LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00270.D

Aca On : 06 Mar 2018 18:51

Operator : JU/SJ

Sample : J1792-15

Misc :

ALS Vial : 17 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 N\METHODS\8270-BN020718.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 3.228 35 41 50 rBv 354820 720613 3.59% 0.662%
2 3.310 50 55 80 rvB 987791 1661824 8.28% 1.527%
3 5.434 410 416 426 rBV 133023 210148 1.05% 0.193%
4 5.928 492 500 512 rBV 2681772 4321671 21.53% 3.972%
5 7.575 772 780 790 rBVY 1731358 2902492 14.46% 2.668%

7.969 838 847 866 rBV 5478562 9233378 46.00% 8.487%
8.445 920 928 943 rBV 1124636 1890086 9.42% 1.737%
8.781 976 985 996 rBV 5228855 8877883 44.23% 8.160%
9.628 1118 1129 1137 rBV 4374839 7617864 37.95% 7.002%
11.287 1403 1411 1419 rBV 1778594 3045633 15.17% 2.799%

=
QO ~NO®

11 13.692 1812 1820 1829 rBV 11237744 17539821 87.38% 16.121%
12 14.492 1948 1956 1962 rBV 148805 233577 1.16% 0.215%
13 15.057 2045 2052 2060 rVB2 2582250 3999901 19.93% 3.676%
14 15.857 2176 2188 2193 rBV2 143261 234146 1.17% 0.215%
15 16.533 2296 2303 2318 rBV 7336467 11130925 55.45% 10.231%

16 16.710 2328 2333 2343 rBvV 130619 218156 1.09% 0.201%
17 17.780 2504 2515 2527 rBV2 3101805 4561237 22.72% 4.192%
18 18.616 2652 2657 2668 rBV 194409 328698 1.64% 0.302%
19 19.863 2864 2869 2877 rBV 149095 236398 1.18% 0.217%
20 20.339 2944 2950 2955 rBV 15111008 20073443 100.00% 18.450%

21 21.892 3208 3214 3222 rVB 3664796 4952673 24.67% 4 _.552%
22 24.368 3627 3635 3646 rVB 2318340 4809765 23.96% 4.421%

Sum of corrected areas: 108800332
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00270.D

Aca On : 06 Mar 2018 18:51

Operator : JU/SJ

Sample : J1792-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BNO00270.D

7.97 8.78
9.63

5.93

7.57 11.29
3.31 8.45

3. 5.43

0

Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

0

TIC: BN000270.D
20134

13.69

16.53

15.06 17.78

14.49 15.86 16.71 18.62 19.86 L

Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1.4e+07

1.2e+07

1e+07

8000000

6000000

4000000

2000000

TIC: BNO00270.D

21.89
24.37

0

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00270.D

Aca On : 06 Mar 2018 18:51

Operator : JU/SJ

Sample : J1792-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.31 17.58 ng 1661820 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 90
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 55 (3.310 min): BN000270.D (-50) (-) m/z 73.05 100.00%

73
5000
43 55 87

| 320 340  3.60
Ot el e e e 2% m/z 43.10  28.70%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 e R e
320 340 3.60

43 55 87 m/z 87.10 25.64%

29 ‘ ‘
III‘I‘III‘I‘IIIIII‘I‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance

73

87 SREMBES M S

3.20 3.40 3.60
5000 41 55 m/z 55.10 21.51%

29
97 112 129
B B L s s
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #4436: Pentane, 3-methoxy- AL maname

73 3.20 340 3.60

m/z 71.10 11.12%

5000
45
\\ ‘\ 55 101

m/z--> 20 40 60 80 100 120 140 160 180 200 320 340 3.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00270.D

Aca On : 06 Mar 2018 18:51

Operator : JU/SJ

Sample : J1792-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.43 2.22 ng 210148 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 25
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 23
4 Hexanamide 115 C6H13NO 000628-02-4 12
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 415 (5.428 min): BN000270.D (-410) (-) m/z 43.05 100.00%
a3
59
5000
101 NS I WS-
73 5.00 520 540 5.60 5.80
ket 88 ®T . Tm/Zz 59.10 59.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R L IR S
59 5.00 5.20 540 5.60 5.80
m/z 101.10 23.86%
15 4 101
'"W'Whﬂh"*I”"??”'“"”I"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
31 59
500 520 540 560 580
5000 m/z 58.05 18.47%
13 73 g7 102
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone REEEE e e i
43 5.00 520 540 5.60 5.80
m/z 41.10 9.84%
5000 101
28 59
70 84
...:L‘asl.“.”..‘i‘l..“l“i..‘.‘.l‘....|‘....|....|....|....|....|....
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 520 540 5.60 5.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA N\DATA\BNO30618\
Data File : BN0O00270.D

Aca On : 06 Mar 2018 18:51

Operator : JU/SJ

Sample : J1792-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA N\METHODS\8270-BN020718_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 unknown7.97 Concentration Rank 1

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

7.97 97.70 ng 9233380 1,4-Dichlorobenzene-d4 8.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 847 (7.969 min): BN000270.D (-838) (-) m/z 132.10 100.00%
5000 68
20 54 % 7.60 7.80 8.00 8.20 8.40
0 .Jr,f??.!ﬂso.?.,.. 29 || m/z 68.10  41.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52379: Tranylcypromine-propiony!
57 132
74
5000 g MO U N R R L
7.60 7.80 8.00 8.20 8.40
m/z 134.10 33.02%
S .n o M .nh.,‘m..kq. U 158 }?9.,....
m/z--> 20 40 100 120 140 160 180 200
Abundance
132
117 7.60 7.80 8.00 8.20 8.40
5000 m/z 66.10 27 .20%
39 91
27~ Sl 65 77 105
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #14132: l,3,4—Thiadiazole—2(3H)—thione, 5'm9thy|' LI I L L L
56 132 7.60 7.80 8.00 8.20 8.40
m/z 69.10 16.71%
5000
15 \‘ 4\2\ H‘ ‘ 76 91 |
m/z--> 2|0 4|0 6|0 8|0 1(I)O 1%0 140 1(|30 18|O 2(I)O 7.60 7|80 800 8|20 840
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_N\DATA\BNO30618\
Data File : BN0O00270.D

Acq On : 06 Mar 2018 18:51

Operator : JU/SJ

Sample : J1792-15

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_N\METHODS\8270-BN020718_.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]
Butane, 2-methoxy... 3.31 17.6 ng 1661820 1 8.45 1890090 20.0
2-Pentanone, 4-hy... 5.43 2.2 ng 210148 1 8.45 1890090 20.0
unknown? .97 7.97 97.7 ng 9233380 1 8.45 1890090 20.0
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