LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032315\
Data File : BF077903.D

Aca On : 23 Mar 2015 19:23

Operator : TP/1Z

Sample : 6G1613-12

Misc :

ALS Vial : 13 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-BF031115.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 1.047 10 14 17 rVB 218202 390566 10.42% 2.847%
2 1.264 31 33 36 rBvy 2703079 3748655 100.00% 27.327%
3 1.390 40 44 47 rBV 225358 376357 10.04% 2.744%
4 1.550 56 58 61 rvB 50756 67527 1.80% 0.492%
5 1.767 75 77 86 rvB 68823 117552 3.14% 0.857%

4.864 346 348 354 rBV 81881 98964 2.64% 0.721%
5.402 392 395 398 rBV 756333 802899 21.42% 5.853%
6.693 505 508 510 rBV 902551 855985 22.83% 6.240%
6.830 517 520 522 rBV 853487 883844 23.58% 6.443%
7.116 543 545 547 rBV 250682 225638 6.02% 1.645%

=
QO ~NO®

11 7.299 559 561 564 rBvV 738991 681736 18.19% 4_.970%
12 7.813 603 606 608 rBvV 503011 509340 13.59% 3.713%
13 8.693 681 683 685 rBv 352787 315217 8.41% 2.298%
14 10.042 798 801 803 rBV 1160382 1081020 28.84% 7.880%
15 10.865 871 873 875 rVB 304691 353224 9.42% 2.575%

16 11.837 956 958 961 rBV 593012 598186 15.96% 4_.361%
17 12.694 1031 1033 1036 rBV 379655 385397 10.28% 2.809%
18 14.694 1205 1208 1210 rBV 1233252 1274251 33.99% 9.289%
19 15.883 1309 1312 1316 rBV2 27651 51421 1.37% 0.375%
20 15.986 1319 1321 1324 rBV 395883 455782 12.16% 3.323%

21 17.791 1477 1479 1482 rBV 344566 444137 11.85% 3.238%

Sum of corrected areas: 13717698

8270-BF031115.M Tue Mar 24 12:42:06 2015 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF032315\

BFO77903.D

23 Mar 2015 19:23

TP/1Z

G1613-12

13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032315\
Data File : BF077903.D

Aca On : 23 Mar 2015 19:23

Operator : TP/1Z

Sample : 6G1613-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 Cyclopentane, methyl- Concentration Rank 4

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

1.05 34.62 ng 390566 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. methvl- 84 C6H12 000096-37-7 87
2 Cvclobutane. ethvl- 84 C6H12 004806-61-5 72
3 Propane. 2-cvclopropvl- 84 C6H12 003638-35-5 64
4 2H-Pvran-2.6(3H)-dione. dihvdro-... 142 C7H1003 004160-82-1 59
5 Cyclopentane, 1,1-dimethyl- 98 C7H14 001638-26-2 56

Abundance Scan 14 (1.047 min): BFO77903.D (-10) (-) m/z 56.10 100.00%
56
5000 4l 69
37 51 65 4, 84 1.00 1.10 1.20 1.30 1.40 1.50
o”mnmnWHTHW“W“W”WHTHhLWHWJJLW“WH+“W“WHWHW“. m/z 41.05 50.64%
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1471: Cyclopentane, methyl-
56
41
5000 69
1.00 1.10 1.20 1.30 1.40 1.50
o8 o m/z 69.10 41 .54%
5 T g w w o
e ) LA LA AR LA B AL ALY LAkl AR SARY AL SAAL LAl AR S A A
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance
56
41 1.00 1.10 1.20 1.30 1.40 1.50
5000 m/z 55.10 24 .57%
27
69
0 1 15 3337 51 6065 7377 84
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #1475: Propane, 2-cyclopropyl-
56 1.00 1.10 1.20 1.30 1.40 1.50
41 m/z 42.10 22 .46%
5000
27
15 ‘ 69
0"“'”'&'”I“'W'“'P'“I“'W*'H?}'W?ZW'“'P'“?EIJ '“?}'ﬁ?“lv?§|ZZW“§ﬁ'“'v'“
m/z--> 0 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 1.00 1.10 1.20 1.30 1.40 1.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032315\
Data File : BF077903.D

Aca On : 23 Mar 2015 19:23

Operator : TP/1Z

Sample : 6G1613-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 2 Propane, 2,2-dimethoxy- Concentration Rank 1

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

1.26 332.27 ng 3748660 1,4-Dichlorobenzene-d4 7.12
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 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9

Abundance Scan 33 (1.264 min): BFO77903.D (-31) (-) m/z 73.10 100.00%
73
43
5000
89
37 55 100 120 140 160
o . /O 1 VR U PO m/z 43.10 53.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 S S I R
1.00 1.20 140 1.60
a1 89 m/z 89.10 29.14%
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
% 100 120 140 160
5000 m/z 41.10 10.62%
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 e e .
7B 1.00 1.20 140 1.60
43 m/z 45.10 8.18%
55
5000
29
0 1‘5 w‘\“ 37“\\‘\49 L \‘ 6\1 67 il 82 8\9 100
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 100 120 140 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032315\
Data File : BF077903.D

Aca On : 23 Mar 2015 19:23

Operator : TP/1Z

Sample : 6G1613-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 4 Butane, 2-methoxy-2-methyl- Concentration Rank 8

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

1.55 5.99 ng 67527 1,4-Dichlorobenzene-d4 7.12
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 39
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 37
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 16
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 58 (1.550 min): BF077903.D (-56) (-) m/z 73.10 100.00%
3
5000 43
55 87 S N —
| | 1.20 1.40 1.60 1.80
O e e e el e e || M/z 43.05  38.81%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 LA A I R L I
43 1.20 1.40 1.60 1.80
55 87 m/z 87.10 25.87%
o ‘%9 35 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
P R 87 120 140 160 180
5000 m/z 55.10 25.77%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #7316: 2-Methyl-5-hexen-3-ol
73 1.20 1.40 1.60 1.80
55 m/z 41.10 13.23%
43
5000
27
1\5 “‘32 3\$\“ \‘ 1 \‘ Il | 81
e S S L S S L S S LI SR S LA A P R L I
m/z--> 10 0 40 50 60 70 80 90 100 120 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032315\
Data File : BF077903.D

Aca On : 23 Mar 2015 19:23

Operator : TP/1Z

Sample : 6G1613-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4._86 8.77 ng 98964 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 348 (4.864 min): BFO77903.D (-346) (-) m/z 43.10 100.00%
43
59
5000
i ik 40 500 820
83 : : : -
Ol et ..'!|,....,~....',|....,....,....,....,....,2.97.. m/z 59.10 56.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 UL LR I I
59 460 480 500 520
m/z 101.10 20.14%
15 4 101
M 1y ' 83 \‘
R L I S L S SIS S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- " 460 480 5.00 520
5000 m/z 58.10 15.84%
29 101
o 15 73 85
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R aRa b e A RA.
50 4.60 4.80 5.00 5.20
m/z 41.10 8.30%
5000 41
o [l s 126 14
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032315\
Data File : BF077903.D

Aca On : 23 Mar 2015 19:23

Operator : TP/1Z

Sample : 6G1613-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 7 unknown6.83 Concentration Rank 2

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

6.83 78.34 ng 883844 1,4-Dichlorobenzene-d4 7.12

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9

5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 520 (6.830 min): BF077903.D (-517) (-) m/z 132.00 100.00%
5000
68
40 54 | |77 9|6 105 J 6.40 6.60 6.80 7.00 7.20
Ol bl 47 87 LIS m/z 68.10 34.40%
m/z--> 40 60 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 LA LI L L L L L L LB
6.40 6.60 6.80 7.00 7.20
0
31 51 78 m/z 134.00 32.81%
oL Ly | ‘
T T e e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
T
6.40 6.60 6.80 7.00 7.20
5000 67 m/z 66.10 22.03%
41 97
53 117
79
88 106
oLt il S8 2P e W e
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! e R
57 132 6.40 6.60 6.80 7.00 7.20
24 m/z 69.10 13.37%
116
5000 98
SIS PRI JNN 8 T N S | O | I
m/z--> 40 60 80 100 120 140 160 180 640 6.60 680 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032315\
Data File : BF077903.D

Aca On : 23 Mar 2015 19:23

Operator : TP/1Z

Sample : 6G1613-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 3-Chloropropionic acid, hep... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.88 2.26 ng 51421 Chrysene-di12 15.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 87
2 3-Eicosene. (B)- 280 C20H40 074685-33-9 83
3 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 83
4 1-Heptadecanol 256 C17H360 001454-85-9 83
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 81
Abundance Scan 1312 (15.883 min): BF077903.D (-1309) (-) m/z 57.10 100.00%
43 ¢
5000
| SN I W
207 15.60 15.80 16.00 16.20
Ot m/z 83.10 98.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester
43 57 3
5000 LRI B UL UL S
15.60 15.80 16.00 16.20
29 125 m/z 55.10 96.79%
0 M‘Mﬂ‘ 139154168182196210224238 253

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

Abundance
43 57
83 SN NV S | R
97 15.60 15.80 16.00 16.20
5000 m/z 43.10 94 .24%
29 111

125
o 139153167 182196210224 252 280

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

Abundance #143984: Trichloroacetic acid, tetradecyl ester
7 15.60 15.80 16.00 16.20

83 m/z 69.10 83.37%

5000

125
139153168 196 241

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032315\
Data File : BF077903.D

Acq On : 23 Mar 2015 19:23

Operator : TP/1Z

Sample : G1613-12

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115_.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]
Cyclopentane, met... 1.05 34.6 ng 390566 1 7.12 225638 20.0
Propane, 2,2-dime... 1.26 332.3 ng 3748660 1 7.12 225638 20.0
Butane, 2-methoxy... 1.55 6.0 ng 67527 1 7.12 225638 20.0
2-Pentanone, 4-hy... 4._.86 8.8 ng 98964 1 7.12 225638 20.0
unknown6 .83 6.83 78.3 ng 883844 1 7.12 225638 20.0
3-Chloropropionic... 15.88 2.3 ng 51421 5 15.99 455782 20.0
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