LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\

Data File : BG017665.D

Acq On 13 Jun 2015 8:58 Instrument :
Operator : TP/IZ BNA_G

Sample - 62599-07 ClientSampleld :
Misc - ALHALLA-B3-12.5-13
ALS Vial : 26 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-BG061215_.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 4.621 325 329 334 rvB3 16378 24471 1.14% 0.256%
2 5.114 407 413 422 rBVY 332288 497331 23.10% 5.200%
3 6.736 682 689 699 rBY 349854 559113 25.97% 5.846%
4 7.065 738 745 755 rBV 394700 598691 27.80% 6.259%
5 7.523 817 823 829 rBvV2 99619 153464 7.13% 1.604%

7.841 870 877 885 rBvV 303809 456089 21.18% 4._.768%
8.693 1015 1022 1031 rBV 206208 349447 16.23% 3.653%
10.320 1292 1299 1309 rVB 110196 191734 8.90% 2.005%
593152 862757 40.07% 9.020%
13.675 1864 1870 1875 rBV 81064 118944 5.52% 1.244%
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11 14.204 1955 1960 1974 rBv2 189111 302503 14.05% 3.163%
12 15.708 2210 2216 2226 rBV 724605 1037865 48.20% 10.851%
13 16.959 2424 2429 2435 rBV2 324691 458619 21.30% 4_795%

14 17.870 2580 2584 2591 rBV3 62580 91115 4.23% 0.953%
15 19.163 2800 2804 2809 rBV5 21500 37431 1.74% 0.391%
16 19.603 2873 2879 2886 rBV 1823231 2153180 100.00% 22.512%
17 20.878 3090 3096 3103 rBV9 54703 91856 4.27% 0.960%
18 21.160 3139 3144 3152 rBV 545522 680125 31.59% 7.111%
19 22.188 3315 3319 3325 rBV7 62809 91790 4.26% 0.960%

20 22.312 3336 3340 3346 rVB 122740 159666 7.42% 1.669%

21 23.358 3511 3518 3526 rVB 357814 648545 30.12% 6.781%

Sum of corrected areas: 9564736
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG061215\

BG017665.D

13 Jun 2015 8:58

TP/1Z

62599-07 ALHALLA-B3-12.5-13
26 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG017665.D
1500000
1000000
500000
5.11 6.74 710" 7.84
8.69
7.52 10.32
4.62 A
O T T T T T T T T T T T T e T T e e T T T e T T e T T e e
Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00
Abundance TIC: BG017665.D
19.60
1500000
1000000
15.71
12.82
500000
16.96
14.20
. 13.67 17.87 1936
L L I e o e BN o o o o e A e o e s B i B B R
Time--> 12.00 12.50 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
Abundance TIC: BG017665.D
1500000
1000000
21.16
500000 2336
22.31
wl |
O T i e B A B S e L A T e L A o B e B A
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\

Data File : BG017665.D

Acg On : 13 Jun 2015 8:58

Operator : TP/1Z

Sample - 62599-07 ALHALLA-B3-12.5-13
Misc : :
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_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 unknown4.62 Concentration Rank 5

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

4.62 3.19 ng 24471 1,4-Dichlorobenzene-d4 7.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,4-0O-1sopropylidene-d-galactose 220 C9H1606 1000129-84-6 28
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 25
3 Oxirane, [(1-methylethoxy)methyl]- 116 C6H1202 004016-14-2 17
4 1,3-Dioxolane, 2,2,4-trimethyl- 116 C6H1202 001193-11-9 12
5 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 9

Abundance Scan 329 (4.621 min): BG017665.D (-325) (-) m/z 43.00 100.00%
43
5000 59 101

147 221 281 342 420 4.40 4.60 4.80 5.00

0 m/z 59.00 48.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69787: 3,4-O-1sopropylidene-d-galactose
43
73 101
5000
420 4.40 4.60 4.80 5.00
205 m/z 101.00 41.77%
0 127145163 187 | 221
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
IIIAIIIIIIIIIIIIIIIIIAIIII
420 4.40 4.60 4.80 5.00
5000 m/z 42.00 17.24%
59
0 26 83 101
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #7965: Oxirane, [(1-methylethoxy)methyl]-
4 420 4.40 4.60 4.80 5.00
59 m/z 58.00 13.84%
5000
101
2
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 420 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\

Data File : BG017665.D

Acg On : 13 Jun 2015 8:58

Operator : TP/1Z

Sample - 62599-07 ALHALLA-B3-12.5-13
Misc : :
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_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 6H-Indolo[3,2,1-de][1,5]nap... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.87 3.97 ng 91115 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6H-Indolo[3,2,1-de][1,5]naphthyr... 256 C15H16N202 050630-67-6 59
2 3,7-Dimethyl-8-0x0-1,5-dioxa-spi... 256 C13H2005 1000193-79-8 42
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 35
4 5-Acetoxypentadecane 270 C17H3402 1000245-62-3 25
5 Thiazolo[4,5-d]pyrimidin-7(4H)-one 213 C7H7N30S2 1000153-89-3 25
Abundance Scan 2584 (17.870 min): BG017665.D (-2580) (-) m/z 41.10 100.00%
213 256
5000
227 279 17.60 17.80 18.00 18.20
o} m/z 213.20 96.66%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92080: 6H-Indolo[3,2,1-de][1,5]naphthyridin-6-one, 1,2,3,...
213
256
5000
184 17.60 17.80 18.00 18.20
199 239 m/z 55.00 91.60%
vl O
! I—— | [N NS NS S | K
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55 185
213
85 17.60 17.80 18.00 18.20
5000, 4 256 m/z 73.00 91.48%
- 69
126 199
o » 153 172 228
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43 17.60 17.80 18.00 18.20
m/z 59.95 89.49%
60 o
5000
. B W\ d %01}151291431571711851992132272422‘6
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\

Data File : BG017665.D

Acg On : 13 Jun 2015 8:58

Operator : TP/1Z

Sample - 62599-07 ALHALLA-B3-12.5-13
Misc : :
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_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 1-Eicosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.88 2.70 ng 91856 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 78
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 74
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 68
4 Z-5-Nonadecene 266 C19H38 1000131-11-8 68
5 17-Pentatriacontene 491 C35H70 006971-40-0 64
Abundance Scan 3096 (20.878 min): BG017665.D (-3090) (-) m/z 83.00 100.00%

5000

20.60 20.80 21.00 21.20

(o} m/z 97.05 95.23%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106396: 1-Eicosene
43
83
5000
111 20.60 20.80 21.00 21.20
139 280 m/z 55.00 93.11%
B e o
Ol n}l‘nh@ R e e LA A o o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55
83 20.60 20.80 21.00 21.20
5000 m/z 43.10 91 .85%
29 111
o 139 168 195 224 252
i B e B e e S
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106399: 9-Eicosene, (E)-
87 g3 20.60 20.80 21.00 21.20
m/z 57.00 80.51%
5000
29 111
oh_| I | ) 1339 168 196 223 252 280
T T T e T T
m/z--> 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\

Data File : BG017665.D

Acg On : 13 Jun 2015 8:58

Operator : TP/1Z

Sample - 62599-07 ALHALLA-B3-12.5-13
Misc : :
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_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 13-Docosenamide, (Z2)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.19 2.70 ng 91790 Chrysene-di12 21.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Docosenamide, (2)- 337 C22H43NO 000112-84-5 93
2 L-vValine, N-cyclopentylcarbonyl-.__. 227 C12H21N0O3 1000282-53-1 42
3 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 41
4 Benzeneethanamine, 2-Fluoro-.bet... 229 C11H16FNO3 061338-98-5 35
5 2-Butene, 1-propoxy- 114 C7H140 018409-01-3 27
Abundance Scan 3319 (22.188 min): BG017665.D (-3315) (-) m/z 72.00 100.00%

5000
489 536 21.80 22.00 22.20 22.40 22.60
0 m/z 59.00 96.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #135945: 13-Docosenamide, (2)-
59
5000
21.80 22.00 22.20 22.40 22.60
0
29 ‘97126 437 m/z 43.00 64.85%
0..&ﬂﬂUWWMWW@??}?ﬁ.??ﬁ.@@?q%.k“...,”..,.”.,...w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
72
21.80 22.00 22.20 22.40 22.60
5000 m/z 69.00 56.84%
168
a1 114
196 227
O T T T T T T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #106874: 9-Octadecenamide, (2)-
59 21.80 22.00 22.20 22.40 22.60
m/z 55.00 51.24%
5000
o Zgjh 86 114 154184 220 253251
L e IR o O e e B N e RARE SR s e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.80 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\

Data File : BG017665.D

Acg On : 13 Jun 2015 8:58

Operator : TP/1Z

Sample - 62599-07 ALHALLA-B3-12.5-13
Misc : :
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.31 4.92 ng 159666 Perylene-d12 23.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 007683-64-9 83
2 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 72
3 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
4 1,6-Octadiene, 3,5-dimethyl-, tr... 138 C10H18 074630-87-8 64
5 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 64
Abundance Scan 3340 (22.312 min): BG017665.D (-3336) (-) m/z 69.00 100.00%
69
5000
4f l95121149 191217 250281 313341367 410 472 525 22.00 22.20 22.40 22.50
Ol bl g 17y 7217 250281 313304367 410 472 825 1 “h7z 81.00  38.86%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158503: Squalene
69
5000
22.00 22.20 22.40 22.60
41 o m/z 41.10 16.94%
0 bl d 163191217245273299 341367 410
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
69
41 22.00 22.20 22.40 22.60
5000 m/z 68.05 15.98%
95 123
e L L o WL WL WL WL WL WL WAL
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #87347: 4,8,12-Tetradecatrienal, 5,9,13-trimethy!-
69 22.00 22.20 22.40 22.60
m/z 67.00 12.08%
41
5000
136
5
0 L \\ 1 w il l 177205 248
m/z--> 50 100 1%0 200 2%0 300 350 400 450 500 22.00 22.20 22.40 22.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061215\

Data File : BG017665.D

Acg On : 13 Jun 2015 8:58

Operator : TP/1Z

Sample - 62599-07 ALHALLA-B3-12.5-13
Misc : :
ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG061215_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]
unknown4 .62 4.62 3.2 ng 24471 1 7.52 153464 20.0
6H-Indolo[3,2,1-d... 17.87 4.0 ng 91115 4 16.96 458619 20.0
1-Eicosene 20.88 2.7 ng 91856 5 21.16 680125 20.0
13-Docosenamide, ... 22.19 2.7 ng 91790 5 21.16 680125 20.0
Squalene 22.31 4.9 ng 159666 6 23.36 648545 20.0
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