LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103686.D

Aca On : 16 Mar 2018 10:37

Operator : JU/SJ

Sample : PB107358BL

Misc :

ALS Vial : 4 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-BF031518.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 5.228 530 534 541 rVB 81217 112865 2.23% 0.271%
2 5.593 590 596 599 rBVY 4143690 4526416 89.42% 10.883%
3 6.587 758 765 768 rBY 3922715 4418328 87.28% 10.623%
4 6.734 785 790 794 rBVY 4057684 4498241 88.86% 10.815%
5 6.963 826 829 833 rVB 1222563 1021593 20.18% 2.456%

7.122 852 856 859 rBV 3804244 3525157 69.64% 8.476%
7.528 919 925 928 rBV 2839182 2894480 57.18% 6.959%
1677887 1395753 27.57% 3.356%
9.322 1224 1230 1233 rBV 4839135 5054021 99.84% 12.152%
10.004 1341 1346 1350 rBV 1826947 1565485 30.93% 3.764%
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11 10.792 1476 1480 1484 rBV 2428017 2347972 46.38% 5.645%
12 11.498 1595 1600 1603 rBV 1721997 1581084 31.23% 3.802%
13 12.004 1680 1686 1692 rBV 195991 289825 5.73% 0.697%
14 12.792 1815 1820 1833 rBV 189288 286942 5.67% 0.690%
15 13.086 1865 1870 1874 rBV 4296610 5062195 100.00% 12.171%

16 14.004 2022 2026 2031 rVB 90622 80675 1.59% 0.194%
17 14.145 2045 2050 2053 rBV 1667908 1537441 30.37% 3.697%
18 15.674 2303 2310 2319 rBV 1039683 1392293 27.50% 3.348%

Sum of corrected areas: 41590766
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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\BF031618\

BF103686.D

16 Mar 2018 10:37

JussJ

PB107358BL

4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103686.D

Aca On : 16 Mar 2018 10:37

Operator : JU/SJ

Sample : PB107358BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 5

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

5.23 2.21 ng 112865 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 17
3 Acetone 58 C3H60 000067-64-1 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 534 (5.228 min): BF103686.D (-530) (-) m/z 43.00 100.00%
a3
59
5000
101 |""|""l""l"'7’}"h“T
| 83 | 480 5.00 5.20 5.40 5.60
ol e e m/z 59.00 53.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS RS RS R
480 5.00 520 5.40 5.60
59 m/z 100.95 19.78%
0 21 371, 53 ‘ o7 778 a1 O
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
21 480 500 520 540 560
5000 m/z 58.00 17.48%
86
51 69 101
S U SR I SIS UL IULILL UL SULIL LS WAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #213: Acetone T e B
43 480 5.00 520 5.40 5.60
m/z 41.00 8.58%
5000
58
15 27 a7
[ o o o o I LA e e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103686.D

Aca On : 16 Mar 2018 10:37

Operator : JU/SJ

Sample : PB107358BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.73 Concentration Rank 1

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

6.73 88.06 ng 4498240 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 789 (6.728 min): BF103686.D (-785) (-) m/z 132.00 100.00%
32
5000 68
6 T T T T T
40 54 62| 75 104 6.40 6.60 6.80 7.00
O 8 02l P a7 | W w5 W n/z 68.10 42.5%%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 ISR SRS SRR
6.40 6.60 6.80 7.00
3 78 m/z 134.00 32.43%
133
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 27.45%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine O EAmE S B
132 6.40 6.60 6.80 7.00
o7 m/z 69.10 17.20%
5000 0
31 52
o T M P | 78es | 15 M6
m/z--> 30 40 5'0 60 70 8 90 100 110 120 130 140 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\BF031618\
Data File : BF103686.D

Aca On : 16 Mar 2018 10:37

Operator : JU/SJ

Sample : PB107358BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.00 3.67 ng 289825 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Dodecanoic acid 200 C12H2402 000143-07-7 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74
Abundance Scan 1685 (11.998 min): BF103686.D (-1680) (-) m/z 72.95 100.00%
43 60 7B
o L
129
o7 115 213 U DA SO RGN B
143157171185 19977557 256 11.60 11.80 12.00 12.20 12.40
o} m/z 43.05 91.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 T T T T T T T T T T T T T T
nmumnmnmnm
m/z 60.00 86.74%
143187171185, 213
o} T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 11.60 11.80 12.00 12.20 12.40
5000 m/z 55.00 75.13%
129
29 87 115 171185 214
o - W 0 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61121: Dodecanoic acid B A T e o
60 78 11.60 11.80 12.00 12.20 12.40
m/z 57.00 74 .09%
43
5000
29 129 157 200
‘ T7 lop1is ‘ 143 | 171 ‘
0 .?-.5 .‘l..‘l‘.‘..”. ‘. ‘.‘ ‘ "'H‘I"";"I"" \H - ””1|8|5”\””  RARRRRRRR T A T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12. 40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF031618\
Data File : BF103686.D

Aca On : 16 Mar 2018 10:37

Operator : JU/SJ

Sample : PB107358BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.79 3.63 ng 286942 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 68
4 Oxalic acid. isobutyl tetradecvl... 342 C20H3804 1000309-37-9 25
5 Oxalic acid, allyl octadecyl ester 382 C23H4204 1000309-24-5 20
Abundance Scan 1820 (12.792 min): BF103686.D (-1815) (-) m/z 43.05 100.00%
43 57 73
5000
185 241 LN DU SRR SN I
143157171 | 199213227 12.40 12.60 12.80 13.00 13.20
0! m/z 73.00 94 .26%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid

N
[
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~
»

5000 129 L T o B o o B e
12. 40 12. 60 12. 80 13 00 13. 20

m/z 57.05 78 .86%

143457171
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
e SLALILE I e e e
12.40 12.60 12.80 13.00 13.20
5000{ 129 m/z 60.00 78.38%
87 9 242

143 19
101115 157171185

213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39472: n-Decanoic acid T e
60 12.40 12.60 12.80 13.00 13.20
a1 m/z 55.00 73.11%
5000 129
2
87
RN REC
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13 00 13. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF031618\
Data File : BF103686.D

Acq On : 16 Mar 2018 10:37

Operator : JU/SJ

Sample : PB107358BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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... 5.23 2.2 ng 112865 1 6.96 1021590 20.0
unknown6.73 6.73 88.1 ng 4498240 1 6.96 1021590 20.0
n-Hexadecanoic acid 12.00 3.7 ng 289825 4 11.50 1581080 20.0
Octadecanoic acid 12.79 3.6 ng 286942 4 11.50 1581080 20.0
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