LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG073120\
Data File : BG046128.D

Aca On 31 Jul 2020 16:46

Operator : CG/JU

Sample : L3491-08

Misc :

ALS Vial : 12 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-BG073020.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 3.158 8 12 23 rvVB 293039 523761 12.64% 2.342%
2 5.074 331 338 345 rVB 24164 41574 1.00% 0.186%
3 5.538 409 417 435 rBV 959039 1527055 36.84% 6.829%
4 7.118 678 686 698 rBV 939069 1582950 38.19% 7.079%
5 7.547 755 759 772 rBV 43562 85898 2.07% 0.384%
6 7.953 821 828 836 rVB 329824 538067 12.98% 2.406%
7 9.104 1015 1024 1034 rBV 608315 1073215 25.89% 4_.799%
8 10.749 1295 1304 1312 rBV 423400 758602 18.30% 3.392%
9 13.205 1715 1722 1731 rBV 1552239 2375011 57.30% 10.621%
10 13.487 1764 1770 1777 rBV 237264 372009 8.98% 1.664%

11 14.034 1856 1863 1871 rBV 224295 338315 8.16% 1.513%
12 14.580 1949 1956 1964 rBV2 673512 1035072 24.97% 4.629%
13 16.067 2202 2209 2217 rBV 1382238 2069093 49.92% 9.253%
14 17.318 2416 2422 2434 rBV 874648 1322889 31.92% 5.916%
15 18.999 2700 2708 2712 rBV 147007 200698 4.84% 0.898%

16 19.081 2718 2722 2730 rBV2 55602 83755 2.02% 0.375%
17 19.398 2773 2776 2782 rVB 59243 70006 1.69% 0.313%
18 19.939 2862 2868 2876 rBV 3111072 4144889 100.00% 18.536%
19 20.849 3019 3023 3029 rBV3 35065 53297 1.29% 0.238%

20 21.237 3085 3089 3098 rBvV 319022 457336 11.03% 2.045%

21 21.566 3138 3145 3156 rBV 1108311 1736903 41.90% 7.767%
22 22.389 3281 3285 3293 rVB5 50715 100008 2.41% 0.447%

23 23.058 3395 3399 3407 rVB3 37912 62746 1.51% 0.281%

24 23.834 3527 3531 3539 rBV3 35166 72293 1.74% 0.323%

25 24.674 3665 3674 3684 rBV2 625429 1689503 40.76% 7 .555%

26 25.855 3870 3875 3882 rBV6 18917 46711 1.13% 0.209%
Sum of corrected areas: 22361656
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046128.D

Aca On 31 Jul 2020 16:46

Operator : CG/JU

Sample : L3491-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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: BG046128.D
3000000

2500000
2000000
1500000

1000000 5.54 7.12

9.10

500000 s 16 795 10.75

5.07 7.55

0N R ey e e e e

Time--> 350 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: BG046128.D
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3000000

2500000
2000000
1500000

1000000
24.67

500000
23L06 23.83 25.86

O o T o e P T T T o o T T T e e T e e e e o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046128.D

Aca On 31 Jul 2020 16:46

Operator : CG/JU

Sample : L3491-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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.

3.16 19.47 ng 523761 1,4-Dichlorobenzene-d4 7.95
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 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 12 (3.158 min): BG046128.D (-8) (-) m/z 73.10 100.00%
3
5000 43
55 87
37 49 | o5 3.20 3.30 3.40 3.50 3.60
Ol Sl 49 o es L m/z 43.10 39.18Y%
m/z--> 10 20 30 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 A SR AR RARE AR RN
43 55 3.20 3.30 3.40 3.50 3.60
87 m/z 55.10 26.57%
. N2 il | e eyl 101
'w"'w"'w"'w" USRI UL SURILES SURILI B
m/z--> 10 50 70 80 90 100
Abundance
73
41 55 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 87.05 24 _.97%
29
15 67 97
e S S I I IS I SULIL LS SULILLS IR WA
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12 .84%
5000 43
58
0''|""|"“"l"'"|”"|"''|""|""|""|""|""| U NN AR AR RARSR R
m/z--> 10 20 30 40 50 70 80 90 100 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046128.D

Aca On 31 Jul 2020 16:46

Operator : CG/JU

Sample : L3491-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 4

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

7.55 3.19 ng 85898 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 83
2 2-Butanol. 3-methvl-. (S)- 88 C5H120 001517-66-4 50
3 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 45
4 Butane. l-methoxv- 88 C5H120 000628-28-4 38
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 38

Abundance Scan 759 (7.547 min): BG046128.D (-755) (-) m/z 45.05 100.00%

45
5000
59

84 104 720 7.40 7.60 7.80

01 m/z 59.10 32.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)

5000

7.20 7.40 7.60 7.80

m/z

72.10

18.09%

7.20 7.40 7.60 7.80

m/z 43.10 10.28%

7.20 7.40 7.60 7.80

31 59
72
o 19 | i || g9 104 116 135
B R o e o B A o LANRARESEEES nanns ey
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
45
5000
55 73
o 19 27 38 87
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9256: Ethanol, 2-(2-methoxyethoxy)-
45
5000 59
75 90
| 68 | | 10
0..P.”P.”,”.q“.q.”.P”.P.”,“”,”.W.H.P”.P.”,”“,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

m/z 73.10 10.08%

7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046128.D

Aca On 31 Jul 2020 16:46

Operator : CG/JU

Sample : L3491-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 3 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.49 7.19 ng 372009 Acenaphthene-d10 14.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 90
2 Pvridine. 2-butvl-. 1-oxide 151 C9H13NO 031396-32-4 59
3 Metacetamol 151 C8HONO2 000621-42-1 52
4 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 50
5 Butanamide, N-acetyl-N-(4-hydrox... 221 C12H15NO3 1000107-08-7 50
Abundance Scan 1770 (13.487 min): BG046128.D (-1764) (-) m/z 43.05 100.00%
43
109
5000 151
5769 85 50 1540 1950 1380
123 169 : : : :
I .',|.'. b il (0T b, 223187 | 19198207 0 n757109.10  70.18%
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 AN AR RS R
13.20 1340 13.60 13.80
57 69 85 m/z 151.10 45.97%
obots B b il g 207 | TP e o
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 41.10 20.61%
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 e AR LAREN G
109 13.20 13.40 13.60 13.80

m/z 85.10 13.04%

5000 151
43
15 27 ‘ 54 65 M 91 | 122135 |

Ol AR el Al o o e S S A S

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\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046128.D

Aca On 31 Jul 2020 16:46

Operator : CG/JU

Sample : L3491-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 2,4,4,6,6,8,8-Heptamethyl-1.._. Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.00 3.03 ng 200698 Phenanthrene-d10 17.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 64
2 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 40
3 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 27
4 2- Chloropropionic acid. hexadec... 332 C19H37Cl102 086711-81-1 27
5 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 25
Abundance Scan 2708 (18.999 min): BG046128.D (-2700) (-) m/z 57.10 100.00%
57

5000 g7 113

5

18.60 18.80 19.00 19.20 19.40

137153169 197207

0 m/z 113.10 45.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000
18.60 18.80 19.00 19.20 19.40
8397113 m/z 97.05 41.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57 71
43
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
18.60 18.80 19.00 19.20 19.40
5000{ o 113 m/z 55.10 24.17%
0 12 85 129143
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropionate e e o R ma
57 18.60 18.80 19.00 19.20 19.40
m/z 83.10 19.08%
5000
M 97
119
0 27 | |l 11 | 147 177 219 261
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18. 60 18 80 19. OO 19. 20 19. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG073120\
Data File : BG046128.D

Aca On 31 Jul 2020 16:46

Operator : CG/JU

Sample : L3491-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 5 1-Heneicosyl formate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.24 5.27 ng 457336 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 Octacosanol 410 C28H580 000557-61-9 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 91
Abundance Scan 3089 (21.237 min): BG046128.D (-3085) (-) m/z 57.10 100.00%
g7 83
UL NI SUNILA B B
139 207 21.00 21.20 21.40 21.60
L J.l, LIS, pen2 s 2e1 a5 See 10 97750
m/z--> 50 100 150 200 250 300 350 400
Abundance #177132: 1-Heneicosyl formate
57 83
5000 AR S SURRIL B R
21.00 21.20 21.40 21.60
m/z 43.10 90.90%
. 167 196 222 266 294 390
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 83
21,00 21.20 21,40 21.60
5000 111 m/z 83.10 85.69%
29
o 139 167 106 238 266 294
m/z--> 50 100 150 200 250 300 350 400
Abundance #127771: 3-Eicosene, (E)- B e B Ea
7 21.00 21.20 21.40 21.60
83 m/z 97.10 74.21%
5000
29 111
o J ’ J l J139 167 196 224 252 280
m/z--> 50 100 150 200 250 300 350 400 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\BG073120\
Data File : BG046128.D

Acq On 31 Jul 2020 16:46

Operator : CG/JU

Sample - L3491-08

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 3.16 19.5 ng 523761 1 7.95 538067 20.0
Ethanol, 2-(2-eth... 7.55 3.2 ng 85898 1 7.95 538067 20.0
2,4,7,9-Tetrameth... 13.49 7.2 ng 372009 3 14.58 1035070 20.0
2,4,4,6,6,8,8-Hep... 19.00 3.0 ng 200698 4 17.32 1322890 20.0
1-Heneicosyl formate 21.24 5.3 ng 457336 5 21.57 1736900 20.0
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