LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106773.D

Aca On : 25 Jun 2018 16:10

Operator : JU/SJ

Sample : J3622-12

Misc :

ALS Vial : 3 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 5.213 485 489 500 rBB 104489 160742 8.03% 1.031%
2 5.613 552 557 560 rBY 1378430 1463005 73.06% 9.380%
3 6.613 721 727 730 rBVY 1233942 1508466 75.33% 9.671%
4 6.742 744 749 752 rBV 1422427 1510028 75.40% 9.681%
5 6.960 782 786 789 rBV 432176 350288 17.49% 2.246%
6 7.119 808 813 816 rBVY 1295281 1253804 62.61% 8.039%
7 7.525 876 882 885 rBV 886669 1054810 52.67% 6.763%
8 8.242 999 1004 1007 rBV 505255 444560 22.20% 2.850%
9 9.319 1181 1187 1190 rBVvV 1804983 1871381 93.45% 11.998%
10 9.707 1249 1253 1257 rBV 259088 210453 10.51% 1.349%
11 9.907 1284 1287 1289 rBV 27611 24380 1.22% 0.156%
12 9.936 1289 1292 1298 rVvVv3 14151 25372 1.27% 0.163%
13 10.001 1298 1303 1308 rVB 609202 531630 26.55% 3.408%
14 10.407 1370 1372 1375 rVB 51431 40368 2.02% 0.259%
15 10.630 1403 1410 1412 rBvV 23153 36482 1.82% 0.234%
16 10.801 1433 1439 1442 rBV 1170927 1273607 63.60% 8.165%
17 10.883 1450 1453 1458 rBvV 54621 58854 2.94% 0.377%
18 11.330 1526 1529 1532 rBvV 33330 27572 1.38% 0.177%
19 11.495 1553 1557 1560 rBvV 630242 567379 28.33% 3.638%
20 12.877 1789 1792 1797 rVB2 21590 21075 1.05% 0.135%
21 12.942 1797 1803 1807 rBV 17455 29650 1.48% 0.190%
22 13.083 1821 1827 1830 rBVY 1843690 2002581 100.00% 12.839%
23 13.265 1854 1858 1866 rVB4 25559 44733 2.23% 0.287%
24 13.965 1974 1977 1983 rBV 89972 90873 4 .54% 0.583%
25 14.160 2005 2010 2013 rBV 500997 468090 23.37% 3.001%
26 14.630 2086 2090 2095 rBV2 31603 50478 2.52% 0.324%
27 15.724 2270 2276 2284 rBV 324773 423296 21.14% 2.714%
28 18.777 2786 2795 2805 rBV 17504 53516 2.67% 0.343%

Sum of corrected areas: 15597473
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062518\
Data File : BF106773.D

Aca On : 25 Jun 2018 16:10

Operator : JU/SJ

Sample : J3622-12

Misc :

ALS Vvial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\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

Abundance TIC: BF106773.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106773.D

Aca On : 25 Jun 2018 16:10

Operator : JU/SJ

Sample : J3622-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.21 9.18 ng 160742 1,4-Dichlorobenzene-d4 6.96
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 3-Hexanol 102 C6H140 000623-37-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 488 (5.207 min): BF106773.D (-485) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 RS S IR
83.0 | 4.80 5.00 5.20 5.40 5.60
o} Y X 1 OO VIC | O e AN N m/z 59.00 60.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRS S LR B
480 5.00 5.20 5.40 5.60
59.0 1010 m/z 101.10 20.80%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
o 480 500 520 540 560
5000 m/z 58.00 16.20%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e  EEams B
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.88%
5000
101.0
o 180 30 || 58.0 690 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 5.20 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106773.D

Aca On : 25 Jun 2018 16:10

Operator : JU/SJ

Sample : J3622-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 2 unknown6.74 Concentration Rank 1

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

6.74 86.22 ng 1510030 1,4-Dichlorobenzene-d4 6.96
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 12
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 749 (6.742 min): BF106773.D (-744) (-) m/z 132.10 100.00%
13%.1
5000 68.1
96.1 AR SR S AR
400 540 6.40 6.60 6.80 7.00
o....,....:....,::..,::l-.',..7.5?,0....,..!.,%??.?....,....,J...,.. m/z 68.10 38.82%
m/z--> 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 AR SR SR AR
6.40 6.60 6.80 7.00
210 510 m/z 134.00 33.11%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.83%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine B R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.63%
97.0
5000
70.0
31.0
0 ‘ 44.0 L, 6(‘) \0 | 86 0 | 116.0 !
m/z--> 30 40 50 60 7'0 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\BF062518\
Data File : BF106773.D

Aca On : 25 Jun 2018 16:10

Operator : JU/SJ

Sample : J3622-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 4 Tritetracontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.88 2.07 ng 58854 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tritetracontane 605 C43H88 007098-21-7 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Hexadecane 226 C16H34 000544-76-3 83
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 78
Abundance Scan 1452 (10.877 min): BF106773.D (-1450) (-) m/z 57.00 100.00%
57.0
5000 J
131 10.60 10.80 11.00 11.20
O bl d A e e e e e e m/z 43.00 71.50%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane
57.0 #
5000 LN L BN UL UL
10 60 10. 80 11. oo 11. 20
m/z 71.05 59.77%
o h ‘ “ " ‘1690 225.0 281.0 337.0 393.0 463.0 519.0 575.0
miz--> 0 éo 100 150 200 250 300 350 400 450 560 5%0 660
Abundance
57.0
110.60 10.80 11.00 11.20
5000 m/z 85.10 42 .21%
o 113.0 169.0 225, 0 2810 3800
m/z--> 0 éo 160 1éo 200 250 300 350 400 4éo 560 5%0 660
Abundance #59880: Tetradecane b
57.0 10.60 10.80 11.00 11.20
m/z 41.00 31.96%
5000
o ‘ 1130  198.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106773.D

Aca On : 25 Jun 2018 16:10

Operator : JU/SJ

Sample : J3622-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 5 n-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 3.88 ng 90873 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance . Scan 1978 (13.971 min): BF106773.D (-1974) (-) m/z 57.00 100.00%
> 97.1
5000
NSRRI UL B
39.1 13.60 13.80 14.00 14.20
o! ]'1" Ll 2080 2810 | [ m/z 43.00 85.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
57.0 197.0
5000 DU R L SR
Bmmmmmmm
2.0 m/z 97.10 78.94Y%
0 199\ || “‘ H \H\ ﬂ \‘\. Y ':!'810 2220 2640 3080
m/z--> éo 160 1%0 260 2éo 360 3%0 460
Abundance
57.0
97.0 DA SUNIR SR S I
13.60 13.80 14.00 14.20
5000 m/z 55.00 78.74%
169.0
oL 260 138.0 210.0 255.0 406.0 NJVV\WVMAAM”Auywawwmﬁww,v
m/z--> éo 160 1%0 200 250 300 3%0 460
Abundance #185169: Heptadecy! trifluoroacetate B B
57.0 13.60 13.80 14.00 14.20
97.0 m/z 83.05 73.82%
oL280] |M F39° 1820 2380 2830 3340
m/z--> éo 100 1%0 260 2éo 360 350 460 1360 1380 1400 1420 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106773.D

Aca On : 25 Jun 2018 16:10

Operator : JU/SJ

Sample : J3622-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 6 unknownl14.63 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.63 2.16 ng 50478 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hentetracontanol 593 C41H840 040710-42-7 41
2 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 41
3 1-Heneicosanol 312 C21H440 015594-90-8 38
4 Octatriacontvl trifluoroacetate 647 C40H77F302 1000351-88-7 38
5 Cyclopentane, (4-octyldodecyl)- 350 C25H50 005638-09-5 38
Abundance Scan 2090 (14.630 min): BF106773.D (-2086) (-) m/z 57.00 100.00%
5%.0
5000 259.1 324.1
ﬂ " 1440 14.60 14.80 15.00
o,...'.,.... m/z 43.00 76.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #240848: 1-Hentetracontanol
57.0
5000 LS B B BULRLIL B
11.0 14.40 14.60 14. 80 15. oo
m/z 55.00 65.38%
o \“L “ “koml§7Q 2230 278.0_ 3430 404.0 4600 516.0 5720
miz--> 0 50 100 150 200 250 300 350 400 450 560 séo '
Abundance
57.0
" 1440 14.60 14.80 15.00
5000 m/z 83.00 56.52%
111.0
o 167.0 224.0 308 0353.0 454.0
miz--> 0 55 160 1éo 200 250 300 3%0 400 4éo 560 séo '
Abundance #155046: 1-Heneicosanol R RmEEs o
55.0 14.40 14.60 14.80 15.00
m/z 71.00 52.28%
5000 11.0
ol 111610 266.0
m/z--> 6 55 160 150 200 250 300 3%0 460 4éo 560 séo ' 1420 1460 1480 1500
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062518\
Data File : BF106773.D

Aca On : 25 Jun 2018 16:10

Operator : JU/SJ

Sample : J3622-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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 7 unknownl18.78 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.78 2.53 ng 53516 Perylene-di12 15.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Cvcloundecadiene. 9-(l1-methv... 190 C14H22 062338-55-0 35
2 Benzestrol 298 C20H2602 000085-95-0 27
3 1.3-Cvclopentadiene. 2.3.4.5-tet... 190 C14H22 1000161-28-7 25
4 Benzaldehvde. 4-(trifluoromethoxv)- 190 C8H5F302 000659-28-9 25
5 1-(2-Pyridyl)piperazine 163 C9H13N3 034803-66-2 22
Abundance Scan 2796 (18.783 min): BF106773.D (-2786) (-) m/z 189.10 100.00%
107.1 189.1
55.0 149.0
77.0
5000 221.1 282.0 \
‘ ||‘ | | ‘ ‘ ‘ 1840 1860 1880
O ,.”.P”... i ””,”..“....W.HW.H.P”.P.”,” m/z 107.10 96.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #53186: 1,5-Cycloundecadiene, 9-(1-methylethylidene)-
41.0 93.0
67.0 121.0
5000
1840 18.60 18.80
147.0 175.0 m/z 93.00 85.62%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
107.0
135.0
1840 18.60 18.80
5000 m/z 105.00 80.11%
77.0 163.0
o 55.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 Nw M [
Abundance #53198: 1,3-Cyclopentadiene, 2,3,4,5-tetramethyl-1-(4-pent... e Ll B A —
13 mm mm mm

m/z 95.00 74 .33%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18 40 18 60 18 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062518\
Data File : BF106773.D

Acq On : 25 Jun 2018 16:10

Operator : JU/SJ

Sample - J3622-12

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
2-Pentanone, 4-hy... 5.21 9.2 ng 160742 1 6.96 350288 20.0
unknown6.74 6.74 86.2 ng 1510030 1 6.96 350288 20.0
Tritetracontane 10.88 2.1 ng 58854 4 11.49 567379 20.0
n-Tetracosanol-1 13.97 3.9 ng 90873 5 14.16 468090 20.0
unknownl14 .63 14.63 2.2 ng 50478 5 14.16 468090 20.0
unknownl18.78 18.78 2.5 ng 53516 6 15.72 423296 20.0
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