LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 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-BF011619.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 2.122 3 6 11 rVB 120217 149151 2.10% 0.218%
2 4.446 397 401 408 rBV 89848 108822 1.53% 0.159%
3 5.075 502 508 521 rVB 373087 527807 7.43% 0.771%
4 5.492 574 579 582 rBVY 4992215 4941176 69.60% 7.220%
5 6.498 745 750 768 rBVY 4650346 5346575 75.31% 7.812%
6 6.628 768 772 776 rBVY 5477144 5581744 78.62% 8.156%
7 6.851 806 810 817 rBVY 1472736 1187955 16.73% 1.736%
8 7.010 833 837 840 rBVY 5263073 4488899 63.23% 6.559%
9 7.416 900 906 909 rBY 3581595 3472301 48.91% 5.074%
10 8.133 1024 1028 1036 rBv 1848135 1555399 21.91% 2.273%

11 9.210 1206 1211 1214 rBV 7926818 7099358 100.00% 10.373%
12 9.598 1274 1277 1281 rBV 590406 559076 7.88% 0.817%
13 9.757 1301 1304 1306 rBV3 116189 131104 1.85% 0.192%
14 9.798 1309 1311 1314 rVB 176332 173711 2.45% 0.254%
15 9.886 1323 1326 1330 rVB 1893473 1838915 25.90% 2.687%

16 10.145 1367 1370 1373 rBVv3 153351 190151 2.68% 0.278%
17 10.298 1393 1396 1399 rBV2 346597 358532 5.05% 0.524%
18 10.539 1435 1437 1441 rVB 344384 311548 4_.39% 0.455%
19 10.686 1458 1462 1465 rBV 4174520 4263552 60.06% 6.230%
20 10.810 1480 1483 1486 rBV 1394725 1226713 17.28% 1.792%

21 11.274 1559 1562 1567 rVB 1721072 1625317 22.89%% 2.375%
22 11.380 1577 1580 1584 rBV 2132187 1991558 28.05% 2.910%
23 11.627 1619 1622 1624 rBV2 737175 706238 9.95% 1.032%
24 11.904 1667 1669 1672 rBV 654313 551633 7.77% 0.806%
25 12.968 1845 1850 1853 rVB 6356045 6750742 95.09% 9.864%

26 13.851 1997 2000 2014 rVB2 912323 1386189 19.53% 2.025%
27 14.021 2025 2029 2033 rVB 1985418 1762746 24.83% 2.576%
28 14.168 2052 2054 2061 rVB 366168 372489 5.25% 0.544%
29 14.292 2072 2075 2080 rVB 215917 317239 4_.47% 0.464%
30 14.474 2103 2106 2109 rBV 465181 430954 6.07% 0.630%

31 14.721 2145 2148 2153 rVB 219940 259523 3.66% 0.379%
32 14.780 2154 2158 2167 rVV 774988 1140275 16.06% 1.666%
33 14.862 2168 2172 2177 rVB 1812817 1920690 27.05% 2.806%
34 15.115 2211 2215 2219 rVB 753333 821473 11.57% 1.200%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 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\HPCHEM1\BNA F\METHODS\8270-BF011619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.351 2252 2255 2264 rVB 114464 233730 3.29% 0.342%

36 15.492 2274 2279 2289 rVB2 1805796 2477869 34.90% 3.621%
37 15.927 2348 2353 2359 rBV 544005 881086 12.41% 1.287%
38 15.986 2360 2363 2371 rVB3 97290 164316 2.31% 0.240%
39 16.433 2433 2439 2452 rVB 396081 794606 11.19% 1.161%
40 17.027 2534 2540 2547 rVvB2 157161 337589 4.76% 0.493%

Sum of corrected areas: 68438751
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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: BF112198.D
8000000
6000000 6.63
5.49 .01
i 6.50
4000000 7.42
2000000 6.85
R 45 5.07 L &7 ] L
R s s A e T P e
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: BF112198.D
1297
8000000 9.21
6000000 10.69

4000000

2000000 8.13

o e T T T T T T T

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: BF112198.D

8000000

6000000

4000000

14.02

2000000 15.49

15.12

15.9 16.43

15.35 l€.99 N 17.03

T M ——————a e

R 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\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 8

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

5.07 8.89 ng 527807 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 507 (5.069 min): BF112198.D (-502) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 e R AR
480 5.00 5.20 5.40
ob el LS00 830 | 059 10 60.51%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR I LS IR L
59.0 480 500 520 540
m/z 101.10 21.50%
31.0 83.0 101.0
O e e e
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4-methyl-
43.0
" 480 500 520 540
5000 m/z 58.10 15.38%
101.0
17-0 270 6.0 71.0
0"'w*"w'NHV"'ﬁl"w'{'w"'h"'w§QQw"'V"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3152: 5-Hexen-2-one LI L L B N L B
43.0 480 5.00 5.20 5.40
m/z 41.05 9.46%
5000
27.0 55.0
o Ll 7o 830 w80
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 unknown6.63 Concentration Rank 1

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

6.63 93.97 ng 5581740 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 772 (6.628 min): BF112198.D (-768) (-) m/z 131.95 100.00%
131.9
5000 68.1 \
%00 %1 J 520 o) Gbo 680 700
0 B o L S S m/z 68.10 41.24%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 98.0 116.0 SR L--u----u---

6.20 6.40 660 6.80 7.00
m/z 134.00 33.56%

0 1580  189.0
- T I T T I T T T I T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0 \
e
117.0 6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 26.76%
39.0 9L0
: 65.0 ‘ ‘ |
0...,.h..“.w.,m..ﬁ,.m.,U..h,.w‘w....,....,”..
m/z--> 20 40 60 80 100 120 140 160 180 A |
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- e
132.0 6.20 6.40 6.60 6.80 7.00
117.0 m/z 69.05 17.46%
5000
w0 60 0
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 2,6-Naphthalenedione, octah... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.30 3.90 ng 358532 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-16-4 53
2 2.6-Naphthalenedione. octahvdro-... 208 C13H2002 057289-17-5 50
3 Bicvclol4.1.0Theptane-7-carboxam... 222 C11H14N20S 329912-72-3 47
4 Maanesium. bis(acetvlacetonate) 222 C10H14Ma04 068488-07-3 47
5 N-(4-Nitro-1,8-naphthalimido)-4-... 379 C19H10FN305 300690-90-8 47

Abundance Scan 1396 (10.298 min): BF112198.D (-1393) (-) m/z 123.10 100.00%

128.1

55.1

%

5000 95.1
207.2 Tryrrrryrrrryprrrrrrrorr
7 149.1 185.1 10.00 10.20 10.40 10.60
0 100 2334 m/z 55.10 52.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67745: 2,6-Naphthalenedione, octahydro-1,1,8a-trimethyl-,...

128.0

208.0

E

10,00 10.20 10.40 10.60
m/z 69.10 43.80%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67754: 2,6-Naphthalenedione, octahydro-1,1,8a-trimethyl-,...
123.0
208.0 R R B
10.00 10.20 10.40 10.60
5000 m/z 95.10 42 .25%
41.0 69.0
‘ 97.0 152.0
R EEX N0 P U O .- N I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #78743: Bicyclo[4.1.0]heptane-7-carboxamide, N-(2-thiazolyl)- R R B
55.0 123.0 10.00 10.20 10.40 10.60
‘ m/z 41.10 41 .08%
5000 95.0
222.0
o un I, H“ o || o 161017901970

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 00 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 3-Methyl-4-(methoxycarbonyl... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.54 3.39 ng 311548 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Methvl-4-(methoxvcarbonvl)hexa... 184 C9H1204 1000104-10-8 95
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 78
4 2-methvloctacosane 408 C29H60 1000376-72-8 72
5 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 70
Abundance Scan 1437 (10.539 min): BF112198.D (-1435) (-) m/z 57.10 100.00%
57.1
8l NSNS
38 | 1131 4414 169.2 951 217.2 239.3 10.20 10.40 10.60 10.80
Ol e Ll e T AL A28 Tm/z 71.10 53.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49280: 3-Methyl-4-(methoxycarbonyl)hexa-2,4-dienoic acid
5.0
81.0
125.0 184.0
5000 LA AR R AR
1520 10,20 10,40 10.60 10.80
‘ “ m/z 43.10 49.02%
e R AR R AR A LA LS LRSS SARR SARRS ARRERARRY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100330: 2-Bromo dodecane
57.0
10.20 10.40 10.60 10.80
5000 85.0 m/z 85.10 26.92%
29.0 ‘ ‘ 113.0 169.0
0 "'I""I' "ll'Jh'lh" JI"J'I'M" }ﬂ?;? 'j" A SRS ""?4?'q|
m/z--> 60 80 100 120 140 160 180 200 220 240
Abundance #105904: Pentadecane, 2,6,10-trimethyl- T
57.0 10.20 10.40 10.60 10.80
m/z 41.10 25.28%
5000
85.0
290 ‘ 113.0
o1 L “ | a0 1830 2110 2390
m/z--> 20 4'0 6|0 80 100 120 14'10 160 180 200 220 240 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Tridecane, 5-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.81 12.32 ng 1226710 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 86
2 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 80
3 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 72
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 72
Abundance Scan 1483 (10.810 min): BF112198.D (-1480) (-) m/z 57.10 100.00%
51.1
5000 M
s 10.40 10.60 10.80 11.00 11.20
1411 183.2 : : : . .
0 1631 2102 2413 m/z 71.10 85.64%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83031: Tridecane, 5-propyl-
57.0
5000 AR UM SR IR B
10.40 10.60 10.80 11.00 11.20
m/z 43.10 56 .42%
o300,
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71408: Dodecane, 2,6,11-trimethyl-
43.0 71.0
10,40 10.60 10.80 11.00 11.20
5000 m/z 85.10 34 .99%
0 ‘\ H\ | M\ \Ll O\ H I 141.0 169 0 197 0
miz-> 20 40 eb 80 100 120 140 160 180 200 220 240 260
Abundance #172311: Sulfurous acid, decy! 2-ethylhexyl ester B B aa e
57.0 10.40 10.60 10.80 11.00 11.20
m/z 41.10 26.11%
5000
29.0 85.0 113 0
miz--> 20 60 80 100 120 140 160 180 200 220 240 260 10,40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.27 16.32 ng 1625320 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Pentadecane. 4-methvl- 226 C16H34 002801-87-8 86
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
5 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 86

Abundance Scan 1561 (11.269 min): BF112198.D (-1559) (-) m/z 57.10 100.00%

57.1

5000

-

113.1
11.00 11.20 11.40 11.60
183221020322 2673 m/z 71.10 83.10%

01

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 850 LANLENL L L L L L TTTT
11.00 11.20 11. 40 11. 60
m/z 43.10 53.64%
113.0
o . o | 1410 183.0 211.0 239.0 267.0 296.0
B L e e e R RAAAR AARSERRRRRREERRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59879: Tetradecane
57.0
R N RAREEEE R R R
11.00 11.20 11.40 11.60
5000 85.0 m/z 85.10 48.09%
29.0
0 “ ‘ | ‘111‘30 1410 169.0 1980
B S L o R R e AR RS EEEEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83044: Pentadecane, 4-methyl- R RREREREE RS
43.0 11.00 11.20 11.40 11.60
71.0 m/z 41.10 30.22%
e W
99.0 183.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Heptadecane, 4-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.63 7.09 ng 706238 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 4-methvl- 254 C18H38 026429-11-8 94
2 2-Bromotetradecane 276 C14H29Br 074036-95-6 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
4 Hexadecane. l-iodo- 352 C16H33l1 000544-77-4 80
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 1622 (11.627 min): BF112198.D (-1619) (-) m/z 57.10 100.00%
51.1
5000 ﬁJ\J\~JVWfJJ»A\JL~Jkaf“JLw
131 1411 10 1160 1180 1260
185.1 211.2 241.2 : : : :
Obrrrprrrefhrel 2Ll m/z 71.10 99.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105896: Heptadecane, 4-methyl-
43.0
71.0
5000 LRI UL SULRULE S B
11,40 11.60 11.80 12.00
l ‘ 99.0 m/z 43.10 73.12%
0 1| ..‘ | 1210 1550 1820 2110 539
m/z--> 20 40 60 80 100 120 150 1éo 180 200 220 240 260 280 300
Abundance #124147: 2-Bromotetradecane
57.0
11,40 11,60 11.80 12,00
5000 85.0 m/z 85.10 57.31%
29.0
Ottt e ””..”.“..“.”.J”” AR RARRAR
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethy!- R N R A EEEEsmas
57.0 11.40 11.60 11.80 12.00
m/z 55.10 27 .86%
5000 85.0
0 ‘ I \1{?0114}0 183.0 2110 239.0 2670 2960
m/z--> 20 45 eb 80 160 120 140 160 180 200 220 240 260 280 300 11,40 11.60 11.80 12.00

8270-BF011619.M Thu Jan 24 01:25:11 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 n-Hexadecanoic acid Concentration Rank 13

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

11.90 5.54 ng 551633 Phenanthrene-d10 11.38

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 n-Decanoic acid 172 C10H2002 000334-48-5 50
3 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 43
4 Tridecanoic acid 214 C13H2602 000638-53-9 43
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 35

Abundance Scan 1668 (11.898 min): BF112198.D (-1667) (-) m/z 71.10 100.00%
4111 7111
145.1
5000
11.60 11.80 12.00 12.20
o m/z 43.10 98.79%
m/z--> 50 100 150 200 250 300 350
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 2560 LIS L L L L L L L L LB
129.0 11.60 11.80 12.00 12.20
213.0 m/z 41.10 96.94%
157.0
04 m L | | l Lul L
e i o e L B e o e R A
m/z--> 50 100 150 200 250 300 350
Abundance #39472: n-Decanoic acid
60.0
R N ELmEE
11.60 11.80 12.00 12.20
m/z 73.00 96.55%
50004 29.0 1290
172.0
o...V’Jnﬁﬁpw...,.x..,...., —
m/z--> 50 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
73.0 11.60 11.80 12.00 12.20
m/z 57.10 83.09%
43.0 155.0
5000
I 115.0
oL L im0 are0 oo sse
m/z--> 50 100 150 200 250 300 350 11.60 11.80 12.00 12.20

8270-BF011619.M Thu Jan 24 01:25:12 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 9-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 15.73 ng 1386190 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Nonadecene 266 C19H38 031035-07-1 93
2 1-Docosene 308 C22H44 001599-67-3 90
3 l1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 89
4 E-14-Hexadecenal 238 C16H300 330207-53-9 89
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 87
Abundance Scan 2000 (13.851 min): BF112198.D (-1997) (-) m/z 57.10 100.00%
51.1
97.1
5000
1231 " 1360 13.80 14.00 14.20
— i g23L 2071 253.2280230833372 | 77 43.10  89.96%
m/z--> 50 100 150 200 250 300 350
Abundance #115903: 9-Nonadecene
58.0
83.0
5000 LS BB BRI BULRULE B
111.0 anmmmmm
2710 m/z 83.10 82.46%
o | [139-0167.0 238.0°%%°
m/z--> 50 100 150 260 250 360 350
Abundance #151538: 1-Docosene
58.0
" 1360 13.80 14.00 14.20
5000 m/z 55.10 78.28%
28.0 1250
ol | ﬂ 15301810 308.0
m/z--> 50 100 150 60 2%0 360 3%0
Abundance #107668: 1-Hexadecanol, 2-methyl- I a  BREEEEES B
57.0 13.60 13.80 14.00 14.20
m/z 69.10 69.44Y%
5000
29.0 9r.0 V\MAA“M‘thxﬁkaKNA\
) \L‘k ﬂ2f04540132021002380
m/z--> 50 1(')0 150 2(')0 250 3(')0 3&1;0 13. 60 13 80 14. oo 14 20

8270-BF011619.M Thu Jan 24 01:25:13 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Heptadecane, 9-hexyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.17 4.23 ng 372489 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
Abundance Scan 2054 (14.168 min): BF112198.D (-2052) (-) m/z 57.10 100.00%
51.1
85.1
5000

141 1169 1197 2 13.80 14.00 14.20 14.40
ol 'I 210722251 265320413232 3543 m/z 71.10 78.74%

m/z--> 50 100 150 200 250 300 350
Abundance #164584: Heptadecane, 9-hexyl-
43.0
71.0
5000 LA L L L L LB L
13.80 14.00 14.20 14.40
99.0 100 m/z 43.10 77.33%
127 0155 0 239.0
oLl Ay O 0100 ) P 0s67000008230
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
R RN EEEEE
13.80 14.00 14.20 14.40
5000 85.0 m/z 85.10 56.96%
29.0 113.0
ol ‘i‘k |7 141.0169.0197.0225.0253.0  295.0323.0  367.0
A o o e A e e e e e e R
m/z--> 50 100 150 200 250 300 350
Abundance #175560: Tetracosane L BT o e
57.0 13.80 14.00 14.20 14.40
85.0 m/z 41.10 27 .64%
5000
113'0141 0
%DIJ ‘ \ m%wmﬂMEM%mm%%M
N ' O B s R W L
m/z--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40

8270-BF011619.M Thu Jan 24 01:25:13 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.29 3.60 ng 317239 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Eilcosane 282 C20H42 000112-95-8 93
3 Heptadecane 240 C17H36 000629-78-7 93
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2075 (14.292 min): BF112198.D (-2072) (-) m/z 57.10 100.00%
57.1
85.1
5000
J ] J l ]1 181141, 1169.1 207.1 25322854  336.2 373.3 | '1;1.0'0' I1I4'2IOI '1;1.4'0' Il;l'éol -
Ol d gl g2 2, PeR2 2ot | 3362 8733 hyz 71.10 73.45%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 L S B BRI R
Mmmmmmmm
m/z 43.10 66.46%
29.0
0 IJ|L|f|1meMWME02mM%O
m/z--> 55 100 150 260 2%0 300 3%0
Abundance #129490: Eicosane
57.0
85.0 114,00 14.20 14.40 14.60
5000 m/z 85.10 58.36%
29.0 i fl 130141, 0169 0 282.0
ol L d } 197.0225.0 :
T L L L WL L B
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane LI L L L LB B
57.0 14.00 14.20 14.40 14.60
m/z 55.10 20.58%
85.0
5000
29.0
m/z--> 5'0 100 1&1;0 2(')0 251,0 3(')0 3%0 14 Ioo 14 20 14. 40 14 60

8270-BF011619.M Thu Jan 24 01:25:14 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 13 Tricosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14 .47 4.89 ng 430954 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 95
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 90
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
Abundance Scan 2105 (14.468 min): BF112198.D (-2103) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 1490 14.40 1460 1480
0 l J || [ 141.1169.2197.2225.1252.2 290.1 3241 3704 - /214'20714'?014'6061;'8%7%
m/z--> 55 160 1%0 260 2éo 360 3éo
Abundance #164578: Tricosane
57.0
5000 85.0 LRI B BULLIL B B
Mmmmmmmm
m/z 43.10 68.05%
113.0 324.0
141.0
o L[ oo smommonse ™
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
14.20 14.40 14.60 14.80
5000 85.0 m/z 85.10 48 .32%
. 29"9‘ 1 s 9141 0169.0197.0225,02530 29503230 3670
m/z--> 55 160 1%0 200 250 360 3%0
Abundance #185535: Heptadecane, 9-octyl- R EEEEE RS
57.0 14.20 14.40 14.60 14.80
m/z 41.10 22.12%
5000 85.0
0 J‘JJE$%MM%Mw02w%mmmmmmmo
m/z--> 5'0 100 150 200 250 300 3&'30 14'20 14. 40 14. 60 14. 80

8270-BF011619.M Thu Jan 24 01:25:15 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 14 Phthalic acid, dec-2-yl iso... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.72 2.94 ng 259523 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. dec-2-vl isohexvl... 390 C24H3804 1000356-94-1 72
2 Didecan-2-vIl phthalate 446 C28H4604 028029-89-2 64
3 Phthalic acid. di(2-propvlpentvl... 390 C24H3804 1000377-93-5 64
4 Phthalic acid. hept-3-vl isohexv... 348 C21H3204 1000356-98-9 59
5 2-(Octyloxycarbonyl)benzoic acid 278 C16H2204 1000373-53-3 59
Abundance Scan 2148 (14.721 min): BF112198.D (-2145) (-) m/z 149.00 100.00%
149.0
5000
431 851

14.40 14.60 14.80 15.00

0 NN R l 206.1 242.0 27533072 3543 4004
A LA

e e m/z 167.00 42 .34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #207698: Phthalic acid, dec-2-yl isohexyl ester
149.0
5000
14.40 14.60 14.80 15.00
85.0 m/z 43.10 19.98%
430 8 251.0
o o BP0
m/z--> 50 100 150 200 250 300 350 400
Abundance #226334: Didecan-2-yl phthalate
149.0
e AREEEEEaSEE
14.40 14.60 14.80 15.00
5000 m/z 57.10 19.56%
430 g0 307.0
ottt
m/z--> 50 100 150 200 250 300 350 400
Abundance #207709: Phthalic acid, di(2-propylpentyl) ester A REEEEEaS L
149.0 14.40 14.60 14.80 15.00
m/z 85.10 19.31%
5000
57.0
S T P Y N B o e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF011619.M Thu Jan 24 01:25:16 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 15 2-Bromo dodecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.78 9.20 ng 1140280 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2158 (14.780 min): BF112198.D (-2154) (-) m/z 57.10 100.00%
57.1
85.1
5000
| | o 14.40 14.60 14.80 1500
NI L I, J831 22522532 29323233 3153| ns7 71.10  77.50%
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57.0
5000 S SRR SR UG R
85.0 1440 14.60 14.80 1500 |
29.0 m/z 43.10 67.37%
: l 127.0 169.0
0 T J T ""I"'%%q"'l""l"'
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
14.40 14.60 14.80 15.00
5000 85.0 m/z 85.10 53.28%
o “J I 2270 1600 2100%%0%67.02060 3520
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #141426: Heneicosane A B
57.0 14.40 14.60 14.80 15.00
m/z 41.10 24 .37%
85.0
5000
29.0
oL ‘ | ] J 1210 1690 2110 2530 296.0
m/z--> 50 100 1&1;0 2(')0 251;0 3(')0 3&1,0 14. 40 14. 60 14. 80 15. oo '

8270-BF011619.M Thu Jan 24 01:25:19 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 16 Didecan-2-yl phthalate Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .86 15.50 ng 1920690 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Didecan-2-vl phthalate 446 C28H4604 028029-89-2 80
2 Phthalic acid. di(2-propvlpentvl... 390 C24H3804 1000377-93-5 72
3 Phthalic acid. dec-2-vl isohexvl... 390 C24H3804 1000356-94-1 72
4 Phthalic acid. hept-2-vl isohexv... 348 C21H3204 1000356-97-3 59
5 Phthalic acid, 2-methylpent-3-yl... 432 C27H4404 1000356-91-8 53
Abundance Scan 2172 (14.862 min): BF112198.D (-2168) (-) m/z 149.00 100.00%
149.0
5000
69.1
97.1 307.1 14.60 14.80 15.00 15.20
ol 'l L Wosho g | | 191.1218.2245.0270.3 /" 3413 m/z 167.00 38.79%
m/z--> 50 100 150 200 250 300 350
Abundance #226334: Didecan-2-yl| phthalate
149.0
5000
14.60 14.80 15.00 15.20
m/z 69.10 30.24%
4?01710 104.0 307.0
-ttt
m/z--> 50 100 150 200 250 300 350
Abundance #207709: Phthalic acid, di(2-propylpentyl) ester
149.0
14,60 14.80 15.00 1520
5000 m/z 43.10 21.92%
57.0
ol200; | %4010 | heoo 2o
m/z--> 50 100 150 200 250 300 350
Abundance #207698: Phthalic acid, dec-2-yl isohexy! ester B EERR Bam e
149.0 14.60 14.80 15.00 15.20
m/z 57.10 18.59%
5000
430 850
0 \J il \‘ \122'0 { 25:{[.0 307.0
m/z--> 50 100 150 200 250 300 350 14,60 14.80 15.00 15.20

8270-BF011619.M Thu Jan 24 01:25:19 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 17 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.12 6.63 ng 821473 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 95
2 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 94
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2216 (15.121 min): BF112198.D (-2211) (-) m/z 57.10 100.00%
57.1
85.1
5000
13 B B o e SRt
14]_ 1169 2 14.80 15.00 15.20 15.40
- | ,I lrl 10712252 267.2 300.3337.33653 'y 71.10  74.84%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
5000 85.0 L B SR LR B
14.80 15.00 15.20 15.40
9.0 m/z 43.10 62 .56%
o T f30141.0169.0197.0 2400
m/z--> 50 100" 150 200 Eéo" 300 350
Abundance #194505: Heneicosane, 11-pentyl-
43.0
. 1480 15,00 1520 1540
5000 m/z 85.10 59.10%
224.0
99.0
o Ll L|‘127°15501830 2530 %330 3640
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- R RS m S e
57.0 14.80 15.00 15.20 15.40
m/z 55.10 22 .30%
5000 85.0
0 “‘ ﬂl ‘}41016901970 239026702960 352.0
m/z--> 50 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF011619.M Thu Jan 24 01:25:20 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 18 Triacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.93 7.11 ng 881086 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 2353 (15.927 min): BF112198.D (-2348) (-) m/z 57.05 100.00%
5%.0
5000 M |
ool 15,60 15.80 16.00 16.20
41.2 . : : .
|- ||11 Ao 1902 2832 2952 3653 m/z 71.10 69.88%
m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 RN S SRR
15 60 15. 80 16. oo 16.20
99.0 m/z 43.05 61.64%
oL.25/0 I J / 14}0 183.0 225.0 296.0
m/z--> §o 100 1éo 260 250 360 3%0 460
Abundance #194493: Hexacosane
57.0
15,60 15.80 16.00 16.20
5000 m/z 85.10 53.22%
99.0
oL 14 L)) | , 1410 1830 225.0 267.0 309.0  367.0
m/z--> §o 160 1éo 200 2éo 360 3%0 460
Abundance #219831: Triacontane AR B Ea e
57.0 15.60 15.80 16.00 16.20
m/z 55.10 22.78%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 5'0 100 1&'30 200 250 3(')0 3%0 4(|)O 15 60 15. 80 16. oo 16. 20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 19 Hexacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.43 6.41 ng 794606 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2438 (16.427 min): BF112198.D (-2433) (-) m/z 57.10 100.00%

5000

i

16.20 16.40 16.60 16.80

169.1 229.1281.1329.2 410.4

0 m/z 71.10 74.03%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194493: Hexacosane
57.0
5000 LA B L L L L L L
16. 20 16 40 16. 60 16. 80
m/z 43.10 64.27%
o 130 ,169.0 2250 295.0 367.0
rH A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
R N EEEE s s
16.20 16.40 16.60 16.80
5000 m/z 85.05 57.51%
13. O
O ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
R o e e o e LA R S N e Sa RS S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane T T
57.0 16.20 16.40 16.60 16.80
m/z 55.05 24 _.00%
” k\,,\/LM
ol 130 169.0 2250 281.0  365.0
“.”,..w.”.“.” T T T T T T T R N EEEE S s E R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. 20 16 40 16. 60 16. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF012319\
Data File : BF112198.D

Aca On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF011619.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 20 Heneicosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.03 2.72 ng 337589 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
Abundance Scan 2541 (17.033 min): BF112198.D (-2534) (-) m/z 57.10 100.00%
57.1
e 155 1350 1730 10
41.1 183 1 : : : :
) — ) HL LA 2242 26502%3 3410 | sz 71.10 73.13%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 LR UL BRI B B
mmﬂmﬂmﬂm
99.0 m/z 43.10 64 .88%
Ozmlljijmlmonmzmw%o
m/z--> 55 100 1%0 260 2%0 360 3%0 '
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
"' 16.80 17.00 17.20 17.40
5000 m/z 85.05 56.71%
99.0
0 ‘ )y 1410 1830  239.0  296.0
m/z--> 55 160 150 260 250 360 3%0 '
Abundance #215181: 2-methyloctacosane e RARREEE RS
57.0 16.80 17.00 17.20 17.40
m/z 41.10 23.02%
e wvwww»/\wwww
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> % 1& 1% 2& 250 300 3% ' mmﬂmﬂmﬂm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF012319\
Data File : BF112198.D

Acq On : 23 Jan 2019 13:35

Operator : JU/SJ

Sample : K1210-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF011619._.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... 5.07 8.9 ng 527807 1 6.85 1187960 20.0
unknown6.63 6.63 94.0 ng 5581740 1 6.85 1187960 20.0
2,6-Naphthalenedi... 10.30 3.9 ng 358532 3 9.89 1838920 20.0
3-Methyl-4-(metho... 10.54 3.4 ng 311548 3 9.89 1838920 20.0
Tridecane, 5-propyl- 10.81 12.3 ng 1226710 4 11.38 1991560 20.0
Heptadecane, 2,6,... 11.27 16.3 ng 1625320 4 11.38 1991560 20.0
Heptadecane, 4-me... 11.63 7.1 ng 706238 4 11.38 1991560 20.0
n-Hexadecanoic acid 11.90 5.5 ng 551633 4 11.38 1991560 20.0
9-Nonadecene 13.85 15.7 ng 1386190 5 14.02 1762750 20.0
Heptadecane, 9-he... 14.17 4.2 ng 372489 5 14.02 1762750 20.0
Eicosane 14.29 3.6 ng 317239 5 14.02 1762750 20.0
Tricosane 14 .47 4.9 ng 430954 5 14.02 1762750 20.0
Phthalic acid, de... 14.72 2.9 ng 259523 5 14.02 1762750 20.0
2-Bromo dodecane 14.78 9.2 ng 1140280 6 15.49 2477870 20.0
Didecan-2-yl phth... 14.86 15.5 ng 1920690 6 15.49 2477870 20.0
Heptadecane 15.12 6.6 ng 821473 6 15.49 2477870 20.0
Triacontane 15.93 7.1 ng 881086 6 15.49 2477870 20.0
Hexacosane 16.43 6.4 ng 794606 6 15.49 2477870 20.0
Heneicosane 17.03 2.7 ng 337589 6 15.49 2477870 20.0
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