LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO71218\

Data File : BM015929.D

Aca On - 12 Jul 2018 23:47 Instrument :

Operator : SJ/JU BNA_M

Sample  : J3951-03 UGl el

o : 071018-DBRI-E-D-M
isc :

ALS Vial : 13 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:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM070518 .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

5.793 421 426 442 rBvV 618179 990276 15.58% 3.676%
7.440 700 706 724 rBV 421514 749457 11.79% 2.782%
rBvV 1204534 1963043 30.88% 7.288%
8.287 844 850 857 rBV 353896 573786 9.03% 2.130%
8.610 898 905 920 rVB 1567622 2527523 39.76% 9.383%
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9.475 1045 1052 1064 rBV 1309352 2215955 34.86% 8.226%
11.116 1323 1331 1339 rBV 414688 722677 11.37% 2.683%
13.533 1735 1742 1760 rBV 3016330 4243729 66.76% 15.754%
14.357 1877 1882 1888 rBVY 81227 115868 1.82% 0.430%
14.910 1964 1976 1987 rBV2 557554 894120 14.07% 3.319%

=
QO ~NO®

11 16.163 2184 2189 2196 rBV 197478 234397 3.69% 0.870%
12 16.386 2221 2227 2242 rBV 1579031 2202933 34.66% 8.178%
13 17.633 2433 2439 2447 rBV 688209 971961 15.29% 3.608%
14 18.468 2576 2581 2586 rBV2 89001 120199 1.89% 0.446%
15 20.198 2869 2875 2884 rBV 5395583 6356363 100.00% 23.597%

16 21.745 3133 3138 3145 rBvV 794563 1051027 16.54% 3.902%
17 24.133 3538 3544 3553 rVB 502387 1003741 15.79%% 3.726%

Sum of corrected areas: 26937055
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71218\

Data File : BM015929.D

Aca On : 12 Jul 2018 23:47

Operator : SJ/JU

a?ggle i J3951-03 071018-DBRI-E-D-M
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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: BM015929.D
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5000000
4000000
3000000
2000000

1000000 2174 24.13

I\

I

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BMO70518_.M Fri Jul 13 12:11:35 2018 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71218\

Data File : BM015929.D

Aca On : 12 Jul 2018 23:47

Operator : SJ/JU

a?ggle i J3951-03 071018-DBRI-E-D-M
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 unknown7.81 Concentration Rank 2

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

7.81 68.42 ng 1963040 1,4-Dichlorobenzene-d4 8.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 27
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 22

Abundance Scan 769 (7.810 min): BM015929.D (-762) (-) m/z 132.00 100.00%
13R.0
5000 68.1 /\
400 o1 750 k0 780 860 820
Q20 Tm/z 68.10 43.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 RERE AR AR RS R
69.0 740 7.60 7.80 8.00 8.20
39.0 m/z 66.10 36.37%
: IIIIIIIM‘HI\I\II 89I0\10‘?0I II‘I R A REE
m/z--> 20 100 120 140 160 180 200
Abundance
56.0 132.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 134.00 32.63%
27.0 760  99.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methy!- L e B o

132.0 740 7.60 7.80 8.00 8.20
m/z 69.10 22.04%

5000
63.0 104.0
s e TR0

m/z--> 20 40 60 80 100 120 140 160 180 200 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO71218\
Data File : BM015929.D

Aca On 12 Jul 2018 23:47

Operator : SJ/JU

Sample : J3951-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 3 Ethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.16 5.24 ng 234397 Acenaphthene-d10 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl citrate 276 C12H2007 000077-93-0 87
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 59
3 Hexanedioic acid. 3-ethvl-. bis(... 286 C16H3004 057983-54-7 39
4 1-Amino-2-methvilnaphthalene 157 C11H11N 002246-44-8 38
5 Pyrimidine, 2-methylthio-4-hydro... 157 C5H7N30S 001074-41-5 33
Abundance Scan 2189 (16.163 min): BM015929.D (-2184) (-) m/z 157.00 100.00%
157.0
5000
115.0
43.1 PN U SR B
| 87.0 203.1 15.80 16.00 16.20 16.40
SNMSUEN FMSPRPAAY SNY MR ST SR D A m/z 115.00 35.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #103736: Ethyl citrate
157.0
A
29.0 U DAL DM B R
5000 115.0 15.80 16.00 16,20 16.40
203.0 m/z 43.10 18.43%
‘ 600 87.0 ‘ 231.0 277.0
m/z--> 25 45 éo 80 100 120 150 160 180 200 220 240 260 280
Abundance
157.0
15.80 16.00 16.20 16.40
5000 43.0 115.0 m/z 111.00 9._47%
87.0
188.0
wmmmmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109838: Hexanedioic acid, 3-ethyl-, bis(1-methylpropyl) este R e
157.0 15.80 16.00 16.20 16.40
m/z 203.10 9.42%
41.0
5000 1150
83.0
213.0
184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO71218\

Data File : BM015929.D

Aca On : 12 Jul 2018 23:47

Operator : SJ/JU

a?ggle i J3951-03 071018-DBRI-E-D-M
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM070518_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.47 2.47 ng 120199 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 1-Phenazinecarboxvlic acid. 6-T1... 506 C31H42N204 120464-92-8 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 59
Abundance Scan 2581 (18.468 min): BM015929.D (-2576) (-) m/z 43.10 100.00%
431 730
5000 129.1
213.2 N
o1 1570 1850 256.3 981 18.|20 18.I40 18.I60 18.I80
m/z 41.05 93.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
430 730
5000 256.0 LI SR UL UL B
mmmmmmmm
213.0 m/z 73.00 83.26%
Lid
f NI
m/z--> 25 45 éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0  73.0
18.20 18.40 18.60 18.80
m/ 60.00 78 .50%
5000 1290 z 0
185.0
97.0
180 1570 228.0
wﬁmm‘mwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid R R
430 | 730 18.20 18.40 18.60 18.80
: m/z 55.10 72.23%
5000
129.0
Lo | me mo
,ﬂ.ﬂan .“H”MMHW.”.u”..“..“..”..”..”.P”.P. e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1820 1840 1860 1880

8270-BMO70518_.M Fri Jul 13 12:11:37 2018 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO71218\

Data File : BM015929.D

Acg On 12 Jul 2018 23:47

Operator : SJ/JU

Sample - J3951-03 071018-DBRI-E-D-M
Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM070518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .81 7.81 68.4 ng 1963040 1 8.29 573786 20.0
Ethyl citrate 16.16 5.2 ng 234397 3 14.91 894120 20.0
n-Hexadecanoic acid 18.47 2.5 ng 120199 4 17.63 971961 20.0
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