LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\

Data File : BF109229.D

Aca On 1 22 Sep 2018 18:47 Instrument :

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

3?22'6 : Jar7r-11 5X PL-02-0920-18-A

ALS Vial : 14 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-BF092218 .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 5.298 543 546 557 rVB 299684 254246 24.43% 2.967%
2 6.328 718 721 729 rBV 346612 274385 26.36% 3.202%
3 6.469 741 745 748 rBV 326607 278040 26.71% 3.244%
4 6.704 781 785 788 rBV 900575 717377 68.93% 8.371%
5 6.857 808 811 815 rBV 285483 221611 21.29% 2.586%
6 7.257 876 879 886 rBV 207464 159474 15.32% 1.861%
7 7.986 999 1003 1006 rBVY 1216052 944276 90.73% 11.019%
8 9.057 1182 1185 1189 rBV 423253 323424 31.08% 3.774%
9 9.186 1204 1207 1210 rBV 23685 20480 1.97% 0.239%
10 9.451 1249 1252 1255 rBV 87073 66633 6.40% 0.778%

11 9.733 1296 1300 1304 rBV 1267127 1040774 100.00% 12.145%
12 10.510 1429 1432 1439 rVB 163429 154488 14.84% 1.803%
13 11.210 1547 1551 1553 rBV 1230030 967835 92.99% 11.294%

14 11.227 1553 1554 1558 rVB 62836 49150 4.72% 0.574%
15 11.710 1633 1636 1638 rBV 24791 21832 2.10% 0.255%
16 11.733 1638 1640 1646 rVB 31997 34069 3.27% 0.398%
17 11.816 1651 1654 1657 rVV 30909 33779 3.25% 0.394%
18 11.839 1657 1658 1664 rVB 17690 15543 1.49% 0.181%
19 12.004 1683 1686 1688 rBV 13378 12519 1.20% 0.146%
20 12.021 1688 1689 1695 rVB4 11589 13316 1.28% 0.155%
21 12.257 1725 1729 1732 rBV 29998 29772 2.86% 0.347%
22 12.339 1741 1743 1748 rVB4 11070 14476 1.39% 0.169%
23 12.416 1753 1756 1761 rVB 77864 69796 6.71% 0.814%
24 12.639 1790 1794 1797 rBV 143560 121663 11.69% 1.420%
25 12.704 1803 1805 1809 rVB 14056 13167 1.27% 0.154%
26 12.786 1816 1819 1827 rVB 321151 267268 25.68% 3.119%
27 12.863 1829 1832 1836 rBV2 16293 21782 2.09% 0.254%
28 13.039 1859 1862 1864 rVB3 15169 13315 1.28% 0.155%
29 13.068 1864 1867 1871 rBV 24918 29655 2.85% 0.346%
30 13.163 1880 1883 1886 rVB 27361 22790 2.19% 0.266%
31 13.192 1886 1888 1891 rBV 27265 20391 1.96% 0.238%
32 13.239 1893 1896 1898 rVB3 14497 14485 1.39% 0.169%
33 13.286 1900 1904 1906 rBV5 7816 12493 1.20% 0.146%
34 13.374 1915 1919 1923 rBV6 13782 21201 2.04% 0.247%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\

Data File : BF109229.D

Aca On 1 22 Sep 2018 18:47 Instrument :

Operator : JU/SJ gﬁA{s el
- _ lentosampleld :

3?22'6 : Jar7r-11 5X PL-02-0920-18-A

ALS Vial : 14 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-BF092218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.474 1931 1936 1940 rBV3 13873 20561 1.98% 0.240%
36 13.574 1950 1953 1958 rBvV4 17364 25674 2.47% 0.300%
37 13.710 1974 1976 1980 rVB5 13268 18097 1.74% 0.211%
38 13.833 1992 1997 2000 rBV 791920 758425 72.87% 8.850%
39 13.857 2000 2001 2005 rVB 57673 34094 3.28% 0.398%
40 14.021 2026 2029 2032 rVB3 21257 20296 1.95% 0.237%
41 14.180 2054 2056 2058 rBV2 14747 14738 1.42% 0.172%
42 14.251 2066 2068 2071 rBV2 13134 14843 1.43% 0.173%
43 14.321 2077 2080 2083 rBV2 29684 38253 3.68% 0.446%
44 14.621 2127 2131 2137 rBV3 47095 71736 6.89% 0.837%
45 14.839 2165 2168 2171 rBV2 29681 41924 4._.03% 0.489%
46 14.933 2181 2184 2190 rVB 72392 80431 7.73% 0.939%
47 15.168 2221 2224 2228 rBVY 40662 48700 4.68% 0.568%

48 15.233 2230 2235 2239 rVV 610587 692139 66.50% 8.076%
49 15.286 2240 2244 2248 rVB 79371 101720 9.77% 1.187%
50 15.686 2308 2312 2318 rBV2 84994 127857 12.28% 1.492%
51 16.145 2387 2390 2399 rVB2 65451 118211 11.36% 1.379%
52 16.292 2412 2415 2422 rVB4 34811 66631 6.40% 0.778%

Sum of corrected areas: 8569835
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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\HPCHEM1\BNA F\DATA\BF092218\
BF109229.D

22 Sep 2018 18:47

JussJ

J4a777-11 5X

14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218_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\BF092218\
Data File : BF109229.D

Aca On : 22 Sep 2018 18:47

Operator : JU/SJ

Sample : J4777-11 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7.75 ng 278040 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 16
2 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 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-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 745 (6.469 min): BF109229.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 g 0 " 620 640 6.60 6.80
of 2 m/z 68.10 38.59%
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 N
5000 IREBEAREE RS LRSS S

6.20 6.40 6.60 6.80
m/z 134.00 32.62%

31.0 51.0
01
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine
132.0
e e e e
97.0 6.20 6.40 6.60 6.80
5000 m/z 66.00 24 .47%
70.0
52.0
810 86.0 116.0
0 ..,....,....,‘....,.la.,‘.‘...la...,..‘.‘l,....,...l,....,..l.,...., RRREE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.83%
5000
150 280 39.0 520 30 770 900 1040 .,
R AR R E E R o o e e R R R o e mmmEE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109229.D

Aca On : 22 Sep 2018 18:47

Operator : JU/SJ

Sample : J4777-11 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.62 2.07 ng 71736 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heptadecane 240 C17H36 000629-78-7 93
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 72
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 72
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 2131 (14.621 min): BF109229.D (-2127) (-) m/z 57.10 100.00%

57.1

5000
113.1 LN BN SN B
140.1162.0 190.1 2180 244.1268.1 14.40 14.60 14.80 15.00
0 m/z 71.10 74 .36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117638: Nonadecane
57.0

5000

14.40 14.60 14,80 15.00
m/z 43.10 66.39%

113.0 141.0 169.0 197.0 2250 268.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94346: Heptadecane
57.0
R B R mEE
85.0 14.40 14.60 14.80 15.00
5000 m/z 85.10 44 .88%
29.0
0 LD 11?0‘\14.10 1690 197.0 2400
AR BB e S L L A RARAS ARS.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129498: Nonadecane, 2-methyl- R e o e R
57.0 14.40 14.60 14.80 15.00
m/z 41.00 26.92%
5000
85.0
290 30
ol il N i 1690 197.0 2390 267.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109229.D

Aca On : 22 Sep 2018 18:47

Operator : JU/SJ

Sample : J4777-11 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .93 2.32 ng 80431 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Eilcosane 282 C20H42 000112-95-8 86
3 Hexacosane 366 C26H54 000630-01-3 62
4 Heptadecane 240 C17H36 000629-78-7 58
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 52

Abundance Scan 2183 (14.927 min): BF109229.D (-2181) (-) m/z 57.05 100.00%

57.0

5000

14.60 14.80 15.00 15.20

164.1;0, 1 222.1

0 m/z 71.10 70.27%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LN L L L L L LB L |
14.60 14.80 15.00 15.20
m/z 43.10 51.82%
29.0 13.0
oL Ld Ll [ ‘14}01690197022502530 296.0
-ty ., L B e e e LB A
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
R R e S R A
85.0 14.60 14.80 15.00 15.20
5000 m/z 85.10 51.73%
oL 210 i L Jl [14]:9169.0197.0225.0253,0282.0
iy — e B e e e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane BN B e ma S
57.0 14.60 14.80 15.00 15.20
m/z 55.00 27.39%
5000 85.0
29.0 1
oL j . ‘Jﬂ.‘ 14}01690197022502530 205.0323.0  367.0
e . L e e e e e R A R R e S R A
m/z--> 50 100 150 200 250 300 350 14. 60 14. 80 15.00 15.20

8270-BF092218 .M Mon Sep 24 14:27:59 2018 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109229.D

Aca On : 22 Sep 2018 18:47

Operator : JU/SJ

Sample : J4777-11 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.29 2.94 ng 101720 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Heptadecane 240 C17H36 000629-78-7 87
4 Octacosane 394 C28H58 000630-02-4 83
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 2245 (15.292 min): BF109229.D (-2240) (-) m/z 57.10 100.00%
57.1
85.0
5000
| 15,00 15,20 1540 15.60
o m/z 71.10 74.78%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0 L SR B BRI R
5%5%5@5%
m/z 43.10 58.39%
. 290 ﬂ13°14101690197022502530 20503230  367.0
m/z--> 55 100 150 260 2éo 360 3éo
Abundance #83026: Hexadecane
57.0
15,00 15,20 1540 15.60
5000 85.0 m/z 85.05 57.11%
LA [ e 0160.0107.02260
m/z--> 55 160 1éo 260 2%0 360 3%0
Abundance #94346: Heptadecane LI L L L LB B
57.0 15.00 15.20 15.40 15.60
m/z 41.00 21.69%
85.0
5000
29.0
L | P13°1410;6901970 240.0
m/z--> 5'0 100 150 2(')0 251,0 3(')0 3&'30 15 Ioo 15. 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109229.D

Aca On : 22 Sep 2018 18:47

Operator : JU/SJ

Sample : J4777-11 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Dodecane, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.69 3.69 ng 127857 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
2 Octadecane. 3-ethvl-5-(2-ethvlbu... 366 C26H54 055282-12-7 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2313 (15.692 min): BF109229.D (-2308) (-) m/z 57.10 100.00%
57.1
5000
99.0 L AR B SO B
ob——i m/z 71.10 81.46%
m/z--> 50 100 150 200 250 300 350
Abundance #48854: Dodecane, 2-methyl-
57.0
5000 L AR B SO B
15.40 15.60 15.80 16.00
99.0 141.0 m/z 43.10 65.80%
27,0 ] I
ol |'4'l'|ﬁ'“' |'}§$0|""|' HELEY UL B
m/z--> 50 100 150 200 250 300 350
Abundance #194509: Octadecane, 3-ethyl-5-(2-ethyloutyl)-
43.0
15.40 15.60 15.80 16.00
5000 85.0 m/z 85.10 55.75%
L ULl o0 180 gpsp 2810 g7
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane LA e A
57.0 15.40 15.60 15.80 16.00
m/z 41.05 23.01%
5000
99.0
oL 270 ] | | | 1410 1830 2250 267.0 309.0 365.0
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109229.D

Aca On : 22 Sep 2018 18:47

Operator : JU/SJ

Sample : J4777-11 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.14 3.42 ng 118211 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 89
3 Heneicosane 296 C21H44 000629-94-7 68

4 5-Ethvl-5-methvIlnonadecane 310 C22H46 1000360-42-7 64
5 Hexacosane 366 C26H54 000630-01-3 64

Abundance Scan 2389 (16.139 min): BF109229.D (-2387) (-) m/z 57.10 100.00%

57.1

5000

:

15.80 16.00 16.20 16.40
m/z 71.10 74.08%

280.1

156.1 182.1 207.1 241.1

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57.0

5

15.80 16.00 16.20 16.40
m/z 43.10 64.24%

5000

29.0
141.0 169.0 197.0 240.0

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141431: Eicosane, 10-methyl-
57.0
R e EEAER R
15.80 16.00 16.20 16.40
5000 85.0 m/z 85.10 51.90%
113.0 154.0
o e | 1183.0 2110 239.0 2810
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane L B Ml st S e
57.0 15.80 16.00 16.20 16.40
m/z 69.00 21.18%
85.0
5000
290 113.0
. | i | 40,1690 197.0 2250 2530 2960
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 80 16. OO 16 20 16. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF092218\
Data File : BF109229.D

Acq On : 22 Sep 2018 18:47

Operator : JU/SJ

Sample : J4777-11 5X

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_M
Quant Title : 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 7.8 ng 278040 1 6.70 717377 20.0
Nonadecane 14.62 2.1 ng 71736 6 15.23 692139 20.0
Heneicosane 14.93 2.3 ng 80431 6 15.23 692139 20.0
Hexacosane 15.29 2.9 ng 101720 6 15.23 692139 20.0
Dodecane, 2-methyl- 15.69 3.7 ng 127857 6 15.23 692139 20.0
Heptadecane 16.14 3.4 ng 118211 6 15.23 692139 20.0
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