LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF121117\
Data File : BF101302.D

Aca On : 11 Dec 2017 20:56

Operator : SJ/JU

Sample : 16792-02

Misc :

ALS Vial : 26 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-BF113017.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 5.063 502 506 517 rBV 55387 84674 5.81% 0.771%
2 5.457 569 573 576 rBY 1310197 1266321 86.84% 11.533%
3 6.475 741 746 761 rBVY 1293353 1390449 95.35% 12.663%
4 6.604 764 768 771 rBVY 1511324 1384093 94.92% 12.605%
5 6.828 803 806 810 rBV 301589 259929 17.83% 2.367%

6.986 829 833 836 rBV 1225248 1048150 71.88% 9.546%
7.398 898 903 906 rBV 839454 819496 56.20% 7.463%
8.116 1021 1025 1040 rBB 340752 326783 22.41% 2.976%
9.186 1203 1207 1211 rBV 1533883 1458208 100.00% 13.280%
9.580 1270 1274 1282 rBB 128758 99577 6.83% 0.907%

=
QO ~NO®

11 9.869 1319 1323 1330 rBB 388413 322154 22.09% 2.934%
12 10.663 1454 1458 1466 rBV 715073 682332 46.79% 6.214%
13 10.763 1471 1475 1483 rVB 17383 20390 1.40% 0.186%
14 11.363 1573 1577 1580 rBV 325086 273217 18.74% 2.488%
15 12.945 1842 1846 1850 rBV 1072543 1021364 70.04% 9.302%

16 13.827 1992 1996 2007 rBV2 32230 43551 2.99% 0.397%
17 14.009 2023 2027 2031 rBV 285889 252405 17.31% 2.299%
18 14.833 2164 2167 2170 rVB2 16352 17368 1.19% 0.158%

19 15.486 2273 2278 2283 rBV 160281 209987 14.40% 1.912%

Sum of corrected areas: 10980448
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101302.D

Aca On : 11 Dec 2017 20:56

Operator : SJ/JU

Sample : 16792-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF101302.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101302.D

Aca On : 11 Dec 2017 20:56

Operator : SJ/JU

Sample : 16792-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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.

5.06 6.52 ng 84674 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Silane, trimethyl- 74 C3H10Si 000993-07-7 9

Abundance Scan 505 (5.057 min): BF101302.D (-502) (-) m/z 43.10 100.00%
a3
59
5000
101
83 | 4.80 500 5.20 5.40
) 4. S 1 PR m/z 59.10 56.54%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 HLRRE RN RN LN
4.80 500 5.20 5.40
59 m/z 101.10 18.97%
0 7 3 s | g mm g %
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 5.00 520 540
5000 41 m/z 58.00 15.72%
31
69 87
15 53 98
e S S S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3236: 4-Penten-2-one, 4-methyl- R e  mmams wa
43 4.80 500 5.20 5.40
m/z 41.00 9.77%
5000
29 | 55 83 98
I L S A L S L IS UL B U L R R I
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101302.D

Aca On : 11 Dec 2017 20:56

Operator : SJ/JU

Sample : 16792-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknown6.60 Concentration Rank 1

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

6.60 106.50 ng 1384090 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 767 (6.598 min): BF101302.D (-764) (-) m/z 132.00 100.00%
132
5000 68
0 g || oo % o5 6u0 660 680 700
01 I B e B B m/z 68.10 41.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132
5000 [T
620 6.40 6.60 6.80 7.00
104 m/z 134.00 31.87%
ol 14 27 39 1 %7 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 6.40 6.60 6.80 7.00
5000 9g 116 m/z 66.10 26.87%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine S e e e
132 6.20 6.40 6.60 6.80 7.00
o7 m/z 69.10 16.96%
5000 0
31 52
O '|""'|l"b'|"'““”|?§' T '}%ﬁ GEBAREARS SRR RARS UM S SRR
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121117\
Data File : BF101302.D

Aca On : 11 Dec 2017 20:56

Operator : SJ/JU

Sample : 16792-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.83 3.45 ng 43551 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 1996 (13.827 min): BF101302.D (-1992) (-) m/z 57.05 100.00%
57 83
5000 111
oy
|| ‘ | 207 13.60 13.80 14.00 14.20
ok Ay m/z 55.10 94 .95%
m/z--> 50 100 150 200 250 300
Abundance #186968: n-Tetracosanol-1
57 8
5000 e R BRI SO S B
13.60 13.80 14.00 14.20
m/z 83.05 85.87%
29 139
ol Ll ,“L, |07 195 222 280 280 308 336
m/z--> 50 100 150 200 250 300
Abundance
13.60 13.80 14.00 14.20
5000 111 m/z 97.10 83.99%
29 196
o 140 168 223241 342
m/z--> éo 160 1%0 260 250 360
Abundance #175127: Trifluoroacetoxy hexadecane
57 13.60 13.80 14.00 14.20
97 m/z 43.05 82.93%
5000
29 125
o Ll g || L, 154 170196 224 251269 g
m/z--> éo 160 1%0 260 250 360 ' 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF121117\
Data File : BF101302.D

Acq On : 11 Dec 2017 20:56

Operator : SJ/JU

Sample : 16792-02

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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... 5.06 6.5 ng 84674 1 6.83 259929 20.0
unknown6 .60 6.60 106.5 ng 1384090 1 6.83 259929 20.0
n-Tetracosanol-1 13.83 3.5 ng 43551 5 14.01 252405 20.0
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