LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100715\

Data File : BF082117.D

Acq On : 7 Oct 2015 21:35 Instrument :
Operator : UM/IZ BNA_F

Sample - 63924-01 ClientSampleld :
Misc - MGP213BR-50-51
ALS Vial : 21 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-BF092815_.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 5.051 252 255 267 rVB 695472 1059994 35.60% 4.810%
2 5.463 289 291 294 rBV 1406299 2064402 69.34% 9.367%
3 6.503 379 382 385 rBvV 1712474 1911997 64.22% 8.676%
4 6.640 391 394 396 rBV 2300246 2215334 74.41% 10.052%
5 6.869 412 414 426 rVB 352881 433762 14.57% 1.968%

7.029 426 428 430 rBV 1802106 1618835 54.37% 7.346%
7.440 461 464 470 rBV 1196616 1270164 42.66% 5.764%
7.520 470 471 478 rVB 20768 47871 1.61% 0.217%
642339 714983 24.01% 3.244%
9.235 619 621 624 rBV 2174881 2129206 71.52% 9.662%
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11 9.635 653 656 658 rBvV 457963 418043 14.04% 1.897%
12 9.920 678 681 683 rBv 492051 690181 23.18% 3.132%
13 10.709 747 750 752 rBV 1618423 1713959 57.57% 7.777%
14 10.812 758 759 764 rVB 48393 62401 2.10% 0.283%
15 11.258 797 798 804 rBV2 28947 48399 1.63% 0.220%

16 11.406 809 811 813 rBV 605984 689723 23.17% 3.130%
17 11.932 854 857 859 rBvV 104066 110681 3.72% 0.502%
18 12.709 923 925 930 rBV2 19589 30572 1.03% 0.139%
19 12.995 947 950 952 rBV 2822108 2977251 100.00% 13.510%
20 13.887 1025 1028 1037 rBV 99338 205719 6.91% 0.933%

21 14.047 1039 1042 1053 rVB 610988 786742 26.43% 3.570%
22 14.790 1105 1107 1112 rBVZ2 69556 106041 3.56% 0.481%

23 14.881 1112 1115 1117 rVB 50182 55120 1.85% 0.250%
24 15.487 1165 1168 1182 rBV 456155 676665 22.73% 3.070%

Sum of corrected areas: 22038045
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF100715\

BF082117.D

7 Oct 2015 21:35

umsiz

G3924-01

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

MGP213BR-50-51
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF100715\

Data File : BF082117.D

Acq On : 7 Oct 2015 21:35

Operator : UM/I1Z

ﬁ?ggle i 63924-01 MGP213BR-50-51
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 48_.87 ng 1059990 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 255 (5.051 min): BF082117.D (-252) (-) m/z 43.05 100.00%

43
59
5000
101

4.80 500 520 540

83
o...,....,....,...37.-,'....,??:.,...‘??....,....,...:,|....,. m/z 59.10 62.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LN L L LB LB ) BB
480 5.00 5.20 5.40
59 m/z 101.10 19.95%
101
0 21 37| 53 ‘ 67 77 83 o1 |
T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
R IR s
57 4.80 5.00 520 5.40
5000 m/z 58.10 16.41%

29 101
o 15 37 51 73 83 95
L BN s e e e A EEE R e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59

480 5.00 5.20 5.40
m/z 41.10 9.14%

5000

53, 73 86 \ R

N €N . 71 RN < N - AN N UMY A SN

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\BF100715\

Data File : BF082117.D

Acq On : 7 Oct 2015 21:35

Operator : UM/I1Z

ﬁ?ggle i 63924-01 MGP213BR-50-51
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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 2 unknown6.64 Concentration Rank 1

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

6.64 102.15 ng 2215330 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
3 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 394 (6.640 min): BF082117.D (-391) (-) m/z 132.10 100.00%
132
5000 68
6 rrTTTTTTTT TR T T T T T T
40 54 | 75 104 6.40 6.60 6.80 7.00
0 .,....,....-:'!.‘.‘.7,:.'..,.1:.-.|,..':.,..f.‘?,....,.':..,.1.1?.,...., | N m/z 68.10 39.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS S N
6.40 6.60 6.80 7.00
78 m/z 134.00 33.40%
31 35 ?1
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
117 640 6.60 680 7.00
5000 m/z 66.10 26.42%
39 91
51 65
A AN BN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14019: 1-Methylpyrrolo[1,2-a]pyrazine N EREEEmsmss e
132 6.40 6.60 6.80 7.00
m/z 69.10 16.05%
5000
104
0 B S h ® w 17
m/z--> 20 30 40 50 60 70 80 9'0 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF100715\

Data File : BF082117.D

Acq On : 7 Oct 2015 21:35

Operator : UM/I1Z

ﬁ?ggle i 63924-01 MGP213BR-50-51
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.93 3.21 ng 110681 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Ethanol, 2-(hexadecyloxy)- 286 C18H3802 002136-71-2 14
5 Dodecane 170 C12H26 000112-40-3 11
Abundance Scan 857 (11.932 min): BF082117.D (-854) (-) m/z 73.00 100.00%
43 60 7B
5000 129
213 A
143157171185199 227 256 11.60 11.80 1250 12.20
0 m/z 43.10 87.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65566: Tridecanoic acid
60 73
43
5000 L DL BRI UGN B
129 11.60 11.80 12.00 12.20
29 ‘ 7 115 171 214 m/z 60.10 86.47%
185
oL 15 ,\,\,,I\,”w,‘\ | ,jfnf’?ml ‘I‘”I\JI'?%I”‘HII\II:'-IQ8” |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11'60 11.80 12,00 12.20
5000 - 129 m/z 57.10 78.05%
87 242
143 199
115 185
101 157171 213
O B A e e e e S
m/z--> ﬁo 45 éo 86 160 150 150 160 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid R B B EE R ——
60 78 11.60 11.80 12.00 12.20
43 m/z 55.10 68.30%
5000 129
- 185 228
01115 | 143,171
0 |||||||||||T|} H‘ MI\ |‘||:|I-|57|||| |‘||1|99||2:|L|3||‘||||||||| T R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF100715\

Data File : BF082117.D

Acq On : 7 Oct 2015 21:35

Operator : UM/I1Z

ﬁ?ggle i 63924-01 MGP213BR-50-51
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_.M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.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 5 Trichloroacetic acid, hexad... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.89 5.23 ng 205719 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91
2 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 91
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 90

4 1-Docosene 308 C22H44 001599-67-3 90
5 17-Pentatriacontene 491 C35H70 006971-40-0 87
Abundance Scan 1028 (13.887 min): BF082117.D (-1025) (-) m/z 57.10 100.00%
57
83
43 69 97
5000
 EEERA N T
13.60 13.80 14.00 14.20
0 m/z 55.05 79.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43 57
69 83
5000 LA L L L L L LB
111 13.60 13.80 14.00 14.20
m/z 83.10 74 .37%
mew\ duw@mwmm 224
A RRamaEEEEa e R B RS EAREE RS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
13.60 13.80 14.00 14.20
5000 69 m/z 43.10 72.39%
83
29 97
111
o 125139 154167181195 224 252
T T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #148859: Trichloroacetic acid, pentadecy! ester e BRI e
43 57 13.60 13.80 14.00 14.20
69 83 m/z 97.10 70.32%
97
5000
111
125
ST E R —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF100715\

Data File : BF082117.D

Acq On : 7 Oct 2015 21:35

Operator : UM/I1Z

ﬁ?ggle i 63924-01 MGP213BR-50-51
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_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 Dodecanamide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.79 3.13 ng 106041 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanamide 199 C12H25NO 001120-16-7 53
2 Hexadecanamide 255 C16H33NO 000629-54-9 50
3 d-Glucosamine 179 C6H13NO5 000090-77-7 42
4 9-Octadecenamide, (2)- 281 C18H35NO 000301-02-0 38
5 2-Furanmethanol, 5-ethenyltetrah... 170 C10H1802 005989-33-3 37
Abundance Scan 1107 (14.790 min): BF082117.D (-1105) (-) m/z 59.10 100.00%
5000 A\\
7 11126 149 14.40 14.60 14.80 15.00 15.20
0 m/z 72.10 63.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #55487: Dodecanamide
59
5000 L SRR BN DR B
72 14. 40 14. 60 14. 80 15. oo 15. 20
28 43 m/z 55.10 48.44%
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 250 2éo
Abundance
59
14.40 14.60 14.80 15.00 15.20
5000 7 m/z 41.10 32.74%
43
o 29 86100114128142156170184198212226240255
m/z--> ﬁo 45 eb éo 160 120 140 160 180 200 220 240 260
Abundance #42013: d-Glucosamine A B AR
59 72 14.40 14.60 14.80 15.00 15.20
m/z 43.10 30.82%
5000
30
43
o ! |, 85 100115130 148161 177
m/z--> 20 40 60 8|O 1(')0 150 140 1('30 1éo 200 220 24'10 2('30 14. 40 14. 60 14. 80 15. oo 15. 20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF100715\
BF082117.D

7

Oct 2015 21:35

umziz
G3924-01

21

Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

2-Pentanone, 4-hy...

unknown6 .64

Tridecanoic acid

Trichloroacetic a...

Dodecanamide

8270-BF092815.M Thu Oct 08 13:03:28 2015

RT EstConc

5.05 48.9 ng
6.64 102.2 ng
11.93 3.2 ng
13.89 5.2 ng
14.79 3.1 ng

Units Response

1059990
2215330
110681
205719
106041

|--Internal Standard---|

| # RT Resp Conc]
1 6.87 433762 20.0
1 6.87 433762 20.0
4 11.41 689723 20.0
5 14.05 786742 20.0
6 15.49 676665 20.0

MGP213BR-50-51
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