LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117523.D

Aca On : 24 Oct 2019 21:06

Operator :© JU

Sample : K5499-11 2X

Misc :

ALS Vial : 17 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-BF101819.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 5.357 553 556 577 rBV 330928 415125 83.99% 6.745%
2 6.387 728 731 748 rBV 359891 461286 93.33% 7 .495%
3 6.510 748 752 764 rVB 511719 494230 100.00% 8.031%
4 6.734 787 790 802 rBV 399064 342556 69.31% 5.566%
5 6.887 813 816 831 rBV 396244 352302 71.28% 5.725%
6 7.298 883 886 900 rBV 241588 267104 54.04% 4 .340%
7 8.016 1004 1008 1031 rBV 491106 456633 92.39% 7.420%
8 9.086 1187 1190 1200 rBV 586229 466618 94.41% 7.582%
9 9.480 1254 1257 1263 rBV 40067 40366 8.17% 0.656%
10 9.763 1302 1305 1310 rBV 525746 483585 97.85% 7.858%
11 10.557 1437 1440 1452 rVB 243400 226499 45.83% 3.680%
12 10.739 1468 1471 1474 rBV 6900 6915 1.40% 0.112%
13 10.880 1488 1495 1499 rBvV3 2634 6840 1.38% 0.111%
14 10.916 1499 1501 1505 rvB2 6448 8121 1.64% 0.132%
15 10.951 1505 1507 1510 rBvV 6360 7216 1.46% 0.117%
16 11.251 1554 1558 1561 rBvV 444888 398864 80.70% 6.481%
17 11.274 1561 1562 1565 rVvVv 73893 50664 10.25% 0.823%
18 11.304 1565 1567 1569 rvv2 8322 8285 1.68% 0.135%
19 11.327 1569 1571 1575 rVB 11338 11159 2.26% 0.181%
20 11.498 1595 1600 1603 rBV4 6855 9341 1.89% 0.152%
21 11.780 1645 1648 1653 rBV2 46288 45377 9.18% 0.737%
22 11.869 1659 1663 1665 rBV2 12097 12884 2.61% 0.209%
23 12.469 1762 1765 1768 rBV 106270 99577 20.15% 1.618%
24 12.510 1770 1772 1777 rVB2 10335 9321 1.89% 0.151%
25 12.563 1780 1781 1785 rVvVv4 11432 8967 1.81% 0.146%
26 12.616 1788 1790 1793 rVB4 6808 6030 1.22% 0.098%

27 12.692 1798 1803 1810 rBV 89931 106550 21.56% 1.731%
28 12.833 1823 1827 1831 rBV 352243 305935 61.90% 4.971%

29 12.910 1837 1840 1844 rBV3 7139 11965 2.42% 0.194%
30 13.010 1853 1857 1858 rBv4 8156 11228 2.27% 0.182%
31 13.027 1858 1860 1863 rVB 11740 10116 2.05% 0.164%
32 13.063 1863 1866 1868 rBvV4 6316 5839 1.18% 0.095%
33 13.092 1868 1871 1874 rBvV4 8592 6845 1.38% 0.111%
34 13.127 1874 1877 1881 rBV5 12171 18078 3.66% 0.294%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117523.D

Aca On : 24 Oct 2019 21:06

Operator :© JU

Sample : K5499-11 2X

Misc :

ALS Vial : 17 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-BF101819.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.186 1885 1887 1890 rVB4 6871 5864 1.19% 0.095%
36 13.221 1890 1893 1896 rBV3 8777 11798 2.39% 0.192%
37 13.263 1896 1900 1902 rBV5 7655 9074 1.84% 0.147%
38 13.404 1921 1924 1927 rBv4 9143 10147 2.05% 0.165%
39 13.651 1964 1966 1967 rBV2 9921 8560 1.73% 0.139%
40 13.745 1978 1982 1990 rVB6 41618 77561 15.69% 1.260%
41 13.898 2003 2008 2011 rBV 384614 420237 85.03% 6.828%
42 13.921 2011 2012 2016 rVB 52692 36095 7.30% 0.587%
43 14.715 2145 2147 2153 rVB 35805 34377 6.96% 0.559%
44 14.921 2180 2182 2184 rBV2 33737 31852 6.44% 0.518%
45 15.333 2248 2252 2256 rVB 196608 246336 49.84% 4._.003%
46 15.727 2316 2319 2325 rVB 63132 89872 18.18% 1.460%

Sum of corrected areas: 6154194
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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\BF102419\

BF117523.D

24 Oct 2019 21:06

Ju

K5499-11 2X

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117523.D

Aca On : 24 Oct 2019 21:06

Operator :© JU

Sample : K5499-11 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown6.51 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
" 6.51 28.86ng 494230  1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16

2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvporomine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance Scan 752 (6.510 min): BF117523.D (-748) (-) m/z 132.00 100.00%
5000 68
96 IS AR AR RN LR
40 o4 7 g7 5 6.20 6.40 6.60 6.80
o N m/z 68.00 41.25%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80
s st 78 m/z 134.00  31.85%
0 N AL DAL DU
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
SN AR AR RSN LR
6.20 6.40 6.60 6.80
5000 m/z 66.00 26.32%
33 44 o 105
0...‘.|.‘.‘£‘.6k(‘)....iouuuu‘lu“.:!-lusluu B E e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 16.99%
5000 98 116
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117523.D

Aca On : 24 Oct 2019 21:06

Operator :© JU

Sample : K5499-11 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknownl1l1.78 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.78 2.28 ng 45377 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 47
2 n-Decanoic acid 172 C10H2002 000334-48-5 43
3 Oxalic acid. cvclobutvl hexadecv... 368 C22H4004 1000309-70-6 14
4 Oxalic acid. cvclobutvl pentadec... 354 C21H3804 1000309-70-5 14
5 Triacontyl acetate 480 C32H6402 041755-58-2 10
Abundance Scan 1648 (11.780 min): BF117523.D (-1645) (-) m/z 73.00 100.00%
73
60
43
5000
129
97 192
i ﬂ 1111 143157171 213 11.40 11.60 11.80 12.00
Ol rrrrr i i m/z 60.00 73.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61117: Dodecanoic acid
60 73
43
i
5000 A AR SR U R
29 129 nmnmnmnm
‘ ” T7 101115 s 157171 200 m/z 43.05 60.56%
0||||=|||||||||"!' I||| ||| ]ll ||:|||||'| ||| - ||||:|L|8|5|||'|||| e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #39471: n-Decanoic acid
60 45
41
11.40 11.60 11.80 12.00
5000 2 m/z 55.05 54 _.82%
129
m/z--> 26 45 60 85 100 150 150 160 180 200 220 250 2éo
Abundance #195550: Oxalic acid, cyclobutyl hexadecy! ester e
55 11.40 11.60 11.80 12.00
m/z 41.00 47 .51%
5000
4 71
ol 2 L] \J J\ 98111125 149 167 269
m/z--> 26 45 eb 80 100 150 140 160 180 200 220 250 2éo 11.40 11.60 11.80 12.00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117523.D

Aca On : 24 Oct 2019 21:06

Operator :© JU

Sample : K5499-11 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.74 3.69 ng 77561 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 81
2 Cvclopentane. decvl- 210 C15H30 001795-21-7 74
3 n-Pentadecanol 228 C15H320 000629-76-5 72
4 5-Octadecene. (E)- 252 C18H36 007206-21-5 58
5 1-Nonadecene 266 C19H38 018435-45-5 55
Abundance Scan 1981 (13.739 min): BF117523.D (-1978) (-) m/z 97.10 100.00%
4357 g3 9
5000
125 B o e S R
139153 175 197 217 241 13.40 13.60 13.80 14.00
bl m/z 43.05 84 .08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127771: 3-Eicosene, (E)-
43 57
83
97
5000 AU A S
29 13.40 13.60 13.80 14.00
125 m/z 55.00 83.59%
o 139153167182196210224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69587: Cyclopentane, decyl-
4 6
% 83 AU N U
13.40 13.60 13.80 14.00
5000 m/z 83.10 80.05%
111
2 125
. |l 139154g182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84606: n-Pentadecanol e
41 55 69 83 13.40 13.60 13.80 14.00
97 m/z 57.00 79.96%
5000
2 125
o 139154165182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117523.D

Aca On : 24 Oct 2019 21:06

Operator :© JU

Sample : K5499-11 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 2,6,10-Dodecatrien-1-ol, 3,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.72 2.79 ng 34377 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 53
2 Cvclopropanecarboxvlic acid. 2.3... 298 C10H6CI1402 1000354-66-5 50
3 2.8-Decadienoic acid. 3.5.9-trim... 224 C14H2402 055283-32-4 50
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 003790-71-4 47
5 trans-Farnesol 222 C15H260 000106-28-5 47
Abundance Scan 2148 (14.721 min): BF117523.D (-2145) (-) m/z 69.10 100.00%
6o
5000
41 95 U A A A
L l 168186 212229246 272 303 350 14.40 14.60 14.80 15.00
Ol prrre el "..1-!-..'! gt et e e ey | M7z 81.000 62.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #79433: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69
5000{ 41 R AR BN U DR

14.40 14.60 14,80 15.00
93 m/z 41.10 20.69%

119337 161 101 222

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142193: Cyclopropanecarboxylic acid, 2,3,4,6-tetrachlorop...
69
s AEREERREEEE
14.40 14.60 14.80 15.00
5000 m/z 67.00 14.82%
41
‘ 96 131 166 203 232 300
NN NS R MMSSNASSAS .4 KN R A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #81066: 2,8-Decadienoic acid, 3,5,9-trimethyl-, methyl est... e AREEEEEaSEE
69 14.40 14.60 14.80 15.00
a1 m/z 137.10 14 .65%
5000 109
150
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14. 40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102419\
Data File : BF117523.D

Aca On : 24 Oct 2019 21:06

Operator :© JU

Sample : K5499-11 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Nonadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.73 7.30 ng 89872 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Heneicosane 296 C21H44 000629-94-7 93
3 Eicosane 282 C20H42 000112-95-8 90
4 Octacosane 394 C28H58 000630-02-4 74
5 2-methyloctacosane 408 C29H60 1000376-72-8 74
Abundance Scan 2319 (15.727 min): BF117523.D (-2316) (-) m/z 57.05 100.00%

57

5000

15.40 15.60 15.80 16.00

140 169 195 221

252 57, 295312 343

o m/z 71.05 91.75%
m/z--> 50 100 150 200 250 300
Abundance #117638: Nonadecane
57
5000 85 TT llllllllllll llll|
15. 40 15. 60 15. 80 16.00
29 m/z 85.05 69.02%
ol g M 00 197 25 268
el A I o e ML B e e S |
m/z--> 50 100 150 200 250 300
Abundance #141424:; Heneicosane
57
R EREEEE RS SRR
15.40 15.60 15.80 16.00
5000 85 m/z 43.10 51.47%
0 2\‘9 ‘\ ' i nl 1:\1-3 A i 169 197 22.5 253 296
e e T e e o e e A B B A m e o o o e
m/z--> 50 100 150 200 250 300
Abundance #129492: Eicosane R AEmEEEE L
57 15.40 15.60 15.80 16.00
m/z 55.05 30.94%
5000
85
29
o [ ] M8 141 160 197 225 253 282
— =t R EREEEE RS SRR
m/z--> 50 100 150 200 250 300 15. 40 15. 60 15. 80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102419\
Data File : BF117523.D

Acq On : 24 Oct 2019 21:06

Operator : JU

Sample - K5499-11 2X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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 .51 6.51 28.9 ng 494230 1 6.73 342556 20.0
unknownl11.78 11.78 2.3 ng 45377 4 11.25 398864 20.0
3-Eicosene, (E)- 13.74 3.7 ng 77561 5 13.90 420237 20.0
2,6,10-Dodecatrie... 14.72 2.8 ng 34377 6 15.33 246336 20.0
Nonadecane 15.73 7.3 ng 89872 6 15.33 246336 20.0
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