LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111352.D

Aca On : 13 Dec 2018 5:46

Operator : JU/SJ

Sample : J6349-01

Misc :

ALS Vial : 30 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-BF121218 .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 4.369 381 388 397 rBV 366637 420625 8.76% 1.115%
2 4.998 490 495 503 rBY 1573109 1759673 36.66% 4.664%
3 5.416 561 566 569 rBY 3904475 3515444 73.24% 9.318%
4 6.428 733 738 757 rBV2 4575900 4799683 100.00% 12.722%
5 6.563 757 761 770 rBV 4347979 3983833 83.00% 10.560%

6.793 797 800 804 rBV 1315385 1130404 23.55% 2.996%
6.951 823 827 830 rBV 4452324 3726053 77.63% 9.876%
7.351 890 895 898 rBV 2908664 2598967 54.15% 6.889%
52301 50576 1.05% 0.134%
8.075 1014 1018 1022 rBV 1503439 1277376 26.61% 3.386%
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11 9.151 1197 1201 1204 rBV 5031512 4339226 90.41% 11.502%
12 9.545 1264 1268 1271 rBV 200657 172747 3.60% 0.458%
13 9.828 1313 1316 1323 rVB 1302016 1216624 25.35% 3.225%
14 10.616 1446 1450 1465 rBV 845933 831329 17.32% 2.204%
15 11.310 1565 1568 1572 rBV 1219645 1147124 23.90% 3.041%

16 12.898 1834 1838 1842 rBV 4109368 4073738 84.88% 10.798%
17 13.816 1991 1994 2004 rBV 303089 529526 11.03% 1.404%
18 13.945 2012 2016 2025 rBV2 1118388 1327797 27.66% 3.519%
19 14.733 2148 2150 2154 rVB 86788 73064 1.52% 0.194%
20 15.386 2257 2261 2266 rBV2 602582 753463 15.70% 1.997%

Sum of corrected areas: 37727272
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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\BF121218\

BF111352.D

13 Dec 2018 5:46

Jus/sJ

J6349-01

30 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121218.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\BF121218\
Data File : BF111352.D

Aca On : 13 Dec 2018 5:46

Operator : JU/SJ

Sample : J6349-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4_37 7.44 ng 420625 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
4 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 83
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78

Abundance Scan 388 (4.369 min): BF111352.D (-381) (-) m/z 55.05 100.00%
55.0 83.1
5000 43.0
98.1
‘ | 671 400 420 4.40 4.60 4.80
e e e L L e m/z 83.10 88.41%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 AL I LI I
20,0 43.0 98.0 400 420 440 460 4.80
' m/z 43.00 41 .45%
0 .|.‘ Ly Il | | 67.0 75.0 L
HN SRR UL FUELL SULELELE SURLRLEL SURLELL SIS S UL DU
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3169: 3-Hexen-2-one
83.0
5.0 250 40 440 480 450
5000 43.0 m/z 98.10 32.00%
98.0
29.0
0 \“ ““w H‘ ! 69\0 | I
FLUN SRR UL FUELL N SULELERE LR SURLL L SIS S UL DU
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3363: 2-Pentene, 2,4—dimethy|— L L L L L DL B
55.0 83.0 4.00 420 4.40 4.60 4.80
m/z 39.05 28.00%
5000 41.0
98.0
27.0
8o, ‘ | o7
0"I'm'I""I”'*k*"ﬂ“hl'l'“'W""Pl"l"”l"" T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111352.D

Aca On : 13 Dec 2018 5:46

Operator : JU/SJ

Sample : J6349-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.00 31.13 ng 1759670 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 495 (4.998 min): BF111352.D (-490) (-) m/z 43.00 100.00%
43.0
59.1
5000
ot 460 480 500 520 5.40
bbbl RO 3L e 10 54, 907
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I R N LU I
59.0 460 480 500 520 540
0
150 41, 1010 m/z 101.10 18.10%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520 5.40
5000 m/z 58.05 14 .55%
20.0 101.0
0 150 1 ‘ 73.0 85.0
mz> 10 20 30 40 50 60 70 80 90 100 110 130 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester BB R
59.0 4.60 4.80 500 5.20 5.40
m/z 41.10 8.78%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 460 4.80 500 520 5.0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111352.D

Aca On : 13 Dec 2018 5:46

Operator : JU/SJ

Sample : J6349-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown6.56 Concentration Rank 1

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

6.56 70.49 ng 3983830 1,4-Dichlorobenzene-d4 6.79
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 760 (6.557 min): BF111352.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.1
AL U SRR
40.1 540 ‘ %1 6.20 6.40 6.60 6.80
0 ..,....,....,...:,“.'...,!!..,::.-.|,..':~.,f.‘?.9,..l.,.’fP.6.?....,...., I m/z 68.10 44.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 SRR RS SRR LR B
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 31.56%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 640 6.60 680
5000 67.0 m/z 66.05 29.17%
41.0 97.0
53.0
‘ 79.0 117.0
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘...luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA LI LN L B B
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.37%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121218\
Data File : BF111352.D

Aca On : 13 Dec 2018 5:46

Operator : JU/SJ

Sample : J6349-01

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.82 7.98 ng 529526 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Cvclotetracosane 336 C24H48 000297-03-0 94
3 1-Tricosene 322 C23H46 018835-32-0 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91

Abundance Scan 1995 (13.821 min): BF111352.D (-1991) (-) m/z 57.10 100.00%
57.1
R AN S SO B
39.2 13.60 13.80 14.00 14.20
1821
- J B 22 265029823331 8761 ' "m/z 55.10 89.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
5000 LRI BN BUULI UM B
13.60 13.80 14.00 14.20
li 1 l m/z 83.10 84.52%
oL, | Igo ) 280 mso 4o
m/z--> 50 150 200 250 300 350 400
Abundance #174179: Cyclotetracosane
420 g30
13.60 13.80 14.00 14.20
5000 m/z 43.10 84 .23%
25.0
oLid | } | , 167.0 210.0 2500 293.0 336.0
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #163016: 1-Tricosene A L R REmms e
57.0 13.60 13.80 14.00 14.20
97.0 m/z 97.10 72.27%
m/z--> 50 100 1éo 260 250 300 350 400 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121218\
Data File : BF111352.D

Acq On : 13 Dec 2018 5:46

Operator : JU/SJ

Sample - J6349-01

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4... 4.37 7.4 ng 420625 1 6.79 1130400 20.0
2-Pentanone, 4-hy... 5.00 31.1 ng 1759670 1 6.79 1130400 20.0
unknown6 .56 6.56 70.5 ng 3983830 1 6.79 1130400 20.0
Heptadecyl heptaf... 13.82 8.0 ng 529526 5 13.95 1327800 20.0
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