LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098695.D

Aca On : 22 Sep 2017 13:01

Operator : SJ/JU

Sample = 15309-05

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-BF092117.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 2.246 25 27 43 rVB 114733 230321 6.30% 0.741%
2 5.163 518 523 536 rVB 497952 652632 17.84% 2.099%
3 5.546 583 588 592 rBY 3329424 3601223 98.43% 11.581%
4 6.545 752 758 761 rBVY 3118937 3658679 100.00% 11.766%
5 6.698 779 784 787 rBVY 3631360 3597099 98.32% 11.568%
6 6.928 819 823 826 rBVY 1126432 866268 23.68% 2.786%
7 7.087 845 850 853 rBY 2587914 2415004 66.01% 7.767%
8 7.487 913 918 921 rBVY 2222253 2159423 59.02% 6.945%
9 8.210 1036 1041 1044 rBV 1269465 1125552 30.76% 3.620%
10 9.281 1218 1223 1226 rBY 3802374 3486788 95.30% 11.213%

11 9.669 1286 1289 1292 rBV 522154 406131 11.10% 1.306%
12 9.963 1335 1339 1343 rBV 1319221 1082501 29.59% 3.481%

13 10.386 1408 1411 1414 rVB 56813 41081 1.12% 0.132%
14 10.751 1466 1473 1476 rBV 1975955 1831920 50.07% 5.891%
15 10.857 1488 1491 1499 rBV 67296 61745 1.69% 0.199%
16 11.451 1588 1592 1594 rBV 977659 898221 24 .55% 2.889%
17 11.963 1675 1679 1684 rBV2 77070 82320 2.25% 0.265%
18 12.480 1764 1767 1772 rBV2 43963 40494 1.11% 0.130%
19 12.657 1794 1797 1800 rBV 69059 59009 1.61% 0.190%
20 12.745 1809 1812 1818 rBV3 31543 38708 1.06% 0.124%
21 12.886 1831 1836 1840 rBV 49571 51751 1.41% 0.166%

22 13.033 1856 1861 1864 rBV 2910274 2566047 70.14% 8.252%
23 13.916 2008 2011 2017 rBV 170619 160444 4_.39% 0.516%
24 14.086 2036 2040 2043 rBV 1074943 889443 24 _.31% 2.860%
25 14.551 2115 2119 2125 rBV9 28295 59772 1.63% 0.192%

26 15.133 2215 2218 2227 rBV2 32156 76626 2.09% 0.246%
27 15.580 2288 2294 2302 rVB 722771 955797 26.12% 3.074%

Sum of corrected areas: 31094999
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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\BF092217\

BF098695.D

22 Sep 2017 13:01

SJ/Ju

15309-05

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098695.D

Aca On : 22 Sep 2017 13:01

Operator : SJ/JU

Sample = 15309-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 4

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

2.25 5.32 ng 230321 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Boronic acid. ethvl-. dimethvl e... 102 C4H11BO2 007318-82-3 10
4 1.4-Butanediamine 88 C4H12N2 000110-60-1 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 28 (2.252 min): BF098695.D (-25) (-) m/z 73.05 100.00%

73.0
5000 43.0
55.0 87.0

| 2.20 2.30 2.40 2.50 2.60 2.70
O et b e e Tm/Zz 43.00  43.36%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

43.0 2.20 2.30 2.40 2.50 2.60 2.70
550 87.0 m/z 55.00 28.12%
29.0 ‘
0 N ‘ ‘ ‘ !
...,....,....,....,....,....,....,....,....,....,....,....,
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
41.0 55.0 87.0 2.20 2.30 2.40 2.50 2.60 2.70
5000 ' m/z 87.05 24.16%
29.0
15.0 97.0
O AL I o o e R EEE R R R R
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4224: Boronic acid, ethyl-, dimethyl ester
73.0 2.20 2.30 2.40 2.50 2.60 2.70

m/z 41.00 13.04%

5000 3.0
15.0
2.0 290 5.0 87.0  102.0
) SN N OO | RSt | RN -1 £ S s -5

m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098695.D

Aca On : 22 Sep 2017 13:01

Operator : SJ/JU

Sample = 15309-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.16 15.07 ng 652632 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 23
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Allyl acetate 100 C5H802 000591-87-7 9

Abundance Scan 522 (5.157 min): BF098695.D (-518) (-) m/z 42.95 100.00%
43.0
5000 59.0
| e90 830 10|1'0 480 500 520 540
R e o o SN b L Y Lo St m/z 59.00 50.41%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AN I R L B
59.0 480 500 520 540
0
150 a0 1010 m/z 58.00 18.55%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 101.00 16.08%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester R e e R o
43.0 480 5.00 520 5.40
m/z 41.00 8.10%
5000 57.0
29.0
101.0
0"'l""|""|""|""|"''|""|"7'E';'?""|""|""|'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098695.D

Aca On : 22 Sep 2017 13:01

Operator : SJ/JU

Sample = 15309-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 unknown6.70 Concentration Rank 1

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

6.70 83.05 ng 3597100 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 784 (6.698 min): BF098695.D (-779) (-) m/z 132.00 100.00%
13%.0
5000 68.1
RS LR UL S
40.1 540 | MQQT) 115.0 6.40 6.60 6.80 7.00
Ot preeb b e e S e e b e e p e m/z 68.10 37.19%
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 RS LR UL SR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.76%
0'W'”'P'”I”'“'h'M'”I”'W”'W'”'P'”I”'W'”'P'”I"'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.57%
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 LSS NI L N L N B B
132.0 6.40 6.60 6.80 7.00
m/z 69.10 14 .25%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 15 25 §0 Jo 55 éo fo 85 95 160 110 150 150 140 aho a%o a%o 160
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098695.D

Aca On : 22 Sep 2017 13:01

Operator : SJ/JU

Sample = 15309-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.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 5 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.92 3.61 ng 160444 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
5 1-Heptacosanol 396 C27H560 002004-39-9 91
Abundance Scan 2012 (13.921 min): BF098695.D (-2008) (-) m/z 57.10 100.00%
57.1
97.0
5000
230.0 UL SR B
39.0 190 | 13.60 13.80 14.00 14.20
o a2 1 | m/z 83.05 87.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55.0
5000 U AR SN B B
Bmmmmmmm
m/z 43.00 86.43%
0 19Q‘ 1h \ “ H \H\ m J h \ 1820 2240 2660
m/z--> 50 60 2éo 360 3%0 460
Abundance
57.0
97.0 BRI BN B
13.60 13.80 14.00 14.20
5000 m/z 55.00 85.59%
169.0
0L, 26.0 138. 0 199 0 241 0 392.0
m/z--> §o 160 150 200 250 300 3%0 460
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester e e N EEmEmmmame
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.05 74 .25%
5000 JWWMMNAWWMMANMWWWWNﬂwwN%
169.0
o260 | || ‘u #3*?0 |, 2190 2550 406.0
m/z--> §o 160 150 200 2éo 360 3%0 460 1360 1380 1400 1420 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092217\
Data File : BF098695.D

Acq On : 22 Sep 2017 13:01

Operator : SJ/JU

Sample - 15309-05

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092117 .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... 2.25 5.3 ng 230321 1 6.93 866268 20.0
2-Pentanone, 4-hy... 5.16 15.1 ng 652632 1 6.93 866268 20.0
unknown6.70 6.70 83.0 ng 3597100 1 6.93 866268 20.0
1-Heneicosanol 13.92 3.6 ng 160444 5 14.09 889443 20.0
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