LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106978.D

Aca On 29 Jun 2018 17:33

Operator : JU/SJ

Sample : J3677-03

Misc :

ALS Vial : 18 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-BF061918 .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 5.195 482 486 499 rvVB 165700 207962 10.93% 1.258%
2 5.595 550 554 566 rBY 1634190 1596415 83.88% 9.658%
3 6.601 720 725 741 rVB 1489814 1677461 88.14% 10.148%
4 6.731 742 747 750 rBVY 1749507 1666083 87.54% 10.079%
5 6.954 781 785 788 rBV 570456 482342 25.34% 2.918%
6 7.107 807 811 815 rBV 1449891 1366539 71.80% 8.267%
7 7.519 876 881 884 rBVY 1101426 1068459 56.14% 6.464%
8 8.236 999 1003 1017 rBV 652659 600593 31.56% 3.633%
9 9.307 1181 1185 1189 rBvV 2000783 1903145 100.00% 11.513%
10 9.701 1248 1252 1258 rVB 269481 232003 12.19% 1.404%
11 9.901 1283 1286 1289 rBV 47557 36898 1.94% 0.223%
12 9.995 1298 1302 1309 rVB 727157 628497 33.02% 3.802%
13 10.401 1369 1371 1374 rVB 69728 47842 2.51% 0.289%
14 10.619 1404 1408 1411 rBV 20196 23235 1.22% 0.141%
15 10.789 1433 1437 1448 rBVY 1197839 1101718 57.89%% 6.665%
16 10.877 1448 1452 1462 rVB 58556 80606 4.24% 0.488%
17 11.324 1525 1528 1530 rBvV 33873 25766 1.35% 0.156%
18 11.489 1552 1556 1559 rBvV 617634 570940 30.00% 3.454%
19 12.707 1760 1763 1768 rVB 54259 47699 2.51% 0.289%
20 12.936 1799 1802 1806 rVB 58630 56397 2.96% 0.341%
21 13.071 1821 1825 1828 rBVY 1881405 1710660 89.89% 10.349%
22 13.260 1855 1857 1863 rVB3 13782 19911 1.05% 0.120%
23 13.536 1899 1904 1910 rBV 77771 74021 3.89% 0.448%

24 13.948 1971 1974 1980 rBV2 107883 124069 6.52% 0.751%
25 14.148 2003 2008 2011 rBV 598669 621088 32.63% 3.757%

26 14.601 2082 2085 2092 rVB6 18773 26880 1.41% 0.163%
27 14.912 2135 2138 2144 rBV5 14623 20465 1.08% 0.124%
28 15.236 2190 2193 2196 rBV 19238 25587 1.34% 0.155%
29 15.265 2196 2198 2202 rVB3 23089 24018 1.26% 0.145%

30 15.695 2265 2271 2279 rVB 345540 462969 24.33% 2.801%

Sum of corrected areas: 16530268
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106978.D

Aca On 29 Jun 2018 17:33

Operator : JU/SJ

Sample : J3677-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library = 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\BF062918\
Data File : BF106978.D

Aca On 29 Jun 2018 17:33

Operator : JU/SJ

Sample : J3677-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.20 8.62 ng 207962 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 487 (5.201 min): BF106978.D (-482) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.1 S B
| 83.0 | 4.80 500 520 5.40 5.60
o} OO | S A m/z 59.00 62.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S SR UL SRR
480 5.00 5.20 5.40 5.60
59.0 m/z 101.10 23.07%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.60
5000 1.0 m/z 58.00 16.35%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3152: 5-Hexen-2-one | BLELLEE BLELLELE B NN N
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.05%
5000
55.0
15.0 270
o o | 71080 980 .
miz> 10 % 30 40 % 60 70 80 90 100 110 120 130 140 || | 4B0 500 520 540 550
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106978.D

Aca On 29 Jun 2018 17:33

Operator : JU/SJ

Sample : J3677-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 69.08 ng 1666080 1,4-Dichlorobenzene-d4 6.95
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 9
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 747 (6.731 min): BF106978.D (-742) (-) m/z 132.00 100.00%
13%.
5000 68.1
96.1 BRI SRR L S
40.0 540 6.40 6.60 6.80 7.00
0 ..,....,....,....:....,::..,::l-.'...l:.,??.? o sgee WL m/z 68.10 39.23%
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 .
5000 DRSS SRR
6.40 6.60 6.80 7.00
2.0 510 ‘ m/z 134.00 33.05%
0'W'”'P'”I”J“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24.25%
41.0 97.0
53.0
79.0 117.0
0‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R R R ma e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.98%
5000
150 280 390 520 030 770 900 1040 .,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 680 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106978.D

Aca On 29 Jun 2018 17:33

Operator : JU/SJ

Sample : J3677-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.88 2.82 ng 80606 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Tritetracontane 605 C43H88 007098-21-7 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 1452 (10.877 min): BF106978.D (-1448) (-) m/z 57.00 100.00%

571.0

5000

10.60 10.80 11.00 11.20

o m/z 71.10 66.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57.0
5000 LA L L L L L L L
85.0 10.60 10.80 11.00 11.20
29.0 m/z 43.00 64 .80%
ol [ MB0 1410 1690 1960 2400
T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
T T T T
10.60 10.80 11.00 11.20
5000 m/z 85.10 42 .68%
85.0
29.0
0 113.0 1410 169.0 197.0 226.0
T T T T T T e e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane
57.0 10.60 10.80 11.00 11.20
m/z 41.00 28.58%
5000 85.0
29.0 J
. | || 1130 1410 1600 1980
”.“..w.”.“..w.”.,”.w.”.,”.w.”.,”....”,”.w.. R e e e e e  RE
m/z--> 60 80 100 120 140 160 180 200 220 240 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106978.D

Aca On 29 Jun 2018 17:33

Operator : JU/SJ

Sample : J3677-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.54 2.38 ng 74021 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 98
2 Hexadecanamide 255 C16H33NO 000629-54-9 78
3 Decanamide- 171 C10H21NO 002319-29-1 72
4 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 72
5 Tetradecanamide 227 C14H29NO 000638-58-4 64
Abundance Scan 1905 (13.542 min): BF106978.D (-1899) (-) m/z 59.00 100.00%
5d.0
5000
IIIIIIIIIAIIIIIIIII
98.0 126.0 1544 . 13.20 13.40 13.60 13.80
o} : m/z 72.00 61.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000 USRS UNASSUUNEE
13.20 13.40 13.60 13.80
29.0 m/z 55.00 32.18%
: 126.0
o 154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
13.20 13.40 13.60 13.80
5000 m/z 41.00 25 .50%
o 29.0 86.0 1140 1420 1700 2120 2550
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38977: Decanamide- s
59.0 13.20 13.40 13.60 13.80
m/z 43.00 20.93%
5000
29.0 | | 86.0 12§o 171.0
o) - ”\” ...‘.‘ ...‘. e O — ittt ASS St S,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062918\
Data File : BF106978.D

Aca On 29 Jun 2018 17:33

Operator : JU/SJ

Sample : J3677-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 4.00 ng 124069 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 96
2 Cetene 224 C16H32 000629-73-2 95
3 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 95
4 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 1974 (13.948 min): BF106978.D (-1971) (-) m/z 57.05 100.00%

571.0 83.0

5000

:

e LB e
226.1 13.60 13.80 14.00 14.20

m/z 83.05 88.38%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81246: Cyclohexadecane

55.0 830

5

5000

29.0 13.I60 13.I80 14.IOO 14.I20
m/z 55.00 87.83%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
R N N S Ramma e
83.0 13.60 13.80 14.00 14.20
5000 m/z 43.00 85.86%

111.0
139.0 168.0 196.0 224.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152719: Tetradecy! trifluoroacetate T
13.60 13.80 14.00 14.20
m/z 69.05 81.61%
5000
29.0
. 140.0 168.0 196.0 241.0 292.0
- IIIIIIIIIIIIIIIIIII

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062918\
Data File : BF106978.D

Acq On 29 Jun 2018 17:33

Operator : JU/SJ

Sample - J3677-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.20 8.6 ng 207962 1 6.95 482342 20.0
unknown6.73 6.73 69.1 ng 1666080 1 6.95 482342 20.0
Heptadecane 10.88 2.8 ng 80606 4 11.49 570940 20.0
9-Octadecenamide,... 13.54 2.4 ng 74021 5 14.15 621088 20.0
Cyclohexadecane 13.95 4.0 ng 124069 5 14.15 621088 20.0
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