LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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 4.916 477 481 492 rBV 38332 57662 1.13% 0.311%
2 5.357 553 556 582 rBV 213818 366979 7.17% 1.980%
3 6.386 728 731 748 rBV 239605 402326 7.86% 2.171%
4 6.504 748 751 758 rBV 383711 409340 8.00% 2.208%
5 6.728 785 789 796 rBV 270964 253009 4 .94% 1.365%
6 6.881 812 815 826 rBV 316617 305368 5.97% 1.647%
7 7.298 883 886 889 rBV 137072 174278 3.41% 0.940%
8 8.010 1001 1007 1013 rBV 307053 358356 7 .00% 1.933%
9 8.598 1104 1107 1111 rBV 87342 82671 1.62% 0.446%
10 9.080 1186 1189 1194 rBV 403635 361257 7.06% 1.949%
11 9.163 1199 1203 1208 rBV 105759 95789 1.87% 0.517%
12 9.480 1252 1257 1260 rBV 70801 75890 1.48% 0.409%
13 9.692 1290 1293 1297 rVB 109196 85245 1.67% 0.460%
14 9.763 1301 1305 1311 rVB 296187 296766 5.80% 1.601%
15 10.192 1374 1378 1381 rBvV 97577 82372 1.61% 0.444%

16 10.557 1437 1440 1450 rBV 147288 173737 3.40% 0.937%
17 10.663 1455 1458 1466 rVB 100196 119100 2.33% 0.643%

18 11.110 1531 1534 1536 rBV 87655 67787 1.32% 0.366%
19 11.251 1554 1558 1569 rBV 259677 301926 5.90% 1.629%
20 11.533 1603 1606 1608 rBV 74268 59789 1.17% 0.323%
21 11.557 1608 1610 1614 rVB 69118 52894 1.03% 0.285%
22 11.639 1620 1624 1627 rBV 1862698 1483564 28.99% 8.004%
23 11.939 1672 1675 1681 rVB 61463 61617 1.20% 0.332%

24 12.333 1736 1742 1744 rBV 3946700 5117192 100.00% 27.607%
25 12.357 1744 1746 1751 rVV 4855999 4680788 91.47% 25.252%

26 12.427 1755 1758 1762 rVB 751917 582541 11.38% 3.143%

27 12.468 1762 1765 1766 rBV 77897 66443 1.30% 0.358%
28 12.486 1766 1768 1775 rVB4 82368 103438 2.02% 0.558%
29 12.663 1793 1798 1802 rBV2 68271 71408 1.40% 0.385%
30 12.698 1802 1804 1807 rBV 72951 66858 1.31% 0.361%

31 12.827 1821 1826 1830 rBV 370808 340791 6.66% 1.839%
32 13.021 1855 1859 1862 rVV3 56721 97226 1.90% 0.525%
33 13.068 1862 1867 1876 rvB2 110252 173135 3.38% 0.934%
34 13.151 1876 1881 1884 rBV 91009 101246 1.98% 0.546%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 13.815 1991 1994 1999 rBV 86766 84025 1.64% 0.453%

36 13.892 2003 2007 2015 rBV 274855 319481 6.24% 1.724%
37 14.345 2081 2084 2088 rBV2 96228 107379 2.10% 0.579%

38 14.639 2131 2134 2141 rBV3 80025 93078 1.82% 0.502%
39 14.751 2148 2153 2163 rBV 144267 229761 4_.49% 1.240%
40 14.956 2185 2188 2194 rVB 72520 92464 1.81% 0.499%
41 15.333 2245 2252 2261 rVB2 146113 285245 5.57% 1.539%
42 15.715 2314 2317 2320 rVB 50764 55963 1.09% 0.302%
43 15.945 2353 2356 2365 rVB8 35569 78999 1.54% 0.426%
44 16.186 2393 2397 2401 rVvB2 40379 60887 1.19% 0.328%
Sum of corrected areas: 18536070
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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\BF102919\

BF117598.D

29 Oct 2019 18:31

Ju

K5149-07 2X

21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF101819.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\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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 unknown6.50 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.50 32.36 ng 409340 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1-Aminoindan 133 C9H11N 034698-41-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 750 (6.498 min): BF117598.D (-748) (-) m/z 132.00 100.00%

132
5000

6.20 640 660 680
01 m/z 68.00 50.24%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
5000

6.20 6.40 6.60 6.80

104 m/z 66.00 29.96%
66
o 14 27 37448leg P Tl g9 g7 | us |
s AR Bt o L e e R R A S R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 ,,,,
104 6.20 6.40 6.60 6.80
5000 m/z 134.00 29.73%
78
31 54 51
0 ‘ 1 ‘ N |
R B B R o R e o L mamaE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- L

132 6.20 6.40 660 680
m/z 69.10 21.88%

117
5000
39 91
51 65
27 T Sl ® Ty | g8 ‘\‘125,\\

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 660 6.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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 Tetradecane Concentration Rank 14

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

9.16 6.46 ng 95789 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexadecane 226 C16H34 000544-76-3 83
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
4 Octane. 2.4.6-trimethvl- 156 Cl11H24 062016-37-9 78
5 Oxalic acid, bis(6-ethyloct-3-yl... 370 C22H4204 1000309-34-6 72

Abundance Scan 1203 (9.163 min): BF117598.D (-1199) (-) m/z 57.05 100.00%
g7
43 1
5000
e ARRa S RS
112 8.80 9.00 9.20 9.40
o 127140 m/z 71.05  77.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43
71
5000 85
8.80 9.00 9.20 9.40
29 m/z 43.00 74 _.57%
05J,|d,?MMmmm 198
m/z--> 25 Jo éo éo 160 150 140 160 180 260 250
Abundance #83027: Hexadecane
57
43 RS SRR SR AR
n 8.80 9.00 9.20 9.40
5000 85 m/z 85.05 54 .48%
29 99
ol 14 1 -4 141 155 169 183 107 226
m/z--> 25 Jo éo éo 160 150 140 160 180 260 250
Abundance #48894: Decane, 2,3,5-trimethyl-
57 8.80 9.00 9.20 9.40
43 m/z 41.05 47 .05%
71
5000 85
99 1 ~m~MNuﬂMA¢ALJJL~m~ﬁmww/\Aﬂvd
0 "'|'d"|"'H|'ﬂ"|l"““'}}? SRR R }§?'|""|""|"" RS SR S AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 4 Hexadecane Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
969 5.74ng 85245  Acenaphthene-di0 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Tetradecane 198 C14H30 000629-59-4 91
2 Hexadecane 226 C16H34 000544-76-3 90

320 C17H3603S
296 C12H251

1000309-12-5 90
004292-19-7 86

3 Sulfurous acid. 2-propvl tetrade...
4 Dodecane. l1l-iodo-

5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 1293 (9.692 min): BF117598.D (-1290) (-) m/z 57.10 100.00%
57
71
43
5000
R AR EE SRS R E
174 9.40 9.60 9.80 10.00
o m/z 71.05 79.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane
57
43
71
5000 85 L L B B B B B
9.40 9.60 9.80 10.00
29 m/z 43.10 70.95%
oL15 I| L j9113127141155169 198
B AR Eam s o o e RAREEEEESEEEEs ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83023: Hexadecane
57
43 T T T
71 9.40 9.60 9.80 10.00
5000 85 m/z 85.10 54 _.06%
o |l | ) 118127141155169183197 226
R R L B e A RAARAREARE RRAREERRE S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43 9.40 9.60 9.80 10.00
57 m/z 41.05 38.06%
71
- ] L/\W/\va}
29 W“/‘WWJ
o Y L ‘ ‘ ‘ ?\ 113127141155168 197 231 261
..q.”.“.“ “... R R o ERRRNEEEEE L n R R I LA B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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 Hexacosane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.19 5.55 ng 82372 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
4 Dodecane. 1-i1odo- 296 C12H251 004292-19-7 80
5 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 80

Abundance Scan 1378 (10.192 min): BF117598.D (-1374) (-) m/z 57.05 100.00%
g7
85
5000
113 9.80 10.00 10.20 10.40 10.60
o oAt m/z 71.10  80.85%
m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane
57
5000 85 R IR SR BRI B
9.80 10.00 10.20 10.40 10.60
29 m/z 43.05 71.17%
o { L 13,101 160 198
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
9.80 10.00 10.20 10.40 10.60
5000 85 m/z 85.05 62.40%
. i j I i 111134 141,160 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #48894: Decane, 2,3,5-trimethyl-
57 9.80 10.00 10.20 10.40 10.60
m/z 41.05 33.23%
5000 85
29 141
ol b fdyti8 | 80 e e
m/z--> 50 100 150 200 250 300 350 9.80 10.00 10.20 10.40 10.60

8270-BF101819.M
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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 Dodecane, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.66 7.89 ng 119100 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
2 Tridecane. l-iodo- 310 C13H271 035599-77-0 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Dodecane. 1-i1odo- 296 C12H251 004292-19-7 86
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 1458 (10.663 min): BF117598.D (-1455) (-) m/z 57.10 100.00%
g7
85
5000
41
13 141 ge 10,40 10.60 10.80 11.00
(O R RARasasatans m/z 71.05 85.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48854: Dodecane, 2-methyl-
g7
85
5000 " L BN BN UL I
10.40 10.60 10.80 11.00
141 m/z 43.05 71.21%
o 15 | ) A 13 169184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152416: Tridecane, 1-iodo-
g7
10,40 10.60 10.80 11.00
5000 85 m/z 85.05 58.89%
4
183
o i } (A 310
m/z--> 20 Jo 60 85 100 120 140 160 180 200 220 240 260 280 300
Abundance #83023: Hexadecane L S M
57 10,40 10.60 10.80 11.00

m/z 41.00 34 .36%

5000 -
4
18, ‘ 113 141 169 197 226

T A !

Y N L B EL

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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 7 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.64 98.27 ng 1483560 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 97
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Dodecanoic acid. methvl ester 214 C13H2602 000111-82-0 87
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
Abundance Scan 1624 (11.639 min): BF117598.D (-1620) (-) m/z 73.95 100.00%
74
87
5000
43
143 HEVLINA BN SRR BN
101115129 171185199 227 11.40 11.60 11.80 12.00
Obrrrrrms ,|...T.|',.~.|'..,~':~!..'~,'. 1e7y” | 1e7171195199213° ....21.1...,.2.7.0., m/z 87.00 72.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119400: Hexadecanoic acid, methyl ester
74
87
5000 LR B S I SR
43 11,40 11.60 11.80 12.00
143 m/z 43.05 26.68%
15 29 | T 101115129 | 157171185199213227241 210
o.H,J”,”.ﬂ...H.h.”n.hw.”..”...“..” l”?”.w“.w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74
87 11,40 11.60 11.80 12,00
5000 43 m/z 55.05 23.40%
\ 101 129143 227
0 | J n 1151297 157171185199213 241 270
m/z--> 20 45 eb éo 160 120 140 160 180 200 220 240 260 |
Abundance #107593: Pentadecanoic acid, methy! ester R L R
74 11.40 11.60 11.80 12.00
87 m/z 41.05 21.34%
5000
43 - 143
das | T | ettt
miz--> "'z'o' 40 60 80 100 120 140 160 180 200 220 240 260 140 1160 1180 1200,
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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 8 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.33 338.97 ng 5117190 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 11.14-Octadecadienoic acid. meth... 294 C19H3402 056554-61-1 99
4 Methyl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
5 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 97
Abundance Scan 1741 (12.327 min): BF117598.D (-1736) (-) m/z 67.00 100.00%

67
5000 41

12. 00 12. 20 12. 40 12. 60
178 220 263 204
Obrrrprrrrerd 193 245 m/z 81.05 85.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 6/7
5000 TT LB B YT
12. 00 12. 20 12. 40 12.60
m/z 55.05 58.04%
o 135180 178 262 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139724: 9,12-Octadecadienoic acid (Z,2)-, methyl ester

67

12.00 12.20 12.40 12.60
m/z 95.05 57.13%

5000

135150 263 294
178 505220 p37

15

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139715: 11,14-Octadecadienoic acid, methyl ester e e
67 12.00 12.20 12.40 12.60

a1 m/z 41.05 48 _.57%

5000

220

178193
S B i o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12. 20 12.40 12.60

8270-BF101819.M Wed Oct 30 14:34:05 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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 9 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.36 310.06 ng 4680790 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 7-Octadecenoic acid. methvl ester 296 C19H3602 057396-98-2 99
3 8-Octadecenoic acid. methvl este... 296 C19H3602 026528-50-7 99
4 8-Octadecenoic acid. methvl ester 296 C19H3602 002345-29-1 99
5 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 97
Abundance Scan 1747 (12.363 min): BF117598.D (-1744) (-) m/z 55.10 100.00%

5000

12.00 12.20 12.40 12.60
m/z 69.10 83.57%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141300: 9-Octadecenoic acid (2)-, methyl ester

12.00 12.20 12.40 12.60
m/z 74.00 69.10%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141274: 7-Octadecenoic acid, methyl ester
55
74 R e it

12.00 12.20 12.40 12.60
m/z 83.10 68.87%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141305: 8-Octadecenoic acid, methyl ester, (E)- R REERE R
55 12.00 12.20 12.40 12.60

m/z 41.10 61.71%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60

8270-BF101819.M Wed Oct 30 14:34:06 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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 10 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.43 38.59 ng 582541 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 99
2 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 91
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 91
4 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 91
Abundance Scan 1758 (12.427 min): BF117598.D (-1755) (-) m/z 74.00 100.00%
74
5000
43
9 12.20 12.40 12.60 12.80
of m/z 87.00 74.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143126: Methy! stearate
74
5000 LI BUULIY UL B B
43 12.20 12.40 12.60 12.80
m/z 43.00 29.98%
of 2 i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester
74
12120 1240 1260 1280
5000 m/z 55.05 24 _71%
28 43
‘ 143 255 298
101 199
oo Bl s | o an |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95861: Methy! tetradecanoate I ARBARE LR Ea e
74 12.20 12.40 12.60 12.80
m/z 41.05 20.98%
5000
43
0 1? | \ ° L 106 1?3 171 1?9214 2?2
m/z--> 20 45 éo 80 100 120 140 160 180 200 220 240 260 280 300 12:20 12,40 12.60 12.80

8270-BF101819.M Wed Oct 30 14:34:06 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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 11 Decyl trifluoroacetate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.49 6.85 ng 103438 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decvl trifluoroacetate 254 C12H21F302 000333-88-0 80
2 Oleic Acid 282 C18H3402 000112-80-1 78
3 Cvclopentadecane 210 C15H30 000295-48-7 59
4 Acetic acid. trifluoro-. undecvl... 268 C13H23F302 053800-01-4 58
5 Silane, [(11-chloroundecyl)oxy]t... 278 C14H31CIOSi 026305-82-8 50
Abundance Scan 1769 (12.492 min): BF117598.D (-1766) (-) m/z 97.00 100.00%
55 o7
69
5000
4 124
8153 191 211 264 T mrTT T T LB
| |||“” 12.20 12.40 12.60 12.80
Obrrr e e b m/z 55.00 87 .04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105159: Decy! trifluoroacetate
55
69

12.20 12.40 12.60 12.80
m/z 83.05 75.82%

5000

(o]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129337: Oleic Acid

55
41 | 69 P

12.20 12.40 12.60 12.80
m/z  69.05 66.58%

5000

2 264
o 12513953 180194208222236750
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69584: Cyclopentadecane e
41 55 12. 20 12. 40 12. 60 12. 80

69 g3 m/z 84.05 50.88%

5000

125
139153 182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF101819.M Wed Oct 30 14:34:07 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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 12 Bicyclo[2.2_.1]heptane, 7,7-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.02 6.09 ng 97226 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_1Theptane. 7.7-dimet... 136 C1l0H16 000471-84-1 76
2 Dispirol2.1.2.1Toctane 108 C8H12 025399-32-0 52
3 Bicvclol4.1.01lheptane. 7-methvlene- 108 C8H12 054211-14-2 47
4 Methvl octadeca-9-vn-1l-trans-en... 292 C19H3202 1000336-41-9 46
5 cis-5,8,11,14,17-Eicosapentaenoi... 302 C20H3002 010417-94-4 43
Abundance Scan 1859 (13.021 min): BF117598.D (-1855) (-) m/z 93.00 100.00%

5000

12.80 13.00 13.20 13.40
m/z 79.10 96.11%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15882: Bicyclo[2.2.1]heptane, 7,7-dimethyl-2-methylene-

12.80 13.00 13.20 13.40
m/z 91.00 72.65%

5000

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5422: Dispiro[2.1.2.1]octane
7
e o B s
12.80 13.00 13.20 13.40
5000 93 m/z 80.00 70.63%
53
107
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5505: Bicyclo[4.1.0]heptane, 7-methylene-
79 3 12.80 13.00 13.20 13.40
m/z 76.95 67.07%
5000
41 | ‘ ‘ 108
e R R B R RO E R L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40

8270-BF101819.M Wed Oct 30 14:34:07 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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 13 unknownl13.07 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.07 10.84 ng 173135 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 90
2 Tetradecvl trifluoroacetate 310 C16H29F302 006222-02-2 49
3 cis-13-Eicosenoic acid 310 C20H3802 017735-94-3 46
4 Cyclohexane. 1-(cvclohexvimethvl... 208 C15H28 054934-92-8 46
5 Acetic acid, trifluoro-, nonyl e... 240 C11H19F302 030767-14-7 46

Abundance Scan 1867 (13.068 min): BF117598.D (-1862) (-) m/z 55.05 100.00%

5000
3 16117 205 12.80 13.00 13.20 13.40
(o} m/z 69.05 83.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester
74

12.I80 13.I00 13.I20 13.I40
m/z 41.00 65.03%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #152719: Tetradecy! trifluoroacetate

3 | 83

12.80 13.00 13.20 13.40
m/z 97.10 62.95%

5000

o 140 168 196 553241 292
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153111: cis-13-Eicosenoic acid R EEEEE RS
55 12.80 13.00 13.20 13.40

m/z 74.00 62 .88%

5000

111
292

138 165180 208 235250 274
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40

8270-BF101819.M Wed Oct 30 14:34:07 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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 14 Eicosanoic acid, methyl ester Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.15  6.34ng 101246  Chrysene-d12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Eicosanoic acid. methvl ester 326 C21H4202 001120-28-1 94

006929-04-0 93
002490-49-5 91

2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602
3 Hexadecanoic acid. 14-methvl-. m... 284 C18H3602

4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 87
5 Methyl stearate 298 C19H3802 000112-61-8 87
Abundance Scan 1881 (13.151 min): BF117598.D (-1876) (-) m/z 74.00 100.00%
5000
12.80 13.00 13.20 13.40
o} m/z 87.00 78.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166218: Eicosanoic acid, methyl ester
4
43
5000
12.80 13.00 13.20 13.40
143 26 m/z 43.10 34.91%
o 15 171 199 227 255 283
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74
e
12.80 13.00 13.20 13.40
5000 m/z 55.00 28.35%
43
143 a1 284
A = 5 O e 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131316: Hexadecanoic acid, 14-methyl-, methyl ester T
74 12.80 13.00 13.20 13.40
m/z 75.00 23.95%
5000
43
143 041 284
I A T2 2 N I IV |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12.80 13.00 13.20 13.40

8270-BF101819.M Wed Oct 30 14:34:08 2019

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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 15 Docosanoic acid, methyl ester Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.82 5.26 ng 84025 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 95
2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
3 Heneicosanoic acid. methvl ester 340 C22H4402 006064-90-0 86
4 Heptadecanoic acid. 16-methvl-., ... 298 C19H3802 005129-61-3 83
5 Methyl stearate 298 C19H3802 000112-61-8 78

Abundance Scan 1995 (13.821 min): BF117598.D (-1991) (-) m/z 74.00 100.00%
!
5000 43
e e
179199 37 255 13.60 13.80 14.00 14.20
o} m/z 87.00 83.01%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74
43
5000
13.60 13.80 14.00 14.20
m/z 43.05 38.10%
97 143 354
o2 1115 | 171 199 237 255 pg3 311
m/z--> 50 100 150 200 250 300 350
Abundance #154941: Nonadecanoic acid, methyl ester
74
1360 13.80 14.00 14.20
5000 m/z 75.00 32.53%
43
143
312
ol 15, | ‘L‘h uoius, | a7 199 227 2 |
m/z--> 50 100 150 200 250 300 350
Abundance #177157: Heneicosanoic acid, methyl ester et e e
74 13.60 13.80 14.00 14.20
m/z 55.00 32.02%
43
5000
‘ H 143
oL 28 | b JlJi195 | 171 199 293241 269 297317 340
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF101819.M Wed Oct 30 14:34:08 2019

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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 16 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.34 6.72 ng 107379 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 87
3 Heneicosane 296 C21H44 000629-94-7 83
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 83
5 Hexacosane 366 C26H54 000630-01-3 74
Abundance Scan 2083 (14.339 min): BF117598.D (-2081) (-) m/z 57.10 100.00%
g7
5000
4
111126142 200 231 262 310 14.00 14.20 14.40 14.60
0 m/z 71.10 82.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
g7
85
5000 UM UL B UL
41 14. 00 14. 20 14.40 14.60
13 m/z 43.05 75.75%
o2 I Ly |17, 141 160 107210 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #48854: Dodecane, 2-methyl-
g7
85 14.00 14.20 14.40 14.60
5000 a m/z 85.10 58.86%
141
113 169
olsw’U'\\ﬁ e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane LA L L L L B
57 14.00 14.20 14.40 14.60
m/z 55.00 35.11%
85
5000
4
113
oL 2 DL s e 197 205 253268 296
m/z--> 20 45 60 80 100 120 150 160 180 200 220 240 260 280 300 | 14.00 14.20 14.40 14.60

8270-BF101819.M Wed Oct 30 14:34:09 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 17 Octadecane, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .64 6.53 ng 93078 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 86
3 Heptadecane 240 C17H36 000629-78-7 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Heneicosane 296 C21H44 000629-94-7 86
Abundance Scan 2134 (14.639 min): BF117598.D (-2131) (-) m/z 57.10 100.00%
57
5000
141 166 228 253 302 14.40 14.60 14.80 15.00
o 183200 1 84 “w/z 71.05 88.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59882: Tetradecane
57
5000 LI LN I BRI B
29 mmmmmmmm
m/z 85.05 62.70%
113 141 169 198
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117646: Octadecane, 2-methyl-
57
" 14.40 14.60 14.80 15.00
5000 85 m/z 43.10 62.68%
29
0 I | | ‘ ‘ 1}3 | 141 169 197 2%5 253
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 140 1('30 180 200 220 240 260 280 3(')0 350 '
Abundance #94346.Hemadecane L L L L L L B
57 14.40 14.60 14.80 15.00
m/z 55.00 26.89%
85
5000
29
0 ‘\ Il w i 141 169 197 240
m/z--> 2'0 4'0 60 80 100 120 140 1('30 180 200 220 240 260 280 3(')0 350 ' 14'40 14 60 14. 80 15. oo

8270-BF101819.M Wed Oct 30 14:34:09 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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 18 Benzamide, 5-bromo-2-hydrox... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.75 16.11 ng 229761 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. 5-bromo-2-hvdroxv-N-(... 300 C12H17BrN202 289660-53-3 72
2 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
3 Methvl 3-dimethvlaminopropionate 131 C6H13NO2 003853-06-3 64
4 Dimantine 297 C20H43N 000124-28-7 64
5 N,N-Dimethyl-2-tert-butoxyethyla... 145 C8H19NO 071126-61-9 64

Abundance Scan 2153 (14.751 min): BF117598.D (-2148) (-) m/z 58.10 100.00%

58
5000

84 157 14. 40 14. 60 14. 80 15. 00
Ol SRl 112 138 77 180199 222241 267 302320 364 m/z 72.10  8.75%

m/z--> 0 50 100 150 200 250 300 350
Abundance #144082: Benzamide, 5-bromo-2-hydroxy-N-(3-dimethylaminopr...
58
5000

14.40 14.60 14.80 15.00
m/z 55.00 6.29%

o 39 | 484 120145 171 199 208 257 302
A7
m/z--> 0 50 100 150 200 250 300 350
Abundance #20564: 3-(Dimethylamino)propyl isothiocyanate
58
R e R B
14.40 14.60 14.80 15.00
5000 m/z 41.00 6.12%
101
30
ol Ay d g8 | 1%
m/z--> 0 50 100 150 200 250 300 350
Abundance #13902: Methyl 3-dimethylaminopropionate R B .
58 14.40 14.60 14.80 15.00
m/z 59.00 5.92%
5000
131
0 ,.u39ﬁ,w. L SRV NS K N
m/z--> 0 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\B
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

F102919\

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

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 Hexadecane, l-iodo- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .96 6.48 ng 92464 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Hexadecane. l1l-iodo- 352 C16H33l1 000544-77-4 86
3 Tetracosane 338 C24H50 000646-31-1 80
4 5-Ethvl-5-methvlnonadecane 310 C22H46 1000360-42-7 80
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 80
Abundance Scan 2189 (14.962 min): BF117598.D (-2185) (-) m/z 57.10 100.00%
57
5000
3 61 183 206226 258 287 14.60 14.80 15.00 15.20
ol m/z 71.05 93.48%
m/z--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane
57
5000 85 L DAL B BRI B B
mmmmmmmm
- 113 m/z 43.05 67.17%
oL, .'I. | |I' !. lellll |1| "141| .16:9. :.|'9|7. ?2.6. S
m/z--> 50 100 150 200 250 300 350
Abundance #184946: Hexadecane, 1-iodo-
57
o 14,60 14.80 15.00 15.20
5000 m/z 85.10 67.01%
225
29 113 14
ol .“ _J,JI Nt (- .- -~
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane R B T o L
57 14.60 14.80 15.00 15.20
m/z 41.00 25.97%
5000 85
29
o L0 M8 1 160 107 225 253 a1 300 338
m/z--> 55 160 1%0 200 250 300 350 1460 1480 1500 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117598.D

Aca On : 29 Oct 2019 18:31

Operator :© JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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 20 unknownl5.94 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
15.04 5.54ng 78999  Perylene-di2 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 1-Cvclohexene. 1.3.3-trimethvi-2... 206 Cl4H220 1000197-08-4 27

2 Vinvltris(cvcloproovD)silane 178 C11H18Si
3 Spirol4-oxatricvclol5.3.0.0(2.6)... 276 C18H2802

4 Methanone. cvclohexvl-

-imidazo... 178 C10H14N20

1000109-97-3 27
1000156-82-9 22
061985-29-3 18

5 Iridomyrmecin 168 C10H1602 000485-43-8 14
Abundance Scan 2355 (15.939 min): BF117598.D (-2353) (-) m/z 191.10 100.00%
191
5000
15.60 15.80 16.00 16.20
01 m/z 81.00 74 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en...
191
5000 43 LA I L L L L L |
15.60 15.80 16.00 16.20
123 0
o1 107 149 206 m/z 95.00 68.25%
27 69 173
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #43968: Vinyltris(cyclopropyl)silane
9
R e EEAER R
23 15.60 15.80 16.00 16.20
5000 o 1 m/z 109.00 61.21%
28 1 138
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #124529: Spiro[4-oxatricyclo[5.3.0.0(2,6)]decan-3-one-5,2"... T
191 15.60 15.80 16.00 16.20
m/z 177.15 51.39%
5000
123
67
41 94 \ 276
165 208 233
ob28 b d bl b 2L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15 60 15. 80 16 00 16. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102919\
Data File : BF117598.D

Acq On : 29 Oct 2019 18:31

Operator : JU

Sample : K5149-07 2X

Misc :

ALS Vial : 21 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 .50 6.50 32.4 ng 409340 1 6.73 253009 20.0
Tetradecane 9.16 6.5 ng 95789 3 9.76 296766 20.0
Hexadecane 9.69 5.7 ng 85245 3 9.76 296766 20.0
Hexacosane 10.19 5.5 ng 82372 3 9.76 296766 20.0
Dodecane, 2-methyl- 10.66 7.9 ng 119100 4 11.25 301926 20.0
Hexadecanoic acid... 11.64 98.3 ng 1483560 4 11.25 301926 20.0
9,12-Octadecadien... 12.33 339.0 ng 5117190 4 11.25 301926 20.0
9-Octadecenoic ac... 12.36 310-1 ng 4680790 4 11.25 301926 20.0
Methyl stearate 12.43 38.6 ng 582541 4 11.25 301926 20.0
Decyl trifluoroac... 12.49 6.8 ng 103438 4 11.25 301926 20.0
Bicyclo[2.2.1]hep... 13.02 6.1 ng 97226 5 13.89 319481 20.0
unknown13.07 13.07 10.8 ng 173135 5 13.89 319481 20.0
Eicosanoic acid, ... 13.15 6.3 ng 101246 5 13.89 319481 20.0
Docosanoic acid, ... 13.82 5.3 ng 84025 5 13.89 319481 20.0
Heptadecane 14 .34 6.7 ng 107379 5 13.89 319481 20.0
Octadecane, 2-met... 14.64 6.5 ng 93078 6 15.33 285245 20.0
Benzamide, 5-brom... 14.75 16.1 ng 229761 6 15.33 285245 20.0
Hexadecane, 1-i1odo- 14.96 6.5 ng 92464 6 15.33 285245 20.0
unknownl15.94 15.94 5.5 ng 78999 6 15.33 285245 20.0
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