LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061918\

Data File : BF106589.D

Aca On 19 Jun 2018 18:28 Instrument :
Operator : JU/SJ gmgigamlem'
3?22'6 i J3538-01 SSTASTOEE
ALS Vial : 10 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-BF061918 .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 5.201 483 487 494 rVB 180791 205903 8.25% 1.022%
2 5.607 552 556 568 rBY 2071763 2039041 81.69% 10.122%
3 6.601 721 725 728 rBVY 2189434 2044216 81.90% 10.147%
4 6.737 744 748 751 rBVY 2286742 2114613 84.72% 10.497%
5 6.960 782 786 789 rBV 803235 619935 24.84% 3.077%
6 7.119 808 813 816 rBVY 1902666 1753594 70.26% 8.705%
7 7.525 876 882 885 rBVY 1432409 1424158 57.06% 7.069%
8 8.242 1000 1004 1007 rBV 947454 785002 31.45% 3.897%
9 9.319 1182 1187 1190 rBvV 2732222 2495959 100.00% 12.390%
10 9.707 1250 1253 1261 rVB 165219 130726 5.24% 0.649%
11 9.913 1283 1288 1293 rBvV2 33975 36347 1.46% 0.180%
12 10.001 1299 1303 1307 rBvV 976531 837287 33.55% 4.156%
13 10.413 1371 1373 1377 rVB 51429 40346 1.62% 0.200%
14 10.795 1434 1438 1441 rBV 1499150 1329701 53.27% 6.601%
15 10.889 1451 1454 1460 rBvV 56567 59528 2.38% 0.295%
16 11.336 1527 1530 1533 rBvV 30716 26940 1.08% 0.134%
17 11.495 1553 1557 1560 rBvV 822763 729108 29.21% 3.619%
18 12.077 1653 1656 1661 rVB5 27281 29632 1.19% 0.147%

19 13.077 1822 1826 1830 rBV 1958974 1813864 72.67% 9.004%
20 13.960 1973 1976 1982 rBV 165400 189857 7.61% 0.942%

21 14.142 2003 2007 2011 rBV 671243 641346 25.70% 3.184%
22 15.683 2264 2269 2278 rBV 580382 758629 30.39% 3.766%
23 16.148 2345 2348 2352 rVB3 30465 39685 1.59% 0.197%

Sum of corrected areas: 20145417
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106589.D

Aca On 19 Jun 2018 18:28

Operator : JU/SJ

Sample : J3538-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF106589.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\

Data File : BF106589.D

Aca On : 19 Jun 2018 18:28

Operator : JU/SJ

ﬁ?ggle i J3538-01 SS-T-4-STONE
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.20 6.64 ng 205903 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Acetone 58 C3H60 000067-64-1 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 487 (5.201 min): BF106589.D (-483) (-) m/z 42.95 100.00%
43.0
59.0
5000
1011 S L L AR
| 83.0 | 4.80 5.00 5.20 5.40 5.60
Obrrrprrrr el e e m/z 59.00 59.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S SR UL SRR
480 5.00 5.20 5.40 5.60
59.0 m/z 101.10 19.42%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.60
5000 1.0 m/z 58.00 17.25%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #213: Acetone T EEa b
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.39%
5000
58.0
150 57
0“'wﬂw'mﬁ““Wh“l““V'HVH'V“W'“W“'W““l““v'“w“'l A U UL IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\

Data File : BF106589.D

Aca On : 19 Jun 2018 18:28

Operator : JU/SJ

ﬁ?ggle i J3538-01 SS-T-4-STONE
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.74 Concentration Rank 1

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

6.74 68.22 ng 2114610 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 749 (6.742 min): BF106589.D (-744) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 PUASERE NSRS RARRARALREL
40.0 54.0 J 6.40 6.60 6.80 7.00
bl :|'.|.'.8,1-9. Aguso g m/z 68.10 36.38%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 AR SR S AR
6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.16%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 Tk ok ok 7o
5000 9go 1160 m/z 66.00 22.21%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14.11%
5000
Lm0 e | ||
0'"'I'“w'r'ﬂ'ﬂi""Ph"l""I""I""I"" AR SR S 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\BF061918\

Data File : BF106589.D

Aca On : 19 Jun 2018 18:28

Operator : JU/SJ

ﬁ?ggle i J3538-01 SS-T-4-STONE
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 4 n-Nonadecanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.96 5.92 ng 189857 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 1976 (13.960 min): BF106589.D (-1973) (-) m/z 55.00 100.00%
55,0 83.
39.2 192.1991 1 13.60 13.80 14.00 14.20
ol 281.0 m/z 57.00 96.20%
m/z--> 50 100 150 200 250 300 350
Abundance #131393: n-Nonadecanol-1
43.0 83.0
5000 AU BN SUU
111.0 13.60 13.80 14.00 14.20
m/z 83.10 92.83%
139.0
0 1|4‘|)| L‘w I\‘ I ‘:‘ Al ‘H‘l \l‘\ I\il ‘\l IH1I6§.OI‘1I96|'OI : 2|3§02|6‘6|0| : —
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
o7.0 13.60 13.80 14.00 14.20
5000 m/z 43.00 89.60%
29.0 125.0
0 154.0 196.0224.0 269.0 320.0
m/z--> §0 160 1%0 260 250 360 3%0
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester e o e N EEm e
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.05 79.39%
5000
29.0 125.0
oL L) ] 154018202100 a5 356.0
m/z--> 5'0 1(')0 150 2(')0 250 360 351,0 13.|60 13.|80 14.'00 14.'20 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF061918\

Data File : BF106589.D

Acg On : 19 Jun 2018 18:28

Operator : JU/SJ

ﬁ?ggle i J3538-01 SS-T-4-STONE
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
2-Pentanone, 4-hy... 5.20 6.6 ng 205903 1 6.96 619935 20.0
unknown6 .74 6.74 68.2 ng 2114610 1 6.96 619935 20.0
n-Nonadecanol-1 13.96 5.9 ng 189857 5 14.14 641346 20.0
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