LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031919\
Data File : BF113158.D
Acq On : 20 Mar 2019 7:20 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K1948-15 PST-025-SW080-031319
ALS Vial : 35 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-BF022719_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 5.345 549 554 557 rBV 3094481 3226100 92.69% 10.748%
2 6.369 723 728 731 rBV 3199369 3478122 99.93% 11.587%
3 6.492 745 749 753 rBV 3363530 3480707 100.00% 11.596%
4 6.557 758 760 773 rVB 45964 60033 1.72% 0.200%
5 6.722 784 788 791 rBV 1049651 863038 24.79% 2.875%
6 6.881 810 815 818 rBvV 2871793 2579592 74.11% 8.594%
7 7.281 878 883 896 rBvY 1705331 1869452 53.71% 6.228%
8 8.004 1002 1006 1022 rBV 1039521 994621 28.58% 3.314%
9 9.080 1184 1189 1192 rBV 3453818 3015259 86.63% 10.045%
10 9.475 1252 1256 1267 rBVY 200606 225816 6.49% 0.752%

11 9.751 1300 1303 1315 rVB 1058857 1010347 29.03% 3.366%
12 10.539 1433 1437 1452 rBV 1758097 1691597 48.60% 5.636%
13 11.233 1551 1555 1562 rBV 937077 879045 25.25% 2.929%
14 11.768 1643 1646 1657 rBv2 293910 324920 9.33% 1.082%

15 12.439 1757 1760 1763 rBV 40957 46340 1.33% 0.154%
16 12.551 1776 1779 1788 rBV 90572 119734 3.44% 0.399%
17 12.668 1797 1799 1803 rVB 42954 34875 1.00% 0.116%
18 12.815 1819 1824 1827 rBV 2684639 2440605 70.12% 8.131%
19 13.298 1896 1906 1907 rBvV4 33251 54601 1.57% 0.182%

20 13.733 1975 1980 1993 rBV2 98630 253424 7.28% 0.844%

21 13.862 1996 2002 2011 rVB 888895 917150 26.35% 3.056%

22 13.968 2017 2020 2024 rBV 93471 78417 2.25% 0.261%
23 14.039 2029 2032 2035 rBV 34408 37766 1.09% 0.126%
24 14.339 2080 2083 2085 rBV 45374 45924 1.32% 0.153%
25 14.368 2085 2088 2101 rVB3 123193 308116 8.85% 1.026%
26 14.580 2121 2124 2127 rVB 52627 45119 1.30% 0.150%
27 14.633 2130 2133 2137 rVB 56145 57314 1.65% 0.191%
28 14.768 2153 2156 2160 rVB 100232 94470 2.71% 0.315%

29 14.951 2183 2187 2190 rBV 115040 125644 3.61% 0.419%
30 14.998 2190 2195 2212 rVV3 225050 671643 19.30% 2.238%

31 15.268 2237 2241 2245 rBV 541367 657023 18.88% 2.189%
32 15.304 2245 2247 2252 rVB 54027 61123 1.76% 0.204%
33 15.492 2276 2279 2283 rVB5 32827 42229 1.21% 0.141%
34 15.709 2311 2316 2321 rVB 94135 136221 3.91% 0.454%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF031919\

Data File : BF113158.D

Acq On : 20 Mar 2019 7:20

Operator : JU/SJ

ﬁ?ggle - K1948-15 PST-025-SW080-031319
ALS Vial : 35 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 = Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 18.115 2719 2725 2733 rBV 33290 89802 2.58% 0.299%

Sum of corrected areas: 30016189
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

= Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\
: BF113158.D

: 20 Mar 2019 7:20

: JU/SJ

: K1948-15

35 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

PST-025-SW080-031319

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF113158.D

49
- 6.36

6.88

6.72

7.28

0
Time-->

I
2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

8.00 9.75

TIC: BF113158.D

10.54

11.23

i . T

12h§ﬁkw

12.82

13.3

o~
T T LI

—

0
Time-->

I
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

12.50

13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF113158.D

13.86
15.27

15,00
1373039%4 14} 714.456§-7714-g 30,5 4915.71

18.12

Time-->

1
13.50

I
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\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113158.D

Acq On : 20 Mar 2019 7:20

Operator : JU/SJ

ﬁ?ggle - K1948-15 PST-025-SW080-031319
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 unknown6.49 Concentration Rank 1

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

6.49 80.66 ng 3480710 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 749 (6.492 min): BF113158.D (-745) (-) m/z 132.00 100.00%
5000 68
40 | 75 6 620 640 6.60 6.80
54 104 : : : :
o T .6?:.'.| SRR S W . S [ N m/z 68.00 42.07%
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 N
5000 ISR AR R A
6.20 6.40 6.60 6.80
3 78 m/z 134.00 32.69%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 27.07%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L L B
132 6.20 6.40 6.60 6.80
m/z 68.95 16.33%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113158.D

Acq On : 20 Mar 2019 7:20

Operator : JU/SJ

ﬁ?ggle - K1948-15 PST-025-SW080-031319
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 4
R.T. EstConc Area Relative to ISTD R.T.
11.77 7.39 ng 324920 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Heptanoic acid 130 C7H1402 000111-14-8 47
Abundance Scan 1646 (11.768 min): BF113158.D (-1643) (-) m/z 73.00 100.00%
43 60 73
5000 129
7 213 L L B
oM | 45157171185 T 256 11140 11.60 11.80 12.00
(o} m/z 60.00 87 .57%
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 T ----k‘?-f- T
nmnmnmnm
m/z 42.95 87 .53%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 1140 1160 11.80 12.00
5000 29 129 m/z 57.00 71.09%
87 15 oh 214
101 143157 | 185
O A R L R BEARNSEEESE
m/z--> 25 Jo 65 éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid T e
43 60 73 11.40 11.60 11.80 12.00
m/z 41.00 64 .73%
5000 129
29
199
143157171185 242
015 R A AEEEE S
m/z--> 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\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113158.D

Acq On : 20 Mar 2019 7:20

Operator : JU/SJ

ﬁ?ggle - K1948-15 PST-025-SW080-031319
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.55 2.61 ng 119734 Chrysene-di12 13.86
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 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 1779 (12.551 min): BF113158.D (-1776) (-) m/z 72.95 100.00%
BB
5000 129
143157171 12.20 12.40 12.60 12.80
(o} m/z 43.00 99 .40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 RN USRS B
12.20 12.40 12.60 12.80
m/z 59.90 92 .44Y%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
29 57 12.20 12.40 12.60 12.80
5000 m/z 57.00 80.82%
129 242
8

7
101115 1431571711857 05 5

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid B B .
43 73 12.20 12.40 12.60 12.80
| m/z 55.00 70.66%
5000 129
29
214
o 15 L_AM 143157
- IIIIIIIIIIIIIIIIIIIIIII
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\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113158.D

Acq On : 20 Mar 2019 7:20

Operator : JU/SJ

ﬁ?ggle - K1948-15 PST-025-SW080-031319
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.73 5.53 ng 253424 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 1979 (13.727 min): BF113158.D (-1975) (-) m/z 57.00 100.00%
83
5000
111 e
o} m/z 43.00 75 .39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
83
5000 1 ISR N SN BN UGS
13.40 13.60 13.80 14.00
m/z 55.00 61.26%
29
ok il 167 195 222 250 280 308 336
m/z--> 20 40 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 111 m/z 71.00 57.29%
29

139 167 106 238 266 294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol B A
55 8B 13.40 13.60 13.80 14.00

m/z 83.00 56.87%

5000

29

ol il 167 196 224 252 280 308
P L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113158.D

Acq On : 20 Mar 2019 7:20

Operator : JU/SJ

ﬁ?ggle - K1948-15 PST-025-SW080-031319
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14 .37 6.72 ng 308116 Chrysene-di12 13.86
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 1-Heptacosanol 396 C27H560 002004-39-9 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93

Abundance Scan 2088 (14.368 min): BF113158.D (-2085) (-) m/z 83.00 100.00%

5000

14.00 14.20 14.40 14.60
m/z 43.00 99.56%

04
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 LA L L L L L LB L
14.00 14.20 14.40 14.60
29 m/z 97.00 97.65%
ol Lol 167 196 238 266 294
e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55 83
e
14.00 14.20 14.40 14.60
5000 11 m/z 55.00 91.90%
29 139

167 196 224 252 280 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 A BT o e
83 14.00 14.20 14.40 14.60

m/z 57.00 90.57%

5000 ‘

o \“ 167 195 222 250 280 308 336
”w””“”.”” - R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113158.D

Acq On : 20 Mar 2019 7:20

Operator : JU/SJ

ﬁ?ggle - K1948-15 PST-025-SW080-031319
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Octadecanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.77 2.88 ng 94470 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 16-Octadecenal 266 C18H340 056554-87-1 90
3 Heptadecanal 254 C17H340 1000376-70-0 87
4 Pentadecanal- 226 C15H300 002765-11-9 86
5 Hexadecanal 240 C16H320 000629-80-1 86
Abundance Scan 2156 (14.768 min): BF113158.D (-2153) (-) m/z 57.00 100.00%

97

82
96

5000

203 221 265 283 14.40 14.60 14.80 15.00
m/z 43.00 97 .57%

138152166

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117607: Octadecanal

5000 T T T
14.40 14.60 14.80 15.00

29
m/z 82.00 81.16%
124138 299
0 152166180194208: 250 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 82
43 PR At St
96 14.40 14.60 14.80 15.00
5000 m/z 96.00 64 .29%
i 110124 252
15 138152 168182 207 224538 65

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105849: Heptadecanal A BT o e
14.40 14.60 14.80 15.00

m/z 55.00 64 .17%

5000

0
1241381 52166180194208

236 254
R o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113158.D

Acq On : 20 Mar 2019 7:20

Operator : JU/SJ

ﬁ?ggle - K1948-15 PST-025-SW080-031319
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Triacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.95 3.82 ng 125644 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Docosane 310 C22H46 000629-97-0 87
4 Octadecane 254 C18H38 000593-45-3 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 2187 (14.951 min): BF113158.D (-2183) (-) m/z 56.95 100.00%
57
5000 85
113 14.60 14.80 15.00 15.20
141 169
o....,-.n.J]A'ul Ll 283202280 m/z 71.00 67.37%
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
5000 85 U B UL S SR B
mmmmmmmm
13, m/z 43.00 62.40%
oL 2l i1 d L ‘ 41 169 197 225 253 281 309 337 365 303 422
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance
57
o 14,60 14.80 15.00 15.20
5000 m/z 84.95 51.06%
29 113
o 141 169 197 225 253 296
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance #153222: Docosane A R R m e et
57 14.60 14.80 15.00 15.20
m/z 55.00 21.29%
5000 85
. 2011, J1}3‘1ﬂ1‘169 197 225 253 281 310
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(|)O 14 60 14. 80 15. 00 15 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113158.D

Acq On : 20 Mar 2019 7:20

Operator : JU/SJ

ﬁ?ggle - K1948-15 PST-025-SW080-031319
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.00 20.45 ng 671643 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 1-Heptacosanol 396 C27H560 002004-39-9 93
Abundance Scan 2195 (14.998 min): BF113158.D (-2190) (-) m/z 57.00 100.00%
57 97
5000 fwAj\nkJ\MwwdA[\\*\~¢\~A“/*~f
e 1260 1480 1500 1550 1540
3 153 . . . .
I .| hoao JL205222 21 88 s 96.95  88.524
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 e LRI AL SRS SN B
14.60 14.80 15.00 15.20 15.40
m/z 55.00 87 .45%
29 ‘ ‘139 167
ol— “.‘ ‘.“ I“ il .‘ 'HI \H\ Al \‘l II .‘.. ]I.g? . 2?4} |2|52| |2§OI |3O.8. —
m/z--> 50 100 150 200 250 300 350
Abundance
57
97 LR AL BASURE UM I
14.60 14.80 15.00 15.20 15.40
5000 m/z 42.95 86.55%
29 125
0 79 154 196 224 251269 320
m/z--> éo 160 1éo 200 2%0 300 3%0
Abundance #186968: n-Tetracosanol-1 e o
7 83 14.60 14.80 15.00 15.20 15.40
m/z 82.95 86.02%
- | \MA/xf\j\~w~jj\\Wku~kJ\«-f
29 139
o ‘ J‘ | Jy |, 167 195 222 250 280 308 336
m/z--> 50 160 1éo 260 2%0 360 3%0 14%0 1&80 1§oo 1550 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113158.D

Acq On : 20 Mar 2019 7:20

Operator : JU/SJ

ﬁ?ggle - K1948-15 PST-025-SW080-031319
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.71 4.15 ng 136221 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2316 (15.709 min): BF113158.D (-2311) (-) m/z 57.00 100.00%
141 169 197 15.40 15.60 15.80 16.00
0 223 293 283 m/z 71.00 68.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57
5000 85 U A SO SR DU
mmmmmmmm
13 m/z 43.00 60.90%
0 | M 1 H w1?1‘1§9‘197 225 253 281 309 337 365 437
m/z--> éo 150 260 2%0 360 3%0 460 !
Abundance
57
15.40 15.60 15.80 16.00
5000 g5 m/z 85.00 51.15%
113
o 29 141 169 197 225 253 295 366
m/z--> éo 160 1éo 260 250 360 3%0 460 !
Abundance #129490: Eicosane e RAREEEEEE R
57 15.40 15.60 15.80 16.00
m/z 54.95 21.83%
85
5000
0 29‘ LT 169 107 225 253 262
m/z--> éo 160 1éo 200 250 360 3%0 460 ! 1540 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF031919\

Data File : BF113158.D

Acq On : 20 Mar 2019 7:20

Operator : JU/SJ

ﬁ?ggle - K1948-15 PST-025-SW080-031319
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 unknownl18.12 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.12 2.73 ng 89802 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Desacetylanguidine 324 C17H2406 002623-22-5 27
2 3-(4-Fluoroanilino)-1-(3-nitroph... 288 C15H13FN203 350039-84-8 22
3 m-Guaiacol 124 C7H802 000150-19-6 18
4 4AH-Pyran-4-one, 2,6-dimethyl- 124 C7H802 001004-36-0 18
5 4,5-Dimethyl-2-pyrimidone 124 C6H8N20 034939-17-8 18
Abundance Scan 2726 (18.121 min): BF113158.D (-2719) (-) m/z 43.00 100.00%
124
229
5000
249
211 289 355
‘ | 17.80 18.00 18.20 18.40
(o} " m/z 124.00 98.66%
m/z--> 50 100 150 200 250 300 350
Abundance #164094: Desacetylanguidine
43
124
91
5000 205
159 17.80 18.00 18.20 18.40
‘ 67 ‘ 187 064 m/z 57.00 83.41%
0 — ‘: I\M; mlm w\l H‘\\ ‘:‘M‘u ‘L‘:h \i\HI 2‘|2‘3| |24‘.|7 I‘\ |2|81| ?OIG ———
m/z--> 50 100 150 200 250 300 350
Abundance
124
17.80 18.00 18.20 18.40 |
5000 m/z 55.00 64.97%
288
ol 33 50 769 150 177104 223241258
m/z--> 55 160 1%0 260 250 360 3éo
Abundance #10412: m-Guaiacol R EE mE
124 17.80 18.00 18.20 18.40
m/z 229.00 58.49%
94
5000
66
39 l
OlmﬁwJ\Nth e
m/z--> 50 100 150 200 250 300 350 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\BF031919\

Data File : BF113158.D

Acq On : 20 Mar 2019 7:20

Operator : JU/SJ

3?22'6 - K1948-15 PST-025-SW080-031319
ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_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 .49 6.49 80.7 ng 3480710 1 6.72 863038 20.0
n-Hexadecanoic acid 11.77 7.4 ng 324920 4 11.23 879045 20.0
Octadecanoic acid 12.55 2.6 ng 119734 5 13.86 917150 20.0
n-Tetracosanol-1 13.73 5.5 ng 253424 5 13.86 917150 20.0
1-Heneicosanol 14.37 6.7 ng 308116 5 13.86 917150 20.0
Octadecanal 14.77 2.9 ng 94470 6 15.27 657023 20.0
Triacontane 14.95 3.8 ng 125644 6 15.27 657023 20.0
Behenic alcohol 15.00 20.4 ng 671643 6 15.27 657023 20.0
Hentriacontane 15.71 4.2 ng 136221 6 15.27 657023 20.0
unknownl18.12 18.12 2.7 ng 89802 6 15.27 657023 20.0
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