LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF100516\

Data File : BF090397.D

Aca On : 5 Oct 2016 23:18 Instrument :

Operator : UM/SJ E?Afs el
- _ lentosampleld :

3?22'6 : H5061-19 SUP-B003-25-30

ALS Vial : 17 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-BF100516.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

3.468 97 99 114 rBV 75848 203252 2.64% 0.300%
5.206 248 251 258 rVB 1146992 1669580 21.70% 2.467%
287 289 rBV 6228655 7692326 100.00% 11.365%
6.623 372 375 378 rBV 5939514 6544957 85.08% 9.670%
6.771 385 388 390 rBV 7066244 7407828 96.30% 10.945%

abrwWNPEF
a1
(9}
=
\l
N
o0}
w

7.000 406 408 410 rBV 2136417 1719218 22.35% 2.540%
7.160 419 422 424 rVB 5737333 5102894 66.34% 7.539%
457 460 rBV 3790940 4122382 53.59% 6.091%
7.640 460 464 469 rVB 78958 119641 1.56% 0.177%
8.292 518 521 523 rBV 2517402 2394249 31.13% 3.537%

OO~
\l
o
o
o
D
o
D

11 9.366 612 615 618 rBVY 6141830 6868594 89.29% 10.148%
12 9.766 647 650 652 rBV 2041192 2267590 29.48% 3.350%
13 9.903 660 662 665 rvB 127181 135721 1.76% 0.201%
14 10.052 672 675 677 rVB 3148309 2737918 35.59% 4.045%
15 10.486 709 713 714 rBV 106871 141417 1.84% 0.209%

16 10.840 741 744 746 rBV 4664681 4507719 58.60% 6.660%
17 10.955 752 754 759 rVB 157721 188887 2.46% 0.279%
18 11.412 791 794 795 rBV 74576 105797 1.38% 0.156%
19 11.538 803 805 808 rBV 2509941 2263816 29.43% 3.345%
20 12.063 849 851 860 rBvV 501208 535697 6.96% 0.791%

21 12.669 902 904 909 rvB 61927 81548 1.06% 0.120%
22 12.772 909 913 918 rBv4 39582 112499 1.46% 0.166%
23 12.852 918 920 927 rBV 286013 324484 4.22% 0.479%
24 13.138 942 945 947 rBV 6428057 6940151 90.22% 10.254%
25 14.052 1022 1025 1031 rBV 205359 404374 5.26% 0.597%

26 14.189 1034 1037 1039 rBV 1977287 1810408 23.54% 2.675%
27 15.698 1165 1169 1171 rBV 839938 1279207 16.63% 1.890%

Sum of corrected areas: 67682154
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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:\HPCHEM1I\BNA F\DATA\BF100516\

- BF090397.D

- 5 Oct 2016 23:18

- UM/SJ

- H5061-19

- 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090397.D

Aca On : 5 Oct 2016 23:18

Operator : UM/SJ

Sample : H5061-19

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown3.47 Concentration Rank 7

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

3.47 2.36 ng 203252 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (SY-(+)-1.2-Propanediol 76 C3H802 004254-15-3 43
2 Propvlene Glvcol 76 C3H802 000057-55-6 9
3 Formamide 45 CH3NO 000075-12-7 7
4 L-Lactic acid 90 C3H603 000079-33-4 4
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 4

Abundance Scan 99 (3.468 min): BF090397.D (-97) (-) m/z 45.10 100.00%
45
5000 IM
363942 | 4g51 57 61 84 320 340 3.60 3.80
o,nupuq””“”q””“”qnuﬁgln“““qu“ﬁ“q”“““q”““”q””“” m/z 43.10 17.40%
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #946: (S)-(+)-1,2-Propanediol \/\/\/\’/kA_\—/U
45
5000 RS UL I L
3.20 3.40 3.60 3.80
m/z 61.10 6.00%
0 1519 2731 3042 | 535761 75
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
45
320 340 3.60 380
5000 m/z 44.05 5.02%
29 61
o 1519 26 | 33363942 53 57 7376
T T T I T e T T e o e e e e
m/iz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #91: Formamide R e B
45 320 340 3.60 3.80
m/z 46.10 3.15%
5000 29
0 26|32 3042||
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 320 340 360 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090397.D

Aca On : 5 Oct 2016 23:18

Operator : UM/SJ

Sample : H5061-19

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.21 19.42 ng 1669580 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 251 (5.206 min): BF090397.D (-248) (-) m/z 43.10 100.00%
a3
59
5000
101 R SN R L L
480 5.00 5.20 5.40 5.60
Obr e S0l Sl 60 8 | 7 59.10  54.34%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R SN SR L L
480 5.00 5.20 5.40 5.60
59 m/z 58.10 16.06%
0 21 37 53“‘ o7 778 o ‘O
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 5.40 560
5000 m/z 101.10 14 .83%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- e
59 480 5.00 5.20 5.40 5.60
m/z 41.10 8.64%
5000
a1 101
0 15 ! 3\1 \‘H 53\\\‘\ 69 8\3
m/z--> 10 20 30 40 50 60 70 8 9 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090397.D

Aca On : 5 Oct 2016 23:18

Operator : UM/SJ

Sample : H5061-19

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknown6.77 Concentration Rank 1

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

6.77 86.18 ng 7407830 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 388 (6.771 min): BF090397.D (-385) (-) m/z 132.00 100.00%
132
5000 68
40 % J 6.40 6.0 6.80 7.00 7.20
54 : : : :
0 .':75,‘...],410?.1.1?..~~.,....,....,.... m/z 68.10  48.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LSRN SRR N
6.40 6.60 6.80 7.00 7.20
2 51 m/z 134.00 35.65%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 29.91%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine- proplonyl e e
57 132 6.40 6.60 6.80 7.00 7.20
24 m/z 69.10 18.68%
5000 og 116
) ,....‘,M...M,.uh. IWIIL‘I W .- 189 SN VN | N
m/z--> 20 40 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090397.D

Aca On : 5 Oct 2016 23:18

Operator : UM/SJ

Sample : H5061-19

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.06 4.73 ng 535697 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Undecanoic acid 186 C11H2202 000112-37-8 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 30
Abundance Scan 851 (12.063 min): BF090397.D (-849) (-) m/z 73.10 100.00%
60 78
5000 A\
129
5 115 157171185 1 o0 213 111.80 12.00 12.20 12.40
143 185 . ) ) )
o 1997, 22 2% m/z 43.10 94.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 R N BN U B
nmnmnmnm
m/z 60.10 88.92%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
111.80 12,00 12.20 12,40
5000 129 m/z 57.10 78.97%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #50053: Undecanoic acid S SAEREEE IS S
11.80 12.00 12.20 12.40
m/z 55.10 69.78%
5000
129
143
101115 186
0 e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. oo 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090397.D

Aca On : 5 Oct 2016 23:18

Operator : UM/SJ

Sample : H5061-19

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.85 2.87 ng 324484 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Oxalic acid. isobutyl heptadecvl... 384 C23H4404 1000309-38-2 25
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
Abundance Scan 920 (12.852 min): BF090397.D (-918) (-) m/z 43.10 100.00%
43 57 73
5000
129
| us N 60 12080 1200 1350
14315717177 199 : : : :
o 157 213227 2 | "w/z 73.05  95.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129
12.60 12.80 13.00 13.20
m/z 57.10 84 .86%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 o, 73
12.I60 12.|80 13.'00 13.'20
5000 - 129 m/z 60.10 82.28%
87 9 242

143 19
101115 157171185

213
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R LEERRENEE s o
43 90 12.60 12.80 13.00 13.20
m/z 55.10 72.16%
5000
213
143177171185 o k\a,\_J\,v\NJ
0 e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100516\
Data File : BF090397.D

Aca On : 5 Oct 2016 23:18

Operator : UM/SJ

Sample : H5061-19

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF100516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .05 4_47 ng 404374 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 1025 (14.052 min): BF090397.D (-1022) (-) m/z 57.10 100.00%

5000

-

13.80 14.00 14.20 14.40
m/z 55.10 95.61%

o 139 155 193209 231

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127771: 3-Eicosene, (E)-
41 57

:

5000 LA L L LB L L B B
13.80 14.00 14.20 14.40
m/z 43.10 86.10%
ol.24 139 167 196 224 252 280
i A
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57 83
R e e
13.80 14.00 14.20 14.40
5000 41 11 m/z 83.10 82.50%
139
ol19 167 195 222 250 280 308 336
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
I I I I

Abundance #205392: Trichloroacetic acid, hexadecy! ester T
13.80 14.00 14.20 14.40

m/z 69.10 79 .35%

5000

125

:

153169 196 224
M
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100516\
Data File : BF090397.D

Acq On : 5 Oct 2016 23:18

Operator : UM/SJ

Sample - H5061-19

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF100516.M
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]
unknown3 .47 3.47 2.4 ng 203252 1 7.00 1719220 20.0
2-Pentanone, 4-hy... 5.21 19.4 ng 1669580 1 7.00 1719220 20.0
unknown6 .77 6.77 86.2 ng 7407830 1 7.00 1719220 20.0
n-Hexadecanoic acid 12.06 4.7 ng 535697 4 11.54 2263820 20.0
Octadecanoic acid 12.85 2.9 ng 324484 4 11.54 2263820 20.0
3-Eicosene, (E)- 14.05 4.5 ng 404374 5 14.19 1810410 20.0
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