LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079286.D

Aca On : 15 May 2015 23:01

Operator : TP/1Z

Sample : 62269-03

Misc :

ALS Vial : 22 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-BF043015.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 1.335 10 13 16 rBV 3900547 4360244 62.95% 19.193%
2 1.461 20 24 27 rBvY 3991270 6926202 100.00% 30.488%
3 1.633 37 39 41 rVB 150262 206423 2.98% 0.909%
4 1.793 51 53 73 rvVB 457728 909863 13.14% 4 _.005%
5 4.947 327 329 337 rBV 62246 79004 1.14% 0.348%

5.462 372 374 377 rBV 729934 797368 11.51% 3.510%
6.742 484 486 489 rBvV 974862 862062 12.45% 3.795%
6.890 496 499 501 rBvV 737372 884947 12.78% 3.895%
7.176 521 524 526 rBV 403584 364533 5.26% 1.605%
7.359 538 540 543 rVB 778363 739063 10.67% 3.253%

=
QO ~NO®

11 7.862 582 584 587 rBV 366804 507629 7.33% 2.235%
12 8.753 659 662 664 rBvY 560131 510542 7.37% 2.247%
13 10.102 777 780 782 rBV 1142519 1114780 16.10% 4._.907%
14 10.925 850 852 854 rBvV 597275 561961 8.11% 2.474%
15 11.896 935 937 940 rBV2 504529 681297 9.84% 2.999%

16 12.765 1010 1013 1015 rBV 622242 585087 8.45% 2.575%
17 14.754 1185 1187 1190 rBV 983522 1180872 17.05% 5.198%
18 15.943 1288 1291 1297 rBV 59466 119907 1.73% 0.528%
19 16.045 1297 1300 1303 rVVv 568953 566880 8.18% 2.495%
20 17.097 1389 1392 1399 rBV 126283 214299 3.09% 0.943%

21 17.771 1448 1451 1454 rBV 474027 544747 7.87% 2.398%

Sum of corrected areas: 22717710
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF051515\

BF079286.D

15 May 2015 23:01

TP/1Z

G2269-03

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079286.D

Aca On : 15 May 2015 23:01

Operator : TP/1Z

Sample : 62269-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknownl.34 Concentration Rank 2

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

1.34 239.22 ng 4360240 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 13 (1.335 min): BF079286.D (-10) (-) m/z 73.10 100.00%
7B
5000 43
89
. - 1.30 1.40 1.50 1.60 1.70
O e e e e m/z 43.10 48.21%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.30 1.40 1.50 1.60 1.70
a1 89 m/z 89.10 31.55%
UnmanRans I'?§M“"'??M"”'“I '“??l' "'ll T ""M T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
UABUNUAR IURUAE AL AL AR
1.30 1.40 1.50 1.60 1.70
5000 m/z 41.10 9.52%
45
29
o 39 S g7 101
LRI IR S UL SR SURLELL AR SUR L IURL S S
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #719: N-Ethylformamide
30 73 1.30 1.40 1.50 1.60 1.70
m/z 45.10 7.62%
5000
58
44
o Pl 88yl 51 L A -
m/z--> 10 20 30 40 50 60 70 8 90 100 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079286.D

Aca On : 15 May 2015 23:01

Operator : TP/1Z

Sample : 62269-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 3 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

1.63 11.33 ng 206423 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 56
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 43
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 39 (1.633 min): BF079286.D (-37) (-) m/z 73.10 100.00%
73
5000
43
55 87 e
140 1.60 1.80 2.00
Ol e e e || M7z 43.10 34.89%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 T |(\' SRR R S
43 O 1.40 1.60 1.80 2.00
- 87 m/z 55.05 24 .53%
. 13 |40 | 6167 101
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
73
'AI"”I"”I"”I'”
140 1.60 1.80 2.00
5000 m/z 87.05 24 .38%
43
o 2 15 29 36 53 59 66 88
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- A R D
73 140 1.60 1.80 2.00
m/z 41.10 11.02%
5000 43
58
0"w"“l'“'l“”Jﬁ"w**“l'“'l“"w*'w"“l'“'l“"l UL I L L
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079286.D

Aca On : 15 May 2015 23:01

Operator : TP/1Z

Sample : 62269-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8

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

4.95 4.33 ng 79004 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 5-Oxohexanenitrile 111 C6HONO 010412-98-3 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 329 (4.947 min): BF079286.D (-327) (-) m/z 43.10 100.00%
a3
59
5000
101
2 | 83 | 4.60 4.80 5.00 5.20
oS O RSOV USSP S M m/z 59.10 53.57%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A AN AN SR
59 460 480 500 520
m/z 101.10 16.90%
o 25 3t 37 | 83 g3 %
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance
59
460 480 500 520
5000 41 m/z 58.00 15.56%
31
69 87
15 53 98
e L S S S S UL UL UL SULILL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3174: 4-Penten-2-one, 4-methyl- R A |
43 4.60 4.80 5.00 5.20
m/z 41.10 9.00%
5000
29 | 55 83 98
O S S U UL SIS UL UL SIS UL S W S L R R I
m/z--> 10 20 30 40 50 60 70 8 90 100 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079286.D

Aca On : 15 May 2015 23:01

Operator : TP/1Z

Sample : 62269-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.89 Concentration Rank 4

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

6.89 48_.55 ng 884947 1,4-Dichlorobenzene-d4 7.18
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 499 (6.890 min): BF079286.D (-496) (-) m/z 132.00 100.00%
5000
68
0 st || e ® | "ok ok 7ho 750
54 : : : :
Ol :|-.|.7.7, &7 | Weus N m/z 134.00 33.42Y%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR R A L
6.60 6.80 7.00 7.20
2 51 78 m/z 68.10 32.72%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
N AR LR R LA
6.60 6.80 7.00 7.20
5000 67 m/z 66.10 20.84%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R mE L EEmaA R
57 132 6.60 6.80 7.00 7.20
24 m/z 69.10 12.98%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S W | O
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079286.D

Aca On : 15 May 2015 23:01

Operator : TP/1Z

Sample : 62269-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 8 Trichloroacetic acid, penta... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.94 4.23 ng 119907 Chrysene-di12 16.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
Abundance Scan 1291 (15.943 min): BF079286.D (-1288) (-) m/z 57.10 100.00%
57 g3
5000
111
3 | 207 15.60 15.80 16.00 16.20
obr—— | I E——— m/z 43.10 92.49%
m/z--> 50 100 150 200 250 300 350
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43
83
5000 R LR UL R
111 15.60 15.80 16.00 16.20
m/z 55.10 88.78%

ol 2syleg J ) | |19 1820 o
m/z--> 50 100 150 200 250 300 350
Abundance
43
69

97 15. 60 15. 80 16 00 16.20
5000 m/z 83.10 82.12%
125
153 196 224
O i B e e B e e LA B e o e o e
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol
43 15.60 15.80 16.00 16.20

m/z 69.10 78 .43%

5000 83
18 111
0 ‘ Ll les ' b | \139 168 196 224 252 278 308 336 364
Al 10, | ; B e e S

m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079286.D

Aca On : 15 May 2015 23:01

Operator : TP/1Z

Sample : 62269-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 9 9-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.10 7.87 ng 214299 Perylene-d12 17.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 64
2 Dodecanamide 199 C12H25NO 001120-16-7 53
3 d-Glucosamine 179 C6H13NO5 000090-77-7 43
4 Octadecanamide 283 C18H37NO 000124-26-5 43
5 1,1,2-Trimethyl-1-silacyclobutane 114 C6H14Si 030681-90-4 25
Abundance Scan 1392 (17.097 min): BF079286.D (-1389) (-) m/z 59.10 100.00%
5000 M
83 S A N
8 114
136 154 16.80 17.00 17.20 17.40
0 13r207 2% "m/z 72.10 69.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106877: 9-Octadecenamide, (2)-
59
5000 L A AR IR B
16.80 17.00 17.20 17.40
126 m/z 55.10 64.27%
H 83 98 154 264 281
Ot b 15160180100 220288 26477
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
16.80 17.00 17.20 17.40
5000 m/z 41.10 38.87%
43
o & 86 114159 156 184199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #42013: d-Glucosamine B LB S E R S
5 16.80 17.00 17.20 17.40
m/z 69.05 37.29%
5000
30
o y 4 100415130 148163178
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051515\
Data File : BF079286.D

Acq On : 15 May 2015 23:01

Operator : TP/1Z

Sample - G2269-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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]
unknownl .34 1.34 239.2 ng 4360240 1 7.18 364533 20.0
Butane, 2-methoxy... 1.63 11.3 ng 206423 1 7.18 364533 20.0
2-Pentanone, 4-hy... 4.95 4.3 ng 79004 1 7.18 364533 20.0
unknown6 .89 6.89 48.5 ng 884947 1 7.18 364533 20.0
Trichloroacetic a... 15.94 4.2 ng 119907 5 16.05 566880 20.0
9-Octadecenamide, ... 17.10 7.9 ng 214299 6 17.77 544747 20.0
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