LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121118\
Data File : BF111287.D
Aca On : 11 Dec 2018 20:09 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J6157-05 COMPOSITE-3-TOTAL
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-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 2.834 120 127 134 rVB 92533 150680 2.65% 0.332%
2 4.040 326 332 336 rBV 56861 72625 1.28% 0.160%
3 4.987 487 493 502 rvB2 281119 317816 5.59% 0.701%
4 5.410 560 565 577 rVB 1850127 1810294 31.83% 3.992%
5 6.422 733 737 745 rBV2 1278379 1646837 28.95% 3.632%
6 6.563 757 761 764 rBVY 3626578 3018268 53.06% 6.656%
7 6.792 797 800 804 rBVY 1549518 1360479 23.92% 3.000%
8 6.951 823 827 831 rBVY 3878063 3269228 57.47% 7.210%
9 7.351 890 895 898 rBVY 3025081 2820281 49.58% 6.219%
10 8.075 1014 1018 1022 rBVY 1951934 1826875 32.12% 4._.029%

11 9.157 1197 1202 1205 rBV 6321360 5688174 100.00% 12.544%
12 9.545 1265 1268 1271 rBV 1074273 802385 14.11% 1.769%
13 9.833 1313 1317 1321 rVB 2588599 2222495 39.07% 4.901%
14 10.033 1348 1351 1354 rBV 75286 71732 1.26% 0.158%
15 10.251 1384 1388 1390 rBV 124302 109139 1.92% 0.241%

16 10.616 1446 1450 1454 rBV 3101708 2817552 49.53% 6.213%
17 11.316 1565 1569 1573 rBV 2725944 2271973 39.94% 5.010%
18 11.710 1633 1636 1640 rVB2 215676 184020 3.24% 0.406%
19 11.857 1655 1661 1672 rBV 2664768 2712025 47.68% 5.981%
20 12.539 1773 1777 1779 rBV2 100338 117018 2.06% 0.258%

21 12.639 1790 1794 1807 rBV 1856311 1781366 31.32% 3.928%
22 12.904 1835 1839 1842 rBV 4756370 4167214 73.26% 9.190%
23 13.810 1989 1993 2001 rBV2 609850 837357 14.72% 1.847%
24 13.951 2013 2017 2021 rBV 1988966 1961590 34.49% 4._.326%
25 14.133 2045 2048 2054 rBV 74612 85201 1.50% 0.188%

26 14.445 2098 2101 2108 rBV2 120924 136809 2.41% 0.302%
27 14.751 2150 2153 2156 rBV 160000 141315 2.48% 0.312%
28 15.080 2206 2209 2213 rBV 198612 192700 3.39% 0.425%
29 15.404 2258 2264 2268 rBV 1272457 1552305 27.29% 3.423%
30 15.451 2269 2272 2279 rVB 192014 249131 4._.38% 0.549%

31 15.880 2340 2345 2349 rBV 177670 261568 4.60% 0.577%
32 15.933 2351 2354 2362 rVB9 73655 161433 2.84% 0.356%
33 16.374 2425 2429 2437 rVB2 121084 212075 3.73% 0.468%
34 16.609 2466 2469 2479 rVB6 70250 139131 2.45% 0.307%
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LSC Area Percent Report

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

Data File : BF111287.D

Aca On : 11 Dec 2018 20:09

Operator : JU/SJ

ﬁ?ggle i J6157-05 COMPOSITE-3-TOTAL
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 - 0 Peak Location: TOP

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

Method
Title

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

35 16.945 2523 2526 2536 rVB4 84019 176907 3.11% 0.390%

Sum of corrected areas: 45345998
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LSC Report - Integrated Chromatogram

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

Data File : BF111287.D

Aca On : 11 Dec 2018 20:09

Operator : JU/SJ

ﬁ?ggle i J6157-05 COMPOSITE-3-TOTAL
ALS Vial : 6 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

Abundance TIC: BF111287.D
6000000

5000000
4000000 6.95

6.56

3000000 73

2000000 5.41

1000000 P{
4.99
2.83 4.04
o A ) L I

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: BF111287.D

6000000 916

5000000 12.90

4000000

10.62

3000000 9.83 11.32 11.86

2000000 8.07 12.64

9.55
1000000 A

10.0310.25 1171 12.5.
A e L T L e L e O R S B e B STN e S

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: BF111287.D

6000000

5000000
4000000

3000000

13.95
2000000

15.40

1000000 1381
1413 14.44 1475 1508 45 19483 16371661 16.94
BN

e B i 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\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111287.D

Aca On : 11 Dec 2018 20:09

Operator : JU/SJ

ﬁ?ggle i J6157-05 COMPOSITE-3-TOTAL
ALS Vial : 6 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 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 11

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

2.83 2.22 ng 150680 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2.2.4-trimethvl- 116 C6H1202 001193-11-9 83
2 1.3-Dioxane. 4-methvl- 102 C5H1002 001120-97-4 59
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 9

Abundance Scan 126 (2.828 min): BF111287.D (-120) (-) m/z 43.00 100.00%
43.0
5000 101.0
[ 59.0 72|-1 . 240 260 2.80 3.00 3.20
! S | RSSOV PSSR UM .S N — m/z 101.00 39.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8174: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 RESE N RSN S
101.0 240 2|60 280 300 3'20
72.0 m/z 42.10 21.68%
27.0 58.0
U R RN AN RS AR RERRS ""I'qq PI"" |""|%%§ 9|"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4260: 1,3-Dioxane, 4-methyl-
43.0
101.0 2.40 2.60 2.80 3.00 3.20
5000 29.0 55.0 m/z 41.00 17.59%
72.0
150 ‘ “ 87.0
S e 1 O N PO L
'”I”"P'”I”" R U S UL UL S B B B
m/z--> 10 20 30 50 60 70 80 90 100 110 120
Abundance #4035. 2,3-Butanedione, monooxime B L
43.0 2.40 2.60 2.80 3.00 3.20
m/z 72.10 14 .36%
5000
101.0
15.0 58.0
0 | 280 || | 69.0 840
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 150 240 2. I60 280 300 3'20
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Library Search Compound Report

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

Data File : BF111287.D

Aca On : 11 Dec 2018 20:09

Operator : JU/SJ

ﬁ?ggle i J6157-05 COMPOSITE-3-TOTAL
ALS Vial : 6 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.99 4_.67 ng 317816 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 53
2 n-Propvl t-butvl ether 116 C7H160 1000334-81-9 33
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 33
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 494 (4.992 min): BF111287.D (-487) (-) m/z 43.00 100.00%
43.0
59.1
5000
ot 460 4.80 500 520 540
o...,....,....,....',':...,...-!,....,7.3:9.??:9.,...:,|....,....,... m/z 59.10 52.00%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A LS LA LS B
59.0 460 480 500 520 5.40
0
150 a0 1010 m/z 101.10 18.12%
0 ol . 83.0 .
RIS SO SUILI LI SO SUIL SO SURILN IULILLS S B B
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8367: n-Propyl t-butyl ether
59.0
460 480 500 520 540
5000 410 1010 m/z 58.10 13.94%
29.0
o 90 Il m‘ ly 730 80 | 1170
miz--> 10 20 30 4'0 50 60 70 80 90 100 110 120
Abundance #8404 Propane, 2-methyl-2-(1-methylethoxy)-
59.0 460 4.80 500 5.20 5.40
m/z 41.05 9.06%
5000
41.0
0"'P"W"Mm'”JIL“'P'lW"”?%q'lﬁqgv"W'”'I”"P" AR SRR RS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 460 4.80 500 5.20 5.40
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Library Search Compound Report

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

Data File : BF111287.D

Aca On : 11 Dec 2018 20:09

Operator : JU/SJ

ﬁ?ggle i J6157-05 COMPOSITE-3-TOTAL
ALS Vial : 6 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 3 unknown6.56 Concentration Rank 2

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

6.56 44 _37 ng 3018270 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 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 760 (6.557 min): BF111287.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.1
620 640 6.60 680
0 e m/z 68.10 44 _.02%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR A SR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 30.97%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 S% o ok ok
5000 ggo 1160 m/z 66.00 28.65%
0 T "‘l \I\ — "‘Ml : Iw‘l : Iw‘l“l : "“l : I‘\ \I —— ?-5|8|0| T ];8:9:0:
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal B R o EEERE
132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.15%
5000 67.0
41.0 97.0
‘ 117.0
oL HS‘LO\HHF ....“luuH. N — R AE AR mE
m/z--> 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

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

Data File : BF111287.D

Aca On : 11 Dec 2018 20:09

Operator : JU/SJ

ﬁ?ggle i J6157-05 COMPOSITE-3-TOTAL
ALS Vial : 6 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 23.87 ng 2712030 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 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 1662 (11.863 min): BF111287.D (-1655) (-) m/z 73.05 100.00%
431 , 73.0
5000 129.1 /t
. 213.2

J 157.1 185.2 256.3 11,60 11.80 12.00 12.20
0 m/z 43.10 97 .06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
6Q.0
5000 1290 LI LI L L B LELELE N B R
83.0 11. 60 1180 1200 12. 20
- 0
J‘“ 1570 1950 2130 2560 m/z 60.00 91.56%
Obrrrprrrr i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid
43.0 |, 73.0
e EAREE R
11.60 11.80 12.00 12.20
5000 m/z 57.10 81.10%
129.0 242.0
‘ oo 1710 1990
o.n,dnw.. 200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid P e T T
73.0 11. 60 11. 80 12. 00 12. 20

m/z 41.05 74 .64%

43.0
5000 129.0
| 1710 2140
1?0\\ aii H‘ 1% I 1500 ]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 60 11. 80 12. 00 12. 20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111287.D

Aca On : 11 Dec 2018 20:09

Operator : JU/SJ

Sample : J6157-05

Misc :

ALS Vial : 6 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 6 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.64 18.16 ng 1781370 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 1794 (12.639 min): BF111287.D (-1790) (-) m/z 43.10 100.00%
431
73.0
5000
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
12.40 12.60 12.80 13.00
Obrrrprrr e m/z 73.00 79.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
5000 UREURA BRI BN BRI SR
12.40 12.60 12.80 13.00
m/z 57.10 79.33%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 , 73.0
" 1240 1260 12.80 13.00
5000 129.0 m/z 60.00 74 .90%
0 .1.5.?. ‘a ..W. T LM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid e R R S
60.0 12.40 12.60 12.80 13.00
m/z 55.10 68.77%
5000 129.0
83.0
J‘H 157.0 185.0 213.0 256.0
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\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111287.D

Aca On : 11 Dec 2018 20:09

Operator : JU/SJ

ﬁ?ggle i J6157-05 COMPOSITE-3-TOTAL
ALS Vial : 6 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 n-Nonadecanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.81 8.54 ng 837357 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 l1-Hexadecanol 242 C16H340 036653-82-4 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 n-Heptadecanol-1 256 C17H360 001454-85-9 91
5 1-Octadecanol 270 C18H380 000112-92-5 91
Abundance Scan 1993 (13.810 min): BF111287.D (-1989) (-) m/z 43.10 100.00%
43.1
83.0
>0 \fw%h\~w_-wJ\\~,¢ﬁ"wﬂuﬂwv
LRI BN SRR SUNRL B
1402 13.40 13.60 13.80 14.00 14.20
o 168.1 196.0221.0248.3 280.2 m/z 57.10 04 _84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #131391: n-Nonadecanol-1
5.0
5000 AR DN DA B B
Bmmmmmmmmm
29.0 m/z 55.05 91.04%
0 168.0196.0 238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #95987: 1-Hexadecanol
8.0 83.0
13.40 13.60 13.80 14.00 14.20
5000 111.0 m/z 83.05 80.20%
o | | |140.0 168, o 196 0 224 0
m/z--> 20 40 60 8|0 1(')0 150 14'10 160 180 200 220 240 260 280 3(')0 320 340
Abundance #186968: n-Tetracosanol-1 L L e B L
57.0 83.0 13.40 13.60 13.80 14.00 14.20
m/z 97.10 66.15%
29.0
o bl "~ 167.0 195.0222.0 250.0 280.0 308.0336.0
m/z--> ﬁheb%mmmmmmmmnmmm%mmmmo Bmmmmmmmmm
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Library Search Compound Report

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

Data File : BF111287.D

Aca On : 11 Dec 2018 20:09

Operator : JU/SJ

ﬁ?ggle i J6157-05 COMPOSITE-3-TOTAL
ALS Vial : 6 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 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.08 2.48 ng 192700 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Octadecane 254 C18H38 000593-45-3 87
4 Hexacosane 366 C26H54 000630-01-3 86
5 Triacontane 422 C30H62 000638-68-6 86

Abundance Scan 2209 (15.080 min): BF111287.D (-2206) (-) m/z 57.10 100.00%

1

5000

99.0 LINLENLEN LI LI L L LI
o 411 1971 2532 2972 3550 4312 14.80 15.00 15.20 15.40

m/z 43.10 68.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane

14.80 15.00 15.20 15.40
m/z 71.10 52.62%

5000

141.0 183.0 225.0

281.0

337.0 394.0

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
A B
14.80 15.00 15.20 15.40
5000 m/z 85.10 44 _36%
99.0
0150]‘ ‘ j J | 141.0 1830 2250 296.0
= e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #105884: Octadecane R B B
57.0 14.80 15.00 15.20 15.40
m/z 41.05 22 .89%
5000
99.0
N ]‘J | | 1410 183.0 254.0
— e et A B
m/z--> 50 100 150 200 250 300 350 400 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 : BF111287.D

Aca On : 11 Dec 2018 20:09

Operator : JU/SJ

ﬁ?ggle i J6157-05 COMPOSITE-3-TOTAL
ALS Vial : 6 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 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

15.88 3.37 ng 261568 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 91
5 Tetratetracontane 619 C44H90 007098-22-8 91

Abundance Scan 2345 (15.880 min): BF111287.D (-2340) (-) m/z 57.10 100.00%

5000

15.60 15.80 16.00 16.20
m/z 43.10 63.48%

41118322071 2831 3551
mz-> 0 50 100 150 200 250 300 350 400 450 500

0!

Abundance #175559: Tetracosane
57.0
5000 LA L L L L L L LB
15 60 15. 80 16. OO 16 20
0.0 m/z 71.10 59.72%
o | 1141 0183 02250 338 0
I o e o L m s o S

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane

15.60 15.80 16.00 16.20
m/z 85.10 41.07%

5000

296.0

141.0183.0225.0

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #185533: Pentacosane A B
15.60 15.80 16.00 16.20
m/z 55.10 21.83%
5000

| 141.0183.0225.0267.0309.0352.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 15.60 15.80 16.00 16.20
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Library Search Compound Report

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

Data File : BF111287.D

Aca On : 11 Dec 2018 20:09

Operator : JU/SJ

ﬁ?ggle i J6157-05 COMPOSITE-3-TOTAL
ALS Vial : 6 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 Bromoacetic acid, octadecyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.93 2.08 ng 161433 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 74
2 10-Heneicosene (c.t) 294 C21H42 095008-11-0 64
3 Bacteriochlorophvll-c-stearvl 841 C52H72MaN404 1000164-49-7 62
4 Acetic acid n-octadecvl ester 312 C20H4002 000822-23-1 62
5 Disparlure 282 C19H380 029804-22-6 58
Abundance Scan 2353 (15.927 min): BF111287.D (-2351) (-) m/z 57.10 100.00%
57.1
5000
oL 2052 350 15.60 15.80 16.00 16.20
oLyt oo A m/z 43.10 74.83%
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #207396: Bromoacetic acid, octadecyl ester
43p
5000 LR T BN B B
10 15.60 15.80 16.00 16.20
m/z 55.10 74 .79%
oL “m84-0?5?-°
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #139793: 10-Heneicosene (c,t)
58.0
15.60 15.80 16.00 16.20
5000 m/z 83.10 59.83%
5.0
I
oLy,
m/z--> 0 100 200 300 400 500 600 700 800
Abundance #243611: Bacteriochlorophyll-c-stearyl R R mEEE
83. 15.60 15.80 16.00 16.20
m/z 69.10 48.61%
5000
J i 4.0224.0
ol bbb L 3270 4300 8540 8220 N —
m/z--> 0 100 200 300 400 500 600 700 800 15.60 15.80 16.00 16.20
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Library Search Compound Report

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

Data File : BF111287.D

Aca On : 11 Dec 2018 20:09

Operator : JU/SJ

ﬁ?ggle i J6157-05 COMPOSITE-3-TOTAL
ALS Vial : 6 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 11 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.37 2.73 ng 212075 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Tetratetracontane 619 C44H90 007098-22-8 86
3 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Sulfurous acid, butyl pentadecyl... 348 C19H4003S 1000309-18-2 86
Abundance Scan 2428 (16.368 min): BF111287.D (-2425) (-) m/z 57.10 100.00%
57.1
5000
IUNNUUNSUSUAS RS I
3.1 169.3222.0 16.00 16.20 16.40 16.60
Ot JJLH bbb A 2 e M/Z 43.10  62.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane
57.0
5000 DA UL BRI B B

16. OO 16. 20 16 40 16.60

m/z 71.10 59.72%
13.0
ol | ,169.0 2250 309.0 365.0 436.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0
AR e
16.00 16.20 16.40 16.60
5000 m/z 85.10 42 _.69%
13.0 169.0
Ol 2250 2810 8870 393.0 449.0 506.0 562.0 617.0
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #217413: Heptacosane, 1-chloro- L BT o e
57.0 16.00 16.20 16.40 16.60
m/z 41.05 23.03%
5000
o1 180 183.0231.0 2870 343.0 4140
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 16. 00 16. 20 16 40 16. 60
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Library Search Compound Report

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

Data File : BF111287.D

Aca On : 11 Dec 2018 20:09

Operator : JU/SJ

ﬁ?ggle i J6157-05 COMPOSITE-3-TOTAL
ALS Vial : 6 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 12 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.94 2.28 ng 176907 Perylene-d12 15.40

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 83
2 Hentriacontane 437 C31H64 000630-04-6 83
3 Octacosane 394 C28H58 000630-02-4 83
4 2-methvltetracosane 352 C25H52 1000376-72-6 83
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 2525 (16.939 min): BF111287.D (-2523) (-) m/z 57.10 100.00%

5000

99.1 R B
154.0 2101 267.0 341.1 16.60 16.80 17.00 17.20

m/z 43.10 55.22%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #194494:; Hexacosane

16!60 16.I8O 17.IOO 17.I20
m/z 71.10 46.93%

5000

141.0 183.0 2250 267.0 309.0 366.0

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
R REE s
16.60 16.80 17.00 17.20
5000 m/z 85.10 43.71%
99.0
0 b) ]y 1419 1830 2250 267.0 309.0 3510 437.0
B L o e B e e B o I S L B o o |
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane R e EEAER R
57.0 16.60 16.80 17.00 17.20
m/z 55.10 19.53%
5000
99.0
o250 | |1y 1410 183.0 2250 2810 337.0  394.0
L B e o e L o e e e S N B o o o R R e AR
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF111287.D

Acq On : 11 Dec 2018 20:09

Operator : JU/SJ

3?22'6 i J6157-05 COMPOSITE-3-TOTAL
ALS Vial : 6 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]
1,3-Dioxolane, 2,... 2.83 2.2 ng 150680 1 6.79 1360480 20.0
2-Pentanone, 4-hy... 4_.99 4.7 ng 317816 1 6.79 1360480 20.0
unknown6 .56 6.56 44 .4 ng 3018270 1 6.79 1360480 20.0
n-Hexadecanoic acid 11.86 23.9 ng 2712030 4 11.32 2271970 20.0
Octadecanoic acid 12.64 18.2 ng 1781370 5 13.95 1961590 20.0
n-Nonadecanol-1 13.81 8.5 ng 837357 5 13.95 1961590 20.0
Octacosane 15.08 2.5 ng 192700 6 15.40 1552310 20.0
Tetracosane 15.88 3.4 ng 261568 6 15.40 1552310 20.0
Bromoacetic acid,... 15.93 2.1 ng 161433 6 15.40 1552310 20.0
Hentriacontane 16 .37 2.7 ng 212075 6 15.40 1552310 20.0
Hexacosane 16.94 2.3 ng 176907 6 15.40 1552310 20.0
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