LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample : H4021-01

Misc :

ALS Vial : 18 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_G\METHODS\8270-BG070816 .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 3.045 29 35 52 rVB 3349432 5440442 78.53% 7.123%
2 5.224 401 406 417 rVB 264302 437762 6.32% 0.573%
3 5.700 480 487 497 rBV 1917053 3133711 45.24%  4.103%
4 7.310 751 761 770 rBV 2145318 3851431 55.60% 5.042%
5 7.680 815 824 834 rBV 2039530 3633176 52.45%  4.757%
6 8.150 897 904 912 rVB 638198 1076904 15.55% 1.410%
7 8.479 952 960 968 rvB 1473638 2635819 38.05% 3.451%
8 9.326 1096 1104 1114 rBV 1358646 2489886 35.94% 3.260%
9 9.425 1114 1121 1126 rBV2 48172 71782 1.04% 0.094%
10 10.977 1377 1385 1395 rBVY 869590 1643652 23.73% 2.152%

11 13.415 1790 1800 1809 rBV 3175395 5164342 74.55% 6.761%
12 14.114 1915 1919 1925 rBV5 50408 72584 1.05% 0.095%
13 14.237 1934 1940 1946 rBV 940448 1383742 19.97% 1.812%
14 14.801 2028 2036 2042 rBV2 1324134 2223063 32.09% 2.910%

15 15.036 2072 2076 2080 rBV6 58057 92848 1.34% 0.122%
16 16.241 2275 2281 2283 rBV7 43924 89809 1.30% 0.118%
17 16.294 2283 2290 2297 rVV 2571074 4092611 59.08% 5.358%
18 16.476 2318 2321 2324 rBV4 50832 73244 1.06% 0.096%
19 16.922 2394 2397 2404 rVBS8 69398 129827 1.87% 0.170%
20 17.275 2454 2457 2465 rBV9 55595 90493 1.31% 0.118%

21 17.422 2475 2482 2489 rBV7 127661 254156 3.67% 0.333%
22 17.487 2489 2493 2498 rVV6 80725 117109 1.69% 0.153%
23 17.551 2498 2504 2510 rVV2 1480672 2418783 34.92% 3.167%
24 17.610 2510 2514 2518 rVB2 189436 318002 4_.59% 0.416%
25 18.156 2603 2607 2611 rBV5 111932 169523 2.45% 0.222%

26 18.309 2628 2633 2637 rBV3 154274 257376 3.72% 0.337%
27 18.368 2639 2643 2648 rVV 239518 360263 5.20% 0.472%
28 18.421 2648 2652 2660 rVV 1139911 1522855 21.98% 1.994%
29 18.715 2698 2702 2704 rBV5 56940 93882 1.36% 0.123%
30 18.756 2705 2709 2715 rVB7 173727 298550 4_.31% 0.391%

31 19.355 2805 2811 2815 rBV7 114219 226815 3.27% 0.297%
32 19.431 2820 2824 2832 rBV 950303 1453152 20.98% 1.902%
33 19.543 2839 2843 2845 rBV2 332360 443899 6.41% 0.581%
34 19.572 2846 2848 2850 rVV3 356955 472461 6.82% 0.619%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample : H4021-01

Misc :

ALS Vial : 18 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_G\METHODS\8270-BG070816.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 19.596 2850 2852 2863 rVB 470866 838678 12.11% 1.098%

36 19.684 2864 2867 2873 rVV 314753 405465 5.85% 0.531%
37 19.890 2899 2902 2907 rVB5 152470 169625 2.45% 0.222%
38 19.966 2911 2915 2922 rVB 369547 630476 9.10% 0.825%
39 20.154 2941 2947 2953 rBV 4485099 5997442 86.58% 7.852%
40 20.730 3041 3045 3050 rBV4 424588 824468 11.90% 1.079%

41 20.794 3053 3056 3062 rVB2 616901 906243 13.08% 1.186%
42 20.888 3070 3072 3077 rVB 338767 416674 6.01% 0.546%
43 21.123 3110 3112 3118 rVB7 100555 158980 2.29% 0.208%
44 21.464 3166 3170 3175 rBV2 265163 439277 6.34% 0.575%
45 21.676 3202 3206 3210 rBVY 200284 359991 5.20% 0.471%

46 21.858 3231 3237 3243 rBV2 1472043 2487600 35.91% 3.257%
47 22.657 3369 3373 3377 rBV2 224290 336068 4._.85% 0.440%
48 23.579 3525 3530 3539 rVB 789189 1670611 24.12% 2.187%
49 24.226 3634 3640 3649 rVB 1095409 2531526 36.54% 3.314%
50 25.230 3804 3811 3823 rVB3 670793 2126622 30.70% 2.784%

51 26.405 4003 4011 4022 rVB2 997954 2921639 42.17% 3.825%
52 30.824 4750 4763 4778 rBV9 1168844 6927422 100.00% 9.069%

Sum of corrected areas: 76382761
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023154.D

4000000
3.04

3000000

2000000 5.70
9.33
1000000 10.98
g I & }\

O A AR L e e aE BLAAEE ama maa o L e A AR A R

Time--> 3.00 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG023154.D

20.15

4000000

13.41

3000000
16.29

21.86

2000000

1000000 14.24

14, , 16.48 16,921 778K
O R B B S B e ot eSS MEN MMM R
Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG023154.D

4000000

3000000

2000000

1000000

O

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

3.04 101.04 ng 5440440 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 56
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI1302 1000115-31-4 9

Abundance Scan 34 (3.039 min): BG023154.D (-29) (-) m/z 73.10 100.00%
8B
5000 43 /\\_
—_— e ———————
300 320  3.40
0 o (109 160 197 253 811 871 418 S8 "m/z 43.10 51.07%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-
78
5000 43 L LI LA N
300 320  3.40
m/z 89.10 35.64%
| ‘\‘h

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

43

—

89 3.00 3.20 3.40

5000 m/z 41.10 9._.53Y%

17

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

;::::::=>

Abundance #733: N-Ethylformamide e LA e
30 78 3.00 3.20 3.40
m/z 45.10 8.71%
5000 /\\
II‘I III TTT I TTr T I TTr T I TTr T I TTrTT I TTrTT I TTrTrT I T T I T I TTT L I LI I T T 7T I T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 unknown5.22 Concentration Rank 10

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

5.22 8.13 ng 437762 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 47
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 3-Hexanol 102 C6H140 000623-37-0 9
5 Cycloserine 102 C3H6N202 000068-41-7 9

Abundance Scan 405 (5.219 min): BG023154.D (-401) (-) m/z 43.10 100.00%
43
5000
101
480 5.00 520 5.40 5.60
P o [ 122 150176 209 263 203 322 356 Al m/z 59.10 64.03%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R AN A UL I
480 5.00 520 5.40 5.60
m/z 101.10 20.59%
ﬁs ‘ 1?1
w1 i I
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43
480 500 520 540 5.60
5000 m/z 58.10 16.60%
101
15 69
mz-> 0 50 100 150 200 250 300 350 400
Abundance #3152: 5-Hexen-2-one
43 480 5.00 520 5.40 5.60
m/z 41.10 9.54%
5000
15
J'MMfL'§%\""I""I"" L DAY UL SR
mz-> 0 50 100 150 200 250 300 350 400 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 unknown7.68 Concentration Rank 2

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

7.68 67.47 ng 3633180 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Diethyl sulfone 122 C4H1002S 000597-35-3 17
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
3 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 14
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 10

Abundance Scan 824 (7.680 min): BG023154.D (-815) (-) m/z 132.00 100.00%
132
68
5000
3 740 7.60 7.80 800
4 .l, 79206235261 301 350 394423 458 906 'm/z 68.10 58.99%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #9686: Diethyl sulfone
29
66
5000 R RN SRS SRR
94 7.40 7.60 7.80 8.00
m/z 66.05 39.99%
1%2
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance
132
% 740 7.60 7.80 800
5000 m/z 134.00 31.75%
31
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine R R
132 7.40 7.60 7.80 8.00
m/z 69.05 28.06%
97
5000
31 10
'Jﬂfhh”l""l""P"'I""P"'I""I'”'I""I" R S L R AU
m/z--> 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 2-Undecanone, 6,10-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.61 2.63 ng 318002 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Undecanone, 6,10-dimethyl- 198 C13H260 001604-34-8 72
2 2-Nonanone 142 C9H180 000821-55-6 50
3 2-Hexanone, 4-methyl- 114 C7H140 000105-42-0 50
4 O-Isopropyl S-2-dimethylaminoeth... 239 C9H22NO2PS 162085-92-9 43
5 6-Methyl-2-tridecanone 212 C14H280 073105-73-4 43
Abundance Scan 2514 (17.610 min): BG023154.D (-2510) (-) m/z 43.10 100.00%
a3
71
5000
241 0 1740 17.60 17.80 18 00
33165 195 17.20 17.40 17.60 17.80 18.00
~id 290 326 369 454485 543 n/z 58.10 91 _98%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59808: 2-Undecanone, 6,10-dimethyl-
43
71
5000
17.20 17.40 17.60 17.80 18.00
180 m/z 71.10 67 .63%
|0
I 1
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
58
17.20 17.40 17.60 17.80 18.00
5000 m/z 57.10 56 .38%
142
84 113
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #7511: 2-Hexanone, 4-methyl- L R
43 17.20 17.40 17.60 17.80 18.00
m/z 55.10 41 _59%
5000
e
mz-> 50 100 15 200 250 300 %0 400 4% 500 | | 17.20 1740 17,60 1780 18,00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 1-Hexadecen-3-ol, 3,5,11,15... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.37 2.98 ng 360263 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecen-3-ol, 3,5,11,15-tetr... 296 C20H400 1000262-55-5 74
2 lIsophytol 296 C20H400 000505-32-8 74
3 Butyric acid, 3-tridecyl ester 270 C17H3402 1000280-56-8 59
4 3-Methoxyhex-1-ene 114 C7H140 108811-41-2 59
5 Pantolactone 130 C6H1003 000599-04-2 59
Abundance Scan 2643 (18.368 min): BG023154.D (-2639) (-) m/z 71.05 100.00%
!
5000 F
43
123 18.00 18.20 18.40 18.60
Ol e .||,1. Bk i 1199226 257285312341 376 417446476510 549 | /o743 05 19.84%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141407: 1-Hexadecen-3-ol, 3,5,11,15-tetramethyl-
71
5000 AR SRR SRR B
18.00 18.20 18.40 18.60
43 m/z 41.10 13.25%
L4, 123151179 222 278

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

%

Abundance
71
18.00 18.20 18.40 18.60
5000 m/z 55.10 12.16%
43
15 123152179207236 278
AR B el A e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #119394: Butyric acid, 3-tridecyl ester e LB R
71 18.00 18.20 18.40 18.60
m/z 57.05 11.07%
43
5000
| 99129 182 241
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18 00 18. 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.42 12.59 ng 1522860 Phenanthrene-d10 17.55
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 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 Dodecanoic acid 200 C12H2402 000143-07-7 62
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59

Abundance Scan 2652 (18.421 min): BG023154.D (-2648) (-) m/z 73.05 100.00%

5000

[

256 18.20 18.40 18.60 18.80

ol 281307332 381 427 487 m/z 60.10 83.47%
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #107549: n-Hexadecanoic acid

%

5000 129 |||/|\||||| L L
18.20 18.40 18 60 18. 80
HH‘ uh\‘ ‘\H L

157 155213 256 m/z 43.10 71.26%

-

m/iz--> 0 50 50 200 250 300 350 400 450
Abundance
a3 | 73
R R AR mas
18.20 18.40 18.60 18.80
5000 m/z 57.10 66.85%
129
214
97 171

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #95851: Pentadecanoic acid B
3,73 18.20 18.40 18.60 18.80

m/z 55.10 66 .03%

-

5000 129

=
(&)
=
@]
%

97 ; 199 242

m/z--> 0 50 100 150 200 250 300 350 400 450 18. 20 18 40 18 60 18. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 17-Norkaur-15-ene, 13-methy... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.76 2.47 ng 298550 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Norkaur-15-ene, 13-methyl-, (... 272 C20H32 003564-54-3 58
2 Tricyclo[3.3.1.1(3,7)]decane-1-c... 161 C11H15N 023074-42-2 35
3 N-Benzylformamide 135 C8H9NO 006343-54-0 30
4 Tetracyclo[3.3.1.1(1,8).0(2,4)]d... 134 C10H14 1000185-58-7 25
5 2-Allylphenol 134 C9H100 001745-81-9 25
Abundance Scan 2710 (18.762 min): BG023154.D (-2705) (-) m/z 91.10 100.00%

5000

386 430459 508 546 18.40 18.60 18.80 19.00
m/z 105.10 80.92%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #121339: 17-Norkaur-15-ene, 13-methyl-, (8.beta.,13.beta.)-
134
105
69
5000 272 LIS INLINLINLINL I LI L L LI B
18.40 18.60 18.80 19.00
m/z 67.10 60.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
134
93 R e
18.40 18.60 18.80 19.00
5000{ 3q m/z 41.10 57.97%
162
R o o e e N N  ERAREEEEE S R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15489: N-Benzylformamide e E M
135 18.40 18.60 18.80 19.00
o1 m/z 134.05 53.47%
5000
28
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.40 18.60 18.80 19. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 Isophytol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.43 12.02 ng 1453150 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isophytol 296 C20H400 000505-32-8 78
2 Phytol 296 C20H400 000150-86-7 58
3 Sulfurous acid, 2-pentyl tridecy... 334 C18H3803S 1000309-16-2 53
4 Sulfurous acid, hexadecyl 2-pent... 376 C21H4403S 1000309-16-5 53
5 Butyric acid, 2-pentadecyl ester 298 C19H3802 107853-73-6 53
Abundance Scan 2824 (19.431 min): BG023154.D (-2820) (-) m/z 71.10 100.00%
7
5000 L
43
llm 19.20 19.40 19.60 19.80
b L kg L 152179207235262290317346 402 466 826 | m/z 43.10 32.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141399: Isophytol
71
5000 LN UL UM UM
10.20 19.40 19.60 19.80
m/z 57.10 29.84%
J ||, 3151179 222 278
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
71
1920 19.40 19/60 19.80
5000 m/z 55.10 27.02%
s 123
151 196 249278
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #172309: Sulfurous acid, 2-pentyl tridecy! ester e e BT BRI S
7 19.20 19.40 19.60 19.80
m/z 69.10 26.89%
43
5000
\‘ | | ﬁghg 127154 83
m/z--> 50 160 150 200 250 300 350 400 450 500 550 10.20 19.40 19.60 19.80

8270-BG070816.-M Mon Jul 18 15:28:20 2016 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 9,12-Octadecadienoic acid (... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.54 3.67 ng 443899 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,12-Octadecadienoic acid (Z,Z2)- 280 C18H3202 000060-33-3 86
2 13-Tetradece-11-yn-1-ol 208 C14H240 1000131-00-4 64
3 5-Hexadecyne 222 C16H30 071899-37-1 62
4 6-Dodecenol 184 C12H240 052957-14-9 56
5 Bicyclo[4.1.0]heptane, 3-methyl- 110 C8H14 041977-47-3 49
Abundance Scan 2842 (19.537 min): BG023154.D (-2839) (-) m/z 67.05 100.00%

5000

19.20 19.40 19.60 19.80

39 280309 355
m/z 81.10 89.63%

409 451479 526

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #127649: 9,12-Octadecadienoic acid (Z,2)-
67
95
5000 LA LI L L L L B LB B I

19.20 19.40 19.60 19.80
m/z 55.10 73.62%

23 280
150
...,...,.ﬂ...,..l??z%(?.. S —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
5581
A
19.20 19.40 19.60 19.80
5000 m/z 95.10 57.19%
07
135163 208
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #79553: 5-Hexadecyne  REaa e R
81 19.20 19.40 19.60 19.80
54 m/z 68.10 56.98%
5000
2 09137
| 7165191218
m/z--> 50 100 150 200 250 300 350 400 450 500 19.20 19. 40 19.60 19.80

8270-BG070816.-M Mon Jul 18 15:28:21 2016 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
19.68 3.35 ng 405465 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 92
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 81
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 2866 (19.678 min): BG023154.D (-2864) (-) m/z 73.05 100.00%
43
5000 Myl\jtvm’\
s At 1940 19.60 19.80 20.00
284 . . : )
315 358 400 438468 537 mn/z 55 10 93 65%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid
43,7
5000 129 LINLINLIN LI L L L L LI LI
19. 40 19. 60 19. 80 20. 00
H 5 241 284 m/z 43.10 84 .49Y%
— \\‘\\H\m 213‘...‘.,....,....,....,....,....,
m/z--> 5 100 150 200 250 300 350 400 450 500
Abundance
43 783
1940 19.60 19.80 20.00
5000 129 m/z 60.10 82.97%
199 242
101, @ (157
miz-> 50 100 150 200 250 300 350 400 450 500
Abundance #84453: Tetradecanoic acid T T
78 19.40 19.60 19.80 20.00
43 m/z 57.10 79.43%
5000 129
185 228
m/z--> 50 100 150 200 250 300 350 400 450 500 19. 40 19. 60 19. 80 20. 00

8270-BG070816.-M Mon Jul 18 15:28:22 2016 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 2-Pentenoic acid, 5-(decahy... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.73 6.63 ng 824468 Chrysene-d12 21.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentenoic acid, 5-(decahydro-5... 318 C21H3402 017110-88-2 78
2 2,5-Octadiene, 3,4,5,6-tetramethyl- 166 C12H22 247797-85-9 27
3 9-Oxabicyclo[3.3.1]non-6-en-2-on... 216 C8H9Bro02 075568-50-2 22
4 1H-Pyrrole, l-pentyl- 137 C9H15N 000699-22-9 14
5 2,6,10,14-Hexadecatetraenoic aci... 318 C21H3402 042207-88-5 14
Abundance &mnamsaa7anmm:Bamm54Dcamn(q m/z 81.10 100.00%
5000
oL aaa S 20140 20,60 20.80 2160
271 | 330 371 : : : :
Mm%%wmmﬁﬁw m/z 95.05 81.09%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #160000 2-Pentenoic acid, 5-(decahydro-5,5,8a-trimethyl-2...
137
5000 303 RARUARAN AR AR
177205 20.40 20.60 20.80 21.00
244 m/z 114.00 80.06%
271
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
41 137
9% 20.40 20.60 20.80 21.00
5000 m/z 55.10 68.54%
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74569: 9-Oxabicyclo[3.3.1]non-6-en-2-one, 3-bromo-, endo- I  AREEEEEaSEE
81 20.40 20.60 20.80 21.00
m/z 69.10 68.39%
137
5000 27 109
llﬂfi L ’t 187216
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.40 20.60 20.80 21.00 |

8270-BG070816.-M Mon Jul 18 15:28:23 2016 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
20.79 7.29 ng 906243 Chrysene-di12 21.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 95
2 Silane, dimethyl(2-chlorophenoxy... 286 C14H23Cl102Si 1000347-07-3 30
3 Crinan-1-one 271 C16H17NO3 098301-98-5 22
4 Crinan-1-ol, 2,3-didehydro-,(1.a... 271 C16H17NO3 1000111-31-3 22
5 Podocarpa-8,11,13-trien-17-o0ic a... 344 C22H3203 024067-43-4 16
Abundance Scan 3055 (20.789 min): BG023154.D (-3053) (-) m/z 175.10 100.00%
15 271
5000
41 79 115 1451. 2 243 \ 20.40 20.60 20.80 21.00 21.20
bl Lt | L |1 311841872 417445 500 534 | 75571 15 79.50%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #133179: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro-4b, ...
271
175
5000
20.40 20.60 20.80 21.00 21.20
m/z 201.10 65.28Y%
le\\“ ‘\ “ \‘ M \HH\‘H\‘M“\‘ ‘ \ J L .‘. e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
271
20.40 20.60 20.80 21.00 21.20
5000 m/z 189.10 45 _.00%
151 185
93
43 121 215
m/z--> 55 160 150 260 250 300 3%0 460 4%0 560 '
Abundance #120102: Crinan-1-one T
271 20.40 20.60 20.80 21.00 21.20
m/z 286.15 25.67%
5000
41 187214 243
el o
m/z--> 50 100 150 200 250 300 350 400 450 500 20.40 20.60 20.80 21.00 21.20

8270-BG070816.-M Mon Jul 18 15:28:24 2016 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 9,10-Anthracenedione, 2-ami... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.89 3.35 ng 416674 Chrysene-di12 21.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9,10-Anthracenedione, 2-amino-3-... 239 C14H9NO3 000117-77-1 72
2 Methyl dehydroabietate 314 C21H3002 001235-74-1 64
3 9,10-Anthracenedione, l-amino-4-... 239 C14H9NO3 000116-85-8 64
4 Phthalic acid, 4-methoxyphenyl 3... 362 C22H1805 1000315-68-0 64
5 Benzaldehyde, 3-[4-(1,1-dimethyl... 254 C17H1802 069770-23-6 64
Abundance Scan 3072 (20.888 min): BG023154.D (-3070) (-) m/z 239.10 100.00%
239
5000
o1 141 173 299 20.60 20.80 21.00 21.20
e b 231, | 266 717,333 373401432 483512539 | s27540.20  17.34%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #93137: 9,10-Anthracenedione, 2-amino-3-hydroxy-
239

5000
20.60 20.80 21.00 21.20
m/z 141.00 7.88%
77 127154183°1
18 50 e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
239
R R I S B
20.60 20.80 21.00 21.20
5000 m/z 128.05 4.98%
43

314
91 141169197 269

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #93138: 9,10-Anthracenedione, 1-amino-4-hydroxy- e N B E
239 20.60 20.80 21.00 21.20

m/z 299.15 4._72%

5000

154
50 7127 | 1§2211
L B Ol B mE s b

m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.60 20.80 21.00 21.20

8270-BG070816.-M Mon Jul 18 15:28:25 2016 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 1-Hexacosene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.46 3.53 ng 439277 Chrysene-di12 21.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 64
2 2- Chloropropionic acid, octadec... 360 C21H41Cl102 088104-31-8 55
3 1-Docosene 308 C22H44 001599-67-3 50
4 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 50
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 49
Abundance Scan 3169 (21.458 min): BG023154.D (-3166) (-) m/z 57.10 100.00%
57
5000 85

20 228
163194 | 267297325355 300 431 468 524 21.20 21.40 21.60 21.80
i m/z 43.10 52.65%

o
S
o

m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #193365: 1-Hexacosene
57
5000 LANLINL N L L N L L L L L B BB
21. 20 21. 40 21. 60 21. 80
29 364 m/z 71.10 50.82%
\H‘\ \H\ \ \‘h \’1 Lo 18 1?99237 278307336 il
: T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance
57 97
R REEE SRR S
21.20 21.40 21.60 21.80
5000 m/z 69.10 45.34%
125
29 250
154182 222 297 360
T T T e T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151537: 1-Docosene A RERRE B L
57 97 21.20 21.40 21.60 21.80
m/z 55.10 45 .08%
5000
29 308
1153181209238 280
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21. 20 21. 40 21. 60 21. 80

8270-BG070816.-M Mon Jul 18 15:28:26 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 Octacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

22 .66 2.70 ng 336068 Chrysene-di12 21.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 93
2 Hexatriacontane 507 C36H74 000630-06-8 91
3 Heneicosane 296 C21H44 000629-94-7 83
4 Heptadecane 240 C17H36 000629-78-7 80
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 3374 (22.663 min): BG023154.D (-3369) (-) m/z 57.10 100.00%

57
85
5000

22. 40 22 60 22. 80 23. OO

125 169 208 255 310 356383 427 468 511545

bbb b b L g o2 2 CEL SRS O 08D m/z 71.10 84.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane
57
5000 85 IR AU U UNAEE
22. 40 22 60 22. 80 23. OO

m/z 43.10 67.07%

29
7 ‘h ‘H113141169197225253281309337365394

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

57

22.40 22.60 22.80 23.00

5000 a5 m/z 85.10 62.24%

29
113141169197225253281309337 379 421449477506

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane R B A R e
22.40 22.60 22.80 23.00
m/z 55.10 21.36%

5000

141169197225253 296
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 2240 2260 22.80 23.00

8270-BG070816.-M Mon Jul 18 15:28:27 2016 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 Supraene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

23.58 15.71 ng 1670610 Perylene-d12 25.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 60
3 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 56
4 trans-Farnesol 222 C15H260 000106-28-5 56
5 4-0xo-.beta.-damascone 206 C13H1802 053398-08-6 53

Abundance Scan 3530 (23.579 min): BG023154.D (-3525) (-) m/z 69.10 100.00%

5000

H-

23.20 23.40 23.60 23.80

163191217 259 302328357 402 439 480 526

0 m/z 81.10 45.07%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215928: Supraene
69
5000 | BBBLLILI LI LI L B
23.20 23.40 23.60 23.80
41 m/z 41.10 20.86%
N ‘M L, d 164191217245273300 341368 410
e e T e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69
I A RAREEEEEEE
23.20 23.40 23.60 23.80
5000, 1 m/z 95.10 14 .35%
95 137
164191217 273 341368 410
I B e B R B T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #86903: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl- A REREE R
6 23.20 23.40 23.60 23.80

m/z 68.10 13.40%

5000

-

m/z--> 50 100 150 200 250 300 350 400 450 500 23 20 23. 40 23. 60 23. 80

8270-BG070816.-M Mon Jul 18 15:28:28 2016 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 Heptadecane, 9-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.23 23.81 ng 2531530 Perylene-di12 25.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
2 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 93
3 Heptacosane 380 C27H56 000593-49-7 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3641 (24.232 min): BG023154.D (-3634) (-) m/z 57.10 100.00%
5000
R BRI SUREUR B B
113 24.00 24.20 24.40 24.60
141169
ok A LLLL 4116 206 230266310 352 388417447476 524 nT 71 10 71.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164584: Heptadecane, 9-hexyl-
43
71
5000 L B UL UL
24.00 24.20 24.40 24.60
% 210 m/z 43.10 59.73%
e L SETROE? | ZOoera0enps
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
' 24.00 24.20 24.40 24.60
5000 85 m/z 85.10 53.66%
13141169 210239267 309336366
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane e e maEEE e e
57 24.00 24.20 24.40 24.60
m/z 55.10 23.97%
5000
85
29 d113141169197225253281 323351380
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 19 Tricosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

26.41 27.48 ng 2921640 Perylene-d12 25.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 91
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
4 Octadecane 254 C18H38 000593-45-3 83
5 Tetracosane 338 C24H50 000646-31-1 83

Abundance Scan 4012 (26.411 min): BG023154.D (-4003) (-) m/z 57.10 100.00%

57
85
5000

113 26.00 26.20 26.40 26.60 26.80
155183 : : ' : '
ol A AL 5518321123026 302 330 agoara 466 512 | 7771 10 73,56k
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #164578: Tricosane
57
5000 85 LA L L L L L L LY L
26,00 26.20 26.40 26.60 26.80
324 m/z 43.10 62 .45%
41169
L [ aeerags T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
e e
26.00 26.20 26.40 26.60 26.80
5000 85 m/z 85.10 52.89%
29
113141169197225253 295323 367
T T T P e T e e T e o T e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #185535: Heptadecane, 9-octyl- A EARRREELS LSS
57 26.00 26.20 26.40 26.60 26.80
m/z 55.10 25.19%
5000 85

i

113
LT A41169197 239267294323352

m/z--> 50 100 150 200 250 300 350 400 450 500 26 00 26. 20 26. 40 26 60 26 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample - H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 20 _.beta.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
30.82 65.15 ng 6927420 Perylene-di12 25.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 95
2 _gamma.-Sitosterol 414 C29H500 000083-47-6 91
3 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 32
4 Hydroxy-(3-methoxyphenyl)phenyla... 272 C16H1604 1000288-01-3 25
5 24 _epsilon.-Methyl-5_alpha.-chol... 492 C30H5205 110325-83-2 14
Abundance Scan 4762 (30.818 min): BG023154.D (-4750) (-) m/z 43.10 100.00%
43
105 145
5000 213
HRA PRI SR BRI B
30.60 30.80 31.00 31.20
A AMATIS0ASS | "m/z 55.10  72.47%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #217432: .beta.-Sitosterol
43
5000 30,60 30.80 31.00 31.20
107 : : : :
s 414 m/z 105.05  60.54%
e ey w
i
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43
30,60 30.80 31.00 31.20
5000 81107 m/z 145.10 59.48%
145 414
213 . 303 a1
s 330
mz-> 50 100 150 200 250 300 350 400 450 500
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)- R s a BE s
43 30.60 30.80 31.00 31.20
m/z 81.10 54 _48%
5000 268
81107
145 329 .
L 73 213 24727550
mz-> 50 100 150 200 250 300 350 400 450 500 30,60 30.80 31.00 31.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71616\
Data File : BG023154.D

Acq On : 16 Jul 2016 19:44

Operator : UM/SJ

Sample : H4021-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_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]
Propane, 2,2-dime... 3.04 101.0 ng 5440440 1 8.15 1076900 20.0
unknown5.22 5.22 8.1 ng 437762 1 8.15 1076900 20.0
unknown? .68 7.68 67.5 ng 3633180 1 8.15 1076900 20.0
2-Undecanone, 6,1... 17.61 2.6 ng 318002 4 17.55 2418780 20.0
1-Hexadecen-3-ol,... 18.37 3.0 ng 360263 4 17.55 2418780 20.0
n-Hexadecanoic acid 18.42 12.6 ng 1522860 4 17.55 2418780 20.0
17-Norkaur-15-ene... 18.76 2.5 ng 298550 4 17.55 2418780 20.0
Isophytol 19.43 12.0 ng 1453150 4 17.55 2418780 20.0
9,12-Octadecadien... 19.54 3.7 ng 443899 4 17.55 2418780 20.0
Octadecanoic acid 19.68 3.4 ng 405465 4 17.55 2418780 20.0
2-Pentenoic acid, ... 20.73 6.6 ng 824468 5 21.86 2487600 20.0
2-Phenanthrenol, ... 20.79 7.3 ng 906243 5 21.86 2487600 20.0
9,10-Anthracenedi... 20.89 3.4 ng 416674 5 21.86 2487600 20.0
1-Hexacosene 21.46 3.5 ng 439277 5 21.86 2487600 20.0
Octacosane 22.66 2.7 ng 336068 5 21.86 2487600 20.0
Supraene 23.58 15.7 ng 1670610 6 25.23 2126620 20.0
Heptadecane, 9-he... 24.23 23.8 ng 2531530 6 25.23 2126620 20.0
Tricosane 26.41 27.5 ng 2921640 6 25.23 2126620 20.0
-beta.-Sitosterol 30.82 65.2 ng 6927420 6 25.23 2126620 20.0
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