LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077924.D

Acq On : 24 Mar 2015 21:16

Operator : TP/1Z

Sample - G1613-18

Misc :

ALS Vial : 18 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-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 height area % max. total
1 1.264 31 33 36 rvB 1938044 2318558 100.00% 16.192%
2 1.390 41 44 47 rVB 99771 159498 6.88% 1.114%
3 1.550 56 58 64 rvB 60139 90570 3.91% 0.633%
4 1.653 65 67 75 rvv 63762 108343 4.67% 0.757%
5 1.767 75 77 109 rVB 433954 885996 38.21% 6.187%

4.864 346 348 354 rBV 95556 123558 5.33% 0.863%
5.402 392 395 398 rBV 845771 890116 38.39% 6.216%
6.693 505 508 510 rBV 971900 955657 41.22% 6.674%
6.830 517 520 522 rBV 950560 998437 43.06% 6.973%
7.116 543 545 547 rBV 312616 283443 12.22% 1.979%

=
QO ~NO®

11 7.299 559 561 564 rBvV 870779 787695 33.97% 5.501%
12 7.813 603 606 608 rBvV 536044 579187 24.98% 4.045%
13 8.693 681 683 685 rBv 390240 384276 16.57% 2.684%
14 10.042 798 801 803 rBV 1296446 1295605 55.88% 9.048%
15 10.545 843 845 848 rBV 31037 29991 1.29% 0.209%

16 10.865 871 873 875 rVB 323024 437181 18.86% 3.053%
17 11.837 955 958 961 rBvV 741151 721656 31.13% 5.040%
18 12.694 1031 1033 1036 rBV 531250 494536 21.33% 3.454%
19 14.694 1205 1208 1210 rBV 1334581 1601685 69.08% 11.185%
20 15.871 1308 1311 1317 rBV 25694 67317 2.90% 0.470%

21 15.974 1317 1320 1322 rBV 533473 562997 24.28% 3.932%
22 17.700 1468 1471 1474 rBV 464076 543026 23.42% 3.792%

Sum of corrected areas: 14319328
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMIN\BNA_F\DATA\BF032415\

BF077924.D

24 Mar 2015 21:16

TP/1Z

G1613-18

18 Sample Multiplier: 1

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

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BFO77924.D
1|26
1500000
1000000 6.68.83
5.40 7.30
500000 1.77
7.12
139 =56 4.86 \ A
0 o T B L L e e e e e e e o e e o A o e e e I B e e e e B e BRI e BILA a
Time-->  1.00 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BFO77924.D
1500000
10.04
1000000
11.84
500000 7.81 12.69
8.69 10.86
0 10.54
L B e e e o I L e e e s L A e e e o L S I ML e e e o e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00
Abundance TIC: BFO77924.D
1500000
14.69
1000000
15.97
500000 17.70
o 15.
B e LA e e e L o o e e o e o e S LN A i o o s o o o e B e B B B R B
Time--> 15.00 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\BF032415\
Data File : BF077924.D

Acq On : 24 Mar 2015 21:16

Operator : TP/1Z

Sample : G1613-18

Misc :

ALS Vial : 18 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

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 1

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

1.26 163.60 ng 2318560 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 72
2 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI1302 1000115-31-4 9

Abundance Scan 33 (1.264 min): BFO77924.D (-31) (-) m/z 73.10 100.00%
73
43
5000
89
|, 55 007 100 120 140 160
R e L o R L m/z 43.05 52.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 SR SRS SR AR
1.00 1.20 1.40 1.60
a1 89 m/z 89.10 28.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
3 100 120 140 160
5000 m/z 41.05 10.54%
59 74
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #2103: Propane, 2-methoxy-2-methy!l- I R e L
78 1.00 1.20 1.40 1.60
m/z 45.10 8.03%
5000
57
- ‘
'}?P¢"wh'wI'”“I§7”I"'W""P"'I”"I'”'I"” S S I R
m/z--> 20 40 60 80 100 120 140 160 180 200 1.00 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077924.D

Acq On : 24 Mar 2015 21:16

Operator : TP/1Z

Sample : G1613-18

Misc :

ALS Vial : 18 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

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 8

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

1.55 6.39 ng 90570 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 58 (1.550 min): BFO77924.D (-56) (-) m/z 73.10 100.00%
73
5000 43
55 87 SNENED L D
50 | 1.20 1.40 1.60 1.80
el S0 "m/z 43.10  38.66%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 A NARNE RARNA RARRE RaRES S
43 1.20 1.40 1.60 1.80
55 87 m/z 55.10 26.50%
‘%9 3 ||| 50 ‘ 67
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
73
PR 87 120 140 160 180
5000 m/z 87.10 23.56%
29
15 67 97
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- B
73 1.20 1.40 1.60 1.80
m/z 41.05 12.48%
5000 43
58
'w'"w"”m“"w"'w"'w"'w"'w"ﬂw"'w"' AN A I R L I
m/z--> 10 20 30 40 50 60 70 80 90 100 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077924.D

Acq On : 24 Mar 2015 21:16

Operator : TP/1Z

Sample : G1613-18

Misc :

ALS Vial : 18 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

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 6

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

4._86 8.72 ng 123558 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 348 (4.864 min): BFO77924.D (-346) (-) m/z 43.10 100.00%
a3
59
5000
101 R RN U R
36 2 | 83 | 4.60 4.80 5.00 5.20
M EERRER -  1 H i SERTT | PR REd ERUN m/z 59.10 52.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI UL UL UL
59 460 480 500 520
m/z 101.10 18.79%
15 31 101
| 25 7] 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520
5000 m/z 58.10 15.50%
101
15 25 31 37 51 %8 g9 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3099: 5-Hexen-2-one R ama b A R
43 4.60 4.80 5.00 5.20
m/z 41.10 9.02%
5000
55
21 37, | a9 65 71 77 83 98
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077924.D

Acq On : 24 Mar 2015 21:16

Operator : TP/1Z

Sample : G1613-18

Misc :

ALS Vial : 18 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

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 70.45 ng 998437 1,4-Dichlorobenzene-d4 7.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Amphetaminil 250 C17H18N2 017590-01-1 12

Abundance Scan 520 (6.830 min): BF077924.D (-517) (-) m/z 132.00 100.00%
5000
68
0 | % J 6.40 6.60 6.80 7.00 7.20
4 54 : - - - -
el (7 87 A0S m/z 68.10 34.56%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 SRS U L L
6.40 6.60 6.80 7.00 7.20
31 51 78 m/z 134.00 33.44%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00 7.20
5000 67 m/z 66.10 21.13%
41 97
53
29 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl N R o
57 132 6.40 6.60 6.80 7.00 7.20
24 m/z 69.10 13.38%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?. SR | N | N —
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077924.D

Acq On : 24 Mar 2015 21:16

Operator : TP/1Z

Sample : G1613-18

Misc :

ALS Vial : 18 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

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 Pentafluoropropionic acid, ... Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
15.87 2.39 ng 67317 Chrysene-di12 15.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Pentafluoropropionic acid,
2 1-Tetracosanol

octad... 416 C21H37F502
354 C24H500

1000280-07-7 64
000506-51-4 58

3 l17-Pentatriacontene 491 C35H70 006971-40-0 58
4 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 53
5 11-Tricosene 322 C23H46 052078-56-5 50
Abundance Scan 1311 (15.871 min): BF077924.D (-1308) (-) m/z 57.10 100.00%

15. 60 15. 80 16. OO 16. 20
N I m/z 43.10 94.91%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #159526: Pentafluoropropionic acid, octadecyl ester
43
5000 69

15.60 15.80 16.00 16.20

57
83
5000
111

‘ 97 m/z 55.10 75.51%
125
L s gz
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
43
15.60 1580 1600 16.20
5000 83 m/z 83.10 69.88%
18 111
140168196 238266 308336
T T T T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene e
43 15. 60 15. 80 16. OO 16. 20
m/z 97.10 60.38%

5000 83
111
\ 1 139167196224 267292 321 462 490

m/z--> 0 50 100 150 200 250 300 350 400 450 15. 60 15. 80 16. OO 16. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032415\
Data File : BF077924.D

Acq On : 24 Mar 2015 21:16

Operator : TP/1Z

Sample - G1613-18

Misc :

ALS Vial : 18 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]
Propane, 2,2-dime... 1.26 163.6 ng 2318560 1 7.12 283443 20.0
Butane, 2-methoxy... 1.55 6.4 ng 90570 1 7.12 283443 20.0
2-Pentanone, 4-hy... 4.86 8.7 ng 123558 1 7.12 283443 20.0
unknown6 .83 6.83 70.5 ng 998437 1 7.12 283443 20.0
Pentafluoropropio... 15.87 2.4 ng 67317 5 15.97 562997 20.0
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