LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113892.D

Acq On 22 Apr 2019 21:50

Operator : JU/SJ

Sample : K2515-19

Misc :

ALS Vial : 10 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-BF042219_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 2.216 19 22 35 rvB2 62588 108516 2.05% 0.265%
2 5.522 579 584 587 rBV 3920489 4293515 81.19% 10.479%
3 6.528 748 755 757 rBV 3669417 4366396 82.57% 10.657%
4 6.669 774 779 782 rBV 4720509 4543976 85.93% 11.091%
5 6.892 814 817 821 rBVY 811390 679208 12.84% 1.658%
6 7.051 840 844 848 rBV 3894361 3743839 70.80% 9.138%
7 7.451 907 912 915 rBV 2763284 2813231 53.20% 6.866%
8 8.175 1031 1035 1038 rBV 995459 788301 14.91% 1.924%
9 9.251 1213 1218 1221 rBV 5848670 5288066 100.00% 12.907%
10 9.569 1269 1272 1275 rBV 176283 152147 2.88% 0.371%

11 9.639 1280 1284 1287 rBV 348458 285849 5.41% 0.698%
12 9.928 1329 1333 1337 rBV 1067339 861851 16.30% 2.104%
13 10.716 1462 1467 1470 rBV 3343225 2966782 56.10% 7.241%
14 11.410 1581 1585 1588 rBV 947367 787192 14.89%% 1.921%
15 11.933 1671 1674 1686 rVvB2 336008 357708 6.76% 0.873%

16 12.622 1787 1791 1794 rBV 181411 155648 2.94% 0.380%
17 12.722 1804 1808 1815 rBV 175593 184150 3.48% 0.449%
18 12.851 1825 1830 1832 rBV 139713 133801 2.53% 0.327%
19 12.998 1850 1855 1858 rBV 4933677 4501960 85.13% 10.988%
20 13.433 1925 1929 1932 rBV 185331 221586 4._.19% 0.541%

21 13.463 1932 1934 1942 rVB3 68537 117732 2.23% 0.287%
22 13.974 2014 2021 2028 rBV6 59590 184096 3.48% 0.449%
23 14.045 2028 2033 2036 rVvVv 952857 957965 18.12% 2.338%

24 14.068 2036 2037 2043 rVB 98632 72881 1.38% 0.178%
25 14.221 2059 2063 2066 rVB3 82715 85723 1.62% 0.209%
26 14.527 2112 2115 2118 rVB2 64350 59783 1.13% 0.146%
27 14.833 2164 2167 2171 rVB 75588 74426 1.41% 0.182%
28 14.915 2177 2181 2187 rBV2 50021 74234 1.40% 0.181%

29 15.092 2207 2211 2221 rVB 113032 216993 4._.10% 0.530%
30 15.180 2222 2226 2232 rVB2 103950 133853 2.53% 0.327%

31 15.398 2259 2263 2269 rVB 69519 91255 1.73% 0.223%
32 15.457 2269 2273 2278 rVV 91356 118489 2.24% 0.289%
33 15.521 2279 2284 2288 rVV 758712 981208 18.56% 2.395%
34 15.568 2288 2292 2297 rVB2 92446 141780 2.68% 0.346%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113892.D

Acq On 22 Apr 2019 21:50

Operator : JU/SJ

Sample : K2515-19

Misc :

ALS Vial : 10 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
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 16.010 2363 2367 2376 rBV2 92856 149134 2.82% 0.364%
36 16.527 2450 2455 2459 rBV2 54859 103364 1.95% 0.252%

37 16.998 2530 2535 2543 rVB2 51098 104971 1.99% 0.256%
38 17.445 2606 2611 2618 rVB 38437 70026 1.32% 0.171%

Sum of corrected areas: 40971635
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113892.D

Acq On : 22 Apr 2019 21:50

Operator : JU/SJ

Sample : K2515-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113892.D

Acq On : 22 Apr 2019 21:50

Operator : JU/SJ

Sample : K2515-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

2.22 3.20 ng 108516 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Borane, dimethoxy- 74 C2H7B0O2 004542-61-4 9
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 23 (2.222 min): BF113892.D (-19) (-) m/z 73.00 100.00%
8B

-

5000
87
43 55
39 | | 2.20 2.30 2.40 2.50 2.60
36 48 | 59 69
Obrereprrreprrrprerrrerrrrrprrr et et et byrrreprereieee || M/ 87.05  28.99%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000

43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 43.00 26.80%

|50 ‘ 59 69/ | 80

29

33 39 ‘
O e e e T T e e
m/z-> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73
23 R RRA RAR s R e
2.20 2.30 2.40 2.50 2.60
5000 15 m/z 55.00 21.04%
29
o 11 24 3639 | 47 9761 69
m/z-> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #734: N-Ethylformamide
30 2.20 2.30 2.40 2.50 2.60
73 m/z 71.10 12.82%
5000
44 58
18
0..”,”.q.f?;”lq.”.ﬁ.” “.q.“?ﬁlh‘hu B O —
m/z-> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113892.D

Acq On : 22 Apr 2019 21:50

Operator : JU/SJ

Sample : K2515-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.67 Concentration Rank 1

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

6.67 133.80 ng 4543980 1,4-Dichlorobenzene-d4 6.89
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 16
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 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 779 (6.669 min): BF113892.D (-774) (-) m/z 131.95 100.00%
5000 68
40 e " 640 660 680 7.00
54 - - -
o [& | weus o m/z 68.05 41.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 A UL L UL A
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 34 .55%
0 ‘ b1 H 1 . !
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
" 640 6.60 680 7.00
5000 67 m/z 66.00 26.15%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl T
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 16.45%
5000 og 0
o ,\MI 89 I‘;ﬂm,\,\‘l,,m, s 8 I | |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113892.D

Acq On : 22 Apr 2019 21:50

Operator : JU/SJ

Sample : K2515-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 Longifolene Concentration Rank 7

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

9.57 3.53 ng 152147 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Longifolene 204 C15H24 000475-20-7 99
2 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 95
3 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 010219-75-7 92
4 1H-Cycloprop[e]azulene, decahydr... 204 C15H24 072747-25-2 89
5 Aromandendrene 204 C15H24 000489-39-4 89

Abundance Scan 1272 (9.569 min): BF113892.D (-1269) (-) m/z 161.10 100.00%
161
5000 189
175 | 204 S W | W
9.20 9.40 9.60 9.80
o} m/z 91.00 99.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64270: Longifolene
161
41 o 105 119 133
5000 & 189
67 147 204 9.20 9.40 9.60 9.80
. ‘ ‘ 175 m/z 105.00  84.77%
oL |1|5| .U. "I‘ \;“lwl .“l‘. e l | e N'M‘] 1 l“. ; I“' ; .‘l I' .‘. — -
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
161
o3 105 204 9.20 9.40 9.60 9.80
5000 79 119 .0 m/z 94.00 84 _.56%
41 189
%5 67 147 75
e S R S S WL S B SIS I S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64550: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet... e A
161 9.20 9.40 9.60 9.80
41 93 m/z 93.00 80.35%
79 105 04
5000 55 119 3135
67 189
27 ‘ 147 175
oL e “:::‘lluu‘uuluuu
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113892.D

Acq On : 22 Apr 2019 21:50

Operator : JU/SJ

Sample : K2515-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.93 9.09 ng 357708 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 18
Abundance Scan 1673 (11.927 min): BF113892.D (-1671) (-) m/z 73.00 100.00%
60 73
43
5000
129
7 e R R ALEEEEEE
01115 143157171135199213227 256 11,60 11.80 12,00 12.20
0! m/z 60.00 86.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 L SUMSE BN B LR
nmnmnmnm
21 m/z 43.00 79.25%
m/z--> "éb” 'Zb"'éb' 80 100 120 140 160 180 200 220 240 260
Abundance
43 06073
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
11.60 11.80 12.00 12.20
5000 29 m/z 57.05 64.93%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
3 60 73 11.60 11.80 12.00 12.20
m/z 55.00 64 .46%
5000 129
29
199
‘ ‘ 143 157171 185 242
OIEI-IS|I‘III|‘I‘IHMI —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

8270-BF042219.M Wed Apr 24 17:15:27 2019 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113892.D

Acq On : 22 Apr 2019 21:50

Operator : JU/SJ

Sample : K2515-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.72 4.68 ng 184150 Phenanthrene-d10 11.41
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 89
3 n-Decanoic acid 172 C10H2002 000334-48-5 60
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 17-Pentatriacontene 491 C35H70 006971-40-0 25
Abundance Scan 1808 (12.722 min): BF113892.D (-1804) (-) m/z 73.00 100.00%
7B
43 5
5000 129

:

143157171 | 199213227 12.40 12.60 12.80 13.00
o] m/z 43.00 75.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
%3 51 u\/\y\‘/
129 JMNh“JLWmJ
5000 28 284 TT T T TT T T[T T I T[T TTIT]
12. 40 12. 60 12. 80 13.00
m/z 60.00 73.10%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 5 73
12.40 12.60 12.80 13.00
5000 29 129 m/z 57.05 69.25%
87 242
143 199
115 185
101 157171 213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39472: n-Decanoic acid T B o
60 12.40 12.60 12.80 13.00
a1 m/z 55.00 57.75%
5000 129
2
87
L L Tl U B O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113892.D

Acq On : 22 Apr 2019 21:50

Operator : JU/SJ

Sample : K2515-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.43  4.63ng 221586  Chrysene-diz 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 96
2 Phosphoric acid, dibutyl phenyl ... 286 C14H2304P 002528-36-1 22
3 2,2-Bis(4"-methoxyphenyl)-2-etho... 286 C18H2203
4 Benz(a)acridine, 9,10,12-trimethyl- 271 C20H17N
5 6H-Indeno[1,2-d][1,2,4]-triazolo... 271 C16H9N5

063040-02-8 18

m/z 175.10 100.00%

Abundance Scan 1928 (13.427 min): BF113892.D (-1925) (-)

1000283-53-7 22

1000286-52-6 14

(o]

55 115 145

91 1
1, |Il

| l 15229243
il |

13 20 13. 40 13 60 13. 80

115 271
201
5000
69 286
41 159

m/z 271.20

93.22%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b,...
271
175
5000 |||||||||||||||||||
201 286 13.20 13.40 13.60 13.80
159 m/z 201.10 70.11%
o.qw.wLﬂq””w PP W T W 0 e W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
175
13.20 13.40 13.60 13.80
5000 o m/z 189.10 40.36%
41 77
ol 2 57 117132 157 2011523054 286
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #133029: 2,2-Bis(4'-methoxyphenyl)-2-ethoxyethane
271 13.20 13.40 13.60 13.80
m/z 69.00 34.98%
5000 45 286
241
o [ 133 149 179 2112%7 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13 20 13. 40 13 60 13. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113892.D

Acq On : 22 Apr 2019 21:50

Operator : JU/SJ

Sample : K2515-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 8 unknownl3.46 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.46 2.46 ng 117732 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 [1,2,5]-Oxadiazolo[3,4-a]Jcinnoli... 202 C10H10N40 1000260-59-4 22
2 1,3,5-Triazine, 2-chloro-4-metho... 228 C9H13CIN40 005097-48-3 22
3 4-Carbamoyl-3-methoxyquinoline 202 C11H10N202 020844-05-7 22
4 4-Methoxy-naphthalene-1-carboxyl... 202 C12H1003 1000317-85-4 22
5 1-Naphthalenecarboxylic acid, 2-... 202 C12H1003 000947-62-6 22
Abundance Scan 1934 (13.463 min): BF113892.Dd)(—1932) ) m/z 202.10 100.00%
202
284
5000
227
269 13.20 13.40 13.60 13.80
o m/z 213.10 62.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #62200: [1,2,5]-Oxadiazolo[3,4-a]cinnoline, 4,5-dihydro-8-...
2(
30
5000 -
13.20 13.40 13.60 13.80
m/z 199.00 57.80%
91 11713146
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
213228
41 84 199 1320 13140 13.60 13,80
5000 55 185 m/z 284.15 55.15%
69 145
163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A
Abundance #62378: 4-Carbamoy!l-3-methoxyquinoline B A
202 13.20 13.40 13.60 13.80
m/z 185.05 39.57%
5000 185
143
157
88 115129 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113892.D

Acq On : 22 Apr 2019 21:50

Operator : JU/SJ

Sample : K2515-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 Behenic alcohol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.97 3.84 ng 184096 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93

Abundance Scan 2020 (13.968 min): BF113892.D (-2014) (-) m/z 83.00 100.00%

5000

13.60 13.80 14.00 14.20

167 187 209
m/z 69.00 94 .84%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcoho

5000 LA L L L L LB L
13.60 13.80 14.00 14.20
m/z 97.00 85.98%
29 139
0 Ll 167182 210 238 264280 308
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
R EAREEEEmamma
13.60 13.80 14.00 14.20
5000 111 m/z 57.00 85.25%
29

139 167182 210 233 266 204

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1 L BT o e
55 13.60 13.80 14.00 14.20

m/z 55.05 83.08%

5000

29
0 M J | 182 210 238 266
S Aaasasnes s A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113892.D

Acq On : 22 Apr 2019 21:50

Operator : JU/SJ

Sample : K2515-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.18 2.73 ng 133853 Perylene-di12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 97
2 Nonadecane 268 C19H40 000629-92-5 93
3 2-methyloctacosane 408 C29H60 1000376-72-8 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2226 (15.180 min): BF113892.D (-2222) (-) m/z 57.00 100.00%
57
85
5000
113 R SRR BN JU
141 169,00 211 239 268 14.80 15.00 15.20 15.40
o..J,~I.‘.'..||,.'|.‘i‘1"..189,....,.... SE— m/z 71.05 79.80%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 A SRR DR DU R
14. 80 15. oo 15.20 15.40
29 m/z 85.05 58.46%
0 \‘ Jl h Il u‘ 1:}3 \141 169 197 225 254
m/z--> 55 160 150 260 2éo 360 3éo
Abundance
57
o 14.80 15.00 15.20 1540
5000 m/z 43.05 52.87%
29
o 113 141 169 197 268
m/z--> 55 160 150 260 250 360 3éo
Abundance #215181: 2-methyloctacosane A B o
57 14.80 15.00 15.20 15.40
m/z 55.00 22.19%
5000 85
N ] I | Ulj3wl41 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2éo 300 3éo ' 1480 1500 1520 1520 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113892.D

Acq On : 22 Apr 2019 21:50

Operator : JU/SJ

Sample : K2515-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.01 3.04 ng 149134 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Eilcosane 282 C20H42 000112-95-8 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Nonadecane, 2,3-dimethyl- 296 C21H44 075163-99-4 91

Abundance Scan 2367 (16.010 min): BF113892.D (-2363) (-) m/z 57.05 100.00%

57

5000

g8

169 197 p15 239 266987 15.60 15.80 16.00 16.20 16.40
m/z 71.05 80.49%

141

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117638: Nonadecane
57
5000 85 llllllllllllllllll

15.60 15.80 16.00 16,20 16.40
m/z 85.10 62.80%

0 ‘ L M8 14 e 197 225240 268
,,,,,,,,, AR EREaEea s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R man T
85 15.60 15.80 16.00 16.20 16.40
5000 m/z 43.00 58.55%
41
113
oL 26 141 169 197 205 53 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane A EEE TS
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 21.46%
85
5000
4
113
0 ‘ L [ e a6 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15. 60 15. 80 16. 00 16. 20 16 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113892.D

Acq On : 22 Apr 2019 21:50

Operator : JU/SJ

Sample : K2515-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.53 2.11 ng 103364 Perylene-d12 15.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 74
2 Pentacosane 352 C25H52 000629-99-2 74
3 Triacontane 422 C30H62 000638-68-6 72
4 Octacosane 394 C28H58 000630-02-4 72
5 2-methyloctacosane 408 C29H60 1000376-72-8 72
Abundance Scan 2455 (16.527 min): BF113892.D (-2450) (-) m/z 57.00 100.00%

7
85
5000

179 207 239 975 16.20 16.40 16.60 16.80
(o} m/z 71.10 69.87%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85

5000 R A RAa T
16. 20 16. 40 16 60 16.80

m/z 85.10 65.20%

29 113
0 \‘ ‘L ‘ “\ h h‘ H‘ \ \1\169 197 225 253 296
] T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57

16. 20 16. 40 16 60 16.80

5000 85 m/z 43.05 52.48%
113
Lz 141 169 211 239 267 295 323 352 [WJWMM\%“WWMJRWVWN\WWWJ“\NW
o L T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane i B B e S
57 16.20 16.40 16.60 16.80
m/z 55.00 26.20%
5000 85
13 149
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
RN 1 I A i S A Lt s e R LR LA s S T
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF042219\
Data File : BF113892.D

Acq On 22 Apr 2019 21:50

Operator : JU/SJ

Sample : K2515-19

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF042219_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]
Butane, 2-methoxy... 2.22 3.2 ng 108516 1 6.89 679208 20.0
unknown6 .67 6.67 133.8 ng 4543980 1 6.89 679208 20.0
Longifolene 9.57 3.5 ng 152147 3 9.93 861851 20.0
n-Hexadecanoic acid 11.93 9.1 ng 357708 4 11.41 787192 20.0
Octadecanoic acid 12.72 4.7 ng 184150 4 11.41 787192 20.0
2-Phenanthrenol, ... 13.43 4.6 ng 221586 5 14.05 957965 20.0
unknownl13.46 13.46 2.5 ng 117732 5 14.05 957965 20.0
Behenic alcohol 13.97 3.8 ng 184096 5 14.05 957965 20.0
Octadecane 15.18 2.7 ng 133853 6 15.53 981208 20.0
Nonadecane 16.01 3.0 ng 149134 6 15.53 981208 20.0
Heneicosane 16.53 2.1 ng 103364 6 15.53 981208 20.0
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