LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082919\
Data File : BG042572.D

Aca On 29 Aug 2019 19:32

Operator : HP/JU

Sample : K4577-02

Misc :

ALS Vial : 3 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\HPCHEM1I\BNA G\METHODS\8270-BG082219 .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 3.120 3 5 17 rVB 177167 235361 31.92% 5.979%
2 5.559 415 420 430 rvB2 14511 26929 3.65% 0.684%
3 7.174 691 695 698 rBV3 4580 7999 1.08% 0.203%
4 7.533 750 756 767 rBV 29965 60041 8.14% 1.525%
5 8.003 826 836 847 rBV 89791 161499 21.90% 4.103%
8.326 885 891 903 rVB 36871 68926 9.35% 1.751%
9.178 1028 1036 1044 rBV 18310 40010 5.43% 1.016%

10.823 1309 1316 1328 rBV 105553 220909 29.96% 5.612%
13.285 1729 1735 1746 rBVY 73003 144795 19.63% 3.678%
14.137 1872 1880 1887 rBV2 3318 8043 1.09% 0.204%

=
QO ~NO®

11 14.660 1963 1969 1983 rBV 204385 362074 49.10% 9.198%
12 16.164 2219 2225 2238 rBV2 58363 117946 15.99% 2.996%
13 17.415 2431 2438 2453 rBvV2 277392 499426 67.72% 12.687%
14 19.160 2731 2735 2741 rBV6 8805 17673 2.40% 0.449%
15 20.024 2876 2882 2896 rBV 258383 387582 52.56% 9.846%

16 21.687 3159 3165 3179 rVB2 365046 637116 86.40% 16.185%

17 21.875 3194 3197 3201 rVB3 17133 20508 2.78% 0.521%
18 22.492 3298 3302 3306 rVB3 23469 35875 4._.86% 0.911%
19 23.185 3416 3420 3428 rBV2 32036 65058 8.82% 1.653%
20 24.002 3553 3559 3569 rVB3 33098 81195 11.01% 2.063%

21 24.936 3708 3718 3734 rVB 236113 737435 100.00% 18.734%

Sum of corrected areas: 3936400
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082919\
Data File : BG042572.D

Aca On 29 Aug 2019 19:32

Operator : HP/JU

Sample : K4577-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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: BG042572.D
400000
300000
2000001 12
10.82
100000 8.00
753 8.33
. L 5.56 717 ﬁ J\ 9.18
B B B o o e e L B e o B o
Time--> 350 4.00 450 5.00 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG042572.D
400000 2169
300000 17.42 20.02
14.66
200000
100000 13.28
. 16.16 {vvavw*wman_Prvﬁ~uyJ b1g7 2249
o k 14.14 k IL L 19.16
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: BG042572.D
400000
300000 24.94
200000

1000001 5319 24.00

N P s . P

O

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\HPCHEMI1\BNA G\DATA\BG082919\
Data File : BG042572.D

Aca On 29 Aug 2019 19:32

Operator : HP/JU

Sample : K4577-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 1

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

3.12 29.15 ng 235361 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 5 (3.120 min): BG042572.D (-3) (-) m/z 73.10 100.00%
7B

[

5000
43 55 87
R RN SRR RER
5 49 67 3.20 3.30 3.40 3.50
o 49 el | M/Z 43.10  32.31%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 L L L L L B L L BB BN |
43 55 3.20 3.30 3.40 3.50
7 87 m/z 87.10 30.07%
N N1 S 7 R - S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 R R EAREEEEEEEEERE

3.20 3.30 3.40 3.50
5000 41 55 m/z 55.10 27 .86%

29 ‘L
o Ll el e | er 2
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- R  ARRRRE RS
73 3.20 3.30 3.40 3.50
m/z 71.10 11.95%
5000
45
29
Lo 39 % er | 101
s B B EARAasasmes e RS TR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082919\
Data File : BG042572.D

Aca On 29 Aug 2019 19:32

Operator : HP/JU

Sample : K4577-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 unknown7.53 Concentration Rank 3

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

7.53 7.44 ng 60041 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 35
2 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
3 Amphetaminil 250 C17H18N2 017590-01-1 17
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 756 (7.533 min): BG042572.D (-750) (-) m/z 132.00 100.00%
32

_;3:::::=

5000
40 54 ”l 96 7.20 7.40 7.60 7.80
”.p.”.,..”,..J,..”,..'w...w....“...,”..,.” m/z 134.00  35.72%
m/z--> 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

——

5000

7.20 7.40 7.60 7.80
m/z 68.10 30.40%

T T T
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
R N mas s
7.20 7.40 7.60 7.80
5000 m/z 66.10 21.98%
\\ \ 0 1
m/z--> 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil a7 SN A SO
132 7.20 7.40 7.60 7.80
m/z 69.00 15.47%
5000
105
39 51 65 77 | | 117 | 146159 178 208 222 ﬂw
T o e o LI E o e R e T
m/z--> 40 60 80 100 120 140 160 180 200 220 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082919\
Data File : BG042572.D

Aca On 29 Aug 2019 19:32

Operator : HP/JU

Sample : K4577-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.19 2.04 ng 65058 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 83
2 Dodecane 170 C12H26 000112-40-3 58
3 Hexacosane 366 C26H54 000630-01-3 58
4 Hentriacontane 437 C31H64 000630-04-6 58
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 52
Abundance Scan 3421 (23.191 min): BG042572.D (-3416) (-) m/z 57.10 100.00%
57
85
5000
14116 162 208 sup 365 30p || 2280 23,00 2320 2340 2360
m/z 85.10 57.17%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57
85
5000
22.80 23.00 23.20 23.40 23.60
- m/z 43.10 57.01%
DL 3,24 169 197 225 253 338
m/z--> 55 160 150 260 250 360 3%0 '
Abundance #38316: Dodecane
48
- 22:80 23.00 23.20 23.40 23.60
5000 m/z 71.10 52.80%
\ ‘ HEE.
m/z--> ' "55' - 166 - ﬁéo"' ééd B 550"' 566 B Séolll B
Abundance #194493: Hexacosane LI DL LI BN N B
57 22.80 23.00 23.20 23.40 23.60
m/z 55.10 20.50%
- ] W
ZPJ i || M2 141 169 197 205 253 205 323 367
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 300 3&1,0 ' 22.I80 23.'00 23.'20 23.'40 23.|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG082919\
Data File : BG042572.D

Aca On 29 Aug 2019 19:32

Operator : HP/JU

Sample : K4577-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 5 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .00 2.20 ng 81195 Perylene-d12 24 .93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 70
2 Hexacosane 366 C26H54 000630-01-3 70
3 Tetracosane 338 C24H50 000646-31-1 70
4 Octacosane 394 C28H58 000630-02-4 70
5 Hentriacontane 437 C31H64 000630-04-6 70
Abundance Scan 3559 (24.002 min): BG042572.D (-3553) (-) m/z 57.10 100.00%
g7
, 1S 141 16167 s 55 a5 sgarg || 2360 2380 2400 2420 2440
m/z 71.10 58.40%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
5000 85 AR AR BRI BN
Bmmmmmmmmm
113 m/z 43.10 44 .51%
2]}y ]] | M 169189 211 230 267 295 323 352
m/z--> 55 100 1éo 200 2%0 360 3%0
Abundance #194494: Hexacosane
57
23.60 23.80 24.00 24.20 24.40
5000 g5 m/z 85.10 40.03%
113
29| | ) ) 141 169 197 225 253 295 366
m/z--> 55 160 1éo 260 2%0 360 3%0
Abundance #175559: Tetracosane
57 23.60 23.80 24.00 24.20 24.40
m/z 55.10 21.69%
85
5000
29
s “\I }1 (141 169 197 225 253 338
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3&1,0 23. 60 23 80 24 00 24. 20 24 40

8270-BG082219.M Fri Aug 30 17:53:57 2019 Page: 6



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG082919\
Data File : BG042572.D

Acq On 29 Aug 2019 19:32

Operator : HP/JU

Sample - K4577-02

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_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 29.1 ng 235361 1 8.00 161499 20.0
unknown7 .53 7.53 7.4 ng 60041 1 8.00 161499 20.0
Tetracosane 23.19 2.0 ng 65058 5 21.69 637116 20.0
Pentacosane 24_00 2.2 ng 81195 6 24.93 737435 20.0
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