LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100219\
Data File : BF117300.D

Aca On : 2 Oct 2019 15:32

Operator :© JU

Sample : K5128-01

Misc :

ALS Vial : 10 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-BF091319.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 4.998 492 495 502 rBB 3027 3667 1.34% 0.117%
2 5.428 565 568 587 rBV 120964 165451 60.28% 5.301%
3 6.451 739 742 761 rBV 137156 196662 71.65% 6.301%
4 6.581 761 764 773 rVV 213475 202429 73.75% 6.485%
5 6.804 799 802 812 rBV 115968 117848 42.94% 3.776%
6 6.963 826 829 840 rBV 178361 160450 58.46% 5.140%
7 7.369 895 898 920 rBV 71247 111857 40.75% 3.584%
8 8.092 1017 1021 1030 rBV 131111 149156 54.34% 4_.779%
9 9.163 1200 1203 1214 rBV 253344 238969 87.07% 7 .656%
10 9.557 1268 1270 1277 rBB 21082 17738 6.46% 0.568%

11 9.845 1315 1319 1327 rBV 214189 196472 71.58% 6.295%
12 10.633 1450 1453 1465 rBB 118249 131164 47.79% 4.202%
13 11.333 1568 1572 1583 rBV 183961 196188 71.48% 6.285%

14 11.851 1656 1660 1664 rBV 28546 30522 11.12% 0.978%
15 12.063 1692 1696 1699 rBV3 5817 4234 1.54% 0.136%
16 12.122 1703 1706 1713 rVB3 1627 3282 1.20% 0.105%
17 12.545 1776 1778 1784 rBV2 13361 18523 6.75% 0.593%
18 12.633 1790 1793 1801 rBv4 15807 19028 6.93% 0.610%
19 12.733 1807 1810 1812 rBV2 12932 9535 3.47% 0.305%
20 12.780 1815 1818 1824 rVB 12652 14255 5.19% 0.457%
21 12.910 1836 1840 1847 rBV 332026 274468 100.00% 8.793%
22 13.139 1876 1879 1884 rBV5 6703 7677 2.80% 0.246%
23 13.386 1917 1921 1923 rBV4 3389 3788 1.38% 0.121%
24 13.445 1928 1931 1933 rBV3 5947 4507 1.64% 0.144%
25 13.480 1934 1937 1939 rBv4 8870 7052 2.57% 0.226%
26 13.598 1954 1957 1959 rBV2 9957 9821 3.58% 0.315%
27 13.669 1967 1969 1971 rBV3 4561 3714 1.35% 0.119%
28 13.816 1991 1994 2001 rBV7 22583 40842 14.88% 1.308%
29 13.939 2012 2015 2018 rBV 24241 22194 8.09% 0.711%
30 13.974 2018 2021 2029 rVB 194738 195597 71.26% 6.266%
31 14.127 2044 2047 2048 rBV2 10927 9551 3.48% 0.306%
32 14.245 2065 2067 2070 rBV3 7942 7523 2.74% 0.241%
33 14.427 2095 2098 2100 rBV3 26797 29462 10.73% 0.944%
34 14.451 2100 2102 2113 rVB9 35709 62583 22.80% 2.005%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100219\
Data File : BF117300.D

Aca On : 2 Oct 2019 15:32

Operator :© JU

Sample : K5128-01

Misc :

ALS Vial : 10 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-BF091319.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.727 2147 2149 2152 rVB2 15003 13965 5.09% 0.447%
36 14.868 2170 2173 2177 rVB3 33805 35116 12.79% 1.125%
37 15.057 2202 2205 2209 rVB 49405 52144 19.00% 1.671%
38 15.104 2209 2213 2223 rVB 29490 78578 28.63% 2.517%
39 15.368 2256 2258 2261 rBvV4 12483 14934 5.44% 0.478%
40 15.433 2265 2269 2276 rVB 131571 175761 64.04% 5.631%
41 15.621 2299 2301 2304 rVvB4 12938 14853 5.41% 0.476%
42 15.851 2336 2340 2344 rVB 46536 64014 23.32% 2.051%
43 18.874 2852 2854 2856 rBV3 5840 5748 2.09% 0.184%

Sum of corrected areas: 3121322
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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\BF100219\

BF117300.D
2 Oct 2019 15:32
Ju
K5128-01
10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091319_.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\BF100219\
Data File : BF117300.D

Aca On : 2 Oct 2019 15:32

Operator :© JU

Sample : K5128-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 unknown6.58 Concentration Rank 1

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

6.58 34.35 ng 202429 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 764 (6.581 min): BF117300.D (-761) (-) m/z 132.00 100.00%
5000 68 L
96 SRR ARERE N SR R
40 54 | 77 | 105 6.20 6.40 6.60 6.80 7.00
0 T B et e m/z 68.00 40.51%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 A R R
6.20 6.40 6.60 6.80 7.00
33 44 105 m/z 134.00 31.46%
T TR
0""l""'ﬁ""'l""l"" R UL SR S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 AR ARERE N SR R
104 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.00 26.33%
31 51 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.00 16.94%
5000 98 116
ob o L 8 qu\,w 18189 I L | S
m/z--> 40 60 80 100 120 140 160 180 620 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100219\
Data File : BF117300.D

Aca On : 2 Oct 2019 15:32

Operator :© JU

Sample : K5128-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091319_.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 3 Dodecanoic acid Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
11.85 3.11 ng 30522 Phenanthrene-d10 11.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 53
2 Pentanedioic acid. 3-hvdroxv-. d... 176 C7H1205 007250-55-7 14
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 14
4 Undecane. 5-methvl- 170 C12H26 001632-70-8 14
5 Dichloroacetic acid, 4-methylpen... 212 C8H14Cl1202 1000282-43-7 14

Abundance Scan 1660 (11.851 min): BF117300.D (-1656) (-) m/z 73.00 100.00%
7B
43 o
5000 129
L IH 1160 11.80 12,00 12.20
ob e A m/z 43.00 83.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61120: Dodecanoic acid
60 78
43
5000
129 11.60 11.80 12.00 12.20
29 7 115 m/z 60.00 76.99%
“ T 101 143 ‘ 171 200
o 15 “‘.“ : |h‘|||‘|‘| ..‘..“‘....‘..‘..1.8.5..........|....|..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43
1 108 1160 11.80 12,00 12.20
5000 129 m/z 41.00 69.39%
29 56 85 145
O e R e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43 11.60 11.80 12.00 12.20
57 m/z 57.10 62.94%
71
5000 85
o 29 L “ ‘ ?\ 113127141155168 197 231 261
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100219\
Data File : BF117300.D

Aca On : 2 Oct 2019 15:32

Operator :© JU

Sample : K5128-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 4 Trifluoroacetoxy hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.82 4.18 ng 40842 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 59
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 59
3 2-Butenedioic acid (Z2)-. monodod... 284 C16H2804 002424-61-5 58
4 l1sobutvl tridecvl carbonate 300 C18H3603 959275-44-6 38
5 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 38
Abundance Scan 1995 (13.821 min): BF117300.D (-1991) (-) m/z 69.00 100.00%
43
5000
200 1360 13.80 14.00 14.20
Obrrrerrrr m/z 55.00 94 .22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
al 97
5000 R AN S SO
13.60 13.80 14.00 14.20
125 m/z 83.05 87.01%
olas | L8 154 10196 224 51269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
69 R AN S SRR
97 13.60 13.80 14.00 14.20
5000 m/z 97.10 75.78%
27 125
o 153169 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #130963: 2-Butenedioic acid (2)-, monododecy! ester A L R REmms e
43| 6 13.60 13.80 14.00 14.20
m/z 43.00 65.45%
5000
26
o} o B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100219\
Data File : BF117300.D

Aca On : 2 Oct 2019 15:32

Operator :© JU

Sample : K5128-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 5 Tetrapentacontane, 1,54-dib... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.43  3.01ng 20462  Chrysene-d12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2  1000156-09-4 52
2 Undecane. 2.7-dimethvl- 184 C13H28 017301-24-5 50

3 Hentriacontane 437 C31H64 000630-04-6 47
4 Dodecane. 2-methvl-6-propvl- 226 Cl16H34 055045-08-4 47
5 1-Decanol, 2,2-dimethyl- 186 C12H260 002370-15-2 47
Abundance Scan 2098 (14.427 min): BF117300.D (-2095) (-) m/z 57.00 100.00%
57
5000
99
171215 - 14.20 14.40 14.60 14.80
ol L | | m/z 71.00 73.41%
miz-> 0 100 200 300 400 500 600 700 800
Abundance #243727: Tetrapentacontane, 1,54-dibromo-
57
5000 LA L L L L L L L LB
14.20 14.40 14.60 14.80
m/z 85.00 71.38%
0 ‘L hm}?§;97239 205337379 443 499541583628670713755 _ 835
| ! | |
miz-> 0 100 200 300 400 500 600 700 800
Abundance
43
R i o e S e
14.20 14.40 14.60 14.80
5000 o m/z 43.10 63.44%
o 127169
B e Bt e e e e o B
miz-> 0 100 200 300 400 500 600 700 800
Abundance #223852: Hentriacontane R mEEEE RS S
57 14.20 14.40 14.60 14.80
m/z 99.10 30.67%
5000
o 1‘141183225 309351 437
— e P e

m/z--> 0 100 200 300 400 500 600 700 800 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100219\
Data File : BF117300.D

Aca On : 2 Oct 2019 15:32

Operator :© JU

Sample : K5128-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 Carbonic acid, pentadecyl 2... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .45 6.40 ng 62583 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbonic acid. pentadecvl 2.2.2-... 402 C18H33CI1303 1000314-56-1 72
2 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 53
3 Cvclopentadecane 210 C15H30 000295-48-7 52
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 47
5 Cyclopentane, decyl- 210 C15H30 001795-21-7 46
Abundance Scan 2102 (14.451 min): BF117300.D (-2100) (-) m/z 97.00 100.00%
o7
5000
169 T
] a 210 1420 14.40 14.60 14.80
o,u.w...h” m/z 83.10 84 .89%
m/z--> 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #212783: Carbonic acid, pentadecyl 2,2,2-trichloroethy! ester
97
55
5000 LR IS UL SULL I
1420 14.40 14.60 14.80
181 187 m/z 69.05 73.05%
OI H\H‘“I : ‘ ﬂ“\ d .‘.H ....|.... R A RARAs mEERE RS S
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57
o 1420 14.40 14.60 14.80
5000 m/z 57.05 58.39%
139
ol 20 181 225 281 341376415 460 532 577 678
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #69583: Cyclopentadecane I a  BREEEEES B
83 14.20 14.40 14.60 14.80
a 210 m/z 43.10 57.76%
5000
25
IRE
A R L L A A BN SRS AR LARRN LAASN SAS AR BARAR U SRR B SO B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100219\
Data File : BF117300.D

Aca On : 2 Oct 2019 15:32

Operator :© JU

Sample : K5128-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 Oxirane, hexadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.87 4.00 ng 35116 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 74
2 Oxirane. tetradecvl- 240 C16H320 007320-37-8 62
3 Oxirane. tridecvl- 226 C15H300 018633-25-5 58
4 Pentadecanal - 226 C15H300 002765-11-9 53
5 Octadecanal 268 C18H360 000638-66-4 52

Abundance Scan 2173 (14.868 min): BF117300.D (-2170) (-) m/z 43.00 100.00%

2

5000

14.60 14.80 15.00 15.20
m/z 82.00 99.02%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117616: Oxirane, hexadecyl-

5000 LA L L L L L LB
14.60 14.80 15.00 15.20
123 m/z 57.10 88.73%
0 138 166 194210205 250267
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 82
A B
57 14.60 14.80 15.00 15.20
5000 & m/z 83.00 83.87%
124
ol 26 152167182 208223 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82972: Oxirane, tridecyl- R EEEEE RS
4 14.60 14.80 15.00 15.20

m/z 71.00 83.82%

5000

o2 Il 152168 194909 226
e i e

I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100219\
Data File : BF117300.D

Aca On : 2 Oct 2019 15:32

Operator :© JU

Sample : K5128-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.06 5.93 ng 52144 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
3 Heptadecane 240 C17H36 000629-78-7 80
4 2.6-Dimethvldecane 170 C12H26 013150-81-7 68
5 Heneicosane 296 C21H44 000629-94-7 64
Abundance Scan 2206 (15.063 min): BF117300.D (-2202) (-) m/z 57.00 100.00%
g7
85
5000
127 LA SRR DR SURBURI B
| 07 155 179197 2 17 239 267 14.80 15.00 15.20 15.40
ok, | A et O m/z 71.10 84.20%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57
5000 85 LI S B SULRLLE I
14.80 15.00 15.20 15.40
113 m/z 85.10 69.96%
0 ?\9 ‘H ‘\ ‘Hw “M ‘\‘ u‘ u‘ 14\.1 | 169 197 225 253 295 366
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance
57
' 14.80 15.00 15.20 1540
5000 85 m/z 43.10 56.60%
0 39 13 141 169 197 239 267 204 323 352
m/z--> 56 160 1%0 260 2%0 360 3%0
Abundance #94344: Heptadecane LI L L L LB L
57 14.80 15.00 15.20 15.40
m/z 55.05 31.57%
5000 85
29
m/z--> 5'0 1(')0 150 2(')0 251,0 3(')0 3&1,0 14|8O 15. 00 15. 20 15'40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100219\
Data File : BF117300.D

Aca On : 2 Oct 2019 15:32

Operator :© JU

Sample : K5128-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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 9 Bromoacetic acid, octadecyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.10 8.94 ng 78578 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 68
2 n-Pentadecanol 228 C15H320 000629-76-5 53
3 Cvclotetradecane 196 C14H28 000295-17-0 49
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 46
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 46
Abundance Scan 2212 (15.098 min): BF117300.D (-2209) (-) m/z 83.05 100.00%
55
5000
3 LI N I N N B
39174 195 219 14.80 15.00 15.20 15.40
Ob g m/z 97.10 93.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #207396: Bromoacetic acid, octadecy! ester
3
69
97
5000 AL DR AU B B
14.80 15.00 15.20 15.40
m/z 55.00 83.72%
2
154 181 208224 250

0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

41 83
97
o
57 14.80 15.00 15.20 15.40
5000 m/z 69.00 81.12%
125

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58280: Cyclotetradecane R R R
14.80 15.00 15.20 15.40
m/z 57.05 76.76%

5000

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100219\
Data File : BF117300.D

Aca On : 2 Oct 2019 15:32

Operator :© JU

Sample : K5128-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319.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

Concentration Rank 4

Peak Number 10 Heneicosane

R.T. EstConc Area Relative to ISTD R.T.
15.85 7.28 ng 64014 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Heptadecane 240 C17H36 000629-78-7 83
3 Undecane. 2.9-dimethyl- 184 C13H28 017301-26-7 80
4 Sulfurous acid. butyl undecvl ester 292 C15H3203S 1000309-17-8 64
5 Hexacosane 366 C26H54 000630-01-3 64

Abundance Scan 2340 (15.851 min): BF117300.D (-2336) (-) m/z 57.05 100.00%
ST
5000
139155 183 211 239 261 5, " 15.60 15.80 16.00 16.20
0! m/z 71.05 81.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 LS SRR BRI BULSULE B
mmmmmmmm
4 m/z 85.10 80.69%
. % | B e 197 225 253268 29
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300
Abundance
57
g5 " 15.60 15.80 16.00 16.20
5000 a m/z 43.10 62.33%
ol 25 M3 141 169 107010 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48865: Undecane, 2,9-dimethyl- T
57 15.60 15.80 16.00 16.20
m/z 55.00 28.47%
5000
4 85
ol 22| k L 113 139" gy
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 240 2éo 2éo 300 15%0 1580 1600 1620
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100219\
Data File : BF117300.D

Acq On : 2 Oct 2019 15:32

Operator : JU

Sample : K5128-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319._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]
unknown6 .58 6.58 34.4 ng 202429 1 6.80 117848 20.0
Dodecanoic acid 11.85 3.1 ng 30522 4 11.33 196188 20.0
Trifluoroacetoxy ... 13.82 4.2 ng 40842 5 13.97 195597 20.0
Tetrapentacontane... 14.43 3.0 ng 29462 5 13.97 195597 20.0
Carbonic acid, pe... 14.45 6.4 ng 62583 5 13.97 195597 20.0
Oxirane, hexadecyl- 14.87 4.0 ng 35116 6 15.43 175761 20.0
Hexacosane 15.06 5.9 ng 52144 6 15.43 175761 20.0
Bromoacetic acid,... 15.10 8.9 ng 78578 6 15.43 175761 20.0
Heneicosane 15.85 7.3 ng 64014 6 15.43 175761 20.0
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