LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110624.D

Aca On > 9 Nov 2018 13:41

Operator : JU/SJ

Sample : J5813-10

Misc :

ALS Vial : 11 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-BF110818 .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 2.240 21 26 40 rVB 231084 325373 21.23% 2.340%
2 5.181 523 526 538 rBV 27130 40685 2.65% 0.293%
3 5.563 587 591 608 rBY 1452185 1376072 89.77% 9.895%
4 6.569 758 762 776 rBVY 1474115 1532869 100.00% 11.022%
5 6.716 783 787 790 rBVY 1631911 1477323 96.38% 10.623%
6 6.945 822 826 832 rBV 547233 445225 29.05% 3.201%
7 7.098 848 852 871 rVB 1218181 1128963 73.65% 8.118%
8 7.510 918 922 937 rBV 977962 903599 58.95% 6.497%
9 8.228 1040 1044 1060 rBV 612049 561218 36.61% 4.036%
10 9.298 1222 1226 1229 rBVY 1727334 1433255 93.50% 10.306%

11 9.692 1289 1293 1304 rVB 176805 155309 10.13% 1.117%
12 9.986 1339 1343 1350 rBvV 607220 525540 34.28% 3.779%
13 10.780 1474 1478 1490 rBV 574806 604435 39.43% 4_.346%
14 11.480 1593 1597 1599 rBV 520723 441832 28.82% 3.177%

15 11.504 1599 1601 1605 rVB 85547 74353 4._.85% 0.535%
16 11.980 1680 1682 1686 rBV2 35267 38895 2.54% 0.280%
17 12.698 1800 1804 1809 rBV 173208 151999 9.92% 1.093%
18 12.769 1813 1816 1824 rBV3 63042 82215 5.36% 0.591%
19 12.910 1837 1840 1841 rBV 25945 23075 1.51% 0.166%

20 12.927 1841 1843 1849 rVB 130056 119959 7.83% 0.863%

21 13.063 1862 1866 1869 rBV 1182593 1037226 67.67% 7.458%

22 13.257 1897 1899 1905 rVB5 15194 21097 1.38% 0.152%
23 13.486 1935 1938 1942 rBV5 18539 25031 1.63% 0.180%
24 13.774 1984 1987 1991 rBV3 15474 27773 1.81% 0.200%

25 13.939 2012 2015 2021 rBV3 68217 106868 6.97% 0.768%

26 14.127 2043 2047 2050 rBV 455582 479301 31.27% 3.446%

27 14.157 2050 2052 2058 rVB 63652 63151 4.12% 0.454%
28 14.874 2172 2174 2178 rVB 42348 41736 2.72% 0.300%
29 15.033 2198 2201 2205 rVB2 75683 74454 4._86% 0.535%
30 15.204 2227 2230 2231 rBV 39999 49477 3.23% 0.356%

31 15.227 2232 2234 2238 rVB 101412 102871 6.71% 0.740%
32 15.627 2299 2302 2303 rBV 48367 50559 3.30% 0.364%
33 15.657 2303 2307 2312 rVB 207676 266648 17.40% 1.917%
34 16.080 2375 2379 2385 rVB 77632 118611 7.74% 0.853%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110624.D

Aca On > 9 Nov 2018 13:41

Operator : JU/SJ

Sample : J5813-10

Misc :

ALS Vial : 11 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 13906997
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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

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\

BF110624.D

9 Nov 2018 13:41

JussJ

J5813-10

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1500000

1000000

500000
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1500000

1000000

500000
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8.23 9.99
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127015 g
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|
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T =

0
Time-->

12.50 13.00

11.50

10.00

12.00

10.50

9.50 11.00

Abundance

1500000
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500000

TIC: BF110624.D
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0
Time-->

1
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110624.D

Aca On : 9 Nov 2018 13:41

Operator : JU/SJ

Sample : J5813-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.24 14.62 ng 325373 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 12

Abundance Scan 26 (2.240 min): BF110624.D (-21) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0 87.1
| ‘ 2.20 2.30 2.40 2.50 2.60
o Y Y Nt SO I ' P m/z 43.05 41_10%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.00 28.66%
29.0
0 L AN .
HLUN SRR SR SRR LU UL SURLLEL UL S SR S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 550 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.10 25.97%
29.0
15\'0 H\ ‘ | ‘ L “\ \H\ , 97.0
e S S L S S L S SR LI S S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.05 13.83%
5000 43.0
58.0
0"I'”'I"m““'”I*l'W""P"'I“"I'”MI"”I"' AU RN IR AN AR
m/z--> 10 20 30 40 50 60 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110624.D

Aca On : 9 Nov 2018 13:41

Operator : JU/SJ

Sample : J5813-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.72 Concentration Rank 1

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

6.72 66.36 ng 1477320 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 788 (6.722 min): BF110624.D (-783) (-) m/z 132.00 100.00%
132.0
5000
68.1
200 540 360 Tk 5k ok 7hy
0 B E e m/z 134.00 33.53%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 LRSS SR AR

6.40 6.60 6.80 7.00
m/z 68.10 31.98%

310 510
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
SRNMRR SRS 1 -
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 20.35%
41.0 97.0
‘ ‘ 117.0
ol ol B L Ll
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl B
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 12.08%
74.0
116.0
5000 98.0
M 1y 1 ‘M W \H“ “‘ Lo/l 158.0 189.0
| R ot MMM L S .
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110624.D

Aca On : 9 Nov 2018 13:41

Operator : JU/SJ

Sample : J5813-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.77 3.72 ng 82215 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 59
Abundance Scan 1816 (12.769 min): BF110624.D (-1813) (-) m/z 43.00 100.00%
43.0 ,73.0
129.1
5000
1240 12.60 12.80 13.00
0 m/z 73.00 98.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 , 73.0
5000 129.0
12.40 12.60 12.80 13.00
m/z 60.00 93.32%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 57.05 83.89%
0 .1?.'?.‘; T .W..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid L BT o e
73.0 12.40 12.60 12.80 13.00
43.0 m/z 41.05 68.05%
5000 129.0
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 12%0 1£BO 1350 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110624.D

Aca On : 9 Nov 2018 13:41

Operator : JU/SJ

Sample : J5813-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Cyclohexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.94 4.46 ng 106868 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 90
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 87
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 87
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 81

5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 76

Abundance Scan 2015 (13.939 min): BF110624.D (-2012) (-) m/z 57.10 100.00%

5000
281.0 13.60 13.80 14.00 14.20
o bt | m/z 43.10 88.07%
m/z--> 50 100 150 200 250 300 350
Abundance #81246: Cyclohexadecane
55.0 83.0
5000 LA L L L L L L |
29.0 111.0 13.60 13.80 14.00 14.20

m/z 55.05 69.28%

o S e
m/z--> 50 100 150 200 250 300 350
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
s
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 56.81%
29.0 125.0
ol H ! ‘L |, 070 2100230 ag30
7
m/z--> 50 100 150 200 250 300 350
Abundance #190678: 2- Chloropropionic acid, octadecy! ester R A REER R
57.0 97.0 13.60 13.80 14.00 14.20
' m/z 41.00 46 .85%
5000
125.0
20 | " iy 15401820 22 02500 297.0
R SN O e R e CUINRE 1)
m/z--> 50 100 150 200 250 300 350 13 60 13. 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110624.D

Aca On : 9 Nov 2018 13:41

Operator : JU/SJ

Sample : J5813-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Oxirane, hexadecyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.03 5.58 ng 74454 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 90
2 1.19-Eicosadiene 278 C20H38 014811-95-1 90
3 Octadecanal 268 C18H360 000638-66-4 86
4 16-Heptadecenal 252 C17H320 1000144-57-9 81
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 68
Abundance Scan 2200 (15.027 min): BF110624.D (-2198) (-) m/z 57.10 100.00%
57.1
5000
291.2 365.2 ' 14:80 15.00 15.20 15.40
o e m/z 43.10 90.24%
m/z--> 100 150 200 250 300 350
Abundance #117616: Oxirane, hexadecyl-
5000 LI BUULIL UL UL
14,80 15.00 15.20 15.40
1-0 m/z 82.00 77.43%
ol ﬂ3801660194022202500
m/z--> 100 150 200 250 300 350
Abundance #126192: 1,19-Eicosadiene
55.0
86.0 ' 14:80 15.00 15.20 15.40
5000 m/z 55.00 69.35%
o ”MJ“ W21QMWmmozmmmo
m/z--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal R mEEEE RS S
43.0, 820 14.80 15.00 15.20 15.40
m/z 41.05 62.71%
5000
10.0
] ‘ i W 138.0166.0194.0222.0250.0
ol ALy i, e e S
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110624.D

Aca On : 9 Nov 2018 13:41

Operator : JU/SJ

Sample : J5813-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 7 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.08 8.90 ng 118611 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 2379 (16.080 min): BF110624.D (-2375) (-) m/z 57.10 100.00%

57.1
5000 85.1

\ 40.1169.1, 2020 27313012  345.2 15.80 16.00 16.20 16.40
S 0§ “--' fl oy o 2361 25 Re S m/z 71.10 60.14%

m/z--> 50 100 150 200 250 300
Abundance #117638: Nonadecane
57.0
5000 850 lllllllllllllllllll
15. 80 16 00 16. 20 16. 40
m/z 43.10 56.50%
29.0 113.0
0 .l | i nl | ) .|141'O,169'0197'0 225.0 268.0
T B e e e e e e e e I L e e s o e |
m/z--> 50 100 150 200 250 300
Abundance #94351: Hexadecane, 3-methyl-
57.0
R EEREEE SRS R
15.80 16.00 16.20 16.40
5000 m/z 85.10 44.93%
85.0
o Ly JJ 113.0141.0 183021105490
Tt ...,.. T T
m/z--> 50 100 150 200 250 300
Abundance #141426: Heneicosane A B
57.0 15.80 16.00 16.20 16.40
m/z 41.05 23.74%
85.0
5000
29.0 113.0
e L e e e B e I e e e ——] R EEREEE SRS R
m/z--> 50 100 150 200 250 300 15. 80 16 00 16. 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110918\
Data File : BF110624.D

Acq On > 9 Nov 2018 13:41

Operator : JU/SJ

Sample - J5813-10

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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]
Butane, 2-methoxy... 2.24 14.6 ng 325373 1 6.95 445225 20.0
unknown6 .72 6.72 66.4 ng 1477320 1 6.95 445225 20.0
Octadecanoic acid 12.77 3.7 ng 82215 4 11.48 441832 20.0
Cyclohexadecane 13.94 4.5 ng 106868 5 14.13 479301 20.0
Oxirane, hexadecyl- 15.03 5.6 ng 74454 6 15.66 266648 20.0
Nonadecane 16.08 8.9 ng 118611 6 15.66 266648 20.0
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