LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF031915\
Data File : BFO77855.D

Aca On : 20 Mar 2015 4:48

Operator : TP/1Z

Sample : G1557-01

Misc :

ALS Vial : 24 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 1.310 34 37 40 rBY 4512432 4908728 100.00% 30.073%
2 1.424 44 47 53 rvB 67587 127510 2.60% 0.781%
3 1.595 60 62 65 rvB 60004 70508 1.44% 0.432%
4 1.778 77 78 89 rvB 94626 153625 3.13% 0.941%
5 4.910 350 352 358 rBV 136005 168549 3.43% 1.033%

5.447 396 399 401 rBV 868804 992001 20.21% 6.077%
6.727 509 511 514 rBV 986611 971002 19.78% 5.949%
6.865 521 523 526 rBV 1195590 1085503 22.11% 6.650%
274012 239298 4._.87% 1.466%
7.333 562 564 567 rBvV 825254 840023 17.11% 5.146%
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11 7.848 606 609 611 rBvV 731513 659004 13.43% 4_.037%
12 8.728 684 686 688 rBvV 374618 329124 6.70% 2.016%
13 10.076 801 804 806 rBV 1480332 1379053 28.09% 8.449%
14 10.899 874 876 878 rBV 363689 374049 7.62% 2.292%
15 11.871 959 961 964 rBvV2 566769 786768 16.03% 4._.820%

16 12.739 1034 1037 1039 rBV 351252 407862 8.31% 2.499%
17 14.728 1209 1211 1214 rBV 1443415 1582626 32.24% 9.696%
18 15.905 1311 1314 1321 rBV2 84488 127269 2.59% 0.780%
19 16.008 1321 1323 1326 rBV 335614 473411 9.64% 2.900%
20 17.700 1468 1471 1473 rBV 326693 469802 9.57% 2.878%

21 19.666 1639 1643 1652 rBV9 40499 125309 2.55% 0.768%
22 20.603 1722 1725 1731 rVB4 22342 51530 1.05% 0.316%

Sum of corrected areas: 16322554
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF031915\
Data File : BF0O77855.D

Aca On - 20 Mar 2015 4:48

Operator : TP/I1Z

Sample : G1557-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

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

Abundance TIC: BFO77855.D

4000000

3000000

2000000

1000000 5.45 i 7.33

E/.élZI..GOI--78 4.91

e L LN

T T T T T
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: BFO77855.D

4000000
3000000

2000000
10.08
1000000

' 11.87
A 8.73 10.90 12.74

0"I""I"A"I""""""""""""""""""""""I

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: BFO77855.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031915\
Data File : BFO77855.D

Aca On : 20 Mar 2015 4:48

Operator : TP/1Z

Sample : G1557-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

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

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

1.31 410.26 ng 4908730 1,4-Dichlorobenzene-d4 7.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 56
2 1-Propanol. 2-methvl- 74 C4H100 000078-83-1 9
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 9
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 37 (1.310 min): BFO77855.D (-34) (-) m/z 73.10 100.00%
7B
43
5000
89
rrrrTTrTTT T T T T
55 1.00 1.20 140 1.60
O 88 L m/z 43.05 52.89%%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 N S AL
1.00 1.20 140 1.60
a1 89 m/z 89.10 32 .54%
0 2@ ‘ ‘ 33\‘ | 48 ‘5\7 !
L LN UL S UL FURLEL L SR FURL AL S L
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
43
3 100 120 140 160
5000 m/z 41.10 10.44%
27
59 74
e S S L S L S SIS UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2183: 1,3-Diaminoguanidine  ERmm e o  REREe
43 1.00 1.20 140 1.60
32 m/z 45.10 8.43%
58 89
5000 18
0 | 24 | ] 53 1 7\2\
L SN UL SR UL FURLEL LS SR FURL AL S I N N AL
m/z--> 10 20 30 40 50 60 70 80 90 1.00 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031915\
Data File : BFO77855.D

Aca On : 20 Mar 2015 4:48

Operator : TP/1Z

Sample : G1557-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 7

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

1.60 5.89 ng 70508 1,4-Dichlorobenzene-d4 7.15
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 38
3 Acetamide. N-ethvl- 87 C4HO9NO 000625-50-3 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 62 (1.595 min): BF077855.D (-60) (-) m/z 73.10 100.00%
7B
5000 43
55 87
| 1.20 1.40 1.60 1.80 2.00
o Y X N RS USRS N N m/z 43.10 38.34%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 S R R UL
43 1.20 1.40 1.60 1.80 2.00
55 87 m/z 55.10 27.94%
0 Pa o w
HL UL SN SRR SRR SUBLELS SURLLEL UL SRR IR B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
A
41 55 87 1.20 1.40 1.60 1.80 2.00
5000 m/z 87.10 26 .43%
29
15 67 97
e L S U S L SR S S S L B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1852: Acetamide, N-ethyl- A P
30 1.20 1.40 1.60 1.80 2.00
m/z 41.10 13.03%
5000 43 87
15 72
0 "'I""'I"'w‘ "??Iw"'IS?"ég"' '|l"'|' USRS B IS R R UL
m/z--> 10 20 30 40 50 60 70 80 90 100 1.20 1.40 1.60 1.80 2.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031915\
Data File : BFO77855.D

Aca On : 20 Mar 2015 4:48

Operator : TP/1Z

Sample : G1557-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 4

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

4.91 14.09 ng 168549 1,4-Dichlorobenzene-d4 7.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 9
5 4-Ethyl-3-octanol 158 C10H220 019781-26-1 9

Abundance Scan 352 (4.910 min): BF077855.D (-350) (-) m/z 43.10 100.00%
43
59
5000
101 IR RN R UL LA
| 83 | 207 4.60 4.80 5.00 5.20
ot e e e e m/z 59.10 58.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L R I L
59 460 480 500 520
m/z 101.10 20.04%
15 4 101
0 wl ol . 83 \‘
LI SULELL ILRLLL SULELIL SURLIL DAL LA B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
460 480 500 520
5000 M m/z 58.10 15.78%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #8126: 2-Hexanol, 2-methyl- AR R
59 4.60 4.80 5.00 5.20
m/z 41.10 9.13%
5000
43 101
15 0y
0"”I'W”“”'wh'Z”I“'”I"”I"”I"”I"”I"”I"” IR RN R AR LA
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031915\
Data File : BFO77855.D

Aca On : 20 Mar 2015 4:48

Operator : TP/1Z

Sample : G1557-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 6 unknown6.86 Concentration Rank 2

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

6.86 90.72 ng 1085500 1,4-Dichlorobenzene-d4 7.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 523 (6.865 min): BF077855.D (-521) (-) m/z 132.00 100.00%
5000 68
© 5t || 77 g0 % o J Tk 6k 760 730
Ol gl 47 87 L 3OS m/z 68.10 39.74%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SN RSN IR LR R
6.60 6.80 7.00 7.20
2 51 78 m/z 134.00 33.11%
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
" 660 680 7.00 7.20
5000 67 m/z 66.10 24.91%
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 A
57 132 6.60 6.80 7.00 7.20
24 m/z 69.10 15.76%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | U | W
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\BF031915\
Data File : BFO77855.D

Aca On : 20 Mar 2015 4:48

Operator : TP/1Z

Sample : G1557-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 3-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.91 5.38 ng 127269 Chrysene-di12 16.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 1-Nonadecene 266 C19H38 018435-45-5 87
3 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 80
4 1-Tetracosanol 354 C24H500 000506-51-4 76
5 1-Docosene 308 C22H44 001599-67-3 76

Abundance Scan 1314 (15.905 min): BF077855.D (-1311) (-) m/z 57.10 100.00%

43 57 97

5000

-

125 149
193 209 15.60 15.80 16.00 16.20
m/z 55.05  95.04%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)-
43 57

83
97

:

5000 LA L L L L L L LB
29 15.60 15.80 16.00 16.20
125 m/z 83.10 93.39%
o J | 139153167182196210224 252 280
T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 83 97
111 15.60 15.80 16.00 16.20
5000 m/z 97.10 89.16%
29 125
oL1s 139154168182106210224238 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #153508: Pentafluoropropionic acid, hexadecyl ester
43 57 15.60 15.80 16.00 16.20
m/z 43.10 88.37%
5000

97
1

:

11
o “ L 125140155 181196 224
el st
miz--> 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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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031915\
Data File : BFO77855.D

Aca On : 20 Mar 2015 4:48

Operator : TP/1Z

Sample : G1557-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF031115.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 10 unknown20.60 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.60 2.19 ng 51530 Perylene-di12 17.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvoscvamine 289 C17H23N0O3 000101-31-5 22
2 4.6-Dimethvl-2-pvrimidone 124 C6H8N20 000108-79-2 14
3 Benzenemethanol. 3-hvdroxv- 124 C7H802 000620-24-6 14
4 2.3-Diaminophenol 124 C6H8N20 059649-56-8 14
5 Pyridine, 1-(chloroacetyl)-1,2,3... 159 C7H10CINO 063177-40-2 14
Abundance Scan 1725 (20.603 min): BF077855.D (-1722) (-) m/z 124.10 100.00%
124
229
5000 43 o us
67 211 289 355 |llll|llll|llll|llll|ll
5" ‘” | | 20.20 20.40 20.60 20.80 21.00
0 A S m/z 229.20 58.70%
m/z--> 50 100 150 200 250 300 350
Abundance #111491: Hyoscyamine
124
5000 LN SRR BN B
20.20 20.40 20.60 20.80 21.00
4 83 289 m/z 43.10 42 _.71%
NECHN:: M“‘RQ3 | 142 167 200 271 |
m/z--> 50 100 150 200 250 300 350
Abundance
124
20.20 20.40 20.60 20.80 21.00
5000 o m/z 55.05 39.88%
2
L s WL L WL B
m/z--> 50 100 150 200 250 300 350
Abundance #10111: Benzenemethanol, 3-hydroxy- R ERmaE EEa
124 20.20 20.40 20.60 20.80 21.00
95 m/z 148.00 35.75%
77
5000
39
0‘18
m/z--> 50 100 150 200 250 300 350 20.20 20.40 20.60 20.80 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031915\
Data File : BFO77855.D

Acq On : 20 Mar 2015 4:48

Operator : TP/1Z

Sample : G1557-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF031115.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]
Propane, 2,2-dime... 1.31 410.3 ng 4908730 1 7.15 239298 20.0
Butane, 2-methoxy... 1.60 5.9 ng 70508 1 7.15 239298 20.0
2-Pentanone, 4-hy... 4.91 14.1 ng 168549 1 7.15 239298 20.0
unknown6 .86 6.86 90.7 ng 1085500 1 7.15 239298 20.0
3-Eicosene, (E)- 15.91 5.4 ng 127269 5 16.02 473411 20.0
unknown20.60 20.60 2.2 ng 51530 6 17.70 469802 20.0
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