LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070215\

Data File : BF080334.D

Acq On : 3 Jul 2015 9:57 Instrument :
Operator : TP/IZ BNA_F

Sample - 62873-02 ClientSampleld :
Misc - SIDEWALLWEST-2-070115
ALS Vial : 24 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-BF070115.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 2.224 9 12 29 rvB 780871 1673035 100.00% 15.790%
2 2.453 29 32 40 rvv 175621 287397 17.18% 2.712%
3 2.578 42 43 49 rvB2 12931 22843 1.37% 0.216%
4 5.447 291 294 301 rBY 281788 285425 17.06% 2.694%
5 5.847 327 329 331 rBY 968764 859409 51.37% 8.111%
6 6.247 362 364 367 rBB 26977 23104 1.38% 0.218%
7 6.842 414 416 419 rBV 854471 838471 50.12% 7.913%
8 7.002 428 430 433 rBY 926155 893349 53.40% 8.431%
9 7.242 449 451 453 rBB 192852 151054 9.03% 1.426%
10 7.402 463 465 467 rBY 759482 677481 40.49% 6.394%

11 7.802 497 500 502 rBvV 388107 500681 29.93% 4._.725%
12 8.533 562 564 566 rBV 223063 194307 11.61% 1.834%
13 9.608 655 658 660 rBY 1240136 1025068 61.27% 9.674%
14 9.996 690 692 694 rBvV 120657 97645 5.84% 0.922%
15 10.293 717 718 720 rBV 166978 205470 12.28% 1.939%

16 11.094 786 788 790 rBV 570055 643242 38.45% 6.071%
17 11.802 847 850 851 rBvV 270631 243545 14 .56% 2.299%

18 11.825 851 852 854 rVvB 37395 26672 1.59% 0.252%
19 13.082 959 962 964 rVB 50105 43651 2.61% 0.412%
20 13.334 981 984 987 rVB 36161 39590 2.37% 0.374%
21 13.482 995 997 1000 rBV 1030708 1180916 70.59% 11.145%
22 14.580 1090 1093 1098 rBV3 6127 19069 1.14% 0.180%
23 14.762 1106 1109 1111 rBV 258009 317240 18.96% 2.994%
24 16.100 1224 1226 1232 rBV 16764 35241 2.11% 0.333%
25 16.545 1262 1265 1268 rBV 9946 17298 1.03% 0.163%

26 16.614 1268 1271 1276 rBV 195907 294558 17.61% 2.780%

Sum of corrected areas: 10595761
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070215\

Data File : BF080334.D

Acq On > 3 Jul 2015 9:57

Operator : TP/1Z

ﬁ?ggle : 62873-02 SIDEWALLWEST-2-070115
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070115.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF080334.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070215\

Data File : BF080334.D

Acq On > 3 Jul 2015 9:57

Operator : TP/1Z

ﬁ?ggle : G2873-02 SIDEWALLWEST-2-070115
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070115.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.45 38.05 ng 287397 1,4-Dichlorobenzene-d4 7.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 43
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 32 (2.453 min): BF080334.D (-29) (-) m/z 73.10 100.00%
73
5000 43
55 87 SN b GV ——
3| 220 240 260 2.80
| 1 N N RPN ) AR m/z 43.10 37.09%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4391: Butane, 2-methoxy-2-methyl-
73
5000 43 55 220 240 260 280
- 87 m/z 55.10 25.80%
. 13 |40 | 6167 101
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance
73
220 240 260 280
5000 m/z 87.10 25.42%
43
oL 2 15 29 3 53 59 66 88
miz--> 0 10 20 30 40 50 60 70 8 90 100
Abundance #2022: 1,3-Dioxolane, 2-methyl- A
73 220 240 260 2.80
m/z 41.10 13.15%
5000 43
58
0"'w"w"“l'”“w“"ﬂ*'w"“l'“'l”"w"w"“l'“'l T T T T
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 220 240 260 2.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070215\

Data File : BF080334.D

Acq On > 3 Jul 2015 9:57

Operator : TP/1Z

ﬁ?ggle : G2873-02 SIDEWALLWEST-2-070115
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070115.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 unknown2.58 Concentration Rank 7

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

2.58 3.02 ng 22843 1,4-Dichlorobenzene-d4 7.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 43
2 2,2"-Bi-1,3-dioxolane 146 C6H1004 006705-89-1 9
3 Glycine 75 C2H5NO2 000056-40-6 5
4 Ethylamine 45 C2H7N 000075-04-7 4
5 Ethanethioamide 75 C2H5NS 000062-55-5 4

Abundance Scan 43 (2.578 min): BF080334.D (-42) (-) m/z 75.10 100.00%
75
5000 45
i 86 220 2.40 260 280 3.00
Obrprrre e b e bbb b e || M/ 73.10  80.67%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4671: Propane, 1,1-dimethoxy-
75
5000 29 45 USRI RS UL L
2.20 2.40 260 2.80 3.00
m/z 45.10 41.67%
Lol 9 | &
A A R AR A KR KA RSN RRAAS SARSN LALRN LARLS LRI RARAN A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73
220 2.40 260 280 3.00
5000 45 m/z 41.10 38.18%
29
. 19 58 86 94101 146
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #854Glycme |..|||||||/|\||||||||||||
30 2.20 2.40 2.60 2.80 3.00

m/z 47.05 17.59%

5000

75
45 5

Lo T mas S e o R R B Sl Ranas SRR

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 220 2.40 260 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070215\

Data File : BF080334.D

Acq On > 3 Jul 2015 9:57

Operator : TP/1Z

ﬁ?ggle : G2873-02 SIDEWALLWEST-2-070115
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070115.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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.45 37.79 ng 285425 1,4-Dichlorobenzene-d4 7.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 294 (5.447 min): BF080334.D (-291) (-) m/z 43.10 100.00%
a3
59
5000
101 HRRE UL UL L
51| 83 | 520 5.40 5.60 5.80
o) B S P S m/z 59.10 54.68%
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 59 520 540 560 580
m/z 101.10 18.58%
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
59
520 540 560 580
5000 M m/z 58.10 15.62%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime R b RARas mEa
43 520 5.40 5.60 5.80
m/z 41.10 9.04%
5000
101
15 ;| 3P e e
R A R SR RN ARAR RRARA RARSA RARAN AARAN LALA RALRS RS RARRY HRRE UL UL I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070215\

Data File : BF080334.D

Acq On > 3 Jul 2015 9:57

Operator : TP/1Z

ﬁ?ggle : G2873-02 SIDEWALLWEST-2-070115
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070115.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 unknown7.00 Concentration Rank 2

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

7.00 118.28 ng 893349 1,4-Dichlorobenzene-d4 7.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 430 (7.002 min): BF080334.D (-428) (-) m/z 132.10 100.00%
5000 68
40 g s 9|6 o6 6.60 6.80 7.00 7.20 7.40
0 AN N - A | N m/z 68.10 48.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 R R UL RN R
6.60 6.80 7.00 7.20 7.40
33 44 105 m/z 134.10 31.88%
60 70 ‘ ‘
0 '”I"J'I'”'k'ﬂ"s”'Jl'hy§P'"I"'W""I'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 m/z 66.10 31.03%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 \
Abundance #48639: Tranylcypromine- proplonyl RS e e
57 132 6.60 6.80 7.00 7.20 7.40
24 m/z 69.10 19.65%
5000 og 116
S SSSSNSSSEN MUV ¥ N S S e —
m/z--> 20 40 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070215\

Data File : BF080334.D

Acq On > 3 Jul 2015 9:57

Operator : TP/1Z

ﬁ?ggle : G2873-02 SIDEWALLWEST-2-070115
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF070115.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... 2.45 38.0 ng 287397 1 7.24 151054 20.0
unknown?2 .58 2.58 3.0 ng 22843 1 7.24 151054 20.0
2-Pentanone, 4-hy... 5.45 37.8 ng 285425 1 7.24 151054 20.0
unknown? .00 7.00 118.3 ng 893349 1 7.24 151054 20.0
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