LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 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-BF012020.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 2.146 3 10 24 rVB 1373978 1951870 24.51% 2.694%
2 2.251 24 28 37 rvB 62126 99279 1.25% 0.137%
3 5.087 507 510 517 rVB 100214 112138 1.41% 0.155%
4 5.398 557 563 572 rVB 186294 291837 3.67% 0.403%
5 5.487 572 578 581 rBY 6169011 6150127 77 .24% 8.488%
6 6.492 743 749 752 rBVY 5529578 6323979 79.43% 8.728%
7 6.751 789 793 796 rBV 440166 350044 4._.40% 0.483%
8 6.863 808 812 816 rBY 1970052 1562510 19.62% 2.157%
9 7.022 835 839 842 rBVY 6382655 5487900 68.93% 7.574%
10 7.422 902 907 910 rBVY 4533316 4141733 52.02% 5.716%

11 8.145 1026 1030 1033 rBV 2213929 2026990 25.46% 2.798%
12 8.816 1138 1144 1152 rBV 103476 133110 1.67% 0.184%
13 9.222 1208 1213 1216 rBV 8233374 7962116 100.00% 10.989%
14 9.610 1275 1279 1282 rBV 996430 864001 10.85% 1.192%
15 9.898 1324 1328 1331 rBV 2655312 2319503 29.13% 3.201%

16 10.680 1457 1461 1465 rBV 5051152 5134647 64.49% 7.087%
17 10.774 1474 1477 1480 rVB2 235969 186786 2.35% 0.258%
18 11.039 1519 1522 1527 rBvV2 117952 119329 1.50% 0.165%
19 11.086 1527 1530 1535 rBV 175922 152994 1.92% 0.211%
20 11.339 1568 1573 1576 rBV2 277394 237294 2.98% 0.328%

21 11.380 1576 1580 1583 rBV 2631367 2269624 28.51% 3.132%
22 11.651 1624 1626 1628 rBV 126213 103808 1.30% 0.143%
23 11.868 1660 1663 1666 rBV 415539 424849 5.34% 0.586%
24 11.910 1666 1670 1685 rVB 1738715 1757960 22.08% 2.426%
25 12.421 1754 1757 1762 rBV 149112 141171 1.77% 0.195%

26 12.592 1783 1786 1788 rBV 184439 195913 2.46% 0.270%
27 12.610 1788 1789 1796 rVV4 185466 268571 3.37% 0.371%
28 12.692 1799 1803 1815 rVB 599018 751800 9.44% 1.038%
29 12.862 1826 1832 1844 rBV 1909590 2367250 29.73% 3.267%
30 12.962 1844 1849 1852 rVV 8098773 7698369 96.69% 10.625%

31 13.168 1881 1884 1887 rBV 76448 82252 1.03% 0.114%
32 13.539 1945 1947 1949 rVB 111622 85647 1.08% 0.118%
33 13.857 1997 2001 2009 rBV 974418 1128250 14.17% 1.557%
34 14.009 2023 2027 2031 rBV 1792145 1577160 19.81% 2.177%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 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\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.180 2052 2056 2063 rBV 376936 367534 4.62% 0.507%

36 14.486 2104 2108 2114 rBV 654672 622244 7.82% 0.859%
37 14.792 2155 2160 2168 rVB 813137 850974 10.69% 1.174%
38 14.868 2169 2173 2178 rVB 288496 292459 3.67% 0.404%
39 15.127 2212 2217 2227 rBV 844093 1058922 13.30% 1.461%
40 15.474 2270 2276 2279 rBV 1171647 1564239 19.65% 2.159%

41 15.509 2279 2282 2291 rVB 747320 1020803 12.82% 1.409%
42 15.945 2350 2356 2361 rBVY 483600 796126 10.00% 1.099%
43 15.992 2361 2364 2375 rVB4 74197 144841 1.82% 0.200%
44 16.362 2423 2427 2433 rVBS8 61761 103561 1.30% 0.143%
45 16.451 2435 2442 2460 rVB2 241665 572872 7.19% 0.791%

46 17.050 2538 2544 2551 rVB3 72250 152017 1.91% 0.210%
47 17.721 2651 2658 2675 rVB6 158564 447904 5.63% 0.618%

Sum of corrected areas: 72455307
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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: BF118684.D
8000000

5.49 7.02

6000000 6.49

7.42
4000000

2000000 ,

2.25 509 5.40

e TS -
Time--> 2.50 3.00 3.50 4.00 4.50 5.00

Abundance TIC: BF118684.D
8000000 922 12,96

1
5.50 6.00 6.50 7.00 7.50

6000000
10.68

4000000

9.90 11.38
8.15
2000000 11.91 12.84

1187 12.69
8.82 L ﬂ 5117 11529 1134 1165 | 12432 13.17

ot — A A e N =

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: BF118684.D
8000000

6000000
4000000

2000000 14.01

15.47
13.86 14.49 14.79 15.13 16.51

1418 15.94
13,54 I\ T E 1§99 16145 17.05 17.72
T T T I
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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.

2.15 24.98 ng 1951870 1,4-Dichlorobenzene-d4 6.86
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 11 (2.151 min): BF118684.D (-3) (-) m/z 73.05 100.00%
7B
5000 /\
T 55 87 A R R U IR U
37 | &7 2.20 2.30 2.40 2.50 2.60
Ot ot S e M7z 43.10  32.27%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 AN AR LA RN AR R
43 2.20 2.30 2.40 2.50 2.60
87 m/z 87.10 26.18%
0 M\‘ 37\\\ 49 67, 101
mz> 20 30 40 50 60 70 80 80 100 110 120 130
Abundance
73
87 R R R U UL U
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 55.05 21.96%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- R RmEa e R Ama man
73 2.20 2.30 2.40 2.50 2.60
m/z 71.10 10.90%
5000 43
58
0"|“”w“'“|*“'|“"w"w'*“l'“tw"w"“|'“'|“"w"' A R R U UL U
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\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 2,3-Butanediol, 2,3-dimethyl- Concentration Rank 17

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

5.40 3.74 ng 291837 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Butanediol. 2.3-dimethvl- 118 C6H1402 000076-09-5 78
2 2-Hexanone. 3-hvdroxv-3.5-dimethvl- 144 C8H1602 006321-14-8 64
3 Propanoic acid. 2-hvdroxv-2-meth... 118 C5H1003 002110-78-3 45
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 39
5 Oxetane, 2,2,4-trimethyl- 100 C6H120 023120-44-7 25

Abundance Scan 563 (5.398 min): BF118684.D (-557) (-) m/z 59.00 100.00%
5o
5000
i 8 5% 550 540 580 Sh0
0..,....,....,....-,|:|...,??-.L;...‘??....,.'.l..,....,1.0.3..,....,... m/z 42.95  21.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8858: 2,3-Butanediol, 2,3-dimethyl-
59
5000
5.00 520 540 5.60 5.80
43 m/z 57.10 20.34%
31 85
0 15 N 37‘\\ 53 M‘ 67 73 \ 103
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59
500 520 540 560 580
5000 m/z 85.10 14 _.36%
43
69 83 101 111
G s R L RS RS R RS LR RS RRAR MRS LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8740: Propanoic acid, 2-hydroxy-2-methyl-, methy! ester P e
59 5.00 520 540 5.60 5.80
m/z 40.95 12.51%
5000
43
31
0 25) \ 37 “ 53 || 6975 86 93 103109 118
mz> 10 20 30 40 50 60 70 80 90 100 110 120 500 520 540 560 580
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 3 unknown6.75 Concentration Rank 14

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

6.75 4_.48 ng 350044 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octene-2.6-dione. 5.5.7-trimet... 182 C11H1802 077142-73-5 47
2 3-Hexene-2.5-dione 112 C6H802 004436-75-3 38
3 1.5-Dimethvl-6-oxa-bicvclol3.1.0... 112 C7H120 082461-31-2 35
4 Hexane. 2.3-dimethvl- 114 C8H18 000584-94-1 35
5 3-Hexen-2-one, 5-methyl- 112 C7H120 005166-53-0 35

Abundance Scan 793 (6.751 min): BF118684.D (-789) (-) m/z 43.00 100.00%
43
5000 71 97
112
58 S A RS ARSI AR
83 130 6.40 6.60 6.80 7.00
0 o AN B m/z 97.10 42 .54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47004: 3-Octene-2,6-dione, 5,5,7-trimethyl-, (E)-
43 112
5000 S AN BAASE RS SRR N
6.40 6.60 6.80 7.00
71 97 m/z 71.10 41.02%
o J‘ 55 ‘L‘ 83 | | 125 139149 164 183
mz> 20 40 80 80 100 130 140 160 180
Abundance
43
o7 640 6.60 6.80 7.00
5000 112 m/z 112.10 26.98%
69
26 55 82
S e W L B UL W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6615: 1,5-Dimethyl-6-oxa-bicyclo[3.1.0]hexane e
43 6.40 6.60 6.80 7.00
m/z 69.10 26.70%
5000
69 112
97
0'|""' H 7?p?'JI'“"I""I""I"" T BRSNS
m/z--> 20 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\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 cis-9-Hexadecenoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.87 3.74 ng 424849 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-9-Hexadecenoic acid 254 C16H3002 1000333-19-5 94
2 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 91
3 Mvristoleic acid 226 C14H2602 000544-64-9 91
4 E-9-Tetradecenoic acid 226 C14H2602 1000131-35-8 90
5 Palmitoleic acid 254 C16H3002 000373-49-9 87
Abundance Scan 1663 (11.868 min): BF118684.D (-1660) (-) m/z 55.05 100.00%

5000

]

11.60 11.80 12.00 12.20
m/z 69.10 56.00%

111
125138151 165 179192

o 218 236
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105678: cis-9-Hexadecenoic acid

55

N I

5000 83
11.60 11.80 12.00 12.20
m/z 41.00 52 .85%

o---.-ﬁ--‘.‘-‘--‘“‘ M\ H‘H \\ m \Hm AT 152165170 194207 221 2% 254
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance
41 95

11.60 11.80 12.00 12.20

5000 69 m/z 83.10 36.64%
83 o,
1114, 236
o 124138152165179192 218 254
B I R o T i e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82760: Myrlstolelc acid S e B L L B
55 11.60 11.80 12.00 12.20
41 m/z 97.05 32.79%
5000 69
97
110124
NI 1) I HHH A RasT a1 166179199208 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. 60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.91 15.49 ng 1757960 Phenanthrene-d10 11.38
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 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 30
Abundance Scan 1670 (11.910 min): BF118684.D (-1666) (-) m/z 73.00 100.00%
73
43 60
5000 129
85 213 DY A
g 115 | 13157171185 o0 227 5y 2 11.60 11.80 12.00 12.20
0 m/z 60.00 77.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 R A SR SR DU
11.60 11.80 12.00 12.20
213 256 m/z 43.05 77 .00%
LR gy,
Oluuuul‘l‘..”.”.‘l‘k.” ‘H ‘MIH"I"""I""' .‘...‘.... ”|2|39””|”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 00 73
11.60 11.80 12.00 12.20
5000 29 m/z 57.05 63.14%
129
85 115 171 214
o 98 143157 = 185,49
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid
73 11.60 11.80 12.00 12.20
60 m/z 41.10 62.13%
5000 43 129
185
115 171 228
S ‘M\ el ----.---1?.7--‘-- Lo | o
miz--> 20 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\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Oleic Acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

12.61 2.37 ng 268571 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 87
2 1-Hexadecanol 242 C16H340 036653-82-4 58
3 Cvclopentadecane 210 C15H30 000295-48-7 58
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 52
5 Acetic acid, trifluoro-, undecyl... 268 C13H23F302 053800-01-4 50

Abundance Scan 1789 (12.610 min): BF118684.D (-1788) (-) m/z 55.05 100.00%

41 5P 69 83

97

5000

-

12.20 12.40 12.60 12.80 13.00
m/z 69.10 89.60%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129338: Oleic Acid

5

97

.

12.I20 12.I40 12!60 12.I80 13.IOO
m/z 83.00 84.52%

5000

111
264

125

151165180 207222534

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

55
97 12.20 12.40 12.60 12.80 13.00
5000 m/z 41.00 82.77%
111
27 12

5
139154168 196 224

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69584: Cyclopentadecane
41 5 12.20 12.40 12.60 12.80 13.00

69 g3 m/z 43.05 79.80%

5000

125
139153 182 210

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.69 6.62 ng 751800 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 55
3 n-Decanoic acid 172 C10H2002 000334-48-5 42
4 Undecanoic acid 186 C11H2202 000112-37-8 35
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 30

Abundance Scan 1803 (12.692 min): BF118684.D (-1799) (-) m/z 43.05 100.00%

43 57
5000

14357171 1240 12160 12:80 13.00
N m/z 73.00 91.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73
43 §
129
5000 28 284

12.40 12.60 12.80 13.00
m/z 57.05 80.35%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73

12.40 12.60 12.80 13.00

o

5000 129 m/z 41.05 74 .52%
87 199
27 15 143157171185 242
0 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39470: n-Decanoic acid
60 12 40 12.60 12.80 13.00

m/z 55.05 72.62%

41
5000 129
2(
115 172
‘\ Wl g \H ol 1435,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12 60 12. 80 13. 00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 6-Octadecenoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.86 30.02 ng 2367250 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octadecenoic acid 282 C18H3402 1000336-66-8 98
2 Oleic Acid 282 C18H3402 000112-80-1 97
3 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 96
4 Decvl oleate 422 C28H5402 003687-46-5 76
5 8-Octadecenal 266 C18H340 056554-94-0 70
Abundance Scan 1832 (12.862 min): BF118684.D (-1826) (-) m/z 43.05 100.00%

43
57
5000

151165 185109 222 1260 12180 13.00 13.20
olHl 235 m/z 41.05 75.25%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129340: 6-Octadecenoic acid
55 97
69 83

5000
1260 12180 13.00 13.20
m/z 57.10 71.94%

1
o Al
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55

97 12160 1280 13.00 1320
5000 m/z 55.05 67.06%
111
40 125 264
. 138151165180193207222235249 282
SV 1 L TR PR TR et .
miz--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129353: 9-Octadecenoic acid, (E)- T T T
5 o 12.60 12.80 13.00 13.20
83 m/z 73.00 50.00%
97
5000
111
125 264
il L[7151165 180193207 222235 749
Ol

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Heptacosanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.86 14.31 ng 1128250 Chrysene-d12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 E-14-Hexadecenal 238 C16H300 330207-53-9 93

Abundance Scan 2002 (13.862 min): BF118684.D (-1997) (-) m/z 57.10 100.00%
g7
83
5000
‘ 111
AR BN B SUNR R
139 13.60 13.80 14.00 14.20
I | .“. s iGB 106 224248 260 . m/z 43.10 77.87%
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 97
5000 AR BN B SUNR R
125 13.60 13.80 14.00 14.20
m/z 71.10 63.86%
oL 2L L35 161 200 230 204 g 320 350 978
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
13.60 13.80 14.00 14,20
5000 111 m/z 55.05 61.38%
29
o 139 167 106 238 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 B BB R e
8 13.60 13.80 14.00 14.20
m/z 83.05 60.14%
5000 1
29 139
ol ‘ | ” I “L | 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF012020.M Mon Jan 27 12:50:16 2020

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 Heptadecane, 9-octyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.18 4.66 ng 367534 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
Abundance Scan 2056 (14.180 min): BF118684.D (-2052) (-) m/z 57.10 100.00%
57
85
5000 {V-M
113 13.80 14.00 14.20 14.40
141 169 - - - -
ol A -1] l'.-l 97 225 249207 295 m/z 71.10 78.02%
m/z--> 50 150 200 250 300 350
Abundance #185535. Heptadecane, 9-octyl-
[ JLLJL
5000 85 UL IR B
13.80 14.00 14.20 14.40
m/z 43.10 64 .95%
ol % “\ it 1?‘1 169 197 %3 267 204 323 352
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 13.80 14.00 14.20 14.40
5000 m/z 85.05 57 .06%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane [rrrrprrrrprrrr[prrror1r
57 13.80 14.00 14.20 14.40
m/z 41.05 24 .39%
5000 85
29 i 13 14
oL d LT M 109 107 225 253 205 a2 367
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40

8270-BF012020.M Mon Jan 27 12:50:17 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 12 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.49 7.89 ng 622244 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 96
2 Nonadecane 268 C19H40 000629-92-5 93
3 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 93
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2109 (14.492 min): BF118684.D (-2104) (-) m/z 57.05 100.00%
57 n
5000
113 141 149 1420 14.40 14.60 14.80
— 't 197 225 28 295 m/z 71.10 74.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane
57
5000 85 L B R BUL R
mmmmmmmm
29 m/z 43.10 58.66%
0 1. ‘\ 4 m‘ 1]\-3 141 169 197 226
m/z--> 55 160 1éo 260 2éo 300 3éo 460
Abundance
57
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 57.27%
29
o 113 141 169 197 205 268
miz-> 50 100 150 200 250 300 350 400
Abundance #129495: Hexadecane, 5-butyl- R AR RS
43 14.20 14.40 14.60 14.80
71 m/z 55.00 26 .65%
5000
i 126 225
oL A J i, | 155183 | 253 280
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 400 14'20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 13 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.79 10.88 ng 850974 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Eilcosane 282 C20H42 000112-95-8 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2160 (14.792 min): BF118684.D (-2155) (-) m/z 57.05 100.00%
57
85
5000
113 0 1460 1480 1500 15 20
141 169 14.40 14.60 14.80 15.00 15.20
ol ,‘ l| L0 197,225 253 281 309 337 | ‘n/z 71.10  76.86%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 AU AR B
14.40 14.60 14.80 15.00 15.20
29 m/z 43.10 62.60%
113 141 268
0 .“. ‘.‘l‘.‘l .“‘.“‘l .“.‘. 4 I:I'():gl :II'9|7|2|2|5| T
m/z--> 50 100 150 200 250 300 350
Abundance
57
85 14.40 14.60 14.80 15.00 15.20
5000 m/z 85.10 57.17%
113
o 29 141 169 197 205 ,53 282
m/z--> - '55' - 160" ' 150" "260" "250" ' 560" ' ééd L
Abundance #215181: 2-methyloctacosane =TT RO R T
57 14.40 14.60 14.80 15.00 15.20
m/z 55.10 23.82%
5000 85
N ] I | Ulj3wl41 169 197 225 267 295 365 393
m/z--> % @ @ ﬁ @ ﬁ ﬁ ' mmmmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 14 Squalene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.87 3.74 ng 292459 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 91
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 52
5 4-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 50
Abundance Scan 2173 (14.868 min): BF118684.D (-2169) (-) m/z 69.10 100.00%
69
5000 4 I \
i 137 14060 1250 1500 1520
ol I whi d B0y 175203 231 213200 31367 | “pzog1.05  51.99%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4 L B UL IO UM
14,60 14.80 15.00 15.20
95 m/z 41.00 21.75%
0 L “‘J 417 ﬂ ‘161 191 217 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
14.60 1480 15.00 15.20
5000 m/z 95.05 14.18%
41
95 137
0 117 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p... L
69 14.60 14.80 15.00 15.20
m/z 137.05 11.40%
5000 41
93
ol "‘,\ Mm A JOT 192 a3t 273 315341 384 N SN
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 15 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.13 13.54 ng 1058920 Perylene-d12 15.47
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 Heptacosane 380 C27H56 000593-49-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2218 (15.133 min): BF118684.D (-2212) (-) m/z 57.05 100.00%
57
85
5000

141 169 197 225 14.80 15.00 15.20 15.40
0....l,. l| Lt 7 R0 220 258 295 337 "m/z 71.10  79.05%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
85
5000
14.80 15.00 15.20 15.40
m/z 85.10 60.74%
29
oL k h I | H1ﬁ3J141 169 107 225 253 295 323 367
— T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57
85 14.80 15.00 15.20 15.40
5000 m/z 43.10 59.79%
29 113
0 141 169 197 225 253 296
A e A a
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane T T
57 14.80 15.00 15.20 15.40
m/z 55.10 22_.07%
5000
85
29
ol (118 141 169 197 225 253 281 323 351 380
T T T T T e e T B B eI B
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\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 16 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.94 10.18 ng 796126 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2355 (15.939 min): BF118684.D (-2350) (-) m/z 57.05 100.00%
57
5000 85 /
Iy |113 141 169 107 225 267 295 337 1560 1580 16.00 1620 __
YR 0 0 0P LA - L TR m/z 71.10 76.75%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
15.60 15.80 16.00 16.20
m/z 43.05 58.03%
29 113
0 \‘ J ‘\ “\ ‘hw h‘ u‘ { 1?1\16‘9 197 225 253 296
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance
57
15,60 15.80 16.00 16.20
5000 85 m/z 85.05 50.03%
0 29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #129490: Eicosane e e R R
57 15.60 15.80 16.00 16.20
m/z 55.05 19.96%
85
5000
113
oL ULy [ M 160 197 295 o5y 282
m/z--> 5'0 1(')0 150 2(')0 251;0 3(')0 351;0 ' 15.|60 15.|80 16.IOO 16.|20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 17 2-methyloctacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.45 7.32 ng 572872 Perylene-di12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 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 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2442 (16.451 min): BF118684.D (-2435) (-) m/z 57.05 100.00%
57
85
5000
L0 oy o oo 1650 16,40 16,60 1680
e L B e e e e S m/z 71.10 78.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 R RN B U B
16,20 16.40 16.60 16.80
13 m/z 85.05 61.49%
o ZPW“ \ H L ‘141‘169 197 225 267 295 365 393
m/z--> 5 100 150 200 250 300 350 400
Abundance
57
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
16.20 16.40 16.60 16.80
5000 85 m/z 43.05 57 .08%
113 14
oL.29 169 197 225 253 281 309 337 365 393 422
LR I UL UL UL L UL L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane BN B e o e
7 16.20 16.40 16.60 16.80
m/z 55.05 22 .16%
29
oL Ll (113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1éo 200 250 300 350 400 16,20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012420\
Data File : BF118684.D

Aca On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF012020.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 18 A"-Neogammacer-22(29)-ene Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
17.72 5.73 ng 447904 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 A"-Neoagammacer-22(29)-ene 410 C30H50 001615-91-4 99
2 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 46
3 Pvrazol-5-amine. 4-bromo-1.3-dim... 189 C5H8BrN3 019848-99-8 43
4 1-Pvridineacetamide. 3-cvano-N-(... 299 C16H14FN302 1000337-57-7 35
5 Isoquinoline, 1,2,3,4-tetrahydro... 283 C18H21NO2 036646-87-4 30

Abundance Scan 2658 (17.721 min): BF118684.D (-2651) (-) m/z 191.10 100.00%
191
2000 wJL
17.40 17.60 17.80 18.00
0! m/z 189.05 74 .05%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215946: A'-Neogammacer-22(29)-ene
191
5000 9%
69 17.40 17.60 17.80 18.00
121 44 m/z 81.00 61.99%
NER RN Tul Ml
[o) M— I" ‘. ‘.H .H“l“.‘ ‘H I‘\lemi I‘\\ .H. i I“" —— ——— ‘I‘ — l ;
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
17.40 17.60 17.80 18.00
50001 28 m/z 95.10 51.95%
135 163
69 95
L L L WL W UL WL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #52501: Pyrazol-5-amine, 4-bromo-1,3-dimethyl-  EE mE
191 17.40 17.60 17.80 18.00
m/z 69.05 50.53%
5000
42 82
110
146
0 IHJIJIIIIIAIIIILI:J'?J'I B — T R e N R
m/z--> 50 100 150 200 250 300 350 400 17.40 17.60 17.80 18.00

8270-BF012020.M Mon Jan 27 12:50:20 2020
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012420\
Data File : BF118684.D

Acq On 24 Jan 2020 14:32

Operator : CG/JU

Sample : L1241-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012020.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... 2.15 25.0 ng 1951870 1 6.86 1562510 20.0
2,3-Butanediol, 2. .. 5.40 3.7 ng 291837 1 6.86 1562510 20.0
unknown6.75 6.75 4.5 ng 350044 1 6.86 1562510 20.0
cis-9-Hexadecenoi... 11.87 3.7 ng 424849 4 11.38 2269620 20.0
n-Hexadecanoic acid 11.91 15.5 ng 1757960 4 11.38 2269620 20.0
Oleic Acid 12.61 2.4 ng 268571 4 11.38 2269620 20.0
Octadecanoic acid 12.69 6.6 ng 751800 4 11.38 2269620 20.0
6-Octadecenoic acid 12.86 30.0 ng 2367250 5 14.01 1577160 20.0
1-Heptacosanol 13.86 14.3 ng 1128250 5 14.01 1577160 20.0
Heptadecane, 9-oc... 14.18 4.7 ng 367534 5 14.01 1577160 20.0
Hexadecane 14.49 7.9 ng 622244 5 14.01 1577160 20.0
Nonadecane 14.79 10.9 ng 850974 6 15.47 1564240 20.0
Squalene 14.87 3.7 ng 292459 6 15.47 1564240 20.0
Hexacosane 15.13 13.5 ng 1058920 6 15.47 1564240 20.0
Heneicosane 15.94 10.2 ng 796126 6 15.47 1564240 20.0
2-methyloctacosane 16.45 7.3 ng 572872 6 15.47 1564240 20.0
A" -Neogammacer-22... 17.72 5.7 ng 447904 6 15.47 1564240 20.0
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