LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096599.D

Aca On 10 Jul 2017 14:24

Operator : SJ/JU

Sample : 14061-01

Misc :

ALS Vial : 11 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-BF070117.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 4.875 469 474 484 rBV 303487 397870 14.09% 1.560%
2 5.298 541 546 549 rBVY 2633397 2592681 91.82% 10.168%
3 6.322 715 720 723 rBVY 2579980 2780349 98.46% 10.904%
4 6.451 737 742 745 rBVY 2714833 2689373 95.24% 10.547%
5 6.681 777 781 785 rBV 907453 732743 25.95% 2.874%
6 6.839 803 808 811 rBY 2205504 2000825 70.86% 7.847%
7 7.245 871 877 880 rBVY 1610445 1747636 61.89% 6.854%
8 7.963 994 999 1003 rBVY 1123070 1006196 35.63% 3.946%
9 9.039 1177 1182 1186 rBV 2675147 2823801 100.00% 11.074%
10 9.433 1245 1249 1252 rBV 215600 174868 6.19% 0.686%
11 9.622 1273 1281 1285 rBV6 23545 56957 2.02% 0.223%
12 9.716 1291 1297 1300 rBvY 1063299 1047715 37.10% 4.109%
13 10.163 1370 1373 1375 rVvv 39931 36340 1.29% 0.143%
14 10.498 1421 1430 1434 rBV 1640831 1758683 62.28% 6.897%
15 10.633 1450 1453 1455 rBvV 57721 57791 2.05% 0.227%
16 11.192 1544 1548 1551 rBVY 1047234 942184 33.37% 3.695%
17 11.804 1649 1652 1654 rBvV3 41776 47549 1.68% 0.186%
18 12.027 1688 1690 1692 rBvV3 34053 34572 1.22% 0.136%
19 12.398 1751 1753 1757 rVB2 55898 56018 1.98% 0.220%

20 12.780 1813 1818 1821 rBV 2475075 2427378 85.96% 9.520%

21 13.680 1967 1971 1978 rBV 189007 208693 7.39% 0.818%
22 13.821 1990 1995 1998 rBV 990500 997358 35.32% 3.911%

23 14.315 2075 2079 2082 rBV2 31307 37859 1.34% 0.148%
24 14.674 2136 2140 2143 rBV 51376 53167 1.88% 0.209%
25 15.215 2227 2232 2238 rBV 538524 644466 22.82% 2.527%
26 15.357 2250 2256 2259 rBV7 13094 29159 1.03% 0.114%
27 15.709 2312 2316 2323 rVB7 27251 51403 1.82% 0.202%
28 15.774 2323 2327 2333 rBV9 11999 28811 1.02% 0.113%
29 16.127 2381 2387 2395 rVBS8 15016 36011 1.28% 0.141%
Sum of corrected areas: 25498456
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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\BFO071017\

BF096599.D

10 Jul 2017 14:24

SJ/Ju

14061-01

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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\BF071017\
Data File : BF096599.D

Aca On 10 Jul 2017 14:24

Operator : SJ/JU

Sample : 14061-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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._.87 10.86 ng 397870 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol 102 C6H140 000623-37-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28

Abundance Scan 473 (4.869 min): BF096599.D (-469) (-) m/z 43.00 100.00%
43.0
5000 59.0
| mo TTako abo 560 8k
o) EEESEEEESESEISSREY A " FRMIESSOOV | PRSERASSIS.  SMEMSMUS HES m/z 59.00 49.62%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 "k 4k Sho sk
0
150 a0 1010 m/z 101.10 14.28%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
" 460 480 500 520
5000 310 430 73.0 m/z 58.00 13.49%
84.0 101.0
e S S SIS SULIULS SURILIL IS IULIULS IULR LS LI I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R AR R
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.05%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘m‘ SOQ“‘ . 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096599.D

Aca On 10 Jul 2017 14:24

Operator : SJ/JU

Sample : 14061-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 unknown6.45 Concentration Rank 1

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

6.45 73.41 ng 2689370 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 742 (6.451 min): BF096599.D (-737) (-) m/z 132.00 100.00%
132.0
5000 68.1
401 540 | 96.1 620 640 6.60 6.80
0 ..,....,....,...:,“!...,:!..,::.-.|,..'..,?‘f‘.?,..!.,.-:..,1.1.“?9,...., I m/z 68.10 39.48%
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 N
5000 IRSENASE RAREE LREE A
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 31.73%
0'W'”'P'”I”'“'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
5000 67.0 m/z 66.00 25.60%
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 A
Abundance #14491: 5-Aminoindole LA L L L L L B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.68%
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 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096599.D

Aca On 10 Jul 2017 14:24

Operator : SJ/JU

Sample : 14061-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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.
13.68 4.18 ng 208693 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 93
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 91
3 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
4 Octadecvyl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
Abundance Scan 1971 (13.680 min): BF096599.D (-1967) (-) m/z 57.00 100.00%
57.0
97.1
5000
SR AR SN SR B
201 13.40 13.60 13.80 14.00
- Ly Mot 2tsaoess 0 ot dah
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol
430 830
5000 LI BB BRI UL B
Bmmmmmmm
25.0 m/z 55.05 91.15%
0 \“ \‘ ) “ H ‘ “ \‘\ -}6.7 0 210.0 280.0
m/z--> 55 100 150 260 250 360 3éo 460
Abundance
57.0
97.0 SR AR BN SR B
13.40 13.60 13.80 14.00
5000 m/z 83.10 68.91%
169.0
0l15.0 131.0 2410 392.0
m/z--> 55 160 1éo 200 250 360 3éo 460
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester Em B EE
57.0 13.40 13.60 13.80 14.00
m/z 69.05 66.96%
97.0
h MMLV\/
169.0
oL l | 1370 ] 224.0 269.0 420.0
m/z--> 5'0 1(')0 150 2(')0 250 3(')0 35'30 4(')0 13. 40 13 60 13. 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF071017\
Data File : BF096599.D

Acq On 10 Jul 2017 14:24

Operator : SJ/JU

Sample - 14061-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.87 10.9 ng 397870 1 6.68 732743 20.0
unknown6 .45 6.45 73.4 ng 2689370 1 6.68 732743 20.0
Behenic alcohol 13.68 4.2 ng 208693 5 13.82 997358 20.0
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