LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF051515\

Data File : BF079278.D

Aca On : 15 May 2015 19:11 Instrument :
Operator : TP/1Z BNA_F

Sample - 62263-01 ClientSampleld :
Misc - DCW-WW-143-51415
ALS Vial : 14 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 1.461 21 24 27 rVB 164560 237399 9.69% 1.336%
2 1.621 36 38 41 rVV 482794 667004 27.22% 3.754%
3 1.678 41 43 51 rvv 70972 170988 6.98% 0.962%
4 1.793 51 53 82 rvB 1214892 2386535 97.38% 13.433%
5 4.947 327 329 336 rVB 105072 133577 5.45% 0.752%

5.462 372 374 377 rBV 577248 658419 26.87% 3.706%
5.976 416 419 421 rBV 25591 36421 1.49% 0.205%
6.742 484 486 489 rBvV 487701 432430 17.64% 2.434%
6.890 496 499 501 rBV 1279903 1321098 53.90% 7.436%
7.176 521 524 526 rBV 429493 380448 15.52% 2.141%

=
QO ~NO®

11 7.359 538 540 543 rBV 1190964 1209672 49.36% 6.809%
12 7.873 582 585 587 rBV 987159 1009934 41.21% 5.685%
13 8.753 660 662 664 rBvY 589445 526199 21.47% 2.962%
14 10.102 777 780 782 rBV 2342806 2150338 87.74% 12.104%
15 10.925 850 852 855 rBvV 636404 589405 24.05% 3.318%

16 11.908 935 938 940 rBV 1225926 1424902 58.14% 8.020%
17 12.102 953 955 959 rBvV 23486 27464 1.12% 0.155%
18 12.765 1010 1013 1015 rBV 663151 605894 24.72% 3.410%
19 14.765 1185 1188 1190 rBV 2166023 2450822 100.00% 13.795%
20 15.954 1289 1292 1297 rBV 28066 52952 2.16% 0.298%

21 16.068 1299 1302 1305 rVB 553323 597469 24.38% 3.363%
22 17.291 1406 1409 1412 rBV 113460 134523 5.49% 0.757%
23 17.886 1458 1461 1463 rBV 373937 562160 22.94% 3.164%

Sum of corrected areas: 17766053
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\

Data File : BF079278.D

Aca On : 15 May 2015 19:11

Operator : TP/1Z

Sample : 62263-01 e e
Misc :

ALS Vial : 14 Sample Multiplier: 1

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

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

Abundance TIC: BF079278.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\

Data File : BF079278.D

Aca On : 15 May 2015 19:11

Operator : TP/1Z

Sample : 62263-01 e e
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : 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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

1.62 35.06 ng 667004 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 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 38 (1.621 min): BF079278.D (-36) (-) m/z 73.10 100.00%
7B
5000 43
55 87
37| o7 140 1.60 1.80 2.00
1/ S S -/ N N R — m/z 43.10 40.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 140 1.60 1.80 2.00
55 87 m/z 55.10 28.10%
0 2 L wm
RIS S SUILL SO SULILS SO UL UL SIS L R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
140 160 180 200
5000 - m/z 87.10 24 .18%
43
27
0 15 37 67 83 98 115
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #2022: 1,3-Dioxolane, 2-methyl- A ERaal e
73 140 1.60 1.80 2.00
m/z 41.05 13.56%
5000 43
58
29 8(
0"W'”'P'mw”'W*“'P'”I”'W'“'P'”I”'W'”'P'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 140 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\

Data File : BF079278.D

Aca On : 15 May 2015 19:11

Operator : TP/1Z

Sample : 62263-01 e e
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.95 7.02 ng 133577 1,4-Dichlorobenzene-d4 7.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 12
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 329 (4.947 min): BF079278.D (-327) (-) m/z 43.05 100.00%
43
59
5000
101
460 4.80 5.00 5.20
83
o...,....,....,....','::..?.1.~:~.|i....,....,.~...,....-,|....,....,....,....,...., m/z 59.10 57.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R R A L
59 460 480 500 520
m/z 101.10 19.97%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 19.26%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3099: 5-Hexen-2-one L L L LI B N B {
43 460 4.80 5.00 5.20
m/z 41.10 8.99%
5000
55
0 20| | esm 8 98
R I IR IR UL I I IR LR RIS SN LA B SRS BARRY S L R R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051515\
Data File : BF079278.D

Aca On : 15 May 2015 19:11

Operator : TP/1Z

Sample : 62263-01

Misc :

ALS Vial : 14 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 unknown6.89 Concentration Rank 2

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

6.89 69.45 ng 1321100 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 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
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 499 (6.890 min): BF079278.D (-496) (-) m/z 132.00 100.00%
5000
68
0 s || e J "ok ko 7 750
54 - - - -
Ol 7 87 | 3515y m/z 68.10 34.05%
m/z--> 40 60 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR R L L
6.60 6.80 7.00 7.20
2 51 78 m/z 134.00 32.75%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
660 6.80 7.00 7.20
5000 67 m/z 66.10 21.84%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e e
57 132 6.60 6.80 7.00 7.20
24 m/z 69.10 13.55%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | U | G
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\BF051515\

Data File : BF079278.D

Aca On : 15 May 2015 19:11

Operator : TP/1Z

Sample : 62263-01 e e
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
Quant Title : 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 8 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.29 4.79 ng 134523 Perylene-d12 17.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 86
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 000106-28-5 78
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 64
Abundance Scan 1409 (17.291 min): BF079278.D (-1406) (-) m/z 69.10 100.00%
69
5000
41 95 TrryfrrrryrrrrJyrrror[1rrrrr
137 17.00 17.20 17.40 17.60
Ot gl p 01, 208 281 n/z 81.10 50.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69
5000 41 L B B I L
17.00 17.20 17.40 17.60
o5 m/z 41.05 23.93%
137
o L A M i) 161 191 217 273299 341 367 410
U [rrrrprrr o T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
17.00 17.20 17.40 17.60
5000 m/z 95.10 13.49%
41
95 137
0 161 191 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #70995: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, (E,E)- L L B o
69 17.00 17.20 17.40 17.60
m/z 67.00 10.77%
5000 41
Jg 136
oL 20 i b BIG IO qo1 222 SRR SRR
m/z--> 50 100 150 200 250 300 350 400 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051515\

Data File : BF079278.D

Acg On : 15 May 2015 19:11

Operator : TP/1Z

Sample - 62263-01 DCW-WW-143-51415
Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.M
Quant Title : 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]
Butane, 2-methoxy... 1.62 35.1 ng 667004 1 7.18 380448 20.0
2-Pentanone, 4-hy... 4.95 7.0 ng 133577 1 7.18 380448 20.0
unknown6 .89 6.89 69.5 ng 1321100 1 7.18 380448 20.0
Squalene 17.29 4.8 ng 134523 6 17.89 562160 20.0
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