LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085582.D

Acq On : 19 Mar 2016 19:32

Operator : UM/SJ

Sample : H1788-05

Misc :

ALS Vial : 43 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-BF031816.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 5.053 239 242 247 rBY 45524 62901 2.14% 0.232%
2 5.453 274 277 280 rBV 2512935 2656983 90.31% 9.790%
3 6.482 365 367 370 rBvV 2002192 2941946 100.00% 10.840%
4 6.619 376 379 382 rBvV 2815701 2733287 92.91% 10.071%
5 6.847 397 399 402 rBVY 667963 725354 24 _.66% 2.673%
6 7.007 410 413 416 rBV 2487502 2233358 75.91% 8.229%
7 7.419 446 449 451 rBV 2009833 2023264 68.77% 7 .455%
8 7.510 455 457 464 rVB 28393 41053 1.40% 0.151%
9 8.139 509 512 514 rBV 1109120 1005201 34.17% 3.704%
10 9.213 603 606 608 rBvY 3210667 2872196 97.63% 10.583%
11 9.602 638 640 642 rBVY 451907 506485 17.22% 1.866%
12 9.819 658 659 662 rBV 79044 91709 3.12% 0.338%
13 9.888 663 665 668 rvB 1118841 1004967 34.16% 3.703%
14 10.059 676 680 681 rBV 22023 34104 1.16% 0.126%

15 10.322 701 703 705 rvB 181619 142659 4._.85% 0.526%

16 10.539 719 722 726 rBV 54733 104933 3.57% 0.387%
17 10.676 731 734 737 rBV 1801368 1767907 60.09% 6.514%
18 10.791 743 744 749 rBV 138330 209942 7.14% 0.774%

19 10.985 759 761 763 rBvV2 24527 36038 1.22% 0.133%
20 11.248 781 784 785 rBV 45419 70538 2.40% 0.260%
21 11.271 785 786 789 rVB 49015 45942 1.56% 0.169%
22 11.374 793 795 797 rBV 1072902 975965 33.17% 3.596%
23 11.442 798 801 803 rVvB3 28987 44345 1.51% 0.163%
24 11.899 839 841 846 rvB2 81817 99091 3.37% 0.365%
25 11.979 846 848 853 rvVvB3 17522 44244 1.50% 0.163%
26 12.071 853 856 858 rBV3 24821 45641 1.55% 0.168%
27 12.425 883 887 888 rBV3 23949 48075 1.63% 0.177%
28 12.688 907 910 913 rBv4 38710 75740 2.57% 0.279%
29 12.814 919 921 924 rBV3 27268 56249 1.91% 0.207%
30 12.951 931 933 936 rBV 1566400 2200537 74.80% 8.108%
31 13.191 952 954 956 rBV2 23550 30677 1.04% 0.113%
32 13.397 970 972 975 rBV 46256 58972 2.00% 0.217%

33 13.865 1011 1013 1017 rVB3 71838 118692 4._.03% 0.437%
34 14.002 1022 1025 1028 rBV2 697966 837662 28.47% 3.086%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085582.D

Acq On : 19 Mar 2016 19:32

Operator : UM/SJ

Sample : H1788-05

Misc :

ALS Vial : 43 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 > Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.431 1148 1150 1155 rVB 498631 710501 24.15% 2.618%
36 15.568 1160 1162 1167 rVB2 78967 124218 4.22% 0.458%

37 16.105 1207 1209 1214 rVB2 100864 197294 6.71% 0.727%
38 16.517 1243 1245 1250 rVB 87022 160951 5.47% 0.593%

Sum of corrected areas: 27139621
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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:\HPCHEM1I\BNA_F\DATA\BF031816\

BF085582.D

19 Mar 2016 19:32

UM/SsJ

H1788-05

43 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BF085582.D
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085582.D

Acq On : 19 Mar 2016 19:32

Operator : UM/SJ

Sample : H1788-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 unknown6.62 Concentration Rank 1

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

6.62 75.36 ng 2733290 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
3 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 379 (6.619 min): BF085582.D (-376) (-) m/z 132.10 100.00%
5000 68
40 | 75 % 104 620 640 6.60 6.80 7.00
54 - - - - -
e 8 el 0 e | % ms W m/z 68.10  40.44%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR SRS R
6.20 6.40 6.60 6.80 7.00
0,
31384451 78 m/z 134.10 32.67%
”'WM”HPI”JL'W'”lP'“I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
o7 620 640 6.60 6.80 7.00
5000 m/z 66.10 25_.47%
70
52
81 44 60 78 gg 105 116
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14019: 1-Methylpyrrolo[1,2-a]pyrazine ERERE .j.\. e
132 6.20 6.40 6.60 6.80 7.00
m/z 96.10 16.46%
5000
104
51 65 78
""I"'%?""iu"'l'wl'l"”wl""?%"'I""I'}}7I""I T [Tt
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085582.D

Acq On : 19 Mar 2016 19:32

Operator : UM/SJ

Sample : H1788-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 3 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.32 2.84 ng 142659 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Eicosane 282 C20H42 000112-95-8 83
Abundance Scan 703 (10.322 min): BF085582.D (-701) (-) m/z 57.10 100.00%
57
5000 85
4

10.00 10.20 10.40 10.60
m/z 43.10 65.30%

113 141 168

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #55008: Tetradecane
57
5000 85 L B LR
4 10.00 10.20 10.40 10.60
m/z 71.10 54 _.21%
2 | | |, 13 141 169 18
T e T e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R EREEEEE SRS
85 10.00 10.20 10.40 10.60
5000 m/z 85.10 43.18%
41
113
26 141 169 197 225 253268 296
mﬁmﬁmﬁrﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #45605: Decane, 2,3,5-trimethyl- R AR Rm e
57 10.00 10.20 10.40 10.60
m/z 41.10 31.24%
5000 85
4
‘ 141
S0 I .- A e
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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085582.D

Acq On : 19 Mar 2016 19:32

Operator : UM/SJ

Sample : H1788-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
10.54 2.09 ng 104933 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 90
2 Heptacosane 380 C27H56 000593-49-7 80
3 Dodecane, 1-iodo- 296 C12H251 004292-19-7 80
4 Octadecane, l-iodo- 380 C18H371 000629-93-6 80
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 722 (10.539 min): BF085582.D (-719) (-) m/z 57.10 100.00%
g7
5000
85
nmen 10,20 1040 1060 1080
e | m/z 71.10 60.02%
m/z--> 50 100 150 200 250 300 350
Abundance #91053: Pentadecane, 2,6,10-trimethyl-
57
5000 AR A A

10.20 10.40 10.60 10.80
85 m/z 43.10 49.85%

29
113
e o
miz--> 50 100 150 200 250 300 350
Abundance
57
R e i
10.20 10.40 10.60 10.80
5000 m/z 85.10 32.09%
85
29
113 141 169 197 225 253 281 323 351 380
e I R R e
miz--> 50 100 150 200 250 300 350
Abundance #114972: Dodecane, 1-iodo- B Aa e e et
57 10.20 10.40 10.60 10.80
m/z 41.10 24 .41%
5000 85
29\ ‘ 113 155
Ay o, f s e e
miz--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085582.D

Acq On : 19 Mar 2016 19:32

Operator : UM/SJ

Sample : H1788-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.79 4_.30 ng 209942 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87

Abundance Scan 744 (10.791 min): BF085582.D (-743) (-) m/z 57.10 100.00%

57

5000
4 T L/\NM

| 113 10.40 10.60 10.80 11.00 11.20
140 169
el At oo ey || m/z 43.10  71.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #99477: Nonadecane
57
5000 85 ||||||||||||||||||

10.40 10.60 10.80 11.00 11.20
4 m/z 71.10 66.79%

il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
R i e o R
10.40 10.60 10.80 11.00 11.20
5000 85 m/z 85.10 40.96%
41
15 113 141 169 197 240
WWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #73966: Hexadecane e B e e
57 10.40 10.60 10.80 11.00 11.20
m/z 41.10 33.73%
85
5000 4

%

113
‘ ] ‘\ ‘\ bl \‘ 1l 141 169 197 2%6

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10 40 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085582.D

Acq On : 19 Mar 2016 19:32

Operator : UM/SJ

Sample : H1788-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Tridecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.90 2.03 ng 99091 Phenanthrene-d10 11.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 72
2 Undecanoic acid 186 C11H2202 000112-37-8 72
3 .alpha.-D-Glucopyranoside, O-.al... 504 C18H32016 000597-12-6 14
4 Pentadecane 212 C15H32 000629-62-9 10
5 Decane, 2-methyl- 156 C11H24 006975-98-0 10
Abundance Scan 841 (11.899 min): BF085582.D (-839) (-) m/z 73.10 100.00%
43 60 P
5000 S
129
5 97
15 | 45157 171 185 199 213 5y, 11.60 11.80 12.00 12.20
m/z 60.00 80.43%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #65562: Tridecanoic acid
60 73
43 k
A
5000 S B UL SULRES B
29 129 umumnmnm
8597 115 171 214 m/z 43.10 78.81%
| R I [ \‘JM I | ‘ 143 157 185197
m/z--> 25 4b 60 éo 160 150 150 160 180 260 250
Abundance
60 73
I I

11.60 11.80 12.00 12.20

5000 43 m/z 41.10 66.48%
29 85 129 143
97 115 186
18 157169
L o N B o o e e e A EEREEEES e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #168886: .alpha.-D-Glucopyranoside, O-.alpha.-D-glucopyran... R e REEE mm e ]
73 11.60 11.80 12.00 12.20
60 m/z 55.10 66.19%
43 o7
5000 29
‘ 85 5126
VI W e Mol e I I B O —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11. 60 11. 80 12. OO 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085582.D

Acq On : 19 Mar 2016 19:32

Operator : UM/SJ

Sample : H1788-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Heptafluorobutanoic acid, h... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.87 2.83 ng 118692 Chrysene-d12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 94
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 93
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 89
5 Cyclohexadecane 224 C16H32 000295-65-8 87
Abundance Scan 1013 (13.865 min): BF085582.D (-1011) (-) m/z 57.10 100.00%

5000

3

13.60 13.80 14.00 14.20
m/z 83.10 94.77%

12

5
139153168183 19g 215230 248,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #164553: Heptafluorobutanoic acid, heptadecyl ester
57
43

83

13!60 13.I80 14.IOO 14.I20
m/z 43.10 90.31%

5000

12

5
|l 139154169 195210 238 o0 583

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

3

55

—
a1 69 83 13.60 13.80 14.00 14.20
5000 o7 m/z 55.10 80.37%

111
125139154168182196 224 252

mewmﬁwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester Al EEma s B
7 13.60 13.80 14.00 14.20
83 m/z 97.10 80.23%
97

27

i

5000

§

125

139153167181196 224
MMM,
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085582.D

Acq On : 19 Mar 2016 19:32

Operator : UM/SJ

Sample : H1788-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 2,2,6-Trimethyl-1-(2-methyl... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.57 3.50 ng 124218 Perylene-d12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 62
2 7-Tetradecyne 194 C14H26 035216-11-6 45
3 Anthracene, 9-cyclohexyltetradec... 274 C20H34 055255-70-4 38
4 9-Phenanthrenemethyl naphthalene... 376 C27H2002 093091-04-4 25
5 Spiro[4.5]dec-6-en-8-one, 1,7-di... 220 C15H240 039510-36-6 25
Abundance Scan 1162 (15.568 min): BF085582.D (-1160) (-) m/z 95.10 100.00%
5000
15.20 15.40 15.60 1580
m/z 191.20 77.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #68212: 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hepta...
4 5
67 123
5000 A A SR BRI IR B
218 15.20 15.40 15.60 15.80
47 m/z 81.10 77.44%
‘ 175
) J“:h‘u‘ll‘ L T
m/z--> 50 100 150 200 250 300 350 400
Abundance
67
% 1520 15.40 15.60 1580
5000 . m/z 177.15 64 .99%
123
165 194
m/z--> 50 100 150 200 250 300 350 400
Abundance #103117: Anthracene, 9-cyclohexyltetradecahydro- R e EEaE L
g5 191 15.20 15.40 15.60 15.80
41 m/z 149.15 60.06%
5000
“ 135 ‘ 274
bl s | ger, | avroas | S —
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085582.D

Acq On : 19 Mar 2016 19:32

Operator : UM/SJ

Sample : H1788-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 28-Nor-17.alpha.(H)-hopane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.11 5.55 ng 197294 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 64
2 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 37
3 1-Cyclohexene, 1,3,3-trimethyl-2... 206 C14H220 1000197-08-4 35
4 _beta.-iso-Methyl i1onone 206 C14H220 1000285-40-2 32
5 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 22
Abundance Scan 1209 (16.105 min): BF085582.D (-1207) (-) m/z 191.20 100.00%
191
5000 95 53
al | ) - e e e
272 311 341361 : : : :
240 A4 "m/z 177.20  49.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #156126: 28-Nor-17.alpha.(H)-hopane
191
5000 09 15.80 16.00 16.20 16.40 |
217 m/z 95.10 48 .50%
e [T il
1/ T Y Y T [
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
95 UL BN SRR B
15.80 16.00 16.20 16.40
5000{ 43 m/z 81.10 42 .35%
67
135
115 163, | 211 236 264 30333 360
m/z--> 50 100 150 200 250 300 350 400
Abundance #60261: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... A BEmaE BT R
191 15.80 16.00 16.20 16.40
m/z 123.10 41.70%
50007 43
123 149
“,“.?.9“.‘.M,m.‘.‘“.‘uu.“ﬁ.‘.“. T —
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085582.D

Acq On : 19 Mar 2016 19:32

Operator : UM/SJ

Sample : H1788-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Peak Number 10 _beta.-iso-Methyl ionone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.52 4 .53 ng 160951 Perylene-di12 15.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 68
2 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 45
3 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 42
4 1-Cyclohexene, 1,3,3-trimethyl-2._._ 206 C14H220 1000197-08-4 40
5 Cyclopropene-3-carboxamide, 1,2-... 341 C23H19NO2 1000264-18-3 35
Abundance Scan 1245 (16.517 min): BF085582.D (-1243) (-) m/z 191.20 100.00%
191
69 123
41 163 SNSRI U SRR
217 16.20 16.40 16.60 16.80
327 397
258 281301 i m/z 95.10 46.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #60190: .beta.-iso-Methyl ionone
191
5000{ 28 R BN A BN
16.20 16.40 16.60 16.80
. 135 163 m/z 81.10 36.91%
III‘II‘I ““““:‘lu‘u‘u‘uuuu||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
191
16.20 16.40 16.60 16.80
5000 57 m/z 123.10 30.14%
107 149
m/z--> 50 100 150 200 250 300 350 400
Abundance #145074: Anthracene, 9-dodecyltetradecahydro- B BEmma B B
191 16.20 16.40 16.60 16.80
95 m/z 109.10 25.98%
5000 43 W
67
135
A L.LH“IL?.;. 3 | a1z 24 W%y O
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031816\
Data File : BF085582.D

Acq On : 19 Mar 2016 19:32

Operator : UM/SJ

Sample : H1788-05

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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]
unknown6 .62 6.62 75.4 ng 2733290 1 6.85 725354 20.0
Tetradecane 10.32 2.8 ng 142659 3 9.89 1004970 20.0
Pentadecane, 2,6,... 10.54 2.1 ng 104933 3 9.89 1004970 20.0
Nonadecane 10.79 4.3 ng 209942 4 11.37 975965 20.0
Tridecanoic acid 11.90 2.0 ng 99091 4 11.37 975965 20.0
Heptafluorobutano... 13.87 2.8 ng 118692 5 14.00 837662 20.0
2,2,6-Trimethyl-1_.. 15.57 3.5 ng 124218 6 15.43 710501 20.0
28-Nor-17.alpha.(... 16.11 5.5 ng 197294 6 15.43 710501 20.0
-beta.-iso-Methyl... 16.52 4.5 ng 160951 6 15.43 710501 20.0
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