LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102859.D

Acq On : 8 Feb 2018 16:39

Operator : SJ/JU

Sample - J1470-03

Misc :

ALS Vial : 16 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-BF020318_.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 2.163 7 13 20 rvB 417218 533337 2.07% 0.679%
2 5.504 576 581 584 rBV 4172246 3961618 15.35% 5.043%
3 6.510 747 752 758 rBV 3552827 3881701 15.04%  4.942%
4 6.657 772 777 780 rBV 3972021 3780625 14.65% 4.813%
5 6.887 812 816 819 rBV 1466789 1207984  4.68% 1.538%
6 7.040 838 842 846 rBvV 2938008 2759330 10.69% 3.513%
7 7.445 906 911 914 rBV 2579688 2458821 9.53% 3.130%
8 7.928 988 993 1000 rBVY 244977 280734 1.09% 0.357%
9 8.169 1030 1034 1037 rBV 1871281 1511598 5.86% 1.924%
10 9.239 1212 1216 1220 rBV 3273635 3007362 11.65% 3.828%

11 9.634 1279 1283 1286 rBV 306135 268520 1.04% 0.342%
12 9.922 1329 1332 1336 rBV 1455417 1367292 5.30% 1.741%
13 10.333 1398 1402 1407 rVB2 740494 719218 2.79% 0.916%
14 10.710 1460 1466 1476 rBV 1587101 1649421 6.39% 2.100%
15 11.410 1582 1585 1588 rBV 1094063 1041419 4._.03% 1.326%

16 12.992 1850 1854 1858 rBV 1866894 1758808 6.81% 2.239%
17 13.880 2002 2005 2013 rBV 386597 381812 1.48% 0.486%
18 14.051 2030 2034 2038 rBV 1054361 983332 3.81% 1.252%
19 15.539 2282 2287 2294 rBV 662297 914592 3.54% 1.164%
20 17.633 2639 2643 2651 rVB5 138658 325670 1.26% 0.415%

21 17.868 2677 2683 2693 rVB3 342840 849901 3.29% 1.082%
22 18.039 2705 2712 2719 rBV3 260516 723683 2.80% 0.921%
23 18.127 2720 2727 2736 rVv4 399507 1179146 4._.57% 1.501%
24 18.245 2737 2747 2756 rVV5 1438271 5015493 19.43% 6.385%
25 18.327 2756 2761 2776 rVB2 599630 1629993 6.32% 2.075%

26 18.504 2779 2791 2806 rVB3 1713738 6817721 26.41% 8.679%
27 18.768 2825 2836 2843 rBV 1266004 3732812 14.46% 4.752%
28 19.262 2897 2920 2932 rBV6 4357135 25810477 100.00% 32.858%

Sum of corrected areas: 78552420
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102859.D

Acq On : 8 Feb 2018 16:39

Operator : SJ/JU

Sample - J1470-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library :
TIC Integration Parameters:

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF020318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

LSCINT.P

Abundance

4000000

3000000

2000000

1000000
2.16

TIC: BF102859.D

5.50
6.66
6.51

7.04

6.89

7.45

0

2.50

Time--> 3.00

3.50

5.00

B
5.50 6.00

e -
4.00

4.50

Abundance

4000000

3000000

2000000

1000000

10 33
9 63

TIC: BF102859.D

9.24

12.99
10.71

11.41

1

0t
Time-->

13.00

12.50

11. 50

12. OO

10 OO 10. 50

11. OO

13.50

Abundance

4000000

3000000

2000000

1000000

TIC: BF102859.D

14.50

14.00

Time-->

15.00

18.00

18.50

17.00 17.50

16.50

15.50

16.00

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102859.D

Acq On : 8 Feb 2018 16:39

Operator : SJ/JU

Sample - J1470-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNIST11.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 11

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

2.16 8.83 ng 533337 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 28
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 28

Abundance Scan 12 (2.158 min): BF102859.D (-7) (-) m/z 73.00 100.00%
7B
5000 43 /\
55
87 b P
37| 65 ||, 79 220 2.30 2.40 2.50 2.60
o 1 N PRI ' - O — m/z 43.00 44_68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 HUAR A AR A
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 32.07%
0 o
RIS S SUILL SO SULILS SO UL UL SIS L R
m/z--> 10 40 50 70 80 90 100 110 120
Abundance
73
220 2.30 2.40 2.50 2.60
5000 - m/z 87.00 22 .00%
43
27
0 15 37 67 83 98 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13743: 2,2,4-Trimethyl-3-pentanol A RS e
7B 220 2.30 2.40 2.50 2.60
m/z 40.95 14 .93%
41 55 87
5000
29
15 ‘ | ‘ | ‘ 1 I 67 H I I 97
G s R R S RS AR RS RS LSS RAARN SRR L HA A U AN AR U
m/z--> 10 40 50 70 80 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102859.D

Acq On : 8 Feb 2018 16:39

Operator : SJ/JU

Sample - J1470-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 unknown6.66 Concentration Rank 5

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

6.66 62.59 ng 3780630 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 777 (6.657 min): BF102859.D (-772) (-) m/z 132.00 100.00%
5000 68
—
40 .54 | 75 6 104 6.40 6.60 6.80 7.00
o....,...:ll!..“ﬁ:!..?%:.n.',..':.,..5.‘?,..!.,.-:..,.1.1?.,....,~'...,.. m/z 68.00 40.02%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 U R R R
6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.96%
38 44
0”'Wh”wPl”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
640 660 6.80 7.00
5000 67 m/z 66.00 27.02%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R L A w
132 6.40 6.60 6.80 7.00

m/z 68.95 15.52%

5000

33 4 g7 105

60 70 78
| 51 60 P78 g | | 1s ‘

B e 1

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102859.D

Acq On : 8 Feb 2018 16:39

Operator : SJ/JU

Sample - J1470-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 4 Phenol, 3-ethyl- Concentration Rank 14

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

7.93 3.71 ng 280734 Naphthalene-d8 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol, 3-ethyl- 122 C8H100 000620-17-7 93
2 Phenol, 2-ethyl- 122 C8H100 000090-00-6 91
3 Phenol, 4-ethyl- 122 C8H100 000123-07-9 91
4 3,3-Dimethyl-6-methylenecyclohexene 122 C9H14 020185-16-4 78
5 2-lIsopropylpyrazine 122 C7H10N2 029460-90-0 59

Abundance Scan 993 (7.928 min): BF102859.D (-988) dg-) m/z 107.00 100.00%
107
5000 122 k
77
39 51 65 g O 760 7.80 8.00 8|20
OFrrprrrrprrrr et et D b e e m/z 122.00 42.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9912: Phenol, 3-ethyl-
107
5000 122 L UL UL S AR
7.60 7.80 8.00 8.20
39 77 m/z 77.00 27.38%
27 ‘ 51 65 94
0'w'“'w'ml“'w'“'m““lM“w'”“w'“ﬂﬂ'w'“lw'”ﬂﬁ'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
107
7.60 7.80 8.00 820
5000 122 m/z 39.00 12.15%
77
18 27 39 51 45 91
G A RS R AR RARAS RAARS RARRS RARRS AR LARAS RARSS SRR SAL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9918: Phenoal, 4-ethyl- R o I MR S
107 760 7.80 8.00 8.20
m/z 108.00 7.84%
5000 120
77
ol 15 27 3 5 65 | 9l H
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102859.D

Acq On : 8 Feb 2018 16:39

Operator : SJ/JU

Sample - J1470-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 1-Heneicosanol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.88 7.77 ng 381812 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 2005 (13.880 min): BF102859.D (-2002) (-) m/z 57.00 100.00%
87 83
5000 V,Avyvvﬂﬁh-Njk~uﬂw~JLkvw”“
111
e I o
139 13.60 13.80 14.00 14.20
ol ,Il IiPeraos 234080 | h77 43.00  96.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
T L\,_»]L‘v\/'
5000 LRI SRR SO SRR B
Bmmmmmmm
29 m/z 55.00 96.09%
0 \“ 1h \ “ H \H\ m \ h \167 196 238 266 294
m/z--> 50 oo 2éo 360 3%0 460
Abundance
57
83 SR AR SUNIE SR B
13.60 13.80 14.00 14.20
5000 111 m/z 83.00 84 .57%
29 139 169 210 255 406
o— b i by ——————r
m/z--> §o 160 1%0 200 250 300 3%0 460
Abundance #127770: 9-Eicosene, (E)- T
83 13.60 13.80 14.00 14.20
m/z 69.00 78.58%
5000
o ] Il | ] 1339 168 196 223 252 280 -~w~vv”wwwj
m/z--> 50 160 1%0 260 2éo 360 3%0 460 1360 1380 1400 1420
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102859.D

Acq On : 8 Feb 2018 16:39

Operator : SJ/JU

Sample - J1470-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 _gamma.-Sitosterol Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.63 7.12 ng 325670 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 95
2 _beta.-Sitosterol 414 C29H500 000083-46-5 92
3 3,3,3-Trifluoro-N-2-pyrimidinyl... 273 C8H5F6N30 340137-97-5 14
4 N-Trichloroacetylimidazole 212 C5H3CI3N20 056739-51-6 12
5 Cholest-5-ene, 3-ethoxy-, (3.bet... 414 C29H500 000986-19-6 11
Abundance Scan 2642 (17.627 min): BF102859.D (-2639) (-) m/z 43.00 100.00%
4.9 95
5000
" 17.40 17.60 17.80 18.00
] S— m/z 57.00 92.10%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #217434: .gamma.-Sitosterol
43
5000 81 107 LI IR BUMLR UL B
145 414 17.40 17.60 17.80 18.00
‘ o B s a4y m/z 95.00 86.68%
o) — \‘I 1 IM' i “l‘”. ‘?“I“' ZIVIGI IH' : ‘l |3$‘|1| .“ Imi .‘. .
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43
' 17.40 17.60 17.80 18.00
5000 81 105 m/z 69.00 79.06%
18 145 14
. 173 234255276 303 354 381
mz-> 0 50 100 150 200 250 300 350 400
Abundance #122087: 3,3,3-Trifluoro-N-(2-pyrimidinyl)-2-(trifluoromet... R mEEEE RS S
95 17.40 17.60 17.80 18.00
m/z 107.00 69.74%
68
5000
40
122 204 273
0 JL J‘ | I ‘\ | ‘ 144\ 179 ‘ 234
mz-> 0 50 100 150 200 250 300 350 400 17,40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102859.D

Acq On : 8 Feb 2018 16:39

Operator : SJ/JU

Sample - J1470-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 unknownl7.87 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.87 18.59 ng 849901 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methoxy-6,7,8,9-tetrahydro-dib... 218 C13H1403 1000186-57-9 49
2 Indeno[2,1-b]chromene, 218 C16H100 000243-24-3 38
3 5(1H)-Azulenone, 2,4,6,7,8,8a-he... 218 C15H220 006754-66-1 38
4 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 38
5 Benzo[b]naphtho[2,3-d]furan 218 C16H100 000243-42-5 38
Abundance Scan 2683 (17.868 min): BF102859.D (-2677) (-) m/z 218.15 100.00%

218
55
5000 95
135 189

161 \ l
17. 60 17. 80 18. 00 18 20
241262 289311 341364 409
ol b e S e m/z 203.05 91.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75702: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol
218

5000 R R IR
190 17. 60 17. 80 18. 00 18 20

m/z 55.00 52 .50%

69
0 39\ | 9\1 \]\'15 14716$ | \
L e o e o e o e B LA I e s o o
m/z--> 50 100 150 200 250 300 350 400
Abundance
218

17.60 17. 80 18. oo 18.20
5000 m/z 95.00 43.92%

o4 189
oL 3 63 114 139 163
PRSP B oIV D NN
miz--> 50 100 150 200 250 300 350 400

Abundance #75945: 5(1H)-Azulenone, 2,4,6,7,8,8a-hexahydro-3,8-dimeth... T
218 17. 60 17. 80 18. 00 18 20

m/z 69.00 41 .85%

176
0001 4 g 33
o1l
by

1

0 e e

m/z--> 50 100 150 200 250 300 350 400 17. 60 17. 80 18. OO 18 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102859.D

Acq On : 8 Feb 2018 16:39

Operator : SJ/JU

Sample - J1470-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 unknownl8.04 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.04 15.83 ng 723683 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclopropanemethanol, .alpha.,2-... 182 C12H220 121959-70-4 47
2 1,4-Methanoazulen-7-ol, decahydr... 222 C15H260 018319-27-2 38
3 2,6-Octadienal, 3,7-dimethyl-, (Z2)- 152 C10H160 000106-26-3 25
4 Diethylmalonic acid, monochlorid... 332 C13H14BrCI103 1000369-83-6 14
5 Methoxy(methyl)chlorosilane 110 C2H7CIOSi 018151-27-4 14
Abundance Scan 2712 (18.039 min): BF102859.D (-2705) (-) m/z 69.00 100.00%
69
41 109
5000
201 229 259 554 313 1780 18.00 18.20 18.40
Y el i m/z 41.00 55.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #47233: Cyclopropanemethanol, .alpha.,2-dimethyl-2-(4-meth...
69
41
109
5000 LR BN BN UL B
17.80 18.00 18.20 18.40
m/z 109.00 55.61%
Ll 4 338,14
0 .H.l“‘l‘“".“”l‘.M‘l‘hl‘.“”.‘.‘l.‘...l.... —
m/z--> 50 100 150 200 250 300 350 400
Abundance
41
67 199 HRIUR DAL SO SN B
17.80 18.00 18.20 18.40
5000 m/z 55.00 52 .52%
135
161 189
222
e S U L WL LA B UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #25203: 2,6-Octadienal, 3,7-dimethyl-, (2)- LN BN BRI L B L B
M g 17.80 18.00 18.20 18.40
m/z 93.00 41.15%
5000
19
m/z--> 100 150 200 250 300 350 400 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102859.D

Acq On : 8 Feb 2018 16:39

Operator : SJ/JU

Sample - J1470-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 _beta.-Amyrin Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.13 25.79 ng 1179150 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 _beta.-Amyrin 426 C30H500 000559-70-6 87
2 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 58
3 2H-Cyclopropa[a]naphthalen-2-one... 218 C15H220 006831-17-0 52
4 _.alpha.-Amyrin 426 C30H500 000638-95-9 49
5 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 46
Abundance Scan 2727 (18.127 min): BF102859.D (-2720) (-) m/z 218.15 100.00%
218
5000
17.80 18.00 18.20 18.40
257
ol A 2L 633302 40 sz 203.10  75.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221180: .beta.-Amyrin
218
5000 AR AR AR BB
17.80 18.00 18.20 18.40
5 69 95 1 m/z 69.00 54 _.61%
T AT m Mu o B 257 286 311 337 365 393 420
m/z--> 50 100 150 200 250 300 350 400
Abundance
218
41 o1 133 17.80 18.00 18.20 18.40
5000 175 m/z 55.00 46.45%
67
0 112
m/z--> 50 100 150 200 250 300 350 400
Abundance #75950: 2H-Cyclopropa[a]naphthalen-2-one, 1,1a,4,5,6,7,7a, ... R R mEEE
218 17.80 18.00 18.20 18.40
m/z 95.00 42 .86%
5000
a1 119 M7 oo
m/z--> 50 100 200 250 300 350 400 17,80 18.00 18.20 18.40

8270-BF020318.M Fri Feb 09 10:51:33 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102859.D

Acq On : 8 Feb 2018 16:39

Operator : SJ/JU

Sample - J1470-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 Allyl ionone 3 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.24 109.68 ng 5015490 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Allyl ionone 3 232 C16H240 1000284-92-9 53
2 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 52
3 Guaia-9,11-diene 204 C15H24 1000374-19-8 50
4 Azulene, 1,2,3,5,6,7,8,8a-octahy... 204 C15H24 003691-11-0 42
5 4,6,6-Trimethyl-2-(3-methylbuta-... 218 C15H220 1000190-22-2 38
Abundance Scan 2746 (18.239 min): BF102859.D (-2737) (-) m/z 55.00 100.00%
9
5000
18,00 18.20 1840 18.60
0 m/z 95.00 96 .22%
m/z--> 50 100 150 200 250 300 350 400
Abundance #87749: Allyl ionone 3
& 149
107
5000 189 LR SR BN UL SR
18,00 18.20 18.40 18.60
41 ‘ ‘ 217 m/z 109.00 92.68%
oL, jﬂu‘h\ ‘Jhwd bl “ | S
m/z--> 50 100 150 200 250 300 350 400
Abundance
218
4 91 133 ' 18.00 18.20 1840 18.60
5000 175 m/z 107.00 82 _.52%
67
o 112
m/z--> 50 100 150 200 250 300 350 400
Abundance #64305: Guaia-9,11-diene R e
93 18.00 18.20 18.40 18.60
189 m/z 81.00 75.98%
119
5000
a1 67 161
m/z--> 50 100 150 200 250 300 350 400 18,00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102859.D

Acq On : 8 Feb 2018 16:39

Operator : SJ/JU

Sample - J1470-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 Silane, (9,19-cyclo-9.beta.... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.33 35.64 ng 1629990 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane, (9,19-cyclo-9.beta.-lano... 498 C33H580Si 017608-55-8 78
2 Chola-5,22-dien-3-0l, (3.beta.,2... 342 C24H380 057597-14-5 70
3 Ergost-25-ene-3,5,6,12-tetrol, (... 448 C28H4804 056052-97-2 42
4 Acetic acid, 1,3,7-trimethylocta... 210 C13H2202 091418-25-6 35
5 Cyclopropanemethanol, 2-methyl-2... 168 C11H200 098678-70-7 32
Abundance Scan 2761 (18.327 min): BF102859.D (-2756) (-) m/z 69.00 100.00%
5000
121147173 R
286 365 393 18.00 18.20 18.40 18.60
0 s m/z 41.00 62.63%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235128: Silane, (9,19-cyclo-9.beta.-lanost-24-en-3.beta.-...
6
5000 95 L AR AR BN BRI
11 303 18.00 18,20 18.40 18.60
147 175 503 339365 m/z 55.00 56.80%
H\U\m 231 271?97 “ 483
0‘ | MHIwIw T |l|||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69
18.00 18.20 18.40 18.60
5000 m/z 95.00 53.97%
43
105 145 255 327
. 173 203 282
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #226824: Ergost-25-ene-3,5,6,12-tetrol, (3.beta.,5.alpha.,... R B
69 18.00 18.20 18.40 18.60
41 95 m/z 109.05 39.49%
5000
0 R e
m/z--> 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102859.D

Acq On : 8 Feb 2018 16:39

Operator : SJ/JU

Sample - J1470-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 Caparratriene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.50 149.09 ng 6817720 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caparratriene 206 C15H26 1000374-08-7 64
2 5-Bromo-4-o0x0-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 59
3 Guaia-9,11-diene 204 C15H24 1000374-19-8 51
4 (-)-Neoclovene-(1), dihydro- 206 C15H26 1000152-82-1 50
5 Cyclohexane, l-ethenyl-1-methyl-._.. 204 C15H24 003242-08-8 46
Abundance Scan 2790 (18.498 min): BF102859.D (-2779) (-) m/z 95.00 100.00%
135
5000
257 315 426 18.20 18.40 18.60 18.80
'y 281, i 383 370393 m/z 81.00 95.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66196: Caparratriene
41 69 95
121
5000 IR BN BN U
163 18.20 18.40 18.60 18.80
191 m/z 55.00 93.29%
OI‘Mh ay e
m/z--> 50 100 150 200 250 300 350 400
Abundance
109
45 AR BN BN U
137 218 18.20 18.40 18.60 18.80
5000 -8 m/z 107.00 90.36%
160
189
L S L WL L L WL WL WL
m/z--> 50 100 150 200 250 300 350 400
Abundance #64305: Guaia-9,11-diene B N BAEEEE S
93 18.20 18.40 18.60 18.80
189 m/z 135.10 88.64%
119
5000
a1 67 161
o abL iy
m/z--> 50 100 150 200 250 300 350 400 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102859.D

Acq On : 8 Feb 2018 16:39

Operator : SJ/JU

Sample - J1470-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 13 2,9-Dimethyl-2,3,4,5,6,7-he... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.77 81.63 ng 3732810 Perylene-d12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,9-Dimethyl-2,3,4,5,6,7-hexahyd... 203 C14H21N 077581-11-4 78
2 _beta.-Amyrin 426 C30H500 000559-70-6 74
3 2H-Cyclopropa[a]naphthalen-2-one... 218 C15H220 006831-17-0 58
4 3-Methoxy-6,7,8,9-tetrahydro-dib... 218 C13H1403 1000186-57-9 58
5 2H-1-Benzopyran-2-one, 6-acetyl-... 260 C14H1205 129812-31-3 53
Abundance Scan 2836 (18.768 min): BF102859.D (-2825) (-) m/z 218.20 100.00%
218
43
5000
69
95 119 i 189
18.40 18.60 18.80 19.00
257
o g d A h L 297283 316341368398 468 | n/57503.10  76.51%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #63450: 2,9-Dimethyl-2,3,4,5,6,7-hexahydro-1H-2-benzazonine
203
70 98
145
5000
18.40 18.60 18.80 19.00
‘ M 174 m/z 43.00 62 .35%
0 ||||||||||||J||||||||||||||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
218
18.40 18.60 18.80 19.00
5000 m/z 69.00 29.81%
69 95 189
43 135
oLl il Wi 8% | L | 257 286311 337 365308 405
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #75950: 2H-Cyclopropala]naphthalen-2-one, 1,1a,4,5,6,7,7a,... B R e e e EEEEEE S
218 18.40 18.60 18.80 19.00
m/z 189.10 26 .75%
5000 4 147
a1 119 175
o 'M......
m/z--> 50 100 150 200 250 300 350 400 450 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102859.D

Acq On : 8 Feb 2018 16:39

Operator : SJ/JU

Sample - J1470-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 Urs-12-en-3-ol, acetate, (3... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.26 564.42 ng 25810500 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Urs-12-en-3-0l, acetate, (3.beta.)- 468 C32H5202 000863-76-3 86
2 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 70
3 Urs-12-en-24-o0ic acid, 3-oxo-, m... 468 C31H4803 020475-86-9 52
4 (1S,6R,95)-5,5,9,10-Tetramethylt... 218 C16H26 1000298-97-8 49
5 7-Oxabicyclo[4.1.0]heptane, 2,2,... 218 C15H220 070038-20-9 43
Abundance Scan 2920 (19.262 min): BF102859.D (-2897) (-) 43.00 100.00%

m/z 218.20 79 .32%

4
218
189
5000 6o 95 135
161

0 i [ 249272297 325 357 393 425 468
- NN

19. OO 19. 20 19. 40
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230819: Urs-12-en-3-ol, acetate, (3.beta.)-
218

5000 ||||||||||||
43 89 1900 1920 19.40
69 93 135 1 468 m/z 189.15 65.23%
H ‘ ‘ 161 ‘ 249272 ‘
o LY - w b DPP0r g5 368 408 |
miz--> 50 250 300 350 400 450
Abundance
218
41 91 133 1900 1920 19.40
5000 175 m/z 95.05 47 . 79%
67
O e S T o T SO
miz--> 50 100 150 200 250 300 350 400 450
Abundance #230811: Urs-12-en-24-oic acid, 3-oxo-, methyl ester, (+)- L e
218 1900 1920 19.40

m/z 135.05 47 .52%

5000
109133 ;1 189
l H JI h "l L 468

0...,....,. P R e AR

m/z--> 50 100 150 200 250 300 350 400 450 19. OO 19. 20 19. 40

T
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102859.D

Acq On : 8 Feb 2018 16:39

Operator : SJ/JU

Sample - J1470-03

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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]
Butane, 2-methoxy... 2.16 8.8 ng 533337 1 6.89 1207980 20.0
unknown6 .66 6.66 62.6 ng 3780630 1 6.89 1207980 20.0
Phenol, 3-ethyl- 7.93 3.7 ng 280734 2 8.17 1511600 20.0
1-Heneicosanol 13.88 7.8 ng 381812 5 14.05 983332 20.0
-gamma.-Sitosterol 17.63 7.1 ng 325670 6 15.54 914592 20.0
unknownl17 .87 17.87 18.6 ng 849901 6 15.54 914592 20.0
unknown18.04 18.04 15.8 ng 723683 6 15.54 914592 20.0
-beta.-Amyrin 18.13 25.8 ng 1179150 6 15.54 914592 20.0
Allyl ionone 3 18.24 109.7 ng 5015490 6 15.54 914592 20.0
Silane, (9,19-cyc... 18.33 35.6 ng 1629990 6 15.54 914592 20.0
Caparratriene 18.50 149.1 ng 6817720 6 15.54 914592 20.0
2,9-Dimethyl-2,3,... 18.77 81.6 ng 3732810 6 15.54 914592 20.0
Urs-12-en-3-ol, a... 19.26 564.4 ng 25810500 6 15.54 914592 20.0
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