LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120722\
Data File : BG@55920.D

Acqg On : 7 Dec 2022 19:05
Operator : CG/JU

Sample : N5895-01

Misc :

ALS Vvial : 10 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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55920.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.197 319 325 335 rBV 218002 334514 16.46%  3.329%
2 5.691 402 409 419 rBV 531460 842282 41.43% 8.381%
3 7.318 677 686 698 rBV 549728 932551 45.87%  9.280%
4 8.159 822 829 838 rVB 104840 171985 8.46% 1.711%
5 9.334 1021 1029 1042 rBV 326390 574986 28.28% 5.722%

6 10.985 1301 1310 1320 rBV 156098 268826 13.22%  2.675%
7 13.417 1716 1724 1736 rBV 890890 1375458 67.66% 13.687%
8 14.792 1952 1958 1965 rVvB 270218 415540 20.44%  4.135%
9 16.137 2182 2187 2193 rBV 24997 36365 1.79% ©0.362%
10 16.279 2205 2211 2229 rBV 724330 1140594 56.11% 11.350%

11 17.536 2418 2425 2431 rBV 344158 525480 25.85% 5.229%
12 18.400 2568 2572 2581 rBvV2 27344 59811 2.94% ©.595%
13 19.575 2769 2772 2778 rVB 17123 24980 1.23% 0.249%
14 19.939 2830 2834 2841 rVB 22350 34252 1.68% 0.341%

15 20.121 2859 2865 2871 rBV 1521628 2032854 100.00% 20.229%

16 21.414 3081 3085 3101 rBv4 44844 145046  7.14%  1.443%
17 21.813 3147 3153 3159 rBV2 313131 537502 26.44% 5.349%

18 25.162 3714 3723 3734 rVB 208318 596281 29.33% 5.934%

Sum of corrected areas: 10049307
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120722\
Data File : BG@55920.D

Acq On : 7 Dec 2022 19:05
Operator : CG/JU

Sample : N5895-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055920.D\data.ms
1400000
1200000
1000000

800000

600000 5.691 7.318

400000 9.334
5.197

200000 8.159 10.985
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Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055920.D\data.ms

20.121
1400000

1200000

1000000
13.417

800000 16.279
600000

400000 17.536 21.813
14.792

200000 21.414

| 16.1 18.400 19.5769.93
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Abundance TIC: BG055920.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120722\
Data File : BG@55920.D

Acq On : 7 Dec 2022 19:05
Operator : CG/JU

Sample : N5895-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.197 38.90 ng 334514  1,4-Dichlorobenzene-d4 8.159

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 325 (5.197 min): BG055920.D\data.ms (-319) (-) m/z 42.95 100.00%
3.0
59.0
5000
101.0 RaEas R
‘ 83.0 ‘ 4.80 5.00 5.20 5.40 5.60
ot il S m/z 59.00 54.27%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 N L B
4.80 5.00 5.20 5.40 5.60
590 m/z 101.00  16.66%
27.0 83.0 101.0
O\\\‘\“\H\\“H}\\‘1‘\\r\“r\\\“\\\\‘\\\\’\\
miz—-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
Raaa A RamaE R R
4.80 5.00 5.20 5.40 5.60
5000 41.0 m/z 58.00 13.86%
H ‘ 87.0
om‘zﬁ‘iHHH“U‘;‘“uW‘Hu_mw”,”

m/z--> 20 40 60 80 100 120 140

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester Raaas A RANaE RERE

59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.45%

5000 41.0
o 00 L
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120722\
Data File : BG@55920.D

Acq On : 7 Dec 2022 19:05
Operator : CG/JU

Sample : N5895-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.400 2.28 ng 59811 Phenanthrene-die 17.536
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 35
Abundance Scan 2572 (18.400 min): BG055920.D\data.ms (-2568) (- | m/z 43.00 100.00%
3. 3.0
5000
129.0 213.1 MMJ\W
185 T T
Ll )
A— ml”“‘m“‘”“ “H‘_W_wwH‘H‘me“ m/z 60.00  99.04%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 — — /\
18.00 18.50
167.01g5 02130  256.0 m/z 72.95 96.80%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 AR -
18.00 18.50
5000 129.0 m/z 41.00  80.36%
185.0
228.0
150, 1| | H‘ Tl ps7o |
(ot ”Hm‘m il ‘HJ_uH_mww”ww
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126202: Pentadecanoic acid — —
43.0 73.0 18.00 18.50
m/z 55.00 77.80%
5000
1290 242.0
199.0
|
X 1| 0 o R B - —
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120722\
Data File : BG@55920.D

Acq On : 7 Dec 2022 19:05
Operator : CG/JU

Sample : N5895-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Cyclohexadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.414  saeng 145046  Chrysene-d12 21.813
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 cyclohexadecane 24 Cl6H32 000295-65-8 98

2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 93
3 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 91

4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 90
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 90
Abundance Scan 3085 (21.414 min): BG055920.D\data.ms (-3081) (- | m/z 57.00 100.00%
57.0
2150
’ 252.9 :
0 l,Hﬁﬂf e AU 1 34O+ m/z 43.00 98.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #104594: Cyclohexadecane
55.0
5000 L
21.50
m/z 55.00 84.55%
{ \ 224.0
O \H"HH‘\TH;“HH‘H\\’\\H‘HH‘HH‘HH‘HH‘\H\‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
——
21.50
5000 ITI/Z 69.05 60.07%
1.0
0 J‘”,H\MM%O,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347828: Pentadecafluorooctanoic acid, hexadecyl ester T
57.0 21.50
m/z 83.00 56.21%
- A/WWEM/\/MW\/
‘ F5 0 2240
ol bl 480620 _
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120722\
Data File : BG@55920.D

Acqg On : 7 Dec 2022 19:05
Operator : CG/JU

Sample : N5895-01

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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|
2-Pentanone, 4-... 5.197 38.9 ng 334514 1 8.159 171985 20.0
n-Hexadecanoic ... 18.400 2.3 ng 59811 4 17.536 525480 20.0
Cyclohexadecane 21.414 5.4 ng 145046 5 21.813 537502 20.0
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