LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG081919\
Data File : BG042331.D

Aca On 19 Aug 2019 17:57

Operator : HP/JU

Sample : K4290-03

Misc :

ALS Vial : 4 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-BG081919.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 3.123 3 6 22 rVB 354547 513851 13.62% 2.663%
2 5.562 413 421 434 rBV 604704 1015254 26.91% 5.261%
3 7.166 686 694 715 rBV 654260 1172236 31.07% 6.075%
4 7.536 750 757 768 rBV 683638 1189510 31.53% 6.164%
5 8.006 827 837 846 rBV 195481 326949 8.67% 1.694%

8.329 884 892 907 rVB 563815 1010486 26.79% 5.236%
9.175 1026 1036 1048 rBV 372218 714830 18.95% 3.704%
10.832 1307 1318 1338 rBVY 219332 454907 12.06% 2.357%
13.282 1728 1735 1750 rBV 1322220 2202586 58.39% 11.414%
14.110 1870 1876 1890 rBV 186031 326790 8.66% 1.693%

=
QO ~NO®

11 14.663 1963 1970 1983 rBV 460720 715133 18.96% 3.706%
12 16.155 2217 2224 2246 rBV 1024618 1687499 44.73% 8.745%
13 17.412 2432 2438 2451 rBV2 577769 939826 24.91% 4_870%
14 18.306 2585 2590 2600 rBV2 40509 75367 2.00% 0.391%
15 20.027 2877 2883 2893 rBV 2764164 3772490 100.00% 19.549%

16 21.343 3102 3107 3134 rBV6 47221 206996 5.49% 1.073%
17 21.690 3159 3166 3175 rBV 718086 1161106 30.78% 6.017%

18 21.890 3195 3200 3207 rvB2 29089 42502 1.13% 0.220%
19 22.501 3300 3304 3309 rBv2 36495 60038 1.59% 0.311%
20 23.206 3418 3424 3432 rVB2 45609 90969 2.41% 0.471%
21 23.394 3450 3456 3464 rVB2 50116 99444 2.64% 0.515%
22 24.017 3556 3562 3571 rVvB4 44352 99636 2.64% 0.516%
23 24.933 3707 3718 3742 rBV2 426021 1340094 35.52% 6.945%
24 26.126 3913 3921 3932 rBvV4 23830 78645 2.08% 0.408%
Sum of corrected areas: 19297144
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042331.D

Aca On 19 Aug 2019 17:57

Operator : HP/JU

Sample : K4290-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG042331.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042331.D

Aca On 19 Aug 2019 17:57

Operator : HP/JU

Sample : K4290-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.12 31.43 ng 513851 1,4-Dichlorobenzene-d4 8.01
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 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 5 (3.117 min): BG042331.D (-3) (-) m/z 73.10 100.00%
<}
5000
37 7 3.20 3.30 3.40 3.50
b ot S e | M/Z 43.10 0 32.81%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000 AN AR AR A
43 3.20 3.30 3.40 3.50
55 87 m/z 87.10 28.13%
0 Fg 35 || | 67 1], 80
mz-> % % 40 % 6 70 8 9 100 110 1% 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 HRUN S LU R U
3.20 3.30 3.40 3.50
5000 55 m/z 55.10 25.70%
J L 79 |97 112 129
0“|“'w'“'w'“|“'w'“' U UL B B S R
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436. Pentane, 3-methoxy-
73 3.20 3.30 3.40 3.50
m/z 71.05 10.84%
5000
45
29
LM % ey | 101 /\
m/z--> 20 30 4'0 50 60 7'0 80 90 100 110 120 130 320 3.30 340 350
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081919\
Data File : BG042331.D

Aca On 19 Aug 2019 17:57

Operator : HP/JU

Sample : K4290-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_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 unknown7.54 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.54 72.76 ng 1189510 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 1-Methvlopvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9
Abundance Scan 758 (7.542 min): BG042331.D (-750) (-) m/z 132.00 100.00%

132
5000
68

96 R N EREmE s )
40 54 7 5 J 7.20 7.40 7.60 7.80
o grer | weus . m/z 134.00 33.71%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 TT [T T I T[T rrr[rrrrprrrr1
7.20 7.40 7.60 7.80
0
s st 78 m/z 68.10  33.04%
(0} T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

7.20 7.40 7.60 7.80
5000 67 m/z 66.10 21.09%

41 53 97 117
Y
N Y PO - T N N
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
132

57 7.20 7.40 7.60 7.80
m/z 69.10 13.60%

74
116
5000 98
0 11 n ‘M 8\? \ﬂj()? “‘ Iy 158 189
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I T
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG081919\

BG042331.D

19 Aug 2019 17:57
HP/JuU

K4290-03

4 Sample Multiplier: 1

: C:\Database\NIST11.L
ion Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG081919_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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
R.T. Est

21.34 3.
Hit# of 5

1 Ethanol.
2 Octacosvl

3 1-Decanol.

4 Ethanol, 2-(tetradecyloxy)-

Concentration Rank 4

Conc Area Relative to ISTD R.T.

57 ng 206996 Chrysene-di12 21.69
Tentative ID MW  MolForm CAS# Qual

2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91

trifluoroacetate 506 C30H57F302 1000351-74-9 91
2-octvl- 270 C18H380 045235-48-1 91

entafluoropropionate 472 C25H45F502 1000351-80-9 91

4 Docosvl p
5 Dotriacon

tyl pentafluoropropionate 612 C35H65F502

1000351-81-4 91

Abundance Scan 3106 (21.337 min): BG042331.D (-3102) (-) m/z 57.10 100.00%
57
111 A AR T e
155 183008 281 2100 21.20 21.40 2160
0....f”..,Lm!uﬂ.m,...w..r.“...,”..,..”,...w m/z 43.10 61.86%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57
83
5000 LA LI L L L L B LB B I
21.00 21.20 21.40 21.60
29 11 m/z 71.05 54.35%
196
0 139 168 196 227 oo
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate
57
.......” R R
97 21. 00 21. 20 21.40 21.60
5000 m/z 55.05 51.26%
29 125
ob 1 A11?3;81208 250278306 334 364392 437 488
L N I I B i S e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #119525: 1-Decanol, 2-octyl- i BRR S e e
57 21. 00 21. 20 21. 40 21 60
m/z 69.05 42 .24%
5000 83
29 111 o
oL, | 139 168 106 224252
T T [T T T e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG081919\
Data File : BG042331.D

Acq On 19 Aug 2019 17:57

Operator : HP/JU

Sample - K4290-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG081919_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... 3.12 31.4 ng 513851 1 8.01 326949 20.0
unknown? .54 7.54 72.8 ng 1189510 1 8.01 326949 20.0
Ethanol, 2-(tetra... 21.34 3.6 ng 206996 5 21.69 1161110 20.0
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