LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\
Data File : BF111617.D
Aca On - 20 Dec 2018 3:42 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J6386-05 P001-SS005-0006-01
ALS Vial : 21 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-BF121918.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 2.199 16 19 27 rVB2 48253 73866 2.25% 0.221%
2 3.410 222 225 236 rBV 25332 59446 1.81% 0.178%
3 5.110 510 514 519 rVB 144592 168463 5.13% 0.505%
4 5.298 542 546 554 rVB 69127 70223 2.14% 0.210%
5

5.516 578 583 586 rBvV 3299887 2939361 89.42% 8.806%

6.522 748 754 763 rBV 3078005 3287033 100.00% 9.848%
6.663 774 778 782 rBV 3235570 3099782 94.30% 9.287%
821 rVB 1373754 1118706 34.03% 3.352%
7.051 841 844 848 rVB 2728889 2434813 74.07% 7.295%
7.451 907 912 915 rBV 2291724 1867916 56.83% 5.596%

QOO ~NO®
()]
(0]
(o]
(00]
(00]
=
N
(00]
=
00]

11 7.498 917 920 923 rVB 126571 97267 2.96% 0.291%
12 8.175 1032 1035 1039 rBV 1502223 1354453 41.21% 4._.058%
13 9.251 1214 1218 1221 rBV 3892285 3058204 93.04% 9.162%
14 9.639 1281 1284 1288 rBV 361088 270559 8.23% 0.811%
15 9.933 1330 1334 1337 rBV 1635469 1442861 43.90% 4.323%

16 10.716 1462 1467 1470 rBV 2268810 1968418 59.88% 5.897%

17 11.357 1573 1576 1581 rBV4 37055 47738 1.45% 0.143%
18 11.416 1582 1586 1589 rVV 1576814 1356410 41.27% 4.064%
19 11.639 1620 1624 1627 rBV 53977 50668 1.54% 0.152%
20 11.939 1672 1675 1679 rBV 459138 426338 12.97% 1.277%
21 12.116 1700 1705 1712 rVB5 43791 60237 1.83% 0.180%
22 12.457 1760 1763 1767 rBV2 97858 97159 2.96% 0.291%
23 12.510 1767 1772 1775 rVV3 44862 57558 1.75% 0.172%

24 12.621 1788 1791 1794 rBV 155555 139517 4.24% 0.418%
25 12.663 1795 1798 1800 rVvVv 206677 181495 5.52% 0.544%

26 12.680 1800 1801 1805 rVB 70845 50364 1.53% 0.151%
27 12.721 1805 1808 1816 rBV3 134914 178224 5.42% 0.534%
28 12.851 1827 1830 1833 rBV 107328 103318 3.14% 0.310%
29 12.998 1851 1855 1858 rBV 2666796 2424762 T73.77% 7.265%
30 13.233 1893 1895 1899 rBV3 52908 53794 1.64% 0.161%

31 13.468 1932 1935 1939 rVB 674056 552795 16.82% 1.656%
32 13.574 1951 1953 1960 rVB 62365 71619 2.18% 0.215%
33 13.892 2003 2007 2013 rBV3 444693 568671 17.30% 1.704%
34 14.045 2029 2033 2036 rBV 1452502 1436630 43.71% 4 _.304%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121918\

Data File : BF111617.D

Aca On - 20 Dec 2018 3:42

Operator : JU/SJ

3?22'6 i J6386-05 P001-5S005-0006-01
ALS Vial : 21 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\HPCHEM1\BNA F\METHODS\8270-BF121918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.068 2036 2037 2040 rVB 99726 82040 2.50% 0.246%
36 14.221 2060 2063 2066 rBV 97589 92788 2.82% 0.278%

37 14.527 2112 2115 2118 rBV 236472 237406 7.22% 0.711%
38 14.839 2165 2168 2172 rVB 153695 164263 5.00% 0.492%
39 15.086 2208 2210 2213 rBV 94910 108353 3.30% 0.325%
40 15.180 2223 2226 2234 rVB2 258950 459073 13.97% 1.375%

41 15.521 2280 2284 2288 rVB 745550 865554 26.33% 2.593%
42 16.015 2365 2368 2372 rVB2 170313 200087 6.09% 0.599%

Sum of corrected areas: 33378232
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\

BF111617.D

20 Dec 2018  3:42

JussJ

J6386-05

21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

P001-SS005-0006-01

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF111617.D

5.52

6.66

6.52

7.05

7.45

6.90

7.50

o=

Time-->

4.50 5.00

i)
7.50

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF111617.D

10.72

9.93

11.42

8.17

9.64

13.00

2.85
1638205 1323

Ol
Time-->

10.00

9.50 10.50 11.00 11.50

12.00

12.50 13.00

Abundance

3500000

3000000

2500000

2000000

1500000

1000000{13.47

500000

TIC: BF111617.D

14.04

1453 1484 157040

.0r4.22

16.50

17.00

15.00

15.50 16.00

I
17.50

T
18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111617.D

Aca On - 20 Dec 2018 3:42

Operator : JU/SJ

ﬁ?ggle i J6386-05 P001-5S005-0006-01
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 9

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

5.11 3.01 ng 168463 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 9
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 9

Abundance Scan 514 (5.110 min): BF111617.D (-510) (-) m/z 43.10 100.00%
431
5000 591
| 631 1o|1.1 480 500 5.20 5.40
O = L L A m/z 59.10 51.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR A R LN AR
4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 15.09%
0 210 | 510 69.0 830910 | |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
480 500 520 540
5000 m/z 58.00 13.52%
41.0
29.0 101.0
0 Wy 1], 80.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 480 5.00 5.20 5.40
m/z 41.05 8.15%
5000
101.0
o 180 30 || %80 69,0 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111617.D

Aca On - 20 Dec 2018 3:42

Operator : JU/SJ

ﬁ?ggle i J6386-05 P001-5S005-0006-01
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.66 Concentration Rank 1

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

6.66 55.42 ng 3099780 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 777 (6.657 min): BF111617.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.1
401 ‘ 96.1 RS R R R
54.1 6.40 6.60 6.80 7.00
0 ..,....,....,...!,“.'..:,!.'..,:!~.-.|,..':~.,??;9,...|.,.197.-R...,...., b 'm/z 68.10 45.87%
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 A
5000 RS R R R

6.40 6.60 6.80 7.00
m/z 134.00 31.93%

31.0 51.0
o | I “ 1 : I
B R L B R B L e R e SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R M ILEEE ma s
6.40 6.60 6.80 7.00
5000 m/z 66.10 29.94%
33.0 44.0 0.0 105.0
L |sso 1 ee0 | | ‘
Orrrrrrr e e T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole e
132.0 6.40 6.60 6.80 7.00
m/z 69.10 19.25%
5000
104.0
66.0
ol 140 270 390 510 70 g90 || 1150 ||
T e e e e e e e e R N ILEEE m e
m/z--> 10 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\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111617.D

Aca On - 20 Dec 2018 3:42

Operator : JU/SJ

ﬁ?ggle i J6386-05 P001-5S005-0006-01
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 5
R.T. EstConc Area Relative to ISTD R.T.
11.94 6.29 ng 426338 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1675 (11.939 min): BF111617.D (-1672) (-) m/z 43.05 100.00%
430 |, 73.0
5000
129.1
97.1 et
H 1571 1852 2832 s 11'60 11.80 12.00 12.20
N m/z 73.00  94.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 U B LA DU SN
83.0 nmnmnmnm
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  93.04%
4 A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
nmnmnmn%
5000 129.0 m/z 41.10 75.51%
0150\‘ 1l
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid e
430 | 73.0 11.60 11.80 12.00 12.20
m/z 57.10 74 _.57%
5000
129.0 242.0
97.0 199.0
o |l 52.0171.0
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111617.D

Aca On - 20 Dec 2018 3:42

Operator : JU/SJ

ﬁ?ggle i J6386-05 P001-5S005-0006-01
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 6 Bis(2-ethylhexyl) maleate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.66 2.68 ng 181495 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bis(2-ethvlhexvl) maleate 340 C20H3604 000142-16-5 90
2 2-Ethvilbutvric acid. octvl ester 228 C14H2802 1000340-24-3 47
3 Oxalic acid. decvl 2-ethvlhexvl ... 342 C20H3804 1000309-39-3 27
4 Sulfurous acid. 2-ethvlhexvl oct... 446 C26H5403S 1000309-20-1 27
5 Propanoic acid, 2-methyl-, 2-eth... 200 C12H2402 035061-61-1 27
Abundance Scan 1798 (12.663 min): BF111617.D (-1795) (-) m/z 57.10 100.00%
51.
117.0
5000
831‘ A BARRSEEEEE SRS e
12.40 12.60 12.80 13.00
1 1851211
ol "yl , I el Al sl m/z 117.00  76.38%
m/z--> 50 100 150 200 250 300
Abundance #176800: Bis(2-ethylhexyl) maleate
57.0 117.0
A\
5000 RN UL SRR UL I
29.0 12,40 12.60 12.80 13.00
83.0 m/z 71.10 65.48%
o J,jl , J 153.0 185.0  229.0 297.0 3410
m/z--> 50 100 150 200 250 300 '
Abundance #84489: 2-Ethylbutyric acid, octyl ester
117.0
12.40 12.60 12.80 13.00
5000 430 710 m/z 70.10 52.54%
o d 14 M I, 70 200
m/z--> 50 100 150 200 250 300 gﬂ,wﬁwwﬁqpﬁﬂjLAMVVAMAAMNWN
Abundance #178439: Oxalic acid, decyl 2-ethylhexyl ester LA R s R
57.0 12,40 12.60 12.80 13.00
m/z 43.10 51.21%
5000 kAmeﬁxﬂwwwwA
85.0 112.0
29.0 } [ \ 157.018%0 WJ/\J
OII\‘I\II.\I\JI\I‘IH ¥ I ‘....{. —— —— —— R R R R EE !
m/z--> 50 100 150 200 250 300 1240 12.60 12,80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111617.D

Aca On - 20 Dec 2018 3:42

Operator : JU/SJ

ﬁ?ggle i J6386-05 P001-5S005-0006-01
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.72 2.63 ng 178224 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1808 (12.721 min): BF111617.D (-1805) (-) m/z 43.10 100.00%

431
73.1

5000

12.40 12.60 12.80 13.00

(o} m/z 57.10 81.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131260: Octadecanoic acid
430 730
5000 LA L L L L L L LB L |
1290 284.0 12.40 12.60 12.80 13.00
' m/z 73.10 80.05%
98.0 185.0 241.0 1
0 157.0 213.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
T e
12.40 12.60 12.80 13.00
5000 256.0 m/z 41.05 79.76%
213.0
} 157.0 185.0
—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #39473: n-Decanoic acid AR e R RE
60.0 12.40 12.60 12.80 13.00
m/z 55.10 72.14%
5000 129.0
29. 0 87.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111617.D

Aca On - 20 Dec 2018 3:42

Operator : JU/SJ

ﬁ?ggle i J6386-05 P001-5S005-0006-01
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.89 7.92 ng 568671 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 98
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
Abundance Scan 2007 (13.892 min): BF111617.D (-2003) (-) m/z 57.10 100.00%
57.1
97.1
5000
SRR SR SR B
1 163.1 230.1 13.60 13.80 14.00 14.20
— L P CL 0T 202 3m3sra et ol
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
540
97.0
5000 LI IS B S B
13.60 13.80 14.00 14.20
m/z 43.10 95 .89%
0240 L 3901680 308.0
m/z--> 50 100 1éo 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
55.0
13,60 13.80 14.00 14.20
5000 97.0 m/z 83.10 79 .53%
o 26lo) Il Il | | 2269 167.0106.0 280.0
m/z--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)- RS RS
57.0 13.60 13.80 14.00 14.20
m/z 97.10 69.96%
97.0
LA | H ] JL‘ZF-". 167.0196.0 280.0
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111617.D

Aca On - 20 Dec 2018 3:42

Operator : JU/SJ

ﬁ?ggle i J6386-05 P001-5S005-0006-01
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 E-14-Hexadecenal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.53 3.31 ng 237406 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 94
2 Cvclotetracosane 336 C24H48 000297-03-0 94
3 Docosane. 9-octvl- 422 C30H62 055319-83-0 90
4 Heptadecane 240 C17H36 000629-78-7 86
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 83
Abundance Scan 2115 (14.527 min): BF111617.D (-2112) (-) m/z 57.10 100.00%
57.1
5000
r11 e
391 1851 2391 3973 14.20 14.40 14.60 14.80
ol ,'H, LA J0L P 2812 3362 NS 484 hs7 43.10 72.69%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #92510: E-14-Hexadecenal
43.0
83.0
5000 L UL IS B SULRE
1420 14.40 14.60 14.80
05 0 m/z 71.10 53.28%
. L% sss0mm02280
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #174179: Cyclotetracosane
439 o030
1420 14.40 14.60 14.80
5000 m/z 55.10 44 _.28%
25.0
oLt J Al ||, 167.0 210.0 250.0 2030 3360
m/z--> 50 100 1éo 200 250 300 3%0 400 450
Abundance #219832: Docosane, 9-octyl- R a R mamEE L
43.0 14.20 14.40 14.60 14.80
m/z 85.10 36.88%
5000
85.0
309.0
0 1)y p27.0 ;690203023?0 | 3480 422.0
m/z--> 50 100 150 200 250 300 350 400 450 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121918\
Data File : BF111617.D

Aca On : 20 Dec 2018 3:42

Operator : JU/SJ

Sample : J6386-05

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 10 Tridecane, l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .84 3.80 ng 164263 Perylene-d12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 89
2 Heptacosane 380 C27H56 000593-49-7 64
3 Hexadecane 226 C16H34 000544-76-3 64
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 64
5 Hexacosane 366 C26H54 000630-01-3 59
Abundance Scan 2168 (14.839 min): BF111617.D (-2165) (-) m/z 57.10 100.00%
57.1
5000
hm 149.1 460 1480 1500 1550
219.2 295.3 ] . . . . )
ol A Ld Al L, 219225022963 3433 4003 azsa STt 0Nl o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 LI I B BN B
mmmmmmmm
Pgo 183.0 m/z 43.10 62.00%
oLl | 1410 310.0
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4%0
Abundance #202662: Heptacosane
57.0
" 14.60 14.80 15.00 15.20
5000 m/z 85.10 45 _.81%
ol Jgg (1 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 55 160 1éo 260 250 360 3éo 460 4%0
Abundance #83023: Hexadecane R B o
57.0 14.60 14.80 15.00 15.20
m/z 55.10 25.13%
5000
8o J 770 1410 1830 2260
m/z--> 55 160 1éo 260 2%0 360 3éo 460 4%0 14%0 1480 1500 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111617.D

Aca On - 20 Dec 2018 3:42

Operator : JU/SJ

ﬁ?ggle i J6386-05 P001-5S005-0006-01
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Octacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.18 10.61 ng 459073 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 94
2 Tetracosane 338 C24H50 000646-31-1 93
3 Tricosane. 2-methvl- 338 C24H50 001928-30-9 93
4 Eicosane 282 C20H42 000112-95-8 93
5 Docosane 310 C22H46 000629-97-0 93
Abundance Scan 2226 (15.180 min): BF111617.D (-2223) (-) m/z 57.10 100.00%
51.1
5000
91 i1 1480 15,00 1520 15140
o ALLLL 3tS | 2111 2811 34533913 4483 5161 ns 4310 64.23%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
5000 A SRR DR DU R

14.80 15.00 15.20 15.40
m/z 71.10 62.95%

141.0183.0225.0 281.0 337.0 394.0

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175559: Tetracosane
57.0
R o R o R
14.80 15.00 15.20 15.40
5000 m/z 85.10 49 _.42%
9.0
o | u | 141 0183 02250 3380
e ,.”.,.”.,.”.,.”. DL e o i
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175564: Tricosane, 2-methyl- A B o
43.0 14.80 15.00 15.20 15.40
m/z 55.10 26.60%
5000
5.0
o ‘ | %27-9169.0211.0 253. O295 0338 0
Ra “...“...“...“...............“...“...“.. IR e o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121918\

Data File : BF111617.D

Aca On - 20 Dec 2018 3:42

Operator : JU/SJ

ﬁ?ggle i J6386-05 P001-5S005-0006-01
ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 12 Tridecane, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.02 4.62 ng 200087 Perylene-di12 15.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 2-methvl- 198 C14H30 001560-96-9 87
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 81
3 Hexadecane 226 C16H34 000544-76-3 80
4 Tetracosane. 1ll-decvl- 479 C34H70 055429-84-0 80
5 Pentadecane, 8,8-diheptyl- 408 C29H60 055268-72-9 80
Abundance Scan 2369 (16.021 min): BF111617.D (-2365) (-) m/z 57.10 100.00%
57.1
po.1 I 16,00 1620 1640
169.1 .1251.2 295.3 . : : : :
Y- 1, A aga %0 21512512 2953 8481 3093 4424 o Toa O Gn aam,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59889: Tridecane, 2-methyl-
57.0
5000 LR SN B SULBULN
15.80 16.00 16.20 16.40
m/z 43.10 61.38%
| 99.0 1550
0= |""%'J“"|" }??9"' [rTrrrprrr T T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #48854: Dodecane, 2-methyl-
57.0
" 15.80 16.00 16.20 16.40
5000 m/z 85.10 49.66%
99.0 141.0
0 1§]QL N ”"'L A'J'l\l' %34;2 S SN AR DU DU B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83025: Hexadecane RS EmmEs o L
57.0 15.80 16.00 16.20 16.40
m/z 55.10 22 .14%
5000
0 220 J999 141.0 183.0 226.0
m/z--> 50 100 150 200 250 300 350 400 450 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF121918\

Data File : BF111617.D

Acq On = 20 Dec 2018 3:42

Operator : JU/SJ

3?22'6 i J6386-05 P001-SS005-0006-01
ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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... 5.11 3.0 ng 168463 1 6.90 1118710 20.0
unknown6 .66 6.66 55.4 ng 3099780 1 6.90 1118710 20.0
n-Hexadecanoic acid 11.94 6.3 ng 426338 4 11.42 1356410 20.0
Bis(2-ethylhexyl) ... 12.66 2.7 ng 181495 4 11.42 1356410 20.0
Octadecanoic acid 12.72 2.6 ng 178224 4 11.42 1356410 20.0
1-Docosene 13.89 7.9 ng 568671 5 14.04 1436630 20.0
E-14-Hexadecenal 14.53 3.3 ng 237406 5 14.04 1436630 20.0
Tridecane, l-iodo- 14.84 3.8 ng 164263 6 15.52 865554 20.0
Octacosane 15.18 10.6 ng 459073 6 15.52 865554 20.0
Tridecane, 2-methyl- 16.02 4.6 ng 200087 6 15.52 865554 20.0
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