772%

8.263 870 880 889 rvB 1469008 2406203 31.39% 6.204%
9.128 1019 1027 1035 rBV 1048236 1709132 22.30% 4._.407%
10.745 1295 1302 1310 rBV 481221 814968 10.63% 2.101%
13.192 1704 1718 1725 rBV 2827278 4028212 52.55% 10.386%
14.033 1855 1861 1876 rBV 725940 1001846 13.07% 2.583%

=
QO ~NO®

11 14.575 1946 1953 1962 rBvV2 708171 1126016 14.69% 2.903%
12 16.063 2200 2206 2220 rBV 2609288 3534657 46.11% 9.113%
13 16.216 2227 2232 2242 rBV3 46509 89121 1.16% 0.230%
14 17.316 2413 2419 2431 rBV 1044404 1536163 20.04% 3.961%
15 18.163 2558 2563 2573 rBV2 140865 242589 3.16% 0.625%

16 19.439 2775 2780 2786 rBV9 44830 83836 1.09% 0.216%
17 19.921 2856 2862 2869 rBV 6621360 7665970 100.00% 19.765%

18 21.480 3122 3127 3132 rBV 1832568 2339315 30.52% 6.031%
19 23.833 3521 3527 3538 rVB2 1286578 2589443 33.78% 6.676%

Sum of corrected areas: 38786122
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052617\
Data File : BM010253.D

Aca On : 26 May 2017 12:47

Operator : SJ/MA

Sample - 13332-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM010253.D
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5000000
4000000
3000000
5.52 7.48

2000000 7.13

1000000
7.94 10.75
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Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM010253.D

19.92
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5000000
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3000000 13.19 16.06
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17.32
1000000 14.03  14.57

}l 6.22 18.16 19.44

Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM010253.D
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21.48
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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-BM051917 .M Tue May 30 11:47:45 2017 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052617\
Data File : BM010253.D

Aca On : 26 May 2017 12:47

Operator : SJ/MA

Sample - 13332-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

5.06 6.32 ng 217030 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 Dimethadione 129 C5H7NO3 000695-53-4 33
4 Acetic acid. 10.11-dihvdroxv-3.7... 298 C17H3004 1000194-28-5 23
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 335 (5.058 min): BM010253.D (-331) (-) m/z 43.05 100.00%
43.0
5000

oy
LI N [ B O

4.80 5.00 5.20 5.40

0 m/z 59.10 60.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L L L L L LB L LB

480 5.00 520 5.40
m/z 101.10 26.13%

101.0
Y 1 —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
R NBEREEmE s
480 5.00 5.20 5.40
5000 m/z 58.00 15.17%
31.0 101.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12397: Dimethadione

480 5.00 520 5.40
m/z 41.10 10.61%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052617\
Data File : BM010253.D

Aca On : 26 May 2017 12:47

Operator : SJ/MA

Sample - 13332-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.48 Concentration Rank 1

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

7.48 87.94 ng 3021800 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 16
2 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 10
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 10

Abundance Scan 747 (7.481 min): BM010253.D (-740) (-) m/z 132.10 100.00%
130.1
5000 68.0
96.1 AR AN RS R A
40.0 7.20 7.40 7.60 7.80
0 .'|:--,....|~,'.'~.1.1‘.‘-,9.. Y m/z 68.05  49.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 R UL L L IR
69.0 7.20 7.40 7.60 7.80
39.0 m/z 66.10 40.05%
= 1 e
ob ”lH\ﬁ iy \h\” A
m/z--> 20 40 100 120 140 160 180 200
Abundance
132.0
720 7.40 7.60 7.80
5000 m/z 134.10 33.02%
63.0 g1.0
. 310 404 112.0
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl e
57.0 132.0 7.20 7.40 7.60 7.80
m/z 69.10 26.12%
74.0
5000 ggo 1180
0,I,,,,I,,,,‘I‘,_,,\hl,,\,,I‘u\\,,\,\‘l,,\u, 180 1890 NN
m/z--> 20 40 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM052617\
Data File : BM010253.D

Aca On : 26 May 2017 12:47

Operator : SJ/MA

Sample - 13332-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM051917_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.16 3.16 ng 242589 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 92
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 70
4 3.7-Dimethyvl-8-0x0-1.5-dioxa-spi... 256 C13H2005 1000193-79-8 45
5 Pentadecanoic acid 242 C15H3002 001002-84-2 38
Abundance Scan 2563 (18.163 min): BM010253.D (-2558) (-) m/z 73.10 100.00%
5000 M«\K/Wh‘“/
17.80 18.00 18.20 1840
(o} m/z 60.00 69.90%
m/z--> 50 100 150 200 250 300 350
Abundance #65565: Tridecanoic acid
73.0
43.0
5000 129.0
171.0 17.80 18.00 18.20 18.40
214.0 m/z 57.10 69.19%
el
oL .‘. U\Iu‘dlhl .”“.“Hl“ k“”.‘l.\ . .‘.‘. I N —
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
17.80 18.00 18.20 18.40
5000 256.0 m/z 55.10 66.12%
129.0
213.0
101.0 157.0185.0
O T T e T T S ot S
m/z--> §0 160 1%0 200 250 300 3éo
Abundance #75070: Tetradecanoic acid
43.0 ,73.0 17.80 18.00 18.20 18.40
m/z 43.05 60.73%
5000 129.0
101 2280
| J H\ g w,\lfz-oj,\,‘l,,\,,I,,,,I,,,,I,
m/z--> 50 150 200 250 300 350 17.80 18.00 18.20 18.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM052617\
Data File : BM010253.D

Acq On : 26 May 2017 12:47

Operator : SJ/MA

Sample - 13332-06

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM051917 .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]
2-Pentanone, 4-hy... 5.06 6.3 ng 217030 1 7.94 687220 20.0
unknown? .48 7.48 87.9 ng 3021800 1 7.94 687220 20.0
Tridecanoic acid 18.16 3.2 ng 242589 4 17.32 1536160 20.0
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