LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117717.D

Aca On > 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 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-BF110619.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 3.010 150 157 167 rVB 509379 795617 8.01% 0.801%
2 3.210 185 191 198 rVB 196847 337927 3.40% 0.340%
3 3.763 279 285 296 rBV 492896 738537 7.43% 0.744%
4 4_.575 417 423 431 rBY 3838654 5328480 53.62% 5.366%
5 4.757 447 454 462 rBV 224792 311249 3.13% 0.313%
6 5.181 517 526 535 rVB2 818656 1695886 17.07% 1.708%
7 5.557 584 590 593 rBVY 7234223 7908244 79.59% 7.964%
8 6.551 752 759 762 rBVY 6893566 8248320 83.01% 8.307%
9 6.704 779 785 788 rBVY 7231622 8366084 84.19% 8.425%
10 6.863 807 812 817 rVB 116110 115530 1.16% 0.116%

11 6.934 820 824 827 rBV 2154256 1927813 19.40% 1.941%
12 7.093 846 851 854 rVB 5914114 6267563 63.08% 6.312%
13 7.492 913 919 922 rBV 4489631 5303381 53.37% 5.341%
14 8.222 1037 1043 1046 rBV 2327000 2610132 26.27% 2.629%
15 9.298 1219 1226 1229 rBV 8943814 9707137 97.69% 9.776%

16 9.686 1285 1292 1295 rBV 906142 792517 7.98% 0.798%
17 9.981 1336 1342 1345 rBV 3395735 2981127 30.00% 3.002%
18 10.769 1469 1476 1480 rBV 6199467 6622741 66.65% 6.670%
19 11.475 1590 1596 1599 rBV 3349902 3103151 31.23% 3.125%
20 12.004 1678 1686 1708 rBV 2730287 3156162 31.76% 3.178%

21 12.686 1799 1802 1804 rBV 207184 224352 2.26% 0.226%
22 12.704 1804 1805 1813 rVV2 187818 184990 1.86% 0.186%
23 12.786 1813 1819 1833 rVV 2225233 2239458 22.54% 2.255%
24 13.069 1861 1867 1870 rBV 9611042 9936614 100.00% 10.007%
25 13.292 1902 1905 1909 rVB 122712 107012 1.08% 0.108%

26 13.639 1961 1964 1966 rBV 185374 150322 1.51% 0.151%
27 13.963 2014 2019 2029 rBV2 377393 635850 6.40% 0.640%
28 14.121 2041 2046 2049 rVB 2359795 2271358 22.86% 2.287%
29 14.227 2061 2064 2067 rVB 201210 163184 1.64% 0.164%
30 14.286 2070 2074 2075 rVvVv 381095 356863 3.59% 0.359%

31 14.310 2075 2078 2085 rVB 1135540 1005462 10.12% 1.013%
32 14.592 2122 2126 2129 rBV 488271 428800 4._.32% 0.432%
33 14.910 2176 2180 2183 rBV 489096 522736 5.26% 0.526%
34 15.268 2237 2241 2250 rBV 444065 541059 5.45% 0.545%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117717.D

Aca On > 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.627 2297 2302 2306 rBV 1742809 2090757 21.04% 2.106%

36 15.668 2306 2309 2314 rVB 407262 516617 5.20% 0.520%
37 16.133 2383 2388 2393 rBvV 297033 432619 4 _.35% 0.436%
38 16.410 2432 2435 2441 rVB6 94361 150457 1.51% 0.152%
39 16.668 2474 2479 2485 rBV2 161586 281614 2.83% 0.284%
40 16.733 2485 2490 2500 rVB 186184 352916 3.55% 0.355%

41 17.310 2582 2588 2596 rBV3 73033 194489 1.96% 0.196%
42 18.151 2725 2731 2741 rVB3 76622 192416 1.94% 0.194%

Sum of corrected areas: 99297543
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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\BF110719\

BF117717.D
7 Nov 2019 20:54
Ju
K5671-05
14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF110619.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\BF110719\
Data File : BF117717.D

Aca On : 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
Quant Title : 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 n-Propyl acetate Concentration Rank 8

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

3.01 8.25 ng 795617 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Propvl acetate 102 C5H1002 000109-60-4 83
2 Isopropvl acetate 102 C5H1002 000108-21-4 38
3 1-Butanamine 73 C4H11IN 000109-73-9 5
4 Isobutvlamine 73 C4H11IN 000078-81-9 5
5 5-Methyloxazolidine 87 C4H9NO 058328-22-6 4

Abundance Scan 157 (3.010 min): BF117717.D (-150) (-) Wm/z 43.00 100.00%
43.0
5000
61.0 Y N
73.0
2.60 2.80 3.00 3.20 3.40
e 828 870 | m/z 61.00  25.80%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: n-Propyl| acetate
43.0
5000 RS LA AR AR R
610 260 280 3.00 3.20 3.40
' 73.0 m/z 73.00 13.03%
27.0 '
"|}iq|"ml“"ﬂ”"'w'"|“"|J“'|'?lq"'w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4255: Isopropy! acetate
43.0
2.60 2.80 3.00 3.20 3.40
5000 m/z 41.95 9.77%
61.0
87.0
150 270
"I'”"I"”'I""Ih"'l""“ ""|""|"'h|"'%q%9"|
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #746: 1-Butanamine LSS LI LI N B
30.0 2.60 2.80 3.00 3.20 3.40
m/z 41.00 8.62%
5000
150 | 40 560 30
m/z--> 10 20 30 40 50 6 70 8 9 100 260 280 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117717.D

Aca On : 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
Quant Title : 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 2 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 15

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

3.21 3.51 ng 337927 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2.2.4-trimethvl- 116 C6H1202 001193-11-9 90
2 1.3-Dioxane. 4-methvl- 102 C5H1002 001120-97-4 56
3 2-Oxazolidinone. 3-methvl- 101 C4H7NO2 019836-78-3 38
4 2.2.3.4-Tetramethvlhex-5-en-3-ol 156 C10H200 1000191-06-9 25
5 2-Butanone 72 C4H80 000078-93-3 9

Abundance Scan 191 (3.210 min): BF117717.D (-185) (-) m/z 43.00 100.00%
43.0
101.0
5000
72.0 [T oy
58.0 | 86.0 2.80 3.00 3.20 3.40 3.60
et et e 882 | m/Z 101.00 56.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8171: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 101.0 A S R R
2.80 3.00 3.20 3.40 3.60
0.0 72.0 m/z 42.00 25.68%
150 290 ”, 86.0 1150
miz--> % % d e om0 e 100 1o 10
Abundance #4260: 1,3-Dioxane, 4-methyl-
43.0
101.0 2.80 3.00 3.20 3.40 3.60
5000 29.0 55.0 m/z 72.00 21.94%
72.0
150 ‘\ | \‘ | T
‘ L 1 1
miz--> L% % 40 B0 60 70 8 9 100 130 130 l
Abundance #4032: 2-Oxazolidinone, 3-methyl- O B A mmma
101.0 2.80 3.00 3.20 3.40 3.60
m/z 41.00 20.58%
42.0
5000 56.0
28.0
15.0 ‘
'”I”kW'”JL'”IJ'W'”'P'”?qu'”'P'”lL'W'”'P' USSR SRR AR A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117717.D

Aca On : 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
Quant Title : 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 4-Penten-2-one, 4-methyl- Concentration Rank 9

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

3.76 7.66 ng 738537 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 80
2 5-Hexen-2-one 98 C6H100 000109-49-9 50
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 33
4 3.5-Hexadien-2-ol 98 C6H100 003280-51-1 9
5 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 9

Abundance Scan 284 (3.757 min): BF117717.D (-279) (-) m/z 43.00 100.00%
43.0
5000
83.0 e T e T e e e
55.0 3.40 3.60 3.80 4.00
ettt 020 L8O Th/z 83.00 11.52%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
43.0
5000 USRS U AN
3.40 3.60 3.80 4.00
m/z 39.00 9.88%
e B 80630 a0 10 s
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3152: 5-Hexen-2-one
43.0
3.40 3.60 3.80 4.00
5000 m/z 54.95 5.80%
55.0
150 27.0
\ 1, s 63.0 71.0 830 98.0
miz--> R S
Abundance #3222: 4-Penten-2-one, 3-methyl-
43.0 3.40 3.60 3.80 4.00
m/z 41.00 4_89%
5000
27.0
0 %0 60 s0 %O
m/z--> 10 20 30 40 50 60 70 8 90 100 340 360 3.80 400
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117717.D

Aca On : 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
Quant Title : 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 3-Penten-2-one, 4-methyl- Concentration Rank 3

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

4.58 55.28 ng 5328480 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 424 (4.581 min): BF117717.D (-417) (-) m/z 83.00 100.00%
55.0 83.0
5000 43.0 98.0
420 4.40 4.60 4.80 5.00
...,....,....,...:L':...;l.'.:.,.??:o,....,.:..,....~,....,1.1.5.-9,.. m/z 55.00 86.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3246: 3-Penten-2-one, 4-methyl-
58.0 83.0
5000 L NARBEAREE RS SRR N
oo YO 98.0 420 440 460 480 5.00
‘ ‘ m/z 43.00 43_.37%
"'w"w"l|'“!N“"WLIW'§12'“'|“"V"ﬁ"“l'“'l“
m/z--> 10 40 50 60 70 80 90 100 110 120
Abundance #3169: 3-Hexen-2-one
83.0
.0 250 ok 4bo 4B b0
5000 43.0 m/z 98.00 37 .32%
98.0
29.0
"w'“'w'hh“'“t“'Whhl“éiq“'wl“l“'W'“'w'“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- e AR e
55.0 83.0 420 4.40 4.60 4.80 5.00
m/z 39.00 27 .78%
41.0
5000 270 98.0
15.0 ‘ 69.0
'”I”tW'”jP'”i“'W@J'P'AM”'W'h'P'”I”'W'”'P' SRR RN LN LR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 420 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117717.D

Aca On : 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
Quant Title : 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 Propanoic acid, propyl ester Concentration Rank 17

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

4.76 3.23 ng 311249 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 78
2 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 38
3 Propanoic acid. butvl ester 130 C7H1402 000590-01-2 36
4 1-Pentanamine 87 C5H13N 000110-58-7 10
5 Azetidine 57 C3H7N 000503-29-7 9

Abundance Scan 454 (4.757 min): BF117717.D (-447) (-) m/z 57.00 100.00%
57.0
5000 750
ap || om0 4o 4% b
il 20092070 hsy 75,00 35.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8157: Propanoic acid, propyl ester
57.0
29.0
75.0
5000 I I R R

440 4.60 4.80 5.00
m/z 43.00 22.18%

I.M | 115.0

n Il L
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8200: Propanoic acid, 1-methylethyl ester
57.0
4.40 4.60 4.80 5.00
5000 m/z 41.00 12.92%
29.0
75.0
LT e
IIIII‘III‘I‘I‘III“IIII‘IIIIIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13459: Propanoic acid, butyl ester
57.0 4.40 4.60 4.80 5.00
m/z 41.95 9.30%
5000 29.0
75.0
WL L ‘w | 101.0
s B e o B e R BARE L B o S
m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117717.D

Aca On : 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.18 17.59 ng 1695890 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 t-Butvl nitrite 103 C4H9NO2 000540-80-7 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Thiocvanic acid. propvl ester 101 C4H7NS 004251-16-5 9
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 526 (5.181 min): BF117717.D (-517) (-) m/z 43.00 100.00%
43.0
5000 59.0
101.0
71.0 480 5.00 5.20 5.40 5.60
el T 890 1180 B9 00 45.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L LI I
59.0 480 500 520 540 560
0
150 a0 1010 m/z 101.00 15.75%
...I' n . 83.0 .
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4534: t-Butyl nitrite
30.0
a0 480 500 520 540 560
5000 m/z 58.00 14.68%
57.0 88.0
15.0 ‘
"W'J”I'”“M”'“m"W"wl'”'?%q'v"W"”l'”'I”"P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4030: 2,3-Butanedione, monooxime
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 10.09%
5000
101.0
150 310 || %80 g0 860
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117717.D

Aca On : 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
Quant Title : 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 unknown6.70 Concentration Rank 1

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

6.70 86.79 ng 8366080 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 1-l1soaquinolinemethanol. .alpha.-... 191 C12H17NO 114608-92-3 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 784 (6.698 min): BF117717.D (-779) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 IR LR L S
40.0 6.40 6.60 6.80 7.00
206.9 28101 "m/z 68.00 41.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 A
5000 IR LR UL S
6.40 6.60 6.80 7.00
m/z 134.00 33.90%
31.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 28.02%
41.0 97.0
"'|""|""|""|""|""|"'|""|"" Aa e A RAREN REE s L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14491: 5-Aminoindole i
132.0 6.40 6.60 6.80 7.00
m/z 69.05 17.38%
5000
104.0
66.0
%ﬁ?“'ﬁ%ﬂ'wt“m“'wb“'"h"“l“"'“"“"'“ BARAS SRR O IS LR UL SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117717.D

Aca On : 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.00 20.34 ng 3156160 Phenanthrene-d10 11.47
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 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 92
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91
Abundance Scan 1685 (11.998 min): BF117717.D (-1678) (-) m/z 73.00 100.00%
430 730
5000 1200
97.0 LR o
157.1 1851 2131 256.2 1160 1180 12.00 12.20 12,40

8297 'm/z 43.00 92.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107549: n-Hexadecanoic acid

60.0

11. 60 11. 80 12. OO 12. 20 12. 40
256.0 m/z 60.00 87.72%

5000

157.0 1850 213.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #84453: Tetradecanoic acid
73.0
T e
43.0 11.60 11.80 12.00 12.20 12.40
m/z 41.00 70.78%
5000 129.0
185.0 228.0
97.0 {
N0 T O e AU
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131261: Octadecanoic acid T ST
43.0 |, 73.0 11.60 11.80 12.00 12.20 12.40
m/z 57.00 69.58%
5000 129.0
‘L‘ 241.0 284.0
FIIT]

1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12. 20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117717.D

Aca On : 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
Quant Title : 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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

12.79 14.43 ng 2239460 Phenanthrene-d10 11.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1820 (12.792 min): BF117717.D (-1813) (-) m/z 73.00 100.00%

43.0 73.0
5000 129.0

12.40 12.60 12.80 13.00 13.20
m/z 43.00 95.18%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131261: Octadecanoic acid
43.0 |, 73.0
5000 129.0

12.40 12.60 12.80 13.00 13.20
m/z 59.95 84 .39%

241.0 284.0

207.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107548: n-Hexadecanoic acid
43.0 73.0

12.40 12.60 12.80 13.00 13.20
5000 256.0 m/z 57.05 77.93%

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

213.0
157.0 185.0

Abundance #84453: Tetradecanoic acid
73.0 12.40 12.60 12.80 13.00 13.20
43.0 m/z 55.00 72.07%
5000 1290
185.0 228.0
‘ ‘ 97.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117717.D

Aca On : 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
Quant Title : 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 Nonadecane, l1-chloro- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.96 5.60 ng 635850 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. l1-chloro- 302 C19H39cClI 062016-76-6 95
2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 91
3 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 91
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 89
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 87
Abundance Scan 2019 (13.963 min): BF117717.D (-2014) (-) m/z 57.00 100.00%
57.0

5000

13.60 13.80 14.00 14.20
m/z 43.00 73.85%

111.1

o

) 141.2 168.2 210.1 239.0 266.9 302.0
RERER RS

R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146523: Nonadecane, 1-chloro-

57.0

5000
13.60 13.80 14.00 14.20

85.0 m/z 71.05 63.92%
A dhh11%0133° 1610 2030 2310 2590 302.0

1 1
R AL Saaasamn e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester
43.0

29.0

110 13.60 13.80 14.00 14.20
5000 ' m/z 85.05 47 .15%
97.0

| ‘ } }\ | | 1250 1680 1970 o310 2610

| | | f
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester R T T T
43.0 13.60 13.80 14.00 14.20

m/z 55.00 39.99%

5000

71.0
97.0
‘J 1250 1550 182.0 210 o

LT

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117717.D

Aca On : 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
Quant Title : 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 18
R.T. EstConc Area Relative to ISTD R.T.
14.29 3.14 ng 356863 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Docosane 310 C22H46 000629-97-0 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2075 (14.292 min): BF117717.D (-2070) (-) m/z 57.00 100.00%
5%.0
5000
9.0 o ' 14.00 14.20 14.40 1460
141.1 1830 225.1 : : : :
i A it dese 2251 2537.‘.’.,Jh....,....,... m/z 43.00 75.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 N S B B
14.00 14.20 14.40 14.60
99.0 m/z 71.05 68.27%
|J |y ,| L J410 1830 2250 267.0 300.0 _ 367.0
m/z--> éo 100 1éo 200 250 360 3éo 460
Abundance #153223: Docosane
57.0
' 14.00 14.20 14.40 1460
5000 m/z 85.10 53.85%
99.0
ULy 0 sss0 zmeo w00
miz-> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane T T T T
57.0 14.00 14.20 14.40 14.60
m/z 55.00 28.12%
5000
99.0
260, | | | J | 1410 1830 2250 267.0 3090 3510 422.0
m/z--> éo 100 1éo 200 250 360 3éo 460 1450 1420 1440 1460
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117717.D

Aca On : 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
Quant Title : 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 Heneicosyl acetate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.31 8.85 ng 1005460 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosvl acetate 354 C23H4602 1000351-77-3 94
2 Eicosvl acetate 340 C22H4402 1000351-77-9 91
3 Heptadecvl acetate 298 C19H3802 000822-20-8 91
4 1-Docosanol. acetate 368 C24H4802 000822-26-4 91
5 1-Acetoxynonadecane 326 C21H4202 001577-43-1 91
Abundance Scan 2078 (14.310 min): BF117717.D (-2075) (-) m/z 43.00 100.00%
43.0
83.0
5000
LN BN B
139.1 14.00 14.20 14.40 14.60
| 167.1 196.2223.1250.1 280.1  322.0 m/z 83.05 67 11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186925: Heneicosy! acetate
43.0
83.0
5000 A A AR BN RN
14.00 14.20 14.40 14.60
m/z 97.10 64.73%
150, | | 139.0167.0 106.0224.0 266.0294.0  339.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177126: Eicosyl acetate
43.0
830 14100 1420 1440 1460
5000 m/z 55.00 56.73%
15.0; | | 167.0 196.0 224.0 252.0280.0 3250
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #143134: Heptadecy! acetate R AR
43.0 14.00 14.20 14.40 14.60
m/z 69.00 53.07%
B 1 LNJL,‘_/\»
15.0) | 139.0 168.0 210.0238.0 283.0
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 14.00 14.20 1440 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117717.D

Aca On : 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
Quant Title : 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 2-methyloctacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

14 .59 3.78 ng 428800 Chrysene-di12 14.12

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2126 (14.592 min): BF117717.D (-2122) (-) m/z 57.00 100.00%

5000

14.20 14.40 14.60 14.80 15.00

1 169.1 2252

300.1 397.3

0 m/z 71.05 69.49%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
5000 LA L L L L L L L L LB
14 20 14. 40 14 60 14. 80 15. 00
m/z 43.00 63.51%
13. O

,169.0 225.0 2950 367.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0

14.20 14.40 14.60 14.80 15.00
5000 m/z 85.05 50.51%

130
169.0 225, 0 281. 0 365 0

T e e P e e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane L R B
57.0 14.20 14.40 14.60 14.80 15.00
m/z 41.05 22.48%

5000

130 ,169.0 2250 281. o 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 14 20 14. 40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117717.D

Aca On : 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
Quant Title : 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 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.91 5.00 ng 522736 Perylene-di12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 2180 (14.910 min): BF117717.D (-2176) (-) m/z 57.00 100.00%
57.0
5000
901 14.60 14.80 15.00 15.20
141 1 - - - -
ol | , e A $831 2251 26492953 3501 ' sz 71.10  69.98%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 LU AR SR SR
14.60 14.80 15.00 15.20
99.0 m/z 43.00 66 .05%
27.r°‘ I J | A0 1830 2250 2820
I YA A" A0~ "R "E00" "AA""SANI
Abundance #215181: 2-methyloctacosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 50.94%
99.0
70| | ) | | | p4r0 1830 2250 267.0 309.0 3650
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane R e e
57.0 14.60 14.80 15.00 15.20
m/z 55.00 23.33%
5000
99.0
2no] | | | J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117717.D

Aca On : 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
Quant Title : 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 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.27 5.18 ng 541059 Perylene-d12 15.63

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 2241 (15.268 min): BF117717.D (-2237) (-) m/z 57.00 100.00%

5000

15.00 15.20 15.40 15.60
m/z 71.10 69.12%

1
o 169.1 225.2 281.0330.1

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane

15.00 15.20 15.40 15.60
m/z 43.10 63.99%

5000

169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane
57.0

15.00 15.20 15.40 15.60
5000 m/z 85.05 49 _78%

130
169.0 225, 0 281. 0 365 0

T e e P e e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl- R e T
7.0 15.00 15.20 15.40 15.60

m/z 55.00 23.91%

5000

13.0 239 0
169.0 294.0 352.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15.00 15. 20 15. 40 15 60

8270-BF110619.M Fri Nov 08 16:05:42 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117717.D

Aca On : 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
Quant Title : 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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.13 4.14 ng 432619 Perylene-di12 15.63
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 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2387 (16.127 min): BF117717.D (-2383) (-) m/z 57.00 100.00%
5%.0
99.0 15,80 16.00 16.20 16.40
141.1 : : : :
—_— J~, LUy 285 1832 2252 2660 3092 3849 U771 05 70.95%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 L UL B DU BN
mmmmmmmm
99.0 m/z 43.05 58.62%
|Jjjﬂdmw1%onm2mom% 367.0
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #141426: Heneicosane
57.0
15,80 16.00 16.20 16.40
5000 m/z 85.05 51.27%
99.0
ani0) | | | | p4r0 183.0 225026602960
m/z--> 50 160 1%0 200 250 360 3%0 '
Abundance #215181: 2-methyloctacosane RN REE e o
57.0 15.80 16.00 16.20 16.40
m/z 55.00 22.73%
5000
99.0
270) | | | | | 1420 1830 2250 267.0 309.0 3650
m/z--> 55 160 1%0 260 250 300 3%0 ' 1580 1600 1620 1640 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117717.D

Aca On : 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
Quant Title : 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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.67 2.69 ng 281614 Perylene-d12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 89
2 Heneicosane. 1l1l-decvl- 437 C31H64 055320-06-4 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Docosane 310 C22H46 000629-97-0 87

Abundance Scan 2479 (16.668 min): BF117717.D (-2474) (-) m/z 57.00 100.00%

:

5000
41.1 1831 2252 16.40 16.60 16.80 17.00
S | 2630 302.1 m/z 71.10 69.92%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #129513: Hexadecane, 2,6,10,14-tetramethy!-

57.0

s

16.40 16.60 16.80 17.00
m/z 43.00 64.55%

5000

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #223853: Heneicosane, 11-decyl-
57.0
R EEEEE RS
16.40 16.60 16.80 17.00
5000 m/z 85.10 55.81%
295.0
99.0
150 J || [ ] 1410 1830 2250 H 337.0 435.0
I e B e LA anas aran et e e S e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- R EaEEE R
57.0 16.40 16.60 16.80 17.00
m/z 55.00 24 _.67%
- \/\J\AN]\A\N
99.0
2390
|4y g 1410 1830 281.0 323.0
m/z--> 0 50 100 150 200 250 300 350 400 16. 40 16. 60 16. 80 17. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110719\
Data File : BF117717.D

Aca On : 7 Nov 2019 20:54

Operator :© JU

Sample : K5671-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110619.M
Quant Title : 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 Octacosyl acetate Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.73 3.38 ng 352916 Perylene-d12 15.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl acetate 452 C30H6002 018206-97-8 95
2 Heptacosvl acetate 438 C29H5802 1000351-78-2 93
3 Octacosanol 410 C28H580 000557-61-9 93
4 Tetracosvl acetate 396 C26H5202 1000351-78-1 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 92
Abundance Scan 2489 (16.727 min): BF117717.D (-2485) (-) m/z 43.00 100.00%
43.0
83.1
5000
AR DU SUNRRE
169.1  222.0 265.0 . 16.40 16.60 16.80 17.00
,.‘~ 3820 m/z 57.00 78.22%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate
43.00 97.0
5000 LR UL B B SULRE
16.40 16.60 16.80 17.00
Mt 00 m/z 83.10 71.16%
L 1 , 181.0 2500 292.0 334.0 392.0 437.0
m/z--> 50 160 150 200 250 300 350 400 450
Abundance #224391: Heptacosyl acetate
43.0
91.0 AU PR SUNRRE
16.40 16.60 16.80 17.00
5000 m/z 97.05 63.60%
L l J \13?018102220 264.0 306.0 378.0 423.0 V\J\J/L/vw
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215904: Octacosanol R AEmEEEE L
57.0 16.40 16.60 16.80 17.00
91.0 m/z 55.00 60.82%
- w“‘w"AwLuuwv/\/\“nmJJVvMNNnM/
l J ;}3f? 181.0 222.0 292.0 334.0 392.0
m/z--> éo 100 150 200 250 300 350 400 450 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110719\
Data File : BF117717.D

Acq On > 7 Nov 2019 20:54

Operator : JU

Sample : K5671-05

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110619.M
Quant Title : 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]
n-Propyl acetate 3.01 8.3 ng 795617 1 6.93 1927810 20.0
1,3-Dioxolane, 2,... 3.21 3.5 ng 337927 1 6.93 1927810 20.0
4-Penten-2-one, 4. .. 3.76 7.7 ng 738537 1 6.93 1927810 20.0
3-Penten-2-one, 4. .. 4 .58 55.3 ng 5328480 1 6.93 1927810 20.0
Propanoic acid, p.--. 4.76 3.2 ng 311249 1 6.93 1927810 20.0
2-Pentanone, 4-hy... 5.18 17.6 ng 1695890 1 6.93 1927810 20.0
unknown6.70 6.70 86.8 ng 8366080 1 6.93 1927810 20.0
n-Hexadecanoic acid 12.00 20.3 ng 3156160 4 11.47 3103150 20.0
Octadecanoic acid 12.79 14_.4 ng 2239460 4 11.47 3103150 20.0
Nonadecane, 1-chl... 13.96 5.6 ng 635850 5 14.12 2271360 20.0
Hexacosane 14.29 3.1 ng 356863 5 14.12 2271360 20.0
Heneicosyl acetate 14_.31 8.8 ng 1005460 5 14.12 2271360 20.0
2-methyloctacosane 14_.59 3.8 ng 428800 5 14.12 2271360 20.0
Eicosane 14 .91 5.0 ng 522736 6 15.63 2090760 20.0
Tetratetracontane 15.27 5.2 ng 541059 6 15.63 2090760 20.0
Heneicosane 16.13 4.1 ng 432619 6 15.63 2090760 20.0
Hexadecane, 2,6,1... 16.67 2.7 ng 281614 6 15.63 2090760 20.0
Octacosyl acetate 16.73 3.4 ng 352916 6 15.63 2090760 20.0
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