LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103548.D

Aca On : 9 Mar 2018 6:29

Operator : SJ/JU

Sample : PB107179BL

Misc :

ALS Vial : 36 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-BF022218.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 5.098 509 512 524 rBV 53420 101930 3.02% 0.410%
2 5.492 575 579 606 rBY 1551554 2483553 73.53% 9.979%
3 6.498 747 750 770 rBVY 1509651 2517622 74.54% 10.116%
4 6.633 770 773 806 rVV 2195766 2647281 78.38% 10.637%
5 6.863 809 812 834 rVB 743192 906743 26.85% 3.643%

7.016 834 838 861 rBV 2284722 2618339 77.52% 10.520%
7.433 905 909 938 rBV 1519748 2353815 69.69% 9.457%
8.151 1027 1031 1057 rBV 656985 1192273 35.30% 4_790%
9.222 1209 1213 1229 rBV 2782471 3377676 100.00% 13.571%
9.910 1326 1330 1347 rBV 763428 1065056 31.53% 4._.279%

=
QO ~NO®

11 10.704 1461 1465 1490 rBV 643451 999222 29.58% 4._.015%
12 11.404 1580 1584 1606 rBV 566690 866913 25.67% 3.483%

13 12.786 1815 1819 1823 rBvV 77318 66112 1.96% 0.266%
14 12.980 1848 1852 1867 rBVY 1938717 2141160 63.39% 8.603%
15 13.492 1934 1939 1944 rBvV 58514 59027 1.75% 0.237%
16 14.057 2031 2035 2046 rBvV 533860 701783 20.78% 2.820%
17 15.133 2214 2218 2223 rBV 36682 41770 1.24% 0.168%
18 15.515 2279 2283 2287 rBV 43348 53605 1.59% 0.215%
19 15.562 2287 2291 2311 rVB2 270101 490371 14.52% 1.970%
20 15.956 2353 2358 2363 rBV2 44121 68646 2.03% 0.276%
21 16.468 2440 2445 2453 rBV2 38322 73023 2.16% 0.293%
22 17.068 2541 2547 2554 rBV5 26633 62621 1.85% 0.252%
Sum of corrected areas: 24888541
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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

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF030818\

BF103548.D

9 Mar 2018 6:29

SJ/Ju

PB107179BL

36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103548.D

Aca On > 9 Mar 2018 6:29

Operator : SJ/JU

Sample : PB107179BL

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 6

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

5.10 2.25 ng 101930 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 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 28
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 23

Abundance Scan 512 (5.098 min): BF103548.D (-509) (-) m/z 43.00 100.00%
43
59
5000
101 U I L R I
| s | 83 | 4.80 5.00 5.20 5.40
”W”“P”W”JP”W“hP”W””P”W“”P”W“”P”'””P”W””P”' m/z 59.00 58.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.00 16.81%
15 4 101
ol 51 83
miz> b % % b 5 65 70 8 90 100 110 130 130 140 120 180
Abundance
43
- 480 500 520 540
5000 m/z 57.95 16.67%
29 101
15 73 83
WWWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8—methy|— LA B N L B B
59 480 5.00 5.20 5.40
m/z 41.00 12.26%
5000
43
"W"“I'”'I”"P"W'J“I'”éﬁ”"ﬁ?'ﬁ"?ﬁ"”I'”'}%?'P"%4}"P'%ﬁq'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103548.D

Aca On > 9 Mar 2018 6:29

Operator : SJ/JU

Sample : PB107179BL

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.63 Concentration Rank 1

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

6.63 58.39 ng 2647280 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 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 772 (6.628 min): BF103548.D (-770) (-) m/z 132.00 100.00%
132
5000 68
6
75 104 6.20 6.40 6.60 6.80 7.00
..,....,....,...!!'!.‘.‘7," .61'-|,..':~.,.?“‘?.,....,.':..,.1.1.5.,....,'...,.. m/z 68.00 49.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80 7.00
78 m/z 66.00 33.97%
I 1 | !
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.20 6.40 6.60 6.80 7.00
5000 m/z 134.00 30.64%
33 44 g7 105
51 60 70 78 g 115
wmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 20.13%
5000
104
51 oo 96 77 ‘
14 27 37 4491 58 | 5,89 97 | 115
m/z--> 15 25 §0 45 §0 éo 75 éo do 160 110 150 1§0 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103548.D

Aca On > 9 Mar 2018 6:29

Operator : SJ/JU

Sample : PB107179BL

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Octacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.96 2.80 ng 68646 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Heneicosane 296 C21H44 000629-94-7 87
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 87
5 Hexadecane, 1-iodo- 352 C16H33lI 000544-77-4 87
Abundance Scan 2359 (15.962 min): BF103548.D (-2353) (-) m/z 57.00 100.00%
57
85
5000
U3 141165 207 15,60 15.80 16.00 16.20
...'.',.l.'.‘.l '|"'”""'.,“....,....,....,....,... m/z 71.00 74 .39Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57
5000 85 R R DU LR SRR
15 60 15. 80 16. oo 16.20
29 m/z 85.00 60.89%
| ‘ L H113 141 169 197 225 253 281 309 337 365 394
m/z--> éo 100 150 260 2éo 360 3%0 460
Abundance
57
15,60 15.80 16.00 16.20
5000 85 m/z 43.00 60.53%
113 141
29 169 197 225 253 281 309 337 365 393 422
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #141426: Heneicosane R AR EEEEE T
57 15.60 15.80 16.00 16.20
m/z 55.00 28.13%
85
5000
29 113
\ | [ | 141 169 197 225 253 296

m/z--> 50 100 150 200 250 300 350 400 15 60 15. 80 16. OO 16 20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF030818\
Data File : BF103548.D

Aca On > 9 Mar 2018 6:29

Operator : SJ/JU

Sample : PB107179BL

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.47 2.98 ng 73023 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Tritetracontane 605 C43H88 007098-21-7 86
3 Heneicosane 296 C21H44 000629-94-7 83
4 Octadecane 254 C18H38 000593-45-3 83
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 2445 (16.468 min): BF103548.D (-2440) (-) m/z 57.00 100.00%

5000

131 169 208 267 16.20 16.40 16.60 16.80
m/z 71.00 64.66%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #194494: Hexacosane
57
5000 LA L L L L L L
16 20 16. 40 16. 60 16 80
m/z 43.00 53.70%
2| | | d\ 141 183 225 267 309 366
'“""w'“ [ T T e T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R EERERE SRR R
16.20 16.40 16.60 16.80
5000 m/z 85.00 43.70%
97

141 183 225 267 323 379 421 463 505 547 604

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #141426: Heneicosane A ERREE S
57 16.20 16.40 16.60 16.80
m/z 41.00 23.26%
5000
99
26/ |11 11 183 225 26629
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16 20 16. 40 16. 60 16 80
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF030818\
Data File : BF103548.D

Acq On : 9 Mar 2018 6:29

Operator : SJ/JU

Sample : PB107179BL

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_M
Quant Title : 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... 5.10 2.3 ng 101930 1 6.86 906743 20.0
unknown6 .63 6.63 58.4 ng 2647280 1 6.86 906743 20.0
Octacosane 15.96 2.8 ng 68646 6 15.56 490371 20.0
Hexacosane 16.47 3.0 ng 73023 6 15.56 490371 20.0
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