LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO11119\

Data File : BM018540.D

Aca On : 11 Jan 2019 18:33 Instrument :

Operator : JU/SJ gyAﬁg el
- _ lentosampleld :

3?22'6 : K1113-01 BCB-COMPOSITE

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:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919 .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 4.893 302 307 317 rVB 330442 483366 1.66% 0.324%
2 5.346 377 384 396 rBY 6638741 9851464 33.93% 6.605%
3 6.934 646 654 665 rBY 6877269 11172725 38.48% 7.491%
4 7.293 707 715 726 rBV 7146785 11507309 39.63% 7.715%
5 7.757 787 794 800 rBY 1350825 2134703 7 .35% 1.431%
6 8.075 840 848 858 rBVY 5342955 8488613 29.24% 5.691%
7 8.922 984 992 1001 rBVY 4113757 6801266 23.42% 4 _.560%
8 10.545 1261 1268 1283 rBVY 1779901 2997961 10.33% 2.010%
9 13.022 1681 1689 1700 rBV 11114398 16525050 56.91% 11.079%
10 13.863 1825 1832 1844 rVB 2208859 3148354 10.84% 2.111%

11 14.404 1917 1924 1932 rBV2 2794100 4201848 14.47% 2.817%
12 15.898 2170 2178 2191 rBV 10593450 14804580 50.99% 9.925%
13 17.151 2385 2391 2398 rBV2 3810865 5488374 18.90% 3.680%
14 18.039 2537 2542 2561 rBV 883640 1474766 5.08% 0.989%
15 19.321 2756 2760 2769 rBV 276860 445217 1.53% 0.298%

16 19.786 2833 2839 2844 rBV 25841460 29035094 100.00% 19.466%
17 21.045 3049 3053 3064 rBV 1994320 2281193 7.86% 1.529%
18 21.345 3099 3104 3113 rBV 6243851 7658876 26.38% 5.135%
19 21.486 3124 3128 3132 rBV 278125 320036 1.10% 0.215%
20 21.927 3199 3203 3208 rBV2 265381 457562 1.58% 0.307%

21 22.392 3279 3282 3288 rBV 282623 367039 1.26% 0.246%
22 22.909 3367 3370 3375 rvB2 283680 383532 1.32% 0.257%

23 23.633 3485 3493 3503 rVB 4294701 8432046 29.04% 5.653%
24 24.238 3594 3596 3608 rVB3 391760 696951 2.40% 0.467%

Sum of corrected areas: 149157925
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO11119\

Data File : BM018540.D

Aca On : 11 Jan 2019 18:33

Operator : JU/SJ

ﬁ?ggle i K1113-01 BCB-COMPOSITE
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919.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: BM018540.D
2.5e+07

2e+07
1.5e+07

le+07

5.35 6.93 7:29
8.07
5000000 8.92
7.76 10.55
4.89

R B B L (LR | SMMEMUEMIE { SR

T
Time--> 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM018540.D
2.5e+07 19.79

2e+07

1.5e+07

1le+07

5000000 17.15
1386 1440

18.04 10.32
) NNENEENENENENENINENS i SIS SIS | MMM S A L e i BB B

Time--> 12.00 1250 13.00 1350 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: BM018540.D
2.5e+07

2e+07
1.5e+07

le+07

21.34

5000000 23.63

21.04
1.49 21.93 2239 22091 24.24

O 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO11119\

Data File : BM018540.D

Aca On : 11 Jan 2019 18:33

Operator : JU/SJ

ﬁ?ggle i K1113-01 BCB-COMPOSITE
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 5

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

4.89 4.53 ng 483366 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Hvdrazine. 1.1-bis(l1-methvlethvl)- 116 C6H16N2 000921-14-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 307 (4.893 min): BM018540.D (-302) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 e e
460 480 500 520
....,....',lu=..~:|,....8,37.'(.’..-,|....,1.2.9;1.,....,....,.19.9-.9,210?;5’. m/z 59.10 56.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl- }\\
43.0
5000 R U R UL I
59.0 460 480 500 5.20
0
150 | 1010 m/z 101.10 22.77%
”'LI”M'T"dl"'ﬁ%q'”L"'I”"I'”'I'”'I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3955: 2,3-Butanedione, monooxime
43.0
460 480 500 520
5000 m/z 58.05 13.47%
101.0
150 | 600 840 |
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8042: Hydrazine, l,l—bis(l—methylethyl)— LI I O L
59.0 %04% mosm
m/z 41.05 9.17%
5000 101.0
42.0
T '|""|"' T "?4 9" |"¥1P|q UL L LI SO S RS SRR SRR
m/z--> 20 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\BMO11119\

Data File : BM018540.D

Aca On : 11 Jan 2019 18:33

Operator : JU/SJ

ﬁ?ggle i K1113-01 BCB-COMPOSITE
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 2 unknown7.29 Concentration Rank 1

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

7.29 107.81 ng 11507300 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 715 (7.293 min): BM018540.D (-707) (-) m/z 132.00 100.00%
132.0
5000 68.0
40.0 %.1 - 700 720 7.40 7.60
L m/z 68.05 36.35%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 R AR S R AR
7.00 7.20 7.40 7.60
33.0 105.0 m/z 134.00 33.22%
| | 70.0
'“|“"4“le'“|“'w"'w'”l“"'“'"“ SRR SRS SRR SN
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
700 720 7.40 7.60
5000 67.0 m/z 66.05 24.27%
41.0 97.0
||||||||||||||||||||||||||||||||||||| R R R R R T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl R B
57.0 132.0 7.00 7.20 7.40 7.60
m/z 69.10 15.80%
5000 98.0
7 .0
. h mr ‘ I\ 1580 1890
m/z--> 40 60 85 160 120 140 160 180 200 220 240 260 280 700 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BMO011119\
Data File : BM018540.D

Aca On : 11 Jan 2019 18:33

Operator : JU/SJ

Sample : K1113-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 4 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.04 5.37 ng 1474770 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 94
4 Dodecanoic acid 200 C12H2402 000143-07-7 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64

Abundance Scan 2542 (18.039 min): BM018540.D (-2537) (-) m/z 73.05 100.00%
43.1 73.0
5000 129.1
ﬁnmmﬂm IR DR B SN B
101 | 256.2 1780 18,00 18.20 18.40
9 S i L2830 8549 Tnsz 43.10 85.64%
m/z--> 150 200 250 300 350
Abundance #92227: n-Hexadecanoic acid A‘—L
5000
ﬂmmmmmmm
m/z 60.00 78.37%
LG T 10 2130 20
m/z--> B "150' B '260' B '2éo' B '300' ' "3éo'
Abundance #65565: Tridecanoic acid
73.0
430 7180 15,00 15,20 1840
5000 129.0 m/z 41.10 72 _.47%
171.0
el | [ 20
I‘\I IuwlilJ “ h“l: L le‘l I{III ———t ———
m/z--> 50 100 150 200 250 300 350
Abundance #75071: Tetradecanoic acid
73.0 ﬂmmmmmmm
43.0 m/z 55.10 68.92%
5000 1290
‘ 185.0 228.0
99.0
I“I I\III‘I\J“IﬁILIH‘\Iu; I\lszlql\l“lwlllll ———t — A ARR RS
m/z--> 50 100 150 200 250 300 350 17.80 18.00 1820 1840

8270-BM010919.M Sat Jan 12 01:26:29 2019

BCB-COMPOSITE

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO11119\

Data File : BM018540.D

Aca On : 11 Jan 2019 18:33

Operator : JU/SJ

ﬁ?ggle i K1113-01 BCB-COMPOSITE
ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919_.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 5 Heptafluorobutanoic acid, h... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.04 5.96 ng 2281190 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 94
2 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 90
4 1-Octadecene 252 C18H36 000112-88-9 87
5 1-Nonadecene 266 C19H38 018435-45-5 87
Abundance Scan 3052 (21.039 min): BM018540.D (-3049) (-) m/z 43.10 100.00%
43.Y 831
5000 ’
2> 20.80 21.00 21.20 21.40
ol 168.1 210.1246.2281.1  342.8 431.1 475.2 n/z 57.10  97.28%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57.0
97.0
5000
20.80 21.00 21.20 21.40
m/z 55.10 93.58%
14301690 2380 o4 4
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43.0
' 20.80 21.00 2120 21.40
5000 20 m/z 83.10 84 .95%
l‘ l 1705 168.0 2100 2520
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #148859: Trichloroacetic acid, pentadecy! ester T e
43.0 20.80 21.00 21.20 21.40
83.0 m/z 69.10 76 .38%
5000
25.0
182.0 "
m/z--> 50 100 150 200 250 300 350 400 450 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_M\DATA\BMO11119\

Data File : BM018540.D

Acq On : 11 Jan 2019 18:33

Operator : JU/SJ

3?22'6 i K1113-01 BCB-COMPOSITE
ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919_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... 4.89 4.5 ng 483366 1 7.76 2134700 20.0
unknown7 .29 7.29 107.8 ng 11507300 1 7.76 2134700 20.0
n-Hexadecanoic acid 18.04 5.4 ng 1474770 4 17.15 5488370 20.0
Heptafluorobutano... 21.04 6.0 ng 2281190 5 21.34 7658880 20.0
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