LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108162.D

Aca On : 15 Aug 2018 13:37

Operator : JU/SJ

Sample : J4447-36

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-BF080818 .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 2.366 3 5 18 rVB 439043 585008 13.31% 1.440%
2 5.266 493 498 507 rvB 730834 904680 20.58% 2.226%
3 5.648 558 563 566 rBY 4040400 4123830 93.83% 10.148%
4 6.642 726 732 735 rBVY 4313660 4395132 100.00% 10.816%
5 6.789 752 757 760 rBY 4683354 4340927 98.77% 10.683%
6 7.019 792 796 799 rVB 1344271 1099121 25.01% 2.705%
7 7.178 818 823 826 rBY 3418454 3175945 72.26% 7.816%
8 7.578 886 891 894 rBVY 2746922 2834709 64.50% 6.976%
9 8.301 1010 1014 1017 rBV 1684992 1352377 30.77% 3.328%
10 9.377 1192 1197 1200 rBV 4208801 4156438 94.57% 10.229%
11 9.766 1259 1263 1266 rBV 594323 494375 11.25% 1.217%
12 9.972 1295 1298 1301 rVB 58275 48994 1.11% 0.121%
13 10.066 1308 1314 1317 rBV 1649070 1445512 32.89% 3.557%
14 10.472 1380 1383 1387 rVB 73860 61693 1.40% 0.152%
15 10.695 1417 1421 1424 rBV 56639 57768 1.31% 0.142%

16 10.860 1444 1449 1452 rBV 2701593 2677910 60.93% 6.590%
17 10.960 1461 1466 1470 rBV 127500 165144 3.76% 0.406%
18 11.401 1538 1541 1543 rBV 56210 50640 1.15% 0.125%
19 11.430 1543 1546 1549 rVB2 60101 59279 1.35% 0.146%
20 11.560 1564 1568 1571 rBV 1480770 1248957 28.42% 3.074%

21 12.060 1650 1653 1656 rBV3 44339 46656 1.06% 0.115%
22 13.013 1810 1815 1821 rBV2 49019 101068 2.30% 0.249%
23 13.148 1834 1838 1841 rBV 3683138 3092129 70.35% 7.609%
24 13.701 1929 1932 1935 rVB2 71787 60605 1.38% 0.149%
25 14.030 1985 1988 1995 rBV 375023 380786 8.66% 0.937%

26 14.218 2016 2020 2023 rBV 1121711 1082137 24.62% 2.663%
27 14.348 2039 2042 2047 rVB2 121789 119033 2.71% 0.293%
28 14.659 2092 2095 2103 rVB3 144633 202436 4.61% 0.498%
29 14.836 2122 2125 2128 rVB3 58045 58328 1.33% 0.144%
30 14.989 2148 2151 2154 rVB 128477 123683 2.81% 0.304%

31 15.071 2162 2165 2169 rVB 118419 115799 2.63% 0.285%
32 15.354 2210 2213 2217 rVB 144728 160666 3.66% 0.395%
33 15.783 2281 2286 2295 rVB2 935521 1388286 31.59% 3.416%
34 16.253 2362 2366 2372 rVB2 135351 208600 4._.75% 0.513%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108162.D

Aca On : 15 Aug 2018 13:37

Operator : JU/SJ

Sample : J4447-36

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 18.965 2821 2827 2828 rBV5 139782 216736 4._.93% 0.533%

Sum of corrected areas: 40635387
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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\BF081518\

BF108162.D

15 Aug 2018 13:37

JussJ

J4447-36

5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108162.D

Aca On : 15 Aug 2018 13:37

Operator : JU/SJ

Sample : J4447-36

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.37 10.65 ng 585008 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 32

Abundance Scan 6 (2.372 min): BF108162.D (-3) (-) m/z 73.10 100.00%
5000 43.1 /\
55.1 87.1 e
| 2.40 2.50 2.60 2.70 2.80
b e et b e Tm/Z 430100 46.77%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 USRI SRR AR AR R
43.0 2.40 2.50 2.60 2.70 2.80
550 87.0 m/z 55.10 31.55%
29.0
0"'w"w"“l'“”l“'”HJ'W"“l'“'l”"w"w"“l'“
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
40 o 87.0 2.40 250 2.60 2.70 2.80
5000 ' m/z 87.10 26.92%
29.0
0 ...,....,}ﬁQ,....,....,....,....,....,....,....,.?19...
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #1995: Silane, tetramethyl- R ERaa
73.0 2.40 2.50 2.60 2.70 2.80
m/z 41.10 15.73%
5000
43.0
oL 20 190 290 711 530 ea0 || 88.0 J \
TTrr[rrrr[rrrr[rrrr[rrrr[rrrr[rrrr[1rr1r1r[rrrr[ T rTr T[T rrr[rrr —n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
m/z--> 0 10 20 30 40 50 60 70 80 90 100 2.40 2.50 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108162.D

Aca On : 15 Aug 2018 13:37

Operator : JU/SJ

Sample : J4447-36

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 3

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

5.27 16.46 ng 904680 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 499 (5.272 min): BF108162.D (-493) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 IR R L L R
| 83.0 | 5.00 5.20 5.40 5.60
N 1 BN | N A DS S m/z 59.10 56.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LN UL UL I
59.0 500 520 540 5.60
0
150 4, 1010 m/z 101.10 18.22%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 500 520 540 560
5000 m/z 58.10 14 .28%
20.0 101.0
0 150 1 Il 730 850
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0 5.00 5.20 5.40 5.60
m/z 41.05 8.73%
5000 41.0
o T O =Y 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108162.D

Aca On : 15 Aug 2018 13:37

Operator : JU/SJ

Sample : J4447-36

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.79 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.79 78.99 ng 4340930 1,4-Dichlorobenzene-d4 7.02
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
Abundance Scan 757 (6.789 min): BF108162.D (-752) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.1 SRS SRS R R
40.0 540 J 6.40 6.60 6.80 7.00 7.20
0 S0 N I .21 | m/z 68.10 47.16%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 T T T T T T T T T T

6.40 6.60 6.80 7.00 7.20
m/z 134.00 33.94%

31.0 510
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R R Ea B S
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 31.13%
33.0 105.0
Lm0 ™o | ||
0....,..h.}u... e e e L e
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! R B EEEEE L s
57.0 132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.05 18.94%
74.0
116.0
5000 98.0
XSS PR I T NN Y-SEY10 Y |
m/z--> 40 60 80 100 120 140 160 180 6. 40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108162.D

Aca On : 15 Aug 2018 13:37

Operator : JU/SJ

Sample : J4447-36

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Dodecane, 2,7,10-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.96 2.64 ng 165144 Phenanthrene-d10 11.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
2 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 72
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 72
4 Heptadecane. 2.6-dimethvl- 268 C19H40 054105-67-8 64
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 64
Abundance Scan 1466 (10.960 min): BF108162.D (-1461) (-) m/z 57.10 100.00%
57.1
5000
85.1 ittt
113.1
183.2 10.60 10.80 11.00 11.20
Ol b el et 200 eS| m/z 71.10  65.13%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
5000 USSR LR AR B
10,60 10.80 11.00 11.20
29.0 85.0 m/z 43.05 61.91%
o 1130 1410 1830
miz-> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #161090: Sulfurous acid, butyl tridecy! ester
57.0
10,60 10.80 11.00 11.20
5000 m/z 85.10 26 .57%
85.0
29.0
mz--> 20 46 éo éo 160 120 140 160 180 200 220 240 260 280 300 320
Abundance #105904: Pentadecane, 2,6,10-trimethyl- T
57.0 10.60 10.80 11.00 11.20
m/z 41.05 24 .92%
5000
85.0
29.0
ob | ) “ (130 1410 1830 2110 239.0
mz-> 20 4'0 6|O 80 100 120 140 160 180 200 220 240 260 280 300 320 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108162.D

Aca On : 15 Aug 2018 13:37

Operator : JU/SJ

Sample : J4447-36

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Heptacosyl pentafluoropropi... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.03 7.04 ng 380786 Chrysene-di12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosvl pentafluoropropionate 542 C30H55F502 1000351-81-6 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
4 Octacosvl heptafluorobutvrate 606 C32H57F702 1000351-83-6 91
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
Abundance Scan 1988 (14.030 min): BF108162.D (-1985) (-) m/z 57.10 100.00%
57.1
5000 7.1 whhﬁAVWAwAAJAMJJqAW,ANMﬂ~
R AR SR SRR B
29.1 13.80 14.00 14.20 14.40
0 ....,....',.l.]i.-.,...1?7,'.1..???'?..?1.5.4.,....,....,....,.... m/z 43.10 87.21%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #238675: Heptacosy| pentafluoropropionate
57.0
97.0
5000 R AR S SRR B
13.80 14.00 14.20 14.40
m/z 55.05 68.00%
ol Iﬁ"?;81.0222.0264.0306.0 378.0 423.0 524.0
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #109268: Ethanol, 2-(tetradecyloxy)-
57.0
" 13:80 14.00 14,20 14.40
5000 7.0 m/z 71.10 49_.73%
179, L)} 100 1980 oy
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #227400: Heptadecy! heptafluorobutyrate R B o
57.0 13.80 14.00 14.20 14.40
m/z 83.10 47 .04%
97.0
5000
o ?69'0 238.0 283.0 434.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108162.D

Aca On : 15 Aug 2018 13:37

Operator : JU/SJ

Sample : J4447-36

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Eilcosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.35 2.20 ng 119033 Chrysene-di12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 C28H58 000630-02-4 87
3 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 83
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 80
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 80
Abundance Scan 2042 (14.348 min): BF108162.D (-2039) (-) m/z 57.10 100.00%
57.1
5000 MJ\N
UL 0 o 290 a0n 1400 1420 1440 160 "
obl L A m/z 43.10 67.81%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 U UL SR UL SRR B
14.00 14.20 14.40 14.60
m/z 71.10 49.85%
. 27}0|‘ | 9? © 1410 1830 2250 2820
m/z--> 50 100 1%0 200 250 300 350
Abundance #209566: Octacosane
57.0
14:00 14.20 14.40 14.60
5000 m/z 85.10 42 .57%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #194500: Docosane, ll—butyl— L LI L L N BN B
57.0 14.00 14.20 14.40 14.60
m/z 41.10 26.77%
- M
} Fgo
ol jyudPWUMZN%wmwo3w%%mmo
m/z--> 50 100 150 200 250 300 350 ' 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108162.D

Aca On : 15 Aug 2018 13:37

Operator : JU/SJ

Sample : J4447-36

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 8 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .66 3.74 ng 202436 Chrysene-di12 14 .22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Tricosane 324 C23H48 000638-67-5 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2095 (14.659 min): BF108162.D (-2092) (-) m/z 57.10 100.00%
57.1
5000
99.0 U A'ea aaten aean
141 1 215 1 324 1 14.40 14.60 14.80 15.00
ol :l, } -ll | T a0 2ol g s | w/z 43.10 63.77%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
5000 LR L I BRI B
mmmmmmmm
m/z 71.10 63.24%
m/z--> 55 160 1éo 260 250 300 3éo
Abundance #164578: Tricosane
57.0
14.40 14.60 14.80 15.00
5000 m/z 85.10 42 .30%
324.0
0 A .I { I\ 141 O.\ 183. 0\ 22.50 ?67 0 ‘
mz-> 50 100 ' '1éo' A N
Abundance #202661: Heptacosane B RN RE T
57.0 14.40 14.60 14.80 15.00
m/z 55.10 27 .10%
5000
99.0
o 27.0{ j ] tl.\.}410‘ 183.0 2250 267.0 309.0 351.0380.0
m/z--> 5'0 100 1&'30 200 250 3(')0 3éo 14'40 14. 60 14. 80 15. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108162.D

Aca On : 15 Aug 2018 13:37

Operator : JU/SJ

Sample : J4447-36

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Eicosane, 10-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.99 2.29 ng 123683 Chrysene-di12 14.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 83
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
4 Hentriacontane 437 C31H64 000630-04-6 80
5 Tridecane, l-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 2151 (14.989 min): BF108162.D (-2148) (-) m/z 57.10 100.00%
57.1
5000 85.1
113.1 1460 14.80 15.00 15.20 15.40
185.1 281.1
ol l ,|. bty 181,1208.02361 S 8202 35510 n/7 43.10  64.63%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 AL SRR DU UM B
85.0 14,60 14.80 15.00 15.20 15.40
29.0 m/z 71.10 56.92%
o L0l ] f30141.0160.0197.0225.0253.0 282.0
m/z--> 50 100 150 200 250 300 350
Abundance #141431: Eicosane, 10-methyl-
57.0
1460 14.80 15.00 15.20 15.40
5000 85.0 m/z 85.10 44 .56%
o ¢L|Lﬁwﬂﬁﬁwwmmmw 281.0
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane A B
57.0 14.60 14.80 15.00 15.20 15.40
m/z 41.10 22 .37%
5000 85.0
29.0 ‘ 113.0 _ 169.0
ol b [Tae00" T as0 N
m/z--> 50 100 150 200 250 300 350 14,60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108162.D

Aca On : 15 Aug 2018 13:37

Operator : JU/SJ

Sample : J4447-36

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Tricosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.35 2.31 ng 160666 Perylene-di12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 87
2 Octacosane 394 C28H58 000630-02-4 87
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 81
4 Docosane 310 C22H46 000629-97-0 80
5 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 80
Abundance Scan 2212 (15.348 min): BF108162.D (-2210) (-) m/z 57.10 100.00%
51.1
5000

99.0
| l 14119791 201.9234.2 2750 3152 358.2 15.00 15.20 15.40 15.60
ol b bl g (5170120092302 2150 302 362 | w/z 43.10  66.66%

m/z--> 50 100 150 200 250 300 350
Abundance #164577: Tricosane
57.0
5000 LA L L L L L LB L
15.00 15.20 15.40 15.60
m/z 71.10 58.69%
141 O 133 o 524.0
o2 i i J L 2250 2670 |
L ,. 4 e e e L B |
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
R S R
15.00 15.20 15.40 15.60
5000 m/z 85.10 45.65%
99.0
0 27,0 Ll 1410 183.0 225.0 281.0 337.0 394.0
o e e L e o e e B I L e o B e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #83030: Tridecane, 6-propyl- L B o
43.0 15.00 15.20 15.40 15.60
m/z 55.10 30.21%
5000 85.0
} 126.0 183.0
oMb dp 4 A 260 S —
m/z--> 50 100 150 200 250 300 350 15. OO 15. 20 15. 40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108162.D

Aca On : 15 Aug 2018 13:37

Operator : JU/SJ

Sample : J4447-36

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 8
R.T. EstConc Area Relative to ISTD R.T.
16.25 3.01 ng 208600 Perylene-di12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heptacosane 380 C27H56 000593-49-7 83
3 Octadecane 254 C18H38 000593-45-3 83
4 Tetracosane 338 C24H50 000646-31-1 83
5 Hexacosane 366 C26H54 000630-01-3 81
Abundance Scan 2365 (16.248 min): BF108162.D (-2362) (-) m/z 57.10 100.00%
57.1
5000
99.1 " 16,00 16.20 16.40 16.60
140.1 183.1
Y .J s Jo3i21al 2571 2982 351 ' "nm/z 71.10 55.18%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
5000 LR UL SULBULE BB U
16. oo 16. 20 16. 40 16 60
99.0 m/z 43.10 52.74%
o 27‘r0| |1y 141 0 1830 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 2%0 360 3%0 '
Abundance #202661: Heptacosane
57.0
" 16,00 16.20 16.40 16.60
5000 m/z 85.10 40.23%
.0
OZH Jju|¥m1%02mzmom% 380.0
m/z--> 50 160 1%0 200 250 360 3%0 '
Abundance #105885: Octadecane Rm e R
57.0 16.00 16.20 16.40 16.60
m/z 55.10 21.54%
5000
99.0
oL 2T L ‘1M0mw2mwmo
m/z--> 50 160 150 260 2%0 360 3%0 ' 1600 1620 1640 1660
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF081518\
Data File : BF108162.D

Aca On : 15 Aug 2018 13:37

Operator : JU/SJ

Sample : J4447-36

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hop-22(29)-en-3.beta.-ol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.97 3.12 ng 216736 Perylene-di12 15.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 64
2 1.5.9.13-Tetradecatetraene 190 C14H22 051487-38-8 56
3 (-)-Isolonaifolol. methvl ether 236 C16H280 1000333-80-8 55
4 Cyclopropaldlnaphthalen-2(4aH)-o... 204 C14H200 004677-90-1 55
5 Guaia-9,11-diene 204 C15H24 1000374-19-8 52
Abundance Scan 2828 (18.971 min): BF108162.D (-2821) (-) m/z 95.10 100.00%
| 3 W
5000
3152 42<|3-4 " 18.60 18.70 18.80 18.90
ol | m/z 135.10 97.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #221200: Hop-22(29)-en-3.beta.-ol
189.0
95.0
5000 135.0 L B L L B L
18. 60 18 70 18. 80 18 90
m/z 189.15 94 _.24Y%
||‘ | jf2Lo 297.0 344.0378.0411.0
ob— ||I|” IIII|III|IIlllllllllllllllllll
m/z--> 150 200 250 300 350 400
Abundance #53157: 1,5,9,13-Tetradecatetraene
67.0
18,60 18.70 18.80 18.90
5000 m/z 121.10 92.47%
07.0
147.0
0 £ J!%'u‘l}'%gg?" " oky  ady =g 400 VKAVNMMW//MWM/erNxA)//\
m/z--> 50 100 150 200 250 300 350 400
Abundance #90905: (-)-Isolongifolol, methyl ether R e REARE RS
109.0 18.60 18.70 18.80 18.90
m/z 43.10 90.80%
41.0
5000 1o
48,0 1890
o Ll { 236.0
miz--> o 100 180 2o 2o a0 o abo 18,60 18.70 18.80 18.90
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081518\
Data File : BF108162.D

Acq On : 15 Aug 2018 13:37

Operator : JU/SJ

Sample : J4447-36

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.37 10.7 ng 585008 1 7.02 1099120 20.0
2-Pentanone, 4-hy... 5.27 16.5 ng 904680 1 7.02 1099120 20.0
unknown6.79 6.79 79.0 ng 4340930 1 7.02 1099120 20.0
Dodecane, 2,7,10-... 10.96 2.6 ng 165144 4 11.56 1248960 20.0
Heptacosyl pentaf... 14.03 7.0 ng 380786 5 14.22 1082140 20.0
Eicosane 14.35 2.2 ng 119033 5 14.22 1082140 20.0
Pentadecane 14.66 3.7 ng 202436 5 14.22 1082140 20.0
Eicosane, 10-methyl- 14.99 2.3 ng 123683 5 14.22 1082140 20.0
Tricosane 15.35 2.3 ng 160666 6 15.78 1388290 20.0
Octacosane 16.25 3.0 ng 208600 6 15.78 1388290 20.0
Hop-22(29)-en-3.b... 18.97 3.1 ng 216736 6 15.78 1388290 20.0
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