LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031116\

Data File : BF085410.D

Acq On - 12 Mar 2016 10:20 Instrument :
Operator : UM/SJ BNA_F

Sample - H1731-10 ClientSampleld :
Misc : SB-17-COMP
ALS Vial : 36 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-BF030316.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 5.144 248 250 256 rvVB 179093 311093 6.08% 0.746%
2 5.544 282 285 288 rBV 3654508 4169236 81.53% 9.998%
3 6.573 371 375 377 rBvY 3685701 4914255 96.10% 11.785%
4 6.710 383 387 389 rBV 3990954 4963772 97.07% 11.903%
5 6.939 404 407 409 rBVY 961134 1010388 19.76% 2.423%
6 7.099 418 421 423 rVB 2950176 3746792 73.27% 8.985%
7 7.499 453 456 459 rBV 2369485 3003122 58.73% 7.202%
8 7.579 461 463 466 rBvV 40627 60268 1.18% 0.145%
9 8.219 517 519 522 rBV 1369796 1258639 24.61% 3.018%
10 9.305 611 614 616 rBvY 4803294 5113838 100.00% 12.263%

11 9.693 646 648 650 rBVY 1004663 840911 16.44% 2.017%
12 9.910 664 667 669 rvB 108199 94155 1.84% 0.226%
13 9.979 671 673 675 rvVB 1537971 1321531 25.84% 3.169%
14 10.413 707 711 712 rBV 93793 143866 2.81% 0.345%
15 10.630 726 730 733 rBV 47538 83314 1.63% 0.200%

16 10.768 739 742 745 rBV 2345695 2648344 51.79% 6.351%
17 10.882 750 752 757 rVvV 160486 181131 3.54% 0.434%
18 11.328 789 791 793 rBV 84546 77174 1.51% 0.185%
19 11.465 801 803 805 rBV 1412806 1206080 23.58% 2.892%
20 11.991 847 849 855 rBvV 454688 452179 8.84% 1.084%

21 12.676 907 909 915 rBvV 85087 98954 1.94% 0.237%
22 12.779 915 918 925 rvVv 165642 250095 4_89% 0.600%
23 12.905 927 929 931 rVvVv 62594 72497 1.42% 0.174%
24 12.951 931 933 935 rvv 52115 55174 1.08% 0.132%

25 13.054 939 942 945 rBV 3555587 3392861 66.35% 8.136%

26 13.945 1018 1020 1026 rBV 215482 244466 4.78% 0.586%
27 14.105 1030 1034 1036 rBV 1035072 970897 18.99% 2.328%
28 14.574 1073 1075 1078 rBV2 35230 54045 1.06% 0.130%
29 15.145 1122 1125 1129 rBV 25258 52552 1.03% 0.126%
30 15.568 1160 1162 1165 rBV 534550 726881 14.21% 1.743%

31 16.528 1243 1246 1254 rVB6 20674 60584 1.18% 0.145%
32 17.625 1338 1342 1347 rBV5 49040 121619 2.38% 0.292%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085410.D

Acq On : 12 Mar 2016 10:20

Operator : UM/SJ

Sample : H1731-10

Misc :

ALS Vial : 36 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 41700713
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085410.D

Acq On : 12 Mar 2016 10:20

Operator : UM/SJ

Sample : H1731-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085410.D

6.71

4000000
5.54 6.57

3000000 7.10

7.50

2000000

1000000 6.94

5.14 J 58

L

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: BF085410.D

4000000
13.05
3000000
10.77
2000000
8.22 9.98 11.46

1000000

11.99
sl 10amoed9  uo | swiel

ottt A e e

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF085410.D

4000000
3000000

2000000

14.11
1000000

15.57

1395 14,57 15.15 /L 16.53 17.63

0 R R e e AREEEREREREE B s SRR

T
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\BF031116\
Data File : BF085410.D

Acq On : 12 Mar 2016 10:20

Operator : UM/SJ

Sample : H1731-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.14 6.16 ng 311093 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Butane, l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 250 (5.144 min): BF085410.D (-248) (-) m/z 43.05 100.00%
a3
59
5000
101 IS SRAE SRR SRR R
51 | 83 | 4.80 5.00 5.20 5.40
S P DS m/z 59.10 59.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S UL A LU R
59 480 500 520 540
m/z 101.10 20.40%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 41 m/z 58.10 16.46%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R ERmmEE L
59 4.80 5.00 5.20 5.40
m/z 41.10 8.71%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085410.D

Acq On : 12 Mar 2016 10:20

Operator : UM/SJ

Sample : H1731-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 2 unknown6.71 Concentration Rank 1

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

6.71 98.25 ng 4963770 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 387 (6.710 min): BF085410.D (-383) (-) m/z 132.10 100.00%
132
5000 68
6 6.0 6.60 6.80 7.00
40 ,, 54 75 104 . . ) .
Obrr ey AT Bl R 87 Ll us Ml Tm/z 68.10  36.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 AN SR L LA
6.40 6.60 6.80 7.00
78 m/z 134.10 33.78%
31 35 Sﬁ
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.0 660 6.80 7.00
5000 67 m/z 66.10 22.86%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmﬁmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- R e EERRR
132 6.40 6.60 6.80 7.00
m/z 96.10 15.49%
5000

63 o0 104
15 28 39 % 7 7 " 116

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085410.D

Acq On : 12 Mar 2016 10:20

Operator : UM/SJ

Sample : H1731-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 4 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.41 2.18 ng 143866 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetradecane 198 C14H30 000629-59-4 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 80
5 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 80
Abundance Scan 711 (10.413 min): BF085410.D (-707) (-) m/z 57.10 100.00%
57
85
5000
4
13 10,00 10.20 10.40 10.60 10.80
0 HLLe m/z 71.10  71.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane
57
85

10.00 10.20 10.40 10.60 10.80
4 m/z 43.10 65.78%
. s | a0 19 o s oo
”w”.w””,””“.”“”.“”w”.w””,””.”..”..”.””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
e L e R A
10.00 10.20 10.40 10.60 10.80
5000 85 m/z 85.10 52.91%
41
ol.26 113 141 169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #82608: Heptadecane R A B e S
57 10.00 10.20 10.40 10.60 10.80
m/z 41.10 32.24%
85
113
0 H\ H [l H‘ d I 1‘.11 169 197212 240
”w”.w””,””“.”“”.“”w”.w””,””.”..”..”.””,””. R s o o BN M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. OO 10. 20 10. 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085410.D

Acq On : 12 Mar 2016 10:20

Operator : UM/SJ

Sample : H1731-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.88 3.00 ng 181131 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Tetradecane 198 C14H30 000629-59-4 90
Abundance Scan 752 (10.882 min): BF085410.D (-750) (-) m/z 57.10 100.00%
57
5000 85
4
113 10.60 10.80 11.00 11.20
0 141 109 m/z 71.10 71.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
57
5000 R SR U SRS B
4 85 10.60 10.80 11.00 11.20
m/z 43.10 66.86%
0 ‘ h\ - 113 . 141 169 282
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 240 260 2éo 300
Abundance
57
g5 10.60 10.80 11.00 11.20
5000 a m/z 85.10 48 .98%
ol 25 M3 141 169 197212 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115570: Heneicosane R a e
57 10.60 10.80 11.00 11.20
m/z 41.10 32.25%
85
5000
4
113
0 ‘ L [ e a6 197 225 253268 296
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300 1060 1080 1100 1f20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085410.D

Acq On : 12 Mar 2016 10:20

Operator : UM/SJ

Sample : H1731-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 6 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.99 7.50 ng 452179 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 25
Abundance Scan 849 (11.991 min): BF085410.D (-847) (-) m/z 73.10 100.00%
73
43 60
5000
129
97 115 213 A NS BN SN
| 143157171185 ;o9 297 256 11.60 11.80 12.00 12.20 12.40
() S m/z 60.00 80.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 AR DU SRR B B
129 nmumnmnmnm
5727 213 m/z 43.10 80.00%
185
0 T I‘l - i“" ||||| | HH‘ MH . H‘\ Iulwl |14‘|.3|| | Ba | . |‘| I]:ggl . I‘I 2|2|7|?49| — —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
11.60 11.80 12.00 12.20 12.40
5000 - 129 m/z 57.10 66.29%
87 242
143 199
101 115 157 171 185
O i e B B AN mamaa TR S
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid R e e s
60 73 11.60 11.80 12.00 12.20 12.40
43 m/z 55.10 63.74%
5000 129
- 185 228
9 115 | 143,.5171
0 \‘ L ..,T...“...,....,..}??.......%9???? B S S AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085410.D

Acq On : 12 Mar 2016 10:20

Operator : UM/SJ

Sample : H1731-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 7 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.78 4_.15 ng 250095 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 49
Abundance Scan 918 (12.779 min): BF085410.D (-915) (-) m/z 73.10 100.00%
3 B
5000
185 241
143157171 12.40 12.60 12.80 13.00
O m/z 60.00 82.49Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid
43 57 73
5000 129 ABARSA AR R
nmnmnmnm
284 m/z 43.10 81.96%
2? 143,5,171
0 |||||‘|||‘|‘=‘||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
12f4o 12!60 12)80 13)00 '
5000 129 m/z 57.10 72.72%
28 87 242
143 199
115 157171185
0 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid A o
73 12.40 12.60 12.80 13.00
43 m/z 55.10 72.56%
5
5000 129
185 228
W 115 143157171 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085410.D

Acq On : 12 Mar 2016 10:20

Operator : UM/SJ

Sample : H1731-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 2- Chloropropionic acid, he... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 5.04 ng 244466 Chrysene-di2 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid, hexadec... 332 C19H37CI0O2 086711-81-1 91
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 Trifluoroacetic acid, n-heptadec... 324 C17H31F302 1000216-79-2 91
4 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
Abundance Scan 1020 (13.945 min): BF085410.D (-1018) (-) m/z 83.10 100.00%
57
5000 _/\__jk,\,__;
1360 13.80 14.00 1420
o} m/z 57.10 97 .09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #133740: 2- Chloropropionic acid, hexadecyl ester
57
5000 4 U A AU SRS I
13.60 13.80 14.00 14.20
196 m/z 55.05 89.60%
ol 4 Al 19 1es " 22 260 332
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
41 57
83 RN SRR DU I
13.60 13.80 14.00 14.20
5000 m/z 43.10 89.21%
111
ol.25 139 167 196 224 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129716: Trifluoroacetic acid, n-heptadecy! ester A e
43 13.60 13.80 14.00 14.20
m/z 97.10 87.57%
69
5000
okl 125 157 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085410.D

Acq On : 12 Mar 2016 10:20

Operator : UM/SJ

Sample : H1731-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Cholest-5-ene, 3-ethoxy-, (... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.63 3.35 ng 121619 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 60
2 .beta.-Sitosterol acetate 456 C31H5202 000915-05-9 25
3 Methyl 12-acetyl-7-desoxycholate 448 C27H4405 055547-48-3 25
4 Clionasterol acetate 456 C31H5202 004651-54-1 14
5 5-Cholene, 3,24-dihydroxy- 360 C24H4002 1000251-69-2 12
Abundance Scan 1342 (17.625 min): BF085410.D (-1338) (-) m/z 43.10 100.00%
43
107
5000 8l 145 213
' 17.40 17.60 17.80 18.00
ob—dyll m/z 55.10 69.05%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159295: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43
5000 LR N SO SURIURA S
81 368 17.40 17.60 17.80 18.00
107 145 329 m/z 107.10 59.84%
LUl g 28 a7 zmsa " |
ok ‘I“' L 'HI \‘IHI‘\ I\Mlml \‘l\\ . : - I\I\I - - - I‘“' —— .“‘. —
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
43
' 17.40 17.60 17.80 18.00
5000 m/z 105.10 55.28%
81
107 147 396
o 173 215 255 288 315 3m4 428 456
mz-> 50 100 150 200 250 300 350 400 450
Abundance #164216: Methy| 12-acetyl-7-desoxycholate R ARE mam T e S
43 17.40 17.60 17.80 18.00
m/z 95.10 54 _.53%
5000
81 105 154 255
ol ".“‘-‘ \LI‘\,\LIMI\L,ﬁ.l,uln, Aes 213 | pey stesso SO I
m/z--> 50 100 150 200 250 300 350 400 450 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085410.D

Acq On : 12 Mar 2016 10:20

Operator : UM/SJ

Sample : H1731-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.14 6.2 ng 311093 1 6.94 1010390 20.0
unknown6.71 6.71 98.3 ng 4963770 1 6.94 1010390 20.0
Heneicosane 10.41 2.2 ng 143866 3 9.98 1321530 20.0
Eicosane 10.88 3.0 ng 181131 4 11.46 1206080 20.0
n-Hexadecanoic acid 11.99 7.5 ng 452179 4 11.46 1206080 20.0
Octadecanoic acid 12.78 4.2 ng 250095 4 11.46 1206080 20.0
2- Chloropropioni... 13.95 5.0 ng 244466 5 14.11 970897 20.0
Cholest-5-ene, 3-... 17.63 3.4 ng 121619 6 15.57 726881 20.0

8270-BF030316.M Mon Mar 14 09:52:28 2016 Page: 12



