LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109934.D

Aca On : 17 Oct 2018 21:42

Operator : JU/SJ

Sample : J5539-03

Misc :

ALS Vial : 12 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 2.316 34 39 49 rVB 594246 781686 14.58% 1.559%
2 5.216 528 532 539 rVB 201847 236776 4._.42% 0.472%
3 5.598 591 597 600 rBY 5076386 4979215 92.87% 9.932%
4 6.598 760 767 771 rBV 4713611 5361711 100.00% 10.695%
5 6.745 787 792 795 rBVY 5502965 5139729 95.86% 10.252%
6 6.975 828 831 835 rBVY 1687366 1384217 25.82% 2.761%
7 7.133 854 858 861 rBVY 4844091 4055980 75.65% 8.090%
8 7.539 922 927 930 rBY 3535483 3202185 59.72% 6.387%
9 8.257 1045 1049 1053 rBV 1944972 1668601 31.12% 3.328%
10 9.333 1228 1232 1235 rBV 6119116 5258484 98.07% 10.489%

11 9.721 1295 1298 1301 rBV 772612 559439 10.43% 1.116%
12 10.016 1345 1348 1352 rBV 1819553 1596807 29.78% 3.185%
13 10.804 1478 1482 1486 rBV 2670465 2590966 48.32% 5.168%
14 11.510 1598 1602 1604 rBV 1634784 1351544 25.21% 2.696%
15 11.533 1604 1606 1610 rVB 111851 91287 1.70% 0.182%

16 12.015 1684 1688 1691 rBvV2 170608 158738 2.96% 0.317%
17 12.727 1805 1809 1812 rBV 176410 152192 2.84% 0.304%
18 12.951 1842 1847 1850 rBV 151010 164977 3.08% 0.329%
19 13.092 1867 1871 1875 rBV 4366399 3988584 74.39% 7.956%
20 13.974 2018 2021 2033 rVB 512324 540726 10.08% 1.079%

21 14.151 2047 2051 2054 rBV 1645439 1541156 28.74% 3.074%
22 14.180 2054 2056 2060 rVB 73908 63340 1.18% 0.126%
23 14.298 2073 2076 2081 rBV 203851 185990 3.47% 0.371%
24 14.604 2125 2128 2137 rVB2 419701 517545 9.65% 1.032%
25 14.927 2179 2183 2192 rVB 384836 471086 8.79% 0.940%

26 15.003 2194 2196 2200 rVB 71449 70057 1.31% 0.140%
27 15.080 2206 2209 2212 rVB 86902 87455 1.63% 0.174%
28 15.221 2230 2233 2236 rBV 60639 83174 1.55% 0.166%

29 15.280 2239 2243 2246 rBV 470623 551425 10.28% 1.100%
30 15.680 2306 2311 2320 rBV2 1460027 2062546 38.47% 4.114%

31 16.150 2386 2391 2396 rBV 401085 580550 10.83% 1.158%
32 16.203 2397 2400 2409 rVB5 66463 113815 2.12% 0.227%
33 16.692 2478 2483 2490 rVB2 178180 339324 6.33% 0.677%
34 17.327 2587 2591 2599 rVB2 95345 203822 3.80% 0.407%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109934.D

Aca On : 17 Oct 2018 21:42

Operator : JU/SJ

Sample : J5539-03

Misc :

ALS Vial : 12 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\HPCHEM1I\BNA F\METHODS\8270-BF101518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 50135129
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109934.D

Aca On : 17 Oct 2018 21:42

Operator : JU/SJ

Sample : J5539-03

Misc :

ALS Vial : 12 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: BF109934.D

6000000
6.75

5.60
5000000 6.60 7.13

4000000
7.54
3000000

2000000 6.97

1000000

\\‘A 5.22
o7 = )
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: BF109934.D

6000000 9/33

5000000
13.09

4000000
3000000 10.80

8.26
2000000 10.02 1151

1000000 9.72
h 11.53 12.02 12.7312.95

r Nt

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: BF109934.D
6000000

5000000

4000000

3000000

2000000 14.15

15.68

1000000
14.60 14.93 . 16.15

ﬂ 141430 A*_"_%aan$

O — s e e

Time--> 13 50 14 OO 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 : BF109934.D

Aca On : 17 Oct 2018 21:42

Operator : JU/SJ

Sample : J5539-03

Misc :

ALS Vial : 12 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.

2.32 11.29 ng 781686 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 40
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 40 (2.322 min): BF109934.D (-34) (-) m/z 73.05 100.00%
3.0
5000 43.0
55.1 87.0

2 20 2.40 2.60
e prre e e et e | M7z 43.05 38.81%

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 SRS SERASEREE
43.0 220 240 260
55.0 87.0 m/z 55.10 27.73%
29.0 | |
"'I""I'"I:ll""'Il:'l"l""l'"'Il'l"I""I""I""I""I""I""
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 e T
220 2.40 260
5000 41.0 550 m/z 87.05 24 _.61%
29.0
S R R WP pPry)
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4-dimethyl- —

73.0 2 20 2. 40 2. 60
m/z 41.05 12._.47%

5000 55.0
43.0
27.0
15.0 . 850 980 1150

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109934.D

Aca On : 17 Oct 2018 21:42

Operator : JU/SJ

Sample : J5539-03

Misc :

ALS Vial : 12 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 9

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

5.22 3.42 ng 236776 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 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 533 (5.222 min): BF109934.D (-528) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 AR RS LA AN
| 83.0 | 480 5.00 520 5.40 5.60
R m/z 59.00 54 _.29%
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 AL LS UL I L
59.0 480 500 520 540 5.60
0
150 4, 1010 m/z 101.00 18.97%
R , 83.0 ,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
54.0
480 500 520 540 560
5000 41.0 m/z 58.00 17.07%
rerrereprereprree e B0 180 a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate e EEaasEanEE L
43.0 480 5.00 520 5.40 5.60
m/z 41.00 8.39%
5000
58.0
15.0 27.0 | 72.0 109,0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40 5.60

8270-BF101518.M Thu Oct 18 15:43:25 2018 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109934.D

Aca On : 17 Oct 2018 21:42

Operator : JU/SJ

Sample : J5539-03

Misc :

ALS Vial : 12 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 74.26 ng 5139730 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 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 793 (6.751 min): BF109934.D (-787) (-) m/z 132.00 100.00%
13p.0
5000
68.1
100 %0 oo | T o T
B m/z 134.00 35.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
13p.0
69.0
104.0
5000 LRI SR UL AU
6.40 6.60 6.80 7.00
310 510 m/z 68.10 33.48%
'"|'J'M!'“'l'“'h""w"'l"“l""w"'l"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
13p.0
640 6.60 680 7.00
5000 m/z 66.00 21.52%

104.0
66.0
270 51O "% ggp ‘

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #52379: Tranylcypromine-propionyl B B e

57.0 132.0 6.40 6.60 6.80 7.00
4.0 m/z 96.00 13.33%

116.0
5000 98.0

S O RN Y 1. Y1 Y |

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\BF101718\
Data File : BF109934.D

Aca On : 17 Oct 2018 21:42

Operator : JU/SJ

Sample : J5539-03

Misc :

ALS Vial : 12 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 5 n-Hexadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.02 2.35 ng 158738 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 25

Abundance Scan 1689 (12.021 min): BF109934.D (-1684) (-) m/z 43.00 100.00%

43.0 73.0
5000 .

157.1 Trrr[rrrryprrrr|yrrrr|rrri
185.1 11.80 12.00 12.20 12.40

m/z 73.00 96.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 ’
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

11.80 12.00 12.20 12.40

83.0 5
1570 1g50 2130 256.0 m/z 60.00 83.25%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0 11.80 12.00 12.20 12.40
5000 129.0 m/z 55.00 81.05%
171.0
[ ) L
...,.‘z..‘,“ AL HH I m R A N
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B LA E s B e B
43.0 73.0 11.80 12.00 12.20 12.40
m/z 41.05 76.39%
5000 129.0 VGML
15.0 \‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. OO 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109934.D

Aca On : 17 Oct 2018 21:42

Operator : JU/SJ

Sample : J5539-03

Misc :

ALS Vial : 12 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 7 Heptadecyl heptafluorobutyrate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.97 7.02 ng 540726 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 2020 (13.968 min): BF109934.D (-2018) (-) m/z 57.05 100.00%
57.0
97.1
5000 h J
NN UM BRI UGS
40.1 229 1 13.60 13.80 14.00 14.20
i | \ t dapl dsey U 2819 842 “m/z 55.05  94.020%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 AU UL SRR B
13.60 13.80 14.00 14.20
\ m/z 43.05 90.92%
LAy L, 190 2380 230 434,0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194196: Octadecy! trifluoroacetate
57.0
970 13.60 13.80 14.00 14.20
5000 m/z 83.10 80.47%
LU L1390 1520 2520 2070 348.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester R e
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.05 72 .90%
L 11%1*0 20 5100 2520 2970 448.0
m/z--> 50 1(')0 150 200 250 300 350 400 450 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 : BF109934.D

Aca On : 17 Oct 2018 21:42

Operator : JU/SJ

Sample : J5539-03

Misc :

ALS Vial : 12 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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.30 2.41 ng 185990 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Tetracosane 338 C24H50 000646-31-1 87
3 2-methviltetracosane 352 C25H52 1000376-72-6 87
4 2-methvloctacosane 408 C29H60 1000376-72-8 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2076 (14.298 min): BF109934.D (-2073) (-) m/z 57.10 100.00%
57.1
5000 *”_,J\_V_M%,WJN,WA_NA,A\Nﬁmﬂ
901 14.00 14.20 14.40 14.60
141 1 : : : :
oL LAy 2 10722301 2m20 3201 T a3Ti0 0 64l is%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 L DL SULRULE B SR
14.00 14.20 14.40 14.60
m/z 71.10 60.97%
27,0| . ‘ “ L 141. 0. 183 0 2250 267.0 309.0 351.0380.0
m/z--> 50 100 15 200 250 300 350
Abundance #175557: Tetracosane
57.0
14.00 14.20 14.40 14.60
5000 m/z 85.10 48.17%
9.0
27,0 I Ly 1410‘ 183.0 225.0 267.0 309.0338.0
m/z--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane B
57.0 14.00 14.20 14.40 14.60
m/z 55.05 29.92%
5000
99.0
2o } | M L1400 1830 2250 2670 3090 S
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109934.D

Aca On : 17 Oct 2018 21:42

Operator : JU/SJ

Sample : J5539-03

Misc :

ALS Vial : 12 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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .60 6.72 ng 517545 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 92
2 Tricosane 324 C23H48 000638-67-5 91
3 Hexatriacontane 507 C36H74 000630-06-8 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 2127 (14.598 min): BF109934.D (-2125) (-) m/z 57.05 100.00%

5000

14.20 14.40 14.60 14.80 15.00
m/z 71.10 63.39%

141.1

215.1 284.2324.1
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #83023: Hexadecane
57.0
5000 | NI LI L L LB LB L
14.20 14.40 14.60 14.80 15.00
00 m/z 43.10 62.37%
18.0 |, 141.0183.0 226.0
L B o e e o o o o B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #164578: Tricosane

14.20 14.40 14.60 14.80 15.00
m/z 85.10 40.77%

5000

324.0
141.0183.0 925.0267.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane R e
14.20 14.40 14.60 14.80 15.00

m/z 55.00 23.93%

5000

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
I o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BF109934.D

Aca On : 17 Oct 2018 21:42

Operator : JU/SJ

Sample : J5539-03

Misc :

ALS Vial : 12 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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.93 4.57 ng 471086 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 90
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2184 (14.933 min): BF109934.D (-2179) (-) m/z 57.10 100.00%
51.1
5000 85.1
LI ey 1 mosss sy s momo
ol b | Py S D s Y m/z 71.10 65.93%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 R AR SR AR B
85.0 mmmmmmmm
29.0 m/z 43.10 59.47%
| \ | | [130141.0160.0197.0225.0253.0282.0
m/z--> 55 160 1%0 200 250 300 3%0
Abundance #152416: Tridecane, 1-iodo-
57.0
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.10 47 . 77%
28.0
183.0
| ‘ || MBO 185077 3100
m/z--> 55 160 150 200 2%0 360 3%0
Abundance #194493: Hexacosane LI L L BB B N B
57.0 14.60 14.80 15.00 15.20
m/z 41.10 20.96%
5000 85.0
290 ‘ | ﬂf?9}4}0;690191022502530 295.0323.0  367.0
m/z--> 5'0 100 1&1;0 2(')0 2&1,0 3(')0 3&1,0 14|60 14. 80 15. oo 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109934.D

Aca On : 17 Oct 2018 21:42

Operator : JU/SJ

Sample : J5539-03

Misc :

ALS Vial : 12 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 Hexadecane, l-iodo- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.28 5.35 ng 551425 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l-iodo- 352 C16H33l1 000544-77-4 93
2 Octacosane 394 C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2243 (15.280 min): BF109934.D (-2239) (-) m/z 57.10 100.00%
57.1
5000
9ot 15.00 15.20 15.40 15.60
141.2 : : : :
A DAy 2412 1831 22532579 2950 3373 o110 64.57%
m/z--> 50 100 150 200 250 300 350
Abundance #184946: Hexadecane, 1-iodo-
57.0
5000 L S B I IR
mmmmmmmm
99.0 295.0 m/z 43.05 57.96%
141.0
T e TN 1 N
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.10 47 .29%
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 #194493: Hexacosane il i s
57.0 15.00 15.20 15.40 15.60
m/z 55.05 22 .47%
5000
99.0
L i_]lg | ; 1410 183.0 2250 267.0 309.0  367.0
m/z--> 55 160 1%0 200 250 300 3éo ' 15.00 1520 1540 1560

8270-BF101518.M Thu Oct 18 15:43:31 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109934.D

Aca On : 17 Oct 2018 21:42

Operator : JU/SJ

Sample : J5539-03

Misc :

ALS Vial : 12 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 12 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.15 5.63 ng 580550 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2391 (16.150 min): BF109934.D (-2386) (-) m/z 57.10 100.00%
57.1
2% }kvﬂwdxﬁ,vN/\mw_vvw,VQW_
|99 1 15,80 16.00 16.20 16.40
141.1 . . .
Sy B 1832 2252 26612051 332 n T 110 62,170
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 AR U UG B
15. 80 16. 00 16. 20 16.40
99.0 m/z 43.05 55.43%
|.| Iy, 140 183.0 2250 267.0 309.0 _ 367.0
m/z--> 55 160 1%0 200 250 300 3éo
Abundance #185533: Pentacosane
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.10 48.01%
mﬂ] lJlMORWZ%O%m3w0%M
m/z--> 50 100 150 260 250 300 3éo
Abundance #209566: Octacosane S B R e
57.0 15.80 16.00 16.20 16.40
m/z 55.05 20.09%
N M
99.0
27,0 ] Ly 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 200 250 360 3éo ' 1580 1600 1620 1640 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101718\
Data File : BF109934.D

Aca On : 17 Oct 2018 21:42

Operator : JU/SJ

Sample : J5539-03

Misc :

ALS Vial : 12 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 13 2-methyloctacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.69 3.29 ng 339324 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octadecane 254 C18H38 000593-45-3 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
Abundance Scan 2483 (16.692 min): BF109934.D (-2478) (-) m/z 57.05 100.00%
57.0
5000 b\j\\#«,\
sad 16.40 16.60 16.80 17.00
411 : : : :
ALy fept 1ss2 2260 gesaseri e Rt 65 S,
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 LI IUULILN BRI SULR BURR
16,40 16.60 16.80 17.00
99.0 m/z 43.10 56.92%
2m|jjﬂd“m1%02m2mom% 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #48854: Dodecane, 2-methyl-
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.10 52.09%
99.0 141.0
27,0
Iltllwlll‘!llljllnllhl |!18|4|0|||| ———r T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane e  RRRRS BEm s
57.0 16.40 16.60 16.80 17.00
m/z 55.05 22 .90%
- A“*”kvaW\wam\wNWMMWfkmmw\
99.0
2no] | | | J | 1410 1830 2250 26602960
m/z--> 50 100 150 200 250 300 350 ' 16,40 16.60 16.80 17.00

8270-BF101518.M Thu Oct 18 15:43:33 2018 Page: 14



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101718\
Data File : BF109934.D

Acq On : 17 Oct 2018 21:42

Operator : JU/SJ

Sample - J5539-03

Misc :

ALS Vial : 12 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.32 11.3 ng 781686 1 6.97 1384220 20.0
2-Pentanone, 4-hy... 5.22 3.4 ng 236776 1 6.97 1384220 20.0
unknown6.75 6.75 74.3 ng 5139730 1 6.97 1384220 20.0
n-Hexadecanoic acid 12.02 2.4 ng 158738 4 11.51 1351540 20.0
Heptadecyl heptaf... 13.97 7.0 ng 540726 5 14.15 1541160 20.0
Heptacosane 14.30 2.4 ng 185990 5 14.15 1541160 20.0
Hexadecane 14.60 6.7 ng 517545 5 14.15 1541160 20.0
Eicosane 14.93 4.6 ng 471086 6 15.68 2062550 20.0
Hexadecane, 1l-iodo- 15.28 5.3 ng 551425 6 15.68 2062550 20.0
Hexacosane 16.15 5.6 ng 580550 6 15.68 2062550 20.0
2-methyloctacosane 16.69 3.3 ng 339324 6 15.68 2062550 20.0
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