LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BGO55687.D

Acqg On : 18 Nov 2022 12:20

Operator : CG/JU

Sample : N5598-01 :
Misc : FRAC-TANK-0760533

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-BG111622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55687.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.685 234 238 247 rBV 16021 24966 1.21% ©.194%
2 5.308 337 344 352 rBV 163557 262498 12.68% 2.036%
3 5.784 418 425 434 rVB 610748 978056 47.24% 7.586%
4 7.400 690 700 709 rBV 577906 1012380 48.90% 7.852%
5 8.252 838 845 852 rVvB 118691 199779 9.65% 1.550%

6 9.421 1035 1044 1054 rBV 351980 612890 29.60% 4
7 10.831 1277 1284 1296 rBV2 33603 64631 3.12% ©0.501%
8 11.078 1318 1326 1333 rBV 149932 272968 13.18% 2
9 13.499 1730 1738 1745 rBV 856113 1323605 63.93% 10.266%
10 14.368 1858 1886 1889 rBV7 72853 422931 20.43%

w
N
(o]
[
B

11 14.873 1966 1972 1985 rVB 245692 404333 19.53%
12 16.354 2218 2224 2237 rBV 801535 1258916 60.80%
13 17.611 2433 2438 2445 rVB 317446 479163 23.14%
14 19.727 2790 2798 2819 rVB 391552 1292732 62.44% 10.
15 19.991 2839 2843 2851 rVB 68471 106761 5.16%

OO WuLVww
~N
=
~N
3R

16 20.202 2873 2879 2884 rBV 1535448 2070500 100.00% 16.
17 20.743 2966 2971 2979 rBV2 76363 144308 6.97%
18 20.984 3009 3012 3015 rVB2 32439 35669 1.72%

ARroOoRrR O
N
N
N
OO

19 21.513 3096 3102 3112 rVB2 117897 248556 12.00% 928%
20 21.912 3164 3170 3177 rVB 331203 562482 27.17% 363%
21 22.083 3196 3199 3203 rVB2 39075 52393 2.53% 0.406%
22 22.382 3244 3250 3258 rVB 76452 184785 8.92% 1.433%
23 22.723 3305 3308 3313 rVB2 42907 65294 3.15% 0.506%
24 23.405 3418 3424 3430 rBV 71847 163144 7.88% 1.265%
25 25.326 3743 3751 3763 rVB2 221375 649047 31.35% 5.034%
Sum of corrected areas: 12892787
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55687.D

Acqg On : 18 Nov 2022 12:20

Operator : CG/JU

Sample : N5598-01 :
Misc : FRAC-TANK-0760533

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055687.D\data.ms

1400000
1200000
1000000

800000

5.784
600000 7.400

400000 9.421

200000 5.308 8.252 11.078
4.685 j\ 10.831]’\

(0} L e e e L L L I B

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance .
1600000 TIC: BG055687.D\data.ms

20.202
1400000

1200000

1000000
13.499 16.354

800000
600000
19.727 21.912
400000 17.611
14873 21513
200000 . 368 1%\;9 L 083382, 72
0

Time--> 13.50 14.00 14.50 15.00 15.50 16. OO 16. 50 17.00 17.50 18.00 18. 50 19.00 19.50 20.00 20. 50 21.00 21.50 22.00 22.50

Abundance :
u1 00000 TIC: BG055687.D\data.ms

1400000
1200000
1000000
800000
600000
400000 25.326

200000 23.405

MJMMW/\MMM

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\

Data File : BGO55687.D

Acqg On : 18 Nov 2022 12:20

Operator : CG/JU

Sample : N5598-01 :
Misc : FRAC-TANK-0760533

ALS vial : 5 Sample Multiplier: 1

Quant Method :
Quant Title

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 1 3-Hexen-2-one Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
4.685 2.50 ng 24966 1,4-Dichlorobenzene-d4 8.252
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 90
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 90
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 72
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 72
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 72
Abundance Scan 238 (4.685 min): BG055687.D\data.ms (-234) (-) m/z 55.00 100.00%
55.0 83.0
5000 43.0
98.0
‘ ‘ 4.40 4.60 4.80 5.00
0t e e - M7z 83.00 92.00%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0
29.0 43.0
5000 LB L B I NI AL LR
98.0 4.40 4.60 4.80 5.00
15.0 m/z 43.00 43.54%
O.”’
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
R AR
43.0 4.40 4.60 4.80 5.00
5000 m/z 98.00 32.31%
20.0 98.0
15.0
0 HwH““HmHnu‘hHM1“‘97:?”H,m,w‘,w
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- A RAREE e
55.0 83.0 4.40 4.60 4.80 5.00
m/z 39.00 29.42%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0 m‘H‘H‘HH“m:;1‘”;‘;‘:1“m‘“;Hu,ulu,um,uu "Hm‘“‘n“ﬁw‘ﬂ‘mﬂuﬂ‘ﬂ,“m‘
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55687.D

Acqg On : 18 Nov 2022 12:20

Operator : CG/JU

Sample : N5598-01 :
Misc FRAC-TANK-0760533

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.308 26.28 ng 262498 1,4-Dichlorobenzene-d4 8.252

Hit# of 5 Tentative ID MW MolForm CAS#t 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-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 344 (5.308 min): BG055687.D\data.ms (-337) (-) m/z 43.00 100.00%
3.0
59.0
5000
101.0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
‘ 83.0 5.00 5.20 5.40 5.60
Obrrprrrr et bl e M/Z 59.08 53.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L R B R B
590 5.00 5.20 5.40 5.60
m/z 101.00 16.96%
0\\\’\\\\‘\\1‘:3“?‘-\-\0\\“‘}{\\‘\\}\‘\\\\‘\\\\8‘:\)"\.(\)\’\\\]-\0‘]\"\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e EaERRERESE RS
57.0 5.00 5.20 5.40 5.60
5000 m/z 58.00 14.92%
20.0 101.0
e A YO N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- e EaERmERESEEE
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.89%
5000 41.0
29.
‘ ‘ 87.0
b8 WL Ll me
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55687.D

Acqg On : 18 Nov 2022 12:20

Operator : CG/JU

Sample : N5598-01 :
Misc : FRAC-TANK-0760533

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.831 4.74 ng 64631 Naphthalene-d8 11.078
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
4 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 56
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 53
Abundance Scan 1284 (10.831 min): BG055687.D\data.ms (-1277) (- | m/z 57.00 100.00%
57.0
5000 41.0
s e
dﬂ 75‘-0 1011 1390 10.50 11.00
ol w‘lu Al e T S m/z 45.00  94.74%
miz--> 20 40 60 80 100 120 140
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 e e
29.0 10.50 11.00
75.0 m/z 41.00 37.76%
O T \‘H“\‘ T “‘H‘\ \‘!‘Uur \‘1“\“ \“\‘ \lroﬁlrowlwlw6.‘o\1\3\2.\0‘ T T
miz-> 20 40 60 80 100 120 140
Abundance #10091: Ethylene glycol monoisobutyl ether
57.0
— ——
10.50 11.00
5000 m/z 56.00 16.28%
41.0
75.0
oL 180 L‘\ 1A ‘ | 1000 1180
et
miz--> 20 40 60 80 100 120 140 J\
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- ! A‘ L Mf\ ‘ﬂ ‘A’M‘ M
45.0 10.50 11.00
m/z 75.00 13.66%
5000
89.0
29.0
73
O 00 I .Y YA S | I
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55687.D

Acqg On : 18 Nov 2022 12:20

Operator : CG/JU

Sample : N5598-01 :
Misc FRAC-TANK-0760533

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.368 20.92 ng 422931  Acenaphthene-d10 14.873
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 1886 (14.368 min): BG055687.D\data.ms (-1858) (- | m/z 43.00 100.00%
43.0 ,73.0
5000 129.0
1851 2412
— —
‘ ‘ ‘ 284.1 14.00 14.50
oL—— M‘M ‘\! il il - [ “ I ‘h‘ ‘ ‘L‘ m/z 60.00 93.15%
miz-> 50 100 150 200 250
Abundance #179090: Octadecanoic acid
43.0
73.0
5000 — —
129.0 14.00 14.50
' 284.( m/z 73.00 88.64%
M ‘ 1850 o410
01‘2-9‘\‘ w‘u‘w H Al u‘h‘h M‘\} N - Ll \‘ - “ ks
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
— —
14.00 14.50
5000 129.0 m/z 57.00 84.13%
‘ 199.0 2420
0 : ‘\‘ W‘H‘M h!\ M \\hu\ ;‘M‘\‘ u} “‘ ‘l‘eﬂ‘q“ ‘i S — “\ ———
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid — —
3 3
43.0 73.0 256.0 14.00 14.50
m/z 55.00 80.23%
5000
129.0
213.0
‘ 171.0 ‘
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55687.D

Acqg On : 18 Nov 2022 12:20

Operator : CG/JU

Sample : N5598-01 :
Misc FRAC-TANK-0760533

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Tetradecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.727 53.96 ng 1292730  Phenanthrene-d10 17.611
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 53
4 Undecanoic acid 186 C11H2202 000112-37-8 53
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50

Abundance Scan 2798 (19.727 min): BG055687.D\data.ms (-2790) (- | m/z 43.05 100.00%

43.0
5000
129.0
0 2411

185.1

——
284.1 19.50 20.00

ob— 3431 m/z 73.00 90.78%

3.
m/z--> 50 100 150 200 250 300 350
Abundance #179092: Octadecanoic acid
43.0
J:“‘

5000 T
129.0 19.50 20.00

284.0
0 m/z 60.00 86.18%

‘ 185.0 241.0
oL “‘ H‘d‘u‘ ‘uh\‘\‘ ‘\M\‘h} e ! ““ T ‘L ““ L e
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
19f50 20.‘00
5000 m/z 57.00 77 .01%
129.0
29. 185.0 228.0

oL ““ “ML‘H} ‘\ | L m‘\ “\‘ \‘ — ‘\‘ R e

m/z--> 50 100 150 200 250 300 350

Abundance #126199: Pentadecanoic acid — —
73.0 19.50 20.00
m/z 55.00  73.96%
5000 129.0
29.0
‘ 199.0 2420
SERE NP 0 v Y e
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55687.D

Acqg On : 18 Nov 2022 12:20

Operator : CG/JU

Sample : N5598-01 :
Misc FRAC-TANK-0760533

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 6 1-Octadecanesulphonyl chloride Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.991 3.80 ng 106761  Chrysene-di12 21.912
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 91
2 Cetene 224 C16H32 000629-73-2 86
3 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1010309-18-1 83
4 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 72
5 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 72

Abundance Scan 2843 (19.991 min): BG055687.D\data.ms (-2839) (- | m/z 57.00 100.00%
57.0
5000 ’J///\\\MNJ\\AWM%NWM‘/
Fm N
20.00
ot M‘h J“m “M‘ L ‘1 1831‘ ‘?‘3?"‘1“‘ ‘ ‘295"3” ‘ ??9' m/z 43.00 88.07%
miz--> 50 100 150 200 250 300 350
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0
5000 1
20.00
7.0 m/z 71.10 55.39%
L \‘\ \‘\\\\133'0 175.0 288.0
O\\\‘\“\‘”\M\““\‘H\‘H‘\“i“‘ \‘\‘\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #104588: Cetene
43.0
—
83.0 20.00
5000 m/z 85.10  37.35%
25.0 224.0
oLl e a0 200
m/z--> 50 100 150 200 250 300 350
Abundance #241461: Sulfurous acid, butyl tetradecyl ester —
57.0 20.00
m/z 55.00 33.65%
7.0
197.
LT e 0 s -
m/z--> 50 100 150 200 250 300 350 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BGO55687.D

Acqg On : 18 Nov 2022 12:20

Operator : CG/JU

Sample : N5598-01

Misc

ALS vial : 5

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

FRAC-TANK-0760533

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.M

: C:\Database\NIST20.L

: 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 7 Heptadecane, 9-octyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.743 5.13 ng 144308  Chrysene-di12 21.912
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Hexadecane 226 C16H34 000544-76-3 83
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 2971 (20.743 min): BG055687.D\data.ms (-2966) (- | m/z 57.05 100.00%
57.0
2050 2100
1411 197.1239.1 : :
ol h“”“‘ L 2002301 2851 3430 m/z 43.10 61.32%
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 —r —
20.50 21.00
m/z 71.00 55.75%
239.0
O T ‘ “\h“‘ \h\ “‘ \“\“\ \‘]-‘(‘)\178\3\0[T T \“\ 2\8\]-\()‘3\2\3\0\‘ L
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
—— —
20.50 21.00
5000 m/z 85.05 41.76%
9.0
ol h‘ | | ;141.0183.0225.0 281.0 337.0 394.
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 20.50 21.00
m/z 41.00 24.46%
- WWN
9.0
ol L I % | 141.0183.0225.0267.0 323.0 380.0
““‘ B e i e o e e —— —
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55687.D

Acqg On : 18 Nov 2022 12:20

Operator : CG/JU

Sample : N5598-01 :
Misc : FRAC-TANK-0760533

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 Tetracosane, 11-decyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.513 8.84 ng 248556  Chrysene-di12 21.912
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Tetracosane, 1l-decyl- 479 (C34H70 055429-84-0 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 87
Abundance Scan 3102 (21.513 min): BG055687.D\data.ms (-3096) (- | m/z 57.00 100.00%
57.0
2150 |
183.1 .
- w‘h‘ i) “ 'M baoiy, 2391 2950 8971 4152 . 43.00  65.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #333755: Tetracosane, 11-decyl-
57.0
5000 —— :
21.50
m/z 71.10 56.30%
0 ‘L‘ \\ |17 1690 2250 2810 3370 3930
\\\\’ \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
LN T
21.50
5000 m/z 85.05 41.90%
13.
oL L] 31 [,169.0 225.0 281.0 337.0 394.0
i A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane T ‘
57.0 21.50
m/z 41.00 27.85%
- WAAW\,J\\MW
ol ‘L‘ “\\‘ i ,169.0 225.0 281.0 336.0380.0
e o) e ——
m/z--> 50 100 150 200 250 300 350 400 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55687.D

Acqg On : 18 Nov 2022 12:20

Operator : CG/JU

Sample : N5598-01 :
Misc : FRAC-TANK-0760533

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 9 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.382 6.57 ng 184785  Chrysene-di12 21.912
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heneicosane, 11l-decyl- 437 C31H64 055320-06-4 90
3 Heneicosane 296 (C21H44 000629-94-7 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Octacosane 394 C28H58 000630-02-4 87

Abundance Scan 3250 (22.382 min): BG055687.D\data.ms (-3244) (- | m/z 57.10 100.00%

57.1
5000
— —
‘ oy 1831 2551  351.2402.1 22.90 22:50
0“‘uh‘“JM)AJ‘Uhuw““H“““H“““w““‘ m/z 43.10 63.47%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 “ —
22.00 22.50
m/z 71.00 56.19%
13.
O‘ T ‘\ ’ \M \‘h‘\l" \d \“\ : %\6\9\()\ ‘2\2\5\ \0‘ T \2!9\5‘ \0\ T \3‘6\7\ \()\ ‘ T TT
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #320594: Heneicosane, 11-decyl-
57.0
— —
22.00 22.50
5000 ITI/Z 85.10 43,99%
295.0
0 \‘ L\ H}\ IL\ \1f 1\0 | 1\6\9 p . 225.0 ‘\ 435.
e A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane “ —
57.0 22.00 22.50
m/z 55.00 22.77%
5000

%

| ‘L Ll h J ) “1690 2250 296.0
o_m,‘ A e o e e e

“ T
m/z--> 0 50 100 150 200 250 300 350 400 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55687.D

Acqg On : 18 Nov 2022 12:20

Operator : CG/JU

Sample : N5598-01 :
Misc FRAC-TANK-0760533

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 10 Octadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.723 2.32 ng 65294  Chrysene-di12 21.912
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Octadecane 254 C18H38 000593-45-3 92
2 Nonadecane 268 C19H40 000629-92-5 89
3 3,3-Diethylheptadecane 296 (C21H44 1000360-41-6 64
4 Docosane 310 C22H46 000629-97-0 62
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 58

Abundance Scan 3308 (22.723 min): BG055687.D\data.ms (-3305) (- | m/z 57.00 100.00%

57.0
5000

T
22.50 23.00

‘ | ‘%7 1 1909 2680 3571 420
fo “uh‘\‘d‘x ‘\\\‘.mm bl L me‘H‘\‘m‘\‘ ”“‘HH‘HH‘HH m/z 43.00 72.73%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #141056: Octadecane
57.0
5000 — ——
22.50 23.00

m/z 71.05 62.22%

0 \‘ L 1 l J 1.69 0 254 0
\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane

57.0

T
22.50 23.00
5000 m/z 85.05 42.70%

oLd ‘L 1‘\1\69‘022402680
HEE S SIS0 R —
m/z--> 50 100 150 200 250 300 350 400

Abundance #194598: 3,3-Diethylheptadecane T T
57.0 22.50 23.00

m/z 55.00 32.68%

. W

267.0

13.0
0 L ‘ I | \ \176902130 I
\\\‘\\\‘\\ L L O — —

m/z--> 50 100 150 200 250 300 350 400 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BG@55687.D

Acqg On : 18 Nov 2022 12:20

Operator : CG/JU

Sample : N5598-01 :
Misc FRAC-TANK-0760533

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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 11 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.405 5.80 ng 163144  Chrysene-di12 21.912
Hit# of 5 Tentative ID MW MolForm CAS#t Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 90
4 Tetracosane 338 (C24H50 000646-31-1 87
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 83

Abundance Scan 3424 (23.405 min): BG055687.D\data.ms (-3418) (- | m/z 57.05 100.00%
57.0

%

5000
‘ 23.50
27.1 :
197.1 271.1337.2 o
0"‘H“m!"ermm'_m‘mw‘m_m_m‘mwmWm‘m m/z 43.10 61.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
5000 T
23.50
m/z 71.10 51.24%
ol L ||f£7.0197.0 281.0  394.0
‘\\H‘H\\‘H\!‘HH‘HH‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
——
23.50
5000 m/z 85.10 44 ,85%

127-0197.0267.0337.0407.0 491.0562.0

e

O b o e S o T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320594: Heneicosane, 11-decyl-
57.0 23.50
m/z 55.00 28.29%
. WM\»AJ\/\A/M”\WV\
295.0
ol 11701970 ‘\ 435.0
e e e e e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111822\
Data File : BGO55687.D

Acqg On : 18 Nov 2022 12:20

Operator : CG/JU

Sample : N5598-01 :
Misc : FRAC-TANK-0760533

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111622.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|
3-Hexen-2-one 4.685 2.5 ng 24966 1 8.252 199779 20.0
2-Pentanone, 4-... 5.308 26.3 ng 262498 1 8.252 199779 20.0
Ethanol, 2-(2-b... 10.831 4.7 ng 64631 2 11.078 272968 20.0
Octadecanoic acid 14.368 20.9 ng 422931 3 14.873 404333 20.0
Tetradecanoic acid 19.727 54.0 ng 1292730 4 17.611 479163 20.0
1-Octadecanesul... 19.991 3.8 ng 106761 5 21.912 562482 20.0
Heptadecane, 9-... 20.743 5.1 ng 144308 5 21.912 562482 20.0
Tetracosane, 11... 21.513 8.8 ng 248556 5 21.912 562482 20.0
Hexacosane 22.382 6.6 ng 184785 5 21.912 562482 20.0
Octadecane 22.723 2.3 ng 65294 5 21.912 562482 20.0
Octacosane 23.405 5.8 ng 163144 5 21.912 562482 20.0
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