LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\

Data File : BG034058.D

Aca On - 28 Apr 2018 4:33 Instrument :
Operator : SJ/JU BNA_G

Sample - J2571-11 ClientSampleld :
Misc - 042418-SIDI-E-U-M
ALS Vial : 20 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 G\METHODS\8270-BG041918.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

4.891 268 273 286 rBV 51243 107845 1.64% 0.516%
5.379 349 356 369 rBvV2 57420 233306 3.54% 1.115%
rBv5 25306 110876 1.68% 0.530%
7.294 676 682 708 rBvV 207542 775159 11.76% 3.706%
7.758 754 761 781 rBV2 78036 289502 4_39% 1.384%
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8.064 807 813 842 rBV 569281 1445481 21.93% 6.910%
8.916 951 958 984 rBvV2 218846 888376 13.48% 4.247%
10.543 1227 1235 1254 rBV 112887 401888 6.10% 1.921%
13.011 1649 1655 1689 rBV 1479564 3380010 51.27% 16.159%
14.392 1883 1890 1916 rBV2 388718 857201 13.00% 4.098%

=
QO ~NO®

11 15.884 2138 2144 2174 rBV3 689208 1770236 26.85% 8.463%
12 16.125 2181 2185 2198 rVB2 27626 66534 1.01% 0.318%
13 17.147 2352 2359 2384 rBV2 470373 1171202 17.77% 5.599%
14 19.780 2801 2807 2839 rBV 3905712 6592028 100.00% 31.514%
15 21.078 3024 3028 3039 rBV6 38029 100185 1.52% 0.479%

16 21.389 3075 3081 3098 rBV2 562705 1399485 21.23% 6.690%
17 24.392 3582 3592 3614 rBV 355185 1328433 20.15% 6.351%

Sum of corrected areas: 20917747
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\

Data File : BG034058.D

Aca On - 28 Apr 2018 4:33

Operator : SJ/JU

ﬁ?ggle i J2571-11 042418-SIDI-E-U-M
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG034058.D
3500000
3000000
2500000
2000000
1500000
1000000
8.06
500000

7.29 8.92
489 538 6.99 \_ 7.76 10.54

Time--> 3.50 4.00 4.50 500 550 6.00 6.50 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 12.50

Abundance TIC: BG034058.D

19.78
3500000
3000000
2500000
2000000

1500000

1000000
15.88 21.39

500000 14.39 17.15
16.12 21.08

L0 e L B o i o L B e e B e BB B

Time--> 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 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG034058.D

3500000

3000000

2500000

2000000

1500000

1000000

500000 24.39

O T T T T T T T T T T T e e e e e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\

Data File : BG034058.D

Aca On - 28 Apr 2018 4:33

Operator : SJ/JU

3?22 le J2571-11 042418-SIDI-E-U-M
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.89 7.45 ng 107845 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 273 (4.891 min): BG034058.D (-268) (-) m/z 43.00 100.00%

43
59
5000

101 R o B e
83 460 480 500 520
LIy 51|| 0
Ol bbb e e e e m/z 59.00 54.10%
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 LN L L L L L L

460 4.80 5.00 5.20
m/z 101.00 21.41%

3‘1 83 03 ?
O RARAS AR RARAS LARRS RARAS RARAS AARS RERAS RRARS LARAS LAASS RARAS LAAR RARAS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43

4.60 4.80 5.00 5.20

5000 m/z 57.95 11.63%
101
ol 15 31 50 g9 g6
m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester B R EEE RS S S
59 4.60 4.80 5.00 5.20
m/z 40.95 7.27%
5000 41
68
|| s0 126 142
0...,....,....,....,....,....,....,....,....,....,....,....,....,....,....I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042718\

Data File : BG034058.D

Aca On - 28 Apr 2018 4:33

Operator : SJ/JU

3?22 le J2571-11 042418-SIDI-E-U-M
ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG041918._M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.29 Concentration Rank 2

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

7.29 53.55 ng 775159 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Xenon 132 Xe 007440-63-3 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 681 (7.288 min): BG034058.D (-676) (-) m/z 131.90 100.00%
132 ﬁ
5000 68
0 5 7 & 9|61 . ‘ 7.00 7.20 7.40 7.60
o AL 8 L W m/z 68.00 41.41%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 97 7.00 7.20 7.40 7.60
53 2 17 m/z 133.90 30.68%
0....|.... |....|.8.8..|1.0.6.. ..H.|....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
7.00 7.20 7.40 7.60
5000 m/z 66.00 26.12%
33 a . 105
O "ﬁo" "89" N '%¥5|' L UL UL DU
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 7.00 7.20 7.40 7.60
24 m/z 69.00 16.33%
5000 98 116
N -‘-M“-E-;‘%--|‘qu7-‘-“|--“‘- s 189 VLN e SV
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG042718\

Data File : BG034058.D

Acq On : 28 Apr 2018 4:33

Operator : SJ/JU

3?22 le J2571-11 042418-SIDI-E-U-M
ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG041918._M
Quant Title : 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]
2-Pentanone, 4-hy... 4.89 7.5 ng 107845 1 7.76 289502 20.0
unknown7 .29 7.29 53.5 ng 775159 1 7.76 289502 20.0
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