LSC Area Percent Report

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

Data File : BF081202.D

Acq On : 25 Aug 2015 16:57 Instrument :

Operator : UM/I1Z EﬁAfs el
- _ lentosampleld :

3?22'6 : 63407-06 P003-BF003-01

ALS Vial : 6 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 rBvY 21257 37967 1.50% 0.176%
2 4.641 237 241 251 rVB 905190 1608418 63.69% 7.464%
3 5.099 278 281 284 rBV 1845690 2057913 81.49% 9.551%
4 5.522 315 318 322 rBvV 40573 38833 1.54% 0.180%
5 6.184 373 376 378 rBvV 2171994 2525360 100.00% 11.720%

6.299 383 386 388 rBV 1873363 2290883 90.72% 10.632%
6.527 404 406 408 rBvV 530729 447255 17.71% 2.076%
6.687 417 420 422 rBV 1468897 1680404 66.54% 7.799%
7.099 453 456 458 rBV 1441144 1446317 57.27% 6.712%
7.808 516 518 521 rBV 551108 533254 21.12% 2.475%

=
QO ~NO®

11 8.893 610 613 616 rBV 2098094 2168118 85.85% 10.062%
12 9.293 646 648 650 rBvV 482954 388353 15.38% 1.802%
13 9.556 669 671 674 rBvY 666305 582652 23.07% 2.704%
14 10.345 737 740 742 rBV 1292124 1427105 56.51% 6.623%
15 10.482 750 752 755 rVB 32743 35083 1.39% 0.163%

16 11.031 797 800 802 rBV 520794 604204 23.93% 2.804%
17 11.579 846 848 852 rBV 41425 73061 2.89% 0.339%
18 12.619 935 939 941 rBV 1734912 2350502 93.08% 10.908%
19 13.522 1016 1018 1026 rBV2 142028 234470 9.28% 1.088%
20 13.637 1026 1028 1031 rBV 602206 551203 21.83% 2.558%

21 14.963 1142 1144 1147 rBV 298931 430490 17.05% 1.998%
22 15.431 1182 1185 1188 rBV2 14089 35794 1.42% 0.166%

Sum of corrected areas: 21547639
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081202.D

Acq On : 25 Aug 2015 16:57

Operator : UM/I1Z

Sample - G3407-06

Misc :

ALS Vial : 6 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: BF081202.D

2000000 510 6.30

1500000 6.69 7.10

1000000 464

6.53 7.81
500000

3.88 5.52

i £ s T e S 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: BF081202.D
8,89

2000000
12.62

1500000
10.34

1000000

9.56
9.29 11.03

13.64
500000

[N
>
[{e]

13.5

10.48 11.58

A
T T T

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: BF081202.D

2000000

1500000

1000000

500000

15.43

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 : BF081202.D

Acq On : 25 Aug 2015 16:57

Operator : UM/I1Z

Sample - G3407-06

Misc :

ALS Vial : 6 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.64 71.92 ng 1608420 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 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 241 (4.641 min): BF081202.D (-237) (-) m/z 43.10 100.00%
43
59
5000
101 IR SR SR A
440 4.60 4.80 5.00
e Sl 83l ee &8 | w7 59.10  58.03%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 440 460 4.80 500
m/z 58.10 14 .83%
15 31 101
\ 25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
440 460 4.80 500
5000 m/z 101.10 14.61%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- s m  EEmas pa
59 440 4.60 4.80 5.00
m/z 41.05 8.75%
5000 41
31
| LT
"'I':'LS"I'"‘ll""‘il""lé?‘l"""'i""l""l"'g'8l""l' rrrryrTTrT T TrT T T T T T
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081202.D

Acq On : 25 Aug 2015 16:57

Operator : UM/I1Z

Sample - G3407-06

Misc :

ALS Vial : 6 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 unknown6.30 Concentration Rank 1

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

6.30 102.44 ng 2290880 1,4-Dichlorobenzene-d4 6.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 386 (6.299 min): BF081202.D (-383) (-) m/z 132.10 100.00%
5000 68
40 % 600 620 640 6.60
54 62| 75 104 . . . .
....,...:I'!..“ﬁ:.'..,::n'.',..':~.,..5.‘?,....,.':..,.1.1.5.,....,-'...,... m/z 68.10 41.35%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 R AN R R R
6.00 6.20 6.40 6.60
0,
31384451 78 m/z 134.10 33.73%
'”'ﬂ'M\J'WH”'P'JI”'W'”'P'”I”'W'”'P'“I“'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
600 620 640 660
5000 67 m/z 66.10 27.47%
41 97
53 2 117
34 61 89 105 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- e A Ra
132 6.00 6.20 6.40 6.60
m/z 69.10 15.95%
5000
63 81
3137 4450 57 | 75 | 8894 101 12 |
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 600 620 640 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081202.D

Acq On : 25 Aug 2015 16:57

Operator : UM/I1Z

Sample - G3407-06

Misc :

ALS Vial : 6 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 4 Octanoic Acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.58 2.42 ng 73061 Phenanthrene-d10 11.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic Acid 144 C8H1602 000124-07-2 50
2 Dodecyl acrylate 240 C15H2802 002156-97-0 16
3 3-Hexadecyloxycarbonyl-5-(2-hydr... 409 C24H45N203 1000222-82-8 11
4 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 11
5 3-Methylpenta-1,3-diene-5-o0l, (E)- 98 C6H100 001572-08-3 10
Abundance Scan 848 (11.579 min): BF081202.D (-846) (-) m/z 43.05 100.00%
73
5000
7 129 11.20 11,40 11.60 11.80
| w | 11577 : : ' :
R e B o e O B e o S I e m/z 60.10 83.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19986: Octanoic Acid
60
73
5000 43 NN AR RSN RARRE RS
11.20 11.40 11.60 11.80
29 101 m/z 41.10 73.87%
7
..1.5,.\.\..\,\.\..\w..\.‘.,‘.ﬁ...,‘...u LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55
11.20 11.40 11.60 11.80
5000 41 m/z 73.10 72 .32%
73
97

111 127349 168

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

Abundance #158227: 3-Hexadecyloxycarbonyl-5-(2-hydroxyethyl)-4-methy... e  a
11.20 11.40 11.60 11.80

m/z 57.10 70.85%

5000

8 112 1959143 158

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081202.D

Acq On : 25 Aug 2015 16:57

Operator : UM/I1Z

Sample - G3407-06

Misc :

ALS Vial : 6 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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.52 8.51 ng 234470 Chrysene-di12 13.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 11-Tricosene 322 C23H46 052078-56-5 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 90
Abundance Scan 1018 (13.522 min): BF081202.D (-1016) (-) m/z 57.05 100.00%
57
83
41
5000
111

13.20 13.40 13.60 13.80

139
SN m/z 55.10 95.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #121981: 1-Docosene

55

5000
13.20 13.40 13.60 13.80

m/z 43.10 87.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43

13. 20 13. 40 13.60 13.80

5000 83 m/z 83.10 72.61%
111
140 168 196 224243 266 294 322
m@mﬁwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #98170: 1-Nonadecene e e M N R
4 1320 13140 13.60 13.80
m/z 69.10 64 .47%
5000
i \‘ 168 266
T e Ty
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF082515\
Data File : BF081202.D

Acq On : 25 Aug 2015 16:57

Operator : UM/1Z

Sample - G3407-06

Misc :

ALS Vial : 6 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.64 71.9 ng 1608420 1 6.53 447255 20.0
unknown6 .30 6.30 102.4 ng 2290880 1 6.53 447255 20.0
Octanoic Acid 11.58 2.4 ng 73061 4 11.03 604204 20.0
1-Docosene 13.52 8.5 ng 234470 5 13.64 551203 20.0
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