LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031919\
Data File : BF113156.D
Acq On : 20 Mar 2019 6:24 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : K1948-13 PST-025-SW047-031319
ALS Vial : 33 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 3913414 3939735 97.39% 11.829%
2 6.375 723 729 732 rBV 3513992 3956890 97.81% 11.881%
3 6.498 745 750 753 rBV 4068406 4045388 100.00% 12.147%
4 6.722 784 788 791 rBV 1092662 902473 22.31% 2.710%
5 6.881 810 815 818 rBV 3590326 3150703 77.88% 9.460%
6 7.286 878 884 887 rBvV 2513213 2501268 61.83% 7.510%
7 8.004 1002 1006 1026 rBV 1041913 1000571 24.73% 3.004%
8 9.080 1183 1189 1192 rBV 4188703 3683921 91.06% 11.061%
9 9.474 1252 1256 1265 rBVY 210510 215427 5.33% 0.647%
10 9.751 1300 1303 1312 rVB 1035004 1010821 24.99% 3.035%

11 10.539 1433 1437 1452 rBV 2114582 2090614 51.68% 6.277%
12 11.233 1551 1555 1562 rBV 978235 904920 22.37% 2.717%
13 11.768 1643 1646 1654 rBvV2 289522 303910 7.51% 0.913%
14 12.551 1776 1779 1787 rBV3 46970 70144 1.73% 0.211%
15 12.815 1819 1824 1827 rBV 3511741 3284641 81.19% 9.862%

16 13.727 1975 1979 1997 rBV 204993 494078 12.21% 1.484%
17 13.862 1997 2002 2010 rVB 824158 820740 20.29% 2.464%

18 13.968 2017 2020 2026 rVB 48221 48853 1.21% 0.147%
19 14.339 2077 2083 2086 rBv4 40229 48882 1.21% 0.147%
20 14.633 2130 2133 2138 rVB 37929 40694 1.01% 0.122%
21 14.951 2184 2187 2193 rBV 45871 49695 1.23% 0.149%
22 15.268 2237 2241 2245 rBV 463850 595023 14.71% 1.787%
23 15.304 2245 2247 2252 rVB 47440 55932 1.38% 0.168%
24 15.709 2312 2316 2321 rVB 33095 48370 1.20% 0.145%
25 15.803 2327 2332 2333 rBV5 26181 41066 1.02% 0.123%
Sum of corrected areas: 33304759
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA_F\DATA\BF031919\

BF113156.D

20 Mar 2019 6:24

Jus/sJ

K1948-13

33 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA_F\METHODS\8270-BF022719 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

PST-025-SW047-031319

Abundance
4000000

3000000

2000000

1000000

TIC: BF113156.D

5.35 50

6.37

6.88

6.72

7.29

0
Time-->

I I
4.50 5.00

Abundance
4000000

3000000

2000000

1000000

TIC: BF113156.D

10.54

8.00 9.75

11.23

11.77

9.47

12.55

P
T

12.82

O
Time-->

12.00

11.50

11.00

I
9.50 10.00 10.50

12.50

I
13.00

Abundance
4000000

3000000

2000000

1000000

TIC: BF113156.D

13.86
15.27

1373 3.97 1434 1463 14.95 JA.}O 1515180

0
Time-->

13.50

I
17.50

16.50

17.00

15.50

16.00

15.00

14.00 14.50

T
18.00

18.50

8270-BF022719.

M Wed Mar 20 18:36:23 2019

Page: 2




Library Search Compound Report

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

Data File : BF113156.D

Acq On : 20 Mar 2019 6:24

Operator : JU/SJ

ﬁ?ggle - K1948-13 PST-025-SW047-031319
ALS Vial : 33 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 unknown6.50 Concentration Rank 1

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

6.50 89.65 ng 4045390 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 47
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 750 (6.498 min): BF113156.D (-745) (-) m/z 132.00 100.00%
5000 68
9 o || 7o Tisns | TR ko kb
o gL e | eus . m/z 68.00 40.99%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 S AR AR AR AR
69 6.20 6.40 6.60 6.80
ag o m/z 134.00 33.98%
89 103
ob—s .|.4.8..|...178|... .‘,‘l‘.%l.s, S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 620 640 6.60 630
5000 m/z 66.00 26.57%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl i
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 15.77%
5000 og 0
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | N |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

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

Data File : BF113156.D

Acq On : 20 Mar 2019 6:24

Operator : JU/SJ

ﬁ?ggle - K1948-13 PST-025-SW047-031319
ALS Vial : 33 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 6.72 ng 303910 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 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 1646 (11.768 min): BF113156.D (-1643) (-) m/z 73.00 100.00%
43 50 78
5000 129
97 115 213 I|IIII|IIII|IIII|IIII|I
143157171185 199 | 507 256 11.40 11.60 11.80 12.00
0 m/z 43.00 89.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 ’“77***7*<ﬁﬁl AR
nmnmnmnm
m/z 60.00 83.16%
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 - 129 m/z 56.95 73.31%
87 15 oh 214
101 143157 | 185
O o o IR B e
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid R e e
43 60 73 11.40 11.60 11.80 12.00
m/z 55.00 68.15%
5000 129
29
199
143157171185 242
015 e A EEEEE 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 : BF113156.D

Acq On : 20 Mar 2019 6:24

Operator : JU/SJ

ﬁ?ggle - K1948-13 PST-025-SW047-031319
ALS Vial : 33 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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 12.04 ng 494078 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
5 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91

Abundance Scan 1979 (13.727 min): BF113156.D (-1975) (-) m/z 57.00 100.00%

87 g3

5000

:

13.40 13.60 13.80 14.00
m/z 54.95  93.32%

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

3

5000 LN L L L L L LB L |
13.40 13.60 13.80 14.00
29 m/z 43.00 91.95%
ol Lol 167 196 238 266 294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
97 R o o !
13.40 13.60 13.80 14.00
5000 m/z 83.00 83.36%
29 125
0 79 154 179196 224 9251269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 R ARmEmasaa
83 13.40 13.60 13.80 14.00
m/z 96.95 75.58%
- ,,_u,\v,v~w~,J\\xkvdmyyym,v
o \“ ‘ 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 13. 40 13. 60 13. 80 14. OO
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF113156.D

Acq On : 20 Mar 2019 6:24

Operator : JU/SJ

ﬁ?ggle - K1948-13 PST-025-SW047-031319
ALS Vial : 33 Sample Multiplier: 1

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

Quant Method
Quant Title

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 89.7 ng 4045390 1 6.72 902473 20.0
n-Hexadecanoic acid 11.77 6.7 ng 303910 4 11.23 904920 20.0
1-Heneicosanol 13.73 12.0 ng 494078 5 13.86 820740 20.0
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