LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097275.D

Aca On : 2 Aug 2017 16:06

Operator : SJ/JU

Sample : PB101142BL

Misc :

ALS Vial : 6 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-BF072517.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 4.604 459 462 479 rBV 156151 284163 9.35% 1.151%
2 5.063 535 540 558 rBY 2536962 3037738 100.00% 12.308%
3 6.122 715 720 723 rBVY 2845295 3014825 99.25% 12.215%
4 6.228 733 738 748 rVB 2573233 2747828 90.46% 11.133%
5 6.451 772 776 787 rVB 554472 555097 18.27% 2.249%

6.604 798 802 817 rBV 2208116 2071156 68.18% 8.392%
7.022 868 873 876 rBV 1724014 1751457 57.66% 7.096%
7.734 990 994 1004 rBV 912866 903920 29.76% 3.662%
8.810 1171 1177 1181 rBV 2719276 2877253 94.72% 11.658%
9.475 1285 1290 1297 rBV 946744 825479 27.17% 3.345%

=
QO ~NO®

11 10.263 1420 1424 1435 rBV 1656963 1718408 56.57% 6.963%
12 10.945 1537 1540 1549 rVB 901773 837435 27.57% 3.393%
13 12.533 1805 1810 1814 rBV 2368152 2605352 85.77% 10.556%
14 13.569 1982 1986 1995 rVB 770659 721962 23.77% 2.925%
15 14.910 2210 2214 2219 rBV 438598 482955 15.90% 1.957%

16 14.957 2219 2222 2226 rVB 40960 49479 1.63% 0.200%

17 15.310 2277 2282 2287 rVB 54082 71543 2.36% 0.290%

18 15.710 2345 2350 2356 rVB 45609 72976 2.40% 0.296%

19 16.174 2423 2429 2435 rVB2 26262 51734 1.70% 0.210%
Sum of corrected areas: 24680760
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097275.D

Aca On : 2 Aug 2017 16:06

Operator : SJ/JU

Sample : PB101142BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF097275.D

5.06 6.23
2500000

6.60

2000000
7.02

1500000

1000000 7.

6.45

e | L

e e L SIS e

T
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF097275.D
8,81

2500000 12.53

500000

2000000
10.26
1500000

1000000 9.47 10.95
13.5

500000

T ——

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF097275.D

2500000

2000000

1500000

1000000

500000 14.91

96 15.31 15.71 16.17
rr

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097275.D

Aca On : 2 Aug 2017 16:06

Operator : SJ/JU

Sample : PB101142BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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.

4.60 10.24 ng 284163 1,4-Dichlorobenzene-d4 6.45
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2-Propanone. 1-(l-methvlethoxv)- 116 C6H1202 042781-12-4 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 7

Abundance Scan 461 (4.599 min): BF097275.D (-459) (-) m/z 42.95 100.00%
43.0
5000 59.0
| mo M 450 4% 280 480 500
SRMBRESEESESESSSSSSSRSY S  NESESSRMRF | REOESES OSSR MDA MM m/z 59.00 49.58%
m/z--> 20 30 40 50 60 70 8 90 100 110 120
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR U L L L
59.0 420 440 460 4.80 5.00
m/z 101.10 13.53%
31.0 83.0 101.0
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
420 440 4.60 480 5.00
5000 57.0 m/z 58.00 13.43%
29.0
101.0
"'I'”'I"”I"'W""P"'I”Z%?'”'I"”I"”I"'W"
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8177: 2-Propanone, 1-(1-methylethoxy)- R R A T
43.0 420 4.40 4.60 4.80 5.00
m/z 41.00 9.89%
5000
27.0 58.0 73.0
e bl mso  a010 s
m/z--> 20 30 40 50 60 70 8 90 100 110 120 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097275.D

Aca On : 2 Aug 2017 16:06

Operator : SJ/JU

Sample : PB101142BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 unknown6.23 Concentration Rank 1

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

6.23 99.00 ng 2747830 1,4-Dichlorobenzene-d4 6.45
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 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 738 (6.228 min): BF097275.D (-733) (-) m/z 132.00 100.00%
132.0
5000 68.1
————
400 540 | 96.1 580 6.00 6.20 6.40 6.60
TR e X B NP € X N [ N m/z 68.10 38.16%
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 A
5000 RN RS AR I
5.80 6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 31.97%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
580 6.00 6.0 6.40 6.60
5000 67.0 m/z 66.00 25.45%
41.0 97.0
53.0
79.0 117.0
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole S LA B L LA
132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 14 .95%
5000
104.0
120 27.0 390 5.0 %0770 o045 | 1550
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097275.D

Aca On : 2 Aug 2017 16:06

Operator : SJ/JU

Sample : PB101142BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 5
R.T. EstConc Area Relative to ISTD R.T.
15.31 2.96 ng 71543 Perylene-d12 14 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Hexacosane 366 C26H54 000630-01-3 83
5 Tetradecane 198 C14H30 000629-59-4 78
Abundance Scan 2282 (15.310 min): BF097275.D (-2277) (-) m/z 57.00 100.00%
57.0
5000 I
141.0 15.00 15.20 15.40 15.60
...-J,I...J.J hidp? o »ort e W/z 43.05 61.99%
miz--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LR BRI SULRLILE B B
mmmmmmmm
99.0 m/z 71.05 56.28%
27,0 ‘ I i H , 1410 1830 225.0 281.0 337.0 394.0
miz--> 0 éo 100 1éo 200 250 360 350 '
Abundance
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.05 34.26%
99.0
27,0 141.0 1830 225.0 266.0296.0
miz--> 0 éo 160 1éo 200 250 360 3%0 '
Abundance #94346: Heptadecane
57.0 15.00 15.20 15.40 15.60
m/z 55.00 22 .87%
5000
99.0
miz--> 0 éo 160 1éo 260 2éo 360 3éo ' 1500 1520 1540 1§60 !
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097275.D

Aca On : 2 Aug 2017 16:06

Operator : SJ/JU

Sample : PB101142BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.71 3.02 ng 72976 Perylene-d12 14 .91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Hexacosane 366 C26H54 000630-01-3 80
3 Octadecane 254 C18H38 000593-45-3 80
4 Heptacosane 380 C27H56 000593-49-7 74
5 Tetracosane 338 C24H50 000646-31-1 72
Abundance Scan 2350 (15.710 min): BF097275.D (-2345) (-) m/z 57.10 100.00%
57.1
5000 85.1
T T 1540 15160 15.80 16,00
et m/z 43.00 58.27%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LR BRI BULRLILE B B
mmmmmmmm
m/z 71.05 53.29%
29.0 13.
\‘ Al ‘\ “\ h\ I u‘ “14:‘[ 0169 0197 0225 02530 296.0
m/z--> 56 100 150 260 2éo 360 3éo
Abundance
57.0
15.40 15.60 15.80 16.00
0
5000 85.0 m/z 85.10 37 .25%
113.0
29.0 141.0169.0197.0225.0253.0 295.0 366.0
m/z--> 56 160 1éo 260 2éo 360 3%0
Abundance #105886: Octadecane
57.0 15.40 15.60 15.80 16.00
m/z 55.10 22 .54%
5000 85.0
2?0 I ﬂl }4}01690197022502540
mz-> 's'o 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080217\
Data File : BF097275.D

Aca On : 2 Aug 2017 16:06

Operator : SJ/JU

Sample : PB101142BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 6 10-Methylnonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.17 2.14 ng 51734 Perylene-d12 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-MethvInonadecane 282 C20H42 056862-62-5 80
2 Undecane 156 C11H24 001120-21-4 72
3 Heptadecane 240 C17H36 000629-78-7 64
4 Tridecane 184 C13H28 000629-50-5 64
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 53

Abundance Scan 2428 (16.168 min): BF097275.D (-2423) (-) m/z 57.05 100.00%

57.0

5000

15.80 16.00 16.20 16.40
m/z 43.00 63.47%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129494: 10-Methylnonadecane
57.0
85.0
5000 LA L L L L LB L
15.80 16.00 16.20 16.40
154.0 m/z 71.00 50.94%
23.0 | 1130
SN N M N . L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R N REEAS B R e
15.80 16.00 16.20 16.40
5000 m/z 85.10 38.37%
85.0
29.0

113.0 156.0

wﬁw@mﬁmﬁmﬁ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94346: Heptadecane
57.0 15.80 16.00 16.20 16.40
m/z 55.05 35.56%

85.0
5000

29.0

113.0
L “ o oy 1410 1690 1970 2400

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16. 00 16 20 16. 40
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF080217\

BF097275.D

2 Aug 2017 16:06

SJ/Ju

PB101142BL

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6.23
Octacosane
Heneilcosane

10-Methylnonadecane

8270-BF072517_.M Thu Aug 03 15:56:26 2017

4.60 10.2 ng
6.23 99.0 ng
15.31 3.0 ng
15.71 3.0 ng
16.17 2.1 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

284163
2747830
71543
72976
51734

|--Internal Standard---|
| # RT Resp Conc]

555097 20.0
555097
482955 20.0
482955 20.0
482955 20.0
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