LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM0O80618\

Data File : BM016214.D

Aca On : 07 Aug 2018 05:38 Instrument :

Operator : SJ/JU gmgﬁgamleM'

agmple : J4331-02 orﬂl&ﬂPgE4LM
isc :

ALS Vial : 21 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\HPCHEM1\BNA M\METHODS\8270-BM072318 .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 5.693 404 409 424 rBV 242865 406779 14.65% 3.450%
2 7.328 682 687 701 rBV 143617 272489 9.81% 2.311%
3 7.692 743 749 764 rBV 538638 875632 31.53% 7.426%
4 8.169 825 830 838 rBV 155242 246588 8.88% 2.091%
5 8.487 878 884 899 rBB 693362 1137346 40.96% 9.645%

9.357 1025 1032 1047 rBvV 565446 967709 34.85% 8.207%
10.986 1303 1309 1319 rBV 169403 288143 10.38% 2.444%
13.422 1716 1723 1735 rBV 1310552 1831406 65.95% 15.531%
14.798 1949 1957 1964 rBB2 230902 340125 12.25% 2.884%
16.068 2168 2173 2178 rBB 43994 49666 1.79% 0.421%

=
QO ~NO®

11 16.286 2204 2210 2220 rVB 736757 1029958 37.09% 8.735%
12 17.533 2416 2422 2431 rVB 281870 388795 14.00% 3.297%

13 18.380 2562 2566 2574 rBV 37667 49647 1.79% 0.421%
14 20.109 2855 2860 2865 rBV 2595337 2777010 100.00% 23.550%
15 21.339 3065 3069 3079 rBV7 31359 67637 2.44% 0.574%

16 21.656 3118 3123 3129 rBV 365892 486957 17.54% 4_.130%
17 22.662 3291 3294 3304 rVB5 47469 94273 3.39% 0.799%
18 24.009 3517 3523 3532 rVB 243252 481603 17.34% 4.084%

Sum of corrected areas: 11791763
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\
Data File : BM016214.D

Aca On : 07 Aug 2018 05:38

Operator : SJ/JU

Sample : J4331-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM016214.D
2500000

2000000
1500000

1000000

8.49
7.69 9.36

500000
5.69 233 8.17 10,99

1

T T I
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM016214.D

2500000 2011

2000000

1500000
13.42

1000000
16.29

500000
14.80 17.53
16.07 18.38

O L e e L e e e e o e LA B e o o o LN =T

Time-->12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM016214.D

2500000

2000000

1500000

1000000

500000 21.66 24.01

21.34 22,66

O

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\
Data File : BM016214.D

Aca On : 07 Aug 2018 05:38

Operator : SJ/JU

Sample : J4331-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 unknown7.69 Concentration Rank 2

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

7.69 71.02 ng 875632 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 16
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14

Abundance Scan 749 (7.692 min): BM016214.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.1 }L
740 7.60 7.80 8.00
o} m/z 68.10 42 .70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 U I L R R
69.0 7.40 7.60 7.80 8.00
39.0 57.0 m/z 66.10 40.92%
|' || |‘ | 89.0 103.0
0'“w'“v“'v“JmJﬁw”w“”WHul““m'*wm'Pﬁﬂ'”w"W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
N A s L
7.40 7.60 7.80 8.00
5000 m/z 134.00 31.33%
0 15.0 2\7.w0\ 42.?‘ m‘ ‘ 76:0 91.0 1l
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl- R e
132.0 7.40 7.60 7.80 8.00
m/z 69.10 24 .14%
5000 67.0 K
44.0 103.0
0'“l“'w'“'v'“lJ“l“'w'L*ﬁ“'w'“l“'w”'w'“'v'“|““l“ R I UL R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\
Data File : BM016214.D

Aca On : 07 Aug 2018 05:38

Operator : SJ/JU

Sample : J4331-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 4
R.T. EstConc Area Relative to ISTD R.T.
16.07 2.92 ng 49666 Acenaphthene-d10 14.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl citrate 276 C12H2007 000077-93-0 86
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 50
3 2-Chlorobenzoic acid. pentadecvl... 366 C22H35CI102 1000292-43-0 50
4 2-Chlorobenzoic acid. hexadecvl ... 380 C23H37Cl102 070152-86-2 50
5 2-Chlorobenzoic acid, undecyl ester 310 C18H27CI02 097221-96-0 40
Abundance Scan 2173 (16.068 min): BM016214.D (-2168) (-) m/z 157.00 100.00%
157.0
5000
115.0
0 oo 203.0 15,80 16.00 16,20 16.40
o T | e m/z 115.00 34.36%
m/z--> 50 100 150 200 250 300 350
Abundance #103736: Ethyl citrate
157.0
5000{ 29.0 B S L I B
115.0 15.80 16.00 16.20 16.40
203.0 m/z 43.00 16.54%
o dero @ | | o o
m/z--> 50 100 150 200 250 300 350
Abundance #66572: Ethylmalonic acid dipropy! ester
157.0
15,80 16.00 16,20 16.40
5000 43.0 115.0 m/z 203.00 10.36%
87.0
] 188.0
0||||‘|‘|‘l‘|‘|I”l|;‘|i|{|||‘|||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #147012: 2-Chlorobenzoic acid, pentadecy! ester R e
157.0 15.80 16.00 16.20 16.40

m/z 158.00 9.56%

5000

111.0
27,0 230 830 | 210.0 366.0

o e e S § N | E——

T |
m/z--> 50 100 150 200 250 300 350 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\
Data File : BM016214.D

Aca On : 07 Aug 2018 05:38

Operator : SJ/JU

Sample : J4331-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 6
R.T. EstConc Area Relative to ISTD R.T.
18.38 2.55 ng 49647 Phenanthrene-d10 17.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 55
2 Tridecanoic acid 214 C13H2602 000638-53-9 50
3 Tetradecanoic acid 228 C14H2802 000544-63-8 46
4 Dodecanoic acid 200 C12H2402 000143-07-7 38
5 n-Decanoic acid 172 C10H2002 000334-48-5 35
Abundance Scan 2566 (18.380 min): BM016214.D (-2562) (-) m/z 73.10 100.00%
431 731
5000
671 129.0 213.2
1571 1851 256.2 18.00 18.20 18.40 18.60
0! m/z 43.10 84 .96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000
18.00 18.20 18.40 18.60
120.0 256.0 m/z 41.00 84 .38%
. L. | AL 70 12201400 1710 19402130 5370
m/z--> 25 45 éo 160 150 150 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid
73.0
43.0 18.00 18.20 18.40 18.60
5000 129.0 m/z 60.00 67 .24%
171.0
W I
0 ..|.‘l..‘i‘.‘..”l“‘.‘l‘.‘ H“ ‘H\\ m |"" ]{4|9|9 - .‘... " ABERERRER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75070: Tetradecanoic acid e Baa s e
43.0 | 73.0 18.00 18.20 18.40 18.60
m/z 55.05 64 .80%
5000 129.0
185.0
97.0 228.0
0180 S HH‘ MH M‘ulu‘:‘::l‘::l:s?(:):‘uu S ' |l||||||||| — AL — R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.20 18 40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\
Data File : BM016214.D

Aca On : 07 Aug 2018 05:38

Operator : SJ/JU

Sample : J4331-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Cyclopentane, decyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.34 2.78 ng 67637 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. decvl- 210 C15H30 001795-21-7 70
2 1-Eicosanol 298 C20H420 000629-96-9 52
3 l17-Pentatriacontene 491 C35H70 006971-40-0 49
4 1-Docosanol 326 C22H460 000661-19-8 49
5 Dodecane, 1-cyclopentyl-4-(3-cyc... 348 C25H48 007225-68-5 46
Abundance Scan 3069 (21.339 min): BM016214.D (-3065) (-) m/z 43.10 100.00%
43.
97.0
5000
21.00 21.20 21.40 21.60
O m/z 55.00 96 .23%
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #63055: Cyclopentane, decyl-
69.0
5000
20,0 110 21.00 21.20 21.40 21.60
' ' m/z 69.10 68.71%
L g, 20
L S L B B L L B L I
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #116747: 1-Eicosanol
43.0
83.0 21.00 21.20 21.40 21.60
5000 m/z 97.05 68.31%
25.0
o ‘ J il,167.0 252.0
mz-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene
43.0 21.00 21.20 21.40 21.60
m/z 41.05 67 .75%
5000 83.0
. | J 1250 167 02100 267.0307.0 490.0
BRI FURLELELS DAL DL SARLELELA UARLLESN UL SR DAL SA
m/z-> 0 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO080618\
Data File : BM016214.D

Aca On : 07 Aug 2018 05:38

Operator : SJ/JU

Sample : J4331-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 6 4,4"-Dihydroxydiphenylsulphone Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22 .66 3.87 ng 94273 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.47-Dihvdroxvdiphenvlsulphone 250 C12H1004S 000080-09-1 60
2 Undecane. 1-(l-naphthvI)- 282 C21H30 007225-71-0 35
3 N-Naphthalen-2-vI-2-(naphthalen-._.. 357 C23H19NOS 302567-99-3 23
4 Imidazole. 1-methvl-2-I2-(4-meth... 296 C13H16N202S2 1000263-81-5 22
5 2-Thiophenecarboxylic acid, 5-no... 254 C14H2202S 059782-34-2 17
Abundance Scan 3294 (22.662 min): BM016214.D (-3291) (-) m/z 140.95 100.00%
140.9
249.9
5000 43.1 207.0
93.0 R RARAR AR AN AR AR
| 1 29|2|'0 3560 415.1 22.40 22.60 22.80 23.00
0! |"'"'"'Il N .",'I.'.‘.. l...'.',..'. .,1....||.|... m/z 249.95 60.44%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #88050: 4,4'-Dihydroxydiphenylsulphone
141.0 250.0
5000
65.0 22.40 22.60 22.80 23.00
m/z 110.00 51.70%
o B jorq |, 190
A SRR SRR A "R P
Abundance #107680: Undecane, 1-(1-naphthyl)-
141.0
2240 22.60 22.80 23.00
m/z 141.95 42 _76%
5000 282.0 1
29.0
o | | 69.0102.0 , | , 183.0 224.0
m/z--> 0 5|0 1(I)O 150 2(|)0 250 3(I)O 3é0 4(I)O
Abundance #143831: N-Naphthalen-2-yl-2-(naphthalen-1-ylmethylsulfany... e e
141.0 185.0 22.40 22.60 22.80 23.00
m/z 43.10 40.28%
5000
357.0
ol 450 80 ) | Sl 2350 2820
m/z--> 0 5|0 1(I)O 15|0 2(|)0 250 300 3é0 4(I)O 22.I4O 22.|60 22.I80 23.|00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO080618\
Data File : BM016214.D

Acq On : 07 Aug 2018 05:38

Operator : SJ/JU

Sample - J4331-02

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_.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]
unknown? .69 7.69 71.0 ng 875632 1 8.17 246588 20.0
Ethyl citrate 16.07 2.9 ng 49666 3 14.80 340125 20.0
n-Hexadecanoic acid 18.38 2.5 ng 49647 4 17.53 388795 20.0
Cyclopentane, decyl- 21.34 2.8 ng 67637 5 21.66 486957 20.0
4,4"-Dihydroxydip... 22.66 3.9 ng 94273 5 21.66 486957 20.0
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