LSC Area Percent Report

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

Data File : BF115576.D

Aca On : 16 Jul 2019 00:06 Instrument :

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

3?22'6 : K3620-05 2X CL-01-071219-C

ALS Vial : 21 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 30 rvB 857168 1142450 62.69% 5.249%
2 5.498 576 580 584 rBY 1706061 1565226 85.89% 7.191%
3 6.504 746 751 754 rBVY 1744878 1664854 91.36% 7.649%
4 6.651 771 776 779 rBVY 1950017 1806467 99.13% 8.299%
5 6.880 811 815 819 rBVY 1328172 1071372 58.79% 4.922%
6 7.039 838 842 845 rBVY 1661260 1417201 77.77% 6.511%
7 7.433 905 909 921 rBVY 1130056 1075590 59.02% 4.941%
8 8.163 1029 1033 1036 rBv 1600280 1301825 71.44% 5.981%
9 9.239 1211 1216 1228 rBvV 1795177 1822328 100.00% 8.372%
10 9.627 1279 1282 1290 rVB 127180 120359 6.60% 0.553%
11 9.774 1304 1307 1312 rBV 36370 33233 1.82% 0.153%
12 9.916 1327 1331 1346 rBV 1432479 1359967 74.63% 6.248%
13 10.463 1421 1424 1430 rvVB2 15749 18562 1.02% 0.085%
14 10.698 1460 1464 1479 rBvV 932621 998507 54.79% 4_.587%
15 10.827 1483 1486 1490 rVB4 15605 20223 1.11% 0.093%

16 11.398 1579 1583 1586 rBV 1259941 1188861 65.24% 5.462%
17 11.421 1586 1587 1592 rVV 160159 128436 7.05% 0.590%

18 11.474 1594 1596 1599 rVB 38856 34142 1.87% 0.157%
19 11.904 1666 1669 1670 rBV 51064 40462 2.22% 0.186%
20 11.927 1670 1673 1677 rVB2 142139 147124 8.07% 0.676%
21 12.010 1684 1687 1690 rBV2 63067 74833 4.11% 0.344%
22 12.033 1690 1691 1696 rVB 39142 34654 1.90% 0.159%
23 12.192 1716 1718 1721 rBV 23401 25096 1.38% 0.115%
24 12.374 1747 1749 1752 rBV 26600 24950 1.37% 0.115%
25 12.451 1759 1762 1765 rBV 66440 70411 3.86% 0.323%
26 12.480 1765 1767 1769 rBV3 52398 57622 3.16% 0.265%
27 12.533 1774 1776 1781 rVV3 26153 34267 1.88% 0.157%
28 12.610 1786 1789 1793 rBV 235857 203342 11.16% 0.934%
29 12.710 1803 1806 1809 rBVZ2 41688 47991 2.63% 0.220%
30 12.839 1823 1828 1831 rBV 261956 262278 14.39%% 1.205%
31 12.898 1836 1838 1841 rVB2 32498 32458 1.78% 0.149%
32 12.980 1848 1852 1861 rVB 1501686 1339180 73.49% 6.152%
33 13.057 1862 1865 1872 rBvV4 35294 63484 3.48% 0.292%
34 13.145 1878 1880 1882 rBV3 23454 24934 1.37% 0.115%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071519\
Data File : BF115576.D

Aca On 16 Jul 2019 00:06

Operator : HP/JU

Sample : K3620-05 2X

Misc :

ALS Vial : 21 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 13.168 1882 1884 1886 rVB 49882 41061 2.25% 0.189%
36 13.221 1890 1893 1894 rBV 34962 34319 1.88% 0.158%
37 13.268 1898 1901 1907 rBV2 50237 74121 4_.07% 0.341%
38 13.362 1915 1917 1919 rVB 39247 29926 1.64% 0.137%
39 13.392 1920 1922 1925 rBV 40721 36663 2.01% 0.168%
40 13.562 1949 1951 1953 rBVY 39158 28339 1.56% 0.130%
41 13.674 1968 1970 1975 rVB 41778 41736 2.29% 0.192%

42 13.892 2004 2007 2016 rVB5S 107934 186636 10.24% 0.857%
43 14.033 2027 2031 2035 rBVY 993232 1151388 63.18% 5.290%
44 14.509 2110 2112 2115 rVB2 83127 67550 3.71% 0.310%
45 15.509 2277 2282 2285 rBVY 647265 822627 45.14% 3.779%

Sum of corrected areas: 21767055
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071519\
Data File : BF115576.D

Aca On 16 Jul 2019 00:06

Operator : HP/JU

Sample : K3620-05 2X

Misc :

ALS Vial : 21 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

Abundance TIC: BF115576.D

6.50
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1500000
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7.43

1000000 219

500000

o e

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF115576.D

8.16 12.98
1500000 9.92
11.40

1000000 10.70

500000

9.77 t 10.46 |\10.83

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF115576.D

1500000

14.03
15.51

1000000

500000 14.51

13.89
75 3.58.67

ot
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071519\
Data File : BF115576.D

Aca On 16 Jul 2019 00:06

Operator : HP/JU

Sample : K3620-05 2X

Misc :

ALS Vial : 21 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 21.33 ng 1142450 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 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 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 18 (2.193 min): BF115576.D (-13) (-) m/z 73.00 100.00%

73
5000
43 55 87

220 230 240 2.50 2.60

..,....,..??',':.'..,..|..,..‘??,'.:..,....,....,....,....,....,.... m/z 42.95 31.92%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 55 2.20 2.30 2.40 2.50 2.60
7 87 m/z 87.05 25.28%
ol L el L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 RN R e SRR R R
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 22.68%
, 79 |, 97 112 129
“|“'w'“'w'“ “'w .”,”.w.”.“.”,”.w.”.“.”
m/z--> 20 40 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 11.18%

5000 43
58
29 ‘ 87
|

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071519\
Data File : BF115576.D

Aca On 16 Jul 2019 00:06

Operator : HP/JU

Sample : K3620-05 2X

Misc :

ALS Vial : 21 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 33.72 ng 1806470 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 37
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 776 (6.651 min): BF115576.D (-771) (-) m/z 132.00 100.00%
32
5000 68
0 s |l 7o Pyons | o sk k7
gL el eus . m/z 68.00 37.42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 S AR RS AR RS
69 6.40 6.60 6.80 7.00
39 o m/z 134.00 33.60%
8 g 89 103
'yﬁl” U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 o 640 6.60 6.80 7.00
5000 m/z 66.00 23.80%
a1 51 8
‘ L1 H l !
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! L EREmmsmas
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 14 _75%
5000 og 0
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
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 : BF115576.D

Aca On 16 Jul 2019 00:06

Operator : HP/JU

Sample : K3620-05 2X

Misc :

ALS Vial : 21 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 5
R.T. EstConc Area Relative to ISTD R.T.

11.93 2.48 ng 147124 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 95
3 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 83
4 Propvne. 1.3-diphenvl- 192 C15H12 004980-70-5 83
5 Phenanthrene, 9-methyl- 192 C15H12 000883-20-5 83

Abundance Scan 1673 (11.927 min): BF115576.D (-1670) (-) m/z 192.10 100.00%

192

5000

11.60 11.80 12.00 12.20
m/z 73.00 76.91%

|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 78
5000 129

11.60 11.80 12.00 12.20
m/z 43.00 59.46%

213
143 157171185 199

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

3

Abundance #54734: Anthracene, 2-methyl-
192
B B
11.60 11.80 12.00 12.20
5000 m/z 59.95 58.67%
165 ‘
o BT 15w’ ||
e e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54727: 1H-Indene, 2-phenyl- R
192 11.60 11.80 12.00 12.20
m/z 191.05 56.49%
5000
165
2639 63 77 96 115 139157 | 177 M
B B I E s a a aR
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 : BF115576.D

Aca On 16 Jul 2019 00:06

Operator : HP/JU

Sample : K3620-05 2X

Misc :

ALS Vial : 21 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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 3.24 ng 186636 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. i1sobutyl heptadecvl... 384 C23H4404 1000309-38-2 83
2 Hexadecane 226 C16H34 000544-76-3 70
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 68
4 Cvclotetradecane 196 C14H28 000295-17-0 66
5 E-14-Hexadecenal 238 C16H300 330207-53-9 64
Abundance Scan 2007 (13.892 min): BF115576.D (-2004) (-) m/z 57.00 100.00%
57
5000
3 140159 207 229248287 311 339 13.60 13.80 14.00 14.20
W 18 267 m/z 43.05 70.96%
m/z--> 50 100 150 200 250 300 350
Abundance #204545: Oxalic acid, isobutyl heptadecyl ester
57
5000 SRR SR SR B
13.60 13.80 14.00 14.20
29 83 m/z 71.00 70.75%
111 283
| .|| || [M" 130 160 210 238 %
m/z--> 55 160 1%0 260 2éo 300 3éo
Abundance #83026: Hexadecane
57
' 13.60 13.80 14.00 14.20
5000 85 m/z 85.05 52.91%
29 113
\‘ | J\ '\ 1l J} J‘ L 1‘}1 . 169 197 22\6
m/z--> 55 160 1%0 200 250 300 3%0
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester I AEEREE TS
57 13.60 13.80 14.00 14.20
m/z 55.00 51.49%
5000
i 8 111
LT M s 106 224 269
m/z--> 5'0 1(')0 1&1;0 200 250 300 3&'30 13.|60 13.I80 14.'00 14.'20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071519\
Data File : BF115576.D

Acq On 16 Jul 2019 00:06

Operator : HP/JU

Sample - K3620-05 2X

Misc :

ALS Vial : 21 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 21.3 ng 1142450 1 6.88 1071370 20.0
unknown6 .65 6.65 33.7 ng 1806470 1 6.88 1071370 20.0
n-Hexadecanoic acid 11.93 2.5 ng 147124 4 11.40 1188860 20.0
Hexadecane 13.89 3.2 ng 186636 5 14.03 1151390 20.0
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