LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77874.D

Aca On : 20 Mar 2015 20:25

Operator : TP/1Z

Sample : 6G1575-13

Misc oW

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 1.413 42 46 49 rVB 209965 387311 18.85% 3.177%
2 1.573 57 60 63 rvv 261948 312218 15.20% 2.561%
3 1.653 65 67 75 rvw 32283 58567 2.85% 0.480%
4 1.767 75 77 98 rvB 355660 542628 26.41% 4.451%
5 4.876 347 349 355 rBV 55798 74205 3.61% 0.609%

5.413 394 396 399 rBV 498295 509309 24.79% 4.178%
6.705 506 509 511 rBV 223213 288131 14.03% 2.364%
6.842 518 521 523 rBV 912018 1069854 52.08% 8.776%
7.127 544 546 548 rBV 254288 256466 12.48% 2.104%
7.310 559 562 565 rBV 1156401 1037381 50.50% 8.510%

=
QO ~NO®

11 7.825 604 607 609 rBvV 739591 822003 40.01% 6.743%
12 8.705 681 684 686 rBvV 329732 345115 16.80% 2.831%
13 10.053 799 802 804 rBV 1698738 1736151 84.51% 14.242%
14 10.876 871 874 876 rBV 289450 398449 19.40% 3.269%
15 11.848 957 959 962 rBV 950042 947676 46.13% 7.774%

16 12.705 1032 1034 1037 rBV 419929 414521 20.18% 3.400%
17 14.705 1206 1209 1211 rBV 2080791 2054310 100.00% 16.852%

18 15.986 1319 1321 1324 rBV 404274 467715 22.77% 3.837%
19 17.734 1471 1474 1477 rBV 371551 468111 22.79% 3.840%

Sum of corrected areas: 12190121
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BF0O77874.D

Aca On - 20 Mar 2015 20:25

Operator : TP/I1Z

Sample : G1575-13

Misc W

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BFO77874.D
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Abundance TIC: BFO77874.D
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Abundance TIC: BFO77874.D
200000011471

1500000

1000000

500000 15.99 17.73

o e e e e e e e
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77874.D

Aca On : 20 Mar 2015 20:25

Operator : TP/1Z

Sample : 6G1575-13

Misc oW

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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

1.57 24 .35 ng 312218 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 37
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 60 (1.573 min): BFO77874.D (-57) (-) m/z 73.10 100.00%
3
5000 43
55 87 N |
1.20 1.40 1.60 1.80 2.00
o..,....,...3.3,|.-.'..5,0..|..,..??,'..-..,....,....,...., m/z 43.05 35.55%
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000
43 1.20 1.40 1.60 1.80 2.00
55 87 m/z 87.10 25.40%
0 ‘?? 35 M‘\ 50 ‘ 67 | | 80
LSRR S S UL FURL LS FLRL LA FUL L LN SRR
m/z--> 20 30 40 50 60 70 80 90 100
Abundance
73
120 1.40 160 180 2.00
5000 43 m/z 55.10 24 .63%
58
S L S UL LIS SR AL IS FU LI LB
m/z--> 20 30 40 50 60 70 80 90 100
Abundance #4342: Pentane, 3-methoxy- R e R
7B 1.20 1.40 1.60 1.80 2.00
m/z 41.05 11.41%
5000
45
o T3 0% e | 101
m/z--> 20 30 40 50 60 70 80 9 100 ' 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\BF032015\
Data File : BFO77874.D

Aca On : 20 Mar 2015 20:25

Operator : TP/1Z

Sample : 6G1575-13

Misc oW

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 3 unknownl.65 Concentration Rank 7

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

1.65 4_.57 ng 58567 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Manaanese(ll) acetate 173 C4H6MNn0O4 006156-78-1 40
2 Acetone 58 C3H60 000067-64-1 9
3 Hvdroaen azide 43 HN3 007782-79-8 4
4 l1sobutvl nitrite 103 C4H9NO2 000542-56-3 4
5 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 4

Abundance Scan 67 (1.653 min): BFO77874.D (-65) (-) m/z 43.05 100.00%
48
5000
58
39 1.40 1.60 1.80 2.00
47 51 84 83
Otrrprrrrprrrrrrrrprerr e m/z 58.00 35.23%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #38254: Manganese(ll) acetate
43
5000
1.40 1.60 1.80 2.00
15 58 m/z 42.00 7.54%
o 2528 3639 146 53 67 77 83
mz> B 10 15 2 95 3 35 40 45 50 53 80 65 70 78 b B 80 05
Abundance
43
1.40 1.60 1.80 2.00
5000 58 m/z 39.00 4 _.90%
15
0 18 2731 3639 53
L A L LAY RAAEN LARAN RRRANRALAN SARLN RALK) RARA) LS LARRN LAY RURRD LAAANRRASN ALY RUALNLAN
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #67: Hydrogen azide B o
43 1.40 1.60 1.80 2.00

m/z 44_.10 3.65%

5000 15
28

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 1.40 1.60 1.80 2.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032015\
Data File : BFO77874.D

Aca On : 20 Mar 2015 20:25

Operator : TP/1Z

Sample : 6G1575-13

Misc oW

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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
4.88 5.79 ng 74205 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2.3-Butanedione. 101 C4H7NO2 000057-71-6 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

monooxime

Abundance Scan 349 (4.876 min): BFO77874.D (-347) (-) m/z 43.10 100.00%
43
59
5000
1o 460 480 500 520
83 - - - -
o A ...,....,....',|....,....,....,....,....,?97.. m/z 59.10 54.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L L L L LB
460 4.80 5.00 5.20
59 m/z 101.10 18.43%
2\7\\ Il H 70 83 i
O I e o L TR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
R A R
57 460 4.80 5.00 5.20
5000 m/z 58.10 15.54%
29 101
15 73 85
Ol i o 1 e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4323: 3-Hexanol T e
59 460 4.80 5.00 5.20
m/z 41.10 9.14%
5000 31 43 73
\M “\H \“\ | 84 101
e e R e TS R B A o — e
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\BF032015\
Data File : BFO77874.D

Aca On : 20 Mar 2015 20:25

Operator : TP/1Z

Sample : 6G1575-13

Misc oW

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 unknown6.84 Concentration Rank 1

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

6.84 83.43 ng 1069850 1,4-Dichlorobenzene-d4 7.13
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 521 (6.842 min): BF077874.D (-518) (-) m/z 132.00 100.00%
132
5000
68
9% " 660 6.80 7.00 7.20
40 54 : : : :
o {8 % 2 m/z 134.00  33.41%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 URRBE USSR R
6.60 6.80 7.00 7.20
2 51 m/z 68.10 32.31%
0"kﬁﬁlw'l'““jg"'l“'”l"" R SN DN DU
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132
" 660 6.80 7.00 7.20
5000 67 m/z 66.10 20.43%
41 97
53
79 117
107
e L B A UL W L L UL WL B
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine-propionyl L o o Eaa
57 132 6.60 6.80 7.00 7.20
24 m/z 69.10 12.35%
5000 og 116
0 S | TINN (NN .,mt .M,. M 198 ..,.1??. S— SN | U | CN—
m/z--> 40 60 80 100 120 140 160 180 200 6.60 6.80 7.00 7.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032015\
Data File : BFO77874.D

Acq On : 20 Mar 2015 20:25

Operator : TP/1Z

Sample : G1575-13

Misc W

ALS Vial : 13 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]
Butane, 2-methoxy... 1.57 24_4 ng 312218 1 7.13 256466 20.0
unknownl .65 1.65 4.6 ng 58567 1 7.13 256466 20.0
2-Pentanone, 4-hy... 4.88 5.8 ng 74205 1 7.13 256466 20.0
unknown6 .84 6.84 83.4 ng 1069850 1 7.13 256466 20.0
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