LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111290.D
Aca On : 11 Dec 2018 21:46 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J6157-08 COMPOSITE-4-DISSOLVED
ALS Vial : 9 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-BF120818.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 3.199 187 189 201 rBvV 25763 72330 1.79% 0.204%
2 3.787 284 289 294 rBV 35499 51659 1.28% 0.145%
3 4.034 323 331 335 rBV 58924 80192 1.98% 0.226%
4 4.981 486 492 499 rBV2 168815 231411 5.72% 0.651%
5 5.404 560 564 578 rVB 1100839 992360 24.53% 2.793%
6 5.916 648 651 655 rBV 75781 64764 1.60% 0.182%
7 6.416 733 736 749 rBV2 839020 1130079 27.93% 3.180%
8 6.563 757 761 764 rBVY 1938708 1777528 43.94% 5.002%
9 6.792 797 800 804 rBVY 1578485 1347242 33.30% 3.791%
10 6.951 823 827 830 rBVY 3754943 3027151 74.82% 8.518%

11 7.351 890 895 898 rBV 3134178 2671990 66.05% 7.519%
12 8.075 1014 1018 1022 rBV 1886796 1601513 39.59% 4_.507%
13 9.157 1197 1202 1205 rBV 4367714 4045648 100.00% 11.385%
14 9.545 1264 1268 1271 rBV 935073 692712 17.12% 1.949%
15 9.833 1313 1317 1321 rBV 1998097 1755772 43.40% 4.941%

16 10.033 1349 1351 1356 rBV 59361 52561 1.30% 0.148%
17 10.245 1384 1387 1390 rBV 221596 186077 4.60% 0.524%
18 10.616 1446 1450 1454 rBV 1418195 1259332 31.13% 3.544%
19 10.898 1495 1498 1501 rBV 53318 50802 1.26% 0.143%
20 11.316 1565 1569 1572 rBV 2106619 1769257 43.73% 4_.979%

21 11.386 1576 1581 1583 rVB5 38934 49047 1.21% 0.138%
22 11.704 1633 1635 1640 rVB3 71692 78344 1.94% 0.220%
23 11.851 1655 1660 1670 rBV 1957482 2027829 50.12% 5.706%
24 12.416 1751 1756 1761 rBvV4 85763 107315 2.65% 0.302%
25 12.533 1773 1776 1778 rBV2 59540 62065 1.53% 0.175%

26 12.557 1778 1780 1786 rVB5 52495 76440 1.89% 0.215%
27 12.639 1790 1794 1805 rBV 1296797 1448560 35.81% 4_.076%
28 12.904 1834 1839 1842 rBV 4306616 3837274 94.85% 10.798%
29 13.145 1873 1880 1883 rBV5 32666 63018 1.56% 0.177%
30 13.810 1987 1993 2007 rBV2 428158 669076 16.54% 1.883%

31 13.951 2013 2017 2021 rBV 1981976 1769115 43.73% 4.978%
32 14.133 2044 2048 2053 rBvV 93828 104587 2.59% 0.294%
33 14.439 2097 2100 2105 rBV 174284 169863 4._.20% 0.478%
34 14.745 2148 2152 2155 rBV 162288 157216 3.89% 0.442%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111290.D

Aca On : 11 Dec 2018 21:46

Operator : JU/SJ

3?22'6 : J6157-08 COMPOSITE-4-DISSOLVED
ALS Vial : 9 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 - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF120818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.074 2204 2208 2212 rBV 194970 200407 4._95% 0.564%
36 15.392 2257 2262 2267 rBV 1083052 1324618 32.74% 3.728%
37 15.445 2267 2271 2277 rVB 171024 224913 5.56% 0.633%

38 15.868 2339 2343 2349 rBvV 136402 193084 4.77% 0.543%
39 16.362 2423 2427 2432 rVB2 73059 113129 2.80% 0.318%

Sum of corrected areas: 35536280
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111290.D

Aca On : 11 Dec 2018 21:46

Operator : JU/SJ

Sample : J6157-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

COMPOSITE-4-DISSOLVED

Abundance TIC: BF111290.D

4000000 6.95

3000000

2000000 6.56
6.79

5.40
1000000 6.42

3.20 3.79 4.03 4.98 5.92

7.35

e T e e e e S M

|
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

Abundance TIC: BF111290.D
9|16
4000000

3000000

11.32
2000000 8.07 9.83 11.85

10.62 12.64

1000000 9.55

10.25
J 1003 | 10.90 1@39 11.70 12.42

13.15

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: BF111290.D

4000000

3000000

13.95

2000000

15.39
1000000

15.07
14.13 14.44 14.74

.44 15.87
16.36

T
18.00

O e e

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

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111290.D

Aca On : 11 Dec 2018 21:46

Operator : JU/SJ

ﬁ?ggle : J6157-08 COMPOSITE-4-DISSOLVED
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.98 3.44 ng 231411 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 492 (4.981 min): BF111290.D (-486) (-) m/z 43.00 100.00%
43.0
59.1
5000
1ot 460 480 500 520 5.40
Ol 730 8 | e 0 55 700
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL R
59.0 460 480 500 520 540
0,
150 a0 1010 m/z 101.10 17.94%
: 83.0
Ot e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 250 4B0 500 550 540
5000 m/z 58.00 13.81%
20.0 101.0
I P L. 730 830 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.37%
5000
41.0
29.0 101.0
o o 1],800 || 730 86.0 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111290.D

Aca On : 11 Dec 2018 21:46

Operator : JU/SJ

ﬁ?ggle : J6157-08 COMPOSITE-4-DISSOLVED
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 unknown6.56 Concentration Rank 2

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

6.56 26.39 ng 1777530 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 760 (6.557 min): BF111290.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.0
90 sao [| o 550 640 650 680 |
S PO NS | VIO B I - S | M. m/z 68.05 41.80%
m/z--> 10 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
5000 SRS SRS SRR B
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 31.78%
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 640 6.60 680
5000 67.0 m/z 66.10 28.21%
41.0 97.0
53.0
‘ 79.0 117.0
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘...luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.23%
5000
150 280 390 520 830 770 900 1040 .., |
m/z--> 10 20 §0 Jo 50 60 70 80 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111290.D

Aca On : 11 Dec 2018 21:46

Operator : JU/SJ

ﬁ?ggle : J6157-08 COMPOSITE-4-DISSOLVED
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.85 22.92 ng 2027830 Phenanthrene-d10 11.32
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 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 1660 (11.851 min): BF111290.D (-1655) (-) m/z 43.05 100.00%
430 730
5000
129.1
97.1 LS UL BUSEN UL B
157.1 1852 2132 256.2 1160 11.80 12.00 12.20
o/ ! m/z 73.00 86.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0

1290 LI B L L L L L L LB
11.60 11.80 12.00 12.20

260 | M/z 60.00 85.91%

5000

157.0 1g50 213.0

‘J‘“83.0

m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid

73.0
" 1160 11.80 12.00 12.20
5000 129.0 m/z 57.05 78.05%
15.0

0 .
m/z--> 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid

73.0 11.60 11.80 12.00 12.20
m/z 41.05  75.16%

0!

43.0

5000

129.0
214.0
97.0 171.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. OO 12 20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111290.D

Aca On : 11 Dec 2018 21:46

Operator : JU/SJ

ﬁ?ggle : J6157-08 COMPOSITE-4-DISSOLVED
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.64 16.38 ng 1448560 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 76
Abundance Scan 1794 (12.639 min): BF111290.D (-1790) (-) m/z 43.05 100.00%
430
73.0
5000 1291
T w2 w2 | | T D a0 128 1000
157.1 : : : : :
o 2132 m/z 73.05  81.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
430 |, 73.0
5000 129.0
12.40 12.60 12.80 13.00
241.0 284.0 m/z 57.10 77 .96%
207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

(o]
Q
o

12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 74 _.87%

Ju 83.0
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid R AREEARmEa
43.0 73.0 12.40 12.60 12.80 13.00

m/z 55.10 70.34%

157.0 185.0 213.0 256.0

5000 129.0

:

I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111290.D

Aca On : 11 Dec 2018 21:46

Operator : JU/SJ

Sample : J6157-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 6 1-Docosene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.81 7.56 ng 669076 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 n-Tetracosanol- 354 C24H500 000506-51-4 91
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 1993 (13.810 min): BF111290.D (-1987) (-) m/z 57.10 100.00%
57.1
| V¢\L
5000
111.1
LRI BN DAL SN B
139.1 13.40 13.60 13.80 14.00 14.20
I k7 gestiesy 2822802 LS T30 99, 82
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
540
97.0
5000 AR SR BRI IR
29.0 Bmwmwmmmmmo
195.0 m/z 55.10 91.44%
o o 15301810 308.0
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecy! trifluoroacetate
57.0
97.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 77 .84%
9.0 125.0
0 1l | J 15401820 224.0252.0 297.0 348.0
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 TR T T
57.0 83.0 13.40 13.60 13.80 14.00 14.20
m/z 97.05 69.81%
29.0 139.0
oL Ll ‘\ILJMJ; 167.0195.0222.0250.0 280.0308.0336.0
m/z--> 50 100 1%0 200 250 300 350 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111290.D

Aca On : 11 Dec 2018 21:46

Operator : JU/SJ

ﬁ?ggle : J6157-08 COMPOSITE-4-DISSOLVED
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.74 2.37 ng 157216 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Docosane 310 C22H46 000629-97-0 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2151 (14.739 min): BF111290.D (-2148) (-) m/z 57.10 100.00%
57.1
5000
| Jgg ! 1440 1460 14.80 15.00
141.2 : : : -
obr b bl | B 2rs g 218 2670 81 0 noT 43 05 71.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
5000 L DL B B SUR
14.40 14.60 14.80 15.00
m/z 71.10 62.13%
o159, ll | 1410 183.0 2250 267.0 309.0 3800
m/z--> 50 160 150 260 250 300 350 400 '
Abundance #223851: Hentriacontane
57.0
1440 1460 14.80 15.00
5000 m/z 85.10 42 .09%
99.0
ol Il )1 140 183.0 2250 2670 309.0 351.0 393.0 436.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #153222: Docosane T B B o S M
57.0 14.40 14.60 14.80 15.00
m/z 55.10 23.44%
5000
9.0
oL Il | J | | 1410 1830 2250 267.0 310.0
m/z--> 50 100 150 200 250 300 350 400 ' 14,40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111290.D

Aca On : 11 Dec 2018 21:46

Operator : JU/SJ

ﬁ?ggle : J6157-08 COMPOSITE-4-DISSOLVED
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.07 3.03 ng 200407 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Pentacosane 352 C25H52 000629-99-2 86
4 Octacosane 394 C28H58 000630-02-4 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 2207 (15.068 min): BF111290.D (-2204) (-) m/z 57.10 100.00%
57.1
5000
99['1 141.2 187 1217, 0249 0281.0 14,80 1500 15.20 1540 _
ol d Ll 2000 1821217.0249.00810 ' "m/z 43.10 63.00%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 L S BULLL UL B

14.80 15.00 15.20 15.40
m/z 71.10 56.64%

99.0
]l 1‘ | ; 141.0 183.0 2250 267.0 309.0 351.0 393.0 436.0

Ot e e e e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494: Hexacosane
57.0
R L BT,
14.80 15.00 15.20 15.40
5000 m/z 85.10 45.94%
9.0
oL i 4 i) 140 1830 2250 267.0 3090 3660
o L I B i IR A e e !
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane R e B S
57.0 14.80 15.00 15.20 15.40
m/z 41.05 17.63%
5000
99.0
o Ly 141.0 183.0 2250 267.0 309.0 352.0
R A A e O F s A R R
m/z--> 100 150 200 250 300 350 400 14.80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111290.D

Aca On : 11 Dec 2018 21:46

Operator : JU/SJ

ﬁ?ggle : J6157-08 COMPOSITE-4-DISSOLVED
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Bacchotricuneatin c Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.44 3.40 ng 224913 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 93
2 Hexacosane 366 C26H54 000630-01-3 87
3 Octacosane 394 C28H58 000630-02-4 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Heptadecane 240 C17H36 000629-78-7 86
Abundance Scan 2270 (15.439 min): BF111290.D (-2267) (-) m/z 57.10 100.00%
51.1
5000
| 920 " 15.20 15.40 15.60 15.80
141.2 209.0 : : : :
oL, .!,.-l-.-‘~.~'| o e AOQAE0Y 24892830 3851 | "n/z 43.10  65.00%
m/z--> 50 100 150 200 250 300 350
Abundance #178298: Bacchotricuneatin ¢
71.01 1120
5000 L B B B B

15.20 15.40 15.60 15.80
m/z 71.10 56.36%

0 {lﬁl50 1910 2450 312.0342.0
—_— e e
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
B
15.20 15.40 15.60 15.80
5000 m/z 85.10 42.10%
ol219) ] ’ J 1410 1830 2250 267.0 309.0  366.0
—= I A —
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane A A
57.0 15.20 15.40 15.60 15.80
m/z 55.10 22 .30%
5000
99.0
0 27,0 Ly 1410 183.0 2250  281.0  337.0 394.0
T e T T T e T e e T R
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111290.D

Aca On : 11 Dec 2018 21:46

Operator : JU/SJ

ﬁ?ggle : J6157-08 COMPOSITE-4-DISSOLVED
ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Stannane, (1,l1-dimethylethy... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.87 2.92 ng 193084 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Stannane. (1l.l-dimethvlethvD)tri... 264 C1l0H24Sn 035569-21-2 90
2 Heptacosane 380 C27H56 000593-49-7 76
3 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 72
4 Undecane. 3-methvl- 170 C12H26 001002-43-3 72
5 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 72
Abundance Scan 2343 (15.868 min): BF111290.D (-2339) (-) m/z 57.10 100.00%
57.1
5000
1411 207.1 15.60 15.80 16.00 16.20
I ll ll Aol dr02 S0, 29102811 851 0 Tnyz 71.10  49.28%
m/z--> 50 100 150 200 250 300 350
Abundance #113401: Stannane, (1,1-dimethylethyl)triethyl-
57.0
179.0
5000 1490 LA L L L L L LB
15.60 15.80 16.00 16.20
119.0 295.0 m/z 43.05 47 .66%
0 ZQOL . ©264.0
m/z--> 50 100 150 200 2éo 300 350
Abundance #202661: Heptacosane
57.0
15,60 15.80 16.00 16.20
5000 m/z 85.10 36 .56%
99.0
o 270) | | | &l.l.}4%0 183.0 2250 267.0 309.0 351.0380.0
m/z--> 50 100 150 200 250 300 350
Abundance #129498: Nonadecane, 2-methyl- R L e
57.0 15.60 15.80 16.00 16.20
m/z 55.05 21.00%
5000
99.0
Lol [ a0 smo 290
SRR YRR “AR" "ARD" "AAE" "SA" "AA" "SI 15,60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_ F\DATA\BF121118\

Data File : BF111290.D

Acq On : 11 Dec 2018 21:46

Operator : JU/SJ

3?22'6 - J6157-08 COMPOSITE-4-DISSOLVED
ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818_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]
2-Pentanone, 4-hy... 4._.98 3.4 ng 231411 1 6.79 1347240 20.0
unknown6 .56 6.56 26.4 ng 1777530 1 6.79 1347240 20.0
n-Hexadecanoic acid 11.85 22.9 ng 2027830 4 11.32 1769260 20.0
Octadecanoic acid 12.64 16.4 ng 1448560 5 13.95 1769120 20.0
1-Docosene 13.81 7.6 ng 669076 5 13.95 1769120 20.0
Heptacosane 14.74 2.4 ng 157216 6 15.39 1324620 20.0
Hentriacontane 15.07 3.0 ng 200407 6 15.39 1324620 20.0
Bacchotricuneatin c 15.44 3.4 ng 224913 6 15.39 1324620 20.0
Stannane, (1,1-di... 15.87 2.9 ng 193084 6 15.39 1324620 20.0
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