LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 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-BF091117_.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 2.981 150 152 171 rBvV 36589 111659 2.76% 0.282%
2 4.828 463 466 478 rBVY 239959 391206 9.66% 0.987%
3 5.257 535 539 554 rBVY 3865624 3976136 98.22% 10.035%
4 6.298 711 716 732 rBV 3374645 4048068 100.00% 10.217%
5 6.416 732 736 740 rBV 4022621 4010444 99.07% 10.122%
6 6.639 771 774 781 rBvY 972573 896757 22.15% 2.263%
7 6.798 797 801 811 rBV 3162041 2823844 69.76% 7.127%
8 7.216 867 872 875 rBV 2460213 2490348 61.52% 6.285%
9 7.928 988 993 1001 rBV 1313849 1204468 29.75% 3.040%
10 9.004 1171 1176 1179 rBV 3852815 3604840 89.05% 9.098%

11 9.404 1239 1244 1247 rBV 604008 504907 12.47% 1.274%
12 9.680 1284 1291 1301 rVB 1404172 1364204 33.70% 3.443%

13 10.116 1362 1365 1368 rVB 56963 52538 1.30% 0.133%
14 10.474 1420 1426 1429 rBV 2362888 2458254 60.73% 6.204%
15 10.586 1442 1445 1451 rVB 82666 80159 1.98% 0.202%
16 11.163 1538 1543 1546 rBV 1618200 1399630 34.58% 3.532%
17 12.274 1726 1732 1735 rBV2 89580 95536 2.36% 0.241%
18 12.374 1743 1749 1756 rBV2 64908 92903 2.29% 0.234%
19 12.604 1780 1788 1790 rBV 53443 58146 1.44% 0.147%

20 12.751 1807 1813 1816 rBV 3879286 3678684 90.88% 9.284%

21 13.310 1906 1908 1912 rVB3 40216 46044 1.14% 0.116%
22 13.645 1960 1965 1971 rBV 349876 423191 10.45% 1.068%
23 13.798 1987 1991 1995 rBV 1383877 1230956 30.41% 3.107%
24 13.957 2015 2018 2024 rBV3 61858 93523 2.31% 0.236%
25 14.086 2035 2040 2044 rVB2 60640 65330 1.61% 0.165%

26 14.274 2066 2072 2077 rBvV2 291113 391491 9.67% 0.988%
27 14.545 2115 2118 2127 rBV2 340273 388519 9.60% 0.981%
28 14.627 2129 2132 2137 rVB 51226 53574 1.32% 0.135%
29 14.698 2140 2144 2147 rBV 124972 129501 3.20% 0.327%
30 14.868 2169 2173 2176 rBV 506869 597952 14.77% 1.509%

31 14.898 2176 2178 2183 rVB2 119990 138078 3.41% 0.348%
32 15.198 2224 2229 2235 rBV 788070 980711 24.23% 2.475%
33 15.398 2258 2263 2268 rVB 152612 187709 4.64% 0.474%
34 15.604 2293 2298 2303 rBV 241643 338728 8.37% 0.855%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 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-BF091117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.656 2303 2307 2313 rVV3 63481 103052 2.55% 0.260%

36 16.315 2414 2419 2426 rVB2 137945 238163 5.88% 0.601%

37 16.580 2460 2464 2471 rVB2 55181 97079 2.40% 0.245%
38 16.656 2473 2477 2486 rVV8 31127 73517 1.82% 0.186%
39 17.021 2533 2539 2549 rVB10 82077 187015 4.62% 0.472%
40 17.203 2565 2570 2577 rVB7 38115 73551 1.82% 0.186%

41 17.727 2654 2659 2665 rBVS8 47563 119489 2.95% 0.302%
42 17.927 2691 2693 2704 rVBS8 34231 66348 1.64% 0.167%
43 18.321 2755 2760 2769 rVB7 55429 144705 3.57% 0.365%
44 18.856 2847 2851 2861 rVB10 41304 110913 2.74% 0.280%

Sum of corrected areas: 39621870
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF098579.D
4000000 526 6|42

6.30
6.80

3000000
7.22

2000000

1000000 6.64

4.83

2.98

i e o L Se——

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: BF098579.D
4000000 9.00 12.75

3000000

10.47

2000000
11.16
9.68

1000000
9.40

N A - A
LU S N NN B DN B S N B S B B B N B R N E SN B S SN R SR N R S N BN SR R B R

1012|1059 1227371260 133 |
o , ;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: BF098579.D
4000000

3000000

2000000

13.80

1000000 15.20

14.87

14.27 14.54 5 60
13.98.09 A4F0L4.90 15401359

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

16.32 1g16%6  17.037.20 17.737.03  18.32 18.86
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 unknown2.98 Concentration Rank 15

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

2.98 2.49 ng 111659 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Heptanol, (S)- 116 C7H160 006033-23-4 9
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Propylene Glycol 76 C3H802 000057-55-6 9
5 Butane, 1-methoxy- 88 C5H120 000628-28-4 9

Abundance Scan 152 (2.981 min): BF098579.D (-150) (-) m/z 45.00 100.00%
45
5000
39 61 2.60 2.80 3.00 3.20 3.40
b Sl S8 86 n/z 42.95  15.79%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #8326: 2-Heptanol, (S)-
45
5000 TITTTTITTTT T T T T T T T

2.&30 2.80 3.00 3.20 3.40
m/z 61.00 6.54%

55
0 o P om0 8 101
T T T T R T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
45
R R S  ERmm )
2.60 2.80 3.00 3.20 3.40
5000 m/z 44.05 5.25%
19 31 39 55 61 75
O T T e T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #297: Isopropy! Alcohol
45 2.60 2.80 3.00 3.20 3.40
m/z 40.90 2.96%
5000
27
S -0 .
m/z--> 10 20 30 40 50 60 70 80 90 100 260 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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.

4.83 8.72 ng 391206 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 466 (4.828 min): BF098579.D (-463) (-) m/z 42.95 100.00%
43
59
5000
1o 440 460 480 500 520
83 : : : :
o..,....,....,...37.','.'=..,??~!~.i....,....,.~...,...=,|....,. m/z 59.00 61.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USRS SR UL S
440 4.60 4.80 5.00 5.20
59 m/z 58.00 17.95%
0 21 37 53“‘ o7 778 o ‘O
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
440 460 480 500 520
5000 m/z 101.00 17 .75%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T
59 440 4.60 4.80 5.00 5.20
m/z 41.00 9.38%
5000 41
31
| T
0..,.%5..,..a‘l,....‘il‘...,??H‘.i....i....,....,...g?,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 unknown6.42 Concentration Rank 1

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

6.42 89.44 ng 4010440 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 737 (6.422 min): BF098579.D (-732) (-) m/z 132.00 100.00%
132
5000 68
6 rrrTrrTrTprTT T T T T T T
40 ., 54 | 75 104 ‘ 6.00 6.20 6.40 6.60 6.80
o N Al 1 (R 1 i S | m/z 68.00 38.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 R L UL R
6.00 6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.37%
1 33 ‘
0'W'”'P'”I”J“'h'P'”I”'h'“'P”'P'“I”'W'”'P'“I“"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.0 6.60 6.80
5000 m/z 66.00 25.17%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole T BREm )

132 6.00 6.20 6.40 6.60 6.80
m/z 69.00 15.09%

5000
104
51 66 77
14 27 37 44> 58 | ' 89 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 5 1-Heneicosanol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.64 6.88ng 423191  Chrysene-di2 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Octacosanol 410 C28H580 000557-61-9 93

959261-23-5 91
088104-31-8 91
006222-07-7 91

3 Heptafluorobutyric acid, pentade... 424 C19H31F702
4 2- Chloropropionic acid, octadec... 360 C21H41Cl102
5 Pentafluoropropionic acid, hexad... 388 C19H33F502

Abundance Scan 1964 (13.639 min): BF098579.D (-1960) (-) m/z 57.00 100.00%
g7
83
5000 11
13140 13.60 13.80 14.00
139163 196 . . . .
0 A8 1 o 21— | m/z 54.95 99.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55
5000 LIRS
13. 40 13 60 13. 80 14. OO
29 m/z 43.00 86.66%
0 \“ 11} \ “ H \H\ m \ h \167 196 238 266 294
— : —— i e A
m/z--> 50 OO 250 300 350 400
Abundance
57
97 IIIIIIIIIIIIIIIIIIIIIII
13.40 13.60 13.80 14.00
5000 m/z 69.00 81.26%
125
29
0 153 181 209 236 264 202 322 364 392
T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R BRAE R S
57 13.40 13.60 13.80 14.00
83 m/z 83.05 75.60%
5000 11
29 ‘ 169
210
ol LI by e 7, 20 a5 ae
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 Tricosyl heptafluorobutyrate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.27 6.36 ng 391491 Chrysene-di2 13.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
2 Octacosyl heptafluorobutyrate 606 C32H57F702 1000351-83-6 91
3 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 91
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
Abundance Scan 2071 (14.268 min): BF098579.D (-2066) (-) m/z 57.00 100.00%
57
>0 M
T 14,00 1420 14.40 14.60
27 - - - -
obAhdA ] (2 d60100 254 v | n7; 43.10  63.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #238204: Tricosyl heptafluorobutyrate
57
97
5000 R S SN I
14.00 14.20 14.40 14.60
m/z 71.05 52 .84%
0 27\ ‘\\hwh ‘§9 208238 293322 367 518
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
o7 14,00 1420 14.40 14.60
5000 m/z 85.00 42 .12%
139469
o LA L 7 208237 278 520340 S A e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #240603: Triacontyl pentafluoropropionate e e AE BRRaE e
57 14.00 14.20 14.40 14.60
m/z 55.00 40.71%
97
5000
39
ol27 J PL‘ 181 222 264 306336 377 420 465 566
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 9-Octadecenamide, (Z)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.54 7.92 ng 388519 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO0 000301-02-0 86
2 Hexadecanamide 255 C16H33NO 000629-54-9 64
3 d-Glucosamine 179 C6H13NO5 000090-77-7 59
4 Nonanamide 157 C9H19NO 001120-07-6 50
5 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 47

Abundance Scan 2117 (14.539 min): BF098579.D (-2115) (-) m/z 58.95 100.00%

5000

-

A VAN
83 T[rrrr[rrrrprrrrprrrTg
97 112126140154 160 190 209 14.20 14.40 14.60 14.80

o m/z 72.00 57.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128443: 9-Octadecenamide, (2)-
59
5000 |||||||||||||||||/|\'|||
14.20 14.40 14.60 14.80
41 m/z 55.00 52.73%
oz | 8 914128 1sa170160108 220 208 264751
'“v'“w“'v“w'“'“ T I e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
R R REE RS
14.20 14.40 14.60 14.80
5000 m/z 43.00 36.31%
43
o 27 86 100114128142156170184198212226240255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
T T T T T

Abundance #44906: d-Glucosamine I i e e
14.20 14.40 14.60 14.80

m/z 41.00 32.24%

5000

E

115130 148163177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 14
R.T. EstConc Area Relative to ISTD R.T.

14.70 2.64 ng 129501 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 91
2 Pentadecanal- 226 C15H300 002765-11-9 91
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 90
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
5 16-Octadecenal 266 C18H340 056554-87-1 90

Abundance Scan 2144 (14.698 min): BF098579.D (-2140) (-) m/z 57.00 100.00%

7

82

5000

110124

14.40 14.60 14.80 15.00
m/z 43.00 75.22%

o 138152167 194 221 267

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117605: Octadecanal
43 57 2

I I
14.40 14.60 14.80 15.00
0,
110124138 rpy 250 m/z 82.00 73.47%
152166180194208 236

5000

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

57 82
41 Tryrrrrrrrrryprrrrprrrorr
% T T T T
14.40 14.60 14.80 15.00
5000 m/z 55.00 65.02%
27 110
124138152

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129467: Oxirane, heptadecyl- R B e
2 14.40 14.60 14.80 15.00
96 m/z 96.00 55.42%

5000
110

152166180194208222236250264 282
R EEEEEEEmEsmE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.87 12.19 ng 597952 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Hentriacontane 437 C31H64 000630-04-6 87
Abundance Scan 2173 (14.868 min): BF098579.D (-2169) (-) m/z 57.00 100.00%
57
5000 85
| J l113 141 169 197 205 267 14.60 14.80 15.00 15.20
CIN D 0 0 -0~ BT — m/z 71.00 59.57%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85
14.60 14.80 15.00 15.20
29 m/z 43.05 56.78%
o ‘J‘L.M“W“h H A3A1ﬂ1‘169 197 225 253 281 309 337 380
m/z--> 50 100 150 260 250 300 350 '
Abundance
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.10 43.98%
29 13 94
0 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493:; Hexacosane
57 14.60 14.80 15.00 15.20
m/z 55.00 22 .80%
5000 85
. 29 J n1j3J1§1 169 197 225 253 295 323 367
m/z--> 50 100 1%0 200 250 300 350 ' 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 10 Cyclopentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.90 2.82 ng 138078 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 74
2 Cyclotetradecane 196 C14H28 000295-17-0 68
3 Behenic alcohol 326 C22H460 000661-19-8 58
4 Trifluoroacetic acid,n-tridecyl ... 296 C15H27F302 053800-02-5 43
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 35
Abundance Scan 2178 (14.898 min): BF098579.D (-2176) (-) m/z 97.05 100.00%
o7
69
5000 125
41 U IR B B
43 167 195310 281 14.60 14.80 15.00 15.20
0! ‘l"ll ..l,".'..,“...I.”...I. '.I..."...!'.:'..,....,........'....,.... m/z 83.05 97 .95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #69583: Cyclopentadecane
55 83
210
5000 AN SUMRIM AR IR
14.60 14.80 15.00 15.20
m/z 69.00 77.95%

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

55
83 IIIIIIIIIIIIIIIIIIIIII
14.60 14.80 15.00 15.20
5000 m/z 55.00 68.92%
29 111

126 ;5,168 196

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol R R B
56 14.60 14.80 15.00 15.20

m/z 111.10 59.37%

5000

29
ol 167182 210 238 264280 308
rrrprtrhe Ao A G A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 60 14. 80 15. 00 15. 20

139
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 1,19-Eicosadiene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.40 3.83 ng 187709 Perylene-d12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 90
2 Octadecanal 268 C18H360 000638-66-4 90
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 83
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 80
5 Ethanol, 2-(9-octadecenyloxy)-, ... 312 C20H4002 005353-25-3 80
Abundance Scan 2263 (15.398 min): BF098579.D (-2258) (-) m/z 57.00 100.00%
g7
5000
LRI AL ISR SN B
124138150 15.00 15.20 15.40 15.60 15.80
o 167 189203 221 239 267283 7 4310 24 07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126192: 1,19-Eicosadiene
55
82
41
5000 AR IR BN BRI B
mmmmmmmmmm
m/z 81.95 69.88%
oL I 124138152166180104208222236250 278
m/z--> 25 46 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 82
% 15.00 15.20 15.40 15.60 15.80
5000 - m/z 55.00 53.25%
110

24 250

. 138152166180194208%22535 | 268
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117617: Oxirane, hexadecyl- e o
15.00 15.20 15.40 15.60 15.80

96 m/z 95.95 49_.88%

5000

124,40
152166180194208222236250 268

e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.60 6.91 ng 338728 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane 394 C28H58 000630-02-4 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2297 (15.598 min): BF098579.D (-2293) (-) m/z 57.00 100.00%
57
LR BRI BASUR UM B
141 183 207 15.20 15.40 15.60 15.80 16.00
0...|,." .'““ Ao 288 e | M/Z 43.00 56.24%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 AR AR BRI A B
mmmmmmmmmm
m/z 71.05 56.17%
29 113
0 h LT 141 169 197 205 253 295 323 367
m/z--> 50 160 1%0 260 250 360 3éo
Abundance
57
15.20 15.40 15.60 15.80 16.00
5000 g5 m/z 85.05 40.65%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 150 260 2éo 360 3éo
Abundance #185533: Pentacosane YT T e
57 15.20 15.40 15.60 15.80 16.00
m/z 55.00 22.53%
- 1 MM
113
oL h ) J | Yt 169189 211 239 267 295 3p3 352
m/z--> 55 100 150 200 250 360 3éo ' 1520 1540 1560 1580 1600
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 13 Trifluoroacetic acid, penta... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.66 2.10 ng 103052 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 90
2 Behenic alcohol 326 C22H460 000661-19-8 86
3 n-Tetracosanol-1 354 C24H500 000506-51-4 86
4 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 86
5 11-Methyldodecanol 200 C13H280 085763-57-1 86
Abundance Scan 2308 (15.662 min): BF098579.D (-2303) (-) m/z 97.05 100.00%
o7
55
5000

125 i

3 157175 203,,, 266283 15.40 15.60 15.80 16.00
(o} m/z 83.00 79.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #164113: Trifluoroacetic acid, pentadecyl ester
57
83
5000 L L L e

15.40 15.60 15.80 16.00
m/z 55.00 76.48%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

55 83
e
15.40 15.60 15.80 16.00
5000 11 m/z 57.00 63.98%
29 139

167 196 224 252 280 308

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 e BB REEma e S e
83 15.40 15.60 15.80 16.00

m/z 69.00 59.36%

5000 ‘

o \“ 167 195 222 250 280 308 336
”w””“”.”” - T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 11
R.T. EstConc Area Relative to ISTD R.T.
17.02 3.81 ng 187015 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 97
2 _beta.-Sitosterol 414 C29H500 000083-46-5 74
3 N-(2-Hydroxy-1-methylene-2-prop-... 191 C11H13NO2 1000194-35-2 44
4 Pregn-5-en-3-ol, 21-bromo-20-met... 394 C22H35BrO0 055103-80-5 38
5 5-0-Tolylcarbamoyl-3H-imidazole-... 273 C14H15N303 313251-31-9 18
Abundance Scan 2539 (17.021 min): BF098579.D (-2533) (-) m/z 43.05 100.00%
43
107
5000
329 385 S5 ' 16.80 17.00 17.20 17.40
ol 1, N I m/z 107.05  77.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 81 107 LRI SV SR SO
145 414 16.80 17.00 17.20 17.40
L A% 55 B 329 381 m/z 55.00  69.45%
ok \‘I h I“' ! LU ] ‘3;“| “. 2}'5 . I‘L —~— 354 M
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
' 16:80 17.00 17.20 17.40
5000 m/z 41.00 68.70%
81 107 414
145 213 955 ___ 303 329
. irs 23377275 354 381
m/z--> 50 100 150 200 250 300 350 400
Abundance #53765: N-(2-Hydroxy-1-methylene-2-prop-1-ynyl-pent-3-ynyl... M s )
43 107 16.80 17.00 17.20 17.40
m/z 95.00 59.97%
5000
67 173
149
I = O
m/z--> 50 100 150 200 250 300 350 400 16.80 17.00 17.20 17.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 16 unknownl7.73 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

17.73 2.44 ng 119489 Perylene-d12 15.20

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Isopropenyl-4a,8-dimethyl-1,2,_... 204 C15H24 1000193-57-0 46

2 1,5,9,13-Tetradecatetraene 190 Cl1l4H22 051487-38-8 44

3 Cyclopropa[d]naphthalen-2(4aH)-o0... 204 C14H200 004677-90-1 42
4 Longipinane, (E)- 206 C15H26 1000156-14-5 38

5 2-Butenal, 2-methyl-4-(2,6,6-tri... 206 C14H220 003155-71-3 30
Abundance Scan 2660 (17.733 min): BF098579.D (-2654) (-) m/z 81.00 100.00%

g1 189
4
5000
17.40 17.60 17.80 18.00
0 m/z 189.10 95.21%

m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64446: 2-1sopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-octa...

5000
17.40 17.60 17.80 18.00

m/z 55.00 91.50%

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

67
M R RERREEEE RS RSy
95 17.40 17.60 17.80 18.00
5000 m/z 95.00 81.16%
81
27 116133147161 175 190

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #64237: Cyclopropa[d]naphthalen-2(4aH)-one, 1,1a,5,6,7,8-h... e EREmEmEE T

43 17.40 17.60 17.80 18.00
91 m/z 109.00 76.37%
5000
O e L
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 17 unknownl1l8.32 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.32 2.95 ng 144705 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 35
2 2,4a,8,8-Tetramethyldecahydrocyc... 206 C15H26 074022-04-1 35
3 Cyclohexanone, 2,5-dimethyl-2-(1... 166 C11H180 006711-26-8 27
4 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 27
5 Longipinane, (E)- 206 C15H26 1000156-14-5 25
Abundance Scan 2760 (18.321 min): BF098579.D (-2755) (-) m/z 69.00 100.00%
69
41
5000
18.00 18.20 18.40 18.60
o} m/z 95.00 94 .80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetraenal
69
5000{ 41 SRR AR SRR SRR
18.00 18.20 18.40 18.60
1”_137 m/z 55.00 68.33%
o L Al “\ ol 8L 192208 220247 273 29316
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
81 123
41 RN BN IR B
18.00 18.20 18.40 18.60
5000 191 m/z 81.00 64 .60%
57 105
150
0 175 | 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #35094: Cyclohexanone, 2,5-dimethyl-2-(1-methylethenyl)- R EE mE
123 18.00 18.20 18.40 18.60
o7 m/z 123.10 58.87%
41
5000
95
151
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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 18 unknownl8.86 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.86 2.26 ng 110913 Perylene-di12 15.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexane-1-methanol, 3,3-dime... 208 C14H240 1000196-01-5 18
2 Camphorsulfonic acid 232 C10H1604S 003144-16-9 14
3 1,10-Dimethyl-2-methylene-trans-... 178 C13H22 1000103-97-8 12
4 1-Cyclohexanol, 2-(3-methyl-1,3-... 208 C14H240 1000196-01-6 12
5 3-Cyclohexene-1-carboxaldehyde, ... 152 C10H160 040702-26-9 12
Abundance Scan 2852 (18.862 min): BF098579.D (-2847) (-) m/z 55.00 100.00%
56 69 123
9 109
5000 41 149163 205
187 231 267
| 18.60 18.80 19.00 19.20
Okt m/z 123.10 97 .65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67884: Cyclohexane-1-methanol, 3,3-dimethyl-2-(3-methyl-1...

18.I60 18.I80 19.IOO 19.I20
m/z 69.00 90.37%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
109
81 R A REREE e
151 18.60 18.80 19.00 19.20
5000 123 m/z 81.00 87.88%
41 67
27 95

o 137 | 168 188 215 232

WWTWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #44126: 1,10-Dimethyl-2-methylene-trans-decalin A EAREE ma S
18.60 18.80 19.00 19.20

m/z 95.05 71.71%

5000

149163178
41

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.60 18.80 19.00 19.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF091517\
Data File : BF098579.D

Acq On : 15 Sep 2017 20:04

Operator : SJ/JU

Sample - 15229-07

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF091117 .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]
unknown2 .98 2.98 2.5 ng 111659 1 6.64 896757 20.0
2-Pentanone, 4-hy... 4.83 8.7 ng 391206 1 6.64 896757 20.0
unknown6 .42 6.42 89.4 ng 4010440 1 6.64 896757 20.0
1-Heneicosanol 13.64 6.9 ng 423191 5 13.80 1230960 20.0
Tricosyl heptaflu... 14.27 6.4 ng 391491 5 13.80 1230960 20.0
9-Octadecenamide, ... 14.54 7.9 ng 388519 6 15.20 980711 20.0
Octadecanal 14.70 2.6 ng 129501 6 15.20 980711 20.0
Heptacosane 14.87 12.2 ng 597952 6 15.20 980711 20.0
Cyclopentadecane 14 .90 2.8 ng 138078 6 15.20 980711 20.0
1,19-Eicosadiene 15.40 3.8 ng 187709 6 15.20 980711 20.0
Hexacosane 15.60 6.9 ng 338728 6 15.20 980711 20.0
Trifluoroacetic a... 15.66 2.1 ng 103052 6 15.20 980711 20.0
-.gamma.-Sitosterol 17.02 3.8 ng 187015 6 15.20 980711 20.0
unknownl7.73 17.73 2.4 ng 119489 6 15.20 980711 20.0
unknown18.32 18.32 3.0 ng 144705 6 15.20 980711 20.0
unknown18.86 18.86 2.3 ng 110913 6 15.20 980711 20.0
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