LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF082515\

Data File : BF081205.D

Acq On : 25 Aug 2015 18:32 Instrument :

Operator : UM/I1Z E?Afs el
- _ lentosampleld :

3?22'6 : 63407-05 P003-BF002-01

ALS Vial : 9 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-BF081715_.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 3.876 171 174 179 rVB 25715 49465 2.39% 0.260%
2 4.641 237 241 253 rVB 830862 1409612 68.20% 7.403%
3 5.099 278 281 283 rBV 1825893 1898030 91.83% 9.968%
4 5.521 315 318 320 rBvY 32896 32759 1.58% 0.172%
5 6.184 372 376 378 rBV 1446355 2066904 100.00% 10.855%
6 6.287 383 385 388 rBV 1353562 1871534 90.55% 9.829%
7 6.527 404 406 408 rBV 549812 457301 22.12% 2.402%
8 6.687 417 420 422 rBV 1197146 1417751 68.59% 7.446%
9 7.099 453 456 458 rBV 1341602 1284433 62.14% 6.745%
10 7.807 516 518 521 rBV 525446 542833 26.26% 2.851%

11 8.893 610 613 616 rBVY 2023337 1897395 91.80% 9.965%
12 9.293 646 648 650 rBvV 470030 380539 18.41% 1.998%
13 9.556 669 671 674 rBvY 704161 606235 29.33% 3.184%
14 10.345 737 740 742 rVB 955243 1186976 57.43% 6.234%

15 10.482 750 752 757 rVB 42153 47655 2.31% 0.250%
16 10.928 789 791 792 rBV 42807 33825 1.64% 0.178%
17 11.031 797 800 802 rBV 495708 607245 29.38% 3.189%
18 11.351 826 828 830 rBV 33795 28996 1.40% 0.152%
19 11.591 847 849 853 rBvV 49408 78889 3.82% 0.414%

20 12.608 935 938 941 rBV 1406220 1845857 89.31% 9.694%

21 13.522 1016 1018 1026 rBV2 133388 245811 11.89%% 1.291%
22 13.637 1026 1028 1031 rBV 576633 547136 26.47% 2.873%

23 14.174 1071 1075 1079 rBV2 7770 24042 1.16% 0.126%

24 14.505 1102 1104 1105 rBV 20327 20798 1.01% 0.109%

25 14.962 1142 1144 1147 rBV 297280 431874 20.89% 2.268%

26 15.442 1183 1186 1187 rBV 13231 27456 1.33% 0.144%
Sum of corrected areas: 19041351
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081205.D

Acq On : 25 Aug 2015 18:32

Operator : UM/I1Z

Sample - G3407-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BF081205.D
2000000
5.10
1500000 6.18
6.29 7.10
6.69
1000000
4.64
6.53 7.81
500000
3.88 k 5.52 |
0 o T e e e e L A B e e e e e e LA e e e e e B e I LA Bt e e e e o e
Time-->  2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF081205.D
2000000 8lgo
1500000 12.61
1000000 10.34
9.56
13.64
500000 9.29 11.03
14.¢
13.5
101.\48 10. 11.3511.59 14.17 14.51
o+ttt =
Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF081205.D
2000000
1500000
1000000
500000
15.44
———e T T
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081205.D

Acq On : 25 Aug 2015 18:32

Operator : UM/I1Z

Sample - G3407-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

3.88 2.16 ng 49465 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 90
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 78
4 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 78
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 78

Abundance Scan 174 (3.876 min): BF081205.D (-171) (-) m/z 55.10 100.00%
55 83
5000 43
98 N
5 3.60 3.80 4.00 4.20
W .} W PSS TN W— m/z 83.10 83.81%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55 83
5000 43 U R L
29 98 3.60 3.80 4.00 4.20
m/z 43.05 39.61%
! 3?‘ Ly 49\ ! 62 67 7 ! 89 .
mz-> 10 20 3'0 R A
Abundance
83
55 3.60 3.80 4.00 4.20
5000 43 m/z 39.10 29.94%
98
29
23 37 49 63 89 77 93
mz-> 10 20 30 40 50 60 70 8 90 100
Abundance #3339: 2-Pentene, 3,4-dimethyl-, (2)- L REm R L
55 3.60 3.80 4.00 4.20
83 m/z 98.10 29.19%
5000 41
27 98
69
i '%§' |""N|" UL U SULR |§?"J|' '??I LI I B RS U L R L
m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081205.D

Acq On : 25 Aug 2015 18:32

Operator : UM/I1Z

Sample - G3407-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.64 61.65 ng 1409610 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 17

Abundance Scan 241 (4.641 min): BF081205.D (-237) (-) m/z 43.10 100.00%
a3
59
5000
101 RN SRS SRR
440 4.60 4.80 5.00
e Bl oS3l eo 8 | /7 59.10  58.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43

\

5000 59 LI L L L L LB LB BB
4.40 4.60 4.80 5.00
m/z 101.10 15.89%
2 3 a7, | 83 o3 1%
T T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
A mams
4.40 4.60 4.80 5.00
5000 m/z 58.10 15.34%
a1 101
15 31 53 69 83
B B N B o e e R e o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- S Ema S A RERE ...
59 440 460 480 500

m/z 41.10 8.60%

5000 41
31
‘ 69 &7
15 M‘ Ll 83yl ‘ 98 A

m/z--> 10 20 40 50 60 70 80 90 100 110 4.40 4.60 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081205.D

Acq On : 25 Aug 2015 18:32

Operator : UM/I1Z

Sample - G3407-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 unknown6.29 Concentration Rank 1

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

6.29 81.85 ng 1871530 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 25
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 385 (6.287 min): BF081205.D (-383) (-) m/z 132.10 100.00%
132
68
5000
¥ | 6.00 620 640 6.60
104 : : :
..,....,....,...!,“.'.4Z " Sh. '| PNV -7 A N . S [ N m/z 68.10 55.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97 A
5000 HRBE A IR I U
6.00 6.20 6.40 6.60
a1 70 m/z 66.10 36.79%
4451 60 | 77 g5 | 105 116 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 o | 6.00 620 640 6.60
5000 m/z 134.10 31.45%
3144 51 8
wwmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- e E e AR
132 6.00 6.20 6.40 6.60
m/z 69.10 21.75%
5000

15 28 39 52 B 77 00 104

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081205.D

Acq On : 25 Aug 2015 18:32

Operator : UM/I1Z

Sample - G3407-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 5 Undecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.59 2.60 ng 78889 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Undecanoic acid

2 n-Decanoic acid

3 Tetrapentacontane,
4 4-Pentadecanol

5 Octadecane, 1-(ethenyloxy)-

1,54-dibromo-

186 C11H2202
172 C10H2002
915 C54H108Br2
228 C15H320
296 C20H400

000112-37-8 59
000334-48-5 50
1000156-09-4 14
109212-91-1 14
000930-02-9 11

Abundance Scan 849 (11.591 min): BF081205.D (-847) (-) m/z 73.10 100.00%
7B
5000
129 ﬂv\
 BEm e
“l ‘ 213 11.20 11.40 11.60 11.80 12.00
e m/z 43.05 95.17%
miz--> 0 100 200 300 400 500 600 700 800
Abundance #46615: Undecanoic acid
6
5000 LA L B L B L B L L L L
11,20 1140 11.60 11.80 12.00
129 m/z 60.00 91.71%
dilllL e
wll -
miz--> 0 100 200 300 400 500 600 700 800
Abundance
60
SMBESNINR W S S,
11.20 11.40 11.60 11.80 12.00
5000 m/z 57.10 78.83%
129
d 172
e S e S I B
miz--> 0 100 200 300 400 500 600 700 800
Abundance #174828: Tetrapentacontane, 1,54-dibromo- e LA IS
57 11.20 11.40 11.60 11.80 12.00
m/z 55.10 76.99%
5000
11
J ;155;97239 295337379 443 499541585 670 755 835
— B e e s S e = SIS
miz--> 0 100 200 300 400 500 600 700 800 11,20 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081205.D

Acq On : 25 Aug 2015 18:32

Operator : UM/I1Z

Sample - G3407-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.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 Trichloroacetic acid, penta... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.52 8.99 ng 245811 Chrysene-d12 13.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
3 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
4 1-Nonadecene 266 C19H38 018435-45-5 91
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 83
Abundance Scan 1018 (13.522 min): BF081205.D (-1016) (-) m/z 57.10 100.00%
43 &7
83
97

5000

-

13.20 13.40 13.60 13.80
m/z 55.10 92.86%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43 57

83

i

5000

13.I20 13.I40 13.60 13.80
m/z 43.05 91.52%

12

5
139153167182 210

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
83 A EEARRE RS R
97 13.20 13.40 13.60 13.80
5000 m/z 83.10 67.92%
29 111

125
139153167182196210224 252 280

mwwmwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)- E Ram s e AR AR
55 13.20 13.40 13.60 13.80
m/z 69.10 62.24%

69 83

5000 97

111

12

-

20

5
Al 139153167 182196210224 252 280
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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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:\HPCHEMI1I\BNA_F\DATA\BF082515\

BF081205.D

25 Aug 2015 18:32

umsiz

G3407-05

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081715_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

3-Penten-2-one,

2-Pentanone, 4-hy...

unknown6.29
Undecanoic aci

Trichloroacetic a...

8270-BF081715.M Wed Aug 26 15:32:34 2015

d

4... 3.88 2.2 ng
4.64 61.6 ng
6.29 81.8 ng
11.59 2.6 ng
13.52 9.0 ng

RT EstConc Units Response

49465
1409610
1871530

78889

245811

|--Internal Standard---|
| # RT Resp Conc]

457301 20.0
457301
457301 20.0
607245 20.0
547136 20.0

11.03

1
1
1 6.53
4
5 13.64
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