LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088098.D

Aca On 17 Jun 2016 17:39

Operator : UM/SJ

Sample - H3558-02

Misc :

ALS Vial : 8 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-BF060716.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 1.667 6 7 16 rVB 242300 410099 10.16% 1.835%
2 1.793 16 18 75 rVvB 1566237 4035765 100.00% 18.060%
3 4.136 220 223 236 rVB 425040 562567 13.94% 2.517%
4 4.833 282 284 287 rBV 447608 670102 16.60% 2.999%
5 5.279 321 323 334 rVB 695726 637126 15.79% 2.851%

5.690 357 359 362 rBV 124632 105235 2.61% 0.471%
6.330 413 415 421 rBV 446482 413790 10.25% 1.852%
1081981 1121644 27.79% 5.019%
6.696 445 447 449 rBvY 656656 582558 14.43% 2.607%
6.856 458 461 463 rVB 1242364 1699197 42.10% 7.604%
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11 7.267 494 497 499 rBV 1379181 1516698 37.58% 6.787%
12 7.976 557 559 562 rBvV 716364 786500 19.49% 3.520%
13 9.062 651 654 656 rBVY 2604163 2606106 64.58% 11.662%
14 9.462 683 689 690 rBvV 35271 48297 1.20% 0.216%
15 9.736 710 713 715 rVvV 688819 943821 23.39% 4.224%

16 10.159 747 750 753 rvB2 157829 180155 4._46% 0.806%
17 10.513 779 781 784 rBV 968235 1018508 25.24% 4 _.558%
18 10.639 791 792 797 rBV 34320 46030 1.14% 0.206%
19 11.211 840 842 844 rBV 1133288 976413 24.19%% 4 _.369%
20 12.799 978 981 983 rBV 2303584 2561169 63.46% 11.461%

21 13.839 1069 1072 1075 rBV 880920 810844 20.09% 3.628%
22 15.222 1190 1193 1196 rBV 533717 614226 15.22% 2.749%

Sum of corrected areas: 22346850
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF061716\
BFO88098.D

17 Jun 2016 17:39

UM/SJ

H3558-02

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088098.D

Aca On 17 Jun 2016 17:39

Operator : UM/SJ

Sample - H3558-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4.14 19.31 ng 562567 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
4 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 78

Abundance Scan 223 (4.136 min): BF088098.D (-220) (-) m/z 83.10 100.00%
55 83
5000 " 98
e
3.80 4.00 4.20 4.40
0 ...,....,....,..?3|;':..f‘?-.|.:.?1..‘?7.,...77.,.'...,....~,.... m/z 55.10 85.01%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 BENARBE SRR SUREE BARRE
29 98 3.80 4.00 4.20 4.40
m/z 98.10 35.92%
0 \‘\‘ 37\‘\\\ 49\‘ | 61 67 7 | 89 L
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance
83
55 380 4.00 4.20 440
5000 43 m/z 43.10 32.27%
98
29
0 23 37 49 63 69 77 91
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3403: 2-Pentene, 3,4-dimethyl-, (2)-
5 83 3.80 4.00 4.20 4.40
m/z 39.10 21.58%
41
5000
27 98
15 ‘ 69
O *NI""i l""'19“'“'|('3:'3""i "??l” l"?%' T T BENALBE SRR GBS
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088098.D

Aca On 17 Jun 2016 17:39

Operator : UM/SJ

Sample - H3558-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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-hydroxy-4-me... Concentration Rank 4

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

4.83 23.01 ng 670102 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 284 (4.833 min): BF088098.D (-282) (-) m/z 43.10 100.00%
43
59
5000
i 40 450 4k0 Sh0 820
83 : : : : :
o...,....,....,....-,'::..‘??.':I,...‘??....,.~...,...:,|....,....,....,....,...., m/z 59.10 60.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 USRS UL S L
440 460 4.80 5.00 5.20
m/z 101.10 21.00%
31 83 g3 101
Ot T T P R P e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
440 460 480 500 520
5000 M m/z 58.10 16.98%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime A R a A
43 440 460 4.80 5.00 5.20
m/z 41.10 8.73%
5000
101
oL 15 3 ] 50 6o g6
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 4.40 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088098.D

Aca On 17 Jun 2016 17:39

Operator : UM/SJ

Sample - H3558-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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-methoxy-4-me... Concentration Rank 7

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

5.69 3.61 ng 105235 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 28
3 Heptane 100 C7H16 000142-82-5 16
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 9
5 N-FormyIlmorpholine 115 C5H9NO2 004394-85-8 9

Abundance Scan 359 (5.690 min): BF088098.D (-357) (-) m/z 73.10 100.00%
43 7B
5000
k'l”'%"”l”"ﬁ'”
4o 55 83 100 115 540 560 5.80 6.00
o Y O 1V T V.S S [ m/z 43.00 87.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13496: 2-Pentanone, 4-methoxy-4-methyl-
43 73
5000 R UL U L L
5.40 560 5.80 6.00
m/z 115.10 14.11%
15 2 g %5 e gy 10 1P
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
30 73
43 540 560 580 6.00
5000 m/z 41.10 9.65%
o P 51 58 83 100 117
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #3972: Heptane A..,....,....,....,....
43 540 560 5.80 6.00
m/z 100.10 6.38%
5000 57 71
29
100
o 15 L‘ 37 51| es| 85
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061716\
Data File : BF088098.D

Aca On 17 Jun 2016 17:39

Operator : UM/SJ

Sample - H3558-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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 unknown6.46 Concentration Rank 3

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

6.46 38.51 ng 1121640 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 426 (6.456 min): BF088098.D (-424) (-) m/z 132.00 100.00%
132
5000 68
96 RSN SRS RS R
40 54 28 06 6.20 6.40 6.60 6.80
o} o m/z 68.10 43 .24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RSN SARE SR R
6.20 6.40 6.60 6.80
2 51 m/z 134.00 32.43%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
" 620 6.40 6.60 6.80
5000 m/z 66.10 27 .27%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!  REmma R E
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 17.13%
5000 98 116
| ...,...‘n,m..u“,.uh.,Mh..h,..“‘.,...¥5§...., 189 SN (0 § SN—
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061716\
Data File : BF088098.D

Acq On 17 Jun 2016 17:39

Operator : UM/SJ

Sample - H3558-02

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
3-Penten-2-one, 4. .. 4.14 19.3 ng 562567 1 6.70 582558 20.0
2-Pentanone, 4-hy... 4.83 23.0 ng 670102 1 6.70 582558 20.0
2-Pentanone, 4-me... 5.69 3.6 ng 105235 1 6.70 582558 20.0
unknown6 .46 6.46 38.5 ng 1121640 1 6.70 582558 20.0
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