LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085681.D

Acq On : 23 Mar 2016 1:48

Operator : UM/SJ

Sample : H1864-05

Misc :

ALS Vial : 19 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-BF031816.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 5.007 236 238 245 rBvY 110774 133300 3.03% 0.465%
2 5.430 272 275 277 rBV 1263847 1589541 36.12% 5.542%
3 6.459 363 365 375 rVvB 1187064 1035850 23.54% 3.612%
4 6.596 375 377 380 rBV 2657699 2665893 60.59% 9.295%
5 6.824 395 397 400 rBV 565907 747704 16.99% 2.607%
6 6.984 408 411 414 rBV 2490789 2622193 59.59% 9.142%
7 7.396 444 447 450 rBV 1984666 2214306 50.32% 7.720%
8 8.116 508 510 512 rBvV 1228827 1062422 24.15% 3.704%
9 9.190 601 604 607 rBV 3114342 4400132 100.00% 15.341%
10 9.865 661 663 666 rvB 1128085 1183427 26.90% 4.126%
11 10.265 694 698 703 rBV5 14194 46203 1.05% 0.161%
12 10.665 729 733 735 rBV2 2141778 2969031 67.48% 10.352%
13 11.202 778 780 783 rBvV2 18243 44887 1.02% 0.157%
14 11.351 790 793 795 rBV 1461658 1273122 28.93% 4.439%%
15 11.876 838 839 841 rBvV 71695 91025 2.07% 0.317%

16 12.665 906 908 911 rBV 143223 174969 3.98% 0.610%
17 12.939 929 932 934 rBV 3943878 4107902 93.36% 14.322%
18 13.979 1021 1023 1026 rBV 1030954 992472 22.56% 3.460%
19 15.397 1144 1147 1150 rBV 530172 645360 14.67% 2.250%
20 15.717 1168 1175 1179 rBV2 64602 297354 6.76% 1.037%

21 15.808 1179 1183 1197 rVB 84066 384644 8.74% 1.341%

Sum of corrected areas: 28681737
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085681.D

Acqg On : 23 Mar 2016 1:48

Operator : UM/SJ

Sample - H1864-05

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085681.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085681.D

Acq On = 23 Mar 2016 1:48

Operator : UM/SJ

Sample - H1864-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 5

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

5.01 3.57 ng 133300 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 9

Abundance Scan 238 (5.007 min): BF085681.D (-236) (-) m/z 43.05 100.00%
a3
59
5000
i PPN
83 : : : : :
o...,....,....,....I,'::..?.l.~:.|,....,....,.-...,....-,....,....,....,....,...., m/z 59.10 57.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S SRR R R
59 460 4.80 5.00 5.20 5.40
m/z 101.10 22 .47%
15 31 101
0 ‘ 1 . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520 540
5000 M m/z 58.10 16.66%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3993: Morpholine, 4—methy|— LINLENL L L L L L L L
43 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.52%
5000
101
15
A N |
0'”I”'W”Jd'”W'L'PJ'P”'P”'PgﬁP'”ﬁ””I”'W'”W'”W'“'I N VSRR R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085681.D

Acq On = 23 Mar 2016 1:48

Operator : UM/SJ

Sample - H1864-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 unknown6.60 Concentration Rank 1

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

6.60 71.31 ng 2665890 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 377 (6.596 min): BF085681.D (-375) (-) m/z 132.10 100.00%
132
5000 68
6 Trrryprrrrrrrrr[rrrrrp[rr
40 ,_ 54 | 75 104 6.20 6.40 6.60 6.80 7.00
0 ..,....,....,....,".'..?,:.'..??...' it o b el || M/Z 68.10 40 19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IS LS IR UL
620 640 6.60 6.80 7.00
2 78 m/z 134.10 32.65%
38 ‘
O T P T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 25.75%
104
oL 14 27 37 4451 58 % 77 g g7 | us
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13680: 4-Chloro-2-fluoro-pyrimidine R
132 6.20 6.40 6.60 6.80 7.00
o7 m/z 96.10 16.40%
5000 0
31 52
. “O% | e | 05 U6 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085681.D

Acq On = 23 Mar 2016 1:48

Operator : UM/SJ

Sample - H1864-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Pentadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.67 3.53 ng 174969 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 n-Decanoic acid 172 C10H2002 000334-48-5 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Undecanoic acid 186 C11H2202 000112-37-8 45
5 Nonanoic acid 158 C9H1802 000112-05-0 30

Abundance Scan 908 (12.665 min): BF085681.D (-906) (-) m/z 73.10 100.00%

5000

:

12.40 12.60 12.80 13.00
m/z 43.10 94.06%

143157171

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid

SN
w
&)
~
%)

5000 T T T T
12.40 12.60 12.80 13.00

29

m/z 60.05 81.36%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
M T e e
12.40 12.60 12.80 13.00
5000 m/z 57.10 78.22%

129

87
101115 143 172

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #75072: Tetradecanoic acid L B B2 A e N

73 12.40 12.60 12.80 13.00
43 m/z 55.10 71.43%

5000
29
0 15

- IIIIIIIIIIIIIIIIIIIIIII

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085681.D

Acq On = 23 Mar 2016 1:48

Operator : UM/SJ

Sample - H1864-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816.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 unknownl5.72 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.72 9.22 ng 297354 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trinonanoin 512 C30H5606 000126-53-4 37
2 1,2-Pentadiene, 4-(tert-butyldim... 198 C11H220Si 1000156-17-3 27
3 Xylitol, 1-O-nonanoyl- 292 C14H2806 1000155-78-2 25
4 2-Fluorobenzoic acid. heptadecyl... 378 C24H39F02 1000282-96-6 25
5 Diethyl 1,2-cyclopropanedicarbox... 186 C9H1404 020561-09-5 16
Abundance Scan 1175 (15.717 min): BF085681.D (-1168) (-) m/z 141.10 100.00%
141
5000
399 e T e S
J li4112 212250 o 355 453 539 15.40 15.60 15.80 16.00
bbb fyTd 1A 3O P 1 m/z 57.10  53.23%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #169386: Trinonanoin
141
5000 57 R BRI BN UL SN
1540 15.60 15.80 16.00
‘84 015 3% m/z 71.10  46.95%
29 256
I O < N N
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
141
15.40 15.60 15.80 16.00 |
5000 - m/z 43.10 22.12%
o 41 111 183 _uvauALvA,ﬂ//AJf\k\\xv\NF\A
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #112975: Xylitol, 1-O-nonanoy!- S T B A BB et A
141 15.40 15.60 15.80 16.00
m/z 399.40 21.01%
5000 57
29 103 201231
mz-> 0 50 100 150 200 250 300 350 400 450 500 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085681.D

Acq On = 23 Mar 2016 1:48

Operator : UM/SJ

Sample - H1864-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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 Thiazole, 2,5-diethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.81 11.92 ng 384644 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiazole, 2,5-diethyl- 141 C7H11NS 015729-76-7 50
2 Thiazole, 2,4-diethyl- 141 C7H11NS 032272-49-4 50
3 Thiazole, 2-ethyl-4,5-dimethyl- 141 C7H11NS 000873-64-3 40
4 Trinonanoin 512 C30H5606 000126-53-4 40
5 Methyl 8-oxo-cis-2-nonenoate 184 C10H1603 028297-04-3 35

Abundance Scan 1183 (15.808 min): BF085681.D (-1179) (-) m/z 141.10 100.00%

141
71
5000
43

399 N A—— S SR
177 212 259 313 355 440 15.40 15.60 15.80 16.00 16 20

(o} m/z 71.10 51.99%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18246: Thiazole, 2,5-diethyl-
141
ﬁA\

5000 L e B B
71 15.40 15.60 15.80 16.00 16.20

m/z 57.10 51.45%

N
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance

141

o

86 15.40 15.60 15.80 16.00 16.20
5000 m/z 43.10 23.70%
45
114
ol b e

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18258: Thiazole, 2-ethyl-4,5-dimethy!- T
141 15. 40 15. 60 15. 80 16. 00 16 20

m/z 399.40 19.14%

5000 86 //”vﬁ\\\
0 \I‘ ‘ 114‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 15. 40 15 60 15. 80 16. 00 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032216\
Data File : BF085681.D

Acq On : 23 Mar 2016 1:48

Operator : UM/SJ

Sample : H1864-05

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031816_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... 5.01 3.6 ng 133300 1 6.84 747704 20.0
unknown6 .60 6.60 71.3 ng 2665890 1 6.84 747704 20.0
Pentadecanoic acid 12.67 3.5 ng 174969 5 13.98 992472 20.0
unknownl15.72 15.72 9.2 ng 297354 6 15.40 645360 20.0
Thiazole, 2,5-die... 15.81 11.9 ng 384644 6 15.40 645360 20.0
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