LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
Data File : BF080486.D

Acq On 15 Jul 2015 12:02

Operator : TP/UM

Sample : G2973-08

Misc :

ALS Vial : 19 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:\HPCHEMI1\BNA_F\METHODS\8270-BF071415_.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 2.155 4 6 14 rBvV 101876 186287 18.68% 2.217%
2 2.270 14 16 28 rvv 198878 291898 29.27% 3.474%
3 2.430 28 30 37 rvB 6023 10830 1.09% 0.129%
4 4.738 231 232 239 rBB 8039 13020 1.31% 0.155%
5 5.333 281 284 302 rBV 477146 525126 52.66% 6.249%

5.756 319 321 334 rBV 732260 683781 68.57% 8.137%
6.133 353 354 361 rBB 37401 45044 4_.52% 0.536%
6.761 407 409 412 rBV 744871 728847 73.09% 8.673%
6.899 419 421 423 rBvV 977615 788525 79.08% 9.384%
7.127 439 441 443 rBvY 141506 160697 16.12% 1.912%

=
QO ~NO®

11 7.276 453 454 457 rBvY 403034 488416 48.98% 5.812%
12 7.687 488 490 492 rBvV 606680 482527 48.39%% 5.742%
13 8.407 551 553 556 rBvV 264745 236288 23.70% 2.812%
14 9.482 645 647 650 rvVB 1128249 908259 91.08% 10.809%
15 9.882 680 682 684 rBvV 145208 120100 12.04% 1.429%

16 10.168 705 707 710 rBB 291391 276899 27.77% 3.295%
17 10.956 774 776 779 rBv2 420372 540973 54.25% 6.438%
18 11.048 782 784 786 rBB 7608 11852 1.19% 0.141%
19 11.665 836 838 840 rBV 350721 297565 29.84% 3.541%
20 13.311 979 982 984 rBV 1059286 997184 100.00% 11.867%

21 14.545 1087 1090 1092 rBV 224014 312542 31.34% 3.719%
22 16.305 1242 1244 1251 rBV 219545 296518 29.74% 3.529%

Sum of corrected areas: 8403178
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
Data File : BF080486.D

Acq On 15 Jul 2015 12:02

Operator : TP/UM

Sample : G2973-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF071415_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080486.D

1000000 6.90

800000 576 6.76

600000 769

5.33
400000 .28
8.41

2.27
200000 713

P.1

2.43 4.74 6.13

e o T e L A S S

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF080486.D
948 13.31

1000000

800000

600000

10.96
400000 11.66

10.17
14.55

200000 0.88

1.05

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF080486.D

1000000

800000

600000

400000

16.31
200000

o————————

Time--> 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\BF071415\
Data File : BF080486.D

Acq On 15 Jul 2015 12:02

Operator : TP/UM

Sample : G2973-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071415_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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.27 36.33 ng 291898 1,4-Dichlorobenzene-d4 7.13
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 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 37
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 16 (2.270 min): BF080486.D (-14) (-) m/z 73.10 100.00%
3
5000 43
55 g7
2.202.30 2.40 2.50 2.60 2.70
oL S0 w/z 43.10  47.91%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 LA AL AL RS AR A
43 2.202.30 2.40 2.50 2.60 2.70
55 87 m/z 55.10 30.61%
o ‘%9 35 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
73
41 55 87 2.202.30 2.40 2.50 2.60 2.70
5000 m/z 87.10 23.40%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl-
73 2.202.30 2.40 2.50 2.60 2.70
m/z 41.10 16.00%
5000 43
58
29 8(
-ttt e e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 2.202.302.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
Data File : BF080486.D

Acq On 15 Jul 2015 12:02

Operator : TP/UM

Sample : G2973-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071415_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.33 65.36 ng 525126 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 284 (5.333 min): BF080486.D (-281) (-) m/z 43.10 100.00%
a3
59
5000
101 AR R U R
51 | 83 | 5.00 5.20 5.40 5.60
o) ST 5 P S m/z 59.10 55.78%
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 AN AN LS LS
59 500 520 540 560
m/z 101.10 18.19%
15 31 101
0 ‘ Tl Ly 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
43
- 500 520 540 560
5000 m/z 58.10 14 .18%
29 101
ok 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e .A,
59 5.00 5.20 5.40 5.60
m/z 41.10 9.31%
5000 41
68
0 150 . 126 147 \
R I AN IR UL LI I IR IR LA SRR LRSS RS SRS BARRY AR AR U U R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
Data File : BF080486.D

Acq On 15 Jul 2015 12:02

Operator : TP/UM

Sample : G2973-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071415_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 4 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6

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

6.13 5.61 ng 45044 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-Ethylformamide 73 C3H7NO 000627-45-2 23
3 N-FormylImorpholine 115 C5H9NO2 004394-85-8 9
4 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9

Abundance Scan 354 (6.133 min): BF080486.D (-353) (-) m/z 43.10 100.00%
43 73
5000
55 e 100 115 580 6.00 620 6.40
O R B e O ot m/z 73.10 79.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 AR SRR R AR AN
5.80 6.00 6.20 6.40
m/z 41.10 10.85%
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 73
580 6.00 6.20 640
5000 m/z 39.10 7.33%
58
44
15 38 51
G s R R RS IR R R IS R WS RRARS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7543: N-Formylmorpholine s e R mama
29 5.80 6.00 6.20 6.40
m/z 115.10 7.29%
5000 42 56 s
100
ol = 2 T
0"W'H“l'ﬂ'ﬂ“"ﬁw'w'lﬂl'“'lt'w'”“l'“'|“"w"w"' ARSI R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
Data File : BF080486.D

Acq On 15 Jul 2015 12:02

Operator : TP/UM

Sample : G2973-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071415_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 5 unknown6.90 Concentration Rank 1

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

6.90 98.14 ng 788525 1,4-Dichlorobenzene-d4 7.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 421 (6.899 min): BF080486.D (-419) (-) m/z 132.10 100.00%
132
5000 68
96 IR LA S R
40 o5y 6.60 6.80 7.00 7.20
o Jrer lws W m/z 68.10 46.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L U LA BN IR
6.60 6.80 7.00 7.20
31 51 78 m/z 134.10 32.03%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
660 680 7.00 720
5000 m/z 66.10 29.42%
33 aa o 105
o 60 80 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B R
57 132 6.60 6.80 7.00 7.20
24 m/z 69.10 18.32%
5000 og M°
o -‘-“‘. I‘??..I‘L!J()I?.‘.\‘I”\HII”|1|58””||1|8? 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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF071415\
Data File : BF080486.D

Acq On 15 Jul 2015 12:02

Operator : TP/UM

Sample : G2973-08

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071415_.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]
Butane, 2-methoxy... 2.27 36.3 ng 291898 1 7.13 160697 20.0
2-Pentanone, 4-hy... 5.33 65.4 ng 525126 1 7.13 160697 20.0
2-Pentanone, 4-me... 6.13 5.6 ng 45044 1 7.13 160697 20.0
unknown6 .90 6.90 98.1 ng 788525 1 7.13 160697 20.0
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