LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019076.D

Acq On : 08 Mar 2019 16:42

Operator : JU/SJ

Sample - K1807-25

Misc :

ALS Vial : 8 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_M\METHODS\8270-BM021119_.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 5.269 364 371 386 rBVY 2790856 4052960 60.11% 8.868%
2 6.851 632 640 656 rBvV 2580949 4347713 64.48% 9.513%
3 7.204 692 700 713 rBV 2858824 4451560 66.02% 9.740%
4 7.669 771 779 786 rBVY 565590 891355 13.22% 1.950%
5 7.987 825 833 842 rBV 2041776 3259964 48.35% 7.133%

8.840 970 978 990 rBV 1452194 2507895 37.20% 5.487%
10.457 1244 1253 1264 rBVY 629455 1102598 16.35% 2.413%
3311442 4912499 72.86% 10.749%
13.786 1814 1819 1830 rBV 188398 301178 4_.47% 0.659%
14.204 1884 1890 1904 rVB 100054 259512 3.85% 0.568%
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11 14.322 1904 1910 1927 rVB2 849425 1356649 20.12% 2.968%
12 15.821 2159 2165 2182 rBV 2677151 4039639 59.91% 8.839%
13 17.080 2372 2379 2394 rBV2 990058 1555014 23.06% 3.402%
14 17.962 2525 2529 2541 rVV 309305 540439 8.02% 1.183%
15 19.133 2721 2728 2739 rBV 34815 130497 1.94% 0.286%

16 19.257 2744 2749 2760 rBV 194632 368102 5.46% 0.805%
17 19.715 2821 2827 2840 rBV 5284167 6742499 100.00% 14.753%
18 20.974 3038 3041 3047 rVvB2 163155 183653 2.72% 0.402%
19 21.274 3087 3092 3101 rBV 1521645 2069833 30.70% 4_.529%
20 22.303 3264 3267 3272 rVB 153016 183926 2.73% 0.402%

21 22.803 3349 3352 3357 rVB 157358 225965 3.35% 0.494%
22 23.521 3467 3474 3484 rVB 1128920 2219082 32.91% 4 _855%

Sum of corrected areas: 45702532
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019076.D

Acq On : 08 Mar 2019 16:42

Operator : JUu/SJ

Sample - K1807-25

Misc :

ALS Vvial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEMI\BNA_M\METHODS\8270-BM021119 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM019076.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019076.D

Acq On : 08 Mar 2019 16:42

Operator : JU/SJ

Sample - K1807-25

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.20 Concentration Rank 1

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

7.20 99.88 ng 4451560 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 699 (7.199 min): BM019076.D (-692) (-) m/z 132.00 100.00%
132
5000 68
40 % 6.80 7.00 7.20 7.40 7.60
54 - - - - -
0 8 497 2 || m/z 68.10  51.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 SRRANNRARSRARSS RARSE RS
6.80 7.00 7.20 7.40 7.60
m/z 66.10 31.91%
15 2839 52 O 77 90 1045 |
L ILLELEL SURELLS S SURLL UL S

I
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance
57 132
24 o
6.80 7.00 7.20 7.40 7.60
5000 gg 116 m/z 134.00 31.65%
158 189
o NSRRI I P NSNS | M N M. < N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13917: Benzene, 1,2,4-trifluoro- P e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.10 21.05%
5000 63 g
31 5 101112
o I W PN I i
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019076.D

Acq On : 08 Mar 2019 16:42

Operator : JU/SJ

Sample - K1807-25

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 D-Allose Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.20 3.83 ng 259512 Acenaphthene-d10 14.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Allose 180 C6H1206 002595-97-3 64
2 3,4-Altrosan 162 C6H1005 1000129-76-4 64
3 1,6-Anhydro-_.beta.-D-glucopyrano... 162 C6H1005 000498-07-7 64
4 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 59
5 Heptanoic acid 130 C7H1402 000111-14-8 50
Abundance Scan 1889 (14.198 min): BM019076.D (-1884) (-) m/z 60.00 100.00%
ep
5000 3 __-M~_~Mﬂf//\\»HWN**Nmﬁww
43 AL SO SN
85 97 115 13.80 14.00 14.20 14.40 14.60
0 e a2 A e B m/z 57.00 40.65%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42883: D-Allose
60
5000 73 LRI AL BURRU IS B
13.80 14.00 14.20 14.40 14.60
43 m/z 73.05 36.02%
98
S T M B G
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
60
73 13.80 14.00 14,20 14.40 14.60
5000 m/z 70.10 20.91%
43
o g %8 115126 144 162
miz--> 20 40 60 80 100 120 140 160 180
Abundance #30842: 1,6-Anhydro-.beta.-D-glucopyranose (levoglucosan) B e e e
60 13.80 14.00 14.20 14.40 14.60
m/z 43.00 19.77%
N i MW‘KW
29
43
98
ok Ilwlg ‘.“..,‘Hl”..‘l‘..ml‘.|8.5...“,....,....,....,....,.. R maE
m/z--> 20 40 60 80 100 120 140 160 180 13.80 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019076.D

Acq On : 08 Mar 2019 16:42

Operator : JU/SJ

Sample - K1807-25

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.96 6.95 ng 540439 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Dodecanoic acid 200 C12H2402 000143-07-7 59
4 Pentadecanoic acid 242 C15H3002 001002-84-2 59
5 Tetradecanoic acid 228 C14H2802 000544-63-8 52
Abundance Scan 2529 (17.962 min): BM019076.D (-2525) (-) m/z 73.00 100.00%
73
43 §
5000
129
97 213 DU DU R SR
il ﬂ US| 143107171185199" | "0p7 256 17.60 17.80 18.00 18.20
Okl m/z 60.00 69.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43
60
5000 DRSS
17. 60 17. 80 18. oo 18.20
120 256 m/z 43.05 56.94Y%
. il H m 9( 115777143157171185199213227 242" |
m/z--> ﬁo 46 eb 80 100 150 150 1éo 1§0 200 220 240 2éo 2éo
Abundance
73
43 5 17.60 17.80 18.00 18.20
5000 m/z 57.10 54 _.81%
129
29 g7 115 171185 214
0l.15 g 152 199
WWWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56046: Dodecanoic acid B
60 17.60 17.80 18.00 18.20
43 m/z 55.10 50.35%
5000
29
oL 15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1760 1780 1800 1820
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019076.D

Acq On : 08 Mar 2019 16:42

Operator : JU/SJ

Sample - K1807-25

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.26 3.56 ng 368102 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Tetratetracontane 619 C44H90 007098-22-8 14
Abundance Scan 2750 (19.262 min): BM019076.D (-2744) (-) m/z 73.10 100.00%
5000 AML/L
119.00 19.20 19.40 19.60
0! m/z 60.00 60.41%
m/z--> 50 100 150 200 250 300 350
Abundance #108839: Octadecanoic acid
5000 LI UL BRI B L
129 o84 19. oo 19 20 19. 40 19. 60
m/z 43.05 58.52%
H ‘ 185 013 241
Olhl u ‘H“ ‘H H\J lesl ll‘lwl |‘|‘| |‘|‘?6|6|‘|||||||| —
m/z--> 200 250 300 350
Abundance
43 73
119.00 19.20 19.40 19.60
5000 m/z 57.10 52.28%
129 242
97 199
0 153171 224
m/z--> 56 160 1%0 200 250 300 3%0
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R B R
43 19.00 19.20 19.40 19.60
m/z 55.10 45 _.89%
73
5000 o84
129
185 213 241
0‘ uu ‘ T L ST ees ) su  ane
m/z--> 50 1 o 150 200 250 300 350 19. oo 19 20 19. 40 19. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019076.D

Acq On : 08 Mar 2019 16:42

Operator : JU/SJ

Sample - K1807-25

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.80 2.04 ng 225965 Perylene-d12 23.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 89
3 Tetracosane 338 C24H50 000646-31-1 86
4 Docosane 310 C22H46 000629-97-0 83
5 Nonacosane 408 C29H60 000630-03-5 83
Abundance Scan 3351 (22.797 min): BM019076.D (-3349) (-) m/z 57.10 100.00%
57
5000 \WKM\AMN/\\MMMML~
037 281 31 22.40 22.60 22.80 23.00 23.20
ol 369 4037830 45 "m/z 71.10  89.36%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107655: Eicosane
57
85
5000 AR AR U N
nmnmnmmmmm
m/z 85.10 65.93%
m/z--> 50 100 1%0 260 2éo 360 3%0 460 4éo
Abundance
57
22.40 22.60 22.80 23.00 23.20
5000 85 m/z 43.10 57.46%
0 13141 143 211 239 267 296 \\uwmmr&wwwrwvj\m~vm~mﬁﬁﬂvvww
m/z--> 55 160 1%0 260 250 360 3%0 460 4éo
Abundance #136480: Tetracosane A B o
57 22.40 22.60 22.80 23.00 23.20
m/z 55.10 24 .19%
85
5000
29
oL ”1}31141 169 197 225 253 281 309 338
m/z--> % ﬁ01% ﬁoz% ﬁo3% ﬁ04% nmnmnmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO30819\
Data File : BM019076.D

Acq On : 08 Mar 2019 16:42

Operator : JU/SJ

Sample - K1807-25

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown? .20 7.20 99.9 ng 4451560 1 7.67 891355 20.0
D-Allose 14.20 3.8 ng 259512 3 14.32 1356650 20.0
n-Hexadecanoic acid 17.96 7.0 ng 540439 4 17.08 1555010 20.0
Octadecanoic acid 19.26 3.6 ng 368102 5 21.27 2069830 20.0
Eicosane 22.80 2.0 ng 225965 6 23.52 2219080 20.0
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