LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111517\
Data File : BF100595.D
Acq On : 15 Nov 2017 18:26 Instrument :
Operator : SJ/JU EﬁAfs el

- _ lentosampleld :
3?22'6 : 16454-01 N-NARANJITO-S001-0001-01
ALS Vial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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 height area % max. total
1 5.116 510 515 528 rBVY 397260 545891 19.66% 2.306%
2 5.504 574 581 584 rBV 2544648 2715803 97.80% 11.473%
3 6.510 746 752 755 rBV 2462226 2776980 100.00% 11.731%
4 6.651 771 776 780 rBV 2612032 2714065 97.73% 11.466%
5 6.881 812 815 819 rVvB 880954 761473 27.42% 3.217%

7.040 838 842 845 rVB 2341168 2113120 76.09% 8.927%
7.445 905 911 914 rBV 1768502 1751712 63.08% 7.400%
8.163 1029 1033 1037 rBV 1161685 967938 34.86% 4._.089%
9.239 1210 1216 1219 rBV 3091791 2720837 97.98% 11.494%
9.628 1278 1282 1285 rBV 170801 124535 4.48% 0.526%

=
QO ~NO®

11 9.916 1327 1331 1335 rBV 1008770 923212 33.25% 3.900%
12 10.628 1448 1452 1455 rBV 74441 56459 2.03% 0.239%
13 10.704 1461 1465 1469 rBV 1447424 1296830 46.70% 5.478%
14 11.404 1580 1584 1587 rBV 866685 708041 25.50% 2.991%
15 12.986 1849 1853 1856 rBV 1861202 1656137 59.64% 6.996%

16 13.869 2000 2003 2011 rBV 107134 119719 4_.31% 0.506%
17 14.039 2028 2032 2035 rBV 854535 701585 25.26% 2.964%

18 15.145 2216 2220 2223 rBvV 35472 36697 1.32% 0.155%

19 15.516 2277 2283 2291 rBvV 596505 750141 27.01% 3.169%

20 15.968 2355 2360 2364 rBV 43579 59119 2.13% 0.250%

21 16.480 2441 2447 2455 rBV2 36741 71995 2.59% 0.304%

22 17.080 2544 2549 2557 rVB2 24751 46359 1.67% 0.196%

23 17.786 2665 2669 2680 rVBS8 20918 52742 1.90% 0.223%
Sum of corrected areas: 23671390
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111517\

Data File : BF100595.D

Acq On : 15 Nov 2017 18:26

Operator : SJ/JU

ﬁ?ggle - 16454-01 N-NARANJITO-S001-0001-01
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF100595.D
3000000

6.65
5.50
6.51
2500000 7.04
2000000
7.45
1500000

1000000 6.88

500000 5.12

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: BF100595.D
3000000 924

2500000
2000000 12.99
1500000 10.70
8.16

9.92

1000000 11.40

500000

9,63 10.

ol

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100595.D
3000000

2500000
2000000
1500000
1000000 14.04

15.52
500000

13.87 15.14 15.97 16.48 17.08 17.79

o

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111517\

Data File : BF100595.D

Acq On : 15 Nov 2017 18:26

Operator : SJ/JU

ﬁ?ggle - 16454-01 N-NARANJITO-S001-0001-01
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
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.

5.12 14.34 ng 545891 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 5-Oxohexanenitrile 111 C6H9NO 010412-98-3 9

Abundance Scan 516 (5.122 min): BF100595.D (-510) (-) m/z 42.95 100.00%
43
59
5000
101 AR SR R LR
51| 83 | 4.80 5.00 5.20 5.40
S M S S m/z 59.00 55.55%
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
5000 LR I L UL UL
59 480 500 520 540
m/z 101.10 18.77%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 480 500 520 540
5000 m/z 58.00 14 .23%
29 101
ok 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester O B e
59 4.80 5.00 5.20 5.40
m/z 41.00 8.63%
5000 41
68
0 150 . 126 147 .
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY SRR SR R LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111517\

Data File : BF100595.D

Acq On : 15 Nov 2017 18:26

Operator : SJ/JU

ﬁ?ggle - 16454-01 N-NARANJITO-S001-0001-01
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
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 unknown6.65 Concentration Rank 1

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

6.65 71.28 ng 2714070 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 776 (6.651 min): BF100595.D (-771) (-) m/z 132.00 100.00%
5000 68
6 T
40 54 | 75 104 6.40 6.60 6.80 7.00
o S 1 Y. ....| SN -7 A N . [ N m/z 68.10 40.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS U R L
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.83%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.10 26.19%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA L L L L L L B

132 6.40 6.60 6.80 7.00
m/z 69.10 16.27%

5000
104

51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111517\

Data File : BF100595.D

Acq On : 15 Nov 2017 18:26

Operator : SJ/JU

ﬁ?ggle - 16454-01 N-NARANJITO-S001-0001-01
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.M
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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 3.41 ng 119719 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
4 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 2003 (13.869 min): BF100595.D (-2000) (-) m/z 57.05 100.00%
57
83
5000 111
SR AR SUNILA SR SR
139 163 208 13.60 13.80 14.00 14.20
0 “li.hr.... L i T o T e m/z 55.00 84.13%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000 LRI B BRI BRI B
13 60 13. 80 14. oo 14 20
2 m/z 43.05 83.66%
m/z--> 50 2éo 300 3%0
Abundance
¥ 9 Y
'13.60 13.80 14.00 14.20
5000 m/z 69.05 72.99%
125
o 29 77 153 181 209 236 264 202 320 350 378
m/z--> 55 100 150 260 250 360 3%0
Abundance #194196: Octadecyl trifluoroacetate L B B S
57 13.60 13.80 14.00 14.20
97 m/z 83.10 72.24%
5000
- 125
0 Ll i | il \L JL 1 1?4 182 224 252 297 328348
m/z--> 5'0 1(')0 1&1,0 2(')0 25'30 3(')0 3&1;0 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1I\BNA_ F\DATA\BF111517\

Data File : BF100595.D

Acq On : 15 Nov 2017 18:26

Operator : SJ/JU

ﬁ?ggle - 16454-01 N-NARANJITO-S001-0001-01
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.12 14.3 ng 545891 1 6.88 761473 20.0
unknown6 .65 6.65 71.3 ng 2714070 1 6.88 761473 20.0
1-Heneicosanol 13.87 3.4 ng 119719 5 14.04 701585 20.0
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