LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60211.D

Acqg On : 3 Jan 2024 3:16
Operator : MA/JU

Sample : 05899-24

Misc :

ALS Vvial : 24 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-BG122923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60211.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.117 3 5 10 rVvB 428338 443259  2.90% 0.487%
2 5.508 405 412 429 rBV 3660831 5827700 38.13% 6.403%
3 7.1006 675 683 699 rBV 3568081 6196262 40.54% 6.808%
4 7.935 818 825 834 rBV 827055 1441756 9.43%  1.584%
5 9.098 1015 1023 1034 rBV 2029706 3651302 23.89% 4.012%

6 10.743 1294 1303 1310 rBV 1251810 2277443 14.90%
7 13.199 1713 1721 1738 rBV 6454214 10306247 67.43% 11.
8 14.574 1948 1955 1962 rBV 2516405 3811995 24.94%

9 16.060 2199 2208 2221 rBV 3174072 4916442 32.17%
10 17.324 2416 2423 2428 rBV 3306024 5040228 32.98%

vy b RN
=
0
00
R

11 17.365 2428 2430 2435 rVB 220575 264763 1.73%
12 17.453 2439 2445 2451 rBV 1793189 2761610 18.07%
13 17.600 2464 2470 2475 rBV5 142496 209699 .37%
14 17.723 2483 2491 2498 rBV 244517 428862 .81%
15 18.211 2570 2574 2580 rBV2 287090 477819 .13%

w N R
OO0 WOo
N
w
[

R

16 18.270 2580 2584 2589 rVV 168304 275955 1.81%
17 18.328 2590 2594 2600 rVB 174479 250569  1.64%
18 19.374 2766 2772 2782 rBV 1376985 2376222 15.55%
19 19.492 2788 2792 2797 rVV2 136711 175494  1.15%
20 19.562 2799 2804 2811 rVV 595713 880884  5.76%

OO NOO
(o))
[y
[y
R

21 19.738 2824 2834 2842 rBV 969235 1549188 10.14% 1.702%
22 19.944 2859 2869 2882 rBV 11282629 15284131 100.00% 16.792%
23 20.067 2885 2890 2895 rVWW6 76223 183663 1.20% ©0.202%
24 20.990 3043 3047 3053 rVB 141632 202955 1.33% 0.223%
25 21.231 3083 3088 3100 rBvV4 661757 1146321 7.50%  1.259%

26 21.589 3140 3149 3154 rBV3 3172548 5996032 39.23% 6.588%
27 21.636 3154 3157 3165 rVB 684191 1093788 7.16% 1.202%
28 21.918 3199 3205 3213 rBvV2 450513 875101 5.73% 0.961%
29 22.382 3279 3284 3291 rVB7 100369 201121  1.32% 0.221%
30 23.064 3396 3400 3407 rVB3 105513 207375 1.36% ©.228%
31 23.757 3509 3518 3524 rBV3 323195 1006946 6.59% 1.106%
32 23.857 3530 3535 3542 rVB2 427676 939455 6.15% 1.032%
33 24.462 3632 3638 3651 rVB2 233028 646686 4.23% 0.710%
34 24.609 3656 3663 3676 rVB2 159978 475831 3.11% ©.523%
35 24.762 3679 3689 3703 rBV 1768517 5532770 36.20% 6.079%

36 25.913 3874 3885 3896 rBV 1192498 3663811 23.97% 4.025%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60211.D

Acqg On : 3 Jan 2024 3:16
Operator : MA/JU

Sample : 05899-24

Misc

ALS Vvial : 24 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-BG122923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 91019685
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60211.D

Acqg On : 3 Jan 2024 3:16
Operator : MA/JU

Sample : 05899-24

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060211.D\data.ms
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Abundance TIC: BG060211.D\data.ms
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Abundance TIC: BG060211.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60211.D

Acqg On : 3 Jan 2024 3:16
Operator : MA/JU

Sample : 05899-24

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 2
R.T. EstConc Area Relative to ISTD R.T.
3.117 6.15 ng 443259  1,4-Dichlorobenzene-d4 7.935

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 50
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 5 (3.117 min): BG060211.D\data.ms (-3) (-) m/z 73.10 100.00%

3.1
5000 K
A REAmaREEE LR
‘ ‘ ‘ 3.203.303.403.50
oldil f 1116.11604 2260 29963439 394 ' n/; 43.10 26.89%
m/z--> 50 100 150 200 250 300 350
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LB B R R R B
3.203.303.40 3.50
m/z 87.10  22.38%
24|
O\“‘\‘\M‘H\T‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R A REAREEEREE R
3.203.303.40 3.50
5000 m/z 55.10 19.09%
n
olbiliimso
m/z--> 50 100 150 200 250 300 350
Abundance #2247: Silane, tetramethyl- N R L RRRARRERRRY
73.0 3.203.303.40 3.50
m/z 71.05 8.97%
5000
) P VN ——
m/z--> 50 100 150 200 250 300 350 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60211.D

Acqg On : 3 Jan 2024 3:16
Operator : MA/JU

Sample : 05899-24

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.231 3.82 ng 1146320  Chrysene-d12 21.589
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 Tetradecyl trifluoroacetate 310 C16H29F302 006222-02-2 91
3 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 91
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 3088 (21.231 min): BG060211.D\data.ms (-3083) (- | m/z 83.10 100.00%

83.1
5000

I

21.00 21.50
189.1 228.0

ol ALLARL 228006708021 4262 533 L) 5710 90.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosano
55.0

5000 111.0 1 R
21.00 21.50

m/z 55.05 96.51%

O\\‘h‘ll‘\\\’4‘\“\1}]]6\?\(\)‘\\\\2‘6\6\\()\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #211541: Tetradecyl trifluoroacetate
55.0

T
21.00 21.50
5000 1h1.0 m/z 43.18  86.83%

} “ 1\168 o\ 24?- 0
\\\\‘\\\’\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance ioni i

J\‘

#269424: Pentafluoropropionic acid, tetradecyl ester T ‘
57.0 21.00 21.50

m/z 69.10  82.83%

5000
9.0
J\ ‘ J»“m | 0 342.0

o b e P . St
m/z-> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50

o
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Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

3 Jan 2024  3:16

: MA/JU

0

5899-24

: 24 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
BG060211.D

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Benzo(b)carbazole Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.918 2.92 ng 875101 Chrysene-di12 21.589
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo(b)carbazole 217 C16H11N 000243-28-7 96
2 Benzo(c)carbazole 217 C16H11N 034777-33-8 89
3 11H-Benzo[a]carbazole 217 C16H11N 000239-01-0 86
4 7H-Benzo[c]carbazole 217 C16H11N 000205-25-4 76
5 11H-Indeno(1,2-b)quinoline 217 C16H11N 000243-51-6 64

Abundance Scan 3205 (21.918 min): BG060211.D\data.ms (-3199) (- | m/z 217.00 100.00%
217.0
5000 /\N
|
29 108.5 5 306.1 22.00
1 .
0%t L ARl | 3670 4758 . 215,05  26.68%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #95520: Benzo(b)carbazole
217.0
5000 M“//\\V‘TM\ — T
22.00
m/z 218.00  19.38%
39.0 940 163.0 |
\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #95521: Benzo(c)carbazole
217.0 %Mj&
ey —)
22.00
5000 m/z 108.50 12.42%
108.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #95531: 11H-Benzo[a]carbazole ]
217.0 22.00
m/z 306.05 11.32%
5000
0390 840 1630 )
R R e A R ey
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60211.D

Acqg On : 3 Jan 2024 3:16
Operator : MA/JU

Sample : 05899-24

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 4 Tridecane, 1-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.857 3.40 ng 939455  Perylene-di2 24.768
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 91
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 83
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 3535 (23.857 min): BG060211.D\data.ms (-3530) (- | m/z 57.10 100.00%
57.1

z

5000
\H\ 1271 21102699  356. 2350 24.00
O d b, 2202099 3561 4309 5028 ; 71.10 71.25%
miz—> 0 50 100 150 200 250 300 350 400 450 500
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 = S
23.50 24.00
m/z 43.10  59.50%
183.0
113.0
oL L e 310.0
‘\\\\‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-

-

57.0
23.50 24.00
5000 ITI/Z 85.10 50.25%
0 ‘\ ‘ I JJ J‘ 1| 183.0239.0296.0
e A T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #123960: Heptadecane 7= T
57.0 23.50 24.00
m/z 55.10 20.44%
B \/V\MJ\M\/W
0 \‘ ‘ J\ 1\11? 101169 0 249 0
A o o T o B A e R m e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60211.D

Acqg On : 3 Jan 2024 3:16
Operator : MA/JU

Sample : 05899-24

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 5 Perylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.462 2.34 ng 646686  Perylene-di2 24.768
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 89
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 89
3 Benzo[e]pyrene 252 C20H12 000192-97-2 89
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 86
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 86
Abundance Scan 3638 (24.462 min): BG060211.D\data.ms (-3632) (- | m/z 252.00 100.00%
252.0
oy, 1250 2450
Obokibepdduy A0, | 31143683 47355375 ., 556 0p  28.93%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138552: Perylene
252.0
5000 /\M‘M‘ T
24.50
126.0 m/z 253.00 20.23%
0830 A 187.0
\\\‘\\\1‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138562: Benzolb]fluoranthene
252.0
—
24.50
5000 m/z 124.95 12.05%
126.0
ol 830 | A 187.0 |
e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138554: Benzo[e]pyrene T
252.0 24.50
m/z 250.95 9.70%
5000
125.0
ol 630 | 187.0, |
e e e e e e b
m/z--> 50 100 150 200 250 300 350 400 450 500 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BGO60211.D

Acqg On : 3 Jan 2024 3:16
Operator : MA/JU

Sample : 05899-24

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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 6 Heneicosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
25.913 13.24 ng 3663810  Perylene-di12 24.768
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
3 Tetracosane 338 (C24H50 000646-31-1 87
4 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 87
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 81

Abundance Scan 3885 (25.913 min): BG060211.D\data.ms (-3874) (- | m/z 57.10 100.00%
57.1

;::::::::::,

5000
—
P 71 26.00
Of kAPl 21112733 3549 44565053 ., 7119  70.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194590: Heneicosane
57.0
5000 T

26.00
m/z 43.10  51.33%
ll‘

IFFAA\4970 296.0

O‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\’\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl-
57.0
—T
26.00
5000 ITI/Z 85.05 47 .94%
2390
oh AP 000
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246483: Tetracosane s
57.0 26.00
m/z 55.10  21.34%
) JL
127.0
0 J I’ | I I‘ I‘ I \97 02530 33\80
e e e S e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 26.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG010224\
Data File : BG060211.D

Acqg On : 3 Jan 2024 3:16
Operator : MA/JU

Sample : 05899-24

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG122923.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... 3.117 6.2 ng 443259 1 7.935 1441760 20.0
1-Heneicosanol 21.231 3.8 ng 1146320 5 21.589 5996030 20.0
Benzo(b)carbazole 21.918 2.9 ng 875101 5 21.589 5996030 20.0
Tridecane, 1-iodo- 23.857 3.4 ng 939455 6 24.768 5532770 20.0
Perylene 24.462 2.3 ng 646686 6 24.768 5532770 20.0
Heneicosane 25.913 13.2 ng 3663810 6 24.768 5532770 20.0
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