LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\

Data File : BF104340.D

Aca On - 7 Apr 2018 6:46 Instrument :
Operator : JU/SJ gﬁgiéamlem'
3?22'6 i J2225-15 0«m1&goﬂ:uw
ALS Vial : 34 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 5.004 492 496 501 rvB 205637 227225 5.29% 0.906%
2 5.404 560 564 568 rBY 1438522 1280544 29.81% 5.108%
3 6.416 732 736 745 rVB 876463 801805 18.67% 3.198%
4 6.569 757 762 765 rBVY 2569156 2314137 53.88% 9.231%
5 6.804 798 802 805 rBVY 1043563 867570 20.20% 3.461%
6 6.963 824 829 832 rBVY 3226720 3000303 69.85% 11.968%
7 7.369 892 898 901 rBVY 2312428 2575552 59.96% 10.273%
8 8.086 1016 1020 1023 rBY 1407304 1155012 26.89% 4.607%
9 9.169 1198 1204 1207 rBV 4064309 4295220 100.00% 17.133%
10 9.839 1313 1318 1322 rVB2 1378465 1228639 28.60% 4.901%
11 10.275 1385 1392 1394 rBvV2 47775 47727 1.11% 0.190%

12 10.628 1447 1452 1455 rBV 1760717 1573981 36.64% 6.278%
13 11.327 1567 1571 1574 rBV 1185523 960574 22.36% 3.832%
14 12.739 1808 1811 1814 rVB 100033 72840 1.70% 0.291%
15 12.921 1837 1842 1845 rBV 3170848 3041306 70.81% 12.131%

16 13.445 1927 1931 1934 rBV 59017 45429 1.06% 0.181%
17 13.816 1990 1994 2000 rBV 70264 80474 1.87% 0.321%

18 13.968 2016 2020 2024 rBV 935181 790887 18.41% 3.155%
19 15.427 2263 2268 2272 rBV 606924 710798 16.55% 2.835%

Sum of corrected areas: 25070023
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\

Data File : BF104340.D

Aca On 7 Apr 2018 6:46

Operator : JU/SJ

ﬁ?ggle i J2225-15 040218-SIDI-F-U-M
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF104340.D
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Abundance TIC: BF104340.D
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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: BF104340.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\

Data File : BF104340.D

Aca On 7 Apr 2018 6:46

Operator : JU/SJ

ﬁ?ggle i J2225-15 040218-SIDI-F-U-M
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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.

5.00 5.24 ng 227225 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 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 23
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 495 (4.998 min): BF104340.D (-492) (-) m/z 43.00 100.00%
43
59
5000
o 450 450 5h0 820 50
83 : : : :
...,....,....,..?7.','::..?1..':I,....,....,.~...,...:,|....,. m/z 59.00 59.22%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 I R L L I
460 480 500 520 5.40
m/z 101.00 21.04%
15 31 101
.25 % 37 53 83 \
miz--> 5 % m k% & B % % 1% 1
Abundance
59
460 480 500 520 5.40
5000 m/z 58.00 16.20%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- T R
50 4.60 4.80 500 5.20 5.40
31 m/z 41.10 9.10%
5000 41
73
s 11,47 53“ | 87 102
m/z--> 10 20 30 4'0 50 6|O 70 80 90 100 110 460 480 500 520 540

8270-BF040618.M Mon Apr 09 06:50:04 2018 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104340.D

Aca On > 7 Apr 2018 6:46

Operator : JU/SJ

Sample : J2225-15

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF040618._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 unknown6.57 Concentration Rank 2

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

6.57 53.35 ng 2314140 1,4-Dichlorobenzene-d4 6.80
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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 762 (6.569 min): BF104340.D (-757) (-) m/z 132.00 100.00%
5000 68
6 rrrrTyrTTrTr T T T T T T T
40 ,_ 54 | 75 104 6.20 6.40 6.60 6.80 7.00
S i 0l A 1A M = R [ N m/z 68.10  40.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR RS AR SRR
6.20 6.40 6.60 6.80 7.00
78 m/z 134.00 33.29%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 25.26%
41 97
53 2 117
34 60 89 105 124
Wm@wmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R B R
132 6.20 6.40 6.60 6.80 7.00

m/z 69.10 15.45%

5000
104

66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040618\
Data File : BF104340.D

Aca On > 7 Apr 2018 6:46

Operator : JU/SJ

Sample : J2225-15

Misc :

ALS Vial : 34 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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-Heptacosanol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.82 2.04 ng 80474 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
5 n-Tetracosanol- 354 C24H500 000506-51-4 91

Abundance Scan 1995 (13.821 min): BF104340.D (-1990) (-) m/z 57.00 100.00%
57
83
5000
111
13.60 13.80 14.00 14.20
.".|..,....2°.7... A m/z 43.05 79.04%
m/z--> 50 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 7
5000 LR SN BRI SULRULE I
125 13.60 13.80 14.00 14.20
m/z 83.00 74.61%
i ‘ h ‘h h ‘\l : ‘181 209 236 264 292 320 350 378
m/z--> 50 200 250 300 350
Abundance
55 83
13.60 13.80 14.00 14.20
5000 11 m/z 69.00 66.71%
29
139 167 106 224 252 280 308
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol
43 13.60 13.80 14.00 14.20
m/z 71.10 62.42%
5000 83
18 J‘ ‘111
iy [ _|.139 168 196 224 252 278 308 336 304
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040618\

Data File : BF104340.D

Acq On : 7 Apr 2018 6:46

Operator : JU/SJ

ﬁ?ggle i J2225-15 040218-SIDI-F-U-M
ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618._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... 5.00 5.2 ng 227225 1 6.80 867570 20.0
unknown6 .57 6.57 53.4 ng 2314140 1 6.80 867570 20.0
1-Heptacosanol 13.82 2.0 ng 80474 5 13.97 790887 20.0
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