LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEMI\BNA F\Data\BF122819\

Data File : BF118371.D

Aca On : 28 Dec 2019 18:01 Instrument :
Operator : JU BNA_F

Sample  : K6438-01 O Sk
Misc : DUNR-BF001-01
ALS Vial : 16 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-BF122419 .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 5.063 502 506 523 rVB 464563 600746 12.70% 1.753%
2 5.475 572 576 596 rBVY 2968763 2923419 61.80% 8.532%
3 6.492 744 749 767 rBVY 2915849 3192258 67.48% 9.316%
4 6.628 767 772 775 rBVY 3459826 3336300 70.52% 9.737%
5 6.851 806 810 817 rBV 784465 641666 13.56% 1.873%
6 7.010 833 837 840 rBVY 2899282 2541209 53.72% 7.416%
7 7.416 902 906 923 rBY 1888014 1940853 41.03% 5.664%
8 8.139 1025 1029 1047 rBV 831836 821255 17.36% 2.397%
9 9.216 1208 1212 1227 rBV 4467152 3937546 83.23% 11.491%
10 9.616 1276 1280 1290 rVB 107148 112843 2.39% 0.329%

11 9.898 1324 1328 1338 rBV 1075923 989856 20.92% 2.889%
12 10.692 1459 1463 1479 rBV 2642117 2849584 60.24% 8.316%
13 11.392 1578 1582 1591 rBV 1114693 1065737 22.53% 3.110%
14 11.916 1667 1671 1686 rBV 369205 404628 8.55% 1.181%
15 12.704 1802 1805 1814 rBV2 76704 106370 2.25% 0.310%

16 12.986 1848 1853 1856 rBV 5324157 4730726 100.00% 13.806%
17 13.874 2000 2004 2022 rBV 565382 773611 16.35% 2.258%
18 14.045 2029 2033 2041 rBV 1029479 1019155 21.54% 2.974%
19 14.192 2054 2058 2067 rBV 72468 93875 1.98% 0.274%
20 14.498 2107 2110 2112 rBV 117530 133145 2.81% 0.389%

21 14.515 2112 2113 2124 rVB 117265 166495 3.52% 0.486%
22 14.809 2157 2163 2167 rBV2 141528 171892 3.63% 0.502%
23 15.151 2216 2221 2225 rBV 149058 165367 3.50% 0.483%
24 15.539 2282 2287 2297 rVB 777270 1060479 22.42% 3.095%
25 15.980 2356 2362 2368 rBV 98760 160535 3.39% 0.469%

26 16.051 2368 2374 2386 rVB4 70790 199967 4.23% 0.584%

27 16.492 2444 2449 2453 rBV3 43045 71888 1.52% 0.210%
28 17.215 2565 2572 2577 rBV3 19255 54233 1.15% 0.158%
Sum of corrected areas: 34265638
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118371.D

Aca On - 28 Dec 2019 18:01

Operator : JU

Sample : K6438-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF118371.D
5000000

4000000
6.63

3000000 5.47 6.49 7.01

2000000 7.42

1000000 6.85
5.06

L s L LR L S

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: BF118371.D

5000000

9.22

4000000

3000000
10.69

2000000

9.90 11.39

11.92
L 9.62 | 1270 ||

A P
T LI —

1000000 8.14

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: BF118371.D

5000000

4000000
3000000

2000000

14.04
1000000 15.54

13.87
_K 1419 1452 1481 1515 15885  16.49 17.22

o —p— A

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118371.D

Aca On - 28 Dec 2019 18:01

Operator : JU

Sample : K6438-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.06 18.72 ng 600746 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
4 Acetone 58 C3H60 000067-64-1 10
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 505 (5.057 min): BF118371.D (-502) (-) m/z 43.00 100.00%
43
59
5000
101 SRS & S
51| 83 480 500 520 540
"W””I””P'JM“'PAW'”W”'W“”I”JP'”P”'P”W'”W”'W m/z 59.00 60.96%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl- k
43
5000 A I LN I L
59 480 5.00 520 540
m/z 101.00 24 .69%
"'I'”'I'””?ﬁ'”ﬁ”'”I"JI"'W"'Wg?'ﬁg?'}ﬁ%"l'”'I'”'I"”I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 14 .65%
68
"'P"W"”I'”'HA"P"W"”I'”'I”"P"W"”I'”'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime e RARREmmans
43 4.80 5.00 5.20 5.40
m/z 41.10 10.00%
5000
101
15 58
I | 69 84 A
mizs 10 % 3 4o 0 60 7o 8 9 100 110 130 150 150 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118371.D

Aca On - 28 Dec 2019 18:01

Operator : JU

Sample : K6438-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.63 Concentration Rank 1

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

6.63 103.99 ng 3336300 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 772 (6.628 min): BF118371.D (-767) (-) m/z 132.00 100.00%
5000
68
40 % J 620 640 6.60 6.80 7.00
54 - - - -
Lrer | sus o "m/z 134.00  34.03%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A IR LN IR L
6.20 6.40 6.60 6.80 7.00
31 78 m/z 68.10 33.69%
"% !||'I'!'JI""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
SRS NRARS SRS RARAS BAR
6.20 6.40 6.60 6.80 7.00
5000 67 m/z 66.00 22.52%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I |“|‘|‘|“|‘|8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! B as  E
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 14 .68%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?.
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118371.D

Aca On - 28 Dec 2019 18:01

Operator : JU

Sample : K6438-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 7.59 ng 404628 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Dodecanoic acid 200 C12H2402 000143-07-7 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1672 (11.921 min): BF118371.D (-1667) (-) m/z 73.00 100.00%
7B
43
5000 129
213
| | ‘ ‘| h | 15717 | 199 ‘ 297 ZT6 - 1160 1180 12.00 12.20
— '- I ,....,....,....,....,.'...,....,....,.. m/z 43.10 75.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 URR DA U S D

11,60 11.80 12.00 12.20
m/z 60.00 73.62%

213
143157171185199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid
43 57 73

_%

11.60 11.80 12.00 12.20
5000 129 m/z 55.10 65.28%

“ ‘I‘;\ : Iulu
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61122: Dodecanoic acid R e RN
73 11.60 11.80 12.00 12.20

m/z 41.10 63.28%

_%

5000 a3 129
157

7 101115
Al H\ m || R 1T es200

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12 20

ﬁ
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118371.D

Aca On - 28 Dec 2019 18:01

Operator : JU

Sample : K6438-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 15.18 ng 773611 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 99
2 n-Tetracosanol-1 354 C24H500 000506-51-4 95
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 2003 (13.868 min): BF118371.D (-2000) (-) m/z 43.05 100.00%
5000 111
139 13.60 13.80 14.00 14.20
hdoes o %~ m/z 57.05 99.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #127769: 5-Eicosene, (E)-
56
83
5000
13.60 13.80 14.00 14.20
29 111 m/z 55.00 97 .71%
J I I I l 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
13.60 13.80 14.00 14.20
5000 11 m/z 83.05 96.77%
29
Ll “ |J‘L | ‘167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester L R BRE e e
57 13.60 13.80 14.00 14.20
83 m/z 69.10 87 .54%
5000 111
29 169
LA ‘klhl?g. |, 20 285 406
m/z--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20

8270-BF122419.M Thu Jan 02 02:53:10 2020

Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118371.D

Aca On - 28 Dec 2019 18:01

Operator : JU

Sample : K6438-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.50 2.61 ng 133145 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heneicosane. 11-(l1-ethvipropvl)- 366 C26H54 055282-11-6 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2110 (14.498 min): BF118371.D (-2107) (-) m/z 57.05 100.00%
57
85
5000
13 10 tg s o 26 2o 1412 1440 1460 1450
e, e e S e e m/z 71.10 78.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane
57
5000 85 LA BN B U
29 14.20 14.40 14.60 14.80
m/z 43.10 72.09%
1‘ I 13,141 169 197 205 253 282
m/z--> éo 160 150 260 2éo 360 3éo 460
Abundance #185535: Heptadecane, 9-octyl-
57
14:20 14.40 14.60 14.80
5000 a5 m/z 85.05 61.32%
113
. .%,J. AT a6 1or 5 267 204 333 352
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57 14.20 14.40 14.60 14.80
m/z 41.10 29.82%
5000 85
29 “J 13 141 169 107 205 253 295 323 367

i Jd
LI L L O L Y L I N L S O B N L O L N B L L LI B I e I N

T T T T T I
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118371.D

Aca On - 28 Dec 2019 18:01

Operator : JU

Sample : K6438-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl4.52 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .52 3.27 ng 166495 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclododecane 168 C12H24 000294-62-2 38
2 12-Bromo-1-dodecanol 264 C12H25BrO 003344-77-2 38
3 3a.7a-Epoxv-1H-inden-4(5H)-one. ... 152 C9H1202 039746-31-1 30
4 Cvclopentane. pentvl- 140 C10H20 003741-00-2 30
5 Cycloheptane, methyl- 112 C8H16 004126-78-7 27

Abundance Scan 2114 (14.521 min): BF118371.D (-2112) (-) m/z 83.10 100.00%

88 97
55
5000 69

42 139 168181  ,qg 267

14 20 14. 40 14. 60 14. 80
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36738: Cyclododecane
n T 69
83

m/z 97.10 90.18%
5000 rryrrrTyT T T T TT T T T T T T
14.20 14.40 14,60 14.80
m/z 55.10 61.42%

125140 168

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #113579: 12-Bromo-1-dodecanol
55 69 83
97 e
a1 14.20 14.40 14.60 14.80
5000 m/z 111.10 48.16%
148
111 135 || 162
21 1 | 176190205220 47
ERARRRRE EEY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #26068: 3a,7a-Epoxy-1H-inden-4(5H)-one, tetrahydro-
97 14.20 14.40 14.60 14.80
m/z 69.10 45_.31%
5000
27 11 55
79
124 152
1117 138
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14 20 14. 40 14. 60 14.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118371.D

Aca On - 28 Dec 2019 18:01

Operator : JU

Sample : K6438-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.15 3.12 ng 165367 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2221 (15.151 min): BF118371.D (-2216) (-) m/z 57.05 100.00%
g7
85
5000
13 14.80 15.00 15.20 1540
3 | 141 169
AL ‘ "." W72 252 283 S8S | ns, 71.05  71.73%
m/z--> 50 150 200 250 300 350
Abundance #94346: Heptadecane
g7
85
5000 R UL UL B

14. 80 15. 00 15.20 15.40

29 m/z 85.10 60.55%
Ld gy 1}3..141 169 197 240
e e s —
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
T T T T T T T T
85 14.80 15.00 15.20 15.40
5000 m/z 43.05 59.96%
29 113
b L e 107 25 g a6
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane R RS B e nE S
57 14.80 15.00 15.20 15.40
m/z 41.00 25.51%
5000 85
29
e A e R e N REER
m/z--> 50 100 150 200 250 300 350 14. 80 15. 00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118371.D

Aca On - 28 Dec 2019 18:01

Operator : JU

Sample : K6438-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.98 3.03 ng 160535 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2362 (15.980 min): BF118371.D (-2356) (-) m/z 57.10 100.00%
g7
85
5000

141 15.60 15.80 16.00 16.20
| I 169189211 239
. ljl"'.‘,' N m/z 71.05 75.62%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
97
5000 85 LA L L L L L I
15 60 15. 80 16. 00 16.20
m/z 43.05 65.70%
29 113 141
L. .|‘ “ L |169 197 225 253 295 323 367
=t e e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
R e N Ramma
15.60 15.80 16.00 16.20
5000 85 m/z 85.05 62.85%
29 113 141
| ﬂ 169 197 225 253 281 309 337 365 394
i { L e e e I B e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane e e
57 15.60 15.80 16.00 16.20
m/z 55.00 24.32%
85
5000
29

113
L1 J | 141,169 197 225 253 296

T
m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. 00 16. 20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118371.D

Aca On - 28 Dec 2019 18:01

Operator : JU

Sample : K6438-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF122419_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Docosene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
16.05 3.77ng 199967  perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Docosere 308 C22H44 001599-67-3 91

2 1-Nonadecene 266 C19H38 018435-45-5 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 90
4 10-Heneicosene (c.t) 294 C21H42 095008-11-0 90

5 Heptacosyl acetate

438 C29H5802

1000351-78-2 90

Abundance Scan 2374 (16.051 min): BF118371.D (-2368) (-) m/z 83.05 100.00%
57 83
5000 111
l 139 181517 265 355 15.80 16.00 16.20 16.40
. s m/z 97.05 91.27%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #151538: 1-Docosene
55
97
5000 LA B L L L L LB
29 15.80 16.00 16.20 16.40
105 m/z 57.10 83.22%
i ] | 153181 308
e e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #115905: 1-Nonadecene
41
83 L e B
15.80 16.00 16.20 16.40
5000 m/z 43.10 77 .04%
111
J | 139 168 266
I B e L o e
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene I  BREEEEES o
43 15.80 16.00 16.20 16.40
m/z 55.10 74 .83%
5000 83
111
\ 1 139167196224 267292 321 462 490
T T B e e B B e e L e B B
miz--> 0 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA F\Data\BF122819\
Data File : BF118371.D

Acq On : 28 Dec 2019 18:01

Operator : JU

Sample - K6438-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF122419_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]
2-Pentanone, 4-hy... 5.06 18.7 ng 600746 1 6.85 641666 20.0
unknown6 .63 6.63 104.0 ng 3336300 1 6.85 641666 20.0
n-Hexadecanoic acid 11.92 7.6 ng 404628 4 11.39 1065740 20.0
5-Eicosene, (E)- 13.87 15.2 ng 773611 5 14.04 1019160 20.0
Eicosane 14.50 2.6 ng 133145 5 14.04 1019160 20.0
unknownl14 .52 14.52 3.3 ng 166495 5 14.04 1019160 20.0
Heptadecane 15.15 3.1 ng 165367 6 15.54 1060480 20.0
Hexacosane 15.98 3.0 ng 160535 6 15.54 1060480 20.0
1-Docosene 16.05 3.8 ng 199967 6 15.54 1060480 20.0
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