LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF032519_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 height area % max. total
1 5.322 545 550 557 rBV 2796747 3621482 42.21% 6.186%
2 6.351 720 725 742 rBV 3396049 4214721 49.12% 7.199%
3 6.475 742 746 761 rVvB 3980353 4024798 46.91% 6.874%
4 6.704 781 785 792 rBV 993897 934220 10.89% 1.596%
5 6.857 807 811 815 rBV 3281252 3054448 35.60% 5.217%
6 7.263 875 880 883 rBV 2445568 2577797 30.04%  4.403%
7 7.981 998 1002 1014 rBV 1216480 1158071 13.50% 1.978%
8 9.057 1180 1185 1189 rBV 4160539 4340699 50.59% 7.414%
9 9.451 1248 1252 1260 rBVY 358089 305682 3.56% 0.522%
10 9.734 1295 1300 1311 rVB 1352956 1260091 14.69% 2.152%

11 10.516 1429 1433 1446 rBV 1682689 1673045 19.50% 2.858%
12 11.169 1537 1544 1548 rBV 387025 527771 6.15% 0.901%
13 11.210 1548 1551 1559 rVB 1401361 1198273 13.97% 2.047%
14 11.522 1600 1604 1609 rBV2 98007 134578 1.57% 0.230%
15 11.757 1632 1644 1656 rBV 1642186 3219401 37.52% 5.499%

16 12.016 1683 1688 1694 rVV 740193 936577 10.92% 1.600%
17 12.069 1694 1697 1703 rVB 93253 119304 1.39% 0.204%
18 12.327 1737 1741 1747 rVB2 145040 227764 2.65% 0.389%
19 12.398 1749 1753 1756 rBV 109082 137755 1.61% 0.235%
20 12.439 1756 1760 1767 rBVS8 90037 245467 2.86% 0.419%

21 12.533 1770 1776 1787 rVV 1466679 2503886 29.18% 4.277%
22 12.616 1788 1790 1797 rVB2 77974 103835 1.21% 0.177%
23 12.792 1815 1820 1823 rBV 3896691 3644009 42.47% 6.224%
24 13.222 1889 1893 1900 rVB 62494 87122 1.02% 0.149%
25 13.698 1970 1974 1978 rVB 175599 176550 2.06% 0.302%

26 13.751 1978 1983 1993 rBV3 125937 367350 4.28% 0.627%
27 13.833 1993 1997 2003 rBV 993023 996896 11.62% 1.703%
28 13.904 2005 2009 2013 rBV 118530 202553 2.36% 0.346%
29 14.010 2023 2027 2030 rBvV 312580 291613 3.40% 0.498%
30 14.316 2075 2079 2089 rVB 425920 474707 5.53% 0.811%

31 14.604 2124 2128 2133 rBV 555725 570222 6.65% 0.974%
32 14.916 2177 2181 2190 rVB 532029 622190 7.25% 1.063%
33 15.233 2231 2235 2238 rBV 797575 1027421 11.97% 1.755%
34 15.263 2238 2240 2248 rVB 463637 588351 6.86% 1.005%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.663 2303 2308 2315 rVB 333073 495351 5.77% 0.846%
36 16.121 2381 2386 2401 rVB3 193509 365822 4.26% 0.625%
37 16.604 2459 2468 2475 rBV 1223898 2903144 33.83% 4_959%

38 17.815 2668 2674 2685 rVB4 220390 633517 7.38% 1.082%
39 17.986 2686 2703 2727 rVV 2218819 8580432 100.00% 14.656%

Sum of corrected areas: 58546915
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF113299.D
4000000 6,47

6.35 6.86

3000000 5.3
7.26

2000000

1000000 6.70

-

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF113299.D
4000000 9106 1279

3000000

2000000
10.52

11.21
708 9.73

1000000

t_ 9.45 1147
D e

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF113299.D
4000000

3000000

17.99

2000000

13.83

15.23
1460 1492 1} o6

1000000

14.01 1432

15.66

16.12

rF7

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
= 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 unknown6.47 Concentration Rank 2

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

6.47 86.16 ng 4024800 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 745 (6.469 min): BF113299.D (-742) (-) m/z 131.95 100.00%
5000 68
40 % J " 620 640 6.60 680
54 : : :
o qrer |apsus o "m/z 68.00 43.36%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IREBEAREE RS LRSS S
6.20 6.40 6.60 6.80
2 51 78 m/z 134.00 32.30%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 " 620 640 6.60 680
5000 gg 116 m/z 65.95 28.22%
0 89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R AR Ram
132 6.20 6.40 6.60 6.80
m/z 68.95 17.10%
5000 67
41 97
53
‘ 79 ‘ 117
ol bl ie8 a0 |
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\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 3 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

11.76 53.73 ng 3219400 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1645 (11.763 min): BF113299.D (-1632) (-) m/z 72.95 100.00%

5000 129
213
1431571185 109 | 57 256 11,40 11,60 11.80 12.00

(o} m/z 43.00 88 .83%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73

5000 129
11.40 11.60 11.80 12.00
0
H 157171185 99213 056 m/z 60.00 82.50%
o Lo 2T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 L L B B R
11.40 11.60 11.80 12.00
5000 - m/z 57.00 74.40%
29 185 228
87 11115
101 143157171 199213
(O e L I B e e e s s R s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid L LI B
43 60 73 11.40 11.60 11.80 12.00

m/z 54.95 65.89%

5000 129
29
f 115 143 1571711 242
15 w‘ M \ H ‘ :h\ M L ‘ 213226
_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'_'_'_'—I—'—

o ; m.w.nﬂp.”,” P S N
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 Octadecanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.02 15.63 ng 936577 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 Heptadecanal 254 C17H340 1000376-70-0 94
3 Hexadecanal 240 C16H320 000629-80-1 91
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 Pentadecanal- 226 C15H300 002765-11-9 91
Abundance Scan 1689 (12.022 min): BF113299.D (-1683) (-) m/z 57.00 100.00%

7 g

5000

:

109 LA B L B L L L L LB
. 137152168 194 222 50 11.80 12.00 12.20 12.40

m/z 43.00 97 .99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117604: Octadecanal

:

5000 LA B L L L L L LB
11.80 12.00 12.20 12.40
> 110 m/z 82.00 82.38%
0 137 166 194 222 250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
82
_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_ﬁ
11.80 12.00 12.20 12.40
5000 67 m/z 55.00 73.95%
27 109

125 152 180 208 236254

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94312: Hexadecanal e e e
11.80 12.00 12.20 12.40
m/z 41.00 72 .80%
5000
ol 2 166 196 222 249

I T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 2-Nonadecanone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.33 3.80 ng 227764 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 93
2 2-Hexadecanone 240 C16H320 018787-63-8 90
3 2-Heptadecanone 254 C17H340 002922-51-2 78
4 2-Pentadecanone 226 C15H300 002345-28-0 78
5 2-Tridecanone 198 C13H260 000593-08-8 50

Abundance Scan 1741 (12.327 min): BF113299.D (-1737) (-) m/z 57.95 100.00%

58
43
5000

83 97 12.00 12.20 12.40 12.60

m/z 43.00 79 .35%

o 111  138152166180194 222 239 267 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129460: 2-Nonadecanone
43 58

-

5000 LIS L L L L L L L LB
12.00 12.20 12.40 12.60
m/z 58.95  73.79%
o 111127 152166180 222 239
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
58
AR ARR ERARE ARERE
43 12.00 12.20 12.40 12.60
5000 m/z 71.00  38.65%
29 8

240
110 127 152166 182197211225

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105853: 2-Heptadecanone e e i
12.00 12.20 12.40 12.60
m/z 41.00 26.62%
43
5000

96 25
82 “°110 127 152166180 196211225239
1 I I I I

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

-
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 Methyl stearate Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

12.40 2.30 ng 137755 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 93
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
4 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 86
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 80

Abundance Scan 1753 (12.398 min): BF113299.D (-1749) (-) m/z 74.00 100.00%

9

12.00 12.20 12.40 12.60 12.80
m/z 87.00 77.92%

(o]

74
5000 43

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143127: Methyl stearate
74
5000 43 TT T T[T T T T [T T T T[T T TT 1T

12,00 12.20 12.40 12.60 12.80
m/z 43.00 36.92%

143 208
oL ‘ L9 s L 199 221 255270
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
B
12.00 12.20 12.40 12.60 12.80
5000 m/z 55.00 30.08%
43
143 284
oL 2T 9T us " Tisg 185 13 2y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107595: Pentadecanoic acid, methy! ester L o o e
74 12.00 12.20 12.40 12.60 12.80
m/z 41.00 22.86%
5000
43
18 o ol 1 7 213 256
TN 1 B it - O WO =L S~OS v oSS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. OO 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 17-Octadecynoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

12.44 4.10 ng 245467 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Octadecynoic acid 280 C18H3202 034450-18-5 64
2 3,4-Octadiene, 7-methyl- 124 C9H16 037050-05-8 62
3 Cyclooctene, 3-methyl- 124 C9H16 013152-05-1 58
4 1-Octadecyne 250 C18H34 000629-89-0 58
5 9-Eicosyne 278 C20H38 071899-38-2 58
Abundance Scan 1760 (12.439 min): BF113299.D (-1756) (-) m/z 54.95 100.00%
e -jlavﬂv_—wf\ﬂf\/\\“w-/--

I I I I

149163 185 207 239 12.20 12.40 12.60 12.80
0 m/z 67.00 93.79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127642: 17-Octadecynoic acid

81

:

12!20 12.I40 12.I60 12.I8O
m/z 41.00 92.83%

5000

109
123137
151165 181195209223237251265

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

a1 67
R R o A
81 12.20 12.40 12.60 12.80
5000 95 m/z 81.00 76.87%
109
124

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10648: Cyclooctene, 3-methyl- e
12.20 12.40 12.60 12.80

m/z 68.00 45_37%

-

5000

:

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

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.53 50.23 ng 2503890 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
Abundance Scan 1775 (12.527 min): BF113299.D (-1770) (-) m/z 43.00 100.00%
43 57 7,
185 241 ISRV BN BN UGS
143,57171 12.20 12.40 12.60 12.80
Ot m/z 73.00 93.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 AR AR AR AR
nmnmnmnm
m/z 57.00 83.71%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
> ISRV BN BN RS
12.20 12.40 12.60 12.80
5000 129 m/z 59.95 80.73%
29 87
115 143157 185199213 242
o 227
Wmmmmwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid B ABBEEES Sy
73 12.20 12.40 12.60 12.80
43 m/z 55.00 70.25%
5
5000 129
- 185 228
115 | 143
0~ ,”..,. ,ﬁ”:,..”,.”.,.”.lﬁ?. J.iﬁ?g}?.y......“...“... R AN R e S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.70 3.54 ng 176550 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tritetracontane 605 C43H88 007098-21-7 90
Abundance Scan 1974 (13.698 min): BF113299.D (-1970) (-) m/z 57.00 100.00%
57
o7 13.40 13.60 13.80 14.00
136 . . ) )
o AL piiae0 208 2e822 | 57 43.00 66.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129492: Eicosane
57
5000 LR AR BRI BRI SR
13. 40 13. 60 13. 80 14. oo
m/z 71.00 63.84%
o 26) h () \ 141 183 225 282
miz--> 0 50 100 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance
57
13.40 13.60 13.80 14.00
5000 m/z 85.00 45 _.27%
99
o 141 183 225 267 309 367
m/z--> 0 55 160 1éo 200 250 300 350 400 4éo 560 séo 660
Abundance #241528: Tetratetracontane AR
57 13.40 13.60 13.80 14.00
m/z 55.00 34.88%
5000

%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 13. 40 13. 60 13. 80 14. OO

8270-BF032519.M Wed Mar 27 17:29:44 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 10 1-Heneicosanol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.75 7.37 ng 367350 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Octacosanol 410 C28H580 000557-61-9 90
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 1983 (13.751 min): BF113299.D (-1978) (-) m/z 43.00 100.00%
43
5000
193 281 13.40 13.60 13.80 14.00
I 218 239 m/z 55.00 93.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55 83
5000 R AR SR UL
13,40 13.60 13.80 14.00
29 m/z 83.00 93.45%
ol Lol 167 196 238 266 294
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
13.40 13.60 13.80 14.00
5000 11 m/z 57.00 86.60%
29
0 139 467 196 224 252 280 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 L e
83 13.40 13.60 13.80 14.00
m/z 97.00 80.95%
5000
o \“ ‘ 167 195 222 250 280 308 336
m/z--> ibeommmmmmmmmnmmm%wmmmo 1340 13.60 13.80 14.00

8270-BF032519.M Wed Mar 27 17:29:45 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Methylamine, N-(1-methylhex... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.90 4_.06 ng 202553 Chrysene-d12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methylamine, N-(1-methylhexylide... 127 C8H17N 022058-71-5 64
2 Valeric acid, 2-tetrahydrofurylm._.. 186 C10H1803 005451-86-5 64
3 (+-)-3-Methyl-1-penten-3-ol 100 C6H120 086361-10-6 59
4 Octanoic acid, 2-tetrahydrofuryl... 228 C13H2403 033601-75-1 50
5 Butanoic acid, (tetrahydro-2-fur... 172 C9H1603 002217-33-6 39
Abundance Scan 2008 (13.898 min): BF113299.D (-2005) (-) m/z 71.00 100.00%
7
5000 M
i 13.60 13.80 14.00 14.20
267 : : : :
Obrrrrrr b 23139185 189 208222239 207283 | “n7 43 .00 21.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11922: Methylamine, N-(1-methylhexylidene)-
56 71
5000 AR RN BN IR
13.60 13.80 14.00 14.20
m/z 57.00 11.05%
0"'v"ﬁﬁ"\'”'|“'”v%}?ﬁg?'v"w"'w"“l'“'l'“'l“"l“"v"'v
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
71
13.60 13.80 14.00 14.20
5000 m/z 41.00 8.70%
43
o 27 91 117 144
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3919: (+-)-3-Methyl-1-penten-3-ol R R B
7 13.60 13.80 14.00 14.20
m/z 55.00 6.91%
5000 43
27
0'”P!”L”iPwﬁé”W“'W””P'“P”'P”W'”W”'W””I””P'”P R BRI U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14,20

8270-BF032519.M Wed Mar 27 17:29:46 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
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 12 Hexacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

14.01 5.85 ng 291613 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Octadecane, l1l-i1odo- 380 C18H371 000629-93-6 86
5 Heptacosane 380 C27H56 000593-49-7 83

Abundance Scan 2027 (14.010 min): BF113299.D (-2023) (-) m/z 57.00 100.00%

5000

13.60 13.80 14.00 14.20 14.40
m/z 71.00 67.86%

141 183 225256 295
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600

0!

Abundance #194493: Hexacosane
57

5000 AR R R
13.60 13.80 14.00 14.20 14.40

m/z 43.00 61.08%

99
Lth 141 183 205 267 309 367

.
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550 600
Abundance
57
s N M e
13.60 13.80 14.00 14.20 14.40
5000 m/z 85.00 51.05%
99
ol 26 141 183 205 296
A B m s A RAARE R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane L B e
517 13.60 13.80 14.00 14.20 14.40
m/z 41.00 21.52%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L S

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 13. 60 13. 80 14. 00 14.20 14.40

8270-BF032519.M Wed Mar 27 17:29:46 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 Octadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .32 9.52 ng 474707 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Octadecane 254 C18H38 000593-45-3 95
3 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane 310 C22H46 000629-97-0 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2080 (14.321 min): BF113299.D (-2075) (-) m/z 57.00 100.00%
57
85
5000
13 155 o 14.00 14.20 14.40 14.60
 — ,J Al fr0 . 20r225 295281 480 75 71.00 68.85%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57
85
5000 R AR SO U SRR
mmmmmmmm
m/z 43.00 55.51%
o 2 ‘ LI h\ L1 4‘?9 107 225 253 282
m/z--> 55 100 150 200 250 360 3éo 460 4%0
Abundance
57
14.00 14.20 14.40 14.60
5000 85 m/z 85.00 54 _.48Y%
29
. 113 141 169 197 225 254
m/z--> 55 160 1éo 260 250 360 3éo 460 4%0
Abundance #141426: Heneicosane e
57 14.00 14.20 14.40 14.60
m/z 55.00 22.74%
85
5000
29 113
o | 77,241 169 197 225 253 296
m/z--> 5'0 1(')0 1&'30 2(')0 250 300 3&'30 400 4&1;0 14. oo 14. 20 14. 40 14|60 '

8270-BF032519.M Wed Mar 27 17:29:47 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.60 11.10 ng 570222 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2127 (14.598 min): BF113299.D (-2124) (-) m/z 57.00 100.00%
57
5000 85
13 14.20 14.40 14.60 14.80 15.00
141
ol d b AT 169 107 240067205 3% - 60 69, 300
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 AR R BN B B
Mmmmmmmmmm
m/z 43.00 61.75%
29‘ 13,
0 \‘ | ‘ “\ h h‘ H‘ \ \ \169 197 225 253 296
T ISANLELELY UL SR UL BURLELEL S
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.20 14.40 14.60 14.80 15.00
5000 85 m/z 85.00 47 . 79%
. 29 113 141 169 107 225 253 295 303 367
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #219831: Triacontane L m B A
57 14.20 14.40 14.60 14.80 15.00
m/z 55.00 21.20%
5000 85
113 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(|)O 14. 20 14. 40 14 60 14. 80 15. 00

8270-BF032519.M Wed Mar 27 17:29:48 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 Octacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14 .92 12.11 ng 622190 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexadecane 226 C16H34 000544-76-3 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 83
Abundance Scan 2182 (14.921 min): BF113299.D (-2177) (-) m/z 57.00 100.00%
g7
85
5000
113 14,60 14.80 15.00 15.20
141 169
ol .|, y .J.|| Lt a2 197,225 258 295 837 m/z 71.00  70.29%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 L B B L B
mmmmmmmm
m/z 43.00 58.17%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1 169 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
14,60 14.80 15.00 15.20
5000 g5 m/z 85.00 53.20%
29
o 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #83023: Hexadecane i o
57 14.60 14.80 15.00 15.20
m/z 55.00 20.51%
5000 85
29
ol L Lo 13 141 169 197 226
m/z--> 55 160 1%0 260 2%0 300 3%0 ' 1460 1480 1500 1520

8270-BF032519.M Wed Mar 27 17:29:49 2019

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 2-methyloctacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.66 9.64 ng 495351 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Docosane 310 C22H46 000629-97-0 91
4 2-methyloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2308 (15.663 min): BF113299.D (-2303) (-) m/z 57.00 100.00%
57
LI IR BN SURIURN B
113 441 169 15.40 15.60 15.80 16.00
o3 ,I. | Ll a0 497 225 258 295 8%5 | sz 71.00  68.85%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 LI IR SIS SUULN SR
85 15.40 15.60 15.80 16.00
29 m/z 43.00 56.71%
o ‘\‘L || M8 141 160 107 225 253 282
m/z--> 50 160 1éo 200 250 300 350
Abundance
57
o 15.40 15,60 15.80 16.00
5000 m/z 85.00 51.17%
29
0 M3 141 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane B e EE
57 15.40 15.60 15.80 16.00
m/z 55.00 20.23%
b I /\]\/\,\f/L—\J\
113
oL 3y | M 18 o 230 g6y 810
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00

8270-BF032519.M Wed Mar 27 17:29:50 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Heptadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.12 7.12 ng 365822 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 94
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2386 (16.121 min): BF113299.D (-2381) (-) m/z 57.00 100.00%
5000 \ 7 )
U LR BN BN B
141 169 15.80 16.00 16.20 16.40
o 197225253 295 m/z 71.00 67.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane
57
5000 85 U LR BN BN B
15.80 16.00 16.20 16.40
29 m/z 43.00 58.51%
0 \‘ I ‘ “\ Ii \\‘ 1:\}3\\14\.1 169 196 24\.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
43
o 15.80 16.00 16.20 16.40
5000 m/z 85.00 49_.11%
9
0 127 155 183 225 253
mz-> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane L a B e ma EEC
57 15.80 16.00 16.20 16.40
m/z 55.00 21.12%
5000 /\
85
113
o 29| | | | 77,141 169 197 225 253 280 309 351 379 407 436
m/z--> 50 100 150 200 250 300 350 400 ' 15.80 16.00 16,20 16.40

8270-BF032519.M Wed Mar 27 17:29:51 2019 Page: 19



Data Path
Data File
Acq On

Sample
Misc

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF032619\

ALS Vial

Operator :

Quant Method
Quant Title

BF113299.D

26 Mar 2019 19:00

JussJ

K2081-03

3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 unknownl16.60 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.60 56.51 ng 2903140 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 4-nitrophenyl... 377 C22H35N04 001492-30-4 47
2 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 46
3 Tridecane, l-iodo- 310 C13H271 035599-77-0 38
4 2-Heptadecanone 254 C17H340 002922-51-2 38
5 Hexadecanal, 2-methyl- 254 C17H340 055019-46-0 38

Abundance Scan 2467 (16.598 min): BF113299.D (-2459) (-) m/z 57.00 100.00%
RIS PR N
267 16.20 16.40 16.60 16.80 17.00
ol ‘ , 295 323 355 407 "m/z 71.00 91.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #201039: Hexadecanoic acid, 4-nitrophenyl ester
239
43
5000 U AR PRI SR B
1620 16.40 16.60 16.80 17.00
m/z 43.00 89.75%
0 ‘ “\ W‘MH\ | _Asi 181 211 267 318 347 377
m/z--> 50 | 150 200 250 300 350 400
Abundance
57
239 16.20 16.40 16.60 16.80 17.00
5000 g5 m/z 239.20 84 .85%
29 109
0 137 165 191211 264
m/z--> 50 100 150 200 250 300 350 400
Abundance #152416: Tridecane, 1-iodo- T T
57 16.20 16.40 16.60 16.80 17.00
m/z 58.00 57.11%
5000 85
28
0 ]\ L x‘ 1:,-3\ 15\5 1?3 310
m/z--> 50 100 150 200 250 300 350 400 16,20 1640 16.60 16.80 17.00

8270-BF032519.M Wed Mar 27 17:29:52 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 8,1l1-Eicosadienoic acid, me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.82 12.33 ng 633517 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 8,11-Eicosadienoic acid, methyl ... 322 C21H3802 056599-56-5 64
2 Carbonic acid, 2,2,2-trichloroet... 344 C14H23C1303 1000314-55-7 49
3 cis-1,2-Cyclododecanediol 200 C12H2402 004422-05-3 43
4 11,13-Eicosadienoic acid, methyl... 322 C21H3802 056599-57-6 38
5 7-Hexadecyne 222 C16H30 074685-28-2 38
Abundance Scan 2675 (17.821 min): BF113299.D (-2668) (-) m/z 55.00 100.00%

81

5000

%

17.60 17.80 18.00 18.20

0 m/z 57.00 91.01%
m/z--> 50 100 150 200 250 300 350
Abundance #162982: 8,11-Eicosadienoic acid, methyl ester
6
41 95
5000 LA B L L L L L LB

17.60 17.80 18.00 18.20
123 150 322 m/z 43.00 86.71%

HH L 1178 205223 248 27"
o \\‘ \““\‘H "I .Hluu‘..lu
m/z--> 50 150 200 250 300 350
Abundance
55 82
L
17.60 17.80 18.00 18.20
5000 m/z 81.00 72.80%
110
29 131
152 193
ol — Aty b B Rl I
m/z--> 50 100 150 200 250 300 350
Abundance #61135: cis-1,2-Cyclododecanediol e
5 82 17.60 17.80 18.00 18.20
m/z 71.00 70.13%
5000
29
111 135
0 I, 2841200
- L IIIIIIIIIIIIII IIIIII IIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 17. 60 17. 80 18. OO 18. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 unknownl17.99 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.99 167.03 ng 8580430 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 64
2 16-Hexadecanoyl hydrazide 270 C16H34N20 002619-88-7 49
3 Hexadecanal, 2-methyl- 254 C17H340 055019-46-0 46
4 Octadecanoic acid, ethenyl ester 310 C20H3802 000111-63-7 46
5 Palmitic acid vinyl ester 282 C18H3402 000693-38-9 41
Abundance Scan 2704 (17.992 min): BF113299.D (-2686) (-) m/z 57.00 100.00%
57
5000 / \
e ar | 17001780 100 1870 1540
O m/z 71.00 95.48%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #129460: 2-Nonadecanone
58
5000 NI AR SRR B
17.60 17.80 18.00 18.20 18.40
85 m/z 43.00 88.00%
29
0 - u‘h \H“ \h‘l%l 138 180 222 282
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0
Abundance
32
17.60 17.80 18.00 18.20 18.40
5000 m/z 57.95 56.55%
57
0 85100137 165 194 232 270
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0
Abundance #105861: Hexadecanal, 2-methyl- REEEE RS R e
5 17.60 17.80 18.00 18.20 18.40
m/z 239.15 53.73%
5000

[82 100138 196 254

o T e

m/z--> 0 50 100 150 200 250 300 350 400 450 17.60 17.80 18.00 18.20 18.40

-
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF032619\
Data File : BF113299.D

Acq On : 26 Mar 2019 19:00

Operator : JU/SJ

Sample - K2081-03

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF032519_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 .47 6.47 86.2 ng 4024800 1 6.70 934220 20.0
n-Hexadecanoic acid 11.76 53.7 ng 3219400 4 11.21 1198270 20.0
Octadecanal 12.02 15.6 ng 936577 4 11.21 1198270 20.0
2-Nonadecanone 12.33 3.8 ng 227764 4 11.21 1198270 20.0
Methyl stearate 12.40 2.3 ng 137755 4 11.21 1198270 20.0
17-Octadecynoic acid 12.44 4.1 ng 245467 4 11.21 1198270 20.0
Octadecanoic acid 12.53 50.2 ng 2503890 5 13.83 996896 20.0
Eicosane 13.70 3.5 ng 176550 5 13.83 996896 20.0
1-Heneicosanol 13.75 7.4 ng 367350 5 13.83 996896 20.0
Methylamine, N-(1... 13.90 4.1 ng 202553 5 13.83 996896 20.0
Hexacosane 14 .01 5.8 ng 291613 5 13.83 996896 20.0
Octadecane 14.32 9.5 ng 474707 5 13.83 996896 20.0
Heneicosane 14.60 11.1 ng 570222 6 15.23 1027420 20.0
Octacosane 14.92 12.1 ng 622190 6 15.23 1027420 20.0
2-methyloctacosane 15.66 9.6 ng 495351 6 15.23 1027420 20.0
Heptadecane 16.12 7.1 ng 365822 6 15.23 1027420 20.0
unknownl16.60 16.60 56.5 ng 2903140 6 15.23 1027420 20.0
8,11-Eicosadienoi... 17.82 12.3 ng 633517 6 15.23 1027420 20.0
unknownl17.99 17.99 167.0 ng 8580430 6 15.23 1027420 20.0
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