LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099195.D

Aca On : 7 Oct 2017 15:38

Operator : SJ/JU

Sample : 15586-17 2X

Misc :

ALS Vial : 12 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-BF092317.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 2.128 3 7 14 rVB 75206 92073 5.07% 0.503%
2 4.457 400 403 412 rBV 94943 114434 6.30% 0.625%
3 5.081 504 509 518 rBV 965138 1063806 58.55% 5.810%
4 5.481 574 577 590 rVB 1136710 1021090 56.20% 5.577%
5 6.492 745 749 757 rBV 1555377 1498464 82.47% 8.184%
6 6.634 769 773 776 rBVY 1634046 1331970 73.31% 7.275%
7 6.863 808 812 816 rBVY 1043175 831296 45.75% 4 .540%
8 7.022 833 839 842 rBVY 1472810 1342263 73.88% 7.331%
9 7.428 903 908 911 rBVY 1107534 957483 52.70% 5.229%
10 8.145 1026 1030 1033 rBV 1326046 1053344 57.97% 5.753%
11 9.216 1208 1212 1216 rBvV 2033838 1816933 100.00% 9.923%
12 9.486 1252 1258 1263 rBv4 16757 23610 1.30% 0.129%
13 9.610 1276 1279 1282 rBV 262072 195331 10.75% 1.067%
14 9.822 1310 1315 1318 rBV 23309 23215 1.28% 0.127%
15 9.898 1323 1328 1332 rVV 1143263 1039454 57.21% 5.677%
16 9.933 1332 1334 1337 rVB 22533 19680 1.08% 0.107%
17 10.104 1357 1363 1366 rBv2 22931 27176 1.50% 0.148%
18 10.322 1398 1400 1403 rVB 47372 33535 1.85% 0.183%
19 10.445 1418 1421 1424 rBV2 23376 21202 1.17% 0.116%
20 10.686 1459 1462 1465 rBV 28981 28594 1.57% 0.156%
21 10.792 1477 1480 1485 rBV 56453 78479 4.32% 0.429%
22 10.992 1508 1514 1517 rBV7 12891 21949 1.21% 0.120%
23 11.239 1553 1556 1559 rBV3 46856 41269 2.27% 0.225%
24 11.269 1559 1561 1568 rVB3 22335 38305 2.11% 0.209%

25 11.386 1577 1581 1583 rBV 1014343 862155 47.45% 4_.709%

26 11.410 1583 1585 1588 rVvVv 282114 218200 12.01% 1.192%

27 11.463 1591 1594 1597 rVB 58894 48378 2.66% 0.264%
28 11.598 1613 1617 1619 rBV2 32420 40549 2.23% 0.221%
29 11.616 1619 1620 1625 rVV 30013 25779 1.42% 0.141%
30 11.663 1626 1628 1635 rVB2 22463 22681 1.25% 0.124%
31 11.769 1643 1646 1649 rBV3 22703 20038 1.10% 0.109%
32 11.886 1663 1666 1668 rBV 32693 28163 1.55% 0.154%
33 11.916 1668 1671 1675 rVB 51468 44123 2.43% 0.241%
34 11.998 1682 1685 1687 rBV2 44237 47953 2.64% 0.262%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099195.D

Aca On : 7 Oct 2017 15:38

Operator : SJ/JU

Sample : 15586-17 2X

Misc :

ALS Vial : 12 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-BF092317 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.021 1687 1689 1692 rVB 27715 22630 1.25% 0.124%
36 12.074 1694 1698 1703 rBv4 22740 29641 1.63% 0.162%
37 12.180 1713 1716 1719 rBV 29879 25529 1.41% 0.139%
38 12.433 1756 1759 1762 rBV 27720 27036 1.49% 0.148%
39 12.463 1762 1764 1768 rBV3 24699 34466 1.90% 0.188%

40 12.598 1784 1787 1790 rBV 307741 249069 13.71% 1.360%

41 12.827 1820 1826 1828 rBVY 347985 457430 25.18% 2.498%
42 12.851 1828 1830 1841 rVB 516239 545494 30.02% 2.979%
43 12.968 1846 1850 1853 rBV 1404516 1182253 65.07% 6.457%

44 13.151 1879 1881 1885 rVB 38155 40538 2.23% 0.221%
45 13.221 1891 1893 1896 rVB 27910 19893 1.09% 0.109%
46 13.439 1928 1930 1935 rBV 66952 60117 3.31% 0.328%
47 13.851 1997 2000 2008 rVB4 72015 95430 5.25% 0.521%
48 14.027 2026 2030 2033 rBVY 806135 794008 43.70% 4 _.336%
49 14.051 2033 2034 2037 rVB 102702 52525 2.89% 0.287%

50 15.504 2277 2281 2285 rBV 501649 600881 33.07% 3.282%

Sum of corrected areas: 18309914
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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

Z:\HPCHEMI\BNA F\DATA\BF100717\

BF099195.D

7 Oct 2017 15:38

SJ/Ju

15586-17 2X

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

TIC: BF099195.D
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2000000

1500000
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2930.1010.38.45 10

L
LI B T T T

Or——
Time-->

12.00

12.50 13.00

13.50
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TIC: BF099195.D
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099195.D

Aca On : 7 Oct 2017 15:38

Operator : SJ/JU

Sample : 15586-17 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

2.13 2.22 ng 92073 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 25
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 7 (2.128 min): BF099195.D (-3) (-) m/z 73.00 100.00%
74.0
5000 43.1
55.1 87.1
220 2.30 2.40 250
Obr e bbbt et e || M7z 43.10  39.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 U UL A LR I
43.0 2.20 2.30 2.40 2.50
~ 550 87.0 m/z 87.10 29.19%
29.0 ‘
0 AN ‘
DUNBIUNEIS UL JULIL UL UL I UL S S B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0 RS UL A I I
2.20 2.30 2.40 2.50
5000 410 550 m/z 55.10 28.25%
29.0
o 97.0 112.0 129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8363: 3-Hexanol, 2-methyl- R R Ema e RS
55.0 73.0 2.20 2.30 2.40 2.50

m/z 40.95 11.76%

5000

_ 830 97.0 115.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099195.D

Aca On : 7 Oct 2017 15:38

Operator : SJ/JU

Sample : 15586-17 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4._.46 2.75 ng 114434 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 87
4 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 86
5 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86

Abundance Scan 403 (4.457 min): BF099195.D (-400) (-) m/z 83.00 100.00%
55.0 83.0
5000 43.0 98.0
| eo 420 440 460 4.80
O e i T L o e e s m/z 55.00 90.28%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L R L I R
20,0 43.0 98.0 420 440 4.60 4.80
m/z 43.00 35.75%
‘ ‘ ‘ L Il ‘ | 67.0 75.0 |
0 ”'I"'W'"'I”"I"'W'"'I”"I"'W""I”"I"'
m/z--> 10 20 40 50 60 70 80 90 100
Abundance
83.0
55.0
43.0 420 4.40 4.60 4.80
5000 m/z 98.00 35.43%
29.0
98.0
69.0
G S UL UL SUL LIS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3371: 2-Pentene, 2,4-dimethyl- R e Emams o
83.0 420 4.40 4.60 4.80
55.0 m/z 39.00 24 . 74%
41.0
5000
27.0 98.0
15.0
67.0
0 ”'I'”'I'”'I'”'I'”'I'”'I'”'I7§ql'”'l'”'l'”' RS AR AR L A
m/z--> 10 40 50 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099195.D

Aca On : 7 Oct 2017 15:38

Operator : SJ/JU

Sample : 15586-17 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.08 25.59 ng 1063810 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 509 (5.081 min): BF099195.D (-504) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 — e e
480 500 5.20 5.40
83.0
0...,....,....,....','::..,..-!I,...7.,1.'9..,.-...,...:,|....,....,....,....,...., m/z 59.00 60.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L I
59.0 480 500 520 5.40
0
150 4, 1010 m/z 101.00 20.97%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 16.38%
20.0 101.0
0 15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 |
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R B e B
59.0 4.80 500 5.20 5.40
m/z 41.10 8.88%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40

8270-BF092317.M Mon Oct 09 11:50:05 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099195.D

Aca On : 7 Oct 2017 15:38

Operator : SJ/JU

Sample : 15586-17 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.63 Concentration Rank 2

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

6.63 32.05 ng 1331970 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 772 (6.628 min): BF099195.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 || 5o ®® i 620 640 650 B> 760
O pree b e e S e e b e e e m/z 68.10 39.27%
m/z--> 10 20 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 .
5000 R UL A I
6.20 6.40 6.60 6.80 7.00
2.0 510 ‘ m/z 134.00 32.51%
0'W'”'P'”I”J“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.82%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole | BSLLES NLALELELE LI N I  BL LA
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.65%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100717\
Data File : BF099195.D

Aca On : 7 Oct 2017 15:38

Operator : SJ/JU

Sample : 15586-17 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : 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 6 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.85 2.40 ng 95430 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 90
3 Eicosvl trifluoroacetate 394 C22H41F302 1000351-75-2 90
4 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
5 Octacosanol 410 C28H580 000557-61-9 87
Abundance Scan 2000 (13.851 min): BF099195.D (-1997) (-) m/z 57.00 100.00%
57.0
97.1
5000
2341 R AR S SRR B
153.1 194 281.1 327.1 13.60 13.80 14.00 14.20
okl - B m/z 55.00 93.96%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1
57.0 97.0
5000 LS BB BRI BULRULE B
Bmmmmmmm
00 m/z 43.10 87 .45%
0l19:0 | \‘ H\ | % | 181.0222.0 264.0 308.0
m/z--> 55 100 150 200 2%0 360 3%0 460 4éo '
Abundance
43.0
" 1360 13.80 14.00 14.20
5000 83.0 m/z 83.10 77 .37%
. 1250 1670 2100 267.0307.0 490.0
m/z--> 55 160 1éo 260 2%0 360 3%0 460 4%0 '
Abundance #209361: Eicosyl! trifluoroacetate I a  BREEEEES B
57.0 970 13.60 13.80 14.00 14.20
£ m/z 97.10 75.46%
5000
.0
o 1 jjﬁ L 182.0224.0 28003250 376.0
m/z--> 55 160 1éo 260 250 360 3%0 460 4éo ' 13%0 1380 1400 1450
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100717\
Data File : BF099195.D

Acq On : 7 Oct 2017 15:38

Operator : SJ/JU

Sample - 15586-17 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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]
Butane, 2-methoxy... 2.13 2.2 ng 92073 1 6.86 831296 20.0
3-Penten-2-one, 4. .. 4.46 2.8 ng 114434 1 6.86 831296 20.0
2-Pentanone, 4-hy... 5.08 25.6 ng 1063810 1 6.86 831296 20.0
unknown6.63 6.63 32.0 ng 1331970 1 6.86 831296 20.0
n-Tetracosanol-1 13.85 2.4 ng 95430 5 14.03 794008 20.0
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