LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO072319\
Data File : BG041754.D

Aca On 23 Jul 2019 13:05

Operator : HP/JU

Sample : K3934-07

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-BG071519.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 3.200 14 19 27 rVB 149930 281652 9.43% 1.177%
2 5.609 422 429 440 rBV 750703 1212272 40.60% 5.065%
3 7.195 691 699 708 rBV 783886 1337956 44.81% 5.590%
4 7.577 756 764 773 rBV 755584 1322397 44.29% 5.525%
5 8.041 835 843 853 rVB 322415 576030 19.29% 2.407%

8.370 891 899 910 rVB 586612 1024322 34.30% 4._.280%
9.199 1032 1040 1050 rBV 459375 807983 27.06% 3.376%
1312 1321 1328 rBVY 446749 798633 26.75% 3.337%
13.288 1729 1736 1752 rBV 1257278 1947857 65.23% 8.138%
14.105 1867 1875 1881 rBV 123046 177503 5.94% 0.742%

O © o~ O
=
o
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O
O

11 14.657 1963 1969 1977 rBV 751286 1188663 39.81% 4._.966%
12 16.137 2215 2221 2233 rBV 1066603 1681548 56.31% 7.026%
13 17.395 2428 2435 2440 rBV2 974240 1529139 51.21% 6.389%
14 17.436 2440 2442 2448 rVV 166343 210926 7.06% 0.881%

15 17.524 2448 2457 2463 rVB 37513 81843 2.74% 0.342%
16 18.276 2576 2585 2589 rBV2 32735 75203 2.52% 0.314%
17 18.317 2589 2592 2598 rVB 36163 46261 1.55% 0.193%
18 18.464 2611 2617 2620 rBV3 34777 64226 2.15% 0.268%
19 19.440 2777 2783 2789 rBV 275247 395117 13.23% 1.651%
20 19.539 2796 2800 2806 rVB9 25942 47963 1.61% 0.200%

21 19.798 2835 2844 2852 rVB 248257 436497 14.62% 1.824%
22 19.998 2872 2878 2889 rVB 2191846 2985993 100.00% 12.476%

23 20.115 2894 2898 2905 rBv4 19578 46674 1.56% 0.195%
24 20.444 2950 2954 2958 rVB2 26676 37832 1.27% 0.158%
25 21.038 3052 3055 3062 rVB 25700 41444 1.39% 0.173%

26 21.314 3098 3102 3108 rBV3 79553 163604 5.48% 0.684%
27 21.643 3150 3158 3164 rBV 1115997 2065150 69.16% 8.629%
28 21.690 3164 3166 3175 rVB 122789 167845 5.62% 0.701%
29 21.860 3190 3195 3199 rVB3 64783 101618 3.40% 0.425%
30 22.465 3294 3298 3304 rVB 86095 153609 5.14% 0.642%

31 23.159 3411 3416 3423 rVB 113753 204633 6.85% 0.855%
32 23.823 3522 3529 3536 rBV 87295 262329 8.79% 1.096%
33 23.970 3548 3554 3562 rVB 95572 214794 7.19% 0.897%
34 24.539 3645 3651 3661 rVB3 58207 166016 5.56% 0.694%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO072319\
Data File : BG041754.D

Aca On 23 Jul 2019 13:05

Operator : HP/JU

Sample : K3934-07

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 24.680 3670 3675 3685 rVB2 78571 195538 6.55% 0.817%

36 24.839 3692 3702 3710 rBV2 647656 1882940 63.06% 7.867%

Sum of corrected areas: 23934010
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO072319\
Data File : BG041754.D

Aca On 23 Jul 2019 13:05

Operator : HP/JU

Sample = K3934-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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: BG041754.D
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Abundance TIC: BG041754.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO072319\
Data File : BG041754.D

Aca On 23 Jul 2019 13:05

Operator : HP/JU

Sample = K3934-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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.

3.20 9.78 ng 281652 1,4-Dichlorobenzene-d4 8.05
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 3-Pentanol, 2,3-dimethyl- 116 C7H160 000595-41-5 9

Abundance Scan 19 (3.200 min): BG041754.D (-14) (-) m/z 73.05 100.00%
7B
5000 43
55 87
35 o7 117 3.20 3.30 3.40 3.50 3.60
Ot ot S A+ m/z 43.10  40.15%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 LN AR AR UL UL AR
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 26.53%
A T
mz-> 20 % 4 s'o 60 70 80 90 100 110 120 130
Abundance
73
87 LN AN AR RN AR AR
3.20 3.30 3.40 3.50 3.60
5000 a1 55 m/z 87.05 26 .34%
29
0 47 67 || 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B 3.20 3.30 3.40 3.50 3.60
m/z 71.05 10.88%
5000 43
58
0'I”Hm“”'ﬂl”l”'W'”'P*”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO072319\
Data File : BG041754.D

Aca On 23 Jul 2019 13:05

Operator : HP/JU

Sample = K3934-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 unknown7.58 Concentration Rank 1

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

7.58 45.91 ng 1322400 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 765 (7.583 min): BG041754.D (-756) (-) m/z 132.00 100.00%
32
5000 68
96 RARE RSN NSRS NN
40 _ 54 | 75 103 7.20 7.40 7.60 7.80 8.00
o I 1 ,....|....,..?‘.7,...|.,.':..,.1.1.5.,....,"...,... m/z 68.10 39.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 NN AR RAAAE AR R
720 7.0 7.60 7.80 8.00
3 78 m/z 134.00 33.68%
138 ‘
0"P'“I”'W'“WPl”I”'W'”lP'”P'”I“'W'”'P'”I””I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 26.19%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine P e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.05 14 .84%

5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I

R B o e R R L o e R R

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO072319\
Data File : BG041754.D

Aca On 23 Jul 2019 13:05

Operator : HP/JU

Sample = K3934-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 4 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.97 2.28 ng 214794 Perylene-d12 24 .83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 87
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 3554 (23.970 min): BG041754.D (-3548) (-) m/z 57.10 100.00%
g7
RN R SN UL
127 155 183 203 23.60 23.80 24.00 24.20
ol ,1. L i 220 108 0 239261282 809 357 429 | /7 43.10  65.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000 R DR DU B B
85 Bmmmmmmm
29 m/z 71.10 60.78%
0 \‘ \L ‘ H\ (] u‘ 1:} \141 169 197 225 253 282
m/z--> 55 160 1éo 260 2%0 360 3éo 460
Abundance
57
23.60 23.80 24.00 24.20
5000 g5 m/z 85.10 42 .31%
29
oL 111 141 169 107 225 253 281 300 387 365 304
m/z--> 50 100 150 200 250 300 350 400
Abundance #94345: Heptadecane L L L L L DL B
57 23.60 23.80 24.00 24.20
m/z 55.10 23.72%
5000 85
29
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&'30 4(')0 23. 60 23 80 24. oo 24. 20 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BGO072319\
Data File : BG041754.D

Acq On 23 Jul 2019 13:05

Operator : HP/JU

Sample - K3934-07

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071519_.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... 3.20 9.8 ng 281652 1 8.05 576030 20.0
unknown7 .58 7.58 45.9 ng 1322400 1 8.05 576030 20.0
Eicosane 23.97 2.3 ng 214794 6 24.83 1882940 20.0
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