LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109933.D

Aca On : 17 Oct 2018 21:15

Operator : JU/SJ

Sample : J5539-02

Misc :

ALS Vial : 11 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-BF101518.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 2.334 37 42 59 rvB 644251 895632 17.90% 1.916%
2 5.216 524 532 544 rBV 163043 215245 4 _.30% 0.460%
3 5.598 592 597 600 rBY 4851353 4588107 91.70% 9.815%
4 6.592 760 766 771 rBV 4328942 4904690 98.02% 10.492%
5 6.745 787 792 795 rBVY 5161361 4758578 95.10% 10.179%
6 6.975 828 831 835 rVB 1731627 1411527 28.21% 3.019%
7 7.133 854 858 861 rBY 4538249 3742517 74.80% 8.006%
8 7.539 921 927 930 rBVY 3202513 2948551 58.93% 6.307%
9 8.257 1045 1049 1053 rBvY 2008590 1763691 35.25% 3.773%
10 9.333 1227 1232 1235 rBvV 5898351 5003577 100.00% 10.703%

11 9.722 1295 1298 1301 rBV 721285 530817 10.61% 1.135%
12 10.016 1345 1348 1352 rBV 1850215 1725297 34.48% 3.691%
13 10.333 1397 1402 1411 rBV 90789 178187 3.56% 0.381%
14 10.804 1478 1482 1486 rBV 2489860 2296723 45.90% 4.913%
15 11.510 1598 1602 1605 rBV 1605229 1355503 27.09% 2.900%

16 12.015 1685 1688 1694 rBV 192267 206300 4.12% 0.441%

17 12.804 1819 1822 1827 rBV5 59124 81350 1.63% 0.174%
18 13.092 1867 1871 1874 rBV 3855214 3236072 64.68% 6.922%
19 13.310 1906 1908 1913 rVB 92437 84134 1.68% 0.180%
20 13.651 1964 1966 1968 rVB 99377 76501 1.53% 0.164%

21 13.974 2018 2021 2031 rBV2 454881 573840 11.47% 1.228%
22 14.151 2048 2051 2054 rBV 1423188 1245059 24.88% 2.663%
23 14.298 2073 2076 2079 rVB 240554 203170 4._.06% 0.435%
24 14.604 2125 2128 2133 rVB2 460887 477203 9.54% 1.021%
25 14.927 2179 2183 2186 rBV 462903 459342 9.18% 0.983%

26 15.280 2239 2243 2252 rVB 601470 792942 15.85% 1.696%
27 15.680 2306 2311 2318 rVB2 1328968 1895952 37.89%% 4_.056%

28 16.151 2386 2391 2397 rVB 412459 636878 12.73% 1.362%
29 16.692 2478 2483 2493 rVB2 234200 460563 9.20% 0.985%

Sum of corrected areas: 46747948
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109933.D

Aca On : 17 Oct 2018 21:15

Operator : JU/SJ

Sample : J5539-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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: BF109933.D

6.75

5000000 5.60
7.13
6.59

4000000

7.54
3000000

2000000 6.97

1000000

\\ﬁA_ %32 L \

e e | L

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF109933.D

5000000

4000000 13.09

3000000
10.80

2000000 8.26 10.02
11.51

1000000 9.72

h 10.33 12.02 1280 || 138

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: BF109933.D

5000000
4000000

3000000

2000000 14.15 15.68

1000000 13.97 1460 1493 15.28 615

14.30 16.69

rV 71—
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109933.D

Aca On : 17 Oct 2018 21:15

Operator : JU/SJ

Sample : J5539-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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.

2.33 12.69 ng 895632 1,4-Dichlorobenzene-d4 6.97
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 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 41 (2.328 min): BF109933.D (-37) (-) m/z 73.05 100.00%
74.0
5000 43.0
55.0 87.1
A
220 240  2.60
e e e 980 Tm/z 43.05  41.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000 SRR R
43.0 220 240  2.60
550 87.0 m/z 55.00 27.70%
29.0
”'P'”I”'W'”'mJ”I”'W'”'P'”I”'W'”'P'”I”'W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0 /\
Mo e 70 2h0 2k ok
5000 : m/z 87.10 25.04%
29.0
50 ||, ‘ | 97.0
miz--> 10 20 30 4'0 % 6 40 8 90 100 110 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- LA UL N |
73.0 220 240  2.60
m/z 41.05 12.86%
5000 56.0
43.0
27.0
T |}?'9|' "'I""I""I""I""I' 1..??.9. |"9§ P""I%%q 9|" Tt T
m/z--> 10 20 30 50 60 70 8 90 100 110 120 220 240  2.60

8270-BF101518.M Thu Oct 18 15:43:06 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109933.D

Aca On : 17 Oct 2018 21:15

Operator : JU/SJ

Sample : J5539-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 11

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

5.22 3.05 ng 215245 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 533 (5.222 min): BF109933.D (-524) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| 83.0 | 480 5.00 5.20 5.40 5.60
e ¥ 2 o XMV m/z 59.10 53.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A SR UL SRR
4.80 5.00 5.20 5.40 5.60
59.0 1010 m/z 58.10 17.51%
”I""I'??ﬁg"'””!:"I'“"I"quq"?ﬁ:g'I'":P:"I""I""I'”'I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
480 500 520 540 5.60
5000 m/z 101.10 17.19%
410 101.0
150 205 ||| | 710 830
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T BRam B
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.13%
5000 41.0
oA 7RO 1260 ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109933.D

Aca On : 17 Oct 2018 21:15

Operator : JU/SJ

Sample : J5539-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 unknown6.75 Concentration Rank 1

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

6.75 67.42 ng 4758580 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 793 (6.751 min): BF109933.D (-787) (-) m/z 132.00 100.00%
132.0
5000
68.1
960 IIIIIIIIIIIIIIIIIIIII
400 540 ‘ 6.40 6.60 6.80 7.00
..,....,....,....,....,.:..,.:In.'...'..,?‘?.9,..!.,.-:..,1.1.“?9,....,"...,.. m/z 134.00  34.15%
m/z--> 10 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
5000 LRI U L A

6.40 6.60 6.80 7.00
m/z 68.10 32.98%

31.0 51.0
SN N | S WU RN | NN 1 M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
.
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 20.62%
41.0 53.0 97.0 1170
“ ‘ 79.0 '
..“...,.”.,...q.h..ﬂ.h.,JJ;“..UJpH..,.J”,....“..L,.u.,‘t.q..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole B A
132.0 6.40 6.60 6.80 7.00
m/z 96.00 12.99%
5000
104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |
e e e e e e e e A REE e  ERRAREEEEE
m/z--> 10 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\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109933.D

Aca On : 17 Oct 2018 21:15

Operator : JU/SJ

Sample : J5539-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.02 3.04 ng 206300 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 1689 (12.021 min): BF109933.D (-1685) (-) m/z 73.00 100.00%

4 .0

5000

-

1571 1852 2132 R EREA R o e
' ' 256.2 11.80 12.00 12.20 12.40

m/z 43.00 92.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

%

1180 12,00 12.20 12.40
256.0 m/z 60.00 84 _49Y%

5000

157.0 1850 213.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid
73.0
B RREE B e s s S
43.0 11.80 12.00 12.20 12.40
5000 m/z 57.00 84.11%
129.0
%6.0 1710 2140
}iqywumeM muwnm,u”&.u.i.ln..”..”..”w.”w.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid e EBREmEE T S
43.0 | 73.0 11.80 12.00 12.20 12.40
m/z 41.00 78.77%
5000 129.0
185.0 241.0 284.0
M 207.0 '
il
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109933.D

Aca On : 17 Oct 2018 21:15

Operator : JU/SJ

Sample : J5539-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101518_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cycloeicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.97 9.22 ng 573840 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 98
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
4 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
Abundance Scan 2020 (13.968 min): BF109933.D (-2018) (-) m/z 57.10 100.00%
57.1
97.1
5000
39.19751 13.60 13.80 14.00 14.20
ol | ‘ LpLlst 2lel 2502 30623411 e 08 6ot
m/z--> 50 100 150 200 250 300 350 400
Abundance #127768: Cycloeicosane
54.0
97.0
5000 UL A UL SRR B
13.60 13.80 14.00 14.20
m/z 55.05 87.23%
l }390 182.0 224.0 2800
m/z--> 5 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.10 77.64%
[l ‘ 137, 0reP0 2380 2830 434.0
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #194196: Octadecyl trifluoroacetate i BT o e
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.05 71.54%
L ‘ ‘ 1390 150 2520 297.0 3480
m/z--> 50 100 1&'30 200 250 3(')0 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109933.D

Aca On : 17 Oct 2018 21:15

Operator : JU/SJ

Sample : J5539-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.30 3.26 ng 203170 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Hexacosane 366 C26H54 000630-01-3 86
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 2076 (14.298 min): BF109933.D (-2073) (-) m/z 57.10 100.00%
57.1
5000 \JMJJ\\~’N/ﬁ~JL~NvW/WJ\\Wﬂw
o7 14.00 14.20 14.40 1460
127 1 . . . )
ol J-, AL “ 01119392202 250.2 3012 852 | "msz 71.10 65.80%
m/z--> 50 100 150 200 250 300 350
Abundance #175559: Tetracosane
57.0
5000 L L SULLL L SRR
14. oo 14. 20 14. 40 14. 60
99.0 m/z 43.10 65.03%
27,0) J]ﬂlywlmoﬂm 338.0
m/z--> 55 160 150 200 250 360 3%0 '
Abundance #141426: Heneicosane
57.0
14.00 14.20 14.40 1460
5000 m/z 85.10 47 .27%
99.0
ani0) | | | | p4r0 183.0 225026602960
m/z--> 50 160 1%0 200 250 360 3%0 '
Abundance #215181: 2-methyloctacosane R R e R
57.0 14.00 14.20 14.40 14.60
m/z 55.00 23.35%
5000
99.0
270) | | | | | 1420 1830 2250 267.0 309.0 3650
m/z--> 55 160 1%0 260 250 300 3%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\BF101718\
Data File : BF109933.D

Aca On : 17 Oct 2018 21:15

Operator : JU/SJ

Sample : J5539-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Heptacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .60 7.67 ng 477203 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Tetracosane 338 C24H50 000646-31-1 93
3 Octadecane 254 C18H38 000593-45-3 91
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2127 (14.598 min): BF109933.D (-2125) (-) m/z 57.10 100.00%
51.1
5000
901 1420 14.40 14.60 14.80 15.00
41.1 : : : : :
ol L Lb i |y F41175.1207.0 0451 28733241 3714 4218 i u390 61 54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
51.0
5000 AR LN B I B
1420 14.40 14.60 14.80 15.00
m/z 71.10 59.90%
26,0 ,9301 141.0 1830 225.0 267.0 323.0 3800
m/z--> 50 100 150 200 250 300 350 400
Abundance #175558: Tetracosane
57.0
1420 14.40 14.60 14.80 15.00
5000 m/z 85.10 46.00%
99.0
m/z--> 50 100 1éo 260 250 360 350 400
Abundance #105885: Octadecane e o
57.0 14.20 14.40 14.60 14.80 15.00
m/z 41.05 22 .49%
5000
99.0
MJ \1yw1%MﬂﬁM0
m/z--> 50 100 150 200 250 300 350 400 14.20 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109933.D

Aca On : 17 Oct 2018 21:15

Operator : JU/SJ

Sample : J5539-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Tridecane, l-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14 .93 4.85 ng 459342 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 90
Abundance Scan 2184 (14.933 min): BF109933.D (-2179) (-) m/z 57.10 100.00%
57.1
5000
901 14.60 14.80 15.00 15.20
411 . . . .
ol LA Ly 2o 18312100 2071 26733233 a7i2 | ROt G g,
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 LN DL B B SR
14.60 14.80 15. oo 15. 20
28.0 m/z 43.10 55.56%
99.0 183.0
| ) 1410 T 310.0
m/z--> 55 160 1%0 260 250 300 3éo
Abundance #209566: Octacosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 50.91%
99.0
27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 160 150 200 250 360 3%0
Abundance #175558: Tetracosane R B R
57.0 14.60 14.80 15.00 15.20
m/z 55.10 19.99%
5000
99.0

L Llwﬁlwonmzmo%%mm

m/z--> 50 100 150 200 250 300 350 14.60 14. 80 15. 00 15. 20

8270-BF101518.M Thu Oct 18 15:43:13 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109933.D

Aca On : 17 Oct 2018 21:15

Operator : JU/SJ

Sample : J5539-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.28 8.36 ng 792942 Perylene-di12 15.68
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 Heneicosane 296 C21H44 000629-94-7 90
4 Tetracosane 338 C24H50 000646-31-1 87
5 Tricosane 324 C23H48 000638-67-5 87
Abundance Scan 2243 (15.280 min): BF109933.D (-2239) (-) m/z 57.10 100.00%

57.1
5000
%01 15.00 15,20 1540 15.60

141.2 : : : .

_— 11 Lo p 1831 22522852 2071 3374 3993 ny77 7110 63.80%

m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000 LA L L L L L L LB
15.00 15.20 15.40 15.60
990 m/z 43.10 59.16%
By “dywlwonmzmom% 367.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
R AR EEREE R
15.00 15.20 15.40 15.60
5000 m/z 85.10 47 .15%
99.0
270 | | 4 A 141.0 183.0 225.0 267.0 3230  380.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane A e
57.0 15.00 15.20 15.40 15.60
m/z 55.00 20.38%
5000
99.0
ZWJ]]JJFW1%OQM 296.0
m/z--> 50 100 150 200 250 300 350 400 15.00 15 20 15. 40 15 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101718\
Data File : BF109933.D

Acq On : 17 Oct 2018 21:15

Operator : JU/SJ

Sample - J5539-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101518_.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... 2.33 12.7 ng 895632 1 6.97 1411530 20.0
2-Pentanone, 4-hy... 5.22 3.0 ng 215245 1 6.97 1411530 20.0
unknown6.75 6.75 67.4 ng 4758580 1 6.97 1411530 20.0
n-Hexadecanoic acid 12.02 3.0 ng 206300 4 11.51 1355500 20.0
Cycloeicosane 13.97 9.2 ng 573840 5 14.15 1245060 20.0
Tetracosane 14.30 3.3 ng 203170 5 14.15 1245060 20.0
Heptacosane 14.60 7.7 ng 477203 5 14.15 1245060 20.0
Tridecane, l-iodo- 14.93 4.8 ng 459342 6 15.68 1895950 20.0
Hexacosane 15.28 8.4 ng 792942 6 15.68 1895950 20.0
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