LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55085.D

Acqg On : 6 Oct 2022 16:51
Operator : CG/JU

Sample : N5009-01

Misc :

ALS vial : 7 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 : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ G\Methods\8270-BG100322.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55085.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.372 9 14 42 rVB 740295 1439293 48.53% 10.170%
2 5.388 350 357 371 rVB 46089 81887 2.76% 0.579%
3 5.858 430 437 452 rBV 214266 383442 12.93% 2.709%
4 7.462 702 710 723 rVB 139254 244400 8.24% 1.727%
5 8.337 852 859 868 rBV 102050 179114 6.04%  1.266%

6 9.506 1050 1058 1067 rBV 349836 620434 20.92% 4
7 11.169 1333 1341 1348 rBV 138646 250651 8.45% 1
8 13.572 1743 1750 1757 rVB 900863 1405740 47.40%  9.933%
9 14.941 1977 1983 1990 rVB 237784 362942 12.24% 2
10 16.416 2227 2234 2243 rVB 915013 1371038 46.23% 9

11 17.673 2442 2448 2455 rBV 347546 532563 17.96% 3.763%

12 18.531 2589 2594 2602 rBV2 19346 39005 1.32% 0.276%
13 18.613 2602 2608 2614 rVV 2133879 2858838 96.39% 20.201%
14 20.053 2848 2853 2862 rVB 55421 72598  2.45% 0.513%

15 20.253 2881 2887 2893 rBV 2271803 2965857 100.00% 20.957%

16 21.569 3107 3111 3121 rVB2 38467 65531 2.21% ©
17 21.968 3172 3179 3189 rVB 377484 638767 21.54% 4.514%
18 25.417 3756 3766 3779 rBV2 210536 640029 21.58% 4.522%

Sum of corrected areas: 14152129
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55085.D

Acqg On : 6 Oct 2022 16:51
Operator : CG/JU

Sample : N5009-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG055085.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55085.D

Acqg On : 6 Oct 2022 16:51
Operator : CG/JU

Sample : N5009-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.372 160.71 ng 1439290 1,4-Dichlorobenzene-d4 8.337

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
Abundance  Scan 14 (3.372 min): BG055085.D\data.ms (-9) (-) m/z 72.95 100.00%
73.0
5000 43.0
87.0
RN AaRRREEEEE
‘ Lg 0 3.403.503.603.703.80
Ot bl e m/z 43.00 44.93%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T[T T[T T[T TTT
43.0 3.403.503.603.703.80
' 87.0 m/z 55.00 30.17%
29.0
M‘ \‘\“ LQO ‘ |
O\‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 PR
3.403.503.603.703.80
5000 41.0 55.0 m/z 87.00 26.26%
27.0
Ol e 1229, 3290
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R RARREEEENY
73.0 3.403.503.603.703.80
m/z 41.00 14.69%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e S S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.403.503.603.703.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55085.D

Acqg On : 6 Oct 2022 16:51
Operator : CG/JU

Sample : N5009-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.388 9.14 ng 81887 1,4-Dichlorobenzene-d4 8.337

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 Pentanal, oxime 101 C5H11NO 000628-79-5 25
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 357 (5.388 min): BG055085.D\data.ms (-350) (-) m/z 43.00 100.00%

3.0
59.0
5000
R T T
| 6.0 101.0 5.00 5.20 5.40 5.60 5.80
0 H_m_HwH“‘MH_mH‘wHH,u:‘wm:_m,ww m/z 59.00  52.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 I L LA B I
5.00 5.20 5.40 5.60 5.80
101.0 m/z 101.00  15.34%
29'\0 L i 83\'0 |
0 H‘\\H‘\H‘\“HH‘\H\‘\H‘\‘H\\‘HH’\H\‘HH‘HH’\H\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9501: n-Propyl t-butyl ether
59.0
R Rmaan R
5.00 5.20 5.40 5.60 5.80
m/z 58.00 13.91%
5000 410 101.0 /
27.0
ol 14 ‘M“ Ll 730 870 | 1179
R AERARas Ea e T e e L LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4565: Pentanal, oxime
59.0 5.00 5.20 5.40 5.60 5.80
m/z 41.00 11.67%
41.0
5000
27.0
72.0
0 ,86'0101'0,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.00 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55085.D

Acqg On : 6 Oct 2022 16:51
Operator : CG/JU

Sample : N5009-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Phenol, 4,4'-(1-methylethyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.053 2.27 ng 72598  Chrysene-di12 21.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 95
2 4,4'-(1,3-Dimethylbutylidene)bis... 270 C18H2202 006807-17-6 87
3 2,2-Bis-(4-hyxroxyphenyl)-butane 242 C16H1802 000077-40-7 59
4 Diphenolic acid 286 C17H1804 000126-00-1 50
5 2H,8H-Benzo[1,2-b:3,4-b']dipyran... 228 C14H1203 000523-59-1 50

Abundance Scan 2853 (20.053 min): BG055085.D\data.ms (-2848) (- | m/z 213.00 100.00%
213.0

5000

119.0 —r :
91.0 ‘ 1650 ‘ | 20.00

39.0
‘ 280.¢ 8
e checdnsebot b g ey b 2808z 214,10 19.10%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-

o

218.0
5000 : ‘A‘ :
20.00
119_0 119.00 18.16%
0 510\ | ‘M 1650 ‘ ‘\
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #161285: 4,4'-(1,3-Dimethylbutylidene)bisphenol
213.0
20.00
5000 ITI z 228.10 15.57%
119.0
o 410 e 1650 | 270.0
’\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280 A
Abundance #126301: 2,2-Bis-(4-hyxroxyphenyl)-butane — ‘
218.0 20.00

91.00 12.02%

5000
119.0 242.0
390 90 | 1600 | |
O Fprrrr e e e e e e

m/z--> 20 40 60 80 100120140160180200220240260280 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55085.D

Acqg On : 6 Oct 2022 16:51
Operator : CG/JU

Sample : N5009-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 Tetracosyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.569 2.05 ng 65531 Chrysene-di12 21.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 81
2 Octacosanol 410 C28H580 000557-61-9 76
3 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 74
4 Triacontan-15-ol 438 C30H620 031849-26-0 74
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 74

Abundance Scan 3111 (21.569 min): BG055085.D\data.ms (-3107) (- | m/z 57.00 100.00%
it
5000 WVJKW
T \
{\ %‘ 207.0 55, 1338.8 21.50
0 m,mwmi“mw e e m/z 43.05  94.95%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #343754: Tetracosyl heptafluorobutyrate
57.0
5000 —— :
21.50
125.0 m/z 55.00 81.18%
ob L |11} 28102360 3360 532.
\\\’f\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #308225: Octacosano
57.0
L \
21.50
5000 m/z 69.00 62.77%
125.0
obbd) { ‘ 1‘ }81 0236.0292.0  392.0
““H‘_“ i T T e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester T ‘
57.0 21.50
m/z 83.00 59.26%
5000
125.0
0 "}1“025203980 —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG100622\
Data File : BG@55085.D

Acqg On : 6 Oct 2022 16:51
Operator : CG/JU

Sample : N5009-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100322.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 3.372 160.7 ng 1439290 1 8.337 179114 20.0
2-Pentanone, 4-... 5.388 9.1 ng 81887 1 8.337 179114 20.0
Phenol, 4,4'-(1... 20.053 2.3 ng 72598 5 21.968 638767 20.0
Tetracosyl hept... 21.569 2.0 ng 65531 5 21.968 638767 20.0
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