LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM101918\
Data File : BM017241.D
Acq On : 19 Oct 2018 21:53 Instrument :
Operator : MJ/SJ EFAﬁg ol

- _ lentosampleld :
a?zgle : J5574-01 FK-BPM-03-003-ABCD
ALS Vial : 11 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:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_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 4.840 309 315 322 rBVY 354230 478675 2.63% 0.373%
2 5.281 383 390 402 rBV 8126199 11605879 63.76% 9.038%
3 6.851 649 657 669 rBV 8000962 13342747 73.30% 10.390%
4 7.204 709 717 729 rBV 8362598 12861544 70.65% 10.015%
5 7.663 789 795 804 rVB 1290400 2058715 11.31% 1.603%

7.981 841 849 861 rBV 5803446 9196190 50.52% 7.161%
8.822 983 992 1002 rBV 4884995 7927442 43 .55% 6.173%
10.439 1259 1267 1282 rBV 1656799 2795542 15.36% 2.177%
12.922 1680 1689 1698 rBV 11334427 16834372 92.48% 13.109%
13.769 1826 1833 1843 rBVY 1301161 1820389 10.00% 1.418%

=
QO ~NO®

11 14.304 1917 1924 1935 rBV2 2421716 3776846 20.75% 2.941%
12 15.804 2172 2179 2201 rBV 9965544 14041299 77.13% 10.934%
13 17.057 2385 2392 2405 rBV 3110403 4237282 23.28% 3.300%
14 17.962 2540 2546 2556 rBV 478488 687939 3.78% 0.536%
15 19.245 2760 2764 2774 rBV 164163 244845 1.35% 0.191%

16 19.698 2835 2841 2846 rBV 14241744 18203762 100.00% 14.175%
17 20.974 3054 3058 3069 rBvV 440085 701594 3.85% 0.546%
18 21.250 3099 3105 3110 rBV 2999774 3869001 21.25% 3.013%
19 21.409 3129 3132 3136 rBV 216305 253837 1.39% 0.198%
20 22.297 3280 3283 3287 rBV 194182 243663 1.34% 0.190%

21 23.456 3475 3480 3494 rVB 1754137 3237250 17.78% 2.521%

Sum of corrected areas: 128418813
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM101918\

Data File : BM017241.D

Acq On : 19 Oct 2018 21:53

Operator : MJ/SJ

ﬁ?ggle i J5574-01 FK-BPM-03-003-ABCD
ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM017241.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM101918\

Data File : BM017241.D

Acq On : 19 Oct 2018 21:53

Operator : MJ/SJ

ﬁ?ggle i J5574-01 FK-BPM-03-003-ABCD
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.84 4.65 ng 478675 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetone 58 C3H60 000067-64-1 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 315 (4.840 min): BM017241.D (-309) (-) m/z 43.00 100.00%
43
59
5000
T Tk 2k k0 3%
83 : : : :
o.,....,....',"..:|,..7.1.,-....-,....,....,.... o m/z 59.10  58.39%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL L L A
59 460 480 500 5.20
m/z 101.10 22.42%
15 4 101
83
ml
O e e e e e
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance
43
460 480 500 520
5000 m/z 58.00 15.60%
101
15 31 | 584 g
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #205: Acetone I EBAREE R
43 4.60 4.80 5.00 5.20
m/z 41.10 9.81%
5000
15
58
0 '%"hlﬁ?'v"”l"”I"'W""P"'P"' [T
m/z--> 0O 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:\SVOASRV\HPCHEM1\BNA_M\DATA\BM101918\
Data File : BM017241.D

Acq On : 19 Oct 2018 21:53

Operator : MJ/SJ

Sample : J5574-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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 unknown7.20 Concentration Rank 1

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

7.20 124.95 ng 12861500 1,4-Dichlorobenzene-d4 7.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 716 (7.198 min): BM017241.D (-709) (-) m/z 132.00 100.00%
5000 68
o s 9 J 650 b0 720 740 760
o Jrer | ysus W n/z 68.10  42.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 A
6.80 7.00 7.20 7.40 7.60
33 44 o 105 m/z 134.00 32.07%
O ""'ﬁo""'ﬁo" T |J e N UL S
m/z--> 20 40 80 100 120 140 160 180
Abundance
57 132
74 6.80 7.00 7.20 7.40 7.60
5000 gg 116 m/z 66.10 28.28%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R B EEERUREmEE R RS
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 18.32%
117
5000
29 91
A Nl
0 |‘|||||‘|‘|l:::‘::ﬁ:||||‘|l‘||||||||||||| S\
m/z--> 20 40 6 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM101918\

Data File : BM017241.D

Acq On : 19 Oct 2018 21:53

Operator : MJ/SJ

ﬁ?ggle i J5574-01 FK-BPM-03-003-ABCD
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.96 3.25 ng 687939 Phenanthrene-d10 17.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Eicosane 282 C20H42 000112-95-8 25

Abundance Scan 2546 (17.962 min): BM017241.D (-2540) (-) m/z 73.00 100.00%

43 T3
5000
213

143157171185199 17. 60 17. 80 18. 00 18 20

283

01 m/z 60.00 84 .19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
5
5000 29 256 N AR U A

17.60 17.80 18.00 18.20
m/z 43.10 83.96%

21
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73

o

57 17.60 17.80 18.00 18.20
5000 29 129 m/z 57.10 73.22%
87 115 185
. 101 143157171 199 228
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73 17.60 17.80 18.00 18.20
m/z 55.10 70.49%
43 57
5000
129
29 ‘ 115 171 214
185
AEERI N P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM101918\

Data File : BM017241.D

Acq On : 19 Oct 2018 21:53

Operator : MJ/SJ

ﬁ?ggle i J5574-01 FK-BPM-03-003-ABCD
ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.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 5 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.97 3.63 ng 701594 Chrysene-d12 21.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 91
2 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 91
3 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 90
4 Trichloroacetic acid, hexadecyl ... 386 C18H33CI302 074339-54-1 70
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 70
Abundance Scan 3057 (20.968 min): BM017241.D (-3054) (-) m/z 57.10 100.00%
57
5000 8
111
139 208 281 20.60 20.80 21.00 21.20
ol Lo 108 208 253 AR 825 3% 415 | hn/z 43.05  80.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #72491: Cyclohexadecane
55 g3
5000

m/z 71.05 61.44%

29 111 20.60 20.80 21.00 21.20
\H ‘\ \

H | 139 167 196 224

O ‘“,u T A B B e B R
m/z--> 50 200 250 300 350 400
Abundance
57
20.60 20.80 21.00 21.20
5000 85 m/z 55.05 56.98%
31 111
141 169 196 224 255 55¢
0 L BN e oo e S B e e e e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #106406: Cyclohexadecane, 1,2-diethyl-
43 20.60 20.80 21.00 21.20
69 m/z 83.10 50.51%
97 280
5000
125 251
LAy |58 38t 200
Ot L L e B o e B LA T
m/z--> 50 100 150 200 250 300 350 400 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM101918\

Data File : BM017241.D

Acq On : 19 Oct 2018 21:53

Operator : MJ/SJ

3?22'6 i J5574-01 FK-BPM-03-003-ABCD
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM101718_.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]
2-Pentanone, 4-hy... 4.84 4.7 ng 478675 1 7.66 2058720 20.0
unknown?7 .20 7.20 125.0 ng 12861500 1 7.66 2058720 20.0
n-Hexadecanoic acid 17.96 3.3 ng 687939 4 17.06 4237280 20.0
Cyclohexadecane 20.97 3.6 ng 701594 5 21.25 3869000 20.0
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