LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57915.D

Acqg On : 29 Jun 2023 22:20
Operator : CG/JU

Sample : 03368-02

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-BG062723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57915.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.020 322 329 335 rBV 34330 53458 2.29% 0.345%
2 5.490 402 409 423 rBV 887752 1424654 61.04% 9.206%
3 7.082 672 680 690 rBV 902878 1520553 65.15% 9.826%
4 7.911 814 821 828 rBV 218879 368211 15.78%  2.379%
5 9.074 1011 1019 1031 rBV 532561 935681 40.09% 6.046%
6 10.713 1288 1298 1308 rBV 306907 544182 23.32%  3.516%
7 13.175 1709 1717 1725 rBV 1237439 1972207 84.50% 12.744%
8 14.550 1941 1951 1958 rBV 455591 721324 30.90% 4.661%
9 15.901 2175 2181 2187 rBV 187901 274712 11.77% 1.775%
10 16.037 2197 2204 2217 rBV 982145 1475171 63.20% 9.532%
11 17.294 2412 2418 2423 rBV 536808 803941 34.44%  5.195%
12 17.470 2443 2448 2455 rVB3 22757 39633 1.70% 0.256%
13 18.122 2555 2559 2564 rBV7 12155 26624 1.14% 0.172%
14 18.181 2564 2569 2579 rBV 343527 520819 22.31% 3.365%
15 18.910 2689 2693 2698 rVB6 30224 49317 2.11% 0.319%
16 19.344 2763 2767 2772 rBV 65084 91563 3.92% 0.592%
17 19.397 2773 2776 2781 rVB 92582 118584 5.08% 0.766%
18 19.456 2782 2786 2797 rBV 131211 204714  8.77%  1.323%
19 19.709 2826 2829 2837 rVB 63217 92513 3.96% 0.598%
20 19.908 2858 2863 2869 rBV 1783141 2334010 100.00% 15.082%

21 21.195 3078 3082 3092 rVB2 237101 342365 14.67% 2.212%
22 21.548 3136 3142 3147 rVB 464632 746711 31.99%  4.825%
23 24.703 3673 3679 3691 rVB 286661 814622 34.90% 5.264%

Sum of corrected areas: 15475569
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57915.D

Acqg On : 29 Jun 2023 22:20
Operator : CG/JU

Sample : 03368-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057915.D\data.ms
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9.074
500000
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Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG057915.D\data.ms
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1500000
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Abundance TIC: BG057915.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57915.D

Acqg On : 29 Jun 2023 22:20
Operator : CG/JU

Sample : 03368-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.020 2.90 ng 53458 1,4-Dichlorobenzene-d4 7.911

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 25
4 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 25
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 23
Abundance Scan 329 (5.020 min): BG057915.D\data.ms (-322) (-) m/z 43.00 100.00%
43.
59.0
5000

1010 DL R R U N

‘ 83.0 4.60 4.80 5.00 5.20 5.40
oWH_m_HJ“mwmw_W(Hmwww_m_m m/z 59.00  66.26%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 590 DL L B R N
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.00  18.32%
0 29.0 m‘ 83\'0 |
\H‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘H\\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
REaa e A R
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 17.38%
29.0 101.0
ob 130l T30 8TO L

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #15705: 3-Heptanol, 4-methyl-

59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 12.24%
5000
27.0 41.0
83.0 101.0

ob130 1] L s 0100

R e L e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57915.D

Acqg On : 29 Jun 2023 22:20
Operator : CG/JU

Sample : 03368-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.901 7.62 ng 274712  Acenaphthene-di10 14.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C10 000936-59-4 47
3 Isonitrosoacetophenone 149 C8H7NO2 000532-54-7 47
4 N-Methylbenzamide, N-pentafluoro... 281 C11H8F5NO2 1000446-98-1 47
5 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
Abundance Scan 2181 (15.901 min): BG057915.D\data.ms (-2175) (- m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0 ‘ T T ‘ T
15.50 16.00
152.0
Ol prr e e 2280 2 m/z 76.95  62.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 - P
15.50 16.00
510 m/z 182.00  52.25%
oL 210 1260 1520 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44322: 1-Propanone, 3-chloro-1-phenyl-
105.0
— .
15.50 16.00
5000 77.0 m/z 51.80 25.65%
51.0
27.0
B A 1330 1680
s L e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27226: Isonitrosoacetophenone = —
77.0 105.0 15.50 16.00
m/z 181.00 9.56%
5000 51.0
27.0 131.0
Y MR AR S M RS S MS— — e
m/z--> 20 40 60 80 100 120 140 160 180 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57915.D

Acqg On : 29 Jun 2023 22:20
Operator : CG/JU

Sample : 03368-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.181 12.96 ng 520819 Phenanthrene-d10 17.294
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 94
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Nonanoic acid 158 C9H1802 000112-05-0 49

Abundance Scan 2569 (18.181 min): BG057915.D\data.ms (-2564) (- | m/z 73.00 100.00%

430 |730
5000
129.0

2131 — U
157.1185.1 P 18.00 18.50

—

m/z 59.95 95.65%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 — =
129.0 18.00 18.50

m/z 43.00 84.34%

213.0
157 0185.0
0 ]"ﬁ‘o“‘} ‘ulﬂ‘ ‘H!H ‘W‘ %“\‘ \”M f i r g — “‘ = “‘ ”\‘ - “‘ ‘ - — “‘ :
m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #92069: Tridecanoic acid
73.0

T T
430 18.00 18.50

5000 129.0 m/z 57.00 81.92%

171.0
‘ 214.0
YT G
m/z--> 20 40 60 80 100120140160180200220240260
Abundance i

126199: Pentadecanoic acid T T
43.0 73.0 18.00 18.50

m/z 55.00  75.84%

5000 129.0
199.0
s e L T
150‘ H I ‘\H it \H ‘\H m ‘ | ‘ ‘

T T
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.00 18.50

o

3+

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57915.D

Acqg On : 29 Jun 2023 22:20
Operator : CG/JU

Sample : 03368-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.397 2.95 ng 118584  Phenanthrene-di10 17.294
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22 006566-19-4 98
2 3,4'-Diisopropylbiphenyl 238 C18H22 061434-46-6 93
3 3,3'-Diacetylbiphenyl 238 C16H1402 094113-07-2 53
4 4,4'-Diisopropylbiphenyl 238 C18H22 018970-30-4 49
5 Anthracene, 9,10-dimethoxy- 238 C16H1402 002395-97-3 49
Abundance Scan 2776 (19.397 min): BG057915.D\data.ms (-2773) (1 m/z 223.10 100.00%
223.1
5000 181.0 i/u
1900 1950
430 890 141, \ : :
| ek Lo 288182100 03810 60.37%
miz-> 50 100 150 200 250 300
Abundance #121373: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
223.0
181.0
5000
19.00 19.50
m/z 181.00 45.11%
55.0 104.01 1 H ‘ ‘
0 “”H\ \“\‘1‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #121355: 3,4'-Diisopropylbiphenyl
2238.0
T —5
19.00 19.50
5000 m/z 195.00 28.00%
43.0
165.0
104.0 ‘
ol “ \“ - ik \‘m’d“\‘ Ay ‘\h“h‘ ‘M T “‘ | S —
miz--> 50 100 150 200 250 300
Abundance #121175: 3,3'-Diacetylbiphenyl — —
223.0 19.00 19.50
m/z 165.00 27.71%
5000/ 430
104.0 152.0
OHH,m‘\l,‘\\Hi‘hmH“\HL‘HH‘\H — ——
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57915.D

Acqg On : 29 Jun 2023 22:20
Operator : CG/JU

Sample : 03368-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.456 5.48 ng 204714  Chrysene-di12 21.548
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Heneicosanoic acid 326 C21H4202 002363-71-5 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87

Abundance Scan 2786 (19.456 min): BG057915.D\data.ms (-2782) (- | m/z 73.00 100.00%

73.0
5000 129.0
1851 2411 R
H ‘ 1 4260 19.50
o3 el bbb b L 32600 0 43 00 95.89%
miz--> 50 100 150 200 250 300
Abundance #179090: Octadecanoic acid

4

3.0
5000 —
1290 19.50
3.0 ' 284.0 m/z 57.00  89.62%
‘ ‘ 185.0 2410
(O ‘\ T “‘h“‘ M\‘} \‘ T 4 \‘ \“\ “ e \‘ T 4 T
50

5

-

m/z--> 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
430 256.0
—
19.50
5000 ITI/Z 59.95 88.74%
129.0
3.0 213.0
171.0 ‘
0! \\}M“\M} ‘\\“‘ “ “‘u\‘ T “‘ R
m/z--> 50 100 150 200 250 300
Abundance #232199: Heneicosanoic acid T
43.0 326.0 19.50
m/z 55.00 81.62%
129.0
5000 3.0
) 283.0
185.0 227.0
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57915.D

Acqg On : 29 Jun 2023 22:20
Operator : CG/JU

Sample : 03368-02

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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 8 Cyclotetracosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.195 9.17 ng 342365 Chrysene-d12 21.548
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 95
2 9-Tricosene, (Z)- 322 C23H46 027519-02-4 93
3 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
4 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 91

Abundance Scan 3082 (21.195 min): BG057915.D\data.ms (-3078) (- | m/z 57.00 100.00%

57.0
5000

—— —
21.00 21.50
390
- ‘H‘ LIRO18LL 2541 30413481 i3 00 74.37%
miz--> 50 100 150 200 250 300 350
Abundance #244232: Cyclotetracosane
43.0
83.0
5000 — —
21.00 21.50
m/z 55.00  73.15%
25.0
0 Ll “\ \H\ ‘\ J \‘6‘702100250029303360
\\\\‘\\\\‘\ \\\\‘\\\\ T \\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #227236: 9-Tricosene, (2)-
53.0 97.0
—— —
21.00 21.50
5000 m/Z 83.00 64 .08%

o

# 0 322.0
LT 162002000800 T
m/z--> 50 100 150 200 250 300 350

Abundance #293797: Pentafluoropropionic acid, hexadecyl ester T —

57.0 21.00 21.50
97.0 m/z 69.00 50.94%
- WJLWM
0150 | ‘\ i ‘u‘ 18202240 269.0 370,
24 | it SN i — —
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062923\
Data File : BG@57915.D

Acqg On : 29 Jun 2023 22:20
Operator : CG/JU

Sample : 03368-02

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG062723.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-... 5.020 2.9 ng 53458 1 7.911 368211 20.0
Benzophenone 15.901 7.6 ng 274712 3 14.550 721324 20.0
n-Hexadecanoic ... 18.181 13.0 ng 520819 4 17.294 803941 20.0
10,18-Bisnorabi... 19.397 3.0 ng 118584 4 17.294 803941 20.0
Octadecanoic acid  19.456 5.5 ng 204714 5 21.548 746711 20.0
Cyclotetracosane 21.195 9.2 ng 342365 5 21.548 746711 20.0
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