LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113964.D

Aca On : 24 Apr 2019 16:29

Operator : JU/SJ

Sample : K2487-02

Misc :

ALS Vial : 16 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 F\METHODS\8270-BF042219 .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 2.199 14 19 25 rvB 138007 191990 4.68% 0.704%
2 5.110 507 514 521 rBV 36690 45898 1.12% 0.168%
3 5.516 579 583 600 rBY 1729680 1614643 39.32% 5.924%
4 6.516 749 753 764 rBVY 1293940 1105654 26.93% 4 .056%
5 6.663 774 778 782 rBVY 2874769 2723291 66.32% 9.991%
6 6.892 814 817 821 rBV 867194 710971 17.31% 2.608%
7 7.051 840 844 848 rBVY 2801811 2569249 62.57% 9.426%
8 7.451 907 912 915 rBVY 1993037 2019203 49.18% 7.408%
9 8.175 1031 1035 1039 rBvV 1018176 848142 20.66% 3.112%
10 9.098 1187 1192 1199 rBv4 29930 48849 1.19% 0.179%

11 9.251 1213 1218 1221 rBV 4417012 4013785 97.75% 14.726%
12 9.639 1280 1284 1288 rBV 88283 79926 1.95% 0.293%
13 9.928 1329 1333 1345 rVvB2 1116197 1051704 25.61% 3.859%
14 10.716 1463 1467 1482 rBV 2418680 2457018 59.84% 9.014%
15 11.416 1582 1586 1593 rBV 1061728 1047379 25.51% 3.843%

16 11.939 1671 1675 1691 rBV 222479 245862 5.99% 0.902%
17 12.721 1805 1808 1822 rBV 265439 313022 7.62% 1.148%
18 12.998 1850 1855 1858 rBV 4399785 4106142 100.00% 15.065%
19 14.051 2029 2034 2041 rBV 967187 948326 23.10% 3.479%
20 15.527 2279 2285 2289 rBV 750350 1004941 24.47% 3.687%

21 16.004 2362 2366 2372 rBV2 38777 58482 1.42% 0.215%
22 16.521 2448 2454 2461 rVB 29883 52119 1.27% 0.191%
Sum of corrected areas: 27256596
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\

BF113964.D

24 Apr 2019 16:29

JussJ

K2487-02

16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF042219 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113964.D

Aca On : 24 Apr 2019 16:29

Operator : JU/SJ

Sample : K2487-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.20 5.40 ng 191990 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (2.199 min): BF113964.D (-14) (-) m/z 73.00 100.00%

73.0
5000
43.0 55.0 87.0

| 2.20 2.30 2.40 2.50 2.60
Ol ettt | M/z 43.00 28.90%

m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 L L L L L BN L L
43.0 2.20 2.30 2.40 2.50 2.60
© 5580 87.0 m/z 87.00 24.04%
29.0
0 Ll L Ll
R i B e S AL B i
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #4436: Pentane, 3-methoxy-
73.0
R ARARRRERIES RS
2.20 2.30 2.40 2.50 2.60
5000 m/z 55.00 20.54%
45.0
29.0
0 I N ‘ 101.0
B IR B B o R e e A .
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8363: 3-Hexanol, 2-methyl- R RRasaEEEIE LEERE SR

55.0 73.0 220230240250260
m/z 71.00 10.92%

5000
43.0
31.0
0 O L 1. 63.0 |, 830 97.0 115.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 2.20 2.30 2. 40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113964.D

Aca On : 24 Apr 2019 16:29

Operator : JU/SJ

Sample : K2487-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.66 Concentration Rank 1

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

6.66 76.61 ng 2723290 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 777 (6.657 min): BF113964.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 UL R R R
40.0 540 J 6.40 6.60 6.80 7.00
0 £SO R S 2 | m/z 68.00 44.16%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL R R R
6.40 6.60 6.80 7.00
310 510 m/z 134.00 31.73%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
" 640 6.60 680 7.00
5000 67.0 m/z 66.00 27.50%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.36%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R R e AR
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113964.D

Aca On : 24 Apr 2019 16:29

Operator : JU/SJ

Sample : K2487-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.
11.94 4.69 ng 245862 Phenanthrene-d10 11.42
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 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25
Abundance Scan 1675 (11.939 min): BF113964.D (-1671) (-) m/z 73.00 100.00%
73.0
43.0
5000 1290
213.1
97.0 U D LR B R
sod T noa 256.2 11.60 11.80 12.00 12.20
0! ‘ m/z 60.00 70.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
410
5000 129.0 L DAL UL BN SR

11. 60 11. 80 12. OO 12.20
60 || M/z 43.00 67.22%

157.0 1850 213.0

)4l

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #72646: Tridecanoic acid
430 | 730
Al A SR S
11.60 11.80 12.00 12.20
5000 m/z 57.10 56.18%
129.0 171.0 214.0
L ALl | | s
ol L b L 3820 | aeso L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39474: n-Decanoic acid e P T T T T
73.0 11.60 11.80 12.00 12.20
m/z 54.95 54_.77%
129.0
5000
43.0
il 101.0 \ 172.0 qu,uvuwﬂm,\
0,....,....,‘..‘. W 1 e S
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. OO 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF042419\
Data File : BF113964.D

Aca On : 24 Apr 2019 16:29

Operator : JU/SJ

Sample : K2487-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.72 5.98 ng 313022 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 74
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 30
Abundance Scan 1808 (12.721 min): BF113964.D (-1805) (-) m/z 73.00 100.00%
430 730
5000 129.0
' ' ' - 12.40 12.60 12.80 13.00
Obrrrprrr m/z 43.00 83.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 , 73.0
5000 129.0 AR DR
nmnmnmnm
241.0 284.0 m/z 60.00 75.28%
207.0 ‘
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73.0
43.0 12.40 12.60 12.80 13.00
m/ 57.05 69 .00Y%
5000 129.0 z 1
185.0 228.0
e, |
0...PL.4M.JJ.NJ M”JW”M‘Pu..M}ﬁzeﬂ. SRR SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R AR
43.0 ,73.0 12.40 12.60 12.80 13.00
m/z 55.00 61.27%
5000 129.0
o1l Il — Lv%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042419\
Data File : BF113964.D

Acq On 24 Apr 2019 16:29

Operator : JU/SJ

Sample - K2487-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.20 5.4 ng 191990 1 6.89 710971 20.0
unknown6 .66 6.66 76.6 ng 2723290 1 6.89 710971 20.0
n-Hexadecanoic acid 11.94 4.7 ng 245862 4 11.42 1047380 20.0
Octadecanoic acid 12.72 6.0 ng 313022 4 11.42 1047380 20.0
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