LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113374.D

Aca On : 28 Mar 2019 15:11

Operator : JU/SJ

Sample : K2106-01

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF032519.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 4.899 475 478 486 rBV 37366 59343 1.37% 0.186%
2 5.322 546 550 570 rBVY 2298425 2452724 56.72% 7.697%
3 6.345 720 724 740 rBVY 1862295 2030141 46.95% 6.371%
4 6.475 742 746 750 rBVY 3628772 3660853 84.66% 11.488%
5 6.704 781 785 794 rBV 1257697 1068978 24.72% 3.355%

6.863 807 812 815 rBV 3308649 3208694 74.20% 10.069%
7.269 876 881 898 rBV 2518595 2631041 60.85% 8.257%
7.987 999 1003 1026 rBV 1237336 1257032 29.07% 3.945%
9.063 1181 1186 1201 rBV 4227715 4324165 100.00% 13.570%
9.733 1296 1300 1317 rVB 1293797 1224911 28.33% 3.844%

=
QO ~NO®

11 10.522 1430 1434 1448 rBV 2305905 2366113 54.72% 7.425%
12 11.210 1548 1551 1566 rBV 1124027 1160641 26.84% 3.642%
13 11.751 1639 1643 1653 rBvV2 115991 197043 4_56% 0.618%
14 12.533 1773 1776 1783 rBV2 55110 88692 2.05% 0.278%
15 12.792 1816 1820 1824 rBV 3923351 3890982 89.98% 12.210%

16 13.839 1994 1998 2004 rBV 1130944 1129093 26.11% 3.543%
17 14.610 2126 2129 2131 rBV 155374 149174 3.45% 0.468%

18 14.916 2179 2181 2185 rVB 150440 165589 3.83% 0.520%
19 15.245 2233 2237 2240 rBV 567310 801049 18.52% 2.514%

Sum of corrected areas: 31866258
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA F\DATA\BF032819\

BF113374.D

28 Mar 2019 15:11

Jus/sJ

K2106-01

6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF032519.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 : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113374.D

Aca On : 28 Mar 2019 15:11

Operator : JU/SJ

Sample : K2106-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 unknown6.47 Concentration Rank 1

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

6.47 68.49 ng 3660850 1,4-Dichlorobenzene-d4 6.70
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 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 745 (6.469 min): BF113374.D (-742) (-) m/z 132.00 100.00%
32
5000 68
40 | 6 620 640 6.60 6.80
54 75 104 . . . .
o T Y. ....| B A M - | N m/z 68.00 43.86%
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 IR LS UL R A
6.20 6.40 6.60 6.80
3 78 m/z 134.00 31.29%
138
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.20 6.40 6.60 6.80

5000 67 m/z 66.00 27.71%
41 97
53 117
S Y O V.- | A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole L S
132 6.20 6.40 6.60 6.80

m/z 68.95 16.87%

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:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113374.D

Aca On : 28 Mar 2019 15:11

Operator : JU/SJ

Sample : K2106-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.75 3.40 ng 197043 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 n-Decanoic acid 172 C10H2002 000334-48-5 78
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 1643 (11.751 min): BF113374.D (-1639) (-) m/z 72.95 100.00%

60 73
5000

11.40 11.60 11.80 12.00

0 m/z 42.95 96.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 LA L L L L L L L L B B

11:40 11.60 11.80 12.00
m/z 60.00 86.73%

213
143 157171 185 199

ey

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid

SN
w
o
S
~
®

11.40 11.60 11.80 12.00
m/z 57.00 75.89%

5000

29

0 I “ . "I‘;" S ARmEny
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid R B .

60 73 11.40 11.60 11.80 12.00
43 m/z 54.95 61.85%
5000 129
185 228
‘ T7 01115 143157171 ‘ 199

R0 L U B o o NSAMERS [ Rt

m/z--> 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113374.D

Aca On : 28 Mar 2019 15:11

Operator : JU/SJ

Sample : K2106-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 Tetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.61 3.72 ng 149174 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Heptacosane 380 C27H56 000593-49-7 93
3 Nonacosane 408 C29H60 000630-03-5 90
4 Tritriacontane 465 C33H68 000630-05-7 81
5 Dotriacontane 451 C32H66 000544-85-4 81
Abundance Scan 2129 (14.610 min): BF113374.D (-2126) (-) m/z 57.00 100.00%
57
5000 85
113 0 1440 1460 14'20 15 00
141 168 197 14.20 14.40 14.60 14.80 15.00
oL L1 168 197 225048 280 300333380 393417 451 oG 6a og
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175558: Tetracosane
57
85
5000 AR DR B BN

14.20 14,40 14.60 14.80 15.00
m/z 43.00 56.51%

113
|| 1141160 197 225 253 281 309 338

30
ol
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202662: Heptacosane
57
e
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.00 49.62%
85
29
o] | | (113 141 169 197 225 253 281 323 351 380
A e Y e R R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215180: Nonacosane A EEE TS
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 25.35%
85
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113
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A e o T L
m/z--> 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80 15.00

8270-BF032519.M Fri Mar 29 15:01:42 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF032819\
Data File : BF113374.D

Aca On : 28 Mar 2019 15:11

Operator : JU/SJ

Sample : K2106-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF032519_.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 3
R.T. EstConc Area Relative to ISTD R.T.
14 .92 4.13 ng 165589 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 81
2 Tricosane. 2-methvl- 338 C24H50 001928-30-9 74
3 Heptadecane 240 C17H36 000629-78-7 74
4 Tetracosane 338 C24H50 000646-31-1 74
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 72
Abundance Scan 2182 (14.921 min): BF113374.D (-2179) (-) m/z 57.00 100.00%
7
5000

14.60 14.80 15.00 15.20
m/z 71.00 67.04%

141 169 197 225 265290315341365390 424 460

0|
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #141426: Heneicosane
7
85
5000 LA L L L L L B LB L |
14.60 14.80 15.00 15.20
29 m/z 43.00 60.34%
bbb b g (L0107 sy 208
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #175565: Tricosane, 2-methyl-
43
R e e A REaE
14.60 14.80 15.00 15.20
5000 71 m/z 85.00 54 _31%
. J | 9 127 155 183 211 239 267 2 323
L = e e LA wan s e o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #94346: Heptadecane s AEREERREEEE
7 14.60 14.80 15.00 15.20
m/z 55.00 20.12%
85
5000
29

[l Jll 141169 197 240

O e e MR .
0

50 100 150 200 250 300 350 400 450 14 60 14. 80 15. 00 15 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032819\
Data File : BF113374.D

Acq On : 28 Mar 2019 15:11

Operator : JU/SJ

Sample : K2106-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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]
unknown6 .47 6.47 68.5 ng 3660850 1 6.70 1068980 20.0
n-Hexadecanoic acid 11.75 3.4 ng 197043 4 11.21 1160640 20.0
Tetracosane 14.61 3.7 ng 149174 6 15.24 801049 20.0
Heneicosane 14.92 4.1 ng 165589 6 15.24 801049 20.0
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