LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092415\
Data File : BF081787.D

Acq On = 25 Sep 2015 4:37

Operator : UM/1Z

Sample : G3708-09

Misc :

ALS Vial : 17 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-BF092415_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 2.251 8 10 23 rvB 61083 103362 2.47% 0.279%
2 5.154 260 264 270 rVB 1385854 2040352 48.75% 5.500%
3 5.554 296 299 301 rBV 3243995 3802369 90.84% 10.251%
4 6.572 384 388 390 rBV 3268424 3534584 84.45% 9.529%
5 6.720 398 401 403 rBV 3183200 3852164 92.03% 10.385%

6.949 419 421 423 rVB 1053003 830773 19.85% 2.240%
7.109 432 435 437 rVB 2904781 2687916 64.22% 7.246%
7.509 467 470 473 rBV 1595835 2357473 56.32% 6.355%
8.240 531 534 536 rBvV 830001 1053621 25.17% 2.840%
9.315 625 628 630 rBVY 4017338 4185641 100.00% 11.284%

=
QO ~NO®

11 9.703 660 662 664 rBVY 1177303 982597 23.48% 2.649%
12 9.989 685 687 690 rBV 1415940 1246636 29.78% 3.361%

13 10.412 723 724 726 rVB 53985 43439 1.04% 0.117%
14 10.778 753 756 759 rBV 2605916 2626471 62.75% 7.081%
15 10.892 763 766 770 rVB 55731 88392 2.11% 0.238%
16 11.338 802 805 806 rBvV 57519 55306 1.32% 0.149%
17 11.475 814 817 819 rBV 1562815 1328022 31.73% 3.580%
18 11.544 819 823 825 rVB3 43195 54889 1.31% 0.148%

19 13.064 953 956 958 rBV 4219730 4130748 98.69% 11.136%
20 13.944 1031 1033 1043 rBvV 113347 162587 3.88% 0.438%

21 14.115 1043 1048 1050 rBV 856934 1109507 26.51% 2.991%
22 15.578 1173 1176 1189 rVB 613936 817405 19.53% 2.204%

Sum of corrected areas: 37094254
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092415\
Data File : BF081787.D

Acq On = 25 Sep 2015 4:37

Operator : UM/1Z

Sample : G3708-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF081787.D
4000000

5.55 6.56.72
3000000 7.11

2000000
7.51
5.15

6.95
1000000 8.24

0@@5
——————— A

T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF081787.D

4000000 931 13,06

3000000
10.78

2000000

9.99 11.47

1000000 14.12

10.41 h0.89 11.341.54 13.94

o e e e e e e e e e e e A e e

Time--> 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: BF081787.D

4000000

3000000

2000000

1000000
15.58

-

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\BF092415\
Data File : BF081787.D

Acq On = 25 Sep 2015 4:37

Operator : UM/I1Z

Sample : G3708-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 5

Peak Number 1 Propane, 1,1-dimethoxy-

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

2.25 2.49 ng 103362 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,l1-dimethoxy- 104 C5H1202 004744-10-9 78
2 Methane, trimethoxy- 106 C4H1003 000149-73-5 28
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 14
4 Chloromethyl cyanide 75 C2H2CIN 000107-14-2 9
5 Aminoacetaldehyde dimethyl acetal 105 C4H11NO2 022483-09-6 9

Abundance Scan 10 (2.251 min): BF081787.D (-8) (-) m/z 75.10 100.00%
75
5000 45
39 | 5 57 a8 2.20 2.30 2.40 2.50 2.60 2.70
O o e o L m/z 73.10 72 .29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4671: Propane, 1,1-dimethoxy-
75
5000 29 45 AT A A AR AR
2.20 2.30 2.40 2.50 2.60 2.70
m/z 45.10 49.47%
o ‘M ) ST e9 87 103
miz--> 10 20 % s'o 60 7 8 % 100 1o
Abundance
75
2.20 2.30 2.40 2.50 2.60 2.70
5000 m/z 41.05 31.55%
31 47
15
59 105
L S U I UL UL UL IULR A IR SR B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4342: Pentane, 3-methoxy- T
78 2.20 2.30 2.40 2.50 2.60 2.70
m/z 47.05 26.31%
5000
45
29
0 L 9O 5 er | 101
R U UL UL LR LS SIS I SIS SULILS SULEL LS I I RN IR IR RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092415\
Data File : BF081787.D

Acq On = 25 Sep 2015 4:37

Operator : UM/I1Z

Sample : G3708-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415_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.

5.15 49.12 ng 2040350 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
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, 1,l1-dimethylethyl e... 116 C6H1202 000540-88-5 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 264 (5.154 min): BF081787.D (-260) (-) m/z 43.10 100.00%
a3
59
5000
101 S R L L
480 5.00 5.20 5.40
o...,....,....,..??','.':..,??:I,...‘??....,??..,...:,|....,. m/z 59.10 54.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 58.10 18.47%
15 31 101
0 \ 25,70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
480 500 520 540
5000 m/z 101.10 16.08%
a1 101
o 15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e e
59 480 5.00 5.20 5.40
m/z 41.10 8.56%
5000 41
31
| [
0 "'l'}é'l"‘hl "'Jiﬁ"'l??uki" "i""l""l'"g?l""l' A R L L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092415\
Data File : BF081787.D

Acq On = 25 Sep 2015 4:37

Operator : UM/I1Z

Sample : G3708-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415_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 unknown6.72 Concentration Rank 1

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

6.72 92.74 ng 3852160 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
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 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 401 (6.720 min): BF081787.D (-398) (-) m/z 132.10 100.00%
32
5000 o8
40 | 6 640 6.60 6.80 7.00
54 75 104 : - : :
O 87 2L 2 a7 LR ms W w/z 68.10  36.39%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 M
5000 DA AR SRR
6.40 6.60 6.80 7.00
2 78 m/z 134.10 33.95%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
640 6.60 6.0 7.00
5000 67 m/z 66.10 24.84%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13916: Benzene, 1,3,5-trifluoro- E mam e RRR !
132 6.40 6.60 6.80 7.00

m/z 69.10 15.08%

5000

63 81
31 37 44 50 57 74 88 101 112

L 4 L L

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092415\
Data File : BF081787.D

Acq On = 25 Sep 2015 4:37

Operator : UM/I1Z

Sample : G3708-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415_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-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.94 2.93 ng 162587 Chrysene-di12 14.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Trichloroacetic acid, tetradecyl... 358 C16H29C1302 074339-52-9 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
5 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 91
Abundance Scan 1033 (13.944 min): BF081787.D (-1031) (-) m/z 57.10 100.00%

5000

=

13.60 13.80 14.00 14.20
m/z 55.10 88.28%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #98171: 1-Nonadecene

43

i

5000 LN RIS R e s e
13.60 13.80 14.00 14.20
29 125 m/z 43.10 81.86%
oL15 |l 139154168182106210224238 266
I -
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
4357 g
A aaaeeRas A
97 13.60 13.80 14.00 14.20
5000 70 m/z 83.10 74 _.41%
111
29
125

0 139153 168 196 241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #152927: Trichloroacetic acid, hexadecy! ester

-

13.60 13.80 14.00 14.20
m/z 69.10 65.90%

5000

139153167181 196

224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20

-
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092415\
Data File : BF081787.D

Acq On = 25 Sep 2015 4:37

Operator : UM/1Z

Sample : G3708-09

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092415_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]
Propane, 1,l1-dime... 2.25 2.5 ng 103362 1 6.95 830773 20.0
2-Pentanone, 4-hy... 5.15 49.1 ng 2040350 1 6.95 830773 20.0
unknown6 .72 6.72 92.7 ng 3852160 1 6.95 830773 20.0
1-Nonadecene 13.94 2.9 ng 162587 5 14.12 1109510 20.0
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