LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012818\

Data File : BF102576.D

Aca On - 28 Jan 2018 23:45 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22Ie ; J1290-14 2X SBA&OQOP
ALS Vial : 23 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:\HPCHEM1I\BNA F\METHODS\8270-BF012218.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 4.898 475 478 485 rBV 37465 48608 2.43% 0.215%
2 5.322 546 550 568 rBY 1747665 1865854 93.41% 8.248%
3 6.357 722 726 744 rBVY 1801395 1997488 100.00% 8.830%
4 6.487 744 748 761 rVB 2137148 1957193 97.98% 8.652%
5 6.716 783 787 795 rBV 959203 906106 45.36% 4 _.005%
6 6.869 809 813 821 rBVY 1768189 1516607 75.93% 6.704%
7 7.281 879 883 894 rBVY 1235645 1114932 55.82% 4.929%
8 7.457 910 913 918 rVB 23071 22285 1.12% 0.099%
9 7.998 1001 1005 1021 rVvB 1363388 1239402 62.05% 5.479%
10 9.069 1184 1187 1196 rBvV 2186171 1931976 96.72% 8.540%
11 9.145 1198 1200 1203 rVB 32929 29831 1.49% 0.132%
12 9.398 1240 1243 1248 rBv4 55816 55234 2.77% 0.244%

13 9.469 1248 1255 1261 rVVv 264775 258662 12.95% 1.143%
14 9.522 1261 1264 1274 rVV 150948 239307 11.98% 1.058%

15 9.610 1277 1279 1283 rVV 64485 58431 2.93% 0.258%
16 9.675 1287 1290 1294 rVVv 88514 68838 3.45% 0.304%
17 9.716 1294 1297 1299 rVV3 21505 25081 1.26% 0.111%
18 9.751 1299 1303 1307 rVV 1346393 1195509 59.85% 5.285%
19 9.780 1307 1308 1312 rVB 38850 28903 1.45% 0.128%
20 9.998 1341 1345 1348 rVB3 22951 22895 1.15% 0.101%
21 10.175 1372 1375 1378 rVB 105885 78074 3.91% 0.345%
22 10.298 1393 1396 1401 rVB2 21444 26701 1.34% 0.118%
23 10.392 1408 1412 1417 rBV3 24018 34925 1.75% 0.154%
24 10.539 1434 1437 1447 rBV 818083 850504 42.58% 3.760%
25 10.645 1452 1455 1465 rVB 84407 99530 4.98% 0.440%
26 10.839 1485 1488 1492 rBV6 15028 23814 1.19% 0.105%
27 11.092 1528 1531 1534 rBV2 41553 38988 1.95% 0.172%

28 11.239 1552 1556 1558 rBV 949673 931957 46.66% 4._.120%
29 11.257 1558 1559 1566 rvVv 297965 267570 13.40% 1.183%

30 11.316 1566 1569 1571 rVB 73800 64732 3.24% 0.286%
31 11.474 1592 1596 1601 rBV2 28956 41309 2.07% 0.183%
32 11.739 1638 1641 1643 rBV 54701 48643 2.44% 0.215%
33 11.769 1643 1646 1649 rVvVv 65560 60481 3.03% 0.267%
34 11.816 1652 1654 1656 rVvV 31980 24793 1.24% 0.110%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012818\

Data File : BF102576.D

Aca On - 28 Jan 2018 23:45 Instrument :
Operator : SJ/JU gmgigamlem'
a?zgle ; J1290-14 2X SBA&OQOP
ALS Vial : 23 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:\HPCHEM1I\BNA F\METHODS\8270-BF012218_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.851 1656 1660 1662 rVV2 81745 90416 4_.53% 0.400%
36 11.869 1662 1663 1669 rVB 43938 41038 2.05% 0.181%
37 11.927 1669 1673 1675 rBv4 24324 27259 1.36% 0.120%
38 12.033 1684 1691 1693 rBV2 45280 58613 2.93% 0.259%
39 12.069 1695 1697 1702 rVB5 26606 28424 1.42% 0.126%
40 12.286 1731 1734 1737 rBV 56589 62075 3.11% 0.274%
41 12.327 1737 1741 1743 rVV4 39926 60289 3.02% 0.267%
42 12.380 1746 1750 1753 rBV3 41957 55459 2.78% 0.245%

43 12.451 1756 1762 1766 rVB 540006 481102 24.09%% 2.127%
44 12.680 1795 1801 1806 rBV 481857 552053 27.64% 2.440%
45 12.821 1821 1825 1828 rBV 1312752 1189787 59.56% 5.259%

46 12.992 1850 1854 1855 rBV4 43483 60448 3.03% 0.267%
47 13.010 1855 1857 1859 rVB 65226 52854 2.65% 0.234%
48 13.074 1866 1868 1870 rBV 33176 27788 1.39% 0.123%
49 13.110 1872 1874 1877 rVV2 41963 43849 2.20% 0.194%
50 13.204 1888 1890 1893 rBV 40055 36661 1.84% 0.162%
51 13.233 1893 1895 1897 rBV 47983 44072 2.21% 0.195%
52 13.627 1960 1962 1964 rBV 58231 46415 2.32% 0.205%

53 13.716 1974 1977 1982 rVB2 148596 207469 10.39% 0.917%
54 13.880 2000 2005 2008 rBV2 924676 1034693 51.80% 4._.574%
55 13.904 2008 2009 2017 rVB 255650 178374 8.93% 0.788%

56 14.904 2176 2179 2182 rBV 186943 236489 11.84% 1.045%
57 15.310 2245 2248 2253 rBV 445892 541231 27.10% 2.392%
58 15.721 2315 2318 2323 rVB 203583 289989 14.52% 1.282%

Sum of corrected areas: 22622010
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Data Path
Data File

Aca On
Operator
Sample
Misc

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF012818\
BF102576.D

28 Jan 2018 23:45

SJ/JU

J1290-14 2X

23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

Abundance

2000000

1500000

1000000

500000

TIC: BF102576.D

5.32

4.90
I\

6.36 6.87

6.72

7.28

7.46

0
Time-->

2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

7.50

Abundance

2000000

1500000

1000000

500000

0

TIC: BF102576.D

8.00 9.75

11.24

12.82

Time-->

8.50 9.00 9.50 10.00 10.50 11.00 11.50

12.00 12.50

13.00

13.50

Abundance

2000000

1500000

1000000

500000¢-

13.

TIC: BF102576.D

88

Time-->

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19

.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012818\
Data File : BF102576.D

Aca On : 28 Jan 2018 23:45

Operator : SJ/JU

Sample : J1290-14 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 unknown6.49 Concentration Rank 1

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

6.49 43.20 ng 1957190 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Xenon 132 Xe 007440-63-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.492 min): BF102576.D (-744) (-) m/z 132.00 100.00%
5000
68
RSN R R
40 ‘ 75 104 6.20 6.40 6.60 6.80
o..,....,....,....:.'.‘.‘7.,:-...??.I.'....,..?‘.7,..!.,.-:..,....,....,"...,.. m/z 134.00 34.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR AR R A
6.20 6.40 6.60 6.80
3 78 m/z 68.10 31.81%
138
H |
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 19.59%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 N
Abundance #14491: 5-Aminoindole LI L L L L B
132 6.20 6.40 6.60 6.80
m/z 96.00 12.73%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012818\
Data File : BF102576.D

Aca On : 28 Jan 2018 23:45

Operator : SJ/JU

Sample : J1290-14 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 3 Coumarin Concentration Rank 5

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

9.52 4.00 ng 239307 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Coumarin 146 C9H602 000091-64-5 98
2 Benzofuran 118 C8H60 000271-89-6 93
3 2-Propenoic acid. 3-(2-hvdroxvph... 164 C9H803 000614-60-8 91
4 1H-Tetrazole. 5-phenvl- 146 C7H6N4 018039-42-4 58
5 1(2H)-Naphthalenone, 3,4-dihydro- 146 C10H100 000529-34-0 50

Abundance Scan 1264 (9.522 min): BF102576.D (-1261) (-) m/z 118.00 100.00%
118 146
5000 a9
63
39 51 ‘ 156 9.20 9.40 9.60 9.80
Obrprerrprrrrrrr ot el bl O W20 w7z 146.00  86.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #22251: Coumarin
118
146
5000
63 90 9.20 9.40 9.60 9.80
m/z 89.00 40.13%
39
0'P”'PEQP”'P”'P”W'”W'”W”'W”%ﬁ””l”'P'”P”'P”W'”W”'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
118
'9' 00 940 950 5k0
5000 m/z 90.00 39.98%
90
39 63
0 29 50 75
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #34275: 2-Propenoic acid, 3-(2-hydroxyphenyl)-, (E)- R Emmm et SR . T
118 146 920 940 960 980
m/z 63.00 29.95%
5000 85
63
0'|"1"7|"2"7|"'3'?""|""|""|'7'4"|"''|""10'1"' ”"I”"I'”'I'”hl'”'l'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012818\
Data File : BF102576.D

Aca On : 28 Jan 2018 23:45

Operator : SJ/JU

Sample : J1290-14 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.65 2.14 ng 99530 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 1456 (10.651 min): BF102576.D (-1452) (-) m/z 57.05 100.00%
57
5000 85
. 113 141 160 " 10,40 10,60 10.80 11.00
o |"""|" .".", i | R T T m/z 43.05 70.90%
m/z--> 50 100 150 200 250 300
Abundance #141425: Heneicosane
57
5000 85 LB B BN BRI U
mmmmmmnm
29 m/z 71.00 62.68%
ol12 | h I Jlﬁ3‘141 169 107 225 253 296
m/z--> §o 160 150 200 2éo 360
Abundance
57
" 10,40 10,60 10.80 11.00
5000 g5 m/z 85.10 43.20%
29
o 113 141 169 196 240
m/z--> L 'go' ' "160' ' "150' B '200' B '250' ' "360' o
Abundance #175557: Tetracosane e g ARA R B S
57 10.40 10.60 10.80 11.00
m/z 41.05 25.35%
5000 85
29 113
0 | ‘ I |y )70, 141 169 197 225 253 281 309 338
m/z--> 5'0 1(')0 150 200 250 300 10 I40 10 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012818\
Data File : BF102576.D

Aca On : 28 Jan 2018 23:45

Operator : SJ/JU

Sample : J1290-14 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 1-Heptacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.72 4.01 ng 207469 Chrysene-di12 13.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 91
2 1-Tricosene 322 C23H46 018835-32-0 91
3 Cvclotetracosane 336 C24H48 000297-03-0 87
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 83
5 E-14-Hexadecenal 238 C16H300 330207-53-9 78
Abundance Scan 1978 (13.721 min): BF102576.D (-1974) (-) m/z 57.10 100.00%
57
83
5000 111
230 e
139 16 200 266 301 337 369 13.40 13.60 13.80 14.00
o} m/z 43.05 91.96%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
5000 SR AR U IR SRR
125 13,40 13.60 13.80 14.00
m/z 83.05 76.91%
o 2\ ‘\M7 “h | L | ?3 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance
57 g3
1340 13.60 13.80 14.00
5000 m/z 55.10 62.39%
111
29
. 139 169 106 204 252 204 322
m/z--> 50 100 150 200 250 300 350
Abundance #174179: Cyclotetracosane e AREEEEEaSEE
43 a3 13.40 13.60 13.80 14.00
m/z 69.05 57.17%
5000
111
oLl 6 “ L ‘ L139 167 196 224 250 279 308 336
m/z--> 50 100 150 200 250 300 3éo 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012818\
Data File : BF102576.D

Aca On : 28 Jan 2018 23:45

Operator : SJ/JU

Sample : J1290-14 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012218_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 Docosane, 11-butyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.72 10.72 ng 289989 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 1ll1-butvl- 366 C26H54 013475-76-8 90
2 Pentacosane 352 C25H52 000629-99-2 87
3 Heptacosane 380 C27H56 000593-49-7 86
4 Triacontane 422 C30H62 000638-68-6 86
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2318 (15.721 min): BF102576.D (-2315) (-) m/z 57.10 100.00%
g7
5000 85 ./\MA\JKNM
141 169 266 15.40 15.60 15.80 16.00
ol ~.l, .‘1 L AT 190, 219239 U7 291 317338398 384408 m/z 71.10 62.53%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194500: Docosane, 11-butyl-
57
5000 85 LR DAL UL BN UL
15.40 15.60 15.80 16.00
m/z 43.10 52.28%
oL, 37 h L M113‘ 141 169 210 239 267 309 336 366
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
15.40 15.60 15.80 16.00
5000 85 m/z 85.10 49.16%
113
oLz 141 16919211 239 267 295 323 352 ANAMFNWA~¢LVJRv\ww_mwm"wﬂJ\
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane e A RERREEESE L
57 15.40 15.60 15.80 16.00
m/z 55.10 17.19%
5000
85
o ?? J (113 141 160 197 225 253 281 323 351 380
m/z--> 50 100 1éo 200 250 300 350 400 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012818\
Data File : BF102576.D

Acq On : 28 Jan 2018 23:45

Operator : SJ/JU

Sample : J1290-14 2X

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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]
unknown6 .49 6.49 43.2 ng 1957190 1 6.72 906106 20.0
Coumarin 9.52 4.0 ng 239307 3 9.75 1195510 20.0
Heneicosane 10.65 2.1 ng 99530 4 11.24 931957 20.0
1-Heptacosanol 13.72 4.0 ng 207469 5 13.88 1034690 20.0
Docosane, 11-butyl- 15.72 10.7 ng 289989 6 15.32 541231 20.0
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