LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\

Data File : BF099916.D

Aca On : 28 Oct 2017 14:44

Operator : SJ/JU

Sample : 16071-03 e
Misc : S
ALS Vial : 8 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 5.010 494 497 514 rBV 183605 293968 12.20% 1.593%
2 5.410 562 565 592 rBVY 1594947 1839594 76.31% 9.971%
3 6.433 735 739 757 rBVY 1734821 1865496 77.39% 10.111%
4 6.563 757 761 768 rVB 2016512 1934457 80.25% 10.485%
5 6.786 796 799 808 rBV 647908 585193 24.28% 3.172%
6 6.939 821 825 844 rBB 1765029 1615450 67.02% 8.756%
7 7.357 892 896 909 rBVY 1269102 1187506 49.26% 6.437%
8 8.069 1013 1017 1033 rBV 947697 816360 33.87% 4._.425%
9 9.145 1195 1200 1203 rBvV 2591933 2410540 100.00% 13.066%
10 9.251 1215 1218 1223 rVB 97276 78617 3.26% 0.426%

11 9.539 1264 1267 1273 rVB 323834 258248 10.71% 1.400%
12 9.822 1311 1315 1325 rVB2 988863 857331 35.57% 4.647%

13 10.239 1384 1386 1389 rVB 43084 29463 1.22% 0.160%
14 10.457 1417 1423 1425 rBV3 20308 25080 1.04% 0.136%
15 10.539 1434 1437 1441 rVB 88447 77733 3.22% 0.421%
16 10.616 1447 1450 1460 rBV 1007274 963031 39.95% 5.220%
17 10.710 1463 1466 1476 rVB 49742 67029 2.78% 0.363%
18 11.316 1565 1569 1578 rBV 799580 722444 29_.97% 3.916%
19 11.827 1653 1656 1659 rBV 36305 34648 1.44% 0.188%
20 11.863 1659 1662 1668 rVB 66073 52161 2.16% 0.283%

21 12.898 1833 1838 1841 rBV 1701187 1541759 63.96% 8.357%
22 13.774 1983 1987 1993 rBV2 70669 77751 3.23% 0.421%
23 13.962 2015 2019 2026 rBV 529244 498943 20.70% 2.704%
24 15.427 2263 2268 2278 rVB 408145 537069 22.28% 2.911%

25 15.809 2328 2333 2338 rVB3 18697 29280 1.21% 0.159%

26 16.292 2411 2415 2419 rBV3 15937 25420 1.05% 0.138%

27 17.527 2621 2625 2631 rVB7 11621 24688 1.02% 0.134%
Sum of corrected areas: 18449259
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF102817\

BF099916.D

28 Oct 2017 14:44

SJ/Ju

16071-03

8 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF102317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099916.D

Aca On : 28 Oct 2017 14:44

Operator : SJ/JU

Sample : 16071-03

Misc :

ALS Vial : 8 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.

5.01 10.05 ng 293968 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Guanidine 59 CH5N3 000113-00-8 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 497 (5.010 min): BF099916.D (-494) (-) m/z 43.00 100.00%

43.0
59.1 K\
5000
101.1

| 83.1 460 480 500 520 5.40
O el e e e e m/z 59.10 63.87%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | SLLLILE INLINL L LI L LB LA L
59.0 460 4.80 5.00 520 5.40
m/z 101.10 24 .65%
31.0 101.0
83.0
O P T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
B REEEE B R S
460 4.80 5.00 520 5.40
5000 41.0 m/z 58.10 16.49%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4-methy!- T e P
43.0 460 480 500 520 540
m/z 41.10 8.70%
5000
15.0 10 101.0
‘ 27.0 56.0 : ‘
o S K PR I - S A — S W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099916.D

Aca On : 28 Oct 2017 14:44

Operator : SJ/JU

Sample : 16071-03

Misc :

ALS Vial : 8 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 2 unknown6.56 Concentration Rank 1

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

6.56 66.11 ng 1934460 1,4-Dichlorobenzene-d4 6.79
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 17
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 761 (6.563 min): BF099916.D (-757) (-) m/z 132.00 100.00%
132.0
5000
68.1
960 """"""""""
401 540 6.20 6.40 6.60 6.80
o....,....,....,.:..,.:I.',..7.55,0....,..!.,.??.?....,...., b m/z 68.10 32.86%
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 R
5000 SRS U R
6.20 6.40 6.60 6.80
210 510 m/z 134.00 32.71%
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
620 6.40 6.60 6.80
5000 67.0 m/z 66.00 19.76%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14500: 1H-Indazole, 7—methy|— LI L L LB L I L N B
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.17%
5000
51.0 770 104.0
39.0
ol el 870l 150 SN | W
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 : Z:\HPCHEM1\BNA F\DATA\BF102817\
Data File : BF099916.D

Aca On : 28 Oct 2017 14:44

Operator : SJ/JU

Sample : 16071-03

Misc :

ALS Vial : 8 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.
13.77 3.12 ng 77751 Chrysene-di12 13.96
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 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 93
Abundance Scan 1986 (13.768 min): BF099916.D (-1983) (-) m/z 57.10 100.00%
511 970
5000
ﬁ‘” 165.0 1340 13.60 13.80 14.00
ol e m/z 69.10 95.34%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55.0 83.0
5000 111.0 L B I SN IS
mmmmmmmm
m/z 43.05 83.77%
oL 27“\“ d HJ }3?0;6701960 238.0266.0294.0
m/z--> 50 200 2%0 360 3éo
Abundance
55.0 83.0
1340 13.60 13.80 14.00
5000 111.0 m/z 97.05 83.12%
27,0 1390161019&022402520280030&0
m/z--> 55 160 150 200 250 360 3éo
Abundance #190678: 2- Chloropropionic acid, octadecy! ester L B
51.0 970 13.40 13.60 13.80 14.00
: m/z 55.00 82.93%
” WL\MM
125.0
29.0
2500
N I,J,.I,H,‘I H (or01820 2220°770 2970 3600 M.
m/z--> 50 100 150 200 250 300 350 13. 40 13. 60 13 80 14. oo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102817\
Data File : BF099916.D

Acq On : 28 Oct 2017 14:44

Operator : SJ/JU

Sample - 16071-03

Misc :

ALS Vial : 8 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... 5.01 10.1 ng 293968 1 6.79 585193 20.0
unknown6 .56 6.56 66.1 ng 1934460 1 6.79 585193 20.0
1-Heneicosanol 13.77 3.1 ng 77751 5 13.96 498943 20.0
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