LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102602.D

Acq On 29 Jan 2018 17:40

Operator : SJ/JU

Sample : PB106132BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 height area % max. total
1 4.928 478 483 493 rBvV 98044 143338 3.73% 0.438%
2 5.334 548 552 573 rBV 3435059 3580702 93.17% 10.942%
3 6.363 722 727 730 rBV 3124567 3236795 84.22% 9.891%
4 6.486 744 748 751 rBV 3706419 3381269 87.98% 10.332%
5 6.710 783 786 799 rBV 949205 883305 22.98% 2.699%

6.869 809 813 816 rBV 3086176 2681800 69.78% 8.195%
7.280 878 883 899 rBV 2070299 2244808 58.41% 6.860%
7.998 1000 1005 1021 rBV 1196751 1226273 31.91% 3.747%
3847118 3843247 100.00% 11.744%
9.751 1298 1303 1314 rBV 1398806 1325768 34.50% 4_.051%
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11 10.545 1433 1438 1459 rBV 2017175 2216687 57.68% 6.774%
12 11.239 1552 1556 1572 rBV 1296261 1313746 34.18% 4._.015%
13 12.827 1821 1826 1829 rBV 3726041 3797567 98.81% 11.604%
14 13.304 1904 1907 1915 rBV6 19990 40997 1.07% 0.125%
15 13.880 2001 2005 2015 rBV 1292562 1324386 34.46% 4.047%

16 14.951 2184 2187 2191 rVB 65850 69407 1.81% 0.212%
17 15.309 2243 2248 2258 rBV 779074 1148409 29.88% 3.509%

18 15.715 2314 2317 2321 rVB 90116 115147 3.00% 0.352%
19 16.186 2394 2397 2406 rVB2 85129 151312 3.94% 0.462%

Sum of corrected areas: 32724963
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF012918\

BF102602.D

29 Jan 2018 17:40

SJ/Ju

PB106132BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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\BF012918\
Data File : BF102602.D

Acq On : 29 Jan 2018 17:40

Operator : SJ/JU

Sample : PB106132BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.93 3.25 ng 143338 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 40
3 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17

Abundance Scan 483 (4.928 min): BF102602.D (-478) (-) m/z 43.00 100.00%
43
59
5000
101 R RARRS AR RARRE RARRN Y
83 460 4.80 5.00 5.20
01 m/z 59.00 55.78%
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 L I UL I L
59 460 480 500 520
m/z 101.00 18.27%
15 4 101
0 | N 51\ 83
R B L AR R AL N SRR A AR RSN LA LARAN RN LSRN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
59
460 480 5.00 520
5000 m/z 58.00 14.16%
43 101
ol 15 5t 51 69 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #40911: 1,8-Nonanediol, 8-methyl-
59 460 4.80 5.00 5.20
m/z 41.05 8.76%
5000
43
0 L 8 8 o 123 141 159
m/z--> 10 20 30 4'0 50 60 70 8|0 90 100 110 150 130 140 150 160 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102602.D

Acq On : 29 Jan 2018 17:40

Operator : SJ/JU

Sample : PB106132BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.49 Concentration Rank 1

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

6.49 76 .56 ng 3381270 1,4-Dichlorobenzene-d4 6.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.492 min): BF102602.D (-744) (-) m/z 132.00 100.00%
5000
68
5 e
40 ,_ 54 75 104 6.20 6.40 6.60 6.80
Ol L e bl p 87 L S sl Tm/z 134.00 33.56%
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 RSN AR R A
6.20 6.40 6.60 6.80
3 78 m/z 68.10 32.75%
1 33 ‘
0'W'”'P'”I”J“'h'P'”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
620 640 6.60 6.80
5000 67 m/z 66.00 20.68%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmm‘ﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LI L L L L N B

132 6.20 6.40 6.60 6.80
m/z 69.10 12._.73%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102602.D

Acq On : 29 Jan 2018 17:40

Operator : SJ/JU

Sample : PB106132BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.72 2.01 ng 115147 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 87
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Hexacosane 366 C26H54 000630-01-3 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 2-methyloctacosane 408 C29H60 1000376-72-8 86
Abundance Scan 2318 (15.721 min): BF102602.D (-2314) (-) m/z 57.10 100.00%

5000
% 15.40 15.60 15.80 16.00
141175207 249285 355 : : : :
0 m/z 71.10 61.69%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57
5000 LA L L L L L B LB L |

15.40 15.60 15.80 16.00
m/z 43.10 60.34%

\Hu 141 183 225 267 309 351 393 435 491 535 574 617

0..”,..w.”.“.” T e T PR
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R R e AR
15.40 15.60 15.80 16.00
5000 m/z 85.10 39.68%
o 141 183 225 267 309 351 437
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane B BERRE RS
57 15.40 15.60 15.80 16.00
m/z 55.05 22.50%
5000
99
N [, 141 183 225 267 309 367
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 40 15 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102602.D

Acq On : 29 Jan 2018 17:40

Operator : SJ/JU

Sample : PB106132BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.19 2.64 ng 151312 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tetradecane 198 C14H30 000629-59-4 81
3 Pentadecane 212 C15H32 000629-62-9 74
4 Dodecane 170 C12H26 000112-40-3 72
5 Octadecane 254 C18H38 000593-45-3 64

Abundance Scan 2398 (16.192 min): BF102602.D (-2394) (-) m/z 57.00 100.00%

g7
5000 85

263 295 350 15.80 16.00 16.20 16.40 16.60

13 141 499
m/z 43.10 68.15%

201 229
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m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

o

Abundance #94345: Heptadecane
57
5000 LA B L L L L L L L
85 15. 80 16. OO 16. 20 16 40 16. 60
29 m/z 71.10 57.80%
0 \‘ “ Il M‘ 1-}3 i 141 169 196 24\.0
T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
R R e
15.80 16.00 16.20 16.40 16.60
5000 85 m/z 85.10 48.44%
29

113 141 169 198

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71394: Pentadecane BT
57 15.80 16.00 16.20 16.40 16.60
m/z 41.05 27.82%

5000 85
29
o DLl 18 1 168 212

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 280 300 320 340 15. 80 16. 00 16. 20 16 40 16. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102602.D

Acq On : 29 Jan 2018 17:40

Operator : SJ/JU

Sample : PB106132BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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]
2-Pentanone, 4-hy... 4 .93 3.3 ng 143338 1 6.71 883305 20.0
unknown6 .49 6.49 76.6 ng 3381270 1 6.71 883305 20.0
Tetratetracontane 15.72 2.0 ng 115147 6 15.32 1148410 20.0
Heptadecane 16.19 2.6 ng 151312 6 15.32 1148410 20.0
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