LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF112619\
Data File : BF118013.D
Aca On - 26 Nov 2019 18:00 Instrument :
Operator : JU E?Afs el

- _ lentosampleld :
3?22'6 : K5959-16 S-112019-COMP-BD
ALS Vial : 16 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-BF111319.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 2.187 11 17 26 rvB 605805 774585 23.74% 2.606%
2 5.110 506 514 524 rBV 448492 600602 18.41% 2.021%
3 5.516 578 583 586 rBY 3079547 2893740 88.69% 9.736%
4 6.522 749 754 767 rBVY 2768942 3214589 98.52% 10.815%
5 6.663 774 778 782 rBVY 3335098 3253266 99.71% 10.945%
6 6.892 814 817 821 rBV 949044 772510 23.68% 2.599%
7 7.051 840 844 847 rBV 2656111 2269536 69.56% 7.635%
8 7.457 908 913 916 rBVY 2045385 1929834 59.15% 6.493%
9 8.181 1032 1036 1040 rBvV 1187919 928055 28.44% 3.122%
10 9.263 1215 1220 1223 rBvV 3985839 3262876 100.00% 10.977%

11 9.651 1283 1286 1290 rBV 504763 390051 11.95% 1.312%
12 9.945 1332 1336 1340 rBV 1109726 871048 26.70% 2.930%
13 10.739 1467 1471 1474 rBV 2161886 1883429 57.72% 6.336%
14 11.439 1586 1590 1593 rBV 1073138 916923 28.10% 3.085%
15 11.957 1675 1678 1688 rBV 218371 212884 6.52% 0.716%

16 12.745 1810 1812 1816 rBV 53945 58424 1.79% 0.197%
17 13.033 1856 1861 1864 rBV 2985475 2885135 88.42% 9.707%
18 13.504 1936 1941 1945 rBV 74811 83112 2.55% 0.280%

19 13.933 2010 2014 2022 rBV 125993 239693 7.35% 0.806%
20 14.086 2036 2040 2044 rBV 775795 780962 23.93% 2.627%

21 14.551 2116 2119 2122 rBV 120146 123228 3.78% 0.415%
22 14.862 2170 2172 2177 rVB 115969 120177 3.68% 0.404%
23 15.221 2229 2233 2239 rBV 167511 223872 6.86% 0.753%
24 15.592 2292 2296 2306 rBV2 483424 837290 25.66% 2.817%
25 16.074 2374 2378 2383 rVB2 86657 152938 4.69% 0.515%

26 17.515 2620 2623 2625 rBv4 35265 44813 1.37% 0.151%

Sum of corrected areas: 29723572
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112619\

Data File : BF118013.D

Aca On - 26 Nov 2019 18:00

Operator : JU

ﬁ?ggle i K5959-16 S-112019-COMP-BD
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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: BF118013.D

3500000 6.66
5.52
3000000

6.52 705

2500000
7.46
2000000
1500000
1000000 6.89

500000 5.11

1

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: BF118013.D

3500000

3000000 13.03

2500000
10.74

2000000

1500000

8.18 9.95 11.44

1000000

500000 9.65

11.96
k.— 12.74

o it

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: BF118013.D

3500000
3000000
2500000
2000000
1500000

1000000 14.09
15.59

500000 1455 1486 15.22 16.07

13.50 13.93 17.52

S e WU

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\BF112619\

Data File : BF118013.D

Aca On - 26 Nov 2019 18:00

Operator : JU

ﬁ?ggle i K5959-16 S-112019-COMP-BD
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 3
R.T. EstConc Area Relative to ISTD R.T.

219 2005 ng 774585  1,4-Dichlorobenzene-da 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

utane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
cetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
entane, 3-methoxy- 102 C6H140 036839-67-5 23

abrwNPE
TR, >N

Abundance Scan 18 (2.193 min): BF118013.D (-11) (-) m/z 73.00 100.00%

73.0
5000 430
" 55.0 87.0

220230 240250 2.60
SRt 1 PSS AN NS ——— Y 52 oo B Y/ B £

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000

2.20 2.30 2.40 2.50 2.60

430 55,0 87.0 m/z 87.00 26.85%
29.0
L RS AR AR RAARE RSARS RARRE RS RARES RS LRSS RS LRSS RARL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 L U UL UL UL IR
2.20 2.30 2.40 2.50 2.60
5000 410 55.0 m/z 54.95 24 .18%
29.0 ‘
et WL L es0 1120 100
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-
30.0 2.20 2.30 2.40 2.50 2.60

m/z 41.00 11.20%

5000 43.0 87.0 A//\
15.0 72.0
|l \ 50.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112619\

Data File : BF118013.D

Aca On - 26 Nov 2019 18:00

Operator : JU

ﬁ?ggle i K5959-16 S-112019-COMP-BD
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 4

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

5.11 15.55 ng 600602 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 514 (5.110 min): BF118013.D (-506) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SUMSMESEMMD R SN
| 83.0 480 5.00 5.20 5.40
e el e m/z 59.00 59.50%
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 R L UL UL L
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 23.62%
R , 83.0 ,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4035: 2,3-Butanedione, monooxime
43.0
480 500 520 540
5000 m/z 58.00 15.47%
101.0
15.0 58.0
280 L "1 690 840 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R ma e  RRaRE
54.0 480 5.00 5.20 5.40
m/z 41.00 9.32%
5000 41.0
"W"”I'“'I“'JhL'W'“hi'“'T%QW"“I'”'I“"P"W%?ﬁ?'”%?%q'l U UL U L B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112619\

Data File : BF118013.D

Aca On - 26 Nov 2019 18:00

Operator : JU

ﬁ?ggle i K5959-16 S-112019-COMP-BD
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown6.66 Concentration Rank 1

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

6.66 84.23 ng 3253270 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 777 (6.657 min): BF118013.D (-774) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 UL R R R
400 40 6.40 6.60 6.80 7.00
el 780 | ageo L w7z 68.00  40.26%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 U UL R I

6.40 6.60 6.80 7.00
m/z 134.00 31.50%

31.0 51.0
[ 1 | 79.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
N AL e
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.11%
41.0 97.0
“ 20.0 117.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 /\
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R L R mmams e
132.0 6.40 6.60 6.80 7.00
m/z 69.00 16.83%
117.0
5000
39.0 910
o | Ay G | weo |l
\ 1 Ly \\ \ 1
BN o o o o B B R N A NBRENS RRR S S AL s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112619\

Data File : BF118013.D

Aca On - 26 Nov 2019 18:00

Operator : JU

ﬁ?ggle i K5959-16 S-112019-COMP-BD
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 7
R.T. EstConc Area Relative to ISTD R.T.
11.96 4.64 ng 212884 Phenanthrene-d10 11.44
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1679 (11.963 min): BF118013.D (-1675) (-) m/z 73.00 100.00%
73.0
43.0
5000 129.0
213.1 SN S .
| U“ 157.1 1851 11.60 11.80 12.00 12.20
..w.”.ﬂ.m . m/z 60.00 76.28%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0
83.0 11.60 11.80 12.00 12.20
‘J‘“ 1570 1gso 2130 2560 | | M/Z 43.00  73.37%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 11'60 11.80 12.00 12.20
5000 129.0 m/z 57.00 62.27%
171.0
T
Illll‘lll‘l‘\ H“‘:‘l‘::”“ m‘ \H ”\II%ISIZIPI”I |‘||| I”‘I e
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R T T
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 41.00 60.26%
5000 129.0 FuNNA’ﬁJ\—%*mvh\Nkw%thugvﬁﬂm
150J ‘
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112619\

Data File : BF118013.D

Aca On - 26 Nov 2019 18:00

Operator : JU

ﬁ?ggle i K5959-16 S-112019-COMP-BD
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 9-Octadecenamide, (Z)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.50 2.13 ng 83112 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 58
2 Octanamide 143 C8H17NO 000629-01-6 53
3 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 53
4 Decanamide- 171 C10H21NO 002319-29-1 53
5 Dodecanamide 199 C12H25N0 001120-16-7 53
Abundance Scan 1940 (13.498 min): BF118013.D (-1936) (-) m/z 59.00 100.00%
5d.0
5000
98B0 126014701710 132 13.20 13.40 13.60 13.80
m/z 72.00 67.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128445: 9-Octadecenamide, (2)-
59.0
5000
13.20 13.40 13.60 13.80
29.0 m/z 41.00 34 .65%
: 126.0
154.0 184.0 210.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20317: Octanamide
59.0
13.20 13.40 13.60 13.80
5000 m/z 55.00 29.65%
200 86.0 1140 1430
mz-> 20 40 'e'o' o 100 150 120 18 100 200 230 240 ok 2%
Abundance #38995: Heptanamide, 4-ethyl-5-methyl- T
59.0 13.20 13.40 13.60 13.80
m/z 69.05 23.73%
5000
114.0
2500 | yeeo0 ‘ 1420 1710
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112619\

Data File : BF118013.D

Aca On - 26 Nov 2019 18:00

Operator : JU

ﬁ?ggle i K5959-16 S-112019-COMP-BD
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Heptafluorobutyric acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.93 6.14 ng 239693 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Trifluoroacetoxv hexadecane 338 C18H33F302 006222-03-3 91
4 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
Abundance Scan 2013 (13.927 min): BF118013.D (-2010) (-) m/z 57.00 100.00%
57.0
5000
40.0 197.1230.1 283.1 329.1 13.60 13.80 14.00 14.20
m/z 43.00 78.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
97.0
5000 AU R UL UL
13.60 13.80 14.00 14.20
| 169.0 m/z 55.00 76.27%
26/0f 404k #3§0 , 2190 250 406.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57.0
67.0 13.60 13.80 14.00 14.20
5000 m/z 83.05 70.99%
260/ Ji Il ‘ A J}\ 138.0 0169 0202 0 23? 0 2830 J\Jw
m/z--> §o 100 150 200 250 300 350 400
Abundance #175127: Trifluoroacetoxy hexadecane T
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.00 68.17%
- JJMN
26l0]| | |‘H 9390 196.0 269.0 3200
mz-> 's'o 00 1% 200 2% a00 3% ado 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112619\
Data File : BF118013.D

Aca On : 26 Nov 2019 18:00

Operator :© JU

Sample : K5959-16

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 8 Nonadecane, 9-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.55 3.16 ng 123228 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 93
3 Eicosane 282 C20H42 000112-95-8 93
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2119 (14.551 min): BF118013.D (-2116) (-) m/z 57.00 100.00%
57.0
%0 14.20 14.40 14.60 14.80
AL1 1971 2529 324.1 397.2
,I ‘||~-|A DL 5o sl SEAS0L RS Tnyz 71.10  72.00%
m/z--> 50 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 L S B I UL B
1420 14.40 14.60 14.80
99.0 m/z 43.05 70.96%
2n0) | |, ,] | 110 1830 2250 266.0296.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #129499: Nonadecane, 9-methyl-
57.0
14.20 14.40 14.60 14.80
5000 m/z 85.05 55.44%
99.0 140.0
270 | | ||, a 1700 2110 2670
m/z--> 50 100 150 200 250 300 350 400
Abundance #129491: Eicosane I L B e A o
57.0 14.20 14.40 14.60 14.80
m/z 55.00 28.18%
5000
27,0
| } |70 1410 1830 2250 2830
m/z--> 50 100 150 200 250 300 350 400 1420 14.40 14.60 14.80

8270-BF111319.M Wed Nov 27 06:02:31 2019

S-112019-COMP-BD
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112619\

Data File : BF118013.D

Aca On - 26 Nov 2019 18:00

Operator : JU

ﬁ?ggle i K5959-16 S-112019-COMP-BD
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14 .86 2.87 ng 120177 Perylene-d12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Pentacosane 352 C25H52 000629-99-2 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Tetracosane 338 C24H50 000646-31-1 68
5 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 68
Abundance Scan 2172 (14.862 min): BF118013.D (-2170) (-) m/z 57.00 100.00%
57.0
5000
99.0 | 14.60 14.80 15.00 15.20
41.1 ) . : : : :
. L4y 2416092020 | 2521 20023231 3591 ST R 60 gy,
miz--> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57.0
5000 LI B SR SULLLE UL
14.60 14.80 15.00 15.20
99.0 m/z 43.10 60.97%
2710
JI | || | 1410 1830 225.0254.0 296.0
miz--> 0 50 100 1éo 200 2%0 360 3%0 !
Abundance #185532: Pentacosane
57.0
' 14.60 14.80 15.00 1520
m/z 85.05 53.12%
5000 3520 0
z70] | | J LI 19 7250 770 sm0 |
miz--> 0 50 100 150 260 250 360 3%0 !
Abundance #94346: Heptadecane LI L L LB L
57.0 14.60 14.80 15.00 15.20
m/z 41.05 18.87%
5000
99.0
270| | | | J | 1410 1830  240.0
mz-> 0 50 100 150 200 250 300 350 1460 14.80 15.00 1520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112619\

Data File : BF118013.D

Aca On - 26 Nov 2019 18:00

Operator : JU

ﬁ?ggle i K5959-16 S-112019-COMP-BD
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.22 5.35 ng 223872 Perylene-d12 15.59
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 Octacosane 394 C28H58 000630-02-4 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2233 (15.221 min): BF118013.D (-2229) (-) m/z 57.05 100.00%
571.0
5000
99.0 R AU SRR SRR

15.00 15.20 15.40 15.60

‘ 411 197.0  253.2 326.1356.1
0,,,J|,.| Ay 24 e e 2880 B e m/z 71.10 68.01%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 LA B L L L L L L LB
15.00 15.20 15.40 15.60
99.0 m/z 43.05 58.32%
2700 | ) | 1[ A }4}Q 183.0 2250 267.0 309.0 380.0
— — e et L
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
T
15.00 15.20 15.40 15.60
5000 m/z 85.00 51.83%
99.0
| ;\ , 1410 1830 225.0 267.0 309.0  367.0
e T T T e P
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane RS EmmEs o L
57.0 15.00 15.20 15.40 15.60
m/z 55.00 23.90%
5000
99.0
270 J ;\ | 410 1830 2250 2810 337.0 3940

m/z--> 50 100 150 200 250 300 350 15.00 15 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF112619\

Data File : BF118013.D

Aca On - 26 Nov 2019 18:00

Operator : JU

ﬁ?ggle i K5959-16 S-112019-COMP-BD
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Heptacosane, l1l-chloro- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.07 3.65 ng 152938 Perylene-d12 15.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 95
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 87
5 Tetratetracontane 619 C44H90 007098-22-8 87

Abundance Scan 2377 (16.068 min): BF118013.D (-2374) (-) m/z 57.05 100.00%

57.0
85.1
5000

Il 4]_ ]_ 182.1 236.0263.9 300.1 337 1 369 1 15.80 16.00 16.20 16.40
. 'I L4 b A e e e m/z 71.00 75.19%

m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000 850 TTT T LR B TTTT

15.80 16.00 16.20 16.40
m/z 43.00 62.86%

1
29.0| | f.| 000 211.0239.0267.0295.0323 03520
b i A e
m/z--> 50 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
R R AR
15.80 16.00 16.20 16.40
5000 85.0 m/z 85.10 55.55%
29.0
} ]113 0141 0169 0197.0225.0 2680 MM
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane AR EEEEE RS
57.0 15.80 16.00 16.20 16.40
m/z 55.00 26.94%
85.0
5000
29.0 13.0
I L | 4 14101090197.0205.02530 2960
m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16. 20 16 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF112619\

Data File : BF118013.D

Acq On : 26 Nov 2019 18:00

Operator : JU

3?22'6 i K5959-16 S-112019-COMP-BD
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 2.19 20.1 ng 774585 1 6.89 772510 20.0
2-Pentanone, 4-hy... 5.11 15.6 ng 600602 1 6.89 772510 20.0
unknown6 .66 6.66 84.2 ng 3253270 1 6.89 772510 20.0
n-Hexadecanoic acid 11.96 4.6 ng 212884 4 11.44 916923 20.0
9-Octadecenamide, ... 13.50 2.1 ng 83112 5 14.09 780962 20.0
Heptafluorobutyri... 13.93 6.1 ng 239693 5 14.09 780962 20.0
Nonadecane, 9-met... 14.55 3.2 ng 123228 5 14.09 780962 20.0
Pentacosane 14 .86 2.9 ng 120177 6 15.59 837290 20.0
Heptacosane 15.22 5.3 ng 223872 6 15.59 837290 20.0
Heptacosane, 1-ch... 16.07 3.6 ng 152938 6 15.59 837290 20.0
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