LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096798.D

Acq On 15 Jul 2017 3:38

Operator : SJ/JU

Sample - 14187-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.904 153 156 164 rBvY 29859 61695 2.56% 0.282%
2 4.804 475 479 490 rBv 198528 278195 11.54% 1.270%
3 5.240 548 553 556 rBvV 2408758 2411643 100.00% 11.009%
4 6.281 724 730 738 rVB 2011948 2181296 90.45% 9.958%
5 6.398 746 750 753 rBV 2333247 2141424 88.80% 9.776%
6 6.628 785 789 792 rBV 684251 608987 25.25% 2.780%
7 6.781 811 815 819 rBV 1758753 1659919 68.83% 7.578%
8 7.186 879 884 887 rBvV 1298372 1336303 55.41% 6.100%
9 7.310 901 905 910 rVvB 39522 40848 1.69% 0.186%
10 7.822 989 992 997 rBvV 37941 33583 1.39% 0.153%

11 7.910 1003 1007 1010 rBV 962385 882320 36.59% 4.028%
12 8.598 1117 1124 1126 rBV 76764 70829 2.94% 0.323%
13 8.986 1185 1190 1193 rBV 2278582 2043791 84.75% 9.330%
14 9.380 1253 1257 1260 rBV 437134 369960 15.34% 1.689%
15 9.657 1299 1304 1307 rBV 752029 680612 28.22% 3.107%

16 10.104 1377 1380 1383 rVB 41191 30685 1.27% 0.140%
17 10.439 1433 1437 1441 rBV 1055316 933330 38.70% 4.261%
18 10.574 1457 1460 1468 rBV 48274 55065 2.28% 0.251%
19 11.022 1532 1536 1539 rBV 42434 38491 1.60% 0.176%
20 11.133 1551 1555 1557 rBV 650975 597095 24.76% 2.726%
21 11.151 1557 1558 1562 rVB 53407 37531 1.56% 0.171%
22 11.204 1565 1567 1571 rVB2 31377 27234 1.13% 0.124%
23 11.374 1589 1596 1602 rBvV4 49869 53313 2.21% 0.243%
24 11.680 1645 1648 1650 rBV 158660 122935 5.10% 0.561%
25 11.704 1650 1652 1655 rVB 59531 48734 2.02% 0.222%
26 11.921 1686 1689 1692 rBV3 22712 26706 1.11% 0.122%
27 12.339 1756 1760 1763 rBV 164540 137589 5.71% 0.628%
28 12.398 1766 1770 1774 rBV3 19578 28872 1.20% 0.132%

29 12.563 1793 1798 1802 rBV 132058 136292 5.65% 0.622%
30 12.716 1820 1824 1828 rVB 1515992 1437850 59.62% 6.564%

31 12.939 1859 1862 1864 rBV 32723 29329 1.22% 0.134%
32 13.086 1884 1887 1891 rBV5 38499 46872 1.94% 0.214%
33 13.192 1903 1905 1910 rVB 56426 50056 2.08% 0.229%
34 13.510 1956 1959 1962 rVB3 29062 32252 1.34% 0.147%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096798.D

Acq On 15 Jul 2017 3:38

Operator : SJ/JU

Sample - 14187-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

> Z:\HPCHEM1I\BNA_F\METHODS\8270-BF071317 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.621 1975 1978 1984 rVB 228609 235305 9.76% 1.074%

36 13.757 1996 2001 2004 rBV 707136 756165 31.35% 3.452%

37 13.780 2004 2005 2009 rVB 68329 56046 2.32% 0.256%
38 13.951 2031 2034 2036 rBV2 24366 25959 1.08% 0.119%
39 14.257 2083 2086 2097 rVB 187537 223430 9.26% 1.020%
40 14.615 2145 2147 2151 rVB 47755 43551 1.81% 0.199%
41 14.674 2154 2157 2160 rBVY 98788 92415 3.83% 0.422%

42 14.757 2168 2171 2178 rVB 79565 142382 5.90% 0.650%
43 14.857 2184 2188 2189 rBVY 151352 174540 7.24% 0.797%
44 15.027 2215 2217 2222 rVB 42608 39612 1.64% 0.181%
45 15.080 2224 2226 2231 rVB 55433 61811 2.56% 0.282%

46 15.139 2232 2236 2243 rBVY 365383 456141 18.91% 2.082%
47 15.368 2272 2275 2280 rVB 53960 71985 2.98% 0.329%
48 15.580 2307 2311 2315 rBVY 142104 202806 8.41% 0.926%
49 15.621 2315 2318 2323 rVB3 71071 105043 4_36% 0.480%
50 16.280 2425 2430 2439 rVB3 88001 164204 6.81% 0.750%

51 16.551 2470 2476 2481 rBV3 59104 139415 5.78% 0.636%
52 16.974 2539 2548 2554 rBVS8 78732 242974 10.08% 1.109%

Sum of corrected areas: 21905420
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096798.D

Acq On 15 Jul 2017 3:38

Operator : SJ/JU

Sample - 14187-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF096798.D
5(24 6,40

2000000 6.28

6.78

1500000
7.19

1000000
6.63

500000

4.80
2.90 I\ | | | 7.31 7.

e L L e S

Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF096798.D
8.99

2000000

12.72
1500000

10.44
10000001 7-91
9.66

11.13
500000 9.38

13.0
11.68 12.3412 56
A 1010  ||1057 1104458137 1£7011.9 2.40 12985919 135

O e T e S e L e B e e e e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF096798.D

2000000

1500000

1000000

13.76

500000

16.97

16.28 16.55

e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096798.D

Acq On 15 Jul 2017 3:38

Operator : SJ/JU

Sample - 14187-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 1 (S)-(+)-1,2-Propanediol Concentration Rank 15

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

2.90 2.03 ng 61695 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 74
2 Propylene Glycol 76 C3H802 000057-55-6 9
3 Formamide 45 CH3NO 000075-12-7 7
4 Ethyl ether 74 C4H100 000060-29-7 4
5 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 4

Abundance Scan 155 (2.898 min): BF096798.D (-153) (-) m/z 45.10 100.00%
45
5000 r\\“«hhMAL
a 260 280 3.00 320
11| 49 84
'I'"'I""I""I""I""I""I""'I"'!' LARRE ARRAN SRR ARRRA RRRRS BRAAE RAARA RUARA RARLA SN m/z 43.00 15.24%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #946: (S)-(+)-1,2-Propanediol
45
5000 LN LA LN LA AR
260 280 3.00 3.20
m/z 40.90 5.74%
1519 2731 3942, 53 57 61 75

A LA aaans o R R
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45

2.60 2.80 300 3.20

5000 m/z 39.10 5.12%
27 31
1518 3841 53 57 61 76
WWWWWWTWWWWWWWW
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #91: Formamide a
45 2.60 2.80 3.00 3.20

m/z 43.95 4._.72%

5000 29

26| 32 3942

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096798.D

Acq On 15 Jul 2017 3:38

Operator : SJ/JU

Sample - 14187-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.80 9.14 ng 278195 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 9

Abundance Scan 478 (4.798 min): BF096798.D (-475) (-) m/z 43.00 100.00%
43
5000 59
5, | o i 440 460 4.80 500 5.20
SRMDESSNESESESSSSSESMENSSSSMRMIN b 1 OSESERE S Y5 NRERESMSMIESRSMRMS  ESS M m/z 59.00 50.68%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS S R
59 440 4.60 4.80 5.00 5.20
m/z 101.10 14.13%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
440 460 4.80 500 5.20
5000 m/z 58.00 13.43%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol SN I L N B
50 440 4.60 4.80 5.00 5.20
m/z 41.00 9.54%
5000 31 43 73
25‘\‘ 37‘ ‘\ 1 53\‘ : 67 84 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096798.D

Acq On 15 Jul 2017 3:38

Operator : SJ/JU

Sample - 14187-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 3 unknown6.40 Concentration Rank 1

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

6.40 70.33 ng 2141420 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 750 (6.398 min): BF096798.D (-746) (-) m/z 132.00 100.00%
132
5000 68
0 s || % 650 650 om0 68 650
e B m/z 68.05 40.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 AR U B L
6.00 6.20 6.40 6.60 6.80
m/z 134.00 33.12%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.0 6.40 6.60 6.80
5000 m/z 66.00 25.16%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine- proplonyl e e
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 15.55%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SRS L | CHR—
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096798.D

Acq On 15 Jul 2017 3:38

Operator : SJ/JU

Sample - 14187-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNIST11.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 n-Hexadecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.68 4.12 ng 122935 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance m/z 43.05 100.00%

Scan 1648 (11.680 min): BF096798.D (-1645) (-)
43 60 45

5000
129

115 lﬁm 213 11.40 11.60 11.80 12.00
1 143 185199 | 227 256 :40 11.60 11.
il ,.l.?ff,)..':: W Wy SO e m/z 59.95 89.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
43 go 73
5000 29
11.40 11.60 11.80 12.00
129 256 m/z 73.00 83.15%
97 115 213
‘ ‘H ) 143157171185 199 227
S ERRREES EERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73 ~
T T e PR
11.40 11.60 11.80 12.00
5000 129 m/z 57.05 81.27%
29 171
87 115 165 014
15 101 143 157 198
AR RS L a s o o R s e A RAREREEEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid e e e
43 60 73 11.40 11.60 11.80 12.00
m/z 55.10 71.31%
29
5000
\‘ I 1431571711850 Mw
R REEES T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096798.D

Acq On 15 Jul 2017 3:38

Operator : SJ/JU

Sample - 14187-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 6 Trifluoroacetoxy hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.62 6.22 ng 235305 Chrysene-d12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
2 1-Docosene 308 C22H44 001599-67-3 94
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
Abundance Scan 1978 (13.621 min): BF096798.D (-1975) (-) m/z 57.10 100.00%
g7
83
4
5000
DA BN SRR SR
139 13.40 13.60 13.80 14.00
S 108 189 208 281 m/z 43.00 99.54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
41 97
5000 LR IUMLRR AR RN RN
13.40 13.60 13.80 14.00
125 m/z 55.05 92.80%
15 154 180196 224 051269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55
97 ' 13.40 13.60 13.80 14.00
5000 1 m/z 83.10 73.75%
29
125
153 181 308
mﬁmmm‘q’wmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol o L e e
55 83 13.40 13.60 13.80 14.00
m/z 97.05 69.06%
B A‘_\L‘\
29
I 167 196 224 252 280 308
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096798.D

Acq On 15 Jul 2017 3:38

Operator : SJ/JU

Sample - 14187-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 7 Hexacosyl trifluoroacetate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.26 5.91 ng 223430 Chrysene-d12 13.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 91
2 Hexacosyl heptafluorobutyrate 578 C30H53F702 1000351-83-3 91
3 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
4 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
5 Docosyl trifluoroacetate 422 C24H45F302 1000351-75-5 91
Abundance Scan 2087 (14.262 min): BF096798.D (-2083) (-) m/z 57.10 100.00%
57
Il25 14.00 14.20 1440 14.:60
154 221 : : : :
AL Bee 22126 200 dor | njz 43.10  85.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #232315: Hexacosy! trifluoroacetate
57
5000 LR IR B I R
14.00 14.20 14.40 14.60
125 m/z 55.00 74.61%
%QL “ HML ﬂ 181 222250278306336364 409 460
m/z--> 50 100 150 200 250 300 350 400 4éo 500 550
Abundance
57
o7 14.00 14.20 1440 14.:60
5000 m/z 83.10 56.10%
125
29 153181208236264292 336364409 560
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #238204: Tricosyl heptafluorobutyrate B EERR Bam e L
57 14.00 14.20 14.40 14.60
m/z 97.10 50.97%
97
5000
125
29 | | 169 208236265204322 367 518
m/z--> 55 100 150 200 250 300 350 400 450 500 550 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096798.D

Acq On 15 Jul 2017 3:38

Operator : SJ/JU

Sample - 14187-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 8 Octadecanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

14.67 4.05 ng 92415 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 81
2 1,16-Hexadecanediol 258 C16H3402 007735-42-4 81
3 1,19-Eicosadiene 278 C20H38 014811-95-1 74
4 Octadecanoic acid, 3-hydroxy-2-t... 511 C33H6603 018951-36-5 72
5 17-Octadecenal 266 C18H340 056554-86-0 72

Abundance Scan 2156 (14.668 min): BF096798.D (-2154) (-) m/z 43.10 100.00%

4B

82

5000

110 LB B e

311 335355 14.40 14.60 14.80 15.00
m/z 57.00 97 .25%

139 162 185 214933251268

m/z--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal
43 82
5000 LA L L L L L LB

14.40 14.|60 14.I80 15.|00
109 m/z 82.05 79.43%

137
26 || |6 | 1397 106 198 222 28050
A
miz--> 50 100 150 200 250 300 350
Abundance
55 82
M
14.40 14.60 14.80 15.00
5000 m/z 55.10 77.58%
31
109
138 166 194 222240
T
miz--> 50 100 150 200 250 300 350
Abundance #126193: 1,19-Eicosadiene R EEEEE RS
5 14.40 14.60 14.80 15.00
m/z 96.10 56.18%
5000 82
29
‘ ’ ‘109
‘ L, 138157 180 208 228 250 278
-l N e
miz--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096798.D

Acq On 15 Jul 2017 3:38

Operator : SJ/JU

Sample - 14187-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 Hexatriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.86 7.65 ng 174540 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 83
2 Hentriacontane 437 C31H64 000630-04-6 80
3 2-methyltetracosane 352 C25H52 1000376-72-6 74
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 72
Abundance Scan 2189 (14.862 min): BF096798.D (-2184) (-) m/z 57.10 100.00%
57
LA DR DU SURBURI SR
252 14.60 14.80 15.00 15.20
169
....,...ﬂ.,.h.L Leolorz2 s | W/Z 43.10  69.36%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
57
5000 L B BRI SULR U
85 M%M%ﬁmﬁm
29 m/z 71.10 46 .74%
il ‘h H1}%141169197225253281309337 379 421449477506

m/z--> 0 50 100 150 200 250 300 350 400 450 500

5

Abundance
57
14.60 14.80 15.00 15.20
5000 m/z 55.05 45_.80%
85
29 113141
169197 225253280309 351379407 436
s R e S e R B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #185534: 2-methyltetracosane B EERR Bam e L
57 14.60 14.80 15.00 15.20
m/z 97.10 37 .60%
5000 85
29 113,41
‘ | ~11169197225253 309337
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.60 14. 80 15. 00 15. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096798.D

Acq On 15 Jul 2017 3:38

Operator : SJ/JU

Sample - 14187-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 11 Bacchotricuneatin c Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.58 8.89 ng 202806 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 99
2 2-methyloctacosane 408 C29H60 1000376-72-8 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2311 (15.580 min): BF096798.D (-2307) (-) m/z 57.05 100.00%
57
5000 8 JLJL
LN DU B SUNILE
113 141 169 15.20 15.40 15.60 15.80
ol b b T 7 7189211231 290281300 0 sz 43.10  59.70%
m/z--> 50 100 150 200 250 300 350
Abundance #178298: Bacchotricuneatin ¢
) 112
5000 LN DU B SUNILE
15.20 15.40 15.60 15.80
32 m/z 71.10 53.47%
| H\M 19216 25 312 342
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance
57
15.20 15.40 15.60 15.80
5000 85 m/z 85.05 41 .67%
29 13 141 169 197 225 267 295 365 393
m/z--> 55 160 1%0 260 2%0 360 3éo
Abundance #194493: Hexacosane | BLELELELE BN B LR I
57 15.20 15.40 15.60 15.80
m/z 55.00 18.73%
0% T UW““”“NAWMMM/V\ﬁVw*m¢~mwﬂ«
ZPJ i | 4 M 141 169 107 225 253 295 323 367
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 300 3&'30 ' 15.'20 15.'40 15.|60 15.|80 '

8270-BF071317.M Mon Jul 17 05:22:09 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096798.D

Acq On 15 Jul 2017 3:38

Operator : SJ/JU

Sample - 14187-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 12 Bromoacetic acid, octadecyl... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.62 4.61 ng 105043 Perylene-d12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 74
2 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 74
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 74
4 n-Nonadecanol-1 284 C19H400 001454-84-8 64
5 Octacosanol 410 C28H580 000557-61-9 60
Abundance Scan 2318 (15.621 min): BF096798.D (-2315) (-) m/z 57.10 100.00%
o7
41
5000
' 15.40 15.60 15.80 16.00
m/z 55.05 99.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane
57
41 97
5000 LR MRS BN LN R
15.40 15.60 15.80 16.00
125 m/z 43.10 98.52%
15 | | | 154 180196 224 951269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43
69 IIII|IIIIIIIIIIII|III
97 15.40 15.60 15.80 16.00
5000 m/z 97.10 93.90%
121
27
*1s5 181 208224 250 297
mﬂwmmm‘wmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164113: Trifluoroacetic acid, pentadecy! ester RS EmmEs o L
7 15.40 15.60 15.80 16.00
83 m/z 69.10 81.06%
4
5000
140 166182 210 937255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096798.D

Acq On 15 Jul 2017 3:38

Operator : SJ/JU

Sample - 14187-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 14 1-lodoundecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.55 6.11 ng 139415 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-lodoundecane 282 C11H231 004282-44-4 70
2 Hentriacontane 437 C31H64 000630-04-6 62
3 Sulfurous acid, 2-propyl undecyl... 278 C14H3003S 1000309-12-2 59
4 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 58
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 58
Abundance Scan 2476 (16.551 min): BF096798.D (-2470) (-) m/z 57.00 100.00%
57
5000 a5
J 1 10 165207 233387 e 30 o0 155 858
— m/z 43.05 58.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128607: 1-lodoundecane
57
5000 85 SNSRI SRR B
16.20 16.40 16.60 16.80
29 m/z 71.00 48.34%
155
A S TTasson  2e2
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
16.20 16.40 16.60 16.80
5000 85 m/z 85.10 36.03%
113 141 169 107 225 253 281 309 337 365 437
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #125659: Sulfurous acid, 2-propyl undecy! ester R B .
43 16.20 16.40 16.60 16.80
m/z 55.05 24 .40%
5000 71
97
i J'H' 'W“;??'ﬁ??';gglg%q LU DAL SURLAL LSS DU SNSRI AU B
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096798.D

Acq On 15 Jul 2017 3:38

Operator : SJ/JU

Sample - 14187-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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 15 _gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.97 10.65 ng 242974 Perylene-di12 15.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 93
2 _beta.-Sitosterol 414 C29H500 000083-46-5 56
3 Ursodeoxycholic acid 392 C24H4004 000128-13-2 12
4 26,27-Dinorcholesta-5,22-dien-3-... 356 C25H400 057597-10-1 10
5 Methandriol 304 C20H3202 000521-10-8 10
Abundance Scan 2547 (16.968 min): BF096798.D (-2539) (-) m/z 43.10 100.00%
a3
105
5000 71 145 213
173 255 329 T
277 3(|)3 | 357 35|31 414 16.60 16.80 17.00 17.20
SR S m/z 55.05 59.24%
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 81 107 UL A DU SO B

16!60 16.I80 17.IOO 17.I20
m/z 57.05 49.12%

] “
Tt
m/z--> 0 50

|
100 150 200 250 300 350 400

Abundance
43
e B
16.60 16.80 17.00 17.20
5000 m/z 105.00  48.46%
81 107 414
15 213 255___ 303 329
M8 aa™ a7 354 381
i o B T R A A I g s oo
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #208616: Ursodeoxycholic acid L B o e

16.60 16.80 17.00 17.20
m/z 107.05  45.59%

5000

T I T I
m/z--> 0 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071417\
Data File : BF096798.D

Acq On 15 Jul 2017 3:38

Operator : SJ/JU

Sample - 14187-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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]
(S)-(+)-1,2-Propa. .. 2.90 2.0 ng 61695 1 6.63 608987 20.0
2-Pentanone, 4-hy... 4.80 9.1 ng 278195 1 6.63 608987 20.0
unknown6 .40 6.40 70.3 ng 2141420 1 6.63 608987 20.0
n-Hexadecanoic acid 11.68 4.1 ng 122935 4 11.13 597095 20.0
Trifluoroacetoxy ... 13.62 6.2 ng 235305 5 13.76 756165 20.0
Hexacosyl trifluo... 14.26 5.9 ng 223430 5 13.76 756165 20.0
Octadecanal 14.67 4.0 ng 92415 6 15.14 456141 20.0
Hexatriacontane 14 .86 7.7 ng 174540 6 15.14 456141 20.0
Bacchotricuneatin c 15.58 8.9 ng 202806 6 15.14 456141 20.0
Bromoacetic acid,... 15.62 4.6 ng 105043 6 15.14 456141 20.0
1-lodoundecane 16.55 6.1 ng 139415 6 15.14 456141 20.0
-.gamma.-Sitosterol 16 .97 10.7 ng 242974 6 15.14 456141 20.0
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