LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107547.D

Aca On 21 Jul 2018 1:49

Operator : JU/SJ

Sample : J4062-01 2X

Misc :

ALS Vial : 21 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF072018 .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 5.201 483 487 498 rBV 425553 504846 14.62% 1.291%
2 5.601 551 555 588 rBY 2182410 3253027 94.18% 8.321%
3 6.601 721 725 745 rBVY 2396978 3352969 97.08% 8.576%
4 6.742 745 749 774 rVB 2970362 3453886 100.00% 8.835%
5 6.972 785 788 805 rBVY 1672993 1946013 56.34% 4_.978%
6 7.131 811 815 835 rBVY 2189931 2523588 73.07% 6.455%
7 7.536 880 884 909 rBVY 1609736 2051477 59.40% 5.247%
8 8.254 1003 1006 1030 rBvV 2235148 2475230 71.67% 6.331%
9 9.330 1185 1189 1198 rBvV 3212015 3153579 91.31% 8.066%
10 9.719 1252 1255 1262 rBV 117645 134374 3.89% 0.344%
11 10.019 1301 1306 1318 rBVY 2292877 2358525 68.29% 6.033%
12 10.425 1369 1375 1378 rBVv4 28417 37214 1.08% 0.095%
13 10.648 1408 1413 1416 rBvV 31198 41018 1.19% 0.105%
14 10.807 1436 1440 1450 rBVY 1777380 1809581 52.39% 4.629%
15 10.913 1454 1458 1462 rBvV 63763 83555 2.42% 0.214%

16 11.513 1556 1560 1562 rBV 2072249 2043633 59.17% 5.227%
17 11.530 1562 1563 1568 rVvV 392058 349265 10.11% 0.893%

18 11.589 1571 1573 1577 rVB 38001 38421 1.11% 0.098%
19 11.748 1595 1600 1603 rBV3 37852 72771 2.11% 0.186%
20 12.019 1642 1646 1648 rBV2 189509 214570 6.21% 0.549%
21 12.124 1662 1664 1666 rBV2 54770 40418 1.17% 0.103%
22 12.336 1697 1700 1703 rVB 60399 53734 1.56% 0.137%
23 12.648 1751 1753 1757 rBV2 42462 50567 1.46% 0.129%

24 12.724 1763 1766 1772 rBV 727944 726290 21.03% 1.858%
25 12.960 1799 1806 1811 rBV 622027 768565 22.25% 1.966%

26 13.095 1825 1829 1832 rBV 2489001 2380737 68.93% 6.090%
27 13.283 1859 1861 1864 rVB 75303 55359 1.60% 0.142%
28 13.971 1976 1978 1982 rBV 189050 173544 5.02% 0.444%
29 14.118 2000 2003 2005 rBV 168294 177876 5.15% 0.455%
30 14.160 2005 2010 2013 rVV 2391792 2509200 72.65% 6.418%

31 14.183 2013 2014 2020 rVB 391242 335630 9.72% 0.858%

32 15.236 2190 2193 2196 rBV 217836 276812 8.01% 0.708%
33 15.695 2266 2271 2280 rBV 1201468 1649051 47.74% 4.218%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107547.D

Aca On 21 Jul 2018 1:49

Operator : JU/SJ

Sample : J4062-01 2X

Misc :

ALS Vial : 21 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF072018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 39095325
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\

BF107547.D

21 Jul 2018 1:49

JussJ

J4062-01 2X

21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107547.D

Aca On 21 Jul 2018 1:49

Operator : JU/SJ

Sample : J4062-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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.

5.20 5.19 ng 504846 1,4-Dichlorobenzene-d4 6.97
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 33
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 487 (5.201 min): BF107547.D (-483) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 SN SRR RS AR
| 111 830 | 480 5.00 520 5.40 5.60
o e m/z 59.00 57.46%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AN U UL AR I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 17.82%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 5.00 5.20 5.40 5.60
5000 41.0 m/z 57.95 16.95%
31.0
69.0 87.0
15.0 50.0 98.0
e S I S SULIURS SURILL IS IULIULS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4076: Morpholine, 4-methyl- PP PP R T
43.0 480 5.00 520 5.40 5.60
m/z 40.95 8.71%
5000
101.0
15.0
| 27. s60 1"
0"'w*"w'NHV"'ﬁl"w'{'w"'h"'VQQQw"'i“"l' SRR SR LR AR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107547.D

Aca On 21 Jul 2018 1:49

Operator : JU/SJ

Sample : J4062-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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 unknown6.74 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.74 35.50 ng 3453890 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 749 (6.742 min): BF107547.D (-745) (-) m/z 132.00 100.00%

132.0
5000 68.0
96.0

. 6.40 6.60 6.80 7.00
..,....,....,....,....,:!..,::ln.'...l:.,?‘?.?,..!.,.’fﬂ?,"....,....,...,.. m/z 67.95 40.96%

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

6.40 6.60 6.80 7.00
m/z 134.00 32.16%

o

31.0 51.0
! I PO /Y NOUDY NS ) A | N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 27.37%
41.0 97.0
53.0 117.0
79.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 6.40 6.60 6.80 7.00
m/z 69.05 15.58%
5000
104.0
66.0
ol 140 270 390 510 770 890 || 1150 ||
e L R e A R BRA R mEma s EEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072018\
Data File : BF107547.D

Aca On 21 Jul 2018 1:49

Operator : JU/SJ

Sample : J4062-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF072018_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-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.02 2.10 ng 214570 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 n-Decanoic acid 172 C10H2002 000334-48-5 55
4 Dodecanoic acid 200 C12H2402 000143-07-7 45
5 Tetradecanoic acid 228 C14H2802 000544-63-8 43
Abundance Scan 1646 (12.019 min): BF107547.D (-1642) (-) m/z 73.00 100.00%
41.0 || 73.0
192.1
5000 .
: ‘ 11.80 12.00 12.20 12.40
0 m/z 60.00 98.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 L B SR B B
83.0 11.80 12.00 12. 20 12.40
J' 1570 1geg 2130 2560 m/z 57.00 96.85%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
" 11/80 12,00 12.20 12.40
5000 129.0 m/z 41.00 95.67%
970 199.0 242.0
157.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39469: n-Decanoic acid R B A ma
60.0 11.80 12.00 12.20 12.40
m/z 55.00 87.42%
5000
9.0 129.0
870
172.0
S 0 X e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 1200 1220 1240
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072018\
Data File : BF107547.D

Acq On 21 Jul 2018 1:49

Operator : JU/SJ

Sample - J4062-01 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-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... 5.20 5.2 ng 504846 1 6.97 1946010 20.0
unknown6 .74 6.74 35.5 ng 3453890 1 6.97 1946010 20.0
n-Hexadecanoic acid 12.02 2.1 ng 214570 4 11.51 2043630 20.0
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