LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\

Data File : BF102982.D

Aca On : 14 Feb 2018 12:00 Instrument :

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

3?22'6 : J1397-05 2X CL-01-021218-C

ALS Vial : 7 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-BF020318.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 5.087 508 510 519 rVB 43492 49101 2.26% 0.234%
2 5.487 574 578 587 rBVY 1925016 1753883 80.86% 8.359%
3 6.498 745 750 765 rBVY 2236219 2062476 95.09% 9.830%
4 6.640 770 774 778 rBVY 2234985 1940625 89.47% 9.249%
5 6.875 810 814 817 rBVY 1237325 1040064 47.95% 4_.957%
6 7.028 836 840 844 rBVY 1573258 1271383 58.61% 6.059%
7 7.434 905 909 912 rBV 1445117 1206754 55.63% 5.751%
8 8.157 1028 1032 1036 rBV 1655777 1381912 63.71% 6.586%
9 9.228 1210 1214 1217 rBV 2625524 2169071 100.00% 10.338%
10 9.304 1224 1227 1230 rBV 43925 32653 1.51% 0.156%

11 9.622 1278 1281 1284 rBV 123514 108531 5.00% 0.517%
12 9.833 1309 1317 1321 rBV 112105 102988 4._75% 0.491%
13 9.910 1326 1330 1334 rBV 1530607 1393850 64.26% 6.643%
14 10.333 1399 1402 1405 rVB 119889 89574 4._.13% 0.427%
15 10.551 1434 1439 1442 rBV 32770 40366 1.86% 0.192%

16 10.698 1461 1464 1470 rBV 1326663 1175192 54.18% 5.601%
17 10.804 1479 1482 1491 rVB 97209 114589 5.28% 0.546%

18 11.251 1555 1558 1560 rBV 43032 36133 1.67% 0.172%
19 11.280 1560 1563 1569 rVB3 32446 39930 1.84% 0.190%
20 11.398 1579 1583 1587 rBV 1285034 1122085 51.73% 5.348%
21 11.910 1664 1670 1675 rBVS8 29331 51632 2.38% 0.246%
22 12.116 1702 1705 1710 rBVG6 13613 25490 1.18% 0.121%
23 12.469 1762 1765 1770 rVB3 32842 44766 2.06% 0.213%
24 12.610 1787 1789 1792 rBV 32502 28541 1.32% 0.136%
25 12.792 1817 1820 1823 rVB 131915 105525 4._86% 0.503%
26 12.845 1825 1829 1831 rVV2 48491 56517 2.61% 0.269%
27 12.868 1831 1833 1835 rVB2 32688 26682 1.23% 0.127%
28 12.980 1848 1852 1855 rBV 1706061 1481060 68.28% 7.059%
29 13.421 1925 1927 1931 rVB5 28862 26596 1.23% 0.127%
30 13.498 1937 1940 1943 rBV 80237 69549 3.21% 0.331%

31 13.863 1999 2002 2007 rBV 118328 150558 6.94% 0.718%
32 14.039 2028 2032 2035 rBV 978817 915801 42.22% 4 _.365%
33 15.521 2279 2284 2291 rVB 649255 867954 40.02% 4._137%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102982.D

Aca On : 14 Feb 2018 12:00

Operator : SJ/JU

Sample : J1397-05 2X

Misc :

ALS Vial : 7 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 20981831
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LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF021418\

Data Path :

Data File : BF102982.D

Aca On : 14 Feb 2018 12:00
Operator : SJ/JU

Sample : J1397-05 2X

Misc :

ALS Vial =: 7

Quant Method
Quant Title

TIC Library :

Sample Multiplier: 1

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102982.D

Aca On : 14 Feb 2018 12:00

Operator : SJ/JU

Sample : J1397-05 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.64 Concentration Rank 1

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

6.64 37.32 ng 1940630 1,4-Dichlorobenzene-d4 6.87
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 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 774 (6.640 min): BF102982.D (-770) (-) m/z 132.00 100.00%
5000 68
40 . 54 | 75 % o " 640 6.60 6.80 7.00
o....,...:ll!.f‘ﬁ:!..?%:.-.',..':.,..5.‘?,..!.,.':..,.1.1?.,...., 1 m/z 68.00 41.04%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 UERBE RS S LR
6.40 6.60 6.80 7.00
2 78 m/z 134.00 32.84%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 27.35%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14144: 5-Fluoro-2-chloropyrimidine A m B L LR
132 6.40 6.60 6.80 7.00

m/z 69.00 15.70%

5000

33 4 g7 105

60 70 78
| 51 60 778 g 115 ‘

B e 1 L S————

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102982.D

Aca On : 14 Feb 2018 12:00

Operator : SJ/JU

Sample : J1397-05 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.04 ng 114589 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 1481 (10.798 min): BF102982.D (-1479) (-) m/z 57.00 100.00%
57
5000
85 J
‘ Ilmmum mmmmmmnmnm
ol o e e m/z 43.00 59.54%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
P
5000 85 AR SRR DU B B
mmmmmmnmnm
29 m/z 71.05 46 .45%
ol L || M8 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
10.40 10.60 10.80 11.00 11.20
5000 m/z 41.00 31.99%
85
29
0 113 141 169 197 226
m/z--> 55 160 150 200 2%0 300 3%0 '
Abundance #48835: Tridecane A EEEEE B
57 10.40 10.60 10.80 11.00 11.20
m/z 85.10 29.26%
5000
85
29
ol L | 113 141 184
m/z--> 55 160 1%0 200 250 300 3%0 ' 1040 1060 1080 1100 1120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102982.D

Aca On : 14 Feb 2018 12:00

Operator : SJ/JU

Sample : J1397-05 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.79 2.30 ng 105525 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 72
3 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 037910-65-9 46
4 Cvclopentanecarboxvlic acid. 2-a... 129 C6H11NO2 040482-05-1 43
5 4-Ethyl-4-methyl-5-methylene-[1,... 142 C7H1003 080956-52-1 38

Abundance Scan 1820 (12.792 min): BF102982.D (-1817) (-) m/z 55.95 100.00%
56
5000
3 129 257 NI UL BSUIRN BRI B
3 101 185 213 239 12.40 12.60 12.80 13.00 13.20
I -!'.-.“J., 192169 m/z 57.00 54.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 R U U R
12. 40 12. 60 12. 80 13. oo 13. 20
29 1 257 m/z 43.00 36.95%
0 L) h H\ Yoot L 187 185 213 2?9 | 283 312
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360 '
Abundance
56
12:40 12.60 12.80 13.00 13.20
5000 m/z 41.00 34.08%
29 73
o 97113 157 185 213 28957 5 ap
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12890: Cyclopentanecarboxylic acid, 2-amino-, cis- B B E e
56 12.40 12.60 12.80 13.00 13.20
m/z 55.00 29.06%
5000
30 129
82 100
L — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. oo 13. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF021418\
Data File : BF102982.D

Aca On : 14 Feb 2018 12:00

Operator : SJ/JU

Sample : J1397-05 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.86 3.29 ng 150558 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 Behenic alcohol 326 C22H460 000661-19-8 90
3 3-Octadecene. (E)- 252 C18H36 007206-19-1 90
4 Cvclotetradecane 196 C14H28 000295-17-0 87
5 1-Undecene, 7-methyl- 168 C12H24 074630-42-5 83
Abundance Scan 2002 (13.863 min): BF102982.D (-1999) (-) m/z 57.00 100.00%
g7 83
4
5000
20 22 278 "T3160 1380 1400 1420
bl m/z 43.00 88.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83
5000 LN SIS B SULRLE AU
Bmmmmmmm
m/z 83.00 86.24Y%
0 139 167182 210 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
' 13.60 13.80 14.00 14.20
5000 11 m/z 55.00 80.43%
29 139

167182 210 238 264280 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104188: 3-Octadecene, (E)- e  RRRaE Bam s
4 13.60 13.80 14.00 14.20

m/z 69.00 75.99%
97

5000

125

154 182 209224 252
s
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1360 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF021418\
Data File : BF102982.D

Acq On : 14 Feb 2018 12:00

Operator : SJ/JU

Sample - J1397-05 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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 .64 6.64 37.3 ng 1940630 1 6.87 1040060 20.0
Octacosane 10.80 2.0 ng 114589 4 11.40 1122090 20.0
Hexadecanoic acid... 12.79 2.3 ng 105525 5 14.04 915801 20.0
1-Heneicosanol 13.86 3.3 ng 150558 5 14.04 915801 20.0
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