LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN003482.D

Aca On : 09 Nov 2018 21:07

Operator : MJ/SJ

Sample = J5860-17

Misc :

ALS Vial : 14 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:\SVOASRV\HPCHEMI\BNA N\METHODS\8270-BN102418 .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

3.028 3 7 16 rVvB 73122 86941 1.90% 0.313%
3.564 94 98 111 rBV 37951 54016 1.18% 0.195%
336 343 rBV 52394 73041 1.60% 0.263%
5.417 406 413 425 rBV 1365116 1977324 43.24% 7.123%
7.005 675 683 698 rBvV 1376317 2340852 51.19% 8.433%
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7.375 739 746 755 rBV 1450883 2313687 50.60% 8.335%
7.846 820 826 832 rBV 346327 545547 11.93% 1.965%
881 889 rBV 1127572 1782602 38.98% 6.422%
9.016 1017 1025 1033 rBvV 868029 1383134 30.25% 4.983%
10.646 1294 1302 1313 rBV 507024 822809 17.99% 2.964%
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11 13.104 1713 1720 1729 rBV 2603997 3771276 82.47% 13.586%
12 13.934 1855 1861 1868 rVB 325808 428686 9.37% 1.544%
13 14.487 1948 1955 1963 rVB2 771295 1135560 24.83% 4_.091%
14 15.975 2201 2208 2219 rBV 1914599 2714522 59.36% 9.779%
15 17.228 2415 2421 2427 rBV2 950741 1285385 28.11% 4.631%

16 18.098 2565 2569 2581 rBV 49424 67348 1.47% 0.243%
17 19.845 2860 2866 2871 rBV 3854195 4572938 100.00% 16.474%
18 21.092 3075 3078 3087 rBV 61994 97134 2.12% 0.350%

19 21.404 3126 3131 3138 rBV 989888 1176732 25.73% 4_.239%
20 23.721 3517 3525 3534 rBV2 576353 1128369 24.67% 4._.065%

Sum of corrected areas: 27757903
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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:\SVOASRVA\HPCHEMI\BNA N\DATA\BN110918\

BN0O03482.D

09 Nov 2018 21:07

MJ/SJ

J5860-17

14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA N\METHODS\8270-BN102418_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000
.03

TIC: BNO03482.D

5.42 7.00 738

7.85
3.56 4.96

9.02

10.65

Ot

Time--> 3.00

3.50
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400 450 500 550 6.00 650 700 750 800 850

9.00

9.50

T
10.00 10.50 11.00 11.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BN003482.D

13.10

15.97

17.23
14.49

13.93

18.10

19.85

O
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

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BN003482.D

21.40
23.72

21.09

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 : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN003482.D

Aca On : 09 Nov 2018 21:07

Operator : MJ/SJ

Sample = J5860-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.03 3.19 ng 86941 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10

Abundance Scan 7 (3.028 min): BN003482.D (-3) (-) m/z 73.10 100.00%
73.1
5000
43.0
550 8.1 U A S R UL
3.10 3.20 3.30 3.40
Ol e e b e e || M/Z 43.00  34.49%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 U R R R UL
43.0 3.10 3.20 3.30 3.40
550 87.0 m/z 55.00 26.35%
29.0
0'I””H'””#J”I”'W'”'PI”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 U A S R UL
3.10 3.20 3.30 3.40
5000 41.0 550 m/z 87.10 24 .98Y%
29.0 ‘
o T “ Ay “ ‘ , 970 1120  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl- B
73.0 3.10 3.20 3.30 3.40
m/z 71.00 11.85%
5000 59.0
87.0
43.0
29.0 Iy " 1 “ 102.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 310 320 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN003482.D

Aca On : 09 Nov 2018 21:07

Operator : MJ/SJ

Sample = J5860-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.96 2.68 ng 73041 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 25
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 335 (4.958 min): BN003482.D (-331) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R AREEs s S e
83.0 4.60 4.80 5.00 5.20
O+ e e e e e m/z 59.00 57.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SRR SR R
59.0 460 480 500 520
0
15.0 a10 1010 m/z 101.00 21.99%
: 83.0
0"'w"'w'”“m"”m"'w"'w"'w"'w"'w"’w"'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59.0
460 480 500 520
5000 41.0 m/z 58.00 17.62%
31.0
69.0 87.0
0 15.0 ““ ‘m‘ SOQ“‘ . 98.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.59%
5000
101.0
15.0 58.0
I O - YRR Y-
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA N\DATA\BN110918\
Data File : BN003482.D

Aca On : 09 Nov 2018 21:07

Operator : MJ/SJ

Sample = J5860-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA N\METHODS\8270-BN102418_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 3 unknown7.38 Concentration Rank 1

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

7.38 84.82 ng 2313690 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 747 (7.381 min): BN003482.D (-739) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 ISR SRS LS A
40.0 540 J 7.00 7.20 7.40 7.60 7.80
ol ..:-.,:|-.|.'.8,1-9..!,':.1.1“?-?..-.,....,....,.... m/z 68.10  34.81%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 L A UL L L
7.00 7.20 7.40 7.60 7.80
310 5L0 m/z 134.00 33.03%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 22.17%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 7.00 7.20 7.40 7.60 7.80
m/z 96.00 13.87%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R B e
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_N\DATA\BN110918\
Data File : BN003482.D

Acq On : 09 Nov 2018 21:07

Operator : MJ/SJ

Sample - J5860-17

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\8270-BN102418_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]
Butane, 2-methoxy... 3.03 3.2 ng 86941 1 7.85 545547 20.0
2-Pentanone, 4-hy... 4.96 2.7 ng 73041 1 7.85 545547 20.0
unknown? .38 7.38 84.8 ng 2313690 1 7.85 545547 20.0
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