LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\

Data File : BF110893.D

Aca On - 20 Nov 2018 14:44 Instrument :
Operator : JU/SJ BNA_F

Sample  : J5996-03 Gt
Misc i NON-UST-01R-A
ALS Vial : 9 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 2.240 21 26 37 rvB 92230 145590 7.79% 0.872%
2 5.181 521 526 536 rBV 45076 72345 3.87% 0.433%
3 5.563 587 591 616 rBY 1571009 1626705 87.08% 9.747%
4 6.569 758 762 782 rBVY 1616086 1767740 94.63% 10.592%
5 6.710 782 786 790 rBVY 1980366 1719040 92.03% 10.300%
6 6.939 822 825 832 rBV 443618 377012 20.18% 2.259%
7 7.092 848 851 866 rBY 1355409 1310318 70.15% 7.851%
8 7.504 917 921 940 rBV 971344 1103306 59.06% 6.611%
9 8.222 1040 1043 1064 rBVY 441861 501875 26.87% 3.007%
10 9.292 1222 1225 1241 rBvV 1785136 1867967 100.00% 11.193%

11 9.692 1290 1293 1306 rVB 97101 103918 5.56% 0.623%
12 9.980 1339 1342 1354 rVB2 545683 556553 29.79% 3.335%
13 10.775 1474 1477 1490 rBV 945706 1086739 58.18% 6.512%
14 11.480 1593 1597 1610 rBV 525121 566720 30.34% 3.396%
15 11.980 1679 1682 1687 rBV3 15525 21657 1.16% 0.130%

16 13.063 1861 1866 1872 rBV 1527889 1487761 79.65% 8.915%
17 13.604 1955 1958 1961 rBV 23305 20103 1.08% 0.120%
18 13.933 2010 2014 2021 rBV 89521 104048 5.57% 0.623%
19 14.133 2044 2048 2058 rBV 342899 373806 20.01% 2.240%
20 14.251 2064 2068 2074 rBV 59788 56661 3.03% 0.340%

21 14.551 2116 2119 2127 rBV 110288 106699 5.71% 0.639%
22 14.868 2169 2173 2181 rVB 176326 180749 9.68% 1.083%
23 15.215 2228 2232 2238 rBV 232779 270332 14.47% 1.620%
24 15.609 2294 2299 2304 rBV 263448 357866 19.16% 2.144%
25 15.662 2304 2308 2316 rVB 215930 342039 18.31% 2.049%

26 16.068 2370 2377 2384 rBV 192577 317331 16.99% 1.901%
27 16.592 2460 2466 2474 rBV 101333 178446 9.55% 1.069%
28 17.209 2565 2571 2579 rBV2 30517 65838 3.52% 0.394%

Sum of corrected areas: 16689164
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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\BF112018\

BF110893.D

20 Nov 2018 14:44

JussJ

J5996-03

9 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF110893.D
6{71
556 6.57
1500000
7.09
1000000 7.50
500000 6.94
oA R F#g R ——— Lﬁ., e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF110893.D
9.29
13.06
1500000
1000000 10.77
9.98 11.48
500000 8.22
9.69
o 11.98
— T — N — e —— ey T R T Tt 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: BF110893.D
1500000
1000000
500000
14.13
1455 487 e % 1007 16.59
13.93 |14.25 % \
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

8270-BF110818.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110893.D

Aca On : 20 Nov 2018 14:44

Operator : JU/SJ

Sample : J5996-03

Misc :

ALS Vial : 9 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 8

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

2.24 7.72 ng 145590 1,4-Dichlorobenzene-d4 6.94
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 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 Boronic acid. ethvl-. dimethvl e... 102 C4H11B02 007318-82-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 26 (2.240 min): BF110893.D (-21) (-) m/z 73.05 100.00%
7B

-

5000 43
55 87
| ‘ 2.20 2.30 2.40 2.50 2.60
b et e e e e e e e || M7z 43.05 43.01%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl- \_L
73
5000 AR AR AR BRI N
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 30.70%
0 2935 L | 67 ||, 80
AL UL SR SR UL UL UL UL S I B B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87

2.20 2.30 2.40 2.50 2.60
5000 55 m/z 87.10 27 .31%

Jd

EE

‘79 .97 112 129
0.,....,....,....,....,... e R LB ERRE =
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #1997. Silane, tetramethyl-
78 2.20 2.30 2.40 2.50 2.60
m/z 41.05 15.04%
5000
29 37 \\ 53 59 65 |, 80 88
B N B e e o e B S e RS RE S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110893.D

Aca On : 20 Nov 2018 14:44

Operator : JU/SJ

Sample : J5996-03

Misc :

ALS Vial : 9 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

5.18 3.84 ng 72345 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9

Abundance Scan 526 (5.181 min): BF110893.D (-521) (-) m/z 43.00 100.00%
43
59
5000
T T e o ek,
83 : : : : :
0 ...,....,....,....l,':..‘.‘g,..'!'!,....,....,.~...,...:,|....,. m/z 59.00  61.22%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRS RRRE RN LR L
480 5.00 5.20 5.40 5.60
m/z 101.10 19.81%
15 31 101
o 25,70 37, 53, 83 .
LR UL SR SR UL UL FULRLIL IR SO SR UL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59
480 500 520 540 560
5000 41 m/z 58.00 14 .94%
31
| [
0 ...,..15..,..a‘l,....‘il‘...,??H‘.i....i....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3236: 4-Penten-2-one, 4-methyl- A R
43 480 5.00 5.20 5.40 5.60
m/z 41.00 10.45%
5000
29 | 55 83 98
G S S UL UL I I I SIS UL S SRS RN RN U L
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110893.D

Aca On : 20 Nov 2018 14:44

Operator : JU/SJ

Sample : J5996-03

Misc :

ALS Vial : 9 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 3 unknown6.71 Concentration Rank 1

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

6.71 91.19 ng 1719040 1,4-Dichlorobenzene-d4 6.94
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 786 (6.710 min): BF110893.D (-782) (-) m/z 132.00 100.00%
5000 68
40 % J 640 6.60 6.80 7.00
54 . . . :
o Qrer |asus o w/z 68.10 42.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 ISR SRS AN SRR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 32.03%
01 U DA UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 640 6.60 6.80 7.00
5000 og 116 m/z 66.00 27.43%
o I,,,,I,,,‘,‘I‘,_,‘,\nl,ffﬂ,,Imm,\,\‘l,,h_l,,,l,s?,,,,l,lfs?,
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R e R RERmE
132 6.40 6.60 6.80 7.00
m/z 69.05 17.11%
117
5000
39 91
7 LG e | oy
0||‘||||‘||‘N||“l‘|||‘“|||‘=||“i‘|||‘||l"||||||||||||||||
m/z--> 20 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\BF112018\
Data File : BF110893.D

Aca On : 20 Nov 2018 14:44

Operator : JU/SJ

Sample : J5996-03

Misc :

ALS Vial : 9 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 Dotriacontyl heptafluorobut... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.93 5.57 ng 104048 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 91
2 Triacontvl pentafluoropropionate 584 C33H61F502 1000351-80-0 91
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 91
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 90
Abundance Scan 2013 (13.927 min): BF110893.D (-2010) (-) m/z 57.05 100.00%
57
5000
“ 13.60 13.80 14.00 14.20
o.nl,.u ”.w.”.“.”,””,”.w.”.“”.“.”,”.w”.w.”.“ m/z 43.05 82.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242399: Dotriacontyl heptafluorobutyrate
57
5000 LR UL UL UL SULRRE
13.60 13.80 14.00 14.20
m/z 55.00 57.76%
oly L. }81 222 278 320 364 405 448 493 644
m/z--> 50 160 150 200 250 300 350 400 450 500 550 600 650
Abundance #240603: Triacontyl pentafluoropropionate
57
o7 13.60 13.80 14.00 14.20
5000 m/z 71.05 50.78%
ol ’J 181 222 264 306 348 420 465 566
m/z--> 50 160 1éo 200 250 300 350 400 450 500 550 600 650
Abundance #235928: Octacosy! trifluoroacetate
57 13.60 13.80 14.00 14.20
m/z 41.05 43.96%
97
5000
0 ] 181 222 264 306 348 392 437 488
m/z--> 5'0 1(')0 1&'30 200 250 300 350 400 450 500 550 600 650 1360 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110893.D

Aca On : 20 Nov 2018 14:44

Operator : JU/SJ

Sample : J5996-03

Misc :

ALS Vial : 9 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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .25 3.03 ng 56661 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2068 (14.251 min): BF110893.D (-2064) (-) m/z 57.05 100.00%
57
5000 85 _~N~\A\M,N_,,Jt_,wd~vj
113 00 1490 14140 1460
141 182 14.00 14.20 14.40 14.60
ol .'~.-ll, L Aeeer m/z 43.05 66.32%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85 “MWAWMMM,KMwwaKNNM
5000 L BRI BRI BRI B
mmmmmmmm
m/z 71.05 60.71%
29 113
ol | i 1] | 191,169 197 225 253 296
m/z--> éo 100 1éo 260 2%0 360 3%0
Abundance #194493: Hexacosane
57
14.00 14.20 14.40 14.60
5000 85 m/z 85.05 43.38%
29 i 13 14
ol b LT gt 169 107 225 253 295 323 367
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane =
57 14.00 14.20 14.40 14.60
m/z 55.00 24 .48%
85
5000
29
0 L. | ot J11ﬁ34 141 169 197 240
m/z--> 5'0 1(')0 1éo 2(')0 251;0 300 3&1;0 14'00 14 20 14. 40 14|60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110893.D

Aca On : 20 Nov 2018 14:44

Operator : JU/SJ

Sample : J5996-03

Misc :

ALS Vial : 9 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 Hexacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .55 5.71 ng 106699 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2119 (14.551 min): BF110893.D (-2116) (-) m/z 57.05 100.00%
57
5000 85 ﬂ
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
11 14.20 14.40 14.60 14.80
141
o...'],.-!.l-.'l,.-'-'. P m/z 43.10 65.08%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 U DAL BRI B UL B
mmmmmmmm
m/z 71.05 60.10%
29 | 13 44
N 1] L7 169 107 225 253 296
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57
14:20 14.40 14.60 1480
5000 85 m/z 85.05 48 .99%
. i j I i 111134 141,160 197 225 253 205 323 367
m/z--> éo 160 150 260 2%0 360 3%0
Abundance #105884: Octadecane
57 14.20 14.40 14.60 14.80
m/z 55.05 24 .65%
- I VLLL
29
ol . | i J[1}3 141 169 197 225 254
m/z--> 5'0 1(')0 1&1,0 2(')0 251;0 3(')0 351;0 14'20 14. 40 14. 60 14. 80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110893.D

Aca On : 20 Nov 2018 14:44

Operator : JU/SJ

Sample : J5996-03

Misc :

ALS Vial : 9 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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14 .87 9.67 ng 180749 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2173 (14.868 min): BF110893.D (-2169) (-) m/z 57.10 100.00%

57
5000 85

113 14. 60 14.80 15.00 15.20
| I 141 169 211
I O L= S m/z 43.05 64.34%

Y T
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane

57

5000 85 L B o e e s o
14 60 14. 80 15. OO 15 20

m/z 71.10 59.93%

29
oL T 141 169 197 225 253 281 309 337 365 394
e o e e LR B e e o A o e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57

14. 60 14.80 15.00 15.20

5000 85 m/z 85.05 46.41%
29 113
0 | ] | 77 141 169 197 225 253 281 309 338
I o B e ol B A aa S e B
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane R TR TR

57 14.60 14.80 15.00 15.20
m/z 55.05 24 .00%

113
29 ] Ll 141,169 197 225 267 295 365 393

L R A MLt S S

m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110893.D

Aca On : 20 Nov 2018 14:44

Operator : JU/SJ

Sample : J5996-03

Misc :

ALS Vial : 9 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 Pentacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.22 15.81 ng 270332 Perylene-di12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2233 (15.221 min): BF110893.D (-2228) (-) m/z 57.05 100.00%
57
5000 85
141 169 15.00 15.20 15.40 15.60
- .l,‘ | 11 Aggell 230 omt m/z 43.05 62.69%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 UL ORI B U R
mmmmmmmm
m/z 71.10 59.67%
29 113
ol | i 1] | 191,169 197 225 253 296
m/z--> éo 100 1%0 260 250 360 3%0
Abundance #194493: Hexacosane
57
15.00 15.20 15.40 15.60
5000 85 m/z 85.10 47.48%
. i j I i 111134 141,160 197 225 253 205 323 367
m/z--> éo 160 150 260 2%0 360 350
Abundance #185533: Pentacosane
57 15.00 15.20 15.40 15.60
m/z 55.00 23.04%
5000 85
113
oL 2Ly [ | M1 169189211 239 267 205 323 352
m/z--> 5'0 100 150 2(')0 251;0 3(')0 3&1;0 15'00 15 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110893.D

Aca On : 20 Nov 2018 14:44

Operator : JU/SJ

Sample : J5996-03

Misc :

ALS Vial : 9 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 2-methyloctacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.61 20.93 ng 357866 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 Octacosane 394 C28H58 000630-02-4 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Hentriacontane 437 C31H64 000630-04-6 90
Abundance Scan 2299 (15.609 min): BF110893.D (-2294) (-) m/z 57.05 100.00%
57
5000 85
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—
15.20 15.40 15.60 15.80 16.00
141
0....|, lllll Ll 19T 29 267 | m/z 43.05 61.40%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
g7
85
5000 R B DR U I
1520 15.40 15.60 15.80 16.00
m/z 71.10 60.56%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 50 100 1éo 200 250 300 350 '
Abundance #215181: 2-methyloctacosane
g7
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—
15.20 15.40 15.60 15.80 16.00
5000 85 m/z 85.10 45 _.84%
113
N BEE 141,169 197 225 267 295 365 393
m/z--> 50 100 15 200 250 300 350 '
Abundance #209566: Octacosane
57 15.20 15.40 15.60 15.80 16.00
m/z 55.10 22 .60%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 1éo 200 250 300 350 ' 1520 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110893.D

Aca On : 20 Nov 2018 14:44

Operator : JU/SJ

Sample : J5996-03

Misc :

ALS Vial : 9 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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.07 18.56 ng 317331 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2377 (16.068 min): BF110893.D (-2370) (-) m/z 57.05 100.00%
57
5000 85 ’ {
113
ﬂ1ﬁ9ﬁ9m2% 081 mmmmmmmm
T

o IR m/z 71.05 63.57%

m/z--> 50 1 150 200 250 300 350
Abundance #194493: Hexacosane
57
85

5000
1580 1600 16,20 1640
m/z 43.05 62.78%

29
LT ﬂ1}3‘1§1 169 197 225 253 295 323 367
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57

15.80 16. 00 16. 20 16.40

5000 85 m/z 85.05 48.61%
29 113 141
o UL L) 57,18 169 197 225 253 281 309 337 380
e L o N L e B A e e e e e o e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57 15. 80 16.00 16.20 16.40

m/z 55.05 24 .04%

113
200 | || |77, 141 160 197 225 267 295 365 393

L MLt St taihute

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\BF112018\
Data File : BF110893.D

Aca On : 20 Nov 2018 14:44

Operator : JU/SJ

Sample : J5996-03

Misc :

ALS Vial : 9 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 6
R.T. EstConc Area Relative to ISTD R.T.
16.59 10.43 ng 178446 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2466 (16.592 min): BF110893.D (-2460) (-) m/z 57.10 100.00%
57
113 LRI AR SR I
] J] 141 169 911 16.20 16.40 16.60 16.80 17.00
0....,....,....,....,....,.”.,....,....,...., m/z 71.05 59.80%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85 AR D BN SR BN
16 20 16. 40 16. 60 16 80 17. 00
m/z 43.00 59.15%
29 113 449
oL P 0 107 225 253 205303 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
o 16:20 16,40 16.60 16.80 17.00
5000 m/z 85.10 46.69%
29 113
oL I | /777,241 160 197 205 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460 !
Abundance #223851: Hentriacontane R R SRR e
57 16.20 16.40 16.60 16.80 17.00
m/z 55.05 21.08%
N \/\"—\/\A‘j\/\wm‘\
85
29 113 141
o ‘ ] BTy 169 197 225 253 280 309 351 379 407 436
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1,0 4(')0 ! 16 20 16. 40 16. 60 16 80 17. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112018\
Data File : BF110893.D

Aca On : 20 Nov 2018 14:44

Operator : JU/SJ

Sample : J5996-03

Misc :

ALS Vial : 9 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 Hentriacontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.21 3.85 ng 65838 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2571 (17.209 min): BF110893.D (-2565) (-) m/z 57.05 100.00%
57
5000 MV/\/LM
h a1 208 16,80 17.00 17.20 17.40 17.60
O ”...J'”.Ht”.“.”,”.w.”.“.”,”.w.”.“.”,”.. m/z 71.10 63.10%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223852: Hentriacontane
57
5000 LR DGR BN BRI B
mmﬂmﬂmﬂmnm
99 m/z 43.05 57.18%
. |1 1418 225 267 309 ;1 aa7
m/z--> 6 55 160 150 200 250 300 350 400 450 560 séo 660
Abundance #241527: Tetratetracontane
57
16,80 17.00 17.20 17.40 17.60
5000 m/z 85.05 42 .69%
97
o 141 183 225 267 309 351 393 463 505 561 603
m/z--> 6 55 160 1éo 200 250 300 350 400 450 560 séo 660
Abundance #202661: Heptacosane A ERE TR
57 16.80 17.00 17.20 17.40 17.60
m/z 56.00 21.90%
5000
99
ol 2641y M 183 225 267309 380
m/z--> c') 5'0 1(')0 1&'30 200 250 300 350 400 4&1;0 5(')0 5&'30 6(I)O 16.80 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\BF112018\
Data File : BF110893.D

Acq On : 20 Nov 2018 14:44

Operator : JU/SJ

Sample - J5996-03

Misc :

ALS Vial : 9 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... 2.24 7.7 ng 145590 1 6.94 377012 20.0
2-Pentanone, 4-hy... 5.18 3.8 ng 72345 1 6.94 377012 20.0
unknown6.71 6.71 91.2 ng 1719040 1 6.94 377012 20.0
Dotriacontyl hept... 13.93 5.6 ng 104048 5 14.13 373806 20.0
Heneicosane 14 .25 3.0 ng 56661 5 14.13 373806 20.0
Hexacosane 14.55 5.7 ng 106699 5 14.13 373806 20.0
Octacosane 14.87 9.7 ng 180749 5 14.13 373806 20.0
Pentacosane 15.22 15.8 ng 270332 6 15.66 342039 20.0
2-methyloctacosane 15.61 20.9 ng 357866 6 15.66 342039 20.0
Heptacosane 16.07 18.6 ng 317331 6 15.66 342039 20.0
Triacontane 16.59 10.4 ng 178446 6 15.66 342039 20.0
Hentriacontane 17.21 3.9 ng 65838 6 15.66 342039 20.0
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