LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100188.D

Aca On > 4 Nov 2017 19:37

Operator : SJ/JU

Sample : 16313-05

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-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 4.987 490 493 516 rBV 138495 255709 11.98% 1.464%
2 5.393 559 562 597 rBY 1116270 1675744 78.49% 9.595%
3 6.416 733 736 754 rBVY 1337734 1710376 80.11% 9.793%
4 6.540 754 757 777 rVB 1808698 1812535 84.90% 10.378%
5 6.763 792 795 806 rBV 519144 480071 22.49% 2.749%

6.916 818 821 841 rBV 1497347 1403693 65.75% 8.037%
7.334 889 892 916 rBV 1004035 1040751 48.75% 5.959%
8.045 1010 1013 1026 rBV 728688 675608 31.64% 3.868%
9.116 1191 1195 1198 rBV 2504809 2135020 100.00% 12.224%
9.516 1260 1263 1274 rBV 195960 168285 7.88% 0.964%

=
QO ~NO®

11 9.798 1307 1311 1324 rVB 861861 786107 36.82% 4_.501%
12 10.592 1443 1446 1459 rBV 1186096 1178177 55.18% 6.746%
13 11.286 1561 1564 1575 rBV 799314 800852 37.51% 4 _.585%
14 11.804 1649 1652 1658 rBV 59541 67563 3.16% 0.387%
15 12.869 1829 1833 1836 rBV 2212471 2045099 95.79% 11.709%

16 13.739 1978 1981 1988 rBV 130963 139724 6.54% 0.800%
17 13.939 2011 2015 2025 rBV 580223 571513 26.77% 3.272%

18 14.657 2133 2137 2141 rBvV2 48310 50130 2.35% 0.287%

19 15.398 2259 2263 2272 rBV 288749 418020 19.58% 2.393%

20 15.810 2328 2333 2339 rBV7Y 12295 24498 1.15% 0.140%

21 18.045 2707 2713 2721 rBV7 10518 26129 1.22% 0.150%
Sum of corrected areas: 17465604

8270-BF102317.M Mon Nov 06 11:29:09 2017 Page: 1



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\

BF100188.D

4 Nov 2017 19:37

SJ/Ju

16313-05

19 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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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100188.D

Aca On : 4 Nov 2017 19:37

Operator : SJ/JU

Sample : 16313-05

Misc :

ALS Vial : 19 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 10.65 ng 255709 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 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 494 (4.993 min): BF100188.D (-490) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 S
83.0 460 4.80 5.00 520 5.40
0 m/z 59.10 64 .36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
460 4.80 5.00 520 5.40
59.0 m/z 101.10 26.41%
27.0 ‘ 83.0 10'}0
A AL RS AR AASA NAAAA RAA AR R AL AARA AL AR MAM AL LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
43.0
o 250 250 500 550 540
5000 m/z 58.10 19.04%
20.0 101.0
0 15.0 73.0 87.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methyl-
59.0 460 4.80 5.00 520 5.40
m/z 41.10 9.81%
5000
43.0
o I L, 830 930 1230 1410 159.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 150 130 140 150 160 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100188.D

Aca On : 4 Nov 2017 19:37

Operator : SJ/JU

Sample : 16313-05

Misc :

ALS Vial : 19 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 unknown6.54 Concentration Rank 1

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

6.54 75.51 ng 1812540 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 35
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 757 (6.540 min): BF100188.D (-754) (-) m/z 132.00 100.00%
132.0
5000
68.1
w0 |l %0 o 620 640 6.60 6.80
O e L T I e e S m/z 68.10 33.66%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 USSR SRS SRR SRR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.21%
0"hMH'H'|J”ﬂ|'“'|J“'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.00 20.14%
41.0 97.0
115.0
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220 A
Abundance #102556: Amphetaminil R EEma R i
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.58%
5000
105.0
oL B0  TIO | | | 15001780  206.02220
m/z--> 40 60 80 100 120 140 160 180 200 220 620 640 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 : BF100188.D

Aca On : 4 Nov 2017 19:37

Operator : SJ/JU

Sample : 16313-05

Misc :

ALS Vial : 19 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 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.74 4.89 ng 139724 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 95
4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 n-Nonadecanol-1 284 C19H400 001454-84-8 95
Abundance Scan 1981 (13.739 min): BF100188.D (-1978) (-) m/z 83.05 100.00%
83.0
43.0
5000 kwNM-_,qHA~*
.‘ZT ' 1540 1360 1380 1400
167.1 208.0 281.0 : : : :
o lh,, m/z 57.10 96.47%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
430 830 k%WMMwWNM
5000 AU IAREE
13. 40 13. 60 13 80 14.00
25.0 m/z 97.10 91.57%
0 hﬁlw hLm?QOZmO%w%w
m/z--> 55 100 150 260 2%0 360 3éo '
Abundance
57.0 197.0
13.40 13.60 13.80 14.00
5000 m/z 55.05 89.86%
139.0
27.0 181.0 222.0252.0  308.0337.0
m/z--> 55 160 150 200 250 360 3éo '
Abundance #215485: Heptafluorobutyric acid, n-tetradecyl ester R o e
57.0 13.40 13.60 13.80 14.00
97.0 m/z 69.05 85.90%
B JM\/‘
169.0
oL 2100 1| ‘. EZF | 1990 2410 392.0
m/z--> 50 ' 2& 2% 3& 3% ' anmnmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110417\
Data File : BF100188.D

Acq On > 4 Nov 2017 19:37

Operator : SJ/JU

Sample - 16313-05

Misc :

ALS Vial : 19 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 10.7 ng 255709 1 6.76 480071 20.0
unknown6 .54 6.54 75.5 ng 1812540 1 6.76 480071 20.0
Behenic alcohol 13.74 4.9 ng 139724 5 13.94 571513 20.0
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