LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095436.D

Aca On : 25 May 2017 22:00

Operator : SJ/MA

Sample = 13222-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF050217 .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 heiaht area % max. total
1 5.107 535 539 556 rBV 106300 258416 9.31% 1.230%
2 5.713 638 642 683 rBY 1045421 2466957 88.84% 11.745%
3 7.289 906 910 926 rBVY 1148016 2228147 80.24% 10.608%
4 7.413 926 931 948 rVB 1676015 2760709 99.41% 13.144%
5 7.748 983 988 1002 rVB 450148 586673 21.13% 2.793%

6 7.983 1023 1028 1047 rBV 1568167 1936101 69.72% 9.218%
7 8.648 1136 1141 1174 rBV 765615 1418393 51.08% 6.753%
8 9.766 1327 1331 1353 rBV 373835 762637 27.46% 3.631%
9 11.536 1627 1632 1655 rBV 1751269 2776968 100.00% 13.221%
10 12.248 1748 1753 1763 rBV 139920 249851 9.00% 1.190%
11 12.601 1808 1813 1825 rBvV2 507409 845764 30.46% 4.027%
12 13.430 1951 1954 1960 rVB 41950 47839 1.72% 0.228%
13 13.901 2029 2034 2052 rBV 664387 1228167 44.23% 5.847%
14 14.206 2081 2086 2089 rBV 34647 43315 1.56% 0.206%

15 15.006 2218 2222 2241 rVvv2 377173 647806 23.33% 3.084%
16 15.959 2380 2384 2394 rBV3 31061 60114 2.16% 0.286%
17 17.324 2611 2616 2627 rBV 1272151 1575795 56.75% 7.502%
18 18.565 2821 2827 2837 rBV2 42402 101991 3.67% 0.486%
19 18.683 2842 2847 2860 rBV 347338 537934 19.37% 2.561%
20 19.788 3032 3035 3039 rVB 44373 50350 1.81% 0.240%

21 20.359 3128 3132 3141 rBV 274690 419773 15.12% 1.999%

Sum of corrected areas: 21003700
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA F\DATA\BF052517\
Data File : BF095436.D

Aca On - 25 May 2017 22:00

Operator : SJ/MA

Sample : 13222-02

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF095436.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095436.D

Aca On : 25 May 2017 22:00

Operator : SJ/MA

Sample : 13222-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.11 8.81 ng 258416 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 539 (5.107 min): BF095436.D (-535) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 T e
| 83.0 | 480 500 520 540
o N | SNBSSV | NP N m/z 59.00 60.07%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 50.0

480 5.00 5.20 5.40
m/z 101.00 21.76%

31.0 101.0
83.0
0...,....,...‘:‘,‘....‘,‘l...,..a.,....,....,.‘...,....,‘....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
e R ARRE RS
4.80 5.00 5.20 5.40
m/z 58.10 15.49%
5000 101.0
28.0 59.0
70.0 84.0
15.0
O L o o B O L i e e o O
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4425: Butane, 1-ethoxy-
59.0 4.80 5.00 5.20 5.40
31.0 m/z 41.00 9.87%
5000 41.0
73.0
130 msoo“‘ | 870 1020
O e T e e e e T e ey
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095436.D

Aca On : 25 May 2017 22:00

Operator : SJ/MA

Sample : 13222-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 unknown7.41 Concentration Rank 1

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

7.41 94.11 ng 2760710 1,4-Dichlorobenzene-d4 7.75

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 931 (7.413 min): BF095436.D (-926) (-) m/z 132.00 100.00%

132.0
5000 68.0

m15u)h &OQT)IBO J 7.00 720 7.40 7.60 7.80
O o L A T L B B e B m/z 68.05 36.34%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0

5000

700 7.20 7.40 7.60 7.80
slo 510 m/z 134.00 32.77%

0 ‘ b H 1, . !
LA B e B T LI I B e LA L I B
m/z--> 40 60 80 100 120 140 160 180

Abundance
132.0

7.00 7.20 7.40 7.60 7.80

5000 67.0 m/z 66.00 22.00%
41.0 97.0
117.0
54,0 81.0
O T T T T T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.00 7.20 7.40 7.60 7.80
m/z 96.00 14.01%
74.0
116.0
5000 98.0 K
SIS V| OO Y Y ST o U | W
m/z--> 40 60 80 100 120 140 160 180 700 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095436.D

Aca On : 25 May 2017 22:00

Operator : SJ/MA

Sample : 13222-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : 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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.57 3.79 ng 101991 Chrysene-di12 18.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 93
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 93
3 Octacosanol 410 C28H580 000557-61-9 83
4 n-Tetracosanol-1 354 C24H500 000506-51-4 83
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 76
Abundance Scan 2828 (18.571 min): BF095436.D (-2821) (-) m/z 57.05 100.00%
5%.0
97.1
5000
\l 1511650 57 16120 16,40 15,60 1860
ob—i L ey m/z 43.05 76.64Y%
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
5000 AR AR SRR R
mmmmmmmm
250 m/z 55.00 72.14%
o “ \‘H \\‘\ HH‘\ 1?50 19602250 —
m/z--> 50 200 250 300 350
Abundance
43.0
83.0 NS SN SRR B
18.20 18.40 18.60 18.80
5000 m/z 83.00 64.41%
125.0
o 182.0211.0
m/z--> éo 160 1%0 200 250 360 3%0
Abundance #215904: Octacosanol e e  BAERS o
57.0 18.20 18.40 18.60 18.80
m/z 69.00 59.30%
5000 \ J
l ‘ 390
o242 J‘ Jw |, 1810 22202510 29203220 36203920 e —
m/z--> 50 15 200 250 300 350 18 20 18. 40 18. 60 18 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052517\
Data File : BF095436.D

Aca On : 25 May 2017 22:00

Operator : SJ/MA

Sample : 13222-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : 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 4,9,13,17-Tetramethyl-4,8,1... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.79 2.40 ng 50350 Perylene-di12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 90
2 Saualene 410 C30H50 000111-02-4 78
3 Farnesol isomer a 222 C15H260 1000108-92-4 59
4 .psi...psi.-Carotene. 7.7".8.8".... 547 C40H66 000502-62-5 56
5 2,6-Octadiene, 2,6-dimethyl- 138 C10H18 002792-39-4 53
Abundance Scan 3035 (19.788 min): BF095436.D (-3032) (-) 69.10 100.00%
69.1
07.1 19.40 19,60 19.80 20.00 20.20
167.1 203.2 3161
o.?8.l~9,'-~.'--mj[ --*J--,.-.n.-.~,-.... oy m/z 81.00 53.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158394: 4,9,13,17-Tetramethyl-4,8,12, 16-octadecatetraenal
69.0
5000 SSARLILN SRR BN UL B
19.40 19,60 19.80 20.00 20.20
137.0 m/z 41.00 19.26%
29.0 ‘ hoqo | 1920  247.0 316.0
0.“.‘.“,“.‘“ah‘.“l“‘.‘.w.‘.‘l....‘l‘....‘l....l.... T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
19.40 19.60 19.80 20.00 20.20
5000 m/z 68.00 15.30%
137.0
o 29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #79401: Farnesol isomer a
69.0 19.40 19.60 19.80 20.00 20.20
m/z 137.10 13.84%
5000
oL 2P 1. fogo ,, 161.0191.0222.0
m/z--> 50 100 150 200 250 300 350 400 19.40 19.60 19.80 20.00 20.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF052517\
Data File : BF095436.D

Acq On : 25 May 2017 22:00

Operator : SJ/MA

Sample - 13222-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
Quant Title : 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]
2-Pentanone, 4-hy... 5.11 8.8 ng 258416 1 7.75 586673 20.0
unknown7 .41 7.41 94.1 ng 2760710 1 7.75 586673 20.0
Trichloroacetic a... 18.57 3.8 ng 101991 5 18.68 537934 20.0
4,9,13,17-Tetrame... 19.79 2.4 ng 50350 6 20.36 419773 20.0
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