LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011124\
Data File : BGO60308.D

Acqg On : 11 Jan 2024 13:58
Operator : MA/JU

Sample : P1100-01

Misc :

ALS vial : 5 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-BG010824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60308.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.036 324 331 339 rBV 251473 383836 2.73% 0.519%
2 5.500 400 410 427 rBV 3523911 5760537 41.00% 7.789%
3 7.092 673 681 695 rBV 3540458 6083237 43.30% 8.225%
4 7.926 814 823 832 rBV 803869 1412993 10.06% 1.911%
5 9.090 1013 1021 1034 rBV 2011586 3648327 25.97% 4.933%
6 10.735 1293 1301 1313 rBV 1042996 1939281 13.80% 2.622%
7 13.191 1712 1719 1732 rBV 5867745 9351195 66.56% 12.644%
8 14.566 1946 1953 1962 rBV 1862891 2989006 21.28% 4.041%
9 16.058 2199 2207 2218 rBV 4542974 7246888 51.58% 9.799%
10 16.258 2235 2241 2252 rVB 295305 494303 3.52% 0.668%
11 17.315 2414 2421 2426 rBV 2489027 3743925 26.65% 5.062%
12 17.944 2516 2528 2538 rBV3 107647 345636 2.46% 0.467%
13 19.172 2731 2737 2747 rVB3 192848 399274 2.84% 0.540%
14 19.372 2766 2771 2777 rVB 242194 336720 2.40%  0.455%
15 19.566 2798 2804 2810 rBV 142726 289668 2.06% 0.392%

16 19.736 2829 2833 2840 rVB 222627 328524  2.34%  0.444%
17 19.936 2861 2867 2882 rBV 10311867 14049102 100.00% 18.996%
18 20.083 2887 2892 2899 rVB2 203095 394919 2.81% ©.534%
19 20.852 3018 3023 3029 rBV2 227447 379875 2.70% ©.514%
20 21.223 3081 3086 3096 rBV2 426011 797258 5.67% 1.078%

21 21.581 3139 3147 3152 rBV 2601860 4531053 32.25% 6.126%
22 21.628 3152 3155 3169 rVB3 292300 641337 4.56% 0.867%
23 21.763 3174 3178 3181 rVV2 101506 173667 1.24% ©0.235%
24 21.810 3181 3186 3207 rVB 938713 2053868 14.62% 2.777%
25 22.498 3298 3303 3312 rBV3 172253 374627 2.67% ©.507%
26 23.038 3389 3395 3400 rVB6 133101 303349 2.16% ©.410%
27 23.508 3468 3475 3486 rBV3 146440 460664 3.28% 0.623%

28 24.748 3670 3686 3703 rBV2 1602943 5045467 35.91% 6.822%

Sum of corrected areas: 73958536
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011124\
Data File : BGO60308.D

Acqg On : 11 Jan 2024 13:58
Operator : MA/JU

Sample : P11ee0-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060308.D\data.ms
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Abundance TIC: BG060308.D\data.ms
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Abundance TIC: BG060308.D\data.ms
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011124\
BGO60308.D
: 11 Jan 2024 13:58

Operator : MA/JU

Sample
Misc
ALS vial : 5

Quant Method
Quant Title

TIC Library

. Pl1oe-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2
R.T. EstConc Area Relative to ISTD R.T.
5.036 5.43 ng 383836 1,4-Dichlorobenzene-d4 7.932

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 38
3 Tetraglyme 222 C10H2205 000143-24-8 25
4 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 ©053951-43-2 25
5 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 23
Abundance Scan 331 (5.036 min): BG060308.D\data.ms (-324) (-) m/z 43.05 100.00%
43.0
5000
101.1

4.80 5.00 5.20 5.40
71.78%

o bl 182 200 se01 asee s Lt

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B B B LN B
4.80 5.00 5.20 5.40
101.0 m/z 101.10  25.78%
0‘\\”\“\"\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
R A RARNEEE R
4.80 5.00 5.20 5.40
5000 m/z 58.05 20.87%
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #100836: Tetraglyme P e ity
59.0 4.80 5.00 5.20 5.40
m/z 41.05 10.75%
5000
‘ 133.0
o_u“J“ ‘ml"H_m‘H"‘w_‘H_wwwww

m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011124\
Data File : BGO60308.D

Acqg On : 11 Jan 2024 13:58
Operator : MA/JU

Sample : P11ee0-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Benzenesulfonamide, N,4-dim... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.258 2.64 ng 494303  Phenanthrene-d10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenesulfonamide, N,4-dimethyl- 185 C8H11NO2S 000640-61-9 95
2 Cyclohepta-2,4,6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 76
3 4-Toluenesulfonylmethyl isocyanide 195 C9HINO2S 036635-61-7 53
4 Benzenesulfonamide, N,4-dimethyl... 214 C8H10N203S 000080-11-5 50
5 Phenyl para-toluenesulfonate 248 C13H1203S 000640-60-8 50

Abundance Scan 2241 (16.258 min): BG060308.D\data.ms (-2235) (- | m/z 91.05 100.00%

91.0
5000
185.0
‘ ‘ 16.00 16.50
Ofeididl L L2811 354.9418.0  S2LU /7 185.00  23.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #60176: Benzenesulfonamide, N,4-dimethyl-
91.0
30.0
5000 o e
16.00 16.50
‘ ‘ 185.0 m/z 65.10 23.21%
O\‘\h\f}lJVW‘1\‘\1‘\\\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #60186: Cyclohepta-2,4,6-trienesulfonic acid, methylamic
91.0 IL
P e
16.00 16.50
5000 185.0 ITI/Z 155.00 20.68%
30.0 ‘
0 chvﬁ‘ _A‘w“‘w"H,‘H“H“‘H“_“w“u,“H
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #70703: 4-Toluenesulfonylmethyl isocyanide e —
91.0 16.00 16.50
m/z 92.10 16.59%
155.0
5000
0 28 pl ) ‘ ﬂwl\

\\\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ LR

m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00 16 50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011124\

BGO60308.D
: 11 Jan 2024 13:58
: MA/JU
: P1100-01
: 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824 .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 Decane, 5-propyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.172 2.13 ng 399274  Phenanthrene-d10 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-propyl- 184 C13H28 017312-62-8 87
2 Nonadecane 268 C19H40 000629-92-5 87
3 Heptacosane 380 C27H56 000593-49-7 80
4 Heneicosane 296 C21H44 000629-94-7 80
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 80

Abundance Scan 2737 (19.172 min): BG060308.D\data.ms (-2731) (- | m/z 57.10 100.00%
57.1
o h\J\—\'JM
1900 1950
113.1 : :
188.9
o‘mw‘m‘ﬂhmm‘m"2‘57‘?11‘“WS‘??:“‘,WWW‘5‘4‘2"‘ m/z 71.10  72.10%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #59032: Decane, 5-propyl-
57.0
5000 A e
19.00 19.50
m/z 43.10 55.48%
‘ 140.0
0\\‘\l\‘\‘\\h\“‘\l\\\\i‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158597: Nonadecane
57.0
— —
19.00 19.50
5000 m/z 85.10 41.42%
| ‘ | 11301600 2680
O L e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane T T
57.0 19.00 19.50
m/z 55.10 20.96%
ol } | 1130169.0225.0281.0  380.0
e A A T e e e —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011124\
Data File : BGO60308.D

Acqg On : 11 Jan 2024 13:58
Operator : MA/JU

Sample : P11ee0-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 17-Pentatriacontene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.223 3.52 ng 797258  Chrysene-di12 21.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 86
2 1-Octadecanol 270 C18H380 000112-92-5 81
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 80
4 n-Nonadecanol-1 284 C19H400 001454-84-8 76
5 Cyclotetradecane 196 C14H28 000295-17-0 70

Abundance Scan 3086 (21.223 min): BG060308.D\data.ms (-3081) (- | m/z 57.10 100.00%

57.1
5000
111.1

—— —
21.00 21.50
167 0 261.1
0 H\ v o 40884662 7 83,10 76.87%
mi/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #336402: 17-Pentatriacontene
43.0
5000 T —
7.0 21.00 21.50

m/z 43.10 71.77%

. ” | | 1153.0 210.0 267.0321.0 490.0
\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #161350: 1-Octadecanol

43.0

97.0 - ——
21.00 21.50
5000 m/z 55.10 65.21%
0%5402240 MJAWMMwMJ\MMAAMjKM
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #280777: Trichloroacetic acid, pentadecyl ester —— ——
43.0 21.00 21.50

m/z 69.10 60.09%

7.0
5000
\‘ m JH I |1h5|3 0210.0

0+ “HH‘\\H‘\H\‘HH‘\\H‘\H\‘HH‘\H\‘\H\‘H 7 7
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011124\
Data File : BGO60308.D

Acqg On : 11 Jan 2024 13:58
Operator : MA/JU

Sample : P11ee0-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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 Supraene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.810 9.07 ng 2053870  Chrysene-d12 21.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83
3 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 53
4 1,5-Heptadiene, 2,6-dimethyl- 124 C9H16 006709-39-3 53
5 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 47
Abundance Scan 3186 (21.810 min): BG060308.D\data.ms (-3181) (- | m/z 69.10 100.00%
69.1
5000
— =
‘ 137.1 ‘ 21.50 22.00
Orerbgbid 1y, 2031 2993 36724227 530 ./, g1.1p s50.39%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #308259: Supraene
69.0
5000 e S
21.50 22.00
m/z 41.10 18.31%
137.0
Ot “L\J s \ﬂ‘”\ \“\J‘\ l‘ i \\21013\.9 \’217r3\\o[ \3\4\1‘.(\)\ \4\.:‘[\0\(\)\ EERRREERE
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra
69.0
— —
21.50 22.00
5000 m/z 95.10 11.77%
\ 137.0
192.0
obollilin] ooz
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #19480: 1,5-Heptadiene, 3,3,6-trimethyl- — —T
69.0 21.50 22.00
m/z 68.10 9.65%
) J\\Aw
Y P — e Ve
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG011124\
Data File : BGO60308.D

Acqg On : 11 Jan 2024 13:58
Operator : MA/JU

Sample : Pl1ee-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG010824.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-... 5.036 5.4 ng 383836 1  7.932 1412990 20.0
Benzenesulfonam... 16.258 2.6 ng 494303 4 17.315 3743930 20.0
Decane, 5-propyl- 19.172 2.1 ng 399274 4 17.315 3743930 20.0
17-Pentatriacon... 21.223 3.5 ng 797258 5 21.581 4531050 20.0
Supraene 21.810 9.1 ng 2053870 5 21.581 4531050 20.0
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