LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106939.D

Aca On : 28 Jun 2018 23:37

Operator : JU/SJ

Sample : J3745-01

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-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 5.196 482 486 497 rBV 141690 169320 11.60% 1.325%
2 5.596 550 554 558 rBY 1445282 1427131 97.81% 11.169%
3 6.601 720 725 740 rBVY 1295456 1455762 99.77% 11.393%
4 6.731 743 747 750 rBVY 1624673 1459129 100.00% 11.419%
5 6.954 781 785 788 rBV 460823 371077 25.43% 2.904%

6 7.107 807 811 815 rBV 1170536 1100107 75.39% 8.609%
7 7.519 876 881 884 rBV 971152 871755 59.74% 6.822%
8 8.237 999 1003 1015 rBV 468651 426144 29.21% 3.335%
9 9.307 1181 1185 1195 rBV 1612108 1387016 95.06% 10.855%
10 9.701 1248 1252 1259 rBV 277079 235725 16.16% 1.845%
11 9.995 1298 1302 1311 rBB 435620 389432 26.69% 3.048%
12 10.401 1369 1371 1374 rVB 25476 17536 1.20% 0.137%
13 10.789 1433 1437 1445 rBV 786848 784048 53.73% 6.136%
14 10.872 1449 1451 1458 rVB 19459 21443 1.47% 0.168%

15 11.483 1552 1555 1563 rBV 359628 351827 24.11% 2.753%
16 13.066 1820 1824 1828 rBV 1298214 1252757 85.86% 9.804%
17 13.948 1970 1974 1979 rBV 57897 70335 4.82% 0.550%

18 14.136 2002 2006 2016 rBV 572343 534952 36.66% 4.187%
19 15.671 2262 2267 2278 rVB 333739 452421 31.01% 3.541%

Sum of corrected areas: 12777917
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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\BF062818\

BF106939.D

28 Jun 2018 23:37

JussJ

J3745-01

16 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF106939.D
6|73
1500000 5.60
6.60
7.11
1000000 7.52
500000 6.95
5.20 L
O T B e e e L e e e o e e I L A e e e e e e LA e s e e e e e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF106939.D
9|31
1500000
13.07
1000000
10.79
500000 8.24 10.00
11.48
9.70
0 k k 10.40 'L9;87
T % T A L e LA B s
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF106939.D
1500000
1000000
14.14
500000
15.67
13.95
O e S e e S B e o N e s — ———— T T T T T T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106939.D

Aca On : 28 Jun 2018 23:37

Operator : JU/SJ

Sample : J3745-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

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

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

5.20 9.13 ng 169320 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 487 (5.201 min): BF106939.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 S I
| 83.0 480 5.00 520 5.40 5.60
SR 1SS S A S NS m/z 59.00 63.24%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AN U UL I I
59.0 480 500 520 540 5.60
m/z 101.10 23.94%
\?1‘.0 L1 L 83.0 10:‘L.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540 560
5000 41.0 m/z 58.00 15.71%
31.0
69.0 870
15.0 50.0 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone T EEae B
43.0 480 5.00 520 5.40 5.60
m/z 41.00 9.43%
5000 1010
28.0 59.0
70.0 84.0
"'l}%ql"ww"'“ﬁl"lﬁhlh'“'l”'“l“"w""ﬂ"'l' S S UL RS
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106939.D

Aca On : 28 Jun 2018 23:37

Operator : JU/SJ

Sample : J3745-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.73 Concentration Rank 1

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

6.73 78.64 ng 1459130 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 747 (6.731 min): BF106939.D (-743) (-) m/z 132.10 100.00%
13R.1
5000 68.1
DRSS SRR
40.0 540 | %0971 20 6.40 6.60 6.80 7.00
SRV O | W .- D N[ £ S | N m/z 68.10 39.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0
5000 S AR LS AN SRS
6.40 6.60 6.80 7.00
104.0 m/z 134.00 32.40%
140 270 300 510 %0710 g0 1m0 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 23.85%
150 280 390 520 830 779 900 1040, ..
wmmmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine B B e A
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.85%
5000
104.0
51.0 650 780
"I“"I”"P'?i?'”lu”'I”M'I”'wl”'?ig'W'J”l}E?P“"lh"" DRSS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106939.D

Aca On : 28 Jun 2018 23:37

Operator : JU/SJ

Sample : J3745-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.95 2.63 ng 70335 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91

Abundance Scan 1974 (13.948 min): BF106939.D (-1970) (-) m/z 43.00 100.00%
43.0) 83.1
5000
25.1 RN AU BRI U
I 165.1 209.1 2810 13.60 13.80 14.00 14.20
L e | m/z 83.10 96.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 R SR UL B SR B
Bmmmmmmm
m/z 57.05 94 .85%
260] M “ | ‘L 13801992000 %7 2830
m/z--> 50 100 150 200 2%0 360 3%0 460
Abundance
43.0
83.0 RN BRI U
13.60 13.80 14.00 14.20
5000 m/z 55.05 92 .90%
L M\NWLK/W‘
182.0
m/z--> §0 160 1%0 200 250 300 3%0 460
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester LB LI e o e e
57.0 Bmmmmmmm
97.0 m/z 69.00 86.75%
-~ Mﬂw
169.0
26,0/ | || ‘ | L 1380 T 2100 550 406.0
m/z--> §o 160 1%0 260 2%0 360 3%0 460 1360 1380 1400 1420 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062818\
Data File : BF106939.D

Acq On : 28 Jun 2018 23:37

Operator : JU/SJ

Sample - J3745-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
2-Pentanone, 4-hy... 5.20 9.1 ng 169320 1 6.95 371077 20.0
unknown6.73 6.73 78.6 ng 1459130 1 6.95 371077 20.0
Heptadecyl heptaf... 13.95 2.6 ng 70335 5 14.14 534952 20.0
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