LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72618\
Data File : BN002170.D

Acq On 26 Jul 2018 11:55

Operator : JU/SJ

Sample - J4086-25

Misc :

ALS Vial : 5 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:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN072518_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 3.581 97 101 121 rBV 1118433 1555005 7.80% 0.411%
2 4.858 312 318 330 rvB 708534 1006490 5.05% 0.266%
3 5.311 388 395 403 rBV 5082227 7172042 35.97% 1.897%
4 6.881 654 662 675 rBVY 4725735 7706311 38.65% 2.038%
5 7.128 697 704 714 rBV 2256647 3305380 16.58% 0.874%
6 7.234 714 722 733 rVB 4925456 7791587 39.08% 2.060%
7 7.581 771 781 791 rBV 6327195 10221543 51.27% 2.703%
8 7.693 793 800 802 rvv 870311 1360684 6.82% 0.360%
9 7.728 802 806 816 rvB 2411381 3732837 18.72% 0.987%
10 8.011 846 854 868 rvB 3703356 5950231 29.84% 1.574%
11 8.846 987 996 999 rBV 2752499 5025115 25.20% 1.329%
12 8.887 999 1003 1021 rVB 4571880 7213458 36.18% 1.908%
13 10.463 1262 1271 1274 rBV 1017205 1751769 8.79% 0.463%
14 10.516 1274 1280 1294 rVB 8818396 15172997 76.10% 4.012%
15 10.799 1321 1328 1339 rBV 5571831 8841548 44 _35% 2.338%
16 12.134 1545 1555 1563 rBVY 10069690 16128797 80.90% 4.265%
17 12.481 1607 1614 1623 rVB 2963335 4560344 22.87% 1.206%
18 12.940 1685 1692 1703 rBV 6389711 9724344 48.77% 2.572%
19 13.199 1725 1736 1745 rBV 8786893 14092551 70.68% 3.727%
20 13.910 1849 1857 1864 rBV 5144848 7230338 36.27% 1.912%
21 14.046 1872 1880 1891 rBV 6414688 9563094 47.97% 2.529%
22 14.322 1921 1927 1932 rBV2 1243508 1917647 9.62% 0.507%
23 14.387 1932 1938 1946 rVB 3777483 5468820 27.43% 1.446%
24 14.704 1985 1992 1994 rBV 5943403 10113457 50.73% 2.674%
25 14.722 1994 1995 2010 rVB 6685687 7604284 38.14% 2.011%
26 15.157 2062 2069 2075 rBV 8387135 11551360 57.94% 3.055%
27 15.375 2099 2106 2119 rBV 13672061 19937229 100.00% 5.272%
28 15.816 2174 2181 2195 rBV 4486650 6153823 30.87% 1.627%
29 16.263 2251 2257 2264 rBV 3208700 4494848 22.54% 1.189%
30 16.381 2270 2277 2284 rBV 2877728 4054953 20.34% 1.072%
31 17.069 2388 2394 2397 rBV 1325677 1949581 9.78% 0.516%
32 17.116 2397 2402 2410 rVV 8659305 12482315 62.61% 3.301%
33 17.204 2410 2417 2431 rVB 8855678 13178367 66.10% 3.485%
34 18.045 2554 2560 2566 rBV 7613107 9434635 47.32% 2.495%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72618\
Data File : BN002170.D

Acq On 26 Jul 2018 11:55

Operator : JU/SJ

Sample - J4086-25

Misc :

ALS Vial : 5 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:\SVOASRV\HPCHEMI\BNA_ N\METHODS\8270-BN072518_.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 19.134 2738 2745 2759 rBVY 7079895 9597609 48.14% 2.538%
36 19.498 2798 2807 2816 rBV 9792111 13360063 67.01% 3.533%
37 19.704 2836 2842 2848 rBV 8035746 10247514 51.40% 2.710%
38 20.410 2957 2962 2967 rBV 10457160 11619541 58.28% 3.073%
39 21.269 3102 3108 3117 rBV 1573312 2097756 10.52% 0.555%
40 22.075 3239 3245 3255 rVB 10586923 13349378 66.96% 3.530%
41 22.833 3366 3374 3378 rBVY 7195553 13473439 67.58% 3.563%
42 22.880 3378 3382 3394 rVB 7668326 11948207 59.93% 3.160%
43 23.404 3462 3471 3479 rBVY 5195949 9990542 50.11% 2.642%
44 23.492 3479 3486 3496 rVB 1138751 2209720 11.08% 0.584%
45 25.739 3856 3868 3880 rVB 2977305 8161842 40.94% 2.158%
46 26.427 3969 3985 4002 rVB 4522112 14643801 73.45% 3.873%
Sum of corrected areas: 378147196
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN072618\
BN002170.D

26 Jul 2018 11:55

JussJ

J4086-25

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN072518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72618\
Data File : BN002170.D

Acq On : 26 Jul 2018 11:55

Operator : JU/SJ

Sample - J4086-25

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN072518_M
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._86 14.79 ng 1006490 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 318 (4.858 min): BN002170.D (-312) (-) m/z 43.00 100.00%
a3
59
5000
101 IR SRR SRRE RS
51 | 13 83 | 460 4.80 5.00 5.20
e R m/z 59.00 57.70%
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 N U L AR
59 460 480 500 5.20
m/z 101.00 18.98%
31 83 g3 101
O e T T T T T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
460 480 500 520
5000 M m/z 57.95 15.64%
68
150 ) 126 142
O e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime AR R e e A RRE
a3 460 4.80 5.00 5.20
m/z 41.10 8.64%
5000
101
o 15 3 ] 50% 6o 86
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:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72618\
Data File : BN002170.D

Acq On : 26 Jul 2018 11:55

Operator : JU/SJ

Sample - J4086-25

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN072518_M
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 unknown7.23 Concentration Rank 1

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

7.23 114.53 ng 7791590 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene, ... 132 C10H12 028749-81-7 9
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 721 (7.228 min): BN002170.D (-714) (-) m/z 132.00 100.00%
5000 68
40 54 %6 J 6.80 7.00 7.20 7.40 7.60
ol Jrer |asus o Tn/z 68.00  44.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 A
6.80 7.00 7.0 7.40 7.60
33 44 105 m/z 134.00 32.27%
60 70 o ‘
0 P"'I'“”k"h'l'”'l"y§ﬁ'"I"”I""I”"
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 6.80 7.00 7.20 7.40 7.60
5000 gg 116 m/z 66.00 30.02%
ob oy L 89 mor ) 15 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- AR B e
132 6.80 7.00 7.20 7.40 7.60
m/z 69.00 17.87%
117
5000
01 U DAL UL B R UL UL IR
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72618\
Data File : BN002170.D

Acq On 26 Jul 2018 11:55

Operator : JU/SJ

Sample - J4086-25

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN072518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.86 14.8 ng 1006490 1 7.69 1360680 20.0
unknown7 .23 7.23 114.5 ng 7791590 1 7.69 1360680 20.0
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