LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56697.D

Acq On : 22 Feb 2023 14:32
Operator : CG/JU

Sample : 01640-04

Misc :

ALS vial : 6 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-BG021523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56697.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.454 320 326 332 rBV 90115 140064 11.82% 2.568%
2 5.936 401 408 416 rVB 221217 350472 29.59% 6.426%
3 7.552 675 683 690 rBV 239123 407149 34.37%  7.465%
4 8.427 823 832 840 rBv2 50527 85359 7.21% 1.565%
5 9.602 1022 1032 1041 rBV 137598 243120 20.52%  4.458%

6 11.265 1308 1315 1322 rVB 67677 121598 10.27%  2.230%
7 13.662 1715 1723 1729 rVB 426569 632580 53.40% 11.599%
8 15.031 1950 1956 1963 rVB 138582 210465 17.77%  3.859%
9 16.365 2177 2183 2189 rBV 41421 59989 5.06% 1.100%
10 16.506 2200 2207 2217 rVB 437081 666175 56.24% 12.215%

11 17.769 2415 2422 2429 rBV 209148 321372 27.13% 5.892%
12 18.603 2559 2564 2573 rBV 80537 118245 9.98%  2.168%
13 19.021 2632 2635 2642 rVB4 9552 12605 1.06% ©0.231%
14 19.855 2774 2777 2780 rBV3 24410 31764 2.68% ©.582%
15 20.331 2852 2858 2864 rBV 900391 1184508 100.00% 21.718%
16 21.653 3078 3083 3089 rBv2 65550 98701 8.33% 1.810%
17 22.076 3149 3155 3162 rBV 171192 307056 25.92% 5.630%
18 22.246 3181 3184 3191 rVB2 23557 38392 3.24% 0.704%
19 22.916 3292 3298 3302 rBV3 27105 48636 4.11% ©.892%
20 23.674 3423 3427 3433 rVB5 21095 38568 3.26% ©.707%

21 25.619 3747 3758 3770 rVB2 107814 337108 28.46% 6.181%

Sum of corrected areas: 5453926
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56697.D

Acq On : 22 Feb 2023 14:32
Operator : CG/JU

Sample : 01640-04

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG056697.D\data.ms

800000

600000

400000

200000
9.602

5.454 6427 11.265

o

Time--> 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 13.00
Abundance TIC: BG056697.D\data.ms

20.831
800000

600000

13.662 16.506
400000

17.769 22.076
200000
15.031

21.653
163 18.603 19.855 b4 229

19.021

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: BG056697.D\data.ms

o

800000

600000

400000
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25.619
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56697.D

Acq On : 22 Feb 2023 14:32
Operator : CG/JU

Sample : 01640-04

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.454 32.82 ng 140064 1,4-Dichlorobenzene-d4 8.427

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Octanol 130 C8H180 000589-98-0 45
3 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 28
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17
Abundance Scan 326 (5.454 min): BG056697.D\data.ms (-320) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 R ma
5.20 5.40 5.60 5.80
el 83.0 p
Ot e e e e e m/z 59.00 64.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L LI LN B
59.0 5.20 5.40 5.60 5.80
m/z 101.00  20.72%
15.0 101.0
‘ il ol | 83.0 |
O \\\‘\\H‘\\\\‘H\\‘\{\\‘\f‘\\‘\\\\’H\\‘\‘\\\‘\\H‘HH‘HH‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15663: 3-Octanol
59.0
A EARMEERRE
5.20 5.40 5.60 5.80
5000 83.0 m/z 58.08  13.35%
41.0 101.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\
Abundance  #16417: 1,3-Dioxolane-2-methanol, 2,4-dimethyl- R e EmaaE
43.0 5.20 5.40 5.60 5.80
m/z 41.10 9.72%
5000
101.0
58.0
ona30 0 L L 70 wrosme |, )
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56697.D

Acq On : 22 Feb 2023 14:32
Operator : CG/JU

Sample : 01640-04

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.365 5.70 ng 59989  Acenaphthene-die 15.031
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 62
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 52
4 .alpha.,.alpha.-Dichloroacetophe... 188 C8H6C120 002648-61-5 50
5 2-Chloro-1-phenyl-1-propanone 168 C9HI9C10 006084-17-9 50
Abundance Scan 2183 (16.365 min): BG056697.D\data.ms (-2177) (-~ | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
— —
152.0 16.00 16.50
0l e T myz 77,00 77.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
77.0 182.0 N
5000 e S
16.00 16.50
51.0 m/z 182.00 61.80%
. [ ) 1260 1520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
— —
77.0 16.00 16.50
5000 m/z 51.00 31.27%
51.0
L O A S i
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32009: Acetophenone, 2-chloro- bt SalIV IS
105.0 16.00 16.50
m/z 50.00 10.51%
77.0
5000
51.0
0 270 I \‘ NI | 1540
et : —
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56697.D

Acq On : 22 Feb 2023 14:32
Operator : CG/JU

Sample : 01640-04

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.604 7.36 ng 118245 Phenanthrene-d10 17.763
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 95
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 49

Abundance Scan 2564 (18.603 min): BG056697.D\data.ms (-2559) (- | m/z 73.00 100.00%

73.0
43.0
5000
129.1 213.2

H 157.1185.1 2561 1850 1900
0 ku“‘:‘mh!ﬂ“ ! “W"m“‘Muﬁ‘]‘wmwHw‘ L nz ee.00  90.53%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
430 730 256.0
5000 Co ‘A/\ ‘
129.0 18.50 19.00
m/z 43.05 74.49%

213.0
157 0185.0
0 ]“ﬁ‘o“\} ‘ud‘ ‘H!H ‘M‘“ ‘%“\‘ M ‘\‘H‘\‘ ot ARRERE “‘ " “‘ ‘\}\‘ - “‘ | ‘\‘ e “‘ .
m/z--> 20 40 60 80 100120140160 180200 220240 260
Abundance #92069: Tridecanoic acid
73.0

43.0

1850 1900
5000 129.0 m/z 55.00 62.95%
171.0
‘ 214.0
o AL
m/z--> 20 40 60 80 100120 140160 180200 220 240 260
Abundance #109281: Tetradecanoic acid

73.0 1850 1900

m/z 41.00 59.01%

43.0
5000
129.0
185.0 228.0
1 ]
“ ‘\ 1 u‘ H“ HM‘ ?H H‘\ i ‘15\7 9\ L u /MNN\K\)MN\

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18 50 19 00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56697.D

Acq On : 22 Feb 2023 14:32
Operator : CG/JU

Sample : 01640-04

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 1-Hexacosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.653 6.43ng os701 Chrysene-di2 22.076
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 91

2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 90
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 87
4 Bromoacetic acid, octadecyl ester 390 C20H39Br02 018992-03-5 87
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 62

Abundance Scan 3083 (21.653 min): BG056697.D\data.ms (-3078) (- | m/z 57.10 100.00%

57.1
5000
50 —— —r—
{ 01941 2051 21.50 22.00
ol MM ki B S0 e m/z 43.10 96.16%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #273800: 1-Hexacosene
57.0
5000 —— —
21.50 22.00
5.0 m/z 55.00 82.85%
0 ‘\ wi,;geo 292.0364.0
\\\‘\T\\T\\T‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #275003: Dichloroacetic acid, heptadecy! ester
57.0
—— —
21.50 22.00
5000 m/z 69.00 80.91%

5.0
UL, 220
O i e e e
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester . .
57.0 21.50 22.00

m/z 83.00 75.75%

5000
50 200
e 369.0 648.1

o‘H‘_‘H_‘H‘HH‘H‘¢H‘w‘HW‘H‘_H‘_‘H_‘H‘HH‘H‘W‘ —— —

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56697.D

Acq On : 22 Feb 2023 14:32
Operator : CG/JU

Sample : 01640-04

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.246 2.50 ng 38392  Chrysene-di12 22.076
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 72
2 Eicosane, 1-iodo- 408 C20H411 1000406-31-8 64
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 64
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 59
5 Heneicosane 296 C21H44 000629-94-7 59

Abundance Scan 3184 (22.246 min): BG056697.D\data.ms (-3181) (- | m/z 57.10 100.00%

57.1
5000

——
9.1 201.0 281.0 3260 22.00 22.50

147.0 201
0 bt b L Lt b 1 i 239250 T sz 43,10 63.26%

m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0

5000 — —
22.00 22.50
m/z 71.10 53.43%
2180 P00 oo
\\\\‘\\\\[\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo-
57.0
—— —
22.00 22.50
5000 m/z 85.00 39.97%
155.0 281.0
o”w_\w\Mm%???zssapw‘m_ W
m/z--> 50 100 150 200 250 300 350
Abundance #287349: Octadecane, 1-iodo- —— —
57.0 22.00 22.50

m/z 55.00  28.45%

T

‘\ | 155.0 19709 253.0

NE NN

T ‘ ‘
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56697.D

Acq On : 22 Feb 2023 14:32
Operator : CG/JU

Sample : 01640-04

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 6 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.916 3.17 ng 48636  Chrysene-d12 22.076
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 58
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 53
3 Hexacosane 366 C26H54 000630-01-3 52
4 Tritetracontane 605 C43H88 007098-21-7 52
5 Hentriacontane 437 C31H64 000630-04-6 52
Abundance Scan 3298 (22.916 min): BG056697.D\data.ms (-3292) (- | m/z 57.10 100.00%
57.1
5000 W
——
‘ h ‘ ‘ 2100 251 23.00
0l U‘ | M ‘\ | H\\Hhh - | g }\mu‘u\‘u‘ R m/z 71.05 58.93%
m/z--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
5000 IR
23.00
m/z 43.05 53.01%
O 1'8 d) ‘\ “\ A \\‘ 1 ]\-4% 9 183 O 226 0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #194597: Pentadecane, 8-hexyl-
43.0
——
23.00
5000 50 ITI/Z 85.00 47 .23%
127.0 9.0
o A LLi BT 1 s0zm00
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T
57.0 23.00
m/z 55.00 37.69%
- MWMMWW
0 ‘ L uh\ \h\ M h‘ 14% 9 1830 225.0 267.0 309.0 367.(
e e ——
m/z--> 50 100 150 200 250 300 350 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BG@56697.D

Acq On : 22 Feb 2023 14:32
Operator : CG/JU

Sample : 01640-04

Misc

ALS Vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@21523.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 7 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.674 2.51 ng 38568  Chrysene-di12 22.076
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 58
2 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 52
3 Nonacosane 408 C29H60 000630-03-5 50
4 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 47
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 47

Abundance Scan 3427 (23.674 min): BG056697.D\data.ms (-3423) (- | m/z 57.10 100.00%

57.1
5000

| ]W’l i MHHH\ HH \‘h _ H\ ] ‘\‘ — 1 m/z 43.10 69.20%

——
155 12 355.2 415, 23.50 24.00
ol | \’
m/z--> 50 100 150 200 250 300 350 400
Abundance #176385: Eicosane
57.0
5000 — —
23.50 24.00

m/z 71.10 49.76%

0 L | u“ “\ H‘ | 14% 9]\'83 0225 0 28\2 0

T ’ T T ‘ T T ‘ L ‘ \ \ T ’ L ‘ L ‘ L ‘ T

m/z--> 50 100 150 200 250 300 350 400

Abundance #275556: Octadecane, 3-ethyl-5-(2-ethylbutyl)-
43.0

T
23.50 24.00

5000 5.0 ITI/Z 85.00 42.02%
27.0 183.0 281.0
o LLLLITO 10050 10 330
m/z--> 50 100 150 200 250 300 350 400
Abundance #307031: Nonacosane T ‘ ‘
57.0 23.50 24.00

m/z 69.00  26.73%

- WMMM
9.0
[

oL M018302250 2810323.065.0408.0
m/z--> 50 100 150 200 250 300 350 400 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG022223\
Data File : BGO56697.D

Acqg On : 22 Feb 2023 14:32
Operator : CG/JU

Sample : 01640-04

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG021523.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-... 5.454 32.8 ng 140064 1 8.427 85359 20.0
Benzophenone 16.365 5.7 ng 59989 3 15.031 210465 20.0
n-Hexadecanoic ... 18.604 7.4 ng 118245 4 17.763 321372 20.0
1-Hexacosene 21.653 6.4 ng 98701 5 22.076 307056 20.0
Pentadecane 22.246 2.5 ng 38392 5 22.076 307056 20.0
Hexadecane 22.916 3.2 ng 48636 5 22.076 307056 20.0
Eicosane 23.674 2.5 ng 38568 5 22.076 307056 20.0
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