LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115630.D

Aca On 17 Jul 2019 18:58

Operator : HP/JU

Sample - K3835-03

Misc :

ALS Vial : 11 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-BF071219.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 2.216 15 22 33 rvB 659423 883517 16.91% 1.842%
2 3.434 226 229 241 rBV 24811 58206 1.11% 0.121%
3 5.510 576 582 585 rBY 4088213 4784880 91.60% 9.973%
4 6.516 746 753 756 rBVY 4174825 5183290 99.23% 10.804%
5 6.657 771 777 780 rBVY 4736660 5223472 100.00% 10.887%
6 6.881 811 815 819 rBVY 1493460 1169807 22.40% 2.438%
7 7.040 837 842 845 rBVY 4232856 4051212 77.56% 8.444%
8 7.440 904 910 913 rBVY 2953345 3469469 66.42% 7.231%
9 8.163 1028 1033 1036 rBvV 1427476 1271692 24.35% 2.651%
10 9.239 1210 1216 1219 rBV 4687475 5008910 95.89% 10.440%

11 9.622 1277 1281 1284 rBV 1068891 839640 16.07% 1.750%
12 9.910 1326 1330 1334 rBV 1514085 1450650 27.77% 3.024%
13 9.992 1339 1344 1354 rBV3 25443 55251 1.06% 0.115%
14 10.704 1459 1465 1468 rBV 3087164 3147581 60.26% 6.561%
15 10.798 1477 1481 1489 rVB 167045 153458 2.94% 0.320%

16 11.398 1579 1583 1586 rBV 1555429 1375665 26.34% 2.867%
17 11.563 1608 1611 1623 rBV 79123 93666 1.79% 0.195%
18 11.704 1630 1635 1641 rBV2 86420 107029 2.05% 0.223%
19 11.922 1668 1672 1681 rBV 882813 857988 16.43% 1.788%
20 12.322 1736 1740 1758 rVB 390333 592991 11.35% 1.236%

21 12.704 1801 1805 1818 rBV 362351 367360 7.03% 0.766%
22 12.980 1847 1852 1855 rBV 4349135 4162329 79.69% 8.676%
23 13.022 1855 1859 1862 rVB 606774 499562 9.56% 1.041%
24 13.451 1925 1932 1939 rBV 196933 200858 3.85% 0.419%
25 13.898 2000 2008 2019 rBV2 145041 363368 6.96% 0.757%

26 14.027 2024 2030 2034 rBV 1086003 971501 18.60% 2.025%

27 14.498 2105 2110 2113 rBV2 74342 74877 1.43% 0.156%
28 14.545 2114 2118 2125 rBV6 28045 62537 1.20% 0.130%
29 14.804 2159 2162 2166 rVB 97999 89929 1.72% 0.187%

30 15.139 2215 2219 2223 rBV 105938 121831 2.33% 0.254%

31 15.492 2274 2279 2283 rBV 752096 941411 18.02% 1.962%

32 15.521 2283 2284 2290 rVB 108782 99334 1.90% 0.207%
33 15.957 2354 2358 2364 rVB 79976 117589 2.25% 0.245%
34 16.074 2373 2378 2384 rBV10 23135 57308 1.10% 0.119%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115630.D

Aca On 17 Jul 2019 18:58

Operator : HP/JU

Sample - K3835-03

Misc :

ALS Vial : 11 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 - 0 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-BF071219.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 16.462 2440 2444 2450 rVB 46348 69592 1.33% 0.145%

Sum of corrected areas: 47977760
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115630.D

Aca On 17 Jul 2019 18:58

Operator : HP/JU

Sample - K3835-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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: BF115630.D

551 6.52 7.04

4000000

3000000 7.44

2000000
6.88

1000000

3.43 L

T L L

T
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: BF115630.D

4000000

10.70
3000000

2000000

8.16 9.91 11.40
9.62
1000000 11.92
18.02
12.32 12.70

0 9.99 f0.80 11.56.70
e e A A

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: BF115630.D

4000000

3000000

2000000

14.03
1000000 15.49

13.45 A
o i 13.9 14,584 14.80 15/.\14 18.52 15.96.07 16.46
Tt L e B e T T T T T e

! T
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\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115630.D

Aca On 17 Jul 2019 18:58

Operator : HP/JU

Sample - K3835-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.22 15.11 ng 883517 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 23 (2.222 min): BF115630.D (-15) (-) m/z 72.95 100.00%
3
5000
43 87
37, | 7 2.20 2.30 2.40 2.50 2.60
Obrr e e - S e | MZZ 43.00 31.49%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 55
43 2.20 2.30 2.40 2.50 2.60
- 87 m/z 87.00 26.31%
0 "|"J””"??hhj'%?""|"§?H""|"J'|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 23.03%
L 79 | 97 112 129
O'W'”'P'”I”'W'”'P" '”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 40 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- J—y—-r—y——y——y
73 2.20 2.30 2.40 2.50 2.60
m/z 71.10 10.62%
5000 43
58
0'W'”“ﬁ'”l“'%'”'P”'P*”I”JW'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115630.D

Aca On 17 Jul 2019 18:58

Operator : HP/JU

Sample - K3835-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.66 Concentration Rank 1

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

6.66 89.30 ng 5223470 1,4-Dichlorobenzene-d4 6.88
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 777 (6.657 min): BF115630.D (-771) (-) m/z 132.00 100.00%
5000 68
40 % J 640 6.60 680 7.00
54 : : : :
ol |7 e | sus W w/z 68.00  41.15%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 U R R R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 34.31%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
640 6.60 680 7.00
5000 67 m/z 66.00 27.15%
41 97
53
‘ o ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R R e SR e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.00 16.72%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | B8 |
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\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115630.D

Aca On 17 Jul 2019 18:58

Operator : HP/JU

Sample - K3835-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Benzenesulfonamide, N,4-dim... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.80 2.23 ng 153458 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 93
2 Cvclohepta-2.4.6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 70
3 (2R)-(-)-Glvcidvl p-toluenesulfo... 228 C10H1204S 113826-06-5 50
4 Ethvl(E/Z2)-.alpha.-cvano-4-nitro... 416 C19H16N207S 1000287-26-8 50
5 Benzenesulfonamide, N,4-dimethyl... 214 C8H10N203S 000080-11-5 50
Abundance Scan 1481 (10.798 min): BF115630.D (-1477) (-) m/z 91.00 100.00%
il
5000
65 121 155 185
39 51 77 108 10.40 10.60 10.80 11.00 11.20
0 ...,....',..-..,'.|...-,..' .,....;'...1.3]9..|:,....,.|... 28 m/z 65.00  23.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49673: Benzenesulfonamide, N,4-dimethyl-
il
5000 LR SRR I SN
185 1040 10.60 10.80 11.00 11.20
30 65 155 m/z 185.00 22.61%
0 18 .| | 5.1 || 7 ) 10812I1 139 \ L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49677: Cyclohepta-2,4,6-trienesulfonic acid, methylamide
il
10.40 10.60 10.80 11.00 11.20
5000 185 m/z 155.00 22 .32%
155
65
30
0 \‘ ‘\ ?l ‘\‘ 7\7 | 10\8 12‘1 139 ! I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83787: (2R)-(-)-Glycidyl p-toluenesulfonate N R
il 10.40 10.60 10.80 11.00 11.20
m/z 92.00 17.57%
5000 155
65
39 172
15 2( 51 ‘ 77107 139 228
o} ST Y .y S S G | S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 1040 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115630.D

Aca On 17 Jul 2019 18:58

Operator : HP/JU

Sample - K3835-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.92 12.47 ng 857988 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1672 (11.922 min): BF115630.D (-1668) (-) m/z 73.00 100.00%
43 60
5000 129
7 213 L I L
01115 | 45157171185, 0077, 256 11.60 11.80 12.00 12.20
0 m/z 60.00 79.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 UL A SN B DU
11. 60 11. 80 12.00 12.20
m/ 43.00 78.06Y%
TJJ 143157171185 | 213 ‘ 0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
60 73
43 ~—
11!60 11fso 12foo 12!20 '
5000 29 m/z 57.00 63.19%
129
‘ T? o1 115 ‘ 71 214
0mI,\“,\I\J,,l‘\,}“,"U,jl‘,,,\,lel“f?,l?i,\,,IJI},%”,,
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 11.60 11.80 12.00 12.20
m/z 41.00 60.29%
5000 129
29
199
‘ 143157171185 242
O.Fﬁﬂ”wﬂn

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115630.D

Aca On 17 Jul 2019 18:58

Operator : HP/JU

Sample - K3835-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 1,3-Butanedione, 1-phenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.32 8.62 ng 592991 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Butanedione. 1-phenvl- 162 C10H1002 000093-91-4 91
2 3-Buten-2-one. 4-hvdroxv-4-phenvl- 162 C10H1002 001704-14-9 62
3 1.3-di-i1so-propvinaphthalene 212 C16H20 1000374-05-2 35
4 Benzoic acid. 2-phenvlhvdrazide 212 C13H12N20 000532-96-7 35
5 3,4-Dimethylbenzo[4,5]imidazo[1,... 212 C13H12N20 1000311-98-3 35
Abundance Scan 1740 (12.322 min): BF115630.D (-1736) (-) m/z 105.00 100.00%
105 212
41 ” 197
144 162
5000
230 12.00 12.20 12.40 12.60
o} m/z 212.10 95.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31949: 1,3-Butanedione, 1-phenyl-
105
77 147 162 A
5000 RN BN BUULRE
43 12.00 12.20 12.40 12.60
m/z 77.00 77.09%
120
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31981: 3-Buten-2-one, 4-hydroxy-4-phenyl-
105
69
162 12.00 12.20 12.40 12.60
5000 43 47 m/z 197.10 75.61%
8 120
0"'w?aw'”'N“”mjﬂ'w"w"“lﬁ"h""“'l“"w'“l
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71419: 1,3-di-iso-propylnaphthalene e e A
197 12.00 12.20 12.40 12.60
212 m/z 40.95 71.52%
5000 155
41 63 76 911031151231 ! | 169181 |
0 ...|....‘i“....|‘...l‘l”..“..luuu‘.l \H I\I‘\”\l\\ """I""‘ |""'|""|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115630.D

Aca On 17 Jul 2019 18:58

Operator : HP/JU

Sample - K3835-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.70 5.34 ng 367360 Phenanthrene-d10 11.40
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 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1804 (12.698 min): BF115630.D (-1801) (-) m/z 72.95 100.00%
43 78
5
5000 129
97
185 R T T
1S | 14300171 | 1000152277 e 284 12.40 12,60 12.80 13.00
(o} m/z 43.05 92 .47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 78
5000 129 R EAEEERE e
12. 40 12. 60 12. 80 13. oo
m/z 59.95 83.60%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 78
o IR AU BN
12.40 12.60 12.80 13.00
5000 m/z 57.00 76.30%
29
NELEN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid ST T R TR
78 12.40 12.60 12.80 13.00
43 m/z 55.00 70.06%
5
5000 129
- 185 228
115
1 143,:7171
Qbbb Al ﬁ\..]ﬂu MY St e il .‘..1.???.1.3..‘.. R =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115630.D

Aca On 17 Jul 2019 18:58

Operator : HP/JU

Sample - K3835-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 8 9-Octadecenamide, (Z)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.45 4.14 ng 200858 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 98
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
3 Hexadecanamide 255 C16H33NO 000629-54-9 53
4 Dodecanamide 199 C12H25N0 001120-16-7 47
5 Pentanamide, 4-methyl- 115 C6H13NO 001119-29-5 37
Abundance Scan 1932 (13.451 min): BF115630.D (-1925) (-) m/z 59.00 100.00%
50
5000
41
R e
126 13.20 13.40 13.60 13.80
154
o 184 221238 264281 302 77 7500 24 580
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #128445: 9-Octadecenamide, (2)-
50
5000 41 RN UL UL RN B
13.20 13.40 13.60 13.80
m/z 55.00 37.13%
o1 126 154160184 221238 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...
50
" 13.20 13.40 13.60 13.80
5000 m/z 41.00 30.84%
o 83 111726141157 181196212 229
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106565: Hexadecanamide L L e B
50 13.20 13.40 13.60 13.80
m/z 43.00 23.79%
5000
43
2 A T O . 170195212227 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115630.D

Aca On 17 Jul 2019 18:58

Operator : HP/JU

Sample - K3835-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 n-Tetracosanol-1 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.90 7.48 ng 363368 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 95
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 Behenic alcohol 326 C22H460 000661-19-8 95
4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 1-Heptacosanol 396 C27H560 002004-39-9 94

Abundance Scan 2008 (13.898 min): BF115630.D (-2000) (-) m/z 83.00 100.00%

55

5000

13.60 13.80 14.00 14.20
m/z 55.00 87.57%

o 167 195 302
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1

13!60 13.I80 14.IOO 14.I20
m/z 57.00 87.37%

5000

167 195 222 250 280 308 336

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
55 83
R R R e e e R
13.60 13.80 14.00 14.20
5000 m/z 97.05 84.01%
29
RRRRARES RARANRARs Ay
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol R e e
55 83 13.60 13.80 14.00 14.20
m/z 43.00 83.58%
5000
29
o il 167 196 224 252 280 308
RRRRAREIRARAERARs uay R N ELmEE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115630.D

Aca On 17 Jul 2019 18:58

Operator : HP/JU

Sample - K3835-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.14 2.59 ng 121831 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2219 (15.139 min): BF115630.D (-2215) (-) m/z 57.00 100.00%
57
5000
100500 10 o 14780 15100 15,20 1540
N — --JJ I B2 28 m/z 71.00 80.73%
m/z--> 50 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
5000 85 R SR DU DU SRR
14. 80 15. oo 15.20 15.40
m/z 43.00 62.98%
29 113
oL Ly | t3,041 160 107 225 268
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #141426: Heneicosane
57
o 14,80 15.00 15.20 15.40
5000 m/z 85.05 58.22%
29 113
oL L. | |, [ | 141 169 197 225 253 296
m/z--> éo 100 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane L
57 14.80 15.00 15.20 15.40
m/z 99.10 21.97%
5000 85
113 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(|)O 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71719\
Data File : BF115630.D

Aca On 17 Jul 2019 18:58

Operator : HP/JU

Sample - K3835-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 11 Hexacosane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.96 2.50 ng 117589 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2359 (15.963 min): BF115630.D (-2354) (-) m/z 57.00 100.00%
5000

15.60 15.80 16.00 16.20
m/z 71.00 73.82%

183 211 239 266

o
m/z--> 50 100 150 200 250 300 350 400

Abundance #194493: Hexacosane
57
5000 85 LA L L L L L B
15.60 15.80 16.00 16.20
m/z 85.05 55.28%
29
LT ﬂlﬁ311ﬂ1‘169 197 225 253 295 323 367
i P L e A -
miz--> 5 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57
tadshdmadimdiin g
15.60 15.80 16.00 16.20
5000 85 m/z 43.00 52.83%
113
NEINEE A | 141 169 197 225 253 281 309 337 365 393 422
A S s P S SR IS
miz--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane I B o
7 15.60 15.80 16.00 16.20
m/z 55.00 19.58%
5000 a5
29
oL Ll (113 141 169 197 225 253 281 309 337 365 394
e e e A A R R SN
mz--> 50 100 150 200 250 300 350 400 15,60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO71719\
Data File : BF115630.D

Acq On 17 Jul 2019 18:58

Operator : HP/JU

Sample - K3835-03

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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 15.1 ng 883517 1 6.88 1169810 20.0
unknown6 .66 6.66 89.3 ng 5223470 1 6.88 1169810 20.0
Benzenesulfonamid... 10.80 2.2 ng 153458 4 11.40 1375670 20.0
n-Hexadecanoic acid 11.92 12.5 ng 857988 4 11.40 1375670 20.0
1,3-Butanedione, ... 12.32 8.6 ng 592991 4 11.40 1375670 20.0
Octadecanoic acid 12.70 5.3 ng 367360 4 11.40 1375670 20.0
9-Octadecenamide, ... 13.45 4.1 ng 200858 5 14.03 971501 20.0
n-Tetracosanol-1 13.90 7.5 ng 363368 5 14.03 971501 20.0
Nonadecane 15.14 2.6 ng 121831 6 15.49 941411 20.0
Hexacosane 15.96 2.5 ng 117589 6 15.49 941411 20.0
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