LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109990.D

Aca On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample = J5565-07

Misc :

ALS Vial : 27 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-BF101518.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

2.340 37 43 52 rvB 604651 826029 19.27% 2.054%
3.604 256 258 265 rBV 46427 74481 1.74% 0.185%
533 541 rVB 166984 202102 4.71% 0.503%
5.604 593 598 601 rBV 4107865 3921491 91.48% 9.753%
6.598 762 767 776 rBV2 3761088 4286486 100.00% 10.661%
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6.745 788 792 795 rBV 4205332 3923887 91.54% 9.759%
6.975 828 831 835 rBV 1333612 1156137 26.97% 2.875%
858 861 rBV 3479521 2957702 69.00% 7.356%
7.539 922 927 930 rBV 2649111 2377652 55.47% 5.913%
8.257 1045 1049 1053 rBV 1396226 1318432 30.76% 3.279%
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11 8.434 1075 1079 1087 rVB 47523 43889 1.02% 0.109%
12 9.333 1226 1232 1235 rBV 3762907 3074094 71.72% 7.645%
13 9.722 1295 1298 1302 rBV 497489 424850 9.91% 1.057%
14 9.886 1319 1326 1331 rBv4 42530 56090 1.31% 0.139%
15 10.022 1345 1349 1352 rBV 1364112 1237193 28.86% 3.077%

16 10.810 1479 1483 1486 rBV 2188444 1930288 45.03% 4_.801%

17 10.857 1488 1491 1496 rVvVv 84681 78204 1.82% 0.194%
18 10.922 1496 1502 1506 rVB3 33752 53099 1.24% 0.132%
19 11.151 1536 1541 1545 rVB5 30400 44577 1.04% 0.111%
20 11.439 1586 1590 1594 rBV3 37790 47282 1.10% 0.118%
21 11.510 1598 1602 1606 rBV 1454262 1208910 28.20% 3.007%
22 11.710 1632 1636 1640 rBV2 47952 55231 1.29% 0.137%
23 11.951 1671 1677 1681 rBvV4 46415 74227 1.73% 0.185%
24 12.022 1686 1689 1692 rVV 209520 199192 4._.65% 0.495%
25 12.057 1693 1695 1703 rVB 52474 65331 1.52% 0.162%
26 12.333 1739 1742 1745 rBV 84898 68045 1.59% 0.169%
27 12.463 1761 1764 1767 rBV 92982 73666 1.72% 0.183%
28 12.727 1805 1809 1813 rBV 48845 52939 1.24% 0.132%
29 12.957 1842 1848 1850 rBV 79558 78936 1.84% 0.196%

30 13.016 1855 1858 1865 rVB 146021 127532 2.98% 0.317%

31 13.098 1867 1872 1875 rVB 2902627 2701590 63.03% 6.719%

32 13.310 1906 1908 1911 rVB 106983 79694 1.86% 0.198%
33 13.651 1962 1966 1969 rBV2 76010 75476 1.76% 0.188%
34 13.680 1969 1971 1976 rVB 69572 59713 1.39% 0.149%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109990.D

Aca On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample = J5565-07

Misc :

ALS Vial : 27 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-BF101518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.974 2018 2021 2030 rBV2 494205 538655 12.57% 1.340%

36 14.157 2048 2052 2055 rBV 1311089 1139240 26.58% 2.833%
37 14.298 2073 2076 2085 rVB 153401 141388 3.30% 0.352%
38 14.604 2125 2128 2137 rBV2 421100 482596 11.26% 1.200%
39 14.927 2179 2183 2188 rVB 229648 245802 5.73% 0.611%
40 15.010 2193 2197 2201 rVB 273570 266055 6.21% 0.662%

41 15.080 2206 2209 2215 rVB 92883 107307 2.50% 0.267%
42 15.286 2239 2244 2247 rBV 596210 708981 16.54% 1.763%
43 15.686 2307 2312 2319 rBV2 871022 1143339 26.67% 2.844%
44 15.910 2345 2350 2356 rVB 197423 282879 6.60% 0.704%
45 16.157 2386 2392 2397 rVB 545097 791140 18.46% 1.968%

46 16.204 2397 2400 2406 rVB3 67692 108255 2.53% 0.269%
47 16.451 2439 2442 2446 rBV2 52752 75719 1.77% 0.188%
48 16.609 2465 2469 2474 rVBS8 60217 89246 2.08% 0.222%
49 16.692 2478 2483 2489 rBV2 146796 277504 6.47% 0.690%
50 17.015 2533 2538 2545 rVB3 120993 219583 5.12% 0.546%

51 17.262 2576 2580 2586 rBV6 52762 122571 2.86% 0.305%
52 17.333 2587 2592 2601 rVB3 116640 261468 6.10% 0.650%
53 17.868 2679 2683 2695 rVB6 120357 252482 5.89% 0.628%

Sum of corrected areas: 40208657
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109990.D

Aca On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample = J5565-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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: BF109990.D
4000000 6.60
7.13

3000000
7.54
2000000
6.97

1000000

5.22
\Eﬁﬂ 3.60 i

0---|----|----|-'\-;--|----|----|----|----|----|----|----|--

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: BF109990.D

4000000

9.33

3000000 13.10

10.81
2000000

8.26 10.02 11.51

1000000
9.72

843 I 9.89 106821115 1144 11.71 1%&6 12.32.46 12,73 1%3@2 13.2

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12. OO 12. 50 13 00
Abundance TIC: BF109990.D

4000000

3000000

2000000

14.16

15.69
1000000 1520 616
13.97
1
1430 14L§:gos 1591 20 16.4561669 17021¢?§3 17.87
Pt e e e o et

e

Time--> 13. 50 14.00 14. 50 15. OO 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\BF101818\
Data File : BF109990.D

Aca On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample = J5565-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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.

2.34 14.29 ng 826029 1,4-Dichlorobenzene-d4 6.97
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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 43 (2.340 min): BF109990.D (-37) (-) m/z 73.10 100.00%
73

_>

5000 43
55 87
37| 67 220 2.40 2.60
bbb e S L e e m/z 43.05 41.18%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
78
5000 T T T T L L R B B B L |
43 220 240 2.60
55 87 m/z 55.05 29.20%
29
35 |1 | 67 ||, 80
O e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78
87 L e e B o e

220 240 260
5000 55 m/z 87.05 25.98%

Jd

_>

79 | 97 112 129
0.,”.w.”.“.”,”.w.” T P . o S
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #1997. Silane, tetramethyl- e
73 220 2.40 2.60
m/z 41.05 12.77%
5000 U
29 37 ‘\ 53 50 65 ||, 80 88
e B B o B R N B e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2 20 240 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109990.D

Aca On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample = J5565-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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-Pentanone, 4-hydroxy-4-me... Concentration Rank 15

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

5.22 3.50 ng 202102 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 17
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 533 (5.222 min): BF109990.D (-529) (-) m/z 43.00 100.00%
a3
59
5000
101
51 | 83 | 480 5.00 5.20 5.40 5.60
NS MNP NS S m/z 59.00 54.33%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 S R UL SRR
4.80 5.00 5.20 5.40 5.60
m/z 101.00 17.08%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8346: 2-Hexanol, 2-methyl-
59
480 500 520 540 5.60
5000 m/z 58.00 15.65%
a1 101
0 '“l'%?'v"“?%"“JAM'?}J”‘b"g?'“'lg?'w""l“"l"'w""l“"l"'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 T R B
59 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.53%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109990.D

Aca On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample = J5565-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 1

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

6.75 67.88 ng 3923890 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 793 (6.751 min): BF109990.D (-788) (-) m/z 131.95 100.00%
5000 68
0 s || | T o T
Ob il 7 87 L3505l “m/z 68.05  36.43%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 BRSNS
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.97%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
RS S S
6.40 6.60 6.80 7.00
5000 m/z 66.00 23.59%
33 aa o 105
0....|....6|0....|0....|..:!-1.5|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R EEEEEEE s
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 14 .22%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S| |
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\BF101818\
Data File : BF109990.D

Aca On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample = J5565-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 16

R.T. EstConc Area Relative to ISTD R.T.
12.02 3.30 ng 199192 Phenanthrene-d10 11.51
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 68

Abundance Scan 1689 (12.022 min): BF109990.D (-1686) (-) m/z 73.00 100.00%
43 60 73
5000 129
97 115 157 213 LELELELEN BLELELL BLELEL L LR B
L | 143731 171185999 | 557 256 11.80 12.00 12.20 12.40
b el m/z 60.00 84._75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 R LN B BULRUN R
11.80 12.00 12.20 12.40
m/z 43.05 80.98%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 "' 11/80 12.00 12.20 12.40
5000 29 129 m/z 57.05 77.62%
143157 214
ol bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid e T o Sl
43 60 73 11.80 12.00 12.20 12.40
m/z 55.00 66.00%
5000 129
29
199
‘ 143157171185 242
0'}ﬁ'L'UL' IR SN SRR SO IR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109990.D

Aca On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample = J5565-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 4,4-Dimethyl-2,2"-dimethyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.02 2.24 ng 127532 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.4"-Dimethvl-2.2"-dimethvlenebi... 214 C16H22 1000211-17-3 50
2 Bicvclol2.2.1Theptan-2-one. 5-(a... 210 C12H1803 055658-18-9 12
3 Carvophvllene oxide 220 C15H240 001139-30-6 12
4 Benzenesulfonic acid. 4-methvl- 172 C7H803S 000104-15-4 10
5 p-Xylene 106 C8H10 000106-42-3 10
Abundance Scan 1859 (13.021 min): BF109990.D (-1855) (-) m/z 43.00 100.00%

a8
91
5000 106
126 232

214
145161175 199

L] q 292 12.80 13.00 13.20 13.40
N T m/z 91.00 64.80%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72905: 4,4—&Dimethyl—z,2'—dimethylenebicyclohexyl—3,3'—diene
9
107

5000 e EEEE e ]
12. 80 13 00 13. 20 13. 40

m/z 106.05 50.13%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #69253: Bicyclo[2.2.1]heptan-2-one, 5-(acetyloxy)-4,7,7-1r...
43

12.80 13.00 13.20 13.40
5000 168 m/z 105.00 47.76%

107 124
150
Aan 1
o A e Ml L e PO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance : i

#77539: Caryophyllene oxide R EEE s e S
43 12. 80 13 00 13. 20 13. 40

m/z 107.00 40.08%

79 93
5000
123138
. %7 161177, 01 505950

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109990.D

Aca On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample = J5565-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Heptafluorobutyric acid, pe... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.97 9.46 ng 538655 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 93
4 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 2020 (13.968 min): BF109990.D (-2018) (-) m/z 57.05 100.00%
a7
83
5000
111
RN AU BRI UL
139 299 13.60 13.80 14.00 14.20
N .|.‘, a2 e s e m/z 43.05  94.06%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000 U SRR UM B
1 13.60 13.80 14.00 14.20
m/z 55.05 90.00%
29 169
0 Ll 11139 Ll | 255 406
m/z--> éo 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83 13.60 13.80 14.00 14.20
5000 m/z 83.05 72.79%
111
29
oL Ll ‘ Llﬁgllsg 210 238 283 434
m/z--> éo 100 150 200 250 300 350 400
Abundance #205392: Trichloroacetic acid, hexadecy! ester B B
43 13.60 13.80 14.00 14.20
69 m/z 97.10 60.12%
97
5000
125
0‘ j 1l ‘L J1$3 196 224
m/z--> 50 1(')0 150 200 250 300 350 400 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109990.D

Aca On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample = J5565-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_M
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 Tricosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.60 8.47 ng 482596 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 91
Abundance Scan 2127 (14.598 min): BF109990.D (-2125) (-) m/z 57.05 100.00%
57
LR LN BSRU SN B
14.20 14.40 14.60 14.80 15.00
155
ol | ,I. b ll L1z DL77196 226 299284303 340 | "m/z 43.05 63.95%
m/z--> 50 100 150 200 250 300 350
Abundance #164578: Tricosane
57
5000 85 AR AR DA B B
Mmmmmmmmmm
m/z 71.10 63.46%
113 324
141
J b E e oo e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
14.20 14.40 14.60 14.80 15.00
5000 85 m/z 85.05 45 _.20%
. 29 1 1 “1}31141 169 197 225 253 205 323 367
m/z--> éo 100 1%0 260 250 360 350
Abundance #209565: Octacosane T T T T
57 14.20 14.40 14.60 14.80 15.00
m/z 41.00 24 .75%
5000 85
29 113 (141
ol | 169 197 225 253 281 309 337 365 394
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 ' 14. 20 14. 40 14 60 14. 80 15. oo

8270-BF101518_.M Fri Oct 19 17:26:09 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109990.D

Aca On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample = J5565-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14 .93 4_.30 ng 245802 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 92
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2183 (14.927 min): BF109990.D (-2179) (-) m/z 57.10 100.00%

57
5000 85

113 Mmmmmmmm
141 169 281
ol 3t d W L M 169 201 231 261281 323 352 m/z 71.05 63.45%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57 A
5000 85 TT TT T T [TTTT TTT T TT o]

14. 60 14. 80 15. OO 15.20
29\ m/z 43.05 61.28%

113
ol L b 4| U 160 107 05 284
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57

14.60 14.80 15. 00 15.20

5000 85 m/z 85.10 48.42%
29
oL w “ | M2 1491 169 197 205 253 205 323 367
—— gt e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57 14.60 14.80 15.00 15.20

m/z 55.05 23.61%

29 ‘ ‘ 1113

oy [0 141 169 197 225 253 281 309 338

oLl el L R S Y S B SN

m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20

8270-BF101518_.M Fri Oct 19 17:26:09 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109990.D

Aca On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample = J5565-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Squalene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.01 4_.65 ng 266055 Perylene-d12 15.69
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 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
4 1.5-Heptadiene. 3.3.6-trimethvl- 138 C10H18 035387-63-4 52
5 Cyclopropanecarboxylic acid, 4-i... 204 C13H1602 1000331-01-9 50
Abundance Scan 2197 (15.010 min): BF109990.D (-2193) (-) m/z 69.10 100.00%
g9
4l AL A A A
95 121
149 14.60 14.80 15.00 15.20 15.40
Ol U7 375 209225249273 200 326 355 | hzy g1.10 | 48.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69 hdk~$NMﬁMJ
s000] 4! AR ML BN SRR B
14.60 14.80 15.00 15.20 15.40
g m/z 41.05 25.65%
> 137
ol doi d A1 161 101217 273209 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
1460 14.80 15.00 15.20 15.40
5000 m/z 95.10 13.47%
41
95 137
oL gl 317 | 163 191 217 245 273 299 34 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol A EEE TS
69 14.60 14.80 15.00 15.20 15.40
m/z 68.05 10.73%
5000
41
95 137
0,,,|,Ju|11§ | s
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40

8270-BF101518_.M Fri Oct 19 17:26:10 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109990.D

Aca On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample = J5565-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Oxirane, hexadecyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.91 4.95 ng 282879 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 16-Heptadecenal 252 C17H320 1000144-57-9 87
4 Oxirane. heptadecvl- 282 C19H380 067860-04-2 68
5 1,19-Eicosadiene 278 C20H38 014811-95-1 68
Abundance Scan 2350 (15.910 min): BF109990.D (-2345) (-) m/z 57.10 100.00%
82
5000
T 15,60 1580 16,00 1620
3 137 195 268 : - :
ol Lis QA5 %0 227248208287300 333 382 | "n/z 43.05  84.30%
m/z--> 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecyl-
5000 SR SR UM IR SRR

15.60 15.80 16.00 16.20
m/z 82.10 80.77%

29

166 193211 250268

04
m/z--> 50 100 150 200 250 300 350
Abundance #117605: Octadecanal
4 82
R EREREEEREEEEELE SRS
15.60 15.80 16.00 16.20
5000 m/z 55.10 64.95%
110 250
L] ree 104 222 268
0 Ll R J“r.‘ = T T
m/z--> 50 100 150 200 250 300 350
Abundance #104155: 16-Heptadecenal e A RERREEEES
57 82 15.60 15.80 16.00 16.20
m/z 83.05 53.88%
5000
110
O .”‘ ....,u.“..J... T R A
m/z--> 50 100 150 200 250 300 350 15 60 15. 80 16. OO 16 20

8270-BF101518_.M Fri Oct 19 17:26:10 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109990.D

Aca On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample = J5565-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 14 Hexacosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.16 13.84 ng 791140 Perylene-di12 15.69
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 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87

Abundance Scan 2393 (16.162 min): BF109990.D (-2386) (-) m/z 57.10 100.00%
57
5000 85 {\ J
PN SN SN B
141 15.80 16.00 16.20 16.40
S ll '1 A-161183 211 253 280 327 355 | 77 71.05  63.26%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 AR AR
15. 80 16. oo 16. 20 16.40
m/z 43.10 57.09%
29 113
0 |l Iod 77,141 169 197 225 253 295 323 367
m/z--> §o 160 1%0 260 250 360 3%0
Abundance #141426: Heneicosane
57
o 15.80 16.00 16.20 16.40
5000 m/z 85.10 47 .05%
29 113
oL e | M1, 169 197 225 253 296
m/z--> §o 100 150 260 2%0 360 3%0
Abundance #194499: Eicosane, 7-hexyl- TR T T T
57 15.80 16.00 16.20 16.40
m/z 55.05 20.85%
o3 } L L[1}3 141 182 217 252 281 308 337
m/z--> 5'0 100 1&1;0 2(')0 251;0 3(')0 3&1;0 15. 80 16. oo 16. 20 16 40 '

8270-BF101518.M Fri Oct 19 17:26:11 2018

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109990.D

Aca On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample = J5565-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.69 4.85 ng 277504 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Hexadecane 226 C16H34 000544-76-3 96
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 2483 (16.692 min): BF109990.D (-2478) (-) m/z 57.10 100.00%

g7

Hr

5000 85
113 16.40 16.60 16.80 17.00
141 169190 226 251271 317 350373 410
0....l,'. | i G20 21211 296317 390378 40 m/z 71.10  71.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
5000 LA L L L L L LB

16.40 16.60 16.80 17.00
m/z 43.05 66.97%

141 169 197 225 253 296

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #83023: Hexadecane
57
R B R A A
16.40 16.60 16.80 17.00
5000 g5 m/z 85.10 49.18%
29
ol | \ | | | 118 141 169 197 226
— A ——
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- A EEREE RS
57 16.40 16.60 16.80 17.00
m/z 55.10 20.27%
= T ﬂL““v”““”“vkj\“\Nﬂij\»Nur
113
0 | J 141 183 211 239 267 296
. N B A A
m/z--> 50 100 150 200 250 300 350 400 16. 40 16 60 16. 80 17. 00

8270-BF101518.M Fri Oct 19 17:26:11 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109990.D

Aca On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample = J5565-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Octadecanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.02 3.84 ng 219583 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 87
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 81
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 81
4 Tetradecanal 212 C14H280 000124-25-4 80
5 1,19-Eicosadiene 278 C20H38 014811-95-1 64
Abundance Scan 2539 (17.021 min): BF109990.D (-2533) (-) m/z 57.05 100.00%
7
82
5000
Ul 155 160 oo o6 255 280 433 355 6180 17,00 1720 1740
o} m/z 82.10 75 .88%
m/z--> 100 150 200 250 300 350
Abundance #117605: Octadecanal
5000 LRI SR B SULRISE
16.80 17.00 17.20 17.40
110 250 m/z 43.10 75.50%
. || 1138‘ 166 194 222 “["5eg
m/z--> 100 1%0" 260" 250 300 350
Abundance #129467: Oxirane, heptadecyl-
43
' 16.80 17.00 17.20 17.40
5000 m/z 97.10 59.16%
110
o2 || |} “138‘ 166 104717 236 264282
m/z--> 50 100 150 260 2%0 300 350
Abundance #117617: Oxirane, hexadecyl- RS EmmEs o L
43 8 16.80 17.00 17.20 17.40
m/z 55.10 53.75%
o MVM/\“wNﬂMw/\ﬂhwwﬁNf\/W“J
109
Ll It L 4138 106184 20827 250268
m/z--> 50 100 1%0 200 2%0 300 350 16.80 17.00 17.20 17.40

8270-BF101518.M Fri Oct 19 17:26:11 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109990.D

Aca On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample = J5565-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 unknownl7.26 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.26 2.14 ng 122571 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 5-(2-methvlpropvl)- 184 C13H28 062185-53-9 35
2 Tetracosane. l1l-bromo- 416 C24H49Br 006946-24-3 35
3 2-Undecanone. 6.10-dimethvl- 198 C13H260 001604-34-8 35
4 Decane. 5-propvl- 184 C13H28 017312-62-8 35
5 1-Penten-3-ol, 2-methyl- 100 C6H120 002088-07-5 22
Abundance Scan 2580 (17.262 min): BF109990.D (-2576) (-) m/z 57.10 100.00%
5000
07 133 183 L DA A BN B
159 ~0°204 17.00 17.20 17.40 17.60
ob— m/z 43.10 92.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #48916: Nonane, 5-(2-methylpropyl)-
57
85
5000 LI SRR DU BUNIURE BV
17.00 17.20 17.40 17.60
29 126 m/z 71.05 89.53%
0'ﬂ |L! '”I'J'AF%"'I""I""I""I""I"'
m/z--> 50 100 150 200 250 300 350 400
Abundance #217917: Tetracosane, 1-bromo-
57
| 17.00 17.20 17.40 17.60
5000 g5 m/z 239.15 50.67%
29 135
113
L JL LT 1155 183505225 253 281300 3% a75 ate
m/z--> 55 160 1éo 260 2%0 300 3%0 460
Abundance #59808: 2-Undecanone, 6,10-dimethyl- R
43 17.00 17.20 17.40 17.60
m/z 58.00 47 . 71%
71
5000
|| 20 wo
-t byttt
m/z--> 55 160 1éo 260 250 360 3%0 460 17.00 17.20 17.40 17.60

8270-BF101518_.M Fri Oct 19 17:26:12 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109990.D

Aca On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample = J5565-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Pentacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

17.33 4_.57 ng 261468 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 93
2 Heptadecane 240 C17H36 000629-78-7 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 2591 (17.327 min): BF109990.D (-2587) (-) m/z 57.10 100.00%

g7

5000 85

F

113 17.00 17.20 17.40 17.60
| 141 166 196 225 253 277295 327 352
o..-.,-.--'I S Sk SV Sy /M i e m/z 71.10 58.67%

m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane

%

5000 85 TT [T T I T [T T T T[T T T T[T TTT]
17.00 17.20 17.40 17.60
m/z 43.10 53.92%
113 141
L2l |] L1199 10211 239 267 205 323 32
e ; e
m/z--> 50 150 200 250 300 350
Abundance #94345: Heptadecane
57
R B o
17.00 17.20 17.40 17.60
5000 m/z 85.10 45_.14%

13 141 160 106 240

L N
[(e]
- o)
o

o b g
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane B e L R
57 17.00 17.20 17.40 17.60
m/z 55.00 21.78%
2000 8s NHij\MhNNMNI\/\“ﬁNM/ﬁWymp
29 113
oL I‘ L 13 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 17.00 17. 20 17. 40 17.60

8270-BF101518_.M Fri Oct 19 17:26:12 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101818\
Data File : BF109990.D

Aca On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample = J5565-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 19 _gamma.-Sitosterol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.87 4.42 ng 252482 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .agamma.-Sitosterol 414 C29H500 000083-47-6 91
2 .beta.-Sitosterol 414 C29H500 000083-46-5 90
3 Prean-5-en-3-ol. 21-bromo-20-met... 394 C22H35Br0 055103-80-5 70
4 Norflurazon 303 C12H9CIF3N30 027314-13-2 35
5 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 27
Abundance Scan 2683 (17.868 min): BF109990.D (-2679) (-) m/z 43.10 100.00%
43
107 145 213
81
5000 381
414
175 255 303 359
234 | 275 354 R I SUNI AR
17.60 17.80 18.00 18.20
0 m/z 57.10 91.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 LR DA SUNIL SN SR
17.60 17.80 18.00 18.20
m/z 145.00 76.50%
ob il
m/z--> 50 100 150 200 250 300 350 400
Abundance #217432: .beta.-Sitosterol
43
17,60 17.80 18.00 18.20
5000 m/z 107.10 73.12%
81 107 414
‘ | H ‘ H rs 23, ons, 308329 1 g
[o) '.I‘ ‘. H l.H.H lJI @udllnd‘lwm‘f‘\Ul‘lml UJI\ \Iul‘ulzn?? L. .‘?. . Il' : l. |3|5‘|1| IL 'w "
m/z--> 50 100 150 200 250 300 350 400
Abundance #209356: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.)- AR EEEEE RS
41 107 394 17.60 17.80 18.00 18.20
81 145 283 m/z 213.15  70.24%
309 361
5000 13
173 255 337
33
0
m/z--> 50 100 150 200 250 300 350 400 17.60 17.80 18.00 18.20

8270-BF101518.M Fri Oct 19 17:26:13 2018 Page: 19



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101818\
Data File : BF109990.D

Acq On : 19 Oct 2018 5:34

Operator : JU/SJ

Sample - J5565-07

Misc :

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_.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... 2.34 14.3 ng 826029 1 6.97 1156140 20.0
2-Pentanone, 4-hy... 5.22 3.5 ng 202102 1 6.97 1156140 20.0
unknown6.75 6.75 67.9 ng 3923890 1 6.97 1156140 20.0
n-Hexadecanoic acid 12.02 3.3 ng 199192 4 11.51 1208910 20.0
4,4 -Dimethyl-2,2. .. 13.02 2.2 ng 127532 5 14.16 1139240 20.0
Heptafluorobutyri... 13.97 9.5 ng 538655 5 14.16 1139240 20.0
Tricosane 14.60 8.5 ng 482596 5 14.16 1139240 20.0
Octadecane 14.93 4.3 ng 245802 6 15.69 1143340 20.0
Squalene 15.01 4.7 ng 266055 6 15.69 1143340 20.0
Oxirane, hexadecyl- 15.91 5.0 ng 282879 6 15.69 1143340 20.0
Hexacosane 16.16 13.8 ng 791140 6 15.69 1143340 20.0
Heneicosane 16.69 4.8 ng 277504 6 15.69 1143340 20.0
Octadecanal 17.02 3.8 ng 219583 6 15.69 1143340 20.0
unknownl17 .26 17.26 2.1 ng 122571 6 15.69 1143340 20.0
Pentacosane 17.33 4.6 ng 261468 6 15.69 1143340 20.0
-gamma.-Sitosterol 17.87 4.4 ng 252482 6 15.69 1143340 20.0
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