LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100191.D

Aca On > 4 Nov 2017 20:57

Operator : SJ/JU

Sample : 16313-10

Misc :

ALS Vial : 22 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-BF102317.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 4.987 490 493 514 rBV 151958 283121 12.35% 1.521%
2 5.392 559 562 596 rBY 1255538 1852526 80.80% 9.953%
3 6.416 733 736 754 rBVY 1507181 1880017 82.00% 10.100%
4 6.539 754 757 770 rVB 2012145 1975189 86.15% 10.612%
5 6.763 792 795 809 rBV 514747 479823 20.93% 2.578%

6.916 818 821 843 rBV 1646496 1546794 67.47% 8.310%
7.333 889 892 917 rBV 1049959 1153508 50.31% 6.197%
8.045 1010 1013 1026 rBV 681534 672570 29.34% 3.613%
2682952 2292645 100.00% 12.317%
9.516 1260 1263 1276 rBV 180645 157436 6.87% 0.846%
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11 9.798 1307 1311 1323 rVB 781465 779211 33.99% 4.186%
12 10.592 1443 1446 1465 rBV 1264162 1287130 56.14% 6.915%
13 11.286 1561 1564 1577 rBV 793132 775454 33.82% 4.166%
14 11.804 1648 1652 1663 rBV 58473 74264 3.24% 0.399%
15 12.586 1778 1785 1790 rBV 20443 26006 1.13% 0.140%

16 12.868 1829 1833 1836 rBV2 2226706 2188667 95.46% 11.758%
17 13.739 1978 1981 1990 rBV 105939 123166 5.37% 0.662%
18 13.939 2012 2015 2030 rVB 579521 577536 25.19% 3.103%
19 14.657 2133 2137 2142 rBV2 61725 67890 2.96% 0.365%
20 15.398 2259 2263 2277 rBV 291807 420633 18.35% 2.260%

Sum of corrected areas: 18613586
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110417\

BF100191.D

4 Nov 2017 20:57

SJ/Ju

16313-10

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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B.74

TIC: BF100191.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100191.D

Aca On > 4 Nov 2017 20:57

Operator : SJ/JU

Sample : 16313-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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.

4.99 11.80 ng 283121 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 494 (4.992 min): BF100191.D (-490) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1

| 83.0 460 480 500 520 5.40
0"'I""I""I'"'II""I"!'I""I""I""I""I""I""I""""|'---|----|---- m/z 59.10 62.17%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

460 4.80 5.00 520 5.40
m/z 101.10  24.42%

27. ggo 1010
Ot P e T T R T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59.0
R R e R n
460 4.80 5.00 5.20 5.40
5000 m/z 58.10 17.66%
43.0
0 83.0 98,0 123.0 141.0 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #4076: Morpholine, 4-methyl-
43.0 460 4.80 5.00 5.20 5.40
m/z 41.10 8.72%
5000
15.0 710 101.0
29.0 ‘
0 ”.“J”,.”W“..w.l”,ﬁﬁﬁ.”.b.” L — e — ....,....,..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path :

Data File : BF100191.D

Aca On : 4 Nov 2017 20:57
Operator : SJ/JU

Sample - 16313-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110417\

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number 2 unknown6.54

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

6.54 82.33 ng 1975190 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Xenon 132 Xe 007440-63-3 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 757 (6.539 min): BF100191.D (-754) (-) m/z 131.95 100.00%
131.9
5000
68.1
96.0 PUSARNE SRR
400 540 6.20 6.40 6.60 6.80
o....,....,....,.:..,.:I.',..7.55,1....,..!.,.1??.?....,...., b m/z 68.10 33.75%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 o
5000 BN UL LR UL RS
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.66%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.20 640 6.60 6.80
5000 67.0 m/z 66.05 20.25%
41.0 97.0
53.0
20.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”"qyﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon LI LN L L B
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.50%
5000
66.0
I L s I A R LA R LA AR R BN SRS R R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100191.D

Aca On > 4 Nov 2017 20:57

Operator : SJ/JU

Sample : 16313-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 4
R.T. EstConc Area Relative to ISTD R.T.
13.74 4.27 ng 123166 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 2- Chloropropionic acid. octadec... 360 C21H41Cl02 088104-31-8 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93

Abundance Scan 1981 (13.739 min): BF100191.D (-1978) (-) m/z 57.05 100.00%

57.0 83.1

5000

:

13.40 13.60 13.80 14.00
m/z 83.10 99.78%

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

55.0 83.0

-

5000 111.0
13.40 13.60 13.80 14.00

m/z 55.05 82.97%

29.0
0 139.0 167.0 1960 238.0 266.0 294.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
550 83.0
Wit s
13.40 13.60 13.80 14.00
5000 111.0 m/z 97.05 81.81%
29.0 139.0

167.0 196.0 224.0 252.0 280.0 308.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester S T T
43. 13.40 13.60 13.80 14.00

69.0 m/z 69.10 76 .30%
5000

125.0
153.0 196.0 224.0

-

T T T I
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
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100191.D

Aca On > 4 Nov 2017 20:57

Operator : SJ/JU

Sample : 16313-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 5 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .66 2.35 ng 67890 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 86
2 3-Hvdroxv-3-methvl-butvric acid.... 132 C5H12N202 1000193-80-2 53
3 d-Glucosamine 179 C6H13NO5 000090-77-7 50
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 50
5 Tetradecanamide 227 C14H29NO 000638-58-4 47
Abundance Scan 2138 (14.662 min): BF100191.D (-2133) (-) m/z 59.00 100.00%
54.0
5000
85.0 . R
126.1 207.0 14.40 14.60 14.80 15.00
0 m/z 72.00 83.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 L B B UL I
14.40 14.60 14.80 15.00
29.0 m/z 57.05 67.86%
: 126.0
o 154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
320 59.0
14,40 14.60 14.80 15.00
5000 830 1140 m/z 55.10 56.60%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #44906: d-Glucosamine B EERR Bam e L
14.40 14.60 14.80 15.00

m/z 41.00 37 .38%

5000
30.0

100.0 130.0 1610
LI L L L

T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110417\
Data File : BF100191.D

Acq On > 4 Nov 2017 20:57

Operator : SJ/JU

Sample : 16313-10

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
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... 4.99 11.8 ng 283121 1 6.76 479823 20.0
unknown6 .54 6.54 82.3 ng 1975190 1 6.76 479823 20.0
1-Heneicosanol 13.74 4.3 ng 123166 5 13.94 577536 20.0
9-Octadecenamide, ... 14.66 2.4 ng 67890 5 13.94 577536 20.0
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