LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_ G\DATA\BG052620\
Data File : BG045466.D
Acqg On 1 26 May 2020 20:57 Instrument :
Operator : CG/JU ?.‘,'I\!A_(t;S ol

- - lentosampleld :
a?ggle - L2745-05 NM62-COMP-2020-0-6
ALS Vial : 13 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG051520._.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 height area % max. total
1 3.117 3 5 13 rVB 160139 218057 5.72% 0.974%
2 5.566 414 422 436 rBY 674213 1189406 31.21% 5.310%
3 7.176 689 696 708 rBvY 797444 1463712 38.40% 6.535%
4 7.558 756 761 767 rBvV2 28158 52944 1.39% 0.236%
5 7.963 822 830 842 rBVY 290531 495343 13.00% 2.212%
6 8.286 878 885 896 rvB 715714 1288959 33.82% 5.755%
7 9.120 1018 1027 1040 rBVY 560160 1045147 27.42%  4.666%
8 10.771 1299 1308 1318 rBV 373067 711992 18.68% 3.179%
9 13.226 1718 1726 1737 rBV 1717149 2735870 71.78% 12.215%
10 13.514 1768 1775 1782 rVB 269740 445865 11.70% 1.991%

11 14.055 1861 1867 1881 rBV 181533 278714 7.31% 1.244%
12 14.607 1954 1961 1968 rBV 638176 1022320 26.82% 4.564%
13 16.099 2208 2215 2227 rBV 1328596 2111454 55.40% 9.427%
14 17.350 2421 2428 2433 rBV 772197 1240176 32.54% 5.537%
15 17.391 2433 2435 2442 rVB 67225 91349 2.40% 0.408%

16 19.406 2772 2778 2785 rBV 151539 234045 6.14% 1.045%
17 19.765 2829 2839 2846 rBV 140050 269491 7.07% 1.203%
18 19.964 2867 2873 2885 rBV 2904746 3811261 100.00% 17.016%
19 20.252 2919 2922 2930 rVB6 29003 60182 1.58% 0.269%
20 21.268 3092 3095 3104 rVB4 97303 181879 4.77% 0.812%

21 21.609 3145 3153 3158 rBvV 774306 1398561 36.70% 6.244%

22 23.419 3459 3461 3470 rVB10 22864 43916 1.15% 0.196%
23 23.759 3513 3519 3528 rBV2 57283 178000 4.67% 0.795%
24 23.877 3535 3539 3545 rVB4 37478 72160 1.89% 0.322%

25 24.605 3657 3663 3670 rBV 47802 104586 2.74% 0.467%
26 24.758 3679 3689 3704 rBV3 439711 1352051 35.48% 6.037%
27 28.858 4374 4387 4399 rBV3 68385 300343 7.88% 1.341%

Sum of corrected areas: 22397783

8270-BG051520.M Wed May 27 16:24:21 2020 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045466.D

Acq On : 26 May 2020 20:57

Operator : CG/JU

ﬁ?ggle i L2745-05 NM62-COMP-2020-0-6
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520._M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG045466.D

2500000
2000000
1500000

1000000

5.57 718 8.29

500000
796 10.77
.12

7.56

e e L b

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG045466.D

19.96

2500000

2000000
13.23

1500000 16.10

1000000
17.35 21.61
14.61

500000

13.51
14.05
11 39 19/.[1119.7 20.95 21.27

O e L o o o o B T L e e o e o s B R R e B e

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: BG045466.D

2500000
2000000
1500000

1000000

500000 24.76

23.4232388 24, 28.86

e e e e

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\BG052620\

Data File : BG045466.D

Acq On : 26 May 2020 20:57

Operator : CG/JU

ﬁ?ggle i L2745-05 NM62-COMP-2020-0-6
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

3.12 8.80 ng 218057 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 64
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
3 1-(2-Methoxyethoxy)-2-methyl-2-p... 162 C8H1803 1000364-24-4 17
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 10
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 6 (3.122 min): BG045466.D (-3) (-) m/z 73.05 100.00%
(<}
5000 /\\
a2 ‘ 320 330 340 350
| I »\L,l. ol 139 195 299814 340 sz 87.05  29.29%
m/z--> 0 50 100 150 200 250 300
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 ISR R U UL
43 3.20 3.30 3.40 3.50
m/z 43.05 18.83%
0 qw\‘ I
AL IR UL S WU UL UL
m/z--> 0 50 100 150 200 250 300
Abundance
73
3.20 3.30 3.40 3.50
5000 m/z 55.05 16.75%
43
15
e N L L W WL S BN
m/z--> 0 50 100 150 200 250 300
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether  RARER R R e
73 3.20 3.30 3.40 3.50
m/z 41.05 8.85%
5000
45
0 |ZZ|\H|‘||‘||1|03|||:|I-47|||||||||||||||||||
m/z--> 0 50 100 150 200 250 300 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045466.D

Acq On : 26 May 2020 20:57

Operator : CG/JU

ﬁ?ggle i L2745-05 NM62-COMP-2020-0-6
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.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 2 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 6

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

7.56 2.14 ng 52944 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 Ethanol, 2-(2-methoxyethoxy)- 120 C5H1203 000111-77-3 45
4 Butanoic acid, 4-methoxy- 118 C5H1003 029006-02-8 42
5 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 36

Abundance Scan 761 (7.558 min): BG045466.D (-756) (-) m/z 45.05 100.00%
45
59
5000 72

7.20 7.40 7.60 7.80

84 104 157

(o m/z 59.05 47 .29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45
5000 9
31 ® 7.20 7.40 7.60 7.80
m/z 72.05 35.75%
\“ “\ | I 89 104 146
O r e T e T [
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
45
7.20 7.40 7.60 7.80
5000 59 72 m/z 73.05 23.93%
31
ol 15 8o 103 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #9259: Ethanol, 2-(2-methoxyethoxy)-
45 7.20 7.40 7.60 7.80
m/z 43.05 15.60%
5000 59
31
15 ‘ 75 90
) N o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045466.D

Acq On : 26 May 2020 20:57

Operator : CG/JU

ﬁ?ggle i L2745-05 NM62-COMP-2020-0-6
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.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 4 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.51 8.72 ng 445865 Acenaphthene-d10 14.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4,7,9-Tetramethyl-5-decyn-4,7-_... 226 C14H2602 000126-86-3 68
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 59
3 Metacetamol 151 C8H9NO2 000621-42-1 58
4 Acetamide, N-(2-hydroxyphenyl)- 151 C8HONO2 000614-80-2 53
5 2-Propenal, 3-(2,2,6-trimethyl-7._.. 194 C12H1802 055759-91-6 42
Abundance Scan 1774 (13.508 min): BG045466.D (-1768) (-) m/z 109.05 100.00%
43 109
151
5000
N 123 320 T340 1960 1380
137 169 : : : :
0 ...,....',|..-'|- . “'| A8 My ot Y192 0 Tn/z 43.05  83.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 SRR AR AR IR
13.20 13.40 13.60 13.80
57 69 g5 m/z 151.05 55.62%
ot B e R | am
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
13.20 13.40 13.60 13.80
5000 151 m/z 41.05 21.80%
93 122
32 79 134
G R R L S WL B B SR W WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24779: Metacetamol

109 13.20 13.40 13.60 13.80
m/z 85.00 19.90%

5000 151
43
ol 15 27 ‘ 54 65 0 01 | 122135

m/z--> 20 40 60 80 100 120 140 160 180 200 13 20 13. 40 13. 60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045466.D

Acq On : 26 May 2020 20:57

Operator : CG/JU

ﬁ?ggle i L2745-05 NM62-COMP-2020-0-6
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.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 13-Tetradecen-1-ol acetate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.27 2.60 ng 181879 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Tetradecen-1-ol acetate 254 C16H3002 056221-91-1 93
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
5 Cyclodocosane, ethyl- 336 C24H48 1000151-22-6 87
Abundance Scan 3095 (21.268 min): BG045466.D (-3092) (-) m/z 69.05 100.00%
43
2000 V\W\/A\MM
ey 2 51100 2120 2140 2160
177 267 306 342 . . . .
- ¥ A48 AC Tm/z 97.05  99.12%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105686: 13-Tetradecen-1-ol acetate
43
83
5000 LN SUNIUE BRI SRR
111 21.00 21.20 21.40 21.60
m/z 83.05 96.83%
L 9367100 200 254
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57 |97
21,00 21.20 2140 21.60
5000 m/z 57.05 94 .96%
125
o 29 153 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1 L R ma s B e
57 8 21.00 21.20 21.40 21.60
m/z 43.10 93.11%
- | M’A/\/\Mw
29 139
ol il 11\.1§7195222250 280 308 336
m/z--> 50 100 150 200 250 300 350 400 450 2100 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045466.D

Acq On : 26 May 2020 20:57

Operator : CG/JU

ﬁ?ggle i L2745-05 NM62-COMP-2020-0-6
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.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 6 D-Friedoolean-14-ene, 3-met... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
28.86 4.44 ng 300343 Perylene-di12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Friedoolean-14-ene, 3-methoxy-... 440 C31H520 014021-23-9 62
2 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 49
3 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 43
4 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1000140-07-7 30
5 8-Amino-2-hydroxymethyl-6-methox... 204 C11H12N202 1000214-27-5 25
Abundance Scan 4387 (28.858 min): BG045466.D (-4374) (-) m/z 204.10 100.00%
204
5000
28.60 28.80 29.00 29.20
0 m/z 69.05 46.69%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #224998: D—Fried(()bolean—lél—ene, 3-methoxy-, (3.beta.)-
204
440
5000 316 LANLINL N L L N L L L L L B BB
28. 60 28 80 29. 00 29. 20
135 m/z 121.10 45 _45Y%
m TT e N T coreu
oL, HH\\‘ ‘H\ H\H\ \\I\ \muhm‘ M \\‘\ “.‘. by | ‘ R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
204
108 28.60 28.80 29.00 29.20
5000 133 161 m/z 301.25 42 .69%
a
e L A W L L UL B WL B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64546: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dimet...
161 204 28.60 28.80 29.00 29.20
4 m/z 135.10  38.44%
5000 9 107 135
o e SRS K
m/z--> 50 100 150 200 250 300 350 400 450 28.60 28.80 29.00 29.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045466.D

Acq On > 26 May 2020 20:57

Operator : CG/JU

3?22'6 i L2745-05 NM62-COMP-2020-0-6
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.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 8.8 ng 218057 1 7.96 495343 20.0
Ethanol, 2-(2-eth... 7.56 2.1 ng 52944 1 7.96 495343 20.0
2,4,7,9-Tetrameth... 13.51 8.7 ng 445865 3 14.61 1022320 20.0
13-Tetradecen-1-o... 21.27 2.6 ng 181879 5 21.61 1398560 20.0
D-Friedoolean-14-_... 28.86 4.4 ng 300343 6 24.76 1352050 20.0
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