LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55556.D

Acqg On : 11 Nov 2022 2:28
Operator : CG/JU

Sample : N5494-03

Misc :

ALS Vvial : 16 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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55556.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.329 3 7 22 rVB 278897 520898 17.54% 3.568%
2 4.709 237 242 248 rBV 40538 58782 1.98% 0.403%
3 5.326 339 347 357 rBV 323723 506717 17.07% 3.471%
4 5.796 419 427 438 rBV 766187 1220366 41.10% 8.359%
5 7.400 692 700 709 rBV 792757 1343938 45.26% 9.205%
6 8.270 841 848 854 rBV 157138 268093 9.03% 1.836%
7 9.439 1039 1047 1057 rBV 444822 800999 26.98% 5.487%
8 11.096 1321 1329 1337 rVB 220104 390098 13.14% 2.672%
9 13.511 1733 1740 1749 rBV 1198558 1911863 64.39% 13.095%
10 14.886 1966 1974 1982 rBV 354644 553363 18.64% 3.790%
11 16.360 2218 2225 2239 rBV 929417 1417666 47.75% 9.710%
12 17.624 2433 2440 2446 rBV 463337 700975 23.61% 4.801%
13 18.487 2582 2587 2603 rBV 57653 94376  3.18% 0.646%
14 19.745 2797 2801 2811 rBV6 22619 36282 1.22% 0.249%
15 20.215 2875 2881 2889 rVB 2256511 2969126 100.00% 20.337%
16 21.531 3100 3105 3111 rBV3 101980 157566  5.31% 1.079%
17 21.789 3146 3149 3155 rVB2 20141 30113 1.01% ©.206%
18 21.919 3165 3171 3178 rBV2 472850 795654 26.80% 5.450%
19 23.711 3473 3476 3485 rVB5 24172 44732 1.51% 0.306%
20 25.338 3743 3753 3765 rBV 267646 777806 26.20% 5.328%

Sum of corrected areas: 14599413
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55556.D

Acq On : 11 Nov 2022 2:28
Operator : CG/JU

Sample : N5494-03

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055556.D\data.ms
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20.215
2000000

1500000

13.511

1000000 16.360
21.919

500000 17.624
14.886

21.531
18.487 19.745 21.7

L e e B e e e

Time--> 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: BG055556.D\data.ms

2000000

1500000

1000000

500000
25.338

23.711
0\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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

8270-BG110922.M Fri Nov 11 12:33:54 2022 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55556.D

Acq On : 11 Nov 2022 2:28
Operator : CG/JU

Sample : N5494-03

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.329 38.86 ng 520898 1,4-Dichlorobenzene-d4 8.270

Hit# of 5 Tentative ID MW MolForm CAS# 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-propyl- 116 C6H1202 003390-13-4 23
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 7 (3.329 min): BG055556.D\data.ms (-3) (-) m/z 73.00 100.00%
3.0
87.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ 9.0 ‘ 3.403.503.603.70
Ol 220 L w/z 43.00  48.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T [T T[T TrrrT
43.0 3.403.503.603.70
87.0 m/z 55.00  32.20%
29.0 ‘ ‘
O\\‘\H\’\\H“\\H“H\\‘H\\‘\H\’\}H‘\\H‘H\\‘H\\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
R Raaa e RRaREEEE
410 5o, 87.0 3.403.503.603.70
5000 ' m/z 87.05 25.08%
Lo 1L | L]
H“‘W‘H“H‘_‘H““‘H‘ e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9210: 1,3-Dioxolane, 2-propyl- R RamasEsmamEEE
73.0 3.403.503.603.70
m/z 41.00 15.61%
5000
45.0
0 vl ., 860 990 1150
P e e e e e e e N EARRERaREE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 3.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55556.D

Acq On : 11 Nov 2022 2:28
Operator : CG/JU

Sample : N5494-03

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.709 4.39 ng 58782 1,4-Dichlorobenzene-d4 8.270

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 90
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
4 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 72
Abundance Scan 242 (4.709 min): BG055556.D\data.ms (-237) (-) m/z 55.00 100.00%
55.0 83.0
5000 43.0
98.0
e
‘ 67.0 4.40 4.60 4.80 5.00
0 H,‘H"H"_“HM‘Hﬁﬁw“muﬁ‘uuﬂpl‘w“uq‘u‘ m/z 83.00 90.78%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LB L B B B R |
43.0 98.0 4.40 4.60 4.80 5.00
29.0
m/z 43.00  49.89%
ALl H“‘\ 67.0 . .
O\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 ARt S e
200 43.0 4.40 4.60 4.80 5.00
5000 m/z 98.00 30.96%
98.0
0 ,67'0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3813: 2-Pentene, 3,4-dimethyl-, (Z)- R RRRRE
55.0 4.40 4.60 4.80 5.00
83.0 m/z 39.00  29.23%
5000 41.0
w |
0 H,‘H"‘H“‘H‘}M"MH“‘H“M“‘_l‘W“‘W“‘
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG®55556.D

Acq On : 11 Nov 2022 2:28

Operator : CG/JU

Sample : N5494-03

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
5.326 37.80 ng 506717 1,4-Dichlorobenzene-d4 8.270
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2-Propanone, 1-(1l-methylethoxy)- 116 C6H1202 042781-12-4 9
5 5-Oxohexanenitrile 111 C6HINO 010412-98-3 9
Abundance Scan 347 (5.326 min): BG055556.D\data.ms (-339) (-) m/z 42.95 100.00%
43.0
5000 59.0
o AAEEEREREESS S
65,0 101.0 5.00 5.20 5.40 5.60
Ol bl e M/Z 59.08 47.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L L R IR R
5.00 5.20 5.40 5.60
101.0 m/z 58.00 16.61%
AN m 83\'0 |
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
 AAEEEOEEEESS S
5.00 5.20 5.40 5.60
5000 m/z 101.00 14.02%
101.0
o, 130 310 %80 200 860
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate e ERNmaEEs ST,
43.0 5.00 5.20 5.40 5.60
m/z 41.00 8.59%
5000
58.0
L B e N  RARRa PR T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55556.D

Acq On : 11 Nov 2022 2:28
Operator : CG/JU

Sample : N5494-03

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.487 2.69 ng 94376  Phenanthrene-d10 17.624
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Undecanoic acid 186 C11H2202 000112-37-8 62

Abundance Scan 2587 (18 487 min): BG055556.D\data.ms (-2582) (- ' m/z 43.00 100.00%
.0

43.0
5000
‘ 18.50
0“wuuhw‘ m/z 73.00 .70%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 -
1850
1710 2130 256.0 m/z 60.00 91.71%

O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92063: Tridecanoic acid
43.0 73.0
: g it
18.50
5000 129.0 ITI z 55.00 . %
171.0
‘ ‘ 214.0
o‘u_kﬂkﬂw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0 18.50
m/z 41.00 .38%
5000
185.0 228.0
0! wauny ‘
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55556.D

Acq On : 11 Nov 2022 2:28
Operator : CG/JU

Sample : N5494-03

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.531 3.96 ng 157566  Chrysene-d12 21.919
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91

Abundance Scan 3105 (21.531 min): BG055556.D\data.ms (-3100) (-~ | m/z 57.05 100.00%
57.0
5000
11.0
T \
H\
ol ALY “”‘6‘0‘%“ ‘HH 2840 3420 n/z 43.05 88.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 = - :
11.0 21.50
m/z 55.05 72.74%
169.0
O \\\‘\"‘ % ‘l “‘ ‘h“\\\\‘T\2\3§‘0\2\8\4:(‘)\\\\’\\\\’\4.\?’\4\(
m/z--> 50 100 150 200 250 300 350 400
Abundance  #321013: Heptafluorobutyric acid, hexadecyl ester
57.0
T \
21.50
m/z 82.95 57.58%
5000 11.0
224.0
ol LAl W\ b ““279‘9_“,”“7‘?9:9
m/z--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane
57.0 21.50
m/z 69.05 55.62%
5000 11.0
m/z--> 50 100 150 200 250 300 350 400 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111022\
Data File : BG@55556.D

Acqg On : 11 Nov 2022 2:28
Operator : CG/JU

Sample : N5494-03

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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... 3.329 38.9 ng 520898 1 8.270 268093 20.0
3-Penten-2-one, ... 4.709 4.4 ng 58782 1 8.270 268093 20.0
2-Pentanone, 4-... 5.326 37.8 ng 506717 1 8.270 268093 20.0
n-Hexadecanoic ... 18.487 2.7 ng 94376 4 17.624 700975 20.0
Heptadecyl hept... 21.531 4.0 ng 157566 5 21.919 795654 20.0
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