LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112021\
Data File : BGO51155.D

Acqg On : 20 Nov 2021 19:58
Operator : CG/JU

Sample : M4758-33

Misc :

ALS Vvial : 10 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-BG111921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO51155.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.744 377 384 393 rBV 397576 665598 40.67% 8.411%
2 7.354 649 658 670 rBv 392800 733612 44.82% 9.271%
3 8.200 796 802 814 rVB 94366 162530 9.93% 2.054%
4 9.381 995 1003 1013 rBV 248844 467526 28.56% 5.908%
5 10.779 1233 1241 1256 rBV2 9961 20996 1.28% 0.265%
6 11.032 1277 1284 1295 rVB 124472 230505 14.08% 2.913%
7 13.452 1687 1696 1708 rBV 611514 969076 59.21% 12.246%
8 14.833 1924 1931 1940 rVB 208735 325229 19.87% 4.110%
9 16.184 2153 2161 2168 rBV5 36438 58681 3.59% 0.742%
10 16.325 2178 2185 2197 rBV 480421 765954 46.80% 9.679%
11 17.454 2372 2377 2384 rVB2 15197 19878 1.21% 0.251%
12 17.583 2393 2399 2405 rBV 272068 421987 25.78% 5.333%
13 18.211 2501 2506 2512 rVB2 13507 19302 1.18% 0.244%
14 19.821 2775 2780 2783 rVB4 11798 18110 1.11% 0.229%
15 20.174 2834 2840 2846 rBV 1262861 1636775 100.00% 20.684%
16 21.437 3050 3055 3056 rBV 16650 21112 1.29% 0.267%
17 21.466 3056 3060 3065 rVV 52933 91897 5.61% 1.161%
18 21.572 3074 3078 3085 rVB 52373 80933 4.94% 1.023%
19 21.884 3124 3131 3139 rBV 281002 480409 29.35% 6.071%
20 22.036 3154 3157 3161 rVB3 11846 16846 1.03% 0.213%
21 22.665 3260 3264 3269 rBv2 15229 26450 1.62% 0.334%
22 23.388 3384 3387 3393 rVB5 13512 22173 1.35% 0.280%
23 24.240 3524 3532 3539 rBV2 28985 64904  3.97% 0.820%
24 25.280 3698 3709 3720 rVB3 152907 481581 29.42% 6.086%
25 26.425 3896 3904 3916 rVB5 36875 111241 6.80% 1.406%

Sum of corrected areas: 7913305
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112021\
Data File : BG@51155.D

Acqg On : 20 Nov 2021 19:58
Operator : CG/JU

Sample : M4758-33

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG051155.D\data.ms
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Abundance TIC: BG051155.D\data.ms
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Abundance TIC: BG051155.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112021\
Data File : BG@51155.D

Acqg On : 20 Nov 2021 19:58
Operator : CG/JU

Sample : M4758-33

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 wunknownl6.184 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.184 3.61 ng 58681 Acenaphthene-d10 14.833
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Methyl-1,4-naphthoquinone 172 C11H802 000605-93-6 38
2 [1,2,5]0xadiazolo[3,4-f]cinnoline 172 C8H4N40 217491-04-8 35
3 L-Leucine, N-(n-propyloxycarbony... 231 C11H21NO4 1000452-30-4 22
4 11-Methyl-2,7-diazatricyclo[6.4.... 172 C11H12N2 059007-79-3 22
5 DL-Norleucine, N-propoxycarbonyl... 343 C19H37NO4 1000339-03-2 14
Abundance Scan 2161 (16.184 min): BG051155.D\data.ms (-2153) (- m/z 172.00 100.00%
172.0
101.0
5000
144.0
63.0 A\
— —
39.0 ‘ ‘ ‘ 16.00 16.50
0! bl e m/z 101,00 71.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #47404: 6-Methyl-1,4-naphthoquinone
172.0
5000 j \A‘ ]
180 10 16.00 16.50
90.0 '
63.0 m/z 87.00 69.57%
39. :
0' ‘\\‘\\“\‘\\\“\\‘\‘\\\\‘\\\\‘\\\\‘
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Abundance #47972: [1,2,5]0xadiazolo[3,4-f|cinnoline
172.0
T ‘/\ T T ‘ T
16.00 16.50
5000 63.0 142.0 m/z 144.00 35.58%
37.0 88.0
‘ “ H 115.0
ol e b
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #112338: L-Leucine, N-(n-propyloxycarbonyl)-, methyl es — —
172.0 16.00 16.50
m/z 86.00 34.37%
43.0
5000 86.0
116.0 144.0
o5 o T L geee ey (\ -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112021\
Data File : BG@51155.D

Acqg On : 20 Nov 2021 19:58
Operator : CG/JU

Sample : M4758-33

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 Pentadecafluorooctanoic aci... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.467 3.83ng 01897 Chrysene-di2 21.884

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93

2 1-Hexacosene 364 C26H52 018835-33-1 93
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 90
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87

Abundance Scan 3060 (21.466 min): BG051155.D\data.ms (-3056) (-  m/z 57.05 100.00%
57.0

5000

-

%_1 21.50
207.0282.0355.1
O‘W“uu“\‘\f!““'\\\\“uu‘uh‘uu“uu‘uu‘uu‘uu‘uu‘uu‘u m/z 43.10 97.34%

m/z--> 0 50 100150200 250300 350400450500 550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

-

57.0
5000 L
21.50
m/z 83.05 76.12%
OJMNFFA‘?%!!352.O3619.O64?"
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #273800: 1-Hexacosene
57.0
—
21.50
5000 ITI/Z 55.05 74.02%
9.0
0 \‘ I \‘\ “.210'0 292'0364'0
et A S e e e e e e e
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #146039: Ethanol, 2-(tetradecyloxy)- T
57.0 21.50
m/z 69.05 63.41%
5000
H 0196.0
ol —r—
m/z--> 0 50 100150200 250300 350400450500550 600650 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112021\
Data File : BG@51155.D

Acqg On : 20 Nov 2021 19:58
Operator : CG/JU

Sample : M4758-33

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 3,6,9,12-Tetraoxatetradecan... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.572 3.37 ng 80933  Chrysene-di12 21.884
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6,9,12-Tetraoxatetradecane-1,1... 446 C24H3008 1000366-97-0 78
2 N-[(2-Phenyl-1,3-dioxolan-2-yl)m... 193 C1@H11NO3 1000411-48-9 78
3 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 78
4 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 78
5 Phenyl(2-phenyl-1,3-dioxolan-2-y... 256 C16H1603 005694-69-9 78
Abundance Scan 3078 (21.572 min): BG051155.D\data.ms (-3074) (-  m/z 105.00 100.00%
105.0
149.0
5000
T T
51.0 2811 21.50
Ol bt b 14980 2811 3410 n7 149.00  74.04%
mlz--> 50 100 150 200 250 300 350
Abundance #324290: 3,6,9,12-Tetraoxatetradecane-1,14-diyl dibenzc
105.0 149.0
5000 o :
21.50
m/z 76.95 46.58%
N T 193.0 236.0
\\\\‘\f\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #67627: N-[(2-Phenyl-1,3-dioxolan-2-yl)methylidene]hydr
105.0 149.0
T
21.50
5000 m/z 150.00 8.48%
51.0
P YT D VI L —
miz--> 50 100 150 200 250 300 350
Abundance  #162046: Benzoic acid, 2-(3-nitrophenyl)ethyl ester — L
149.0 21.50
m/z 51.00 8.21%
105.0
5000
51.0 /\f'\
o‘mi‘mmw‘“m” T T T LA W, Ak d
m/z--> 50 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112021\
Data File : BG@51155.D

Acqg On : 20 Nov 2021 19:58
Operator : CG/JU

Sample : M4758-33

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

24.240 2.70 ng 64904  Perylene-d12 25.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Eicosane 282 C20H42 000112-95-8 87
3 Pentacosane 352 (C25H52 000629-99-2 86
4 Eicosane, 1-iodo- 408 (C20H41I 1000406-31-8 86
5 Docosane 310 C22H46 000629-97-0 86

Abundance Scan 3532 (24.240 min): BG051155.D\data.ms (-3524) (-  m/z 57.05 100.00%
57.0

e /\/V\‘AM,
9.1 —— ——
‘ H ‘ 411 207.0 281.0 24.00 24.50
bl ph Ay i, T A m/z 71.85 67.43%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 T —
24.00 24.50
9.0 m/z 43.00 66.21%
oisd LLLLL 10830750 2080
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
— —
24.00 24.50
5000 ITI/Z 85.05 50.77%
1y \‘ 11018302050 2620
0 gl ‘“ ‘“ b
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane — —
57.0 24.00 24.50
m/z 55.00 23.36%
5000
9.0
e “ ““‘ ““‘ T —— —
m/z--> 50 100 150 200 250 300 350 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112021\
Data File : BG@51155.D

Acqg On : 20 Nov 2021 19:58
Operator : CG/JU

Sample : M4758-33

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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 Pentacosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

26.425 4.62 ng 111241  Perylene-di2 25.280
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Eicosane 282 (C20H42 000112-95-8 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3904 (26.425 min): BG051155.D\data.ms (-3896) (-  m/z 57.00 100.00%

57.0 ' '
5000
90 26.50
141.11 :
0 83228L0 m/z 71.00 77 .35%
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 L
26.50
m/z 43.05 66.92%
O T \“ “‘ \‘h‘\ h“ \“‘ \J“-\4jl-“0\ %8\:‘3\0‘?2\\5\9‘ T \?9\5‘(\)\ \3\5‘2\()\ L
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
—
26.50
5000 ITI/Z 85.10 55.07%
oL ‘L‘ ”h‘ i \\ / 141. 9 183.0 225.0 267.0 309.0_367.0
il ‘ At e e A T
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane 7
57.0 26.50
m/z 55.05 27.33%
- W
0 “L | F ‘}410183022502670 3230 380.(
““‘ e LA A —
m/z--> 50 100 150 200 250 300 350 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG112021\
Data File : BGO51155.D

Acqg On : 20 Nov 2021 19:58
Operator : CG/JU

Sample : M4758-33

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111921.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|
unknownl6.184 16.184 3.6 ng 58681 3 14.833 325229 20.0
Pentadecafluoro... 21.467 3.8 ng 91897 5 21.884 480409 20.0
3,6,9,12-Tetrao... 21.572 3.4 ng 80933 5 21.884 480409 20.0
Heneicosane 24.240 2.7 ng 64904 6 25.280 481581 20.0
Pentacosane 26.425 4.6 ng 111241 6 25.280 481581 20.0
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