LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104798.D

Aca On : 25 Apr 2018 19:27

Operator : JU/SJ

Sample : J2155-11

Misc :

ALS Vial : 19 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:\HPCHEM1I\BNA F\METHODS\8270-BF040618.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 5.004 492 496 506 rBV 70558 90374 3.65% 0.460%
2 5.416 562 566 570 rBY 1898914 1951546 78.85% 9.944%
3 6.445 735 741 753 rBVY 1972918 2021734 81.69% 10.302%
4 6.575 758 763 766 rBVY 2261795 2124485 85.84% 10.825%
5 6.798 798 801 805 rBV 859621 661302 26.72% 3.370%
6 6.957 824 828 831 rBVY 1998820 1689063 68.24% 8.607%
7 7.369 893 898 901 rBVY 1365937 1259246 50.88% 6.416%
8 8.086 1016 1020 1034 rVB 993902 881884 35.63% 4.494%
9 9.163 1198 1203 1206 rBvV 2724422 2475037 100.00% 12.612%
10 9.533 1263 1266 1267 rBV 71236 52429 2.12% 0.267%
11 9.551 1267 1269 1277 rVB 232299 220659 8.92% 1.124%
12 9.763 1298 1305 1309 rBV 42752 37184 1.50% 0.189%
13 9.839 1315 1318 1328 rVB 993753 934511 37.76% 4.762%
14 10.263 1387 1390 1393 rVB 59459 43805 1.77% 0.223%
15 10.633 1449 1453 1467 rBV 1313897 1182615 47.78% 6.026%
16 10.733 1467 1470 1480 rVB 51163 61632 2.49% 0.314%
17 11.186 1544 1547 1549 rBV 39332 30448 1.23% 0.155%
18 11.333 1568 1572 1575 rBvV 899436 756528 30.57% 3.855%
19 12.551 1775 1779 1784 rBV 53093 51046 2.06% 0.260%
20 12.780 1815 1818 1823 rVB 47311 50406 2.04% 0.257%

21 12.921 1837 1842 1845 rBV 1855500 1688060 68.20% 8.601%
22 13.804 1989 1992 2000 rBV2 195623 234949 9.49% 1.197%
23 13.980 2018 2022 2025 rBV 655298 616122 24.89%% 3.139%
24 14.445 2099 2101 2105 rBV5 42718 50503 2.04% 0.257%
25 15.451 2267 2272 2280 rVB 337429 459669 18.57% 2.342%

Sum of corrected areas: 19625237
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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:\HPCHEM1I\BNA F\DATA\BF042518\

BF104798.D

25 Apr 2018 19:27

JussJ

J2155-11

19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104798.D

Aca On : 25 Apr 2018 19:27

Operator : JU/SJ

Sample : J2155-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 4

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

5.00 2.73 ng 90374 1,4-Dichlorobenzene-d4 6.80
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 495 (4.998 min): BF104798.D (-492) (-) m/z 43.00 100.00%
43
59
5000
101
83 4.60 4.80 500 5.20 5.40
o Y | PSS | S M EN— m/z 59.00 62.40%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rrrrprrrTr T T T T T T T T T

460 4.80 5.00 520 5.40
59 m/z 101.00 22.73%

101
0 21 37 53 ‘ 67 77 83 91
R I R RRE.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
A RamEs mam
57 460 4.80 500 5.20 5.40
5000 m/z 58.00 16.29%
29 101
o 15 37 51 73 8 95
I AR ma e R A R SRR ea s e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime P e
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 10.21%
5000
101
15 58
0 \ 28 7|l 51 | 69 84
R B R L e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104798.D

Aca On : 25 Apr 2018 19:27

Operator : JU/SJ

Sample : J2155-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.57 Concentration Rank 1

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

6.57 64 .25 ng 2124490 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 762 (6.569 min): BF104798.D (-758) (-) m/z 132.00 100.00%
132
5000 68
96 AR R SRR
40 54 28 06 6.20 6.40 6.60 6.80 7.00
o} I B e B B m/z 68.10 41.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 A
a1 o7 620 640 6.60 6.80 7.00
53 117 m/z 134.00 32.04%
Ouuuluuuu‘l‘...‘. |||||]|-()|7|||||||||||||||||||||
m/z--> 20 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 25.55%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180 1
Abundance #14491: 5-Aminoindole R L e R
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.67%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042518\
Data File : BF104798.D

Aca On : 25 Apr 2018 19:27

Operator : JU/SJ

Sample : J2155-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.80 7.63 ng 234949 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 93
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91

Abundance ‘Scan 1991 (13.798 min): BF104798.D (-1989) (-) m/z 55.00 100.00%

5000

-

13.40 13.60 13.80 14.00 14.20
m/z 57.10 98.69%

30 15 171 194 715 259 282 303

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol

55 83

s

13.40 13.60 13.80 14.00 14.20
m/z 83.10 94.74%

5000

139154 266

182 210

238 294

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIIII
41 13.40 13.60 13.80 14.00 14.20
5000 111 m/z 43.10 87.21%
0 26 126 154 182 210 937 255 306
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1 e o
55 13.40 13.60 13.80 14.00 14.20
m/z 69.10 84.92%
5000
29
0 Il L 182 210 238 266
A RARRE EAB I R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13 60 13 80 14. 00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042518\
Data File : BF104798.D

Acq On : 25 Apr 2018 19:27

Operator : JU/SJ

Sample - J2155-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.00 2.7 ng 90374 1 6.80 661302 20.0
unknown6 .57 6.57 64.3 ng 2124490 1 6.80 661302 20.0
1-Heneicosanol 13.80 7.6 ng 234949 5 13.98 616122 20.0
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