LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110674.D

Aca On : 12 Nov 2018 15:08

Operator : JU/SJ

Sample : J5892-01

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-BF110818 .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 2.269 26 31 38 rvB 76272 107166 5.69% 0.589%
2 5.181 522 526 536 rBV 26638 36262 1.92% 0.199%
3 5.563 588 591 607 rBY 1338700 1333764 70.79% 7.332%
4 6.569 758 762 779 rBVY 1487450 1430777 75.94% 7 .865%
5 6.710 782 786 790 rBVY 1564546 1454256 77.18% 7.994%
6 6.945 822 826 833 rBV 486793 444217 23.58% 2.442%
7 7.098 848 852 864 rBY 1334824 1148971 60.98% 6.316%
8 7.504 917 921 939 rBV 864154 929618 49.34% 5.110%
9 8.228 1040 1044 1059 rBVY 588055 596464 31.66% 3.279%
10 9.298 1221 1226 1229 rBvV 2115429 1779061 94.42% 9.780%
11 9.692 1288 1293 1299 rBV 111398 99956 5.31% 0.549%

12 9.986 1338 1343 1349 rBvV 743128 682487 36.22% 3.752%
13 10.775 1474 1477 1488 rBV 758355 770419 40.89% 4_.235%
14 10.880 1490 1495 1497 rBV 20273 23258 1.23% 0.128%
15 11.480 1593 1597 1603 rBV 824175 724048 38.43% 3.980%

16 11.974 1677 1681 1699 rBV 149549 282670 15.00% 1.554%
17 12.251 1725 1728 1733 rBV3 16742 20879 1.11% 0.115%
18 12.633 1789 1793 1798 rBV3 13969 22315 1.18% 0.123%
19 12.763 1811 1815 1826 rBv2 111381 202978 10.77% 1.116%
20 13.063 1861 1866 1869 rBV 2172892 1884184 100.00% 10.358%

21 13.939 2011 2015 2027 rBV 156819 210919 11.19% 1.159%
22 14.127 2043 2047 2057 rBV 683831 647891 34.39% 3.562%
23 14.251 2064 2068 2075 rVB 108174 114166 6.06% 0.628%
24 14.557 2116 2120 2130 rVB 308323 325142 17.26% 1.787%
25 14.874 2169 2174 2182 rBV 511583 547704 29.07% 3.011%

26 14.957 2185 2188 2193 rVB4 17607 23336 1.24% 0.128%
27 15.227 2228 2234 2245 rVB 553295 671708 35.65% 3.693%
28 15.621 2295 2301 2304 rBV 452720 624805 33.16% 3.435%
29 15.657 2304 2307 2315 rVB 329921 410895 21.81% 2.259%
30 16.074 2372 2378 2386 rBV 254404 402522 21.36% 2.213%

31 16.604 2461 2468 2475 rBV 106184 184854 9.81% 1.016%
32 17.221 2568 2573 2579 rBV3 26591 53390 2.83% 0.293%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110674.D

Aca On : 12 Nov 2018 15:08

Operator : JU/SJ

Sample : J5892-01

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 18191082
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF111218\
: BF110674.D

: 12 Nov 2018 15:08

: Ju/sd

: J5892-01

-5 Sample Multiplier: 1

TIC Library :
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

Abundance

2000000

1500000

1000000

500000

2.27

TIC: BF110674.D

6.71
6.57

5.56 7.10

6.95

5.18

7.50

0
Time-->

I
3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00

Abundance

2000000

1500000

1000000

500000

TIC: BF110674.D

11.48
9.99 10.77

11.97 12.76

N i 0.88 \_ 1225 1263\

| S—
T LI —

0
Time-->

8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF110674.D

14.13
1487 1523

14.56

13.94
14.25 1722

0
Time-->

T
13.50

I
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\BF111218\
Data File : BF110674.D

Aca On : 12 Nov 2018 15:08

Operator : JU/SJ

Sample : J5892-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 11

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

2.27 4.82 ng 107166 1,4-Dichlorobenzene-d4 6.95
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 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 25
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 31 (2.269 min): BF110674.D (-26) (-) m/z 73.10 100.00%
741
5000 43.0
55.1 87.1
| 2.202.302.40 2.50 2.60 2.70
Ol v bl e e e | M/Zz 43.05 41.99%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
43.0 2.202.302.40 2.50 2.60 2.70
580 87.0 m/z 55.10 31.93%
29.0
0 l AN .
FLN UL SN SRR SRR SUBLELS DU UL SRR IR B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
41.0 550 87.0 2.202.30 2.40 2.50 2.60 2.70
5000 ' m/z 87.10 27 .29%
29.0
15\'0 M\ ‘ | ‘ L “\ \H\ , 97.0
e R S U S SR S S S LI B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1877: Acetamide, N-ethyl-
30.0 2.202.302.40 2.50 2.60 2.70
m/z 41.00 14.14%
5000 43.0 87.0
15.0 72.0
0"'P'M'P'”H""M"FﬁQF%q"Wl"W"”I"”I'”
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110674.D

Aca On : 12 Nov 2018 15:08

Operator : JU/SJ

Sample : J5892-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.71 Concentration Rank 1

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

6.71 65.48 ng 1454260 1,4-Dichlorobenzene-d4 6.95
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 786 (6.710 min): BF110674.D (-782) (-) m/z 132.00 100.00%
132.0
5000 68.1
USRI A A
6.40 6.60 6.80 7.00
0 B E e m/z 68.10 42 .26%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 |
5000 ISR SRS AN SRR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.39%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
640 6.60 6.80 7.00
5000 m/z 66.00 27 .61%
s 0o | ||
0'"'I'“W'k”"'u""I'h"l""I""I""I""
m/z--> 40 60 80 100 120 140 160 180 i
Abundance #52379: Tranylcypromine-propiony! I A REEREmamss sy
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.50%
74.0
5000 98.0 116.0
oL—— I "‘l - ""Ml : Iw‘l : Iw‘l“l : "“l : I‘\ L —— ?-5|80| —— |]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110674.D

Aca On : 12 Nov 2018 15:08

Operator : JU/SJ

Sample : J5892-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 4 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.97 7.81 ng 282670 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 86
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 18
Abundance Scan 1680 (11.969 min): BF110674.D (-1677) (-) m/z 43.05 100.00%
430 730
970 2132 L L L L L
JA“ 157.1 1851 256.2 1160 11.80 12,00 12.20
0 m/z 73.00 98.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L SRR B B BN
83.0 11.60 11.80 12.00 12.20
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  86.73%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 1160 11.80 12,00 12.20
5000 129.0 m/z 41.10 70.44%
oL bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid AR B e R
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 55.05 69.82%
5000 129.0 K*VHNAWNMMJhJW/\hkwﬂmexivﬂvv
0}§?H'W'“ L UNLA PR BRI UL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110674.D

Aca On : 12 Nov 2018 15:08

Operator : JU/SJ

Sample : J5892-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.76 5.61 ng 202978 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Decanoic acid 172 C10H2002 000334-48-5 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80

Abundance Scan 1815 (12.763 min): BF110674.D (-1811) (-) m/z 43.10 100.00%

431 730

5000 129.1

:

12.40 12.60 12.80 13.00
m/z 73.00 87.06%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 ;| 73.0

5

5000

12.40 12.60 12.80 13.00
m/z 60.00 83.02%

241.0

284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid

73.0
R R EEmEE L s S
129.0 12.40 12.60 12.80 13.00
5000 m/z 57.05 80.92%
43.0
Jor0 1720

S N1 N s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid R AR EEEEE T

43.0 730 12.40 12.60 12.80 13.00
m/z 55.05 77.85%

5000 129.0

%

1501 ||

o220l SN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110674.D

Aca On : 12 Nov 2018 15:08

Operator : JU/SJ

Sample : J5892-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Octadecyl trifluoroacetate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.94 6.51 ng 210919 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecvl trifluoroacetate

2 Docosvl pentafluoropropionate

3 Nonadecvl pentafluoropropionate
4 l1sobutyl tetradecvl carbonate

5 Octacosyl trifluoroacetate

366 C20H37F302
472 C25H45F502
430 C22H39F502
314 C19H3803

506 C30H57F302

079392-43-1 91
1000351-80-9 91
1000351-88-8 91
959275-58-2 91
1000351-74-9 91

Abundance Scan 2015 (13.939 min): BF110674.D (-2011) (-) m/z 57.05 100.00%
57.0
>0 i A
AR B e
39.0 13.60 13.80 14.00 14.20
oAb b m/z 43.05  86.50%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194196: Octadecyl trifluoroacetate
57.0
97.0
5000 LA L L L L L L |
13.60 13.80 14.00 14.20
m/z 55.00 64.14%
oL }3?? 1820 2520 297.0 3480
S e b
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate
57.0
R A RERER R
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.05 54 _.96%
} 139.0 308.0
oLt d i 17}, 1810 224.0 264.0 353.0 454.0
e LA o e e e A L T o B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate L S i oo T
57.0 97.0 13.60 13.80 14.00 14.20
m/z 71.05 49 _72%
39.0
0 h‘y‘wh“mmnmzmomn mm
LI B B T A B e e e
m/z--> 50 100 150 200 250 300 350 400 450 13 60 13. 80 14. OO 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110674.D

Aca On : 12 Nov 2018 15:08

Operator : JU/SJ

Sample : J5892-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 7 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.25 3.52 ng 114166 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentacosane 352 C25H52 000629-99-2 90
Abundance Scan 2068 (14.251 min): BF110674.D (-2064) (-) m/z 57.10 100.00%
57.1
| l 1 11 g 100 14120 1440 1460
ol -'.l"-....,....,....,....,.... m/z 43.10 64.38%
m/z--> 50 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 L I B BULRUL B
14.00 14.20 14.40 14.60
m/z 71.10 63.54%
o 270} . | “ | _}4} 0. 1830 2250 267.0 309.0 351.0380.0
m/z--> 50 100 150 260 250 300 350
Abundance #194493: Hexacosane
57.0
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
14.00 14.20 14.40 14.60
5000 m/z 85.10 43.23%
99.0
ol 1. j Iy \{ 1410 1830 2250 267.0 309.0 _ 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane N L L N
57.0 14.00 14.20 14.40 14.60
m/z 55.05 26.19%
5000
99.0
oL 20 | ,\ 1410‘ 183.0 2250 267.0296.0
m/z--> 50 100 15 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110674.D

Aca On : 12 Nov 2018 15:08

Operator : JU/SJ

Sample : J5892-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .56 10.04 ng 325142 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2121 (14.562 min): BF110674.D (-2116) (-) m/z 57.10 100.00%
57.1
5000
9.1 14.20 14.40 14.60 14.80
141.2 : : - -
ol AN |y M2 1882 2252 2672 L0100 64.54%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000
14.20 14.40 14.60 14.80
99.0 m/z 43.10 61.57%
ol 1, j y l|.|.941° 183.0 2250 267.0 3090  367.0
m/z--> 55 100 1éo 200 2éo 360 3éo
Abundance #185533: Pentacosane
57.0
14.20 14.40 14.60 1480
5000 m/z 85.10 48 .00%
oL 27,0 lt\.l 1410 1830 2250 267.0 300.0 352.0
m/z--> 55 100 1éo 260 2éo 360 3éo
Abundance #202661: Heptacosane
57.0 14.20 14.40 14.60 14.80
m/z 55.10 23.58%
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 14'20 14. 40 14. 60 14I80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110674.D

Aca On : 12 Nov 2018 15:08

Operator : JU/SJ

Sample : J5892-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.87 16.91 ng 547704 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Triacontane 422 C30H62 000638-68-6 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2173 (14.868 min): BF110674.D (-2169) (-) m/z 57.05 100.00%
57.0 n
5000
l 9910 1411 1832 2392 2811 14.60 14.80 15.00 15.20
o, L e m/z 43.10 62.81%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 R B B A B
mmmmmmmm
99.0 m/z 71.05 60.52%
oL 270 ||JJMW:m02%O%m%M
m/z--> 55 100 1éo 260 2éo 360 3éo
Abundance #202662: Heptacosane
57.0
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
14.60 14.80 15.00 15.20
5000 m/z 85.05 43.51%
99.0
27,00 || | [Ty, 1410 1830 225.0 267.0 323.0 380.0
m/z--> 55 160 1éo 200 250 300 3éo
Abundance #105884: Octadecane N B B B L B
57.0 14.60 14.80 15.00 15.20
m/z 55.05 22.75%
5000
99.0
o 270} | |y . 1410 183.0 225.0254.0
m/z--> 5'0 1(')0 150 200 25'30 3(')0 3éo 14|60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110674.D

Aca On : 12 Nov 2018 15:08

Operator : JU/SJ

Sample : J5892-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.23 32.69 ng 671708 Perylene-d12 15.66
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 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2234 (15.227 min): BF110674.D (-2228) (-) m/z 57.10 100.00%
57.1
5000
9.0 15.00 15.20 15.40 15.60
141.1 : : : :
ol AN | g ML 1882 2252 2673 T 0 62.73%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000
15.00 15.20 15.40 15.60
m/z 43.10 62 .65%
99.0
o 27,0 i | .I , 410 1830 2250 267.0 309.0338.0
m/z--> 55 100 1éo 200 250 360 3éo
Abundance #141426: Heneicosane
57.0
"' 15.00 15.20 15.40 15.60
5000 m/z 85.10 45 _.00%
99.0
oL 210 || ,\ 1410\ 183.0 2250 267.0296.0
m/z--> 55 100 150 260 250 360 3éo
Abundance #202661: Heptacosane S N B B L B
57.0 15.00 15.20 15.40 15.60
m/z 55.05 22.11%
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 15'00 15. 20 15. 40 15 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110674.D

Aca On : 12 Nov 2018 15:08

Operator : JU/SJ

Sample : J5892-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 2-methyloctacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.07 19.59 ng 402522 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentacosane 352 C25H52 000629-99-2 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2377 (16.068 min): BF110674.D (-2372) (-) m/z 57.10 100.00%
57.1 ﬂ
5000
‘9 2.0 15,80 16.00 16,20 16.40
141 1 : : : :
ol | g 0% 1832 2252 2811 uzz 71.05  61.40%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
51.0
15.80 16.00 16.20 16.40
99.0 m/z 43.05 58.06%
02m|jjﬂdmm1%02mzmom% 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane
57.0
15,80 16.00 16,20 16.40
5000 m/z 85.10 44 _.62%
99.0
oLl §ohy, 410 1830 2250 267.0 309.0  367.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #141426: Heneicosane
57.0 15.80 16.00 16.20 16.40
m/z 55.10 21.58%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 15.80 16.00 16,20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110674.D

Aca On : 12 Nov 2018 15:08

Operator : JU/SJ

Sample : J5892-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Triacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.60 9.00 ng 184854 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2467 (16.598 min): BF110674.D (-2461) (-) m/z 57.10 100.00%
200 Jw
16.20 16.40 16,60 16.80 17.00
(o} m/z 71.10 58.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 AR DAL B B BN
16. 20 16. 40 16 60 16. 80 17. 00
99.0 m/z 43.10 57.32%
oL.25/0 I J / 14}0 183.0 225.0 296.0
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance #215181: 2-methyloctacosane
57.0
16.20 16.40 16,60 16.80 17.00
5000 m/z 85.10 46.06%
99.0
ot ‘, | |, 410 ;830 225.0 267.0 309.0  365.0
m/z--> éo 160 1éo 200 2éo 360 3%0 460
Abundance #219831: Triacontane L o A
57.0 16.20 16.40 16.60 16.80 17.00
m/z 55.00 22 .86%
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(')0 16. 20 16. 40 16 60 16. 80 17. 00

8270-BF110818.M Tue Nov 13 12:44:56 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111218\
Data File : BF110674.D

Aca On : 12 Nov 2018 15:08

Operator : JU/SJ

Sample : J5892-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Tetratetracontane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.22 2.60 ng 53390 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Hentriacontane 437 C31H64 000630-04-6 80
3 Pentacosane 352 C25H52 000629-99-2 80
4 Hexacosane 366 C26H54 000630-01-3 80
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 72
Abundance Scan 2573 (17.221 min): BF110674.D (-2568) (-) m/z 57.10 100.00%
57.1
127.1 A PN SN FUN SN
17. oo 17. 20 17. 40 17. 60
o....,.'..I|,.'|'.'|.'.|,'...2.?5.".0..,??.1:1,....,....,....,....,....,....,.... m/z 43.05 65.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241526: Tetratetracontane
57.0

5000 R e
17.00 17.20 17.40 17.60

m/z 71.05 64.11%

ol Hlﬂ 169 ,0“ 253.0 309.0 379.0  477.0 533.0  618.0
..”,....”...” R AL s B b e e e RAE R n e ]
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane

57.0

17.00 17.20 17. 40 17.60

5000 m/z 85.10 48 .38%
113.0
0 1 00 2250 30903650 4370 Mw/\\‘w
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185533: Pentacosane L B o A oo
57.0 1700 17. 20 1740 17. 60

m/z 55.05 26.75%

5000

113.0
] | ,169.0 2250 281.0 352.0

Ot A A A S e e o e M

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_ F\DATA\BF111218\
Data File : BF110674.D

Acq On : 12 Nov 2018 15:08

Operator : JU/SJ

Sample - J5892-01

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 2.27 4.8 ng 107166 1 6.95 444217 20.0
unknown6.71 6.71 65.5 ng 1454260 1 6.95 444217 20.0
n-Hexadecanoic acid 11.97 7.8 ng 282670 4 11.48 724048 20.0
Octadecanoic acid 12.76 5.6 ng 202978 4 11.48 724048 20.0
Octadecyl trifluo... 13.94 6.5 ng 210919 5 14.13 647891 20.0
Heptacosane 14.25 3.5 ng 114166 5 14.13 647891 20.0
Hexacosane 14.56 10.0 ng 325142 5 14.13 647891 20.0
Heneicosane 14.87 16.9 ng 547704 5 14.13 647891 20.0
Tetracosane 15.23 32.7 ng 671708 6 15.66 410895 20.0
2-methyloctacosane 16.07 19.6 ng 402522 6 15.66 410895 20.0
Triacontane 16.60 9.0 ng 184854 6 15.66 410895 20.0
Tetratetracontane 17.22 2.6 ng 53390 6 15.66 410895 20.0
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