LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051116\

Data File : BF086901.D

Acq On : 11 May 2016 21:35 Instrument :
Operator : UM/SJ BNA_F

Sample - H2894-02 ClientSampleld :
Misc : TP21-5-7FT

ALS Vial : 12 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-BF050916_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 1.632 3 4 13 rVB 1143795 1842668 19.26% 3.457%
2 1.747 13 14 43 rVB 4762343 9568490 100.00% 17.951%
3 4.776 277 279 286 rBvY 337213 620122 6.48% 1.163%
4 5.221 316 318 321 rBV 3211049 3947027 41.25% 7 .405%
5 6.296 409 412 414 rBV 4193551 4778669 49.94% 8.965%

6.399 419 421 424 rBV 3459523 4174135 43.62% 7.831%
6.627 439 441 448 rVB 1058001 1041228 10.88% 1.953%
6.787 452 455 457 rBV 3484563 3457276 36.13% 6.486%
2259717 2923350 30.55% 5.484%
7.919 551 554 556 rBV 1378346 1338798 13.99% 2.512%
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11 8.993 645 648 651 rBV 3324066 4657194 48.67% 8.737%
12 9.393 682 683 686 rBvV 344185 389354 4_.07% 0.730%
13 9.668 704 707 709 rBV 1584314 1532539 16.02% 2.875%
14 10.113 743 746 747 rBV 151519 150565 1.57% 0.282%
15 10.330 761 765 768 rBV 57924 96434 1.01% 0.181%

16 10.456 773 776 778 rBV 3218748 3239497 33.86% 6.077%
17 10.582 785 787 794 rVB 223722 270068 2.82% 0.507%
18 11.028 824 826 827 rBV 122639 104422 1.09% 0.196%
19 11.142 834 836 839 rBvV 1700009 1474099 15.41% 2.765%
20 11.691 882 884 894 rBV 205384 339384 3.55% 0.637%

21 12.731 972 975 977 rBV 4439108 4444884 46.45% 8.339%
22 13.645 1052 1055 1063 rBV 122424 391750 4_.09% 0.735%
23 13.771 1063 1066 1068 rBV 1244514 1320103 13.80% 2.477%
24 14.525 1130 1132 1137 rBV2 116291 213331 2.23% 0.400%
25 15.131 1182 1185 1187 rBV 826007 988645 10.33% 1.855%

Sum of corrected areas: 53304032
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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:\HPCHEM1I\BNA_F\DATA\BF051116\

BF086901.D

11 May 2016 21:35

UM/SsJ

H2894-02

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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\BF051116\
Data File : BF086901.D

Acq On : 11 May 2016 21:35

Operator : UM/SJ

Sample - H2894-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.78 11.91 ng 620122 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
3 Butane 58 C4H10 000106-97-8 9
4 Diacetamide 101 C4H7NO2 000625-77-4 9
5 Acetic acid, 2-propenyl ester 100 C5H802 000591-87-7 9

Abundance Scan 279 (4.776 min): BF086901.D (-277) (-) m/z 43.10 100.00%
43
5000 59 \\—‘
101 0 ko b0 5bo 550
O Bl 8 L Tm/z 59.10  44.65%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43

440 4.60 4.80 5.00 5.20
m/z 58.10 13.12%

25 3% 37 83 93 1?1
0...,....,....,....,....,....,....,....,....,....,....,....,.
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance
43

_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_
4.40 4.60 4.80 5.00 5.20

5000 m/z 101.10  11.35%
58
L 27 37 72 100
O R e T e e
mz--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #224: Butane R A REARE R
a3 440 460 4.80 5.00 5.20
m/z 41.05 9.02%
5000 29
58
1 L sl s |
0 ”.,”..,”..“...P..w..”,..”,.”.,”..,”..“...“..w.
mz--> 0 10 20 30 40 50 60 70 80 90 100 440 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086901.D

Acq On : 11 May 2016 21:35

Operator : UM/SJ

Sample - H2894-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916.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 4 unknown6.40 Concentration Rank 2

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

6.40 80.18 ng 4174140 1,4-Dichlorobenzene-d4 6.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 22

Abundance Scan 421 (6.399 min): BF086901.D (-419) (-) m/z 132.10 100.00%
132
68
5000
54 ¥ 6.00 620 640 6.60 6.80
7 . . . .
ol Je lsus o n77 68.10  53.86%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 RS RS AREE ULLEE L
6.00 6.20 6.40 6.60 6.80
2 51 78 m/z 66.10 37.65%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.20 6.40 6.60 6.80
5000 97 m/z 134.10 32.52%
70
31
0 44 00 86 106 116
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R A Emama
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.10 22.81%
5000 og 0
o -‘-“‘. 89 | gor M 18189
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086901.D

Acq On : 11 May 2016 21:35

Operator : UM/SJ

Sample - H2894-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 Eicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.58 3.66 ng 270068 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 787 (10.582 min): BF086901.D (-785) (-) m/z 57.10 100.00%
4357
5000
85

10.20 10.40 10.60 10.80 11.00

113 141 169

N .— m/z 43.10 78.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107652: Eicosane
43 57
5000 LA L I L L B L L L BL
85 10 20 10. 40 10. 60 10 80 11. OO
m/z 71.10 49.77%
A . -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43 %7
T T
10.20 10.40 10.60 10.80 11.00
5000 m/z 41.10 35.55%
85
o 27 113 141 169183 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115575: Eicosane, 10-methyl- A o I
43 57 10.20 10.40 10.60 10.80 11.00
m/z 85.10 32.05%
5000 85
113 154
0 ‘ Loy TP 1397788183 211 239 266281295
RN B o S R e e A RAREARAREE RS T R B EE R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.20 10. 40 10.60 10 80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086901.D

Acq On : 11 May 2016 21:35

Operator : UM/SJ

Sample - H2894-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.69 4.60 ng 339384 Phenanthrene-d10 11.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Undecanoic acid 186 C11H2202 000112-37-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 884 (11.691 min): BF086901.D (-882) (-) m/z 43.05 100.00%
48
60
5000
129 11,40 11.60 11.80 12.00
143157171185 199213 - : : :
ol 1997 227 26 m/z 41.05 77.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 o
5000 R U I SN B
nmnmnmnm
m/z 60.00 74.61%
. HmHmmmmmmmmmmmw%
m/z--> 25 Jo 60 80 100 120 150 160 180 200 220 240 260
Abundance
43 60 73
29 11.40 11.60 11.80 12.00
5000 m/z 57.05 68.88%
129 242
. i 101115 | 143157171185 199213226
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #46615: Undecanoic acid T
60 7 11.40 11.60 11.80 12.00
m/z 73.00 67.66%
5000 43
29 129 43
101115 186
o --1?.-‘-‘--‘.‘-‘--‘- | \ Ll H \”,1;‘37,17,1, T N AU
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086901.D

Acq On : 11 May 2016 21:35

Operator : UM/SJ

Sample - H2894-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 8 1-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.65 5.94 ng 391750 Chrysene-di12 13.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 90
4 17-Pentatriacontene 491 C35H70 006971-40-0 87
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 83
Abundance Scan 1055 (13.645 min): BF086901.D (-1052) (-) m/z 43.10 100.00%
48
5000
139 13.40 13.60 13.80 14.00
I 207 m/z 57.10 91.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
o1 »JNMNMJWJ
5000 R BN BN SURLN SUMS
29 13.40 13.60 13.80 14.00
15 m/z 55.10 85.18%
NECEN 153168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
69 R BN BN SURLN SUMS
97 13.40 13.60 13.80 14.00
5000 m/z 41.10 61.07%
27 125

o 153168 196 224

mmmmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #148859: Trichloroacetic acid, pentadecy! ester T
13.40 13.60 13.80 14.00

m/z 83.05 59.90%

-

5000

5

139154 182 210
A e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086901.D

Acq On : 11 May 2016 21:35

Operator : UM/SJ

Sample - H2894-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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 9 Benzeneethanamine, 2-fluoro... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .53 4.32 ng 213331 Perylene-d12 15.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 59
2 7-Nonenamide 155 C9H17NO 090949-53-4 53
3 Dodecanamide 199 C12H25NO 001120-16-7 53
4 d-Glucosamine 179 C6H13NO5 000090-77-7 50
5 Tetradecanamide 227 C14H29NO 000638-58-4 45
Abundance Scan 1132 (14.525 min): BF086901.D (-1130) (-) m/z 59.00 100.00%
59
72
5000 41
97 114126 147 14.20 14.40 14.60 14.80
0! m/z 55.10 62.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75549: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-...
59
5000 2 R SR SRR B SRR
14.20 14.40 14.60 14.80
m/z 72.10 60.37%
o . 91 111124 141 155 170182 196 212 229
m/z--> ﬁo Jo 65 85 160 150 140 160 180 200 250 '
Abundance
59
14.20 14.40 14.60 14.80
5000 72 m/z 41.10 45 _.27%
44
. 29 86 98 112 126138 120
miz-> 20 40 60 80 100 120 140 160 180 200 220 |
Abundance #55487: Dodecanamide B BBEmma B B
59 14.20 14.40 14.60 14.80
m/z 43.10 42 .93%
- ’\A/\Aj\,\/\_/\ﬂ,
72
28 43
oL 15 | H\ I 86 100 114128 147 156 170 199
m/z--> ﬁo ' eb 85 160 120 140 160 1éo 260 250 ' 1450 1440 1460 1480 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051116\
Data File : BF086901.D

Acq On : 11 May 2016 21:35

Operator : UM/SJ

Sample - H2894-02

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .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]
2-Pentanone, 4-hy... 4.78 11.9 ng 620122 1 6.63 1041230 20.0
unknown6 .40 6.40 80.2 ng 4174140 1 6.63 1041230 20.0
Eicosane 10.58 3.7 ng 270068 4 11.14 1474100 20.0
n-Hexadecanoic acid 11.69 4.6 ng 339384 4 11.14 1474100 20.0
1-Docosene 13.65 5.9 ng 391750 5 13.77 1320100 20.0
Benzeneethanamine... 14.53 4.3 ng 213331 6 15.13 988645 20.0
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