LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1I\BNA G\DATA\BGO30619\
Data File : BG039790.D
Aca On : 6 Mar 2019 16:48 Instrument :
Operator : JU/SJ ?Z'I\!A_(t;S el

- - lentosampleld :
a?zgle : K1704-12 PST-028-SW003-022719
ALS Vial : 10 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 G\METHODS\8270-BG030419.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 3.208 15 20 29 rBv 73093 141681 4.14% 0.753%
2 3.284 29 33 42 rVB 39333 62689 1.83% 0.333%
3 5.699 437 444 458 rBV 870134 1383076 40.44% 7 .354%
4 7.302 709 717 728 rBV 937307 1658486 48.50% 8.818%
5 7.684 773 782 792 rVwV 853781 1466036 42.87% 7.795%

8.154 855 862 873 rvB 156247 269583 7.88% 1.433%
8.477 910 917 926 rBV 542042 943109 27.58% 5.015%
9.335 1055 1063 1072 rBV 514079 934704 27.33% 4_.970%
229838 414354 12.12% 2.203%
13.406 1744 1756 1763 rBV 1456225 2289825 66.96% 12.175%
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11 14.222 1888 1895 1900 rBV 82333 117222 3.43% 0.623%
12 14.780 1982 1990 2001 rBvV2 389607 647282 18.93% 3.442%
13 16.267 2232 2243 2253 rBV 1342647 1998927 58.45% 10.628%
14 17.524 2451 2457 2468 rVB2 536143 840796 24 _.59% 4.471%
15 18.375 2591 2602 2607 rBv4 45637 73648 2.15% 0.392%

16 20.120 2892 2899 2905 rBV 2593664 3419803 100.00% 18.183%
17 21.407 3113 3118 3127 rBV 57614 118083 3.45% 0.628%
18 21.812 3178 3187 3194 rBV 553304 927804 27.13% 4_.933%

19 23.304 3432 3441 3448 rBV4 22885 47941 1.40% 0.255%

20 23.504 3469 3475 3481 rBV3 17372 34631 1.01% 0.184%

21 24.138 3577 3583 3589 rBV4 22149 48922 1.43% 0.260%

22 25.184 3747 3761 3773 rVB2 302683 926868 27.10% 4.928%

23 26.312 3945 3953 3958 rBV5 15169 41868 1.22% 0.223%
Sum of corrected areas: 18807338
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO030619\

Data File : BG039790.D

Aca On : 6 Mar 2019 16:48

Operator : JU/SJ

ﬁ?gg le K1704-12 PST-028-SW003-022719
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG039790.D
2500000

2000000

1500000

1000000 5.70 730 68

8.48
500000 9.33
10.97

8.15
233

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11. 50 12. OO 12. 50
Abundance TIC: BG039790.D
2500000 20112

2000000

13.41
1500000 16.27

1000000

17.52 21.81
500000 14.78

14.22 18.38 21.41
O e o e e e e e e e A e e b

Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG039790.D
2500000

2000000

1500000

1000000

500000
25.18

23.28.50 24.14 26.31

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:\SVOASRV\HPCHEM1\BNA G\DATA\BGO030619\

Data File : BG039790.D

Aca On : 6 Mar 2019 16:48

Operator : JU/SJ

3?22 le K1704-12 PST-028-SW003-022719
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.28 4.65 ng 62689 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 33
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 17
5 1,3-Dioxolane, 2-butyl- 130 C7H1402 004360-76-3 17

Abundance Scan 32 (3.278 min): BG039790.D (-29) (-) m/z 73.10 100.00%
7B
5000 43 o
87

3.203.303.40 3.503.60 3.70
..,....,....,..3.6.',|.'.'..,~.~..-.,.‘??.,-|.:..,..:|.~,....,....,....,....1,3?2..., m/z 43.15 38.27%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
78

o

43 3.203.303.40 3.503.60 3.70
55 87 m/z 55.15  29.24%
2 ] |
0 N |l 80
o RN R e o o A Raana
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
78
41 55 87 3.203.303.40 3.503.60 3.70
5000 m/z 87.25 21.66%
29
0 1\5 ‘ ‘ | ‘ l ‘ 1 ‘ il \‘ I . 97
R o R o s e o o e O A Raana
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4398: Silane, ethyltrimethyl-
78 3.203.303.40 3.503.60 3.70

m/z 41.15 15.60%

5000 59
87
29 \\ 52 | 66 || 102
e e e e e e e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.203.303.403.503.60 3.70

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO030619\

Data File : BG039790.D

Aca On : 6 Mar 2019 16:48

Operator : JU/SJ

3?22 le K1704-12 PST-028-SW003-022719
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 unknown7.68 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.68 108.76 ng 1466040 1,4-Dichlorobenzene-d4 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
4 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 781 (7.678 min): BG039790.D (-773) (-) m/z 132.15 100.00%
5000 68
96 U ISR L I R
40 54 -8 | 106 7.40 7.60 7.80 8.00
0 e LAe m/z 68.15 45.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 98 116 A

7.40 7.60 7.80 8.00
m/z 134.15  32.26%

0 158 189
T L B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
R RAREEEE m
7.40 7.60 7.80 8.00
5000 m/z 66.15 31.79%
33 44 o 105
60 ‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14503: 1H-Benzimidazole, 2-methyl- R b
132 7.40 7.60 7.80 8.00
m/z 69.15 18.77%
5000
63
15 2839 %2 71 77 0 Wue |
LA e o o e B B L i o o o P e e
m/z--> 20 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BGO030619\

Data File : BG039790.D

Aca On : 6 Mar 2019 16:48

Operator : JU/SJ

3?22 le K1704-12 PST-028-SW003-022719
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG030419.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 5 Heptafluorobutyric acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.41 2.55 ng 118083 Chrysene-di12 21.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 1-Tricosene 322 C23H46 018835-32-0 91
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance Scan 3119 (21.413 min): BG039790.D (-3113) (-) m/z 43.15 100.00%
83
5000
s oas 27 358 21'00 21120 7140 2160 2185
o} m/z 55.20 87 .55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
83
5000 R U BUARIL BN
11 21,00 21.20 21.40 21.60 21.80
m/z 57.15 83.50%
29 139 189 210
NI O O o - Y -
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
83 21,00 21.20 21.40 21.60 21.80
5000 m/z 83.15 75 .30%
111
2 ‘ 169
oL AP mo8 e s
m/z--> 50 100 150 200 250 300 350 400
Abundance #163016: 1-Tricosene
57 g3 21.00 21.20 21.40 21.60 21.80
m/z 69.15 69.10%
5000
111
29
ol LU ) 15?169 196 224 252 294 322
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO030619\

Data File : BG039790.D

Acq On : 6 Mar 2019 16:48

Operator : JU/SJ

3?22 le - K1704-12 PST-028-SW003-022719
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG030419.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... 3.28 4.7 ng 62689 1 8.16 269583 20.0
unknown7 .68 7.68 108.8 ng 1466040 1 8.16 269583 20.0
Heptafluorobutyri... 21.41 2.5 ng 118083 5 21.81 927804 20.0
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