LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71519\

Data File : BF115577.D

Aca On : 16 Jul 2019 00:33 Instrument :

Operator : HP/JU E?Afs el
- _ lentosampleld :

3?22'6 : K3620-09 2X CL-01-071219-E

ALS Vial : 22 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-BF071219.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 2.193 13 18 24 rVB 894405 1225895 57.73% 5.210%
2 5.498 576 580 584 rBVY 2209221 2123412 100.00% 9.025%
3 6.504 746 751 754 rBVY 2157151 1938390 91.29% 8.239%
4 6.651 771 776 779 rBV 2252326 1974307 92.98% 8.391%
5 6.881 811 815 819 rBVY 1300503 1079966 50.86% 4 .590%
6 7.040 838 842 845 rBVY 1846088 1539742 72.51% 6.544%
7 7.434 905 909 916 rBVY 1199409 1177161 55.44% 5.003%
8 8.163 1028 1033 1036 rBvV 1614357 1308338 61.61% 5.561%
9 8.975 1168 1171 1176 rBvV2 29348 28034 1.32% 0.119%
10 9.239 1211 1216 1227 rBvV 2037345 1974801 93.00% 8.393%
11 9.504 1256 1261 1265 rVB2 17771 23547 1.11% 0.100%
12 9.575 1271 1273 1276 rBV 34556 33128 1.56% 0.141%

13 9.628 1279 1282 1291 rVB 165889 155244 7.31% 0.660%
14 9.916 1325 1331 1345 rBV 1390083 1350665 63.61% 5.741%

15 10.116 1362 1365 1370 rVB3 19592 21508 1.01% 0.091%
16 10.351 1402 1405 1411 rVB3 19416 22568 1.06% 0.096%
17 10.463 1421 1424 1430 rVB3 32573 35665 1.68% 0.152%
18 10.698 1460 1464 1483 rBV 967654 1077547 50.75% 4 _580%
19 10.828 1483 1486 1493 rVB5 23355 32787 1.54% 0.139%
20 11.010 1512 1517 1520 rBV 19949 25180 1.19% 0.107%

21 11.404 1580 1584 1586 rBV 1192921 1158039 54.54% 4.922%
22 11.422 1586 1587 1592 rVvV 188595 151651 7.14% 0.645%
23 11.475 1593 1596 1600 rVB 34755 36389 1.71% 0.155%
24 11.904 1665 1669 1670 rBV 63628 55160 2.60% 0.234%
25 11.928 1670 1673 1680 rVVv2 216019 249388 11.74% 1.060%

26 12.016 1684 1688 1690 rVVv2 79517 101483 4.78% 0.431%

27 12.033 1690 1691 1697 rVB 49917 46423 2.19% 0.197%
28 12.198 1716 1719 1721 rBV 25916 25792 1.21% 0.110%
29 12.222 1721 1723 1729 rVB4 14432 22283 1.05% 0.095%
30 12.380 1747 1750 1752 rBV 24186 25120 1.18% 0.107%
31 12.451 1759 1762 1765 rBV 66999 68644 3.23% 0.292%
32 12.480 1765 1767 1774 rVB4 61876 117870 5.55% 0.501%
33 12.533 1774 1776 1781 rBvV4 20643 34379 1.62% 0.146%

34 12.610 1786 1789 1794 rBV 153254 156775 7.38% 0.666%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071519\
Data File : BF115577.D

Aca On : 16 Jul 2019 00:33

Operator : HP/JU

Sample : K3620-09 2X

Misc :

ALS Vial : 22 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\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.710 1803 1806 1810 rBV2 59209 68102 3.21% 0.289%

36 12.839 1823 1828 1831 rBV 198088 208932 9.84% 0.888%
37 12.980 1849 1852 1862 rBV 1586176 1424361 67.08% 6.054%

38 13.057 1862 1865 1872 rBV2 35320 55596 2.62% 0.236%
39 13.169 1882 1884 1888 rVB 48678 41801 1.97% 0.178%
40 13.233 1890 1895 1898 rBV2 37999 52136 2.46% 0.222%
41 13.274 1899 1902 1906 rBV 45892 53444 2.52% 0.227%
42 13.363 1915 1917 1920 rBVY 35215 26703 1.26% 0.113%
43 13.392 1920 1922 1925 rBVY 32805 31679 1.49% 0.135%

44 13.892 2004 2007 2016 rVB5 94604 171694 8.09% 0.730%
45 14.039 2027 2032 2035 rBVY 969480 1094872 51.56% 4 _.653%
46 15.504 2277 2281 2285 rBVY 685675 901642 42.46% 3.832%

Sum of corrected areas: 23528243
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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\BFO071519\

BF115577.D

16 Jul 2019 00:33

HP/JU

K3620-09 2X

22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071519\
Data File : BF115577.D

Aca On : 16 Jul 2019 00:33

Operator : HP/JU

Sample : K3620-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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.

2.19 22.70 ng 1225900 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 18 (2.193 min): BF115577.D (-13) (-) m/z 73.00 100.00%
3
5000 /\
43 55 87 S
37 | 7 2.20 2.30 2.40 2.50 2.60
et b e O e M/Z 43,00 32.95%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 O 2.20 2.30 2.40 2.50 2.60
- 87 m/z 87.05 25.51%
"|'"“h”'??hhj'é?“"'|"§?H""|"J'|"'}P}"'|'“'|""|""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 23.82%
L 79 |97 112 129
m/z--> 20 ' J 50 ' 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl-
73 2.20 2.30 2.40 2.50 2.60
m/z 71.10 10.86%
5000 43
58
L1 A .
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 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\BFO071519\
Data File : BF115577.D

Aca On : 16 Jul 2019 00:33

Operator : HP/JU

Sample : K3620-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.65 Concentration Rank 1

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

6.65 36.56 ng 1974310 1,4-Dichlorobenzene-d4 6.88
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 776 (6.651 min): BF115577.D (-771) (-) m/z 132.00 100.00%
5000 68
40 % J 640 6.60 6.80 7.00
54 : : : :
iyl 7 87 L Apsus o h/z 68.00 38.25%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 U UL A L
6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.92%
."'!".l.!..||....|.|...|..'.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 24.84%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘l‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R RREEE s
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 15.39%
5000 og M°
SN | SRR 8 ‘ﬂQ7ILL N . - Il?? . SN | 500 | C—
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\BFO071519\
Data File : BF115577.D

Aca On : 16 Jul 2019 00:33

Operator : HP/JU

Sample : K3620-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.93 4_.31 ng 249388 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 60
4 Pentadecanoic acid 242 C15H3002 001002-84-2 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 46

Abundance Scan 1673 (11.928 min): BF115577.D (-1670) (-) m/z 73.00 100.00%

5000

11.60 11.80 12.00 12.20
m/z 60.00 81.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60 73

5000 129 L
11.60 11.80 12.00 12.20

m/z 43.05 78 .23%

213
143 157171 185 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid

43 T T T T
11.60 11.80 12.00 12.20

5000 129 m/z 192.10 77 .79%

143 157 214

| I‘l — ‘l"‘ : Iulml‘ il |‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54741: Anthracene, 1-methyl- R A RERREEEERESESLY
192 11.60 11.80 12.00 12.20

m/z 57.05 65.82%

5000

27 5163 839 115 139152 ‘ 178 h

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071519\
Data File : BF115577.D

Aca On : 16 Jul 2019 00:33

Operator : HP/JU

Sample : K3620-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 di-p-Tolylacetylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.48 2.04 ng 117870 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 di-p-Tolvlacetvlene 206 Cl16H14 002789-88-0 81
2 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 72
3 Phenanthrene. 2.7-dimethvl- 206 C16H14 001576-69-8 68
4 Naphthalene. 1.2-dihvdro-4-phenvl- 206 C16H14 007469-40-1 53
5 Phenanthrene, 1,7-dimethyl- 206 Cl6H14 000483-87-4 52
Abundance Scan 1767 (12.480 min): BF115577.D (-1765) (-) m/z 206.10 100.00%
206
67 81 189
5000 55

A
LI I e O

12.20 12.40 12.60 12.80
m/z 81.00 58.12%

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #66239: di-p-Tolylacetylene
206
5000 LA L L L L L LB
12 20 12. 40 12. 60 12. 80
191 m/z 189.00 54 .84%
39 51 63 76 89 102115158139 152 165178
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66259: Phenanthrene, 3,6-dimethyl-
206
L ARE R R R S e
12.20 12.40 12.60 12.80
5000 m/z 67.00 54 _.06%
102 191
27 39 51 63 76 & ‘\‘ m 115126 139 152 165 178 H A
e e o R R e B AR AR ma
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66268: Phenanthrene, 2,7-dimethyl- AR EREEE RS
206 12.20 12.40 12.60 12.80
m/z 55.00 40.50%
5000
189
R o e o L o o L i e e R ma R EEE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071519\
Data File : BF115577.D

Aca On : 16 Jul 2019 00:33

Operator : HP/JU

Sample : K3620-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.89 3.14 ng 171694 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 93
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
3 Cvclohexadecane 224 C16H32 000295-65-8 89
4 1-Pentadecanethiol 244 C15H32S 025276-70-4 87
5 n-Nonadecanol-1 284 C19H400 001454-84-8 87
Abundance Scan 2007 (13.892 min): BF115577.D (-2004) (-) m/z 57.00 100.00%
57 g3

5000

F

230
4 248 274291

34153 182 2

3245, 13.60 13.80 14.00 14.20
m/z 43.00 84 .41%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #227401: Heptadecy! heptafluorobutyrate
g7

%

83

5000 T T T T
13.60 13.80 14.00 14.20

- m/z 83.10 84 .06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #205392: Trichloroacetic acid, hexadecy! ester

r

69

13.60 13.80 14.00 14.20

5000 m/z 55.00 81.01%

125
153 196 224

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

i

Abundance #81246: Cyclohexadecane I EAmEmEEE RS
55 g3 13.60 13.80 14.00 14.20
m/z 69.00 77.45%
5000
29
et N B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071519\
Data File : BF115577.D

Acq On : 16 Jul 2019 00:33

Operator : HP/JU

Sample - K3620-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 2.19 22.7 ng 1225900 1 6.88 1079970 20.0
unknown6 .65 6.65 36.6 ng 1974310 1 6.88 1079970 20.0
n-Hexadecanoic acid 11.93 4.3 ng 249388 4 11.40 1158040 20.0
di-p-Tolylacetylene 12.48 2.0 ng 117870 4 11.40 1158040 20.0
Heptadecyl heptaf... 13.89 3.1 ng 171694 5 14.04 1094870 20.0
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