LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051315\
Data File : BF079203.D

Aca On : 13 May 2015 19:46

Operator : TP/1Z

Sample : 62177-19

Misc :

ALS Vial : 8 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 1.381 14 17 19 rVB 3318583 4260634 100.00% 20.243%
2 1.507 25 28 31 rvB 132309 224910 5.28% 1.069%
3 1.678 41 43 44 rBV 161720 183650 4_.31% 0.873%
4 1.701 44 45 51 rvv 277530 410948 9.65% 1.953%
5 1.827 54 56 93 rvB 1605006 3912591 91.83% 18.590%

5.016 333 335 343 rVB 43967 54457 1.28% 0.259%
5.530 377 380 382 rBV 860763 1037076 24.34% 4.927%
6.799 489 491 493 rBV 1274553 1106942 25.98% 5.259%
501 504 506 rBV 1066974 1143976 26.85% 5.435%
7.233 527 529 531 rBV 374571 333118 7.82% 1.583%

=
QO ~NO®
(9}
(e}
N
\l

11 7.416 543 545 548 rVB 941288 881389 20.69% 4.188%
12 7.919 587 589 592 rBV 555393 715655 16.80% 3.400%
13 8.810 665 667 669 rBvV 535996 467190 10.97% 2.220%
14 10.159 782 785 787 rBV 1355086 1294129 30.37% 6.149%
15 10.982 855 857 860 rBvV 524930 495316 11.63% 2.353%

16 11.965 940 943 946 rBV 933731 914362 21.46% 4._.344%
17 12.822 1016 1018 1021 rBV 399572 517613 12.15% 2.459%

18 14.114 1127 1131 1135 rBV3 17650 46981 1.10% 0.223%
19 14.834 1191 1194 1196 rBV 1375582 1400749 32.88% 6.655%
20 15.234 1227 1229 1233 rBV3 21498 42640 1.00% 0.203%
21 15.897 1285 1287 1291 rBV5 21030 55701 1.31% 0.265%

22 16.080 1299 1303 1307 rBVZ2 85805 191223 4._.49% 0.909%
23 16.205 1312 1314 1317 rBV 493563 629234 14.77% 2.990%
24 17.565 1431 1433 1437 rVB 51272 79865 1.87% 0.379%
25 18.206 1486 1489 1492 rBV 478232 646853 15.18% 3.073%

Sum of corrected areas: 21047202
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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\BF051315\

BF079203.D

13 May 2015 19:46

TP/1Z

G2177-19

8 Sample Multiplier: 1

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

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051315\
Data File : BF079203.D

Aca On : 13 May 2015 19:46

Operator : TP/1Z

Sample : 62177-19

Misc :

ALS Vial : 8 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 unknownl.38 Concentration Rank 1

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

1.38 255.80 ng 4260630 1,4-Dichlorobenzene-d4 7.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
3 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
4 2-Hvdroxv-2-methvlbutyric acid 118 C5H1003 003739-30-8 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 17 (1.381 min): BF079203.D (-14) (-) m/z 73.10 100.00%
7B
5000 43
89
55 1.301.401.50 1.601.70 1.80
0“|“”v'“v“”ﬁmﬂ'WWH'WJ“l““V'“VHW'“W“'W““|““v" m/z  43.10 47.82%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
1.301.401.50 1.601.70 1.80
a1 89 m/z 89.10 30.90%
“P“'P“Um”j»mﬁ'Ei'“wh'W“'L”“I““I““I“”P'“P'“P“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
1.301.401.50 1.601.70 1.80
5000 55 m/z 41.05 9._49%
43
27 35 65 81 89 101109 119 129137145
Wﬁmmwmwwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #2103: Propane, 2-methoxy-2-methyl-
78 1.301.401.50 1.601.70 1.80
m/z 45.10 7 .50%
5000
57
- 41 ‘
"P%?W"““"”HM“4?'”'I'”'I”"I”g?P"'P"W"'W"'W"”I"”I'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 1.301.401.50 1.601.70 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051315\
Data File : BF079203.D

Aca On : 13 May 2015 19:46

Operator : TP/1Z

Sample : 62177-19

Misc :

ALS Vial : 8 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 7

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

1.68 11.03 ng 183650 1,4-Dichlorobenzene-d4 7.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Borane, dimethoxy- 74 C2H7BO2 004542-61-4 9

Abundance Scan 43 (1.678 min): BF079203.D (-41) (-) m/z 73.10 100.00%
73
5000 43
55 87 D £ G S —
140 1.60 1.80 2.00
..,....,...3.$,|.-.'..5,0..|.~.~,..??,'.:..,....,....,...., m/z 43.10 38.49%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 UL R U AR IR
43 140 1.60 1.80 2.00
55 87 m/z 55.10 26.91%
G
mz-> 20 30 40 50 60 70 80 90 100
Abundance
73
140 1.60 1.80 2.00
5000 m/z 87.10 24 _36%
45
29
39 50 °° 67 101
mz-> 20 30 40 50 60 70 80 90 100
Abundance #1968: Silane, tetramethyl- R s mam e
73 140 1.60 1.80 2.00
m/z 41.05 12.56%
5000
45
29 37 || 53 59 65 |, 80 88
m/z--> 20 30 40 50 60 70 80 9 100 ' 140 1.60 1.80 2.00

8270-BF043015.M Thu May 14 16:33:05 2015 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051315\
Data File : BF079203.D

Aca On : 13 May 2015 19:46

Operator : TP/1Z

Sample : 62177-19

Misc :

ALS Vial : 8 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 6 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.02 3.27 ng 54457 1,4-Dichlorobenzene-d4 7.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 Acetone 58 C3H60 000067-64-1 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 9

Abundance Scan 335 (5.016 min): BF079203.D (-333) (-) m/z 43.10 100.00%
a3
59
5000
101 INAEBENAREE AR R R
| 83 | 460 4.80 5.00 5.20 5.40
MBS ESIN 1 1 NSNS | PN UMb o M. m/z 59.10 56.87%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRS U U
460 4.80 5.00 5.20 5.40
59 m/z 101.10 19.56%
%7\\ 37\\\‘ 53‘ H 67 " 83 91 ‘10‘1
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520 540
5000 m/z 58.10 18.59%
55
37, 49 65 71 77 83 08
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #205: Acetone e
43 460 4.80 5.00 5.20 5.40
m/z 41.05 8.37%
5000
15
58
27
"w?“'w”“l“HW'““w'“l“'w'“'w'“l“'w'“'w'“w
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051315\
Data File : BF079203.D

Aca On : 13 May 2015 19:46

Operator : TP/1Z

Sample : 62177-19

Misc :

ALS Vial : 8 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 unknown6.95 Concentration Rank 3

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

6.95 68.68 ng 1143980 1,4-Dichlorobenzene-d4 7.23
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 504 (6.947 min): BF079203.D (-501) (-) m/z 132.00 100.00%
5000
68
0 s || | PRI
54 - - - -
el {7 87 L AOWS L "m/z 68.10  35.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 S U L A I
6.60 6.80 7.00 7.20
21 51 78 m/z 134.00 33.55%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132
6.60 6.80 7.00 7.20
5000 67 m/z 66.10 21.47%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R B R
57 132 6.60 6.80 7.00 7.20
24 m/z 69.10 13.47%
5000 og M°
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. S A VS | —
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051315\
Data File : BF079203.D

Aca On : 13 May 2015 19:46

Operator : TP/1Z

Sample : 62177-19

Misc :

ALS Vial : 8 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 17-Pentatriacontene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.08 6.08 ng 191223 Chrysene-di12 16.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 90
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 90
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 87
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 81
Abundance Scan 1303 (16.080 min): BF079203.D (-1299) (-) m/z 57.10 100.00%
1 //WWJW
5000
ul e
149 183209 15.80 16.00 16.20 16.40
R B ‘ T T I e e B B m/z 43.10 77 .59%
miz--> 0 50 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57
5000 L BRI B B B
mmmmmmmm
29 125 m/z 55.10 68.87%
L “ “H \‘Mu u‘h “\. b ?1?99‘?36 267292320 348 376 406 434 462 490
miz--> 0 50 250 300 350 400 450
Abundance
43
' 15.80 16.00 16.20 16.40
5000 69 m/z 69.10 62.51%

97

%

125154181 224252

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #152927: Trichloroacetic acid, hexadecy! ester B A RRREE R
3 15.80 16.00 16.20 16.40

m/z 83.10 61.68%

5000

h

15. 80 16 00 16. 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051315\
Data File : BF079203.D

Aca On : 13 May 2015 19:46

Operator : TP/1Z

Sample : 62177-19

Misc :

ALS Vial : 8 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 10 2,6,10,14,18,22-Tetracosahe... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17 .57 2.47 ng 79865 Perylene-d12 18.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 80
2 Saualene 410 C30H50 007683-64-9 80
3 3.7.11-Tridecatrienenitrile. 4.8... 231 C16H25N 006006-01-5 72
4 Farnesol isomer a 222 C15H260 1000108-92-4 64
5 2,6-Octadiene, 4-methyl- 124 CO9H16 074498-94-5 53
Abundance Scan 1433 (17.565 min): BF079203.D (-1431) (-) m/z 69.10 100.00%
6o
5000
oq 102 217 17.20 17.40 17.60 17.80
m/z 81.10 54 _.69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158519: 2,6,10,14,18,22-Tetracosahexaene, 2,6,10,15,19,23...
69
5000 L DAL B UL B
a1 ﬂ%ﬂ@ﬂmﬂ%
95 101 m/z 41.10 20.80%
. ““\\“\“|‘ 175 203 231 273 209 341 367 410
m/z--> 55 100 150 260 2éo 300 3%0 460
Abundance
69
17.20 17.40 17.60 17.80
s000l 4 m/z 95.10 16.12%
9 137
1177 161 191 217 273 299 341 367 410
m/z--> 55 160 1éo 200 250 300 350 460
Abundance #76960: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl- R BEEmm R B
69 17.20 17.40 17.60 17.80
m/z 57.10 13.55%
5000
41
136
wolb ] A ?1511§ i 175 231
m/z--> 5'0 100 150 200 250 300 350 4(')0 17'20 17. 40 17. 60 17I80 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051315\
Data File : BF079203.D

Acq On : 13 May 2015 19:46

Operator : TP/1Z

Sample : G2177-19

Misc :

ALS Vial : 8 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]
unknownl.38 1.38 255.8 ng 4260630 1 7.23 333118 20.0
Butane, 2-methoxy... 1.68 11.0 ng 183650 1 7.23 333118 20.0
2-Pentanone, 4-hy... 5.02 3.3 ng 54457 1 7.23 333118 20.0
unknown6 .95 6.95 68.7 ng 1143980 1 7.23 333118 20.0
17-Pentatriacontene 16.08 6.1 ng 191223 5 16.21 629234 20.0
2,6,10,14,18,22-T... 17.57 2.5 ng 79865 6 18.21 646853 20.0

8270-BF043015.M Thu May 14 16:33:09 2015 Page: 9



