LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106875.D
Aca On : 27 Jun 2018 16:42 Instrument :
Operator : JU/SJ E?Afs el
- _ lentosampleld :
3?22'6 : J3570-05 20180375-COMPOSITE-CS-1A-ELU
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-BF061918 .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 5.190 481 485 492 rBV 47608 54219 3.06% 0.421%
2 5.596 550 554 557 rBV 847451 784464 44.28% 6.097%
3 6.596 719 724 734 rVB 636148 653795 36.90% 5.081%
4 6.731 742 747 750 rBY 1220084 1273112 71.86% 9.895%
5 6.954 781 785 788 rBB 252709 213975 12.08% 1.663%
6 7.113 807 812 815 rBVY 1225933 1175516 66.35% 9.136%
7 7.354 849 853 857 rBB 31413 25309 1.43% 0.197%
8 7.525 873 882 885 rBV 878251 1034218 58.38% 8.038%
9 7.595 889 894 904 rVvv4 8166 19539 1.10% 0.152%
10 7.672 904 907 912 rVB2 25117 24615 1.39% 0.191%

11 8.237 999 1003 1006 rBV 309508 265277 14.97% 2.062%
12 9.313 1179 1186 1189 rBV 1703575 1771587 100.00% 13.769%

13 9.448 1206 1209 1213 rBV 26358 24196 1.37% 0.188%
14 9.701 1247 1252 1258 rBV 244566 215930 12.19% 1.678%
15 9.901 1282 1286 1291 rBV 44561 42937 2.42% 0.334%
16 9.995 1298 1302 1307 rVB 357914 320018 18.06% 2.487%
17 10.401 1369 1371 1374 rVB 78337 69816 3.94% 0.543%
18 10.536 1391 1394 1397 rVB3 30073 27778 1.57% 0.216%
19 10.625 1405 1409 1411 rBV 34075 38544 2.18% 0.300%

20 10.654 1411 1414 1417 rVvV 224598 175332 9.90% 1.363%

21 10.795 1433 1438 1441 rBV 1108299 1187018 67.00% 9.226%

22 10.842 1444 1446 1449 rVvVv 72741 64878 3.66% 0.504%
23 10.878 1449 1452 1463 rVB2 82684 124889 7.05% 0.971%
24 10.960 1463 1466 1468 rBV 28182 28487 1.61% 0.221%
25 10.989 1468 1471 1474 rVB2 26402 29299 1.65% 0.228%
26 11.025 1474 1477 1479 rBV 31987 25517 1.44% 0.198%
27 11.136 1493 1496 1499 rVB2 22529 19918 1.12% 0.155%
28 11.172 1499 1502 1505 rBV 28789 26235 1.48% 0.204%
29 11.325 1525 1528 1530 rBV 39775 31774 1.79% 0.247%
30 11.354 1530 1533 1540 rVB3 41672 54018 3.05% 0.420%
31 11.489 1552 1556 1559 rBV 381399 329554 18.60% 2.561%
32 11.636 1578 1581 1584 rBV 64266 53108 3.00% 0.413%
33 11.754 1599 1601 1604 rVB2 22409 18404 1.04% 0.143%
34 12.001 1640 1643 1646 rVB4 19712 18260 1.03% 0.142%

8270-BF061918_.M Thu Jun 28 15:29:21 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106875.D
Aca On : 27 Jun 2018 16:42 Instrument :
Operator : JU/SJ gﬁA{s el
- _ lentosampleld :
3?22'6 : J3570-05 20180375-COMPOSITE-CS-1A-ELU
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-BF061918 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.036 1646 1649 1653 rBV2 47137 48103 2.72% 0.374%
36 12.501 1725 1728 1733 rVVv2 38547 44303 2.50% 0.344%
37 12.548 1733 1736 1739 rVB2 22253 25271 1.43% 0.196%
38 12.948 1802 1804 1810 rVB2 35599 39553 2.23% 0.307%
39 13.077 1821 1826 1829 rBVY 1502241 1614432 91.13% 12.548%
40 13.277 1858 1860 1864 rVB2 28455 25223 1.42% 0.196%
41 13.524 1900 1902 1906 rVvB4 15153 17748 1.00% 0.138%
42 13.619 1915 1918 1921 rBvV2 25959 24948 1.41% 0.194%
43 13.954 1971 1975 1982 rVVv 69075 72256 4.08% 0.562%
44 14.019 1984 1986 1991 rVB 21515 23173 1.31% 0.180%
45 14.142 2004 2007 2012 rVB 273448 237904 13.43% 1.849%
46 14.595 2081 2084 2088 rBvV2 22526 27416 1.55% 0.213%
47 14.913 2133 2138 2144 rBV3 19373 29985 1.69% 0.233%
48 14.995 2148 2152 2156 rVB 62889 59650 3.37% 0.464%
49 15.266 2195 2198 2203 rBV3 14669 17995 1.02% 0.140%
50 15.683 2264 2269 2277 rVB 194537 269028 15.19% 2.091%
51 16.436 2392 2397 2403 rVB7 21987 40542 2.29% 0.315%
52 16.671 2430 2437 2441 rBV5 13121 27371 1.54% 0.213%

Sum of corrected areas: 12866437
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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\BF062718\

BF106875.D

27 Jun 2018 16:42

JussJ

J3570-05 20180375-COMPOSITE-CS-1A-ELU
14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_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\BF062718\

Data File : BF106875.D

Aca On 27 Jun 2018 16:42

Operator : Ju/SJ

ﬁ?ggle : J3570-05 20180375-COMPOSITE-CS-1A-ELU
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.19 5.07 ng 54219 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 3-Hexanol 102 C6H140 000623-37-0 9
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 9

Abundance Scan 485 (5.190 min): BF106875.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
1011 SRS RN LN R R
| 83.0 | 480 5.00 520 5.40 5.60
o Y VX | O e AN M m/z 59.00 61.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR L UL L L
480 5.00 520 5.40 5.60
59.0 m/z 101.10 21.24%
0 200 | 510 ‘ 600 830910 0
miz--> 1 % % 4 % 6 70 s % 100 10
Abundance
43.0
570 480 500 520 540 5.60
5000 m/z 58.00 17.85%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one LI L L L B L DL B
43.0 480 5.00 520 5.40 5.60
m/z 41.00 9.60%
5000
27.0 55.0
. Lo I 710 830 980
miz--> 5% % 4 b e 7 8 9 100 110 | aBo 500 520 840 b0
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106875.D

Aca On 27 Jun 2018 16:42

Operator : Ju/SJ

ﬁ?ggle : J3570-05 20180375-COMPOSITE-CS-1A-ELU
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 2 unknown6.73 Concentration Rank 1

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

6.73 119.00 ng 1273110 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 747 (6.731 min): BF106875.D (-742) (-) m/z 132.10 100.00%
13R.1
5000 68.1
DRSS SRR
40.0 540 | %0971 20 6.40 6.60 6.80 7.00
o Y NSO A N -1 B £ I | N m/z 68.10 39.01%
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
5000 DA SR A SRR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32 .34%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 m/z 66.00 24 .36%
104.0
ol 140 270 300 510 06.0 770 g9 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- SRMERSESYA WERY | G UED S
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.93%
5000
150 280 390 520 830 770 900 1040 .., |
m/z--> 10 20 §0 Jo 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:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106875.D

Aca On 27 Jun 2018 16:42

Operator : JU/SJ

Sample = J3570-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Tetradecane Concentration Rank 15

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

9.90 2.68 ng 42937 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Tridecane 184 C13H28 000629-50-5 86
3 Hexadecane 226 C16H34 000544-76-3 72
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 72
5 Pentadecane 212 C15H32 000629-62-9 72

Abundance Scan 1286 (9.901 min): BF106875.D (-1282) (-) m/z 57.05 100.00%
57.0
5000
% M1 134 1032 960 580 10,00 10,20
01 m/z 43.05 71.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
5000 85.0 L R R B B
9.60 9.80 1000 10.20
29.0 m/z 71.10 62.58%
0 \‘ \‘ il \‘ 113 0 u 141 0 169 0 198 0
m/z--> ' ' éo éo 160 150 140 160 180 260 250
Abundance
57.0 JL
'9.60 9.80 10.00 10.20 |
5000 85.0 m/z 85.10 39.41%
29.0
0 112.0 141.0 184.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83027: Hexadecane
57.0 9.60 9.80 10.00 10.20
m/z 41.00 35.41%
5000 85.0
29.0
ol il | 1410 1600 1970 2260
m/z--> 25 Jo éo éo 160 150 140 160 180 260 250 9%0 980 1000 1020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106875.D

Aca On 27 Jun 2018 16:42

Operator : Ju/SJ

ﬁ?ggle : J3570-05 20180375-COMPOSITE-CS-1A-ELU
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.40 4_.36 ng 69816 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 58
2 Hexadecane 226 C16H34 000544-76-3 58
3 Pentadecane 212 C15H32 000629-62-9 58
4 Eicosane 282 C20H42 000112-95-8 58
5 Tetradecane 198 C14H30 000629-59-4 58

Abundance Scan 1371 (10.401 min): BF106875.D (-1369) (-) m/z 57.10 100.00%

57.1
5000

10.00 10.20 10.40 10.60 10.80

o} m/z 43.00 64 .38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94345: Heptadecane
57.0
5000 LIS B L B L L L L L LB
85.0 1000 10.20 10.40 10.60 10.80
29.0 m/z 71.05 47 .56%
bl L [ M30 1410 1600 1960 240.0
R et o oL T e o S e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
N e SRR
10.00 10.20 10.40 10.60 10.80
5000 m/z 85.05 41 .88%
85.0
29.0
0 113.0 141.0 169.0 197.0 226.0
I L T e e R SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71394: Pentadecane P
57.0 10.00 10.20 10.40 10.60 10.80
m/z 149.00 37.33%
5000 85.0
29.0
oL |, ‘ 1130 1410 1680 212.0
“..w..”,.”.,”..“..w..”,.”.,”..“.....”,.”.,”
m/z--> 60 80 100 120 140 160 180 200 220 240 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106875.D

Aca On 27 Jun 2018 16:42

Operator : Ju/SJ

ﬁ?ggle : J3570-05 20180375-COMPOSITE-CS-1A-ELU
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
10.62 2.41 ng 38544 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 90
2 Heptadecane 240 C17H36 000629-78-7 78
3 Undecane. 5.5-dimethvl- 184 C13H28 017312-73-1 64
4 Tridecane 184 C13H28 000629-50-5 59
5 Heptacosane 380 C27H56 000593-49-7 59

Abundance Scan 1408 (10.619 min): BF106875.D (-1405) (-) m/z 57.10 100.00%
57.1
5000
10,40 10,60 10.80 11.00
o} m/z 71.10 59.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
5000 L LN UL UL B
10,40 10.60 10.80 11.00
2.0 85.0 m/z 43.00 42.82%
o ‘ | M0 a0 1830 2110 2390
m/z--> 20 ' eb 80 160 120 150 160 180 200 220 240
Abundance
57.0
10,40 10.60 10.80 11.00
0
5000 85.0 m/z 85.05 31.75%
29.0
o 1130 1410 169.0 196.0 240.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48871: Undecane, 5,5-dimethyl- R E e AR A
57.0 10.40 10.60 10.80 11.00
m/z 55.00 25.64%
5000
29.0 9.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106875.D

Aca On 27 Jun 2018 16:42

Operator : Ju/SJ

ﬁ?ggle : J3570-05 20180375-COMPOSITE-CS-1A-ELU
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 8 Triethyl citrate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.65 10.96 ng 175332 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl citrate 276 C12H2007 000077-93-0 91
2 EthvImalonic acid dipropvl ester 216 C11H2004 001113-91-3 64
3 Piperazine-l1l-carboxvlic acid. 4-... 362 C14H19CIN205S 1000303-80-2 38
4 Adipic acid. ethvl pent-4-en-2-v... 242 C13H2204 1000354-11-7 32
5 3-Chloro2-fluorobenzoic acid, 3-... 370 C21H32CIF02 1000338-64-6 28
Abundance Scan 1413 (10.648 min): BF106875.D (-1411) (-) m/z 157.10 100.00%
157.1
5000 115.1
43.0 U LN U BN SU
87.0 203.1 10.40 10.60 10.80 11.00
o A DU WP | SO0 S S — m/z 115.10 42.02%
m/z--> 50 100 150 200 250 300 350
Abundance #123850: Triethyl citrate
157.0
5000{ 29.0 L B IS L I R B
115.0 10,40 10.60 10.80 11.00
203.0 m/z 43.00 21.17%
o se0 80 | 2310 277.0
m/z--> 50 100 150 200 250 300 350
Abundance
157.0
" 10.40 10,60 10.80 11.00
5000 43.0 115.0 m/z 111.00  11.24%
87.0
188.0
R L I L L WL L WL B
m/z--> 50 100 150 200 250 300 350
Abundance #191456: Piperazine-1-carboxylic acid, 4-(5-chloro-2-metho... R e R R
157.0 10.40 10.60 10.80 11.00
m/z 158.10 9.17%
5000
56.0
85.0
NI O T 205023402620  317.0 3620
m/z--> 50 100 150 200 250 300 350 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106875.D

Aca On 27 Jun 2018 16:42

Operator : JU/SJ

Sample = J3570-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_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 9 Tetracosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.88 7.58 ng 124889 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexadecane 226 C16H34 000544-76-3 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 1452 (10.878 min): BF106875.D (-1449) (-) m/z 57.05 100.00%
57.0
5000 85.0
| 1131 141 4 0160 1030 1100 1120
Ah .] | P 0,
ol m/z 71.10 69.91%
m/z--> 50 100 150 200 250 300
Abundance #175557: Tetracosane
57.0
5000 L L B UL UL
85.0 1060 1080 11.00 11.20
29.0 m/z 43.05 67 .65%
: 3.0
o L [1391410169010702250 25302610 300.0 3380
m/z--> §o 160 150 260 2éo 360
Abundance
57.0
110.60 10.80 11.00 11.20
5000 85.0 m/z 85.05 44 .94Y%
29.0
. 113.0141.0160.0197.0225.0 253.0  296.0
m/z--> §o 160 1%0 260 250 360
Abundance #83023: Hexadecane T
57.0 10.60 10.80 11.00 11.20
m/z 41.00 28.75%
5000 85.0
29.0
0 | “ | | - 111?.0\14:\['0‘169'0 197.0 226.0
m/z--> 5'0 1(')0 150 2(')0 25'30 3(')0 10.|60 10.|80 11.'00 11.'20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106875.D

Aca On 27 Jun 2018 16:42

Operator : Ju/SJ

ﬁ?ggle : J3570-05 20180375-COMPOSITE-CS-1A-ELU
ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 10 Hexadecane, 2,6,10,14-tetra... Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.35 3.28 ng 54018 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 87
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
3 Nonane. 3-methvl-5-propvl- 184 C13H28 031081-18-2 80
4 Nonane. 2-methvl-5-propvl- 184 C13H28 031081-17-1 64
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64

Abundance Scan 1532 (11.348 min): BF106875.D (-1530) (-) m/z 57.10 100.00%
57.1
5000
11.00 11.20 1140 11.60
0 m/z 71.10 63.71%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 L S SR B SIS B
85.0 umnmnmnm
20.0 1130 m/z 43.00 58.39%
ol L %m0 1830 auig 2530 2820
m/z--> 25 Jo éo 85 160 150 150 1éo 1éo 200 220 240 260 280 300
Abundance
57.0
11.00 11.20 1140 11.60
5000 85.0 m/z 85.10 47 .08%
o 1130 1410 1830 211.0 2300 267.0 206.0
m@ﬁmﬁmmm
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48914: Nonane, 3-methyl-5-propy!- e R,
57.0 11.00 11.20 11.40 11.60
m/z 41.00 46.02%
5000 85.0
290‘
S O ao LANS JE [ JO
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1100 1120 1140 11.60

8270-BF061918_.M Thu Jun 28 15:29:26 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106875.D

Aca On 27 Jun 2018 16:42

Operator : Ju/SJ

ﬁ?ggle : J3570-05 20180375-COMPOSITE-CS-1A-ELU
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 11 1,2-Benzenedicarboxylic aci... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.64 3.22 ng 53108 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Benzenedicarboxvlic acid. bi... 278 C16H2204 000084-69-5 86
2 Phthalic acid. butvl 2-methoxvet... 280 C15H2005 1000315-80-0 83
3 Phthalic acid. hept-4-vl isobutv... 320 C19H2804 1000356-78-3 83
4 1.2-Benzenedicarboxvlic acid. bu... 334 C20H3004 000085-69-8 83
5 Phthalic acid, butyl 8-chlorooct... 368 C20H29CI104 1000356-85-9 78
Abundance Scan 1582 (11.642 min): BF106875.D (-1578) (-) m/z 149.00 100.00%
149.0
5000
510 11.40 11.60 11.80 12.00
76.0 104.0 127.1 169.1 194.1 223.1 . . . .
O bbb e b M/Z 57.05  18.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #125897: 1,2-Benzenedicarboxylic acid, bis(2-methylpropyl)...
149.0
5000 LI ISR BUULIL SN B
11:40 11.60 11.80 12.00
57.0 m/z 150.00 9.51%
oL 20 | 760 10401230 16801890 2230
m/z--> 20 40 60 éo 160 120 140 160 180 200 220 240
Abundance
149.0
11140 1160 1180 12.00
5000 58.0 m/z 41.00 8.79%
o 29.0 770 1040 176.0 207.0 250.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #161287: Phthalic acid, hept-4-yl isobuty! ester RS mEEE L
149.0 11.40 11.60 11.80 12.00
m/z 223.10 6.69%
5000
ol 290 570 76,0 HMMBO | 168.0 =0
m/z--> 20 40 éo 80 160 120 140 160 180 200 220 240 11140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106875.D

Aca On 27 Jun 2018 16:42

Operator : JU/SJ

Sample = J3570-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_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 12 Pentaethylene glycol monodo... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.04 2.92 ng 48103 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentaethvlene alvcol monododecvl... 406 C22H4606 003055-95-6 53
2 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 47
3 Pentaethvlene alvcol 238 C10H2206 004792-15-8 47
4 Ethanol. 2-I2-(2-butoxvethoxv)et... 206 C10H2204 000143-22-6 47
5 Hexaethylene glycol 282 C12H2607 002615-15-8 43

Abundance Scan 1650 (12.042 min): BF106875.D (-1646) (-) m/z 45.00 100.00%
44.0
5000
' 11.80 12.00 12.20 12.40
o} m/z 43.00 50.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #214415: Pentaethylene glycol monododecy! ether
45.0
5000 89.0 LR LN BRI SULBUSN B
11.80 12.00 12.20 12.40
133.0 m/z 71.10 42 .46%
oL Ll il | 1660 2130 2570 3100 3630 407.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
45.0
" 11.80 12.00 12.20 12.40
5000 m/z 57.00 36.13%
89.0
o 1440175 0207.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #91750: Pentaethylene glycol T
45.0 11.80 12.00 12.20 12.40
m/z 89.00 35.99%
89.0
5000
o140, | |, ‘ . 1380 197 0208.0230.0
m/z--> 50 100 150 200 250 300 350 400 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106875.D

Aca On 27 Jun 2018 16:42

Operator : Ju/SJ

ﬁ?ggle : J3570-05 20180375-COMPOSITE-CS-1A-ELU
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 13 4-Methyl-3,5-decandione Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.50 2.69 ng 44303 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Methvl-3.5-decandione 184 C11H2002 1000374-13-1 53
2 Hexanoic acid. 4-tridecvl ester 298 C19H3802 1000279-29-3 43
3 Diaziridine., 1.2-dipropvl- 128 C7H16N2 006794-92-9 40
4 2.2-Dimethvl-3-octanone 156 C10H200 005340-64-7 40
5 N-(3-Chloro-2-methyl-phenyl)-N"-__. 324 C15H21CIN402 1000294-79-6 38
Abundance Scan 1728 (12.501 min): BF106875.D (-1725) (-) m/z 57.10 100.00%
57.1 99.1

5000

12.20 12.40 12.60 12.80

(o} m/z 99.10 93.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48446: 4-Methyl-3,5-decandione
570 99.0
5000 LA L L L L L L LB B |

12.20 12.40 12.60 12.80
m/z 97.10 26.72%

128.0 1550 1840
2 O O St it

0,..”,”.w.”.,”.w.”.“..w.”.“.” N
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance
99.0
R e
43.0 12.20 12.40 12.60 12.80
5000 m/z 111.10 26.12%
71.0
. 1250 1540 1820 255.0
A e R A A B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #12365: Diaziridine, 1,2-dipropyl- A REEEEEas
57.0 99.0 12.20 12.40 12.60 12.80
m/z 43.00 24 _.37%
5000
300 ‘ 128.0
0 JW.M.AM”W?Q.”;”.W.i”,”.W.”......”.“.”,”..“ N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12 20 12. 40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106875.D

Aca On 27 Jun 2018 16:42

Operator : Ju/SJ

ﬁ?ggle : J3570-05 20180375-COMPOSITE-CS-1A-ELU
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 14 1-Hexadecanol, acetate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.95 3.33 ng 39553 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol. acetate 284 C18H3602 000629-70-9 58
2 Heptadecvl acetate 298 C19H3802 000822-20-8 58
3 1-Pentadecanol acetate 270 C17H3402 000629-58-3 58
4 1-Tetradecvl acetate 256 C16H3202 000638-59-5 46
5 Tridecyl acetate 242 C15H3002 1000351-76-9 46
Abundance Scan 1804 (12.948 min): BF106875.D (-1802) (-) m/z 43.00 100.00%
43.0
83.1 213.1
5000
111.1 N
1450 181.1 12.60 12.80 13.00 13.20
b m/z 213.10 69.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131266: 1-Hexadecanol, acetate
43.0
83.0
5000 U AR R
12.60 12.80 13.00 13.20
m/z 83.10 67.05%
o150 | 139.0 168.0 196.0 224.0 269.0
m/z--> 25 45 65 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0
12:60 12.80 13.00 13.20
5000 83.0 m/z 97.10 56.38%
111.0
4150 139.0 168.0 210.0 238.0 283.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119378: 1-Pentadecanol acetate L B o
43.0 12.60 12.80 13.00 13.20
m/z 55.00 48 .60%
83.0
5000

140.0

o150 | i 1820 2100 2550
SSS MR W 1 R MMM

T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106875.D

Aca On 27 Jun 2018 16:42

Operator : Ju/SJ

ﬁ?ggle : J3570-05 20180375-COMPOSITE-CS-1A-ELU
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 15 Hexacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.28 2.12 ng 25223 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 86
2 Pentacosane 352 C25H52 000629-99-2 86
3 Hentriacontane 437 C31H64 000630-04-6 78
4 3.5-Dimethvldodecane 198 C14H30 107770-99-0 59
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 53
Abundance Scan 1860 (13.277 min): BF106875.D (-1858) (-) m/z 57.00 100.00%
57.0
5000
99.1 SR AU SRR BN SUNE
141.1 0.0 13.00 13.20 13.40 13.60
0! : m/z 71.10 70.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
5000 LR SR R B SO
13. oo 13. 20 13. 40 13. 60
99.0 m/z 43.00 65.98%
m/z--> éo 100 1éo 260 2%0 360 3%0 460 !
Abundance
57.0
'13.00 13.20 1340 13.60
5000 m/z 85.10 57.02%
99.0
o 141.0 183.0 225.0 2670 300.0 352.0
m/z--> éo 160 1%0 200 250 360 3%0 460 !
Abundance #223852: Hentriacontane e BRREEEE
57.0 13.00 13.20 13.40 13.60
m/z 41.00 28.96%
5000
99.0
o | | | 1410 183.0 2250 267.0 309.0 351.0 437.0
m/z--> % 1& ﬁo ﬁ 250 %0 @ 4& ! anmnmnm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106875.D

Aca On 27 Jun 2018 16:42

Operator : Ju/SJ

ﬁ?ggle : J3570-05 20180375-COMPOSITE-CS-1A-ELU
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 16 Octacosyl trifluoroacetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 6.07 ng 72256 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
2 Hexatriacontvl pentafluoropropio... 669 C39H73F502 1000351-89-0 90
3 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 90
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 90
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 90
Abundance Scan 1974 (13.948 min): BF106875.D (-1971) (-) m/z 57.05 100.00%
57.0
5000
111.1
163.1 13.60 13.80 14.00 14.20
O i B m/z 43.05 74 .80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #235928: Octacosy! trifluoroacetate
57.0
5000 UL AU UL SRR B
111.0 13.60 13.80 14.00 14.20
m/z 55.00 74 .54%
ol u‘ ‘ u \ \167022202780 364.0 437.0488.0
m/z--> 0 éo 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
1360 13.80 14.00 14.20
5000 m/z 83.10 63.42%
111.0
0 167.0 222.0 278.0 334.0 391.0 446.0 504.0 650.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242008: Tetratriaconty| pentafluoropropionate A Ba T o
57.0 13.60 13.80 14.00 14.20
m/z 69.10 57.70%
5000
111.0
0 L 1167.0222.0 278.0 334.0 390.0  476.0 622.0
m'z--> 0 5'0 100 150 200 250 300 350 400 450 500 550 600 650 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106875.D

Aca On 27 Jun 2018 16:42

Operator : Ju/SJ

ﬁ?ggle : J3570-05 20180375-COMPOSITE-CS-1A-ELU
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 17 Tricosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.60 2.30 ng 27416 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 76
2 Octacosane 394 C28H58 000630-02-4 58
3 Docosane. 11-butvl- 366 C26H54 013475-76-8 53
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 53
5 Heneicosane 296 C21H44 000629-94-7 52
Abundance Scan 2085 (14.601 min): BF106875.D (-2081) (-) m/z 57.00 100.00%
5%.0
5000 824.2
©1 1490 215.0
| \ I\I Ii 1450 14140 14160 130 1500
ob—h l. I T B o S B m/z 71.05 88.14%
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57.0
5000 LR AR BRI DU B

14 20 14. 40 14 60 14. 80 15. 00

99.0 324.0 m/z 43.00 68.60%
0 I ‘ h‘ ‘ ‘14%01 \18\3 0\ 225.0 267.0 .
— =t
miz--> 50 100 150 200 250 300 350
Abundance
57.0
M
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.05 60.58%
99.0
027-0 141.0 1830 2250  281.0  337.0  394.0
Ak A e e
miz--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, 11-butyl- B BEE e e
57.0 14.20 14.40 14.60 14.80 15.00
m/z 69.05 55.66%
5000
9.0
o ‘] l g 4t 0170.0 210 0239.0268.0 309.0335 0367.0
— A Jh e iSRS A0S SLES RS e e S
miz--> 100 150 200 250 300 350 14:20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106875.D

Aca On 27 Jun 2018 16:42

Operator : Ju/SJ

ﬁ?ggle : J3570-05 20180375-COMPOSITE-CS-1A-ELU
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 18 Pentacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .91 2.52 ng 29985 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 80
2 Tetracontane 563 C40H82 004181-95-7 64
3 Tetracosane 338 C24H50 000646-31-1 64
4 Triacontane 422 C30H62 000638-68-6 64
5 Nonacosane 408 C29H60 000630-03-5 64
Abundance Scan 2138 (14.913 min): BF106875.D (-2133) (-) m/z 57.00 100.00%
57.0
5000
| | |149 1 2192 14,60 14.80 15.00 15.20
O || M/z 71.05  76.51%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185533: Pentacosane
57.0
5000 L LN B S B
mmmmmmmm
m/z 43.00 61.54%
o “J14 0}839‘23902810 352.0
m/z--> 55 100 150 200 250 300 3éo 460 4%0 560 séo
Abundance
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.05 51.35%
99.0
14101830 239.0281.0
O b L 9P 290025, 1823.0365.0 449.0491.0 5620
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175555: Tetracosane R R BEE S
57.0 14.60 14.80 15.00 15.20
m/z 45.00 22 .48%
5000
9.0
. | | 1171830 239.00810 3380
m/z--> 55 160 1éo 200 250 300 3éo 460 4%0 560 séo 14%0 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106875.D

Aca On 27 Jun 2018 16:42

Operator : Ju/SJ

ﬁ?ggle : J3570-05 20180375-COMPOSITE-CS-1A-ELU
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 19 Squalene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.00 4.43 ng 59650 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 Propanoic acid. 2.2-dimethvl-., T... 306 C20H3402 1000164-38-8 72
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 64
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 47
Abundance Scan 2153 (15.001 min): BF106875.D (-2148) (-) m/z 69.10 100.00%
69.1
5000 I
lo, | 136.1 14:60 14.80 15.00 15.20 15.40
390 © 1751 : : . . .
oL --'ﬂ?ﬁ:oﬁ.".'---.2,0?9..,.... e m/z 81.05 54.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 AL SRR DU UL B
14,60 14.80 15.00 15.20 15.40
m/z 41.00 23.33%
o e ﬂroﬂ 0“13”79 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
14:60 14.80 15.00 15.20 15.40
5000 m/z 95.05 14.16%
137.0
ol29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #149945: Propanoic acid, 2,2-dimethyl-, [(E,E)-3,7,11-trim... B BEE e e
69.0 14.60 14.80 15.00 15.20 15.40
m/z 136.10 11.26%
5000
136.0
m/z--> 5'0 100 150 2(')0 251;0 3(')0 350 400 14,60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\

Data File : BF106875.D

Aca On 27 Jun 2018 16:42

Operator : Ju/SJ

ﬁ?ggle : J3570-05 20180375-COMPOSITE-CS-1A-ELU
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 20 unknownl6.44 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.44 3.01 ng 40542 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.7-Octanedione. 4.4-dimethvl-3-... 294 C18H3003 1000195-80-8 14
2 5-(7a-1sopropenvl-4.5-dimethvl-o... 288 C20H320 1000193-54-2 14
3 3.4-Dichloro-N-(pvridin-4-vDben... 302 C11H8CI2N202S 1000311-57-9 10
4 Nicotinonitrile. 1.4-dihvdro-1-p... 148 C9H12N2 019424-17-0 9
5 3-Methylbenzothiophene 148 C9H8S 001455-18-1 9
Abundance Scan 2398 (16.442 min): BF106875.D (-2392) (-) m/z 145.10 100.00%
145.1
213.2 396.4
430 83.0
5000
‘} 16.20 16.40 16.60 16.80
ol 1 m/z 165.10 75.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #139594: 2,7-Octanedione, 4,4-dimethyl-3-[2-(1-hydroxy-1-m...
43.0
5000 RN BRI ISR BUUILN B
1230 16.20 16.40 16.60 16.80
175.0 m/z 147.10 71.85%
81.0 ‘ ‘ 221.0
0 IHI\ \I‘\ |‘L“|“U HI‘\ J“‘l““:‘ U\ul\‘ul ‘l \‘ - o ‘:‘ : |2|65I-|0| T
m/z--> 50 100 150 200 250 300 350 400
Abundance
149.0 213.0
107.0 16.20 16.40 16.60 16.80
soo0l 430 m/z 396.40 69.19%
7710
288.0
. 183.0 255.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #145800: 3,4-Dichloro-N-(pyridin-4-yl)benzenesulfonamide B s
145.0 16.20 16.40 16.60 16.80
m/z 143.10 64 .89%
5000 209.0
750 1090 238.0 302.0
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF062718\
Data File : BF106875.D
Acq On : 27 Jun 2018 16:42 Instrument :
Operator : JU/SJ gﬁA{s el
- _ lentosampleld :
3?22'6 : J3570-05 20180375-COMPOSITE-CS-1A-ELU
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
2-Pentanone, 4-hy... 5.19 5.1 ng 54219 1 6.95 213975 20.0
unknown6.73 6.73 119.0 ng 1273110 1 6.95 213975 20.0
Tetradecane 9.90 2.7 ng 42937 3 10.00 320018 20.0
Heptadecane 10.40 4.4 ng 69816 3 10.00 320018 20.0
Pentadecane, 2,6,... 10.62 2.4 ng 38544 3 10.00 320018 20.0
Triethyl citrate 10.65 11.0 ng 175332 3 10.00 320018 20.0
Tetracosane 10.88 7.6 ng 124889 4 11.49 329554 20.0
Hexadecane, 2,6,1... 11.35 3.3 ng 54018 4 11.49 329554 20.0
1,2-Benzenedicarb... 11.64 3.2 ng 53108 4 11.49 329554 20.0
Pentaethylene gly... 12.04 2.9 ng 48103 4 11.49 329554 20.0
4-Methyl-3,5-deca... 12.50 2.7 ng 44303 4 11.49 329554 20.0
1-Hexadecanol, ac... 12.95 3.3 ng 39553 5 14.14 237904 20.0
Hexacosane 13.28 2.1 ng 25223 5 14.14 237904 20.0
Octacosyl trifluo... 13.95 6.1 ng 72256 5 14.14 237904 20.0
Tricosane 14.60 2.3 ng 27416 5 14.14 237904 20.0
Pentacosane 14.91 2.5 ng 29985 5 14.14 237904 20.0
Squalene 15.00 4.4 ng 59650 6 15.69 269028 20.0
unknownl16 .44 16.44 3.0 ng 40542 6 15.69 269028 20.0
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