LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079276.D

Aca On : 15 May 2015 18:14

Operator : TP/1Z

Sample : 62269-01

Misc :

ALS Vial : 12 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-BF043015.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
1 1.324 10 12 15 rBvY 2180816 2749465 34.77% 13.672%
2 1.461 20 24 27 rBY 4859706 7906501 100.00% 39.315%
3 1.621 37 38 41 rVB 125576 135922 1.72% 0.676%
4 1.678 41 43 46 rBV 49882 98566 1.25% 0.490%
5 1.792 51 53 74 rVB 838669 1606596 20.32% 7.989%

2.055 74 76 80 rBvV 54925 80765 1.02% 0.402%
5.461 372 374 377 rBV 435147 482006 6.10% 2.397%
6.742 484 486 489 rVB 575578 515287 6.52% 2.562%
6.890 496 499 501 rBvV 446844 540718 6.84% 2.689%
7.176 521 524 526 rBV 423632 378112 4.78% 1.880%

=
QO ~NO®

11 7.359 538 540 543 rVB 492885 496996 6.29% 2.471%
12 7.862 582 584 587 rBV 227387 302919 3.83% 1.506%
13 8.753 659 662 664 rBvY 594448 532326 6.73% 2.647%
14 10.102 777 780 782 rBV 674679 661741 8.37% 3.290%
15 10.925 850 852 854 rBvV 647192 593924 7.51% 2.953%

16 11.896 935 937 940 rBvV2 305746 397529 5.03% 1.977%
17 12.765 1011 1013 1015 rBV 681597 623366 7.88% 3.100%
18 14.754 1185 1187 1190 rBV 584230 729376 9.23% 3.627%
19 16.057 1299 1301 1304 rBV 536760 593742 7.51% 2.952%
20 17.143 1393 1396 1403 rBV 55069 101104 1.28% 0.503%

21 17.851 1455 1458 1461 rBV 428783 583702 7.38% 2.902%

Sum of corrected areas: 20110663
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079276.D

Aca On : 15 May 2015 18:14

Operator : TP/1Z

Sample : 62269-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF079276.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079276.D

Aca On : 15 May 2015 18:14

Operator : TP/1Z

Sample : 62269-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Propane, 2,2-dimethoxy- Concentration Rank 2

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

1.32 145.43 ng 2749470 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9

Abundance Scan 12 (1.324 min): BF079276.D (-10) (-) m/z 73.10 100.00%
73
43 F
5000
89
1.30 1.40 1.50 1.60 1.70
55
Obrrr e i e e e S e | MZZ 43,10 52.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.30 1.40 1.50 1.60 1.70
a1 89 m/z 89.10 28 .45%
O I'?§M‘J"??M"”'“I '“?zl T ll"| ""M' TTTpTTrTT
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
33 1.30 1.40 1.50 1.60 1.70
5000 m/z 41.10 10.26%
27
59 74
e S I S SULIULS SUSIIL IS IULILS SULILS UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8446: 2-Hydroxy-2-methylbutyric acid
7B 1.30 1.40 1.50 1.60 1.70
43 m/z 45.10 7.83%
55
5000
29
0 1‘5 w‘\“ 37“\\‘\49 L \‘ 6\1 67 il 82 8\9 100
m/z--> 10 20 30 40 50 60 70 8 90 100 110 1.30 1.40 1.50 1.60 1.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079276.D

Aca On : 15 May 2015 18:14

Operator : TP/1Z

Sample : 62269-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Butane, 2-methoxy-2-methyl- Concentration Rank 6

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

1.62 7.19 ng 135922 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 64
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 10
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 38 (1.621 min): BF079276.D (-37) (-) m/z 73.10 100.00%
73
5000 43
55 87 L D N
140 1.60 1.80 2.00
Ot A w/z 43.10 39.68%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 140 1.60 1.80 2.00
55 87 m/z 55.10 26.89%
0 ‘ﬁg 35 ‘ 67 ||, 80
LN SURLELN SURLERELS SURILELS SURLLELN IR S DU SUREMS SURILIL SR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
O I L A
41 55 87 140 1.60 1.80 2.00
5000 m/z 87.10 24 .63%
29
15 67 97
G R U S S SRS SURI I I I UL B
m/z--> 10 20 30 40 50 60 70 80 90 100 A
Abundance #4342: Pentane, 3-methoxy- R e i e
7B 140 1.60 1.80 2.00
m/z 41.05 13.12%
5000
45
29
0 3O ™ er | 101 I\
miz--> 0 20 30 40 50 60 70 8 90 100 140 160 180 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079276.D

Aca On : 15 May 2015 18:14

Operator : TP/1Z

Sample : 62269-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 unknown6.89 Concentration Rank 4

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

6.89 28.60 ng 540718 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 499 (6.890 min): BF079276.D (-496) (-) m/z 132.00 100.00%
32
5000
68
40 % 660 6.80 7.0 7.20
54 5 103 - - - -
o....,...::':..4.8,....,6.2.1.,....,.5.*?.,..!.,.-:..,....,....,'...,.. m/z 134.00 33.43%
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 ISR U LR L
6.60 6.80 7.00 7.20
3 78 m/z 68.10 33.15%
1 33
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
N AR LR R AR
6.60 6.80 7.00 7.20
5000 67 m/z 66.10 21.07%
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- R m L ERmaam
132 6.60 6.80 7.00 7.20
m/z 69.10 12.39%
5000
63 81
o 3137 44 50 57 74 88 101 112 |
s 3 a o % % 180 110 Do 10 10 660 6.80 7.0 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079276.D

Aca On : 15 May 2015 18:14

Operator : TP/1Z

Sample : 62269-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9 9-Octadecenamide, (Z)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.14 3.46 ng 101104 Perylene-di12 17.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 64
2 Acetic acid. cvanohvdroxvimino-.... 128 C4H4N203 061295-92-9 35
3 Chloromethvl 4-chlorododecanoate 282 C13H24Cl1202 080419-00-7 22
4 7Z-8-Methvl-9-tetradecenoic acid 240 C15H2802 1000130-84-5 18
5 Cyclopentadecane 210 C15H30 000295-48-7 11
Abundance Scan 1396 (17.143 min): BF079276.D (-1393) (-) m/z 59.00 100.00%

5000

16.80 17.00 17.20 17.40

o m/z 72.10 64 .86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59
5000 L LI L LB L LB LN BN
16.80 17.00 17.20 17.40
41 m/z 55.05 58.95%
o2 | 9811418 154170180108 220 238 264 %O
.q.”q.”q.”q.”..HW.H.P”..”..”..”..”..”.P”.P”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59
ﬁIIIIIIIIIIIIIIIIIIIIIII
16.80 17.00 17.20 17.40
5000 m/z 43.05 40.94%
41 96 128
0 80 111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107126: Chloromethy! 4-chlorododecanoate R R B Bmman
16.80 17.00 17.20 17.40
4 m/z 41.05 39.78%
108
83
5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051515\
Data File : BF079276.D

Acq On : 15 May 2015 18:14

Operator : TP/1Z

Sample - G2269-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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, 2,2-dime... 1.32 145.4 ng 2749470 1 7.18 378112 20.0
Butane, 2-methoxy... 1.62 7.2 ng 135922 1 7.18 378112 20.0
unknown6 .89 6.89 28.6 ng 540718 1 7.18 378112 20.0
9-Octadecenamide, ... 17.14 3.5 ng 101104 6 17.85 583702 20.0
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