LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089212.D

Acq On : 23 Jul 2016 1:07

Operator : UM/SJ

Sample : H4154-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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 height area % max. total
1 1.713 9 11 31 rvB 793045 1443717 82.67% 9.486%
2 4.719 271 274 285 rBY 35640 70969 4_06% 0.466%
3 5.164 311 313 335 rBV 1074050 1374315 78.69% 9.030%
4 6.239 404 407 414 rBV 1124955 1461468 83.68% 9.603%
5 6.353 414 417 431 rVB 1057566 1528980 87.55% 10.047%

6.582 434 437 448 rBvY 211423 265874 15.22% 1.747%
6.730 448 450 453 rBvY 959032 1039305 59.51% 6.829%
7.153 484 487 496 rBvV 708036 951276 54.47% 6.251%
7.862 547 549 560 rBV 348743 393374 22.52% 2.585%
8.948 641 644 646 rBV 1419138 1746446 100.00% 11.476%

=
QO ~NO®

11 9.348 676 679 681 rBvV 381195 438699 25.12% 2.883%
12 9.610 699 702 704 rBV 441463 453110 25.94% 2.977%
13 10.399 768 771 781 rBV 931954 1088934 62.35% 7.155%
14 10.536 781 783 789 rVB 11890 21891 1.25% 0.144%
15 11.085 829 831 835 rBvV 452146 469178 26.86% 3.083%

16 12.674 967 970 972 rBV 1323472 1675129 95.92% 11.007%
17 13.599 1048 1051 1058 rBV 29591 78997 4._.52% 0.519%

18 13.702 1058 1060 1068 rVB 419820 415380 23.78% 2.729%
19 15.051 1175 1178 1181 rBV 210681 301668 17.27% 1.982%

Sum of corrected areas: 15218710
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF072216\

BF089212.D

23 Jul 2016 1:07

UM/SsJ

H4154-07

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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\BF072216\
Data File : BF089212.D

Acq On : 23 Jul 2016 1:07

Operator : UM/SJ

Sample : H4154-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.72 5.34 ng 70969 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetone 58 C3H60 000067-64-1 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 9
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 9

Abundance Scan 274 (4.719 min): BF089212.D (-271) (-) m/z 43.05 100.00%
43
59
5000
101 s
| a3 4.40 4.60 4.80 5.00
SNEBEEBEEESIENSBSESEMMAY  MNIMBAC | SIS SIS MMM, m/z 59.10 66.01%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S LS L IR R
59 440 460 480 500
m/z 101.10 24 _95%
15 31 101
25,7 37, 53“ 83 ‘
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
4.40 460 480 500
5000 m/z 58.10 16.99%
15
58
) 27
miz--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #3159: 5-Hexen-2-one R R R ma
43 4.40 4.60 4.80 5.00
m/z 41.10 10.92%
5000
55
21 37, 49 | 65 71 77 83 98
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089212.D

Acq On : 23 Jul 2016 1:07

Operator : UM/SJ

Sample : H4154-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 3 unknown6.35 Concentration Rank 1

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

6.35 115.02 ng 1528980 1,4-Dichlorobenzene-d4 6.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 417 (6.353 min): BF089212.D (-414) (-) m/z 132.00 100.00%
132
5000 68
40 4 54 62|| (. 9|6 04 ¢ 6.00 6.20 6.40 6.60
R e o e B LR R B R B L e e m/z 68.10 36.12%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
0
31384451 78 m/z 134.00 33.67%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.40 6.60
5000 67 m/z 66.05 23.59%
41 97
53 2 117
34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14395: 1,3,5-Trifluorobenzene
132 6.00 6.20 6.40 6.60
m/z 96.10 14.92%
5000
63 81
a7 ga50 57 | 74 | 88 101 112 ‘
s % b S o % % 180 110 Do 10 10 6.00 620 640 660
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089212.D

Acq On : 23 Jul 2016 1:07

Operator : UM/SJ

Sample : H4154-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .M
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 5 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.60 3.80 ng 78997 Chrysene-di12 13.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 n-Nonadecanol-1 284 C19H400 001454-84-8 91
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
Abundance Scan 1051 (13.599 min): BF089212.D (-1048) (-) m/z 55.10 100.00%
55 83
5000 11 /\\ﬂ
13, z'o' 13.40 13.60 13, 8'0' 14.00
e e — m/z 83.10 98.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
5000 111 LI L L L L L L LB B
anmmmwmmm
m/z 57.10 95.26%
29
Ll 167 195 222 250 280 308 336
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13, z'o' 13140 13.60 13, 8'0' 14.00
5000 111 m/z 43.10 94 .51%
29
139 167 106 238 266 294
m@m‘mﬁmﬂmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55 88 13.20 13.40 13.60 13.80 14.00
m/z 69.10 89.63%
5000
29
L 139 168 195 238 266
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 20 13 40 13. 60 13. 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072216\
Data File : BF089212.D

Acq On : 23 Jul 2016 1:07

Operator : UM/SJ

Sample : H4154-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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... 4.72 5.3 ng 70969 1 6.58 265874 20.0
unknown6 .35 6.35 115.0 ng 1528980 1 6.58 265874 20.0
n-Tetracosanol-1 13.60 3.8 ng 78997 5 13.70 415380 20.0
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