LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052124\
Data File : BF137987.D

Acqg On : 21 May 2024 19:45
Operator : CG\JU

Sample : P2531-01

Misc :

ALS Vvial : 18 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_ F\Methods\8270-BF051424 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137987.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.157 8 12 19 rVB4 34213 73279 2.08% 0.288%
2 2.387 42 51 57 rBV 1309049 1734966 49.29% 6.818%
3 4.681 437 441 446 rVB 43717 47938 1.36% 0.188%
4 5.275 538 542 548 rVB 95245 107212 3.05% 0.421%
5 5.657 602 607 610 rBV 2706195 2440278 69.33% 9.590%

6 6.645 770 775 778 rBV 2537641 2519444 71.58%
7 7.034 837 841 844 rBV 1081982 843414 23.96%
8 7.592 931 936 939 rBV 1895106 1667318 47.37%
9 8.204 1036 1040 1049 rBV 83357 93872 2.67%

8.316 1055 1059 1062 rBV 1447128 1163429 33.06%

PO OWLO
vl
U1
N
R

11  9.392 1237 1242 1245 rBV 4395597 3519640 100.00% 13.
12 10.080 1355 1359 1362 rBV 1718622 1393545 39.59%
13 10.163 1368 1373 1379 rBV 65565 85299  2.42%
14 10.869 1489 1493 1496 rBV 2382065 1991538 56.58%

VN O U w
w
w
%]
R

15 11.574 1609 1613 1616 rBV 1676762 1397688 39.71% 493%
16 12.074 1695 1698 1701 rBV 114309 123407 3.51% 0.485%
17 12.786 1816 1819 1823 rBV 171727 159726 4.54% 0.628%
18 13.021 1856 1859 1864 rVB 175567 147660 4.20% 0.580%
19 13.163 1878 1883 1886 rBV 3412950 3133028 89.02% 12.312%
20 14.062 2031 2036 2046 rVB3 68943 141726 4.03% 0.557%
21 14.221 2058 2063 2066 rBV 1108950 1066299 30.30% 4.190%
22 14.245 2066 2067 2074 rVB 116241 97718 2.78% 0.384%
23 14.986 2190 2193 2198 rBV3 83949 103096 2.93% 0.405%
24 15.309 2244 2248 2252 rBV 122248 205670 5.84% 0.808%
25 15.645 2301 2305 2312 rVB 64285 90274 2.56% 0.355%
26 15.709 2312 2316 2322 rVB 88484 124742 3.54% 0.490%
27 15.786 2323 2329 2333 rBV 632719 850867 24.17% 3.344%
28 17.398 2597 2603 2611 rBV3 35801 80310 2.28% 0.316%
29 17.892 2682 2687 2692 rBvV2 23988 43456 1.23% 0.171%
Sum of corrected areas: 25446839
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 21 May 2024 19:45
¢ CG\JU
. P2531-01

. 18

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052124\
BF137987.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052124\
Data File : BF137987.D

Acqg On : 21 May 2024 19:45
Operator : CG\JU

Sample : P2531-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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.
2.387 41.14 ng 1734970 1,4-Dichlorobenzene-d4 7.034

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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 51 (2.387 min): BF137987.D\data.ms (-42) (-) m/z 73.10 100.00%
3.1
5000
43.1
87.1
e o
01 ‘ 2.20 2.40 2.60 2.80
oH_Mwh‘mww‘HH‘MHWHWwawww m/z 43.10 34.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L B L B
43.0 2.20 2.40 2.60 2.80
87.0 m/z 87.10 26.90%
29.0
0 | mo |
O\\‘\H\‘\H\‘H!\‘Hf\‘HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘HH
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 T
2.20 2.40 2.60 2.80
5000 41.0 55.0 m/z 55.10 25.02%
27.0
0 I ‘ ‘ 112.0 129.0
H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H“H‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- e R ma e
73.0 2.20 2.40 2.60 2.80
m/z 41.10 11.38%
5000
45.0
29.0
ool 590 101.0

m/z--> 20 30 40 50 60 70 80 90 100110 120 130 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052124\
Data File : BF137987.D

Acqg On : 21 May 2024 19:45
Operator : CG\JU

Sample : P2531-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 3
R.T. EstConc Area Relative to ISTD R.T.
5.275 2.54 ng 107212 1,4-Dichlorobenzene-d4 7.034

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 542 (5.275 min): BF137987.D\data.ms (-538) (-) m/z 43.05 100.00%
5000
101.1
R RERAREER TR
| §0.0 83.0 5.00 5.20 5.40 5.60 )
ot m/z 59.10 63.28%
m/z--> 20 40 60 80 100 120 140 160
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L B L B LA R
5.00 5.20 5.40 5.60
m/z 101.10  26.88%
101.0
026.Q6$.018’3;011’
miz--> 20 40 60 80 100 120 140 160
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
A RAR
5.00 5.20 5.40 5.60
5000 m/z 58.10 17.73%
101.0
0+ ‘1‘5“.?“1“‘ SH “H%"O‘ ‘ ‘8,3(9‘ e e
m/z--> 20 40 60 80 100 120 140 160
Abundance #48846: 1,8-Nonanediol, 8-methyl- AR RARRR
59.0 5.00 5.20 5.40 5.60
m/z 41.05 9.58%
5000
41.0 83.0
(I “u i “1‘23'9‘1‘4‘1"9‘1?’?'9‘ YRS S A U
m/z--> 20 40 60 80 100 120 140 160 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052124\
Data File : BF137987.D

Acqg On : 21 May 2024 19:45
Operator : CG\JU

Sample : P2531-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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 1-Heneicosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.063 2.66 ng 141726  Chrysene-di12 14.221
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 87
2 n-Tetracosanol-1 354 C24H500 000506-51-4 87
3 1-Hexacosene 364 C26H52 018835-33-1 87
4 Behenic alcohol 326 C22H460 000661-19-8 87
5 Octacosanol 410 C28H580 000557-61-9 87
Abundance Scan 2036 (14.062 min): BF137987.D\data.ms (-2031) (- m/z 230.10 100.00%
230.1
83.0
43.0
5000 JLM
y —— Al
oL m/z 83.05 72.03%
miz-> 50 150 200 250 300 350
Abundance #215083.1-Henehosano
55.0
97.0
5000 — :
14.00
m/z 55.05 71.61%
RECRES| L # |, 182.0224.0 266.0
\\\\‘\\\\‘\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
T \
14.00
5000 m/z 57.05 68.96%
0 19-@ 1 “ \H\ # \‘\ L 181 O 222.0 264.0 308.0
il gl A
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene T
57.0 97.0 14.00
m/z 97.10 66.87%
h W\J\M\\W
o LU 010 230 a0 son l
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52124\
Data File : BF137987.D

Acqg On : 21 May 2024 19:45

Operator : CG\JU

Sample : P2531-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424.M
: 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 Benzo[e]pyrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.645 2.12 ng 90274  Perylene-di12 15.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
2 Benzo[e]pyrene 252 C20H12 000192-97-2 96
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
4 Perylene 252 C20H12 000198-55-0 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 92

Abundance Scan 2305 (15.645 min): BF137987.D\data.ms (-2301) (- m/z 252.05 100.00%
25p.1 r
5000
125.0
83.6 h 163.9 200.1 285.1 328.2 1550 16.00
0890 838 ). 16392001 il 2851 SBS m/z 250.05  28.30%
miz--> 50 100 150 200 250 300
Abundance #138562: Benzol[b]fluoranthene
252.0
5000 s —
15.50 16.00
126.0 m/z 253.10  23.36%
0390 870 ‘\\ 161.0 200.0 . |l
T ‘ T L T ‘ T T ‘ T T T T ‘ 1T T ‘ T T T T ‘ L L
miz--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
e e
15.50 16.00
5000 m/z 125.00 17.56%
125.0
0l 50.0 830 | 158.0 2000 |
e
m/iz--> 50 100 150 200 250 300
Abundance #138565: Benzo[Kk]fluoranthene T —T
252.0 15.50 16.00
m/z 125.95 12.62%
5000
126.0
o0 | |
]
m/z--> 50 100 150 200 250 300 15.50 16.00

8270-BF051424.M Wed May 22 08:01:47 2024

Page: 6



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052124\
Data File : BF137987.D

Acqg On : 21 May 2024 19:45
Operator : CG\JU

Sample : P2531-01

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF051424 .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... 2.387 41.1 ng 1734970 1 7.034 843414 20.0
2-Pentanone, 4-... 5.275 2.5 ng 107212 1 7.034 843414 20.0
1-Heneicosanol 14.063 2.7 ng 141726 5 14.221 1066300 20.0
Benzo[e]pyrene 15.645 2.1 ng 90274 6 15.786 850867 20.0
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