LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\

Data File : BF110254.D

Aca On : 29 Oct 2018 11:31 Instrument :
Operator : JU/SJ BNA_F

Sample  : J5624-01 el
Misc i PA-SED-01

ALS Vial : 6 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF102318.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 2.316 34 39 52 rvB 299064 409014 15.76% 1.865%
2 5.210 527 531 538 rBV 77560 102991 3.97% 0.470%
3 5.593 591 596 599 rBVY 2345410 2180836 84.03% 9.946%
4 6.592 760 766 778 rBV2 2263444 2595250 100.00% 11.836%
5 6.740 786 791 794 rBVY 2594743 2352761 90.66% 10.730%
6 6.969 826 830 833 rBV 811114 647553 24.95% 2.953%
7 7.122 852 856 860 rBY 1937360 1779652 68.57% 8.116%
8 7.528 920 925 934 rBVY 1397876 1454809 56.06% 6.635%
9 8.251 1044 1048 1064 rBV 930756 837339 32.26% 3.819%
10 9.328 1226 1231 1240 rBvV 2557691 2475543 95.39% 11.290%

11 9.716 1293 1297 1303 rBvV 308150 273490 10.54% 1.247%
12 10.010 1343 1347 1358 rVB2 944455 840095 32.37% 3.831%
13 10.804 1478 1482 1494 rBV 1359406 1262116 48.63% 5.756%
14 11.504 1597 1601 1604 rBV 796694 692601 26.69% 3.159%

15 11.527 1604 1605 1609 rVB 90013 56847 2.19% 0.259%
16 12.010 1683 1687 1690 rBV 71993 71045 2.74% 0.324%
17 12.722 1805 1808 1813 rBV 96930 82798 3.19% 0.378%

18 12.951 1841 1847 1853 rBV 72502 103950 4.01% 0.474%
19 13.086 1866 1870 1874 rBV 1772781 1637158 63.08% 7.466%

20 13.968 2017 2020 2023 rBV2 57893 63758 2.46% 0.291%
21 14.151 2047 2051 2054 rBV 650506 655626 25.26% 2.990%
22 14.180 2054 2056 2062 rVB 43289 45159 1.74% 0.206%
23 14.286 2072 2074 2080 rVB 40514 39599 1.53% 0.181%
24 14.592 2123 2126 2135 rVB 67073 87085 3.36% 0.397%
25 14.915 2177 2181 2184 rVB 83586 85068 3.28% 0.388%
26 14.992 2192 2194 2197 rVB2 30836 33821 1.30% 0.154%
27 15.227 2231 2234 2237 rBV 28235 41224 1.59% 0.188%

28 15.268 2238 2241 2250 rVB2 113653 162553 6.26% 0.741%
29 15.686 2306 2312 2317 rBV2 419874 639338 24.63% 2.916%
30 16.133 2384 2388 2393 rVB 88160 131768 5.08% 0.601%

31 16.674 2476 2480 2486 rVB2 49836 86347 3.33% 0.394%

Sum of corrected areas: 21927194
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110254.D

Aca On : 29 Oct 2018 11:31

Operator : JU/SJ

Sample : J5624-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF110254.D

2500000 674
5.59 6.59

2000000 7.12
1500000 7.53
1000000

6.97

500000

% - L

o———_— e e s

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF110254.D
2500000 933

2000000
13.09

1500000 10.80

1000000 8.25 10.01
11.50

500000
9.72

11.53 12.01 12.7212 95
\_ K L A | JJ

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF110254.D
2500000

2000000

1500000

1000000
14.15

500000 15,69

13.9714 1429 14.59 149%9 18237 1613 16.67

e e

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110254.D

Aca On : 29 Oct 2018 11:31

Operator : JU/SJ

Sample : J5624-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

2.32 12.63 ng 409014 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 40 (2.322 min): BF110254.D (-34) (-) m/z 73.05 100.00%

73.0
5000 43.0
55.0 87.1

| 220 240 260
Y m/z 43.00 40.27%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0

5000 SRBANEEBYSEREE
43.0 2 20 2. 40 2. 60
55.0 87.0 m/z 54.95  28.25%
29.0
'I"'I:ll""lll:'l"l""I""Il':"l'"'I""I""I""I""I""
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e
2 20 2.40 2. 60
5000 410 55.0 m/z 87.10 27 .10%
29.0
b WL L L o seo samo
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl- —
73.0 2 20 2. 40 2. 60

m/z 41.10 14 _.35%

5000 43.0
58.0
29.0 87.0
1 ‘

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110254.D

Aca On : 29 Oct 2018 11:31

Operator : JU/SJ

Sample : J5624-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

5.21 3.18 ng 102991 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 9
4 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 9
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 9

Abundance Scan 531 (5.210 min): BF110254.D (-527) (-) m/z 42.95 100.00%
43.0
59.0
5000
10 50 5h0 550 550 550
...,....,....,....I,'::.?,l'.o.-:!,....,....,8.3'.0..,....,|....,. m/z 59.00 55.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I LI I I
480 5.00 5.20 5.40 5.60
59.0 m/z 101.00 18.67%
210 | 510 || 600 80010 °
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540 5.60
5000 m/z 58.00 15.44%
101.0
150 310 | %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate A REEeE B
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 10.45%
5000
58.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110254.D

Aca On : 29 Oct 2018 11:31

Operator : JU/SJ

Sample : J5624-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown6.74 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.74 72.67 ng 2352760 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Aminoindole 132 C8H8N2 005192-03-0 9

Abundance Scan 791 (6.740 min): BF110254.D (-786) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 PUASEBERSRBERARRE S
400 540 6.40 6.60 6.80 7.00
el 780 | 4p60me0 Ll /7 68.10  38.75%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 USRI S RN R

6.40 6.60 6.80 7.00
m/z 134.00 32.66%

31.0 51.0
.,....,'...'!-,.:..,'....,....,...7{3',9...,....,....,....,...., | N—
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0
E EEma s e B
117.0 6.40 6.60 6.80 7.00
5000 m/z 66.00 24 _84%
39.0 910
20 ] e e | o |l
| L 1l Al m L | | 1
A B e B T R m s B A RAREEEE u
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14145: 4-Chloro-2-fluoro-pyrimidine E Emaa s
132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.64%
97.0
5000
70.0
52.0
310 Lo | 86.0 116.0
T T e e e e e e e R RERRE R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110254.D

Aca On : 29 Oct 2018 11:31

Operator : JU/SJ

Sample : J5624-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 n-Hexadecanoic acid Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.01 2.05 ng 71045 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 76
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 53
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 1687 (12.010 min): BF110254.D (-1683) (-) m/z 73.00 100.00%
43.0 73.0
5000 129.1
11/60 11.80 12.00 12.20 12.40
m/z 60.00 90.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 AR B GRRAREEAN
83.0 11.60 11.80 12.00 12.20 12.40
‘J‘“ 1570 1gso 2130 2560 | | M/Z 43.05  87.24%
A
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
4

11.60 11.80 12.00 12.20 12.40
57.10 75.72%

m/z-->

20 60

40
0 | 730
I
5000 129.0 m/z
15.0 77.
40

80 100 120 140 160 180 200 220 240 260

Abundance

5000

20

.0

15.0

73
43.0
40 60

#84452: Tetradecanoic acid

129.0

80 100 120 140 160 180 200 220 240 260

g

11.60 11.80 12.

00 12.20 12.40

m/z 55.00

72 .49%

eneon

i

T T T
11.60 11.80 12.

I T
00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110254.D

Aca On : 29 Oct 2018 11:31

Operator : JU/SJ

Sample : J5624-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 Tricosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .59 2.66 ng 87085 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Octacosane 394 C28H58 000630-02-4 83
3 Docosane 310 C22H46 000629-97-0 83
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 83
5 Undecane, 3,8-dimethyl- 184 C13H28 017301-30-3 80
Abundance Scan 2126 (14.592 min): BF110254.D (-2123) (-) m/z 57.10 100.00%
57.1
5000
(] lg |° n 071291 s anaz 14130 1440 1460 1485 15:05
el bl g T TR e m/z 43.10 70.42%
m/z--> 50 100 150 200 250 300 350
Abundance #164579: Tricosane
57.0
5000 AR DA BN B B
mmmmmmmmmm
Fgo 200 m/z 71.05 61.25%
: 4.
210y |44 {4 20, 1979 | 20 pend™®
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
14:20 14.40 14.60 14.80 15.00
5000 m/z 85.10 45 .90%
99.0
27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 160 150 200 250 360 350
Abundance #153223: Docosane A B o
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.05 17.74%
5000
99.0

141.0 3100
L pg g 140 1830 2390 210

T
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110254.D

Aca On : 29 Oct 2018 11:31

Operator : JU/SJ

Sample : J5624-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Pentadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .92 2.60 ng 85068 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2182 (14.921 min): BF110254.D (-2177) (-) m/z 57.05 100.00%
57.0
5000
99.0 U R DO U B
149.9 182 1 219.1 253.1 3411 14.60 14.80 15.00 15.20
m/z 71.10 66.19%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
5000 U R DO U B
14.60 14.80 15.00 15.20
m/z 43.10 64 .02%
Z?IOJ. L1290 1410 18202120
m/z--> 55 160 1%0 200 250 360 3%0 '
Abundance #194493: Hexacosane
57.0
14,60 14.80 15.00 15.20
5000 m/z 85.05 55_.50%
99.0
CU L]y 2410 1830 2250 267.0 3090  367.0
m/z--> 55 160 1%0 260 250 300 3%0 '
Abundance #209566: Octacosane B B
57.0 14.60 14.80 15.00 15.20
m/z 55.00 30.40%
5000
99.0
27,00 | | | , 141.0 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 1%0 260 250 360 3%0 ' 1!60 1!80 1550 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110254.D

Aca On : 29 Oct 2018 11:31

Operator : JU/SJ

Sample : J5624-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.27 5.09 ng 162553 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Octacosane 394 C28H58 000630-02-4 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 87
Abundance Scan 2241 (15.268 min): BF110254.D (-2238) (-) m/z 57.10 100.00%
57.1
5000
99.0 R DA SUNILR AR B

15.00 15.20 15.40 15.60
41. 1 181 0211.1 254 1283.1 323.2
..J, l|1 £ e e -t m/z 43.05 74.03%

m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57.0
5000 LA L L L L L LB
15.00 15.20 15.40 15.60
99.0 m/z 71.10 73.25%
2n0 ] | 10 1830 2250254.0
e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
R N RARE SRR m e
15.00 15.20 15.40 15.60
5000 m/z 85.10 51.38%
99.0
27,0 Ly 1410 183.0 2250  281.0  337.0 394.0
o e e L e o e e B I L e o B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane R e e
57.0 15.00 15.20 15.40 15.60
m/z 55.00 24 .43%
5000
99.0
28.0 ] ||| o 1830 2250 267.0 300.0 36503940

IIIII.II‘IIIIIII IIIII T T T T T T T T IIIII IIIIIIIIIIIIIIIIIIII

m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110254.D

Aca On : 29 Oct 2018 11:31

Operator : JU/SJ

Sample : J5624-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Decane, 3,8-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.13 4.12 ng 131768 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 80
2 Heptadecane 240 C17H36 000629-78-7 78
3 Eicosane 282 C20H42 000112-95-8 70
4 Hentriacontane 437 C31H64 000630-04-6 64
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 59

Abundance Scan 2387 (16.127 min): BF110254.D (-2384) (-) m/z 57.05 100.00%

571.0

5000

?

15.80 16.00 16.20 16.40
m/z 71.05  73.30%

113.0136.0 158 1 182.0203.1 226.1

261.1282.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38349: Decane, 3,8-dimethyl-
57.0

-

15.80 16.00 16.20 16.40
m/z 43.10 65.33%

5000

113.0 141.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94345: Heptadecane
57.0

F

15.80 16.00 16.20 16.40
5000 m/z 85.10 57.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane B T
57.0 15.80 16.00 16.20 16.40

m/z 55.00 24 .43%

29.0
1130 1410 169 0 196.0 240 0

[e0]
a1
o

5000

[e0]
a1
o

h L 1180 1410 1690 197.0 2250 2530 282.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16. 00 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102918\
Data File : BF110254.D

Aca On : 29 Oct 2018 11:31

Operator : JU/SJ

Sample : J5624-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Tricosane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.67 2.70 ng 86347 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane. 2-methvl- 338 C24H50 001928-30-9 72
2 Octadecane 254 C18H38 000593-45-3 72
3 Hexacosane 366 C26H54 000630-01-3 72
4 Heneicosane 296 C21H44 000629-94-7 72
5 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 72
Abundance Scan 2479 (16.668 min): BF110254.D (-2476) (-) m/z 57.10 100.00%
57.
5000 M’A/\M
12011504 2031 16,40 16.60 16.80 17.00
i 2891 2810 m/z 43.10 70.12%
m/z--> 50 100 150 200 250 300 350
Abundance #175565: Tricosane, 2-methyl-
43.0
5000 71.0 LI BULIN UL UL B
16.40 16,60 16.80 17.00
m/z 71.10 62.70%
11 J93‘%1210;5501830211023902610299032?0
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57.0
16,40 16.60 16,80 17.00
5000 85.0 m/z 85.10 50.05%
29.0
| { | |11?0141 0169 0197.0225,0 254.0 MWM\J\\WW
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane LI L LB N L B
57.0 16.40 16.60 16.80 17.00
m/z 55.00 28.92%
5000 85.0
113.0
EWLIJNJ 141.0169.0197.0225.0253.0  295.0 366.0
m/z--> 50 100 150 200 250 300 350 16.40 16,60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102918\
Data File : BF110254.D

Acq On : 29 Oct 2018 11:31

Operator : JU/SJ

Sample - J5624-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.32 12.6 ng 409014 1 6.97 647553 20.0
2-Pentanone, 4-hy... 5.21 3.2 ng 102991 1 6.97 647553 20.0
unknown6 .74 6.74 72.7 ng 2352760 1 6.97 647553 20.0
n-Hexadecanoic acid 12.01 2.0 ng 71045 4 11.50 692601 20.0
Tricosane 14.59 2.7 ng 87085 5 14.15 655626 20.0
Pentadecane 14.92 2.6 ng 85068 5 14.15 655626 20.0
Octadecane 15.27 5.1 ng 162553 6 15.69 639338 20.0
Decane, 3,8-dimet... 16.13 4.1 ng 131768 6 15.69 639338 20.0
Tricosane, 2-methyl- 16.67 2.7 ng 86347 6 15.69 639338 20.0
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