LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\

Data File : BF085374.D

Acq On : 11 Mar 2016 16:10 Instrument :
Operator : UM/SJ BNA_F

Sample - H1731-08 ClientSampleld :
Misc - SB-21-COMP
ALS Vial : 33 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 5.144 247 250 257 rvVB 208931 319290 6.80% 0.773%
2 5.544 281 285 287 rBV 3432019 4534814 96.53% 10.985%
3 6.562 371 374 377 rBV 3436683 3903323 83.08% 9.455%
4 6.699 383 386 389 rBvV 3529723 4312491 91.79% 10.446%
5 6.939 404 407 409 rBVY 665465 897007 19.09% 2.173%
6 7.087 418 420 423 rBV 2842207 3351958 71.35% 8.120%
7 7.499 453 456 458 rBV 2783286 2823504 60.10% 6.840%
8 8.219 517 519 521 rBV 1456462 1200447 25.55% 2.908%
9 9.305 611 614 616 rBVY 3361571 4697996 100.00% 11.380%
10 9.693 646 648 649 rBY 563723 602372 12.82% 1.459%

11 9.910 664 667 669 rBvV 101866 101646 2.16% 0.246%
12 9.979 671 673 675 rVB 1398417 1264428 26.91% 3.063%
13 10.402 708 710 712 rVB 99817 136808 2.91% 0.331%
14 10.630 727 730 733 rBV 52373 97999 2.09% 0.237%
15 10.768 739 742 744 rBV 2926826 2883535 61.38% 6.985%

16 10.882 749 752 757 rVvV 160569 197820 4.21% 0.479%

17 11.328 789 791 793 rBV 78010 70892 1.51% 0.172%
18 11.465 800 803 804 rBV 1339617 1247447 26.55% 3.022%
19 11.488 804 805 806 rvv 111824 81428 1.73% 0.197%
20 11.533 806 809 811 rvB2 42011 60093 1.28% 0.146%

21 11.991 844 849 851 rBV 643179 639282 13.61% 1.549%
22 12.071 855 856 861 rvB2 32063 57994 1.23% 0.140%
23 12.676 906 909 911 rBV 247073 235119 5.00% 0.570%
24 12.779 916 918 925 rvV 155636 299982 6.39% 0.727%
25 12.905 925 929 931 rVvv 196990 235690 5.02% 0.571%

26 13.054 939 942 944 rVB 3886763 3812955 81.16% 9.236%
27 13.236 954 958 959 rBVvV2 22236 47754 1.02% 0.116%
28 13.945 1018 1020 1025 rVB 220626 287251 6.11% 0.696%
29 14.105 1030 1034 1035 rBV 770623 976716 20.79% 2.366%

30 14.128 1035 1036 1038 rVB 94465 71091 1.51% 0.172%
31 14.574 1073 1075 1077 rBV2 47086 64846 1.38% 0.157%
32 14.905 1099 1104 1107 rBV5 20165 70349 1.50% 0.170%
33 15.134 1122 1124 1128 rBV 91551 200501 4.27% 0.486%
34 15.442 1148 1151 1154 rVB 57254 80018 1.70% 0.194%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085374.D

Acq On : 11 Mar 2016 16:10

Operator : UM/SJ

Sample - H1731-08

Misc :

ALS Vial : 33 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:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.500 1154 1156 1159 rBV 85223 107430 2.29% 0.260%

36 15.568 1159 1162 1170 rVB 554678 776856 16.54% 1.882%

37 16.082 1205 1207 1209 rBV2 32343 60142 1.28% 0.146%

38 17.020 1286 1289 1296 rVB2 38079 84173 1.79% 0.204%

39 17.203 1302 1305 1308 rBV3 23927 52901 1.13% 0.128%

40 17.454 1324 1327 1333 rVB 33268 76683 1.63% 0.186%

41 17.614 1337 1341 1346 rBvV2 75685 208256 4_.43% 0.504%

42 17.820 1357 1359 1367 rVB8 16390 50800 1.08% 0.123%
Sum of corrected areas: 41282087
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF031116\

BF085374.D

11 Mar 2016 16:10

UM/SsJ

H1731-08

33 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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5.54

5.14

6.56;

\

70

7.09

7.50

0
Time-->

I
5.00 5.50

6.00 6.50

L
T T T T

7.00

T
7.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

9.30

9.98

9. 10.40 10.6§

TIC: BF085374.D

10.77

11.46

11381183

11.99

13.05

12.6898.90

13.24

Time-->

10.00

10.50

11.00 11.50

12.00

2.07
T

12.50 13.00

13.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

13.9?_ 13

14.11

15.57

1457 14.9115.13 133 16.08

TIC: BF085374.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085374.D

Acq On : 11 Mar 2016 16:10

Operator : UM/SJ

Sample - H1731-08

Misc :

ALS Vial : 33 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 7.12 ng 319290 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 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 250 (5.144 min): BF085374.D (-247) (-) m/z 43.05 100.00%
a3
59
5000
101 .
51| 83 4.80 5.00 5.20 5.40
Obrrrprrrrprr ey bl e e m/z 59.10 56.92%
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 59 480 500 520 540
m/z 101.10 22_75%
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 M m/z 58.10 16.36%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4000: Morpholine, 4-methyl- R AR Ry
43 4.80 5.00 5.20 5.40
m/z 41.10 8.97%
5000
101
71
ﬁ5 28 56 86
R s R n s Anen Eind LSy R RN LA MM RS RARAL MARE ISR SRR SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085374.D

Acq On : 11 Mar 2016 16:10

Operator : UM/SJ

Sample - H1731-08

Misc :

ALS Vial : 33 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 unknown6.70 Concentration Rank 1

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

6.70 96.15 ng 4312490 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 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 386 (6.699 min): BF085374.D (-383) (-) m/z 132.10 100.00%
132
5000 68
40 % J 6.0 6.60 680 7.00
54 : : : :
o Qe |sus o w/z 68.10 43.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR LS S LR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.10 32.43%
0 ‘ L1 H 1 ‘ “ !
RN S UL AL AL UARLALEL SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 6.80 7.00
5000 gg 116 m/z 66.10 27.38%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- e R ma
132 6.40 6.60 6.80 7.00
m/z 69.10 17.66%
117
5000
91
27 ¥ 8L e 77 ‘ 105 ‘ ‘
0I'h"h”'““Im"JW'“*'IM"lH'P"I""I""I"" ISR LA S LR
m/z--> 20 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:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085374.D

Acq On : 11 Mar 2016 16:10

Operator : UM/SJ

Sample - H1731-08

Misc :

ALS Vial : 33 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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 Decane, 2,3,5-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

10.40 2.16 ng 136808 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 83
2 Dodecane 170 C12H26 000112-40-3 76
3 Eicosane 282 C20H42 000112-95-8 74
4 Tetradecane 198 C14H30 000629-59-4 72
5 Hexadecane 226 C16H34 000544-76-3 72

Abundance Scan 710 (10.402 min): BF085374.D (-708) (-) m/z 57.10 100.00%

g7
43

5000

99 10.00 10.20 10.40 10.60 10.80

113127141155170

0 m/z 43.10 67.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45605: Decane, 2,3,5-trimethyl-
57
43
71
5000 85 LN L  L L  L L L BLB
10 00 10. 20 10 40 10 60 10. 80
m/z 71.10 45 _.65%
29 99 141
0 \‘ (A A 113 \‘ 169
..q.”.P.”P.”,”.W.HW.H.P.”..” RN R R R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 IIIIIIIIIIIIIIIIIIIIII
10.00 10.20 10.40 10.60 10.80
5000 1 m/z 85.10 38.94%
85
29
o 14 99 113]_27141 170
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane P T e T T
43 97 10.00 10.20 10.40 10.60 10.80
m/z 41.10 35.16%
71
5000
85
. ‘ |y | 99113127141155160 282
et e e e e e e e e RN B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 00 10. 20 10 40 10 60 10. 80

8270-BF030316.M Mon Mar 14 09:31:59 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085374.D

Acq On : 11 Mar 2016 16:10

Operator : UM/SJ

Sample - H1731-08

Misc :

ALS Vial : 33 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 Octadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.88 3.17 ng 197820 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Tetradecane 198 C14H30 000629-59-4 91
Abundance Scan 752 (10.882 min): BF085374.D (-749) (-) m/z 57.10 100.00%
57
43 71
5000
99 DA PN U U JUL
113197141 10.60 10.80 11.00 11.20
— 185169123 m/z 71.10 68.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #91035: Octadecane
43 57
71
5000 85 L BRI UL BN B
10 60 10. 80 11.00 11.20
- 99 m/z 43.10 66.20%
oL L) 1}3127141155169183197211225 254
m/z--> ﬁo 45 65 50 160 150 150 160 180 200 220 240 2éo 2éo
Abundance
57
a 10.60 10.80 11.00 11.20
5000 g5 m/z 85.10 45 _.15%
29

99
113127141155169183197210 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane L e A
43 57 10.60 10.80 11.00 11.20
m/z 41.10 30.22%
71
5000
85
29
ol ‘\ L) 2 113127141155169 282
e e e e e e e RS e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085374.D

Acq On : 11 Mar 2016 16:10

Operator : UM/SJ

Sample - H1731-08

Misc :

ALS Vial : 33 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 10.25 ng 639282 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58
Abundance Scan 849 (11.991 min): BF085374.D (-844) (-) m/z 73.10 100.00%
43 60 P
5000 129
9 115 192 213 LA BN SN SO B
| 143157171 227 256 11.60 11.80 12.00 12.20 12.40
O fi m/z 60.00 81.49%
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 T T T T [T T
129 umnmnmnmnm
. 213 m/z 43.10 79.57%
185
0 |||||||||||| IHH‘ MH IH‘\ |“|‘||14‘|.3|||||||| |‘||]|-99|||‘| 2|2|7|?49||| —
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.60 11!80 12)00 12!20 12!40
5000 29 m/z 57.10 66.53%
129
87 115 171 214
o 101 143157 | 185,99
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75071: Tetradecanoic acid
60 73 11.60 11.80 12.00 12.20 12.40
43 m/z 55.10 65.47%
5000 129
29 ; 185 228
9 115 | 143 171
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 : BF085374.D

Acq On : 11 Mar 2016 16:10

Operator : UM/SJ

Sample - H1731-08

Misc :

ALS Vial : 33 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 7

R.T. EstConc Area Relative to ISTD R.T.
12.78 4.81 ng 299982 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecanoic acid

2 Octadecanoic acid,
3 Pentadecanoic acid
4 Tridecanoic acid

5 Undecanoic acid

284 C18H3602
2-(2-hydroxye. .. 372 C22H4404
242 C15H3002
214 C13H2602
186 C11H2202

000057-11-4 99
000106-11-6 91
001002-84-2 89
000638-53-9 64
000112-37-8 58

Abundance Scan 918 (12.779 min): BF085374.D (-916) (-) m/z 73.00 100.00%
5000
12.40 12.60 12.80 13.00
o m/z 43.10 81.47%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43 73
5000 129 LI L L L L L L L LB}
9 12. 40 12 60 12. 80 13.00
H ! 185 a1 m/z 60.00 76.74%
0 |15| I "“I H“ u‘h\ M\ ol 157\ “. ‘|2.]‘-3.‘. .“ |‘2|6|5 .“. T
m/z--> 50 100 150 200 250 300 350
Abundance
43
R N )
73 12.40 12.60 12.80 13.00
5000 284 m/z 57.10 72.42%
129
97
157 1% 213 241 265 | 311 372
I T T T B e e
m/z--> 50 100 150 200 250 300 350
Abundance #83686: Pentadecanoic acid B R A S
43 3 12.40 12.60 12.80 13.00
m/z 55.10 66.52%
5000 129
199 242
157
A 0 i O R
m/z--> 50 100 150 200 250 300 350 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031116\
Data File : BF085374.D

Acq On : 11 Mar 2016 16:10

Operator : UM/SJ

Sample - H1731-08

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 8 2- Chloropropionic acid, oc... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.95 5.8 ng 287251  Chrysene-di2 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2- Chloropropionic acid,
2 2- Chloropropionic acid, hexadec. ..
3 Trifluoroacetic acid,
4 Heptafluorobutyric acid,

octadec...

n-octadecy. ..

360 C21H41CI102
332 C19H37CI02
366 C20H37F302
n-octad... 466 C22H37F702

088104-31-8 94
086711-81-1 94
079392-43-1 91
000400-57-7 91

5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1020 (13.945 min): BF085374.D (-1018) (-) m/z 57.10 100.00%
e T JM
230
R e o B
139 200 13.60 13.80 14.00 14.20
168 281
o bbb e S m/z 83.10 97.48%
m/z--> 50 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecyl ester
7 83
5000 111 LA L L L L L L L L L
13.60 13.80 14.00 14.20
m/z 97.10 92.84%
29 139 250
0 L7168 194 224 T 207 360
- T T T I T I T T I T T T T I T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
R e e R
11 13.60 13.80 14.00 14.20
5000 m/z 55.10 90.52%
29
. 139 g 196 222 269 432
O B e e o e e I L e e e e e e e e B B
m/z--> 50 100 150 200 250 300 350
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester AR R
3 13.60 13.80 14.00 14.20
m/z 43.10 85.62%
69
5000
97
125
o L) [T 154 183 204 252
T =ttt B e o o e R
m/z--> 50 100 150 200 250 300 350 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 : BF085374.D

Acq On : 11 Mar 2016 16:10

Operator : UM/SJ

Sample - H1731-08

Misc :

ALS Vial : 33 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 11 unknownl7.61 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.61 5.36 ng 208256 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 _beta.-Sitosterol acetate 456 C31H5202 000915-05-9 32
2 Pregn-5-en-3-ol, 21-bromo-20-met... 394 C22H35BrO 055103-80-5 27
3 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 25
4 Methyl 12-acetyl-7-desoxycholate 448 C27H4405 055547-48-3 16
5 Androst-5-ene,l-acetoxy-16,17-di... 386 C25H3803 294866-91-4 14

Abundance Scan 1341 (17.614 min): BF085374.D (-1337) (-) m/z 43.10 100.00%
43
145
95
5000
255 303329 396 R e R R R
277 17.20 17.40 17.60 17.80 18.00
0 m/z 145.10 65.83%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #165053: .beta.-Sitosterol acetate
43
5000 LA L L L L L L L L
17. 20 17. 40 17. 60 17. 80 18 00
‘ Yo7 a7 396 m/z 55.10 59.43%
215 255
ok .‘ ‘ H‘ H‘M H‘\ \M\ \\U \Hm \‘\h \ —— .‘. — I |288|3I1|5| |3|5‘|1| " "‘I .‘.12.8.4;5.6
m/z--> 150 200 250 300 350 400 450
Abundance
41 107 394
81 145 283 T
17.20 17.40 17.60 17.80 18.00
5000 309 361 m/z 57.10 58.88%
213
173 255
337
R R D
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #159295: Cholest-5-ene, 3-ethoxy-, (3.beta.)- T
43 17.20 17.40 17.60 17.80 18.00
m/z 95.10 58.43%
5000 368
81 107
145 329 414
m 173 213 247 275 301
Ob—H- B B e o B A
m/z--> 50 100 150 200 250 300 350 400 450 17.20 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 : BF085374.D

Acq On : 11 Mar 2016 16:10

Operator : UM/SJ

Sample - H1731-08

Misc :

ALS Vial : 33 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 7.1 ng 319290 1 6.94 897007 20.0
unknown6.70 6.70 96.2 ng 4312490 1 6.94 897007 20.0
Decane, 2,3,5-tri... 10.40 2.2 ng 136808 3 9.98 1264430 20.0
Octadecane 10.88 3.2 ng 197820 4 11.46 1247450 20.0
n-Hexadecanoic acid 11.99 10.3 ng 639282 4 11.46 1247450 20.0
Octadecanoic acid 12.78 4.8 ng 299982 4 11.46 1247450 20.0
2- Chloropropioni... 13.95 5.9 ng 287251 5 14.11 976716 20.0
unknownl7.61 17.61 5.4 ng 208256 6 15.57 776856 20.0
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