LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BGO55614.D

Acqg On : 14 Nov 2022 21:29
Operator : CG/JU

Sample : N5531-12

Misc :

ALS Vvial : 14 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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55614.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.323 3 6 19 rVB 231159 356942 13.66% 2.220%
2 5.315 339 345 352 rVB 112460 178971 6.85% 1.113%
3 5.791 419 426 435 rBV 792060 1277170 48.87% 7.943%
4 7.401 692 700 710 rBV 813358 1394180 53.34% 8.671%
5 8.264 840 847 855 rBV 189917 321283 12.29%  1.998%

6 9.434 1038 1046 1054 rBV 491670 872002 33.36% 5
7 10.838 1279 1285 1296 rBV 51386 89184 3.41% ©
8 11.091 1321 1328 1337 rBV 259673 481428 18.42%  2.994%
9 13.511 1731 1740 1747 rBV 1322643 2056208 78.67% 12.
10 14.886 1966 1974 1981 rBV 421723 667060 25.52% 4

11 15.656 2100 2105 2117 rVB4 10971 28745 1.10% ©.179%
12 16.367 2219 2226 2236 rBV 1074456 1628339 62.30% 10.127%

13 17.624 2434 2440 2446 rBV 509004 782996 29.96% 4.870%
14 17.665 2446 2447 2454 rVB 23593 28599 1.09% ©0.178%
15 18.265 2545 2549 2554 rVB3 24694 33047 1.26% ©.206%
16 18.488 2581 2587 2593 rBV2 164655 265778 10.17%  1.653%
17 18.547 2593 2597 2604 rVB2 32389 58399 2.23% ©0.363%
18 18.688 2616 2621 2626 rBv2 45875 97847 3.74%  ©.609%
19 18.729 2626 2628 2632 rVB 25384 27998 1.07% 0.174%
20 19.399 2738 2742 2749 rBV 57994 126856 4.85% 0.789%
21 19.540 2762 2766 2767 rBv4 24954 30222 1.16% ©.188%
22 19.663 2783 2787 2793 rVB 123480 177882 6.81% 1.106%
23 19.745 2797 2801 2809 rVB3 80402 119277 4.56% 0.742%
24 20.027 2842 2849 2855 rVB 200157 323143 12.36% 2.010%
25 20.092 2857 2860 2867 rVB3 24480 38099 1.46% ©.237%
26 20.215 2875 2881 2886 rBV 2064107 2613577 100.00% 16.254%
27 20.673 2956 2959 2962 rBV 33115 41910 1.60% ©0.261%
28 20.814 2979 2983 2986 rBV 50523 67172 2.57% 0.418%
29 20.861 2988 2991 2994 rVB 45164 57537 2.20% 0.358%
30 21.531 3101 3105 3119 rBV2 116747 241910 9.26%  1.504%
31 21.925 3165 3172 3178 rBV2 450389 917289 35.10% 5.705%

32 25.356 3748 3756 3768 rBV2 232359 678147 25.95% 4.218%

Sum of corrected areas: 16079197
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Data Path :
Data File :
: 14 Nov 2022 21:29
: CG/JU

: N5531-12

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
BGO55614.D

: 14  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055614.D\data.ms
2000000
1500000
1000000
5791 7.401
500000 9.434
323 315 8.264 11.091
‘ 10.838
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\
Time--> 350 400 450 500 550 6.00 650 7.00 7.50 8.00 850 900 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055614.D\data.ms
20.215
2000000
1500000
13.511
16.367
1000000
17 624 21.925
500000 14.886
20.02f 21.531
18.488 10 f§§ﬂ9§2 2
0 15.656 J 17)665 18.26818AGR 19
= L R R N e e
Time—> 13.50 14.00 14.50 15.00 15.50 16.00 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 TIC: BG055614.D\data.ms
2000000
1500000
1000000
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\BG111422\
Data File : BG@55614.D

Acqg On : 14 Nov 2022 21:29

Operator : CG/JU

Sample : N5531-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
3.323 22.22 ng 356942 1,4-Dichlorobenzene-d4 8.264
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 38
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 38
4 Acetamide, N-ethyl- 87 C4HSNO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance  Scan 6 (3.323 min): BG055614.D\data.ms (-3) (-) m/z 73.00 100.00%
3.0
5000, 430 A
N EARARaEEEEE RSN
‘ 3.403.503.603.70
Ol e b L2069 L, 43.00  47.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN N R RN N R
3.403.503.603.70
43.0 o
‘ ‘ ‘ m/z 55.00 31.09%
0‘\‘}‘\\““\‘\\\H‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200

—

Abundance #2307: 1,3-Dioxolane, 2-methyl-
73.0
T T T
3.403.503.603.70
5000 43.0 m/z 87.05 25.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #15764: 2,2,4-Trimethyl-3-pentanol N RARaEasEESEE RSN
73.0 3.403.503.603.70
m/z 41.00 15.34%
5000 41.0 L
ol \H |l 97.0 1290
R R I R R R RRREREEE RN N Sy S

m/z--> 20 40 60 80 100 120 140 160 180 200 3.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55614.D

Acqg On : 14 Nov 2022 21:29
Operator : CG/JU

Sample : N5531-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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.
5.315 11.14 ng 178971 1,4-Dichlorobenzene-d4 8.264

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Octanol 130 C8H180 000589-98-0 33
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
Abundance Scan 345 (5.315 min): BG055614.D\data.ms (-339) (-) m/z 42.95 100.00%
43.0
59.0
5000
R N e R REREY
| 61 101.0 5.00 5.20 5.40 5.60
0 prerrpreedlilir peebl e e e e || M/Z 59,00 52.51%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 T T T T T T T
5.00 5.20 5.40 5.60
101.0 m/z 101.00  15.21%
0 29'\0 L i 83\'0
H‘HH‘HH‘HH‘\H\‘\H\‘\H\‘\\H‘HH‘\\H‘HH‘H\\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R ARRRRS
5.00 5.20 5.40 5.60
5000 m/z 58.00 14.51%
41.0
270 101.0
S PO £ (0 —
m/z--> 20 30 40 50 60 70 80 90 100 110120 130
Abundance #15660: 3-Octanol R RN
59.0 5.00 5.20 5.40 5.60
m/z 40.95 8.39%
5000
27.0 410 83.0
101.0
bl eyl 238
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 5.00 5.20 5.40 5.60
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\

BGO55614.D

: 14 Nov 2022 21:29
: CG/IU
¢ N5531-12

: 14  Sample Multiplier:

1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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

R.T. E
10.838 3.
Hit# of 5

3 Ethanol, 2-(2-butoxyethoxy)-

Concentration Rank 5

stConc Area Relative to ISTD R.T.
""""""" 70 ng 89184 Naphthalene-d8  11.e91
Tentative ID MW MolForm CASH# Qual
""""""""""""""""""""""" 162 C8H1S03  000112-34-5 90

1 Ethanol, 2-(2-butoxyethoxy)-

2 Ethanol, 2-[2-(2-butoxyethoxy)et... 206
3 Ethylene glycol monoisobutyl ether 118

4 Di-sec-Butyl ether
5 3,3-Dimethylbutane-2-o0l

130
102

C1eH2204

000143-22-6 72

C6H1402 004439-24-1 64
C8H180 006863-58-7 59
C6H140 000464-07-3 53

Abundance Scan 1285 (10.838 min): BG055614.D\data.ms (-1279) (- m/z 57.00 100.00%
57.
5000 /k
‘ 87.0 1320 10.50 11.00
0t u‘Wu_WM‘N“H‘“‘:‘H“““w‘ m/z 45.00  92.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 1050 1100
m/z 41.00 38.59%
87.0
0 \\\‘\H\\‘\‘\f H\\‘J“\‘\“\‘\\]0\7\\0\‘\1\3\2\0‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180
Abundance #81995. Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0
10.50 11.00
5000 m/z 75.00  18.99%
89.0
o 2qh d 69,0 | 1190 14401630
SRS AP e B LSl . LML 2L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10091: Ethylene glycol monoisobutyl ether — T
57.0 10.50 11.00
m/z 56.00 17.19%
5000
29.0
‘ ‘870 A
O‘“““HHN‘HM“"_““Hii‘pu““u““W‘ - . R
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55614.D

Acqg On : 14 Nov 2022 21:29
Operator : CG/JU

Sample : N5531-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.488 6.79 ng 265778  Phenanthrene-di10 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2587 (18.488 min): BG055614.D\data.ms (-2581) (- | m/z 73.00 100.00%
43.0 73.0

5000

o

| 18.50
— m/z 43.00  93.06%

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 R
18.50

m/z 60.00 85.47%

o

151018502130 256.0

0,
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #92068: Tridecanoic acid
73.0
43.0
e
18.50
5000 m/z 57.00 77 .24%

o

129.0
‘ ‘ 171.0 2140
‘H‘wumhw$“HMM?‘kuuwhwuuw‘huw‘»wu‘_HW‘
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance 126199: Pentadecanoic acid —
43.0 73.0 18.50
m/z 55.00 74.20%

5000 129.0
199.0
e e L
15.00 [l il HH I \m ul L

LRI N ““““‘ ——
miz—> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.50

**
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55614.D

Acqg On : 14 Nov 2022 21:29
Operator : CG/JU

Sample : N5531-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Phenanthrene, 1-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.688 2.50 ng 97847  Phenanthrene-d1e 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 83
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 64
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 64
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 60
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 55
Abundance Scan 2621 (18.688 min): BG055614.D\data.ms (-2616) (- | m/z 191.95 100.00%
191.9
5000
“r 850 1000
63.0 . .
63.0 131. .
o 3 2200 2820 s 191.60  61.19%
miz--> 20 40 60 80 100120140 160180200220240260280
Abundance #67043: Phenanthrene, 1-methyl-
192.0
5000 A —
18.50 19.00
95.0 m/z 189.00 57.09%
(280 630 126.0 1630
m/z--> 20 40 60 80 100120140 160180200220240260280
Abundance #67020: Anthracene, 9-methyl-
192.0 N\
g aa
18.50 19.00
5000 m/z 190.00  53.98%
96.0
270 630 | 1260 1630 |
e e e e e e e e e e
m/z--> 20 40 60 80 100120140160 180200220240260280 AK
Abundance #67042: Phenanthrene, 4-methyl- I N
192.0 18.50 19.00
m/z 165.00  20.29%
5000
82.0
L W L B o S S
m/z--> 20 40 60 80 100120140160 180200220240260280 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55614.D

Acqg On : 14 Nov 2022 21:29
Operator : CG/JU

Sample : N5531-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Anthracene, 1,4-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.398 3.24 ng 126856  Phenanthrene-di10 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 93
2 1H-Indene, 2-methyl-3-phenyl- 206 Cl6H14 035099-60-6 93
3 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 93
4 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 93
5 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 90
Abundance Scan 2742 (19.398 min): BG055614.D\data.ms (-2738) (- | m/z 206.05 100.00%
206.1
89.0 1de 59%6
57.0 . 164.9 ) . .
0L— Np”udMWUﬂ‘w‘%spwu”‘W‘ “?39ﬂ ‘?§31 m/z 191.00 52.17%
m/z--> 50 100 150 200 250
Abundance #82936: Anthracene, 1,4-dimethyl-
206.0
5000 - —
19.00 19.50
m/z 205.10 27.14%
0b—— \51‘(\)‘ L “\‘N \1\27\0\ “ \‘\ ”“\ ”h‘ ‘”m\ LA B B
m/z--> 50 100 150 200 250
Abundance #82960: 1H-Indene, 2-methyl-3-phenyl-
206.0
19.00 19.50
5000 m/z 189.00  24.50%
91.0 1280 1650
1 adad Ly
oL—L “ }“ ‘\‘\ ‘HH\‘ M“\ih\ ‘\‘ \H‘ I i\\ W h‘\‘ HH ‘\\m‘ —— —
miz--> 50 100 150 200 250
Abundance #82932: 9,10-Dimethylanthracene . —
206.0 19.00 19.50
m/z 207.00  15.23%
5000 W
89.0
165.0 ‘ m
01‘4-‘0“ ‘51‘\(‘)\ ‘wh‘h\“‘}‘\\ ‘1‘2(0‘ g ‘h“ \‘L‘ u“ i, —— — e
miz--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55614.D

Acqg On : 14 Nov 2022 21:29
Operator : CG/JU

Sample : N5531-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 7 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.745 3.05 ng 119277  Phenanthrene-di10 17.624
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2801 (19.745 min): BG055614.D\data.ms (-2797) (-~ | m/z 43.00 100.00%

43.0
5000 129.0

185.1 2411

—
284.3

326.0 19.50 20.00
0! m/z 60.00  83.96%

m/z--> 50 100 150 200 250 300
Abundance #179092: Octadecanoic acid
43.0
5000 J;‘m

129.0 284.0 19.50 20.00
3.0 m/z 73.00 83.48%

‘ 185.0 241.0
04 \h\ \“h“‘ M\M ‘\““\ \‘ \“\ “ i \“ “‘\ T \‘\ T
m/z--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0
—— ——
19.50 20.00
5000 129.0 m/z 41.00 76.65%
29.
199.0 2420
m/z--> 50 100 150 200 250 300

Abundance #143510: n-Hexadecanoic acid — —
60.0 19.50 20.00
m/z 57.00 74.79%
5000 129.0
171.0 213.0 256.0
okt ST L L
m/z--> 50 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BG@55614.D

Acqg On : 14 Nov 2022 21:29
Operator : CG/JU

Sample : N5531-12

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 8 1-Tricosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.531 5.27 ng 241910  Chrysene-di12 21.931
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 87
2 1-Heptacosanol 396 C27H560 002004-39-9 68
3 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 68
4 17-Pentatriacontene 491 C35H70 006971-40-0 68
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 62
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111422\
Data File : BGO55614.D

Acqg On : 14 Nov 2022 21:29
Operator : CG/JU

Sample : N5531-12

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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... 3.323 22.2 ng 356942 1 8.264 321283 20.0
2-Pentanone, 4-... 5.315 11.1 ng 178971 1 8.264 321283 20.0
Ethanol, 2-(2-b... 10.838 3.7 ng 89184 2 11.091 481428 20.0
n-Hexadecanoic ... 18.488 6.8 ng 265778 4 17.624 782996 20.0
Phenanthrene, 1... 18.688 2.5 ng 97847 4 17.624 782996 20.0
Anthracene, 1,4... 19.398 3.2 ng 126856 4 17.624 782996 20.0
Octadecanoic acid 19.745 3.0 ng 119277 4 17.624 782996 20.0
1-Tricosene 21.531 5.3 ng 241910 5 21.931 917289 20.0
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