LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF070617\

Data File : BF096539.D

Acq On 6 Jul 2017 17:59 Instrument :
Operator : SJ/MA ?:'I\:gﬁ't:Sam ol
3?22'6 i 13999-02 sszrmcoap
ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 height area % max. total
1 4.910 474 480 490 rBV 389018 576098 18.56% 2.000%
2 5.334 547 552 555 rBV 2857847 2929366 94.39% 10.172%
3 6.357 720 726 729 rBV 2893805 3103368 100.00% 10.776%
4 6.487 743 748 751 rBV 3115139 2968551 95.66% 10.308%
5 6.710 783 786 790 rBV 769252 687247 22.15% 2.386%
6 6.869 809 813 817 rBV 2190909 2088224 67.29% 7.251%
7 7.275 876 882 885 rBVY 1855608 1773197 57.14% 6.157%
8 7.381 894 900 903 rBv2 37624 44895 1.45% 0.156%
9 7.992 1000 1004 1008 rBV 1113520 1001342 32.27% 3.477%
10 8.604 1104 1108 1110 rBV 38840 34896 1.12% 0.121%
11 9.075 1183 1188 1191 rBV 3133289 2894940 93.28% 10.052%
12 9.169 1199 1204 1208 rBV2 86161 78749 2.54% 0.273%
13 9.333 1227 1232 1239 rBV6 21607 37090 1.20% 0.129%

14 9.469 1251 1255 1257 rBV 707673 588578 18.97% 2.044%
15 9.692 1291 1293 1298 rBV 132608 122112 3.93% 0.424%

16 9.751 1298 1303 1306 rBV 931235 909893 29.32% 3.159%

17 9.957 1335 1338 1341 rVB3 39047 40325 1.30% 0.140%
18 10.016 1346 1348 1352 rVB2 38066 35356 1.14% 0.123%
19 10.163 1370 1373 1375 rBV2 40650 37236 1.20% 0.129%

20 10.192 1375 1378 1381 rVB 169031 135317 4_36% 0.470%

21 10.416 1411 1416 1420 rBV 60158 80940 2.61% 0.281%
22 10.533 1432 1436 1440 rBV 1342842 1256169 40.48% 4.362%
23 10.669 1455 1459 1468 rVB 182285 255659 8.24% 0.888%
24 11.116 1532 1535 1538 rBV2 126693 121060 3.90% 0.420%

25 11.145 1538 1540 1544 rVB 73504 62093 2.00% 0.216%
26 11.227 1551 1554 1557 rBV 790752 679982 21.91% 2.361%
27 11.251 1557 1558 1561 rVB 101482 62528 2.01% 0.217%
28 11.304 1561 1567 1570 rBV2 68844 74734 2.41% 0.259%
29 11.539 1604 1607 1609 rBV 97937 74706 2.41% 0.259%
30 11.763 1642 1645 1649 rVB2 37357 41668 1.34% 0.145%
31 11.804 1649 1652 1655 rVB3 34226 35204 1.13% 0.122%
32 11.839 1655 1658 1660 rBV2 51328 57802 1.86% 0.201%
33 11.945 1674 1676 1679 rBV 91150 72066 2.32% 0.250%
34 12.280 1730 1733 1736 rBV2 53605 63684 2.05% 0.221%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF070617\

Data File : BF096539.D

Acq On 6 Jul 2017 17:59 Instrument :
Operator : SJ/MA gmgigamlem'
3?22'6 i 13999-02 sszrmcoap
ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.339 1740 1743 1745 rVB 116374 108394 3.49% 0.376%

36 12.439 1757 1760 1763 rVB 256846 220808 7.12% 0.767%
37 12.663 1793 1798 1802 rBV 214108 263758 8.50% 0.916%
38 12.704 1802 1805 1813 rVB 143832 196579 6.33% 0.683%
39 12.816 1820 1824 1828 rBV 1890296 1922178 61.94% 6.674%
40 13.063 1863 1866 1870 rVB 183649 159682 5.15% 0.554%

41 13.104 1870 1873 1876 rBV3 49355 64326 2.07% 0.223%
42 13.263 1897 1900 1903 rBV5 51264 75741 2.44% 0.263%
43 13.404 1921 1924 1927 rVB 163502 133779 4_.31% 0.465%
44 13.721 1974 1978 1985 rBV3 246275 390374 12.58% 1.355%
45 13.863 1997 2002 2005 rBV2 820293 862773 27.80% 2.996%

46 14.051 2031 2034 2037 rVB 171104 153376 4.94% 0.533%
47 14.357 2083 2086 2088 rBVY 152102 154156 4._.97% 0.535%
48 14.651 2133 2136 2142 rBVY 185690 233653 7.53% 0.811%
49 14.968 2188 2190 2197 rVB2 182656 213230 6.87% 0.740%
50 15.280 2239 2243 2246 rBV 403647 453968 14.63% 1.576%

51 15.739 2318 2321 2325 rVB 129839 167516 5.40% 0.582%

Sum of corrected areas: 28799366
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096539.D

Acq On : 6 Jul 2017 17:59

Operator : SJ/MA

Sample - 13999-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF096539.D
3000000 533 6.36[49

2500000
6.87

2000000 797
1500000
1000000
6.71

500000 491

O L L

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: BF096539.D

3000000 9{07

2500000

2000000 1282

1500000 10.53

7.99

1000000
9.47

500000

9.6

8.60 9179 33 r

A DA o JAY \ AV
O e e e e e e

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF096539.D

3000000

2500000

2000000

1500000

13.86
1000000 15.28

14.65 14.97

3.72|| 14.05 14.36

500000

O

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096539.D

Acq On : 6 Jul 2017 17:59

Operator : SJ/MA

Sample - 13999-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.91 16.77 ng 576098 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
4 3-Hexanol 102 C6H140 000623-37-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 480 (4.910 min): BF096539.D (-474) (-) m/z 43.00 100.00%
43
5000 %9
101 IR LR UL R
460 4.80 5.00 5.20
e 3l 839 &8 | h/z 59.10  51.54%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.10 14 .89%
15 31 101
\ 25 70 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520
5000 41 m/z 58.00 13.68%
31
69 87
15 53 98
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- R ma e e e
59 460 4.80 5.00 5.20
m/z 41.10 8.45%
5000
a1 101
15 \3\1 \‘H 53\\\“ 69 83
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096539.D

Acq On : 6 Jul 2017 17:59

Operator : SJ/MA

Sample - 13999-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 2 unknown6.49 Concentration Rank 1

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

6.49 86.39 ng 2968550 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.492 min): BF096539.D (-743) (-) m/z 132.00 100.00%
32
5000
68
96 e e 6 k0 ARY
40 ,_ 54 ‘ 75 104 6.20 6.40 6.60 6.80
..,....,....,....:'.'.‘.‘7.,....??.I.'....,..5??,..!.,.:..,....,....,"...,.. m/z 134.00 33.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR S SRS
6.20 6.40 6.60 6.80
78 m/z 68.10 29.72%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 18.92%
41 97
53 2 117
34 60 89 105 124
mewmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R maa i B
132 6.20 6.40 6.60 6.80

m/z 96.00 12.87%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096539.D

Acq On : 6 Jul 2017 17:59

Operator : SJ/MA

Sample - 13999-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 4 Tridecane Concentration Rank 16

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

9.69 2.68 ng 122112 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 86
4 Octadecane 254 C18H38 000593-45-3 78
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 72

Abundance Scan 1293 (9.692 min): BF096539.D (-1291) (-) m/z 57.00 100.00%
57
5000
85
J } 13 141 9.110 9.60 9.80 10.00
b L m/z 43.00 79.09%
m/z--> 50 100 150 200 250 300 350
Abundance #48831: Tridecane
57
5000 IR AR R RN R
9.40 9.60 9.80 10.00
29 85 m/z 71.10 46.99%
‘\‘ ! ‘ \‘ w\‘ 113 141 184
m/z--> éo 160 1%0 200 250 360 3%0 '
Abundance
57
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—
9.40 9.60 9.80 10.00
5000 m/z 41.10 32.96%
85
29
113 141 169 197 226
m/z--> éo 160 150 200 2%0 360 3%0 '
Abundance #205394: Silane, trichlorooctadecyl- S A B e B
57 9.40 9.60 9.80 10.00
m/z 85.10 30.60%
5000
85
29
113 135
“‘ 1 | 4" I155175 203 231 250 303 331 357 386 A,“ﬂﬂJkAAJMAW&VwVNvﬂAWmJ
m/z--> éo 100 1%0 260 250 360 3%0 ' I0 9%0 980 1050
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096539.D

Acq On : 6 Jul 2017 17:59

Operator : SJ/MA

Sample - 13999-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 5 Dodecane, 3-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.19 2.97 ng 135317 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane, 3-methyl- 184 C13H28 017312-57-1 72
2 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 72
3 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 59
4 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 59
5 Tridecane 184 C13H28 000629-50-5 53
Abundance Scan 1378 (10.192 min): BF096539.D (-1375) (-) m/z 57.10 100.00%
57
5000 71
4 85
113 9.80 10.00 10.20 10.40 10.60
.,....',':..|,.."..,-.‘...J,....,1.?7..}??..}??..,....,....,.... g || M/z 43.10 70 78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48848: Dodecane, 3-methyl-
57
5000 SRR UMRRR BN IR R
4 71 9.80 10.00 10.20 10.40 10.60
85 m/z 71.05 38.91%

i ‘ L sy 5y

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance
57
T T T
9.80 10.00 10.20 10.40 10.60
5000 41 85 m/z 41.05 30.60%
41
2 112 141 475103
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl- R A RAEEREREEEE
57 9.80 10.00 10.20 10.40 10.60
m/z 85.10 29.28%
71
5000
4
85
I ‘ 113 141155 183197211226 253 281296
e e e e e e T e e AR B nia L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 980 10. 00 10 20 10.40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096539.D

Acq On : 6 Jul 2017 17:59

Operator : SJ/MA

Sample - 13999-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 6 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.67 7.52 ng 255659 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
4 Tridecane 184 C13H28 000629-50-5 87
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 86
Abundance Scan 1459 (10.669 min): BF096539.D (-1455) (-) m/z 57.05 100.00%
g7
5000
85
3 113 169 10.40 10.60 10.80 11.00
,...-.,|.J--'l...lf”...?9?....,....,.... m/z 43.05 68.21%
m/z--> 0 50 100 150 200 250 300
Abundance #175557: Tetracosane
57
5000 85 L L BULILN BRI UL
mmmmmmnm
29 m/z 71.10 47 .20%
DL M3 e 169 107 225 253 gg1 300 338
m/z--> 6 §o 160 150 200 250 360
Abundance
57
10.40 10.60 10.80 11.00
5000 85 m/z 85.10 32.82%
29
U3 141 169 197 225 253 296
m/z--> 6 §o 160 150 200 2%0 360
Abundance #48851: Dodecane, 2-methyl- Ll R B e
43 10.40 10.60 10.80 11.00
m/z 41.05 29.66%
5000 n
99 141
Izllzéi\l “:!:":“l |J||ﬂ Ile\lgll ———r — S EREREREE RS
m/z--> 0 50 100 150 200 250 300 10 40 10. 60 10 80 11. oo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096539.D

Acq On : 6 Jul 2017 17:59

Operator : SJ/MA

Sample - 13999-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.12 3.56 ng 121060 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Hexadecane 226 C16H34 000544-76-3 86
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 86
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 1536 (11.122 min): BF096539.D (-1532) (-) m/z 57.10 100.00%
57
43

5000

10.80 11.00 11.20 11.40
m/z 43.10 72.83%

99

113127141 155 171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48834: Tridecane
a3 %7
71
5000 85 LA L L L L L L LB L |
10.80 11.00 11.20 11.40
29 m/z 71.05 47 .86%
e J L Tueiiesig it
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
T e
10.80 11.00 11.20 11.40
5000 71 m/z 85.10 34.15%
85
29
99 113127141 155169183197 226
e e i AN St S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100330: 2-Bromo dodecane i B o Lt e
57 10.80 11.00 11.20 11.40
m/z 184.00 32.38%
43 71
5000 85
29 9
113 169
ST e (AN 7' 0 B PGPSO W | G
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096539.D

Acq On : 6 Jul 2017 17:59

Operator : SJ/MA

Sample - 13999-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 9 2-Bromo dodecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.54 2.20 ng 74706 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Heneicosane 296 C21H44 000629-94-7 86
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 83
4 Docosane 310 C22H46 000629-97-0 83
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 1607 (11.539 min): BF096539.D (-1604) (-) m/z 57.00 100.00%
57
5000
4 85 Unn it g i
| 113 11.20 11.40 11.60 11.80

155
....,....i'...-|,..":.,.~...',...'.,1..2.9.,.... s e M/z 43.10  63.00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #100330: 2-Bromo dodecane
57
5000 85 LA L L L L B |
4 11.20 11.40 11.60 11.80
m/z 71.10 49.13%
‘ 113 169
S < NS SO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
R R e R NERE L s s
11.20 11.40 11.60 11.80
5000 M 85 m/z 85.05 33.61%
15 U3 141 169 197 225 253268 296
mmwmmwwwwwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83031: Tridecane, 5-propyl- LAl e ma B
57 11.20 11.40 11.60 11.80
m/z 41.00 26.40%
5000 4
85
112
L L | T12714p 168183168 226
e e b e e e e e e e e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.20 11.40 11.60 11.80

8270-BF070117.M Mon Jul 10 00:58:20 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096539.D

Acq On : 6 Jul 2017 17:59

Operator : SJ/MA

Sample - 13999-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 10 Eicosane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.95 2.12 ng 72066 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tetracosane 338 C24H50 000646-31-1 86
4 Tetradecane, l-i1odo- 324 C14H29l 019218-94-1 80
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 1677 (11.951 min): BF096539.D (-1674) (-) m/z 57.10 100.00%
57
5000 85 k“ﬂ
L e i o o
113 11.60 11.80 12.00 12.20
207
...,...?,...I,..'..,!..:',..4.,.?5??.??.‘,‘.1.7..1,1.?9,.... e || M/z 43.05  68.85%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #129492: Eicosane
57 LW
5000 LN B SURELE UL S
85 11. 60 11. 80 12. 00 12.20
29 m/z 71.05 51.39%
‘ ‘ || 18 141 ge9 107 225 253 282
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 350 34'10
Abundance
57
11'60 11.80 12.00 12.20
5000 m/z 85.10 39.31%

85

29
113 141 19 212

mﬁwﬁw‘wﬁrwwwﬁwﬁwﬁmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane AN REmaE T
57 11.60 11.80 12.00 12.20

m/z 41.00 26.18%

5000 85

29

\ M8 141 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11. 60 11. 80 12. 00 12 20

8270-BF070117.M Mon Jul 10 00:58:21 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096539.D

Acq On : 6 Jul 2017 17:59

Operator : SJ/MA

Sample - 13999-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 11 Dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.34 3.19 ng 108394 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Eicosane 282 C20H42 000112-95-8 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Undecane, 2-methyl- 170 C12H26 007045-71-8 80
Abundance Scan 1743 (12.339 min): BF096539.D (-1740) (-) m/z 57.10 100.00%
57
5000 85
111 140 206 12.00 12.20 12.40 12.60
—_— J A, 109, 7225 m/z 43.05  65.42%
m/z--> 50 100 150 200 250 300 350
Abundance #38318: Dodecane
57
5000 IUNNUMUNUER AR IR
85 12.00 12.20 12.40 12.60
29 ‘ m/z 71.10 55.66%
..d.jw“.¢.‘.k1}?.1?ﬁ }Tq e —
m/z--> 50 100 150 200 250 300 350
Abundance
57
12.00 12.20 12.40 12.60
5000 m/z 85.05 39.43%
85
29
113 141 169 197 225 253 282
m/z--> §0 160 1%0 260 2éo 360 3%0 '
Abundance #209566: Octacosane A B R
57 12.00 12.20 12.40 12.60
m/z 55.00 32.87%
5000 85
29 113
1 ] |l ) y7y°, 141 169 197 225 253 281 309 337 365 394
m/z--> §0 160 1%0 260 2éo 360 3éo ' 12!00 12fzo 12!40 12feo

8270-BF070117.M Mon Jul 10 00:58:22 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096539.D

Acq On : 6 Jul 2017 17:59

Operator : SJ/MA

Sample - 13999-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 12 Tridecane, 3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

13.06 3.70 ng 159682 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane, 3-methyl- 198 C14H30 006418-41-3 64
2 Heptadecane 240 C17H36 000629-78-7 58
3 Hexadecane 226 C16H34 000544-76-3 53
4 Octacosane 394 C28H58 000630-02-4 53
5 Dodecane, 1-iodo- 296 C12H251 004292-19-7 50

Abundance Scan 1866 (13.063 min): BF096539.D (-1863) (-) m/z 57.10 100.00%

g7
5000

216 12.80 13.00 13.20 13.40

141 169 196 240255

0 m/z 43.10 57.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59894: Tridecane, 3-methyl-
41 57
5000 LIS L L L LB L B

12.80 13.00 13.20 13.40
85 m/z 71.10 47.42%

|- M3 140 169 g

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance

57

12.80 13.00 13.20 13.40

m/ 85.10 37 .91%
5000 4 85 z |

113 141 169 196211 240
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #83025: Hexadecane R B R
57 12.80 13.00 13.20 13.40
m/z 41.00 23.13%
5000
4 85
24 L |, | 113 141 169184 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 80 13. 00 13. 20 13.40

8270-BF070117.M Mon Jul 10 00:58:23 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096539.D

Acq On : 6 Jul 2017 17:59

Operator : SJ/MA

Sample - 13999-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 13 Heptacosane Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.40 3.10 ng 133779 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 80
2 Tridecane, l-iodo- 310 C13H271 035599-77-0 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 80
5 Eicosane 282 C20H42 000112-95-8 80

Abundance Scan 1923 (13.398 min): BF096539.D (-1921) (-) m/z 57.10 100.00%
g7
5000 85
113134 182 215235255273 13.00 13.20 13.40 13.60 13.80
...J, Liisgass 182 2i2ssaee2rs | Wz 43.10  64.29%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 UM DAL A I
85 1300 13.20 13.40 13.60 13.80
m/z 71.05 55.76%
290 us 141 160 107 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
13.00 13.20 13.40 13.60 13.80
5000 85 m/z 85.10 37.33%
28
113 155 183 310
m/z--> " 50 100 150 200 250 300 350
Abundance #83023: Hexadecane L o
57 13.00 13.20 13.40 13.60 13.80
m/z 55.00 23.50%
5000 85
29
m/z--> 50 100 150 200 250 300 350 1300 13.20 13.40 13.60 13.80

8270-BF070117.M Mon Jul 10 00:58:24 2017

Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096539.D

Acq On : 6 Jul 2017 17:59

Operator : SJ/MA

Sample - 13999-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 14 Heptafluorobutyric acid, he... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.72 9.0 ng 300374  Chrysene-di2 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 91
3 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91

Abundance Scan 1978 (13.721 min): BF096539.D (-1974) (-) m/z 57.10 100.00%
57
83
5000
1 Trryrrrryprrrryrrrryrrrro
139 178 212 260281 13.40 13.60 13.80 14.00
...',-] l..,....,..?3:7,....,....,....,... m/z 43.10 79.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57
5000 LA L L L L L L L BB
13 40 13. 60 13. 80 14. 00
29 125 m/z 55.05 73.27%
RITTNVNE St
m/z--> 50 200 250 300 350 400
Abundance
57
97 R e e R ERmann
13.40 13.60 13.80 14.00
5000 m/z 83.10 56.89%
125
29
154 182 224 252 297 348
L e B e L B o e B e B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester B e A EEmEEmma
57 13.40 13.60 13.80 14.00
m/z 97.10 55.19%
5000
29 125
|, \{ 154 182 210 238 283 384
ey B o o o e o IR i e S  REREE e
m/z--> 50 5 200 250 300 350 400 13 40 13. 60 13. 80 14. 00

8270-BF070117.M Mon Jul 10 00:58:25 2017

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096539.D

Acq On : 6 Jul 2017 17:59

Operator : SJ/MA

Sample - 13999-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 15 Heneicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .05 3.56 ng 153376 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 98
2 Eilcosane 282 C20H42 000112-95-8 95
3 Tricosane 324 C23H48 000638-67-5 83
4 1-lodoundecane 282 C11H23l 004282-44-4 81
5 Tetracosane 338 C24H50 000646-31-1 74
Abundance Scan 2034 (14.051 min): BF096539.D (-2031) (-) m/z 57.10 100.00%
57
5000 85
4 e o S
113 141 217 13.80 14.00 14.20 14.40
...,....i|'...,.."..,!...'1,..9.,.1...,-....,1.‘?9.,..1.?6.... 2p3254 2771296 824 "m/z 43.10 59.57%
m/z--> mmmmmmmmmmmmmmmm
Abundance #141426: Heneicosane
57
85
5000 LI BRI B BULLILN U
Bmmmmmmm
m/z 71.10 47 .14%
29
| “ DL P s 160 197 25 a53 206
m/z--> %&&%mmmmmmmmmmmﬁ
Abundance
57
" 13.80 14.00 14.20 14.40
5000 85 m/z 85.10 40.30%
29

113 141 169 197 225 253 282
mmmmmﬁfmm
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #164579: Tricosane I a  BREEEEES B
57 13.80 14.00 14.20 14.40
m/z 55.00 20.53%
5000 85
29 113 141 324
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.80 14. OO 14. 20 14.40

8270-BF070117.M Mon Jul 10 00:58:25 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096539.D

Acq On : 6 Jul 2017 17:59

Operator : SJ/MA

Sample - 13999-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 16 3,5-Dimethyldodecane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.36 3.57 ng 154156 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-Dimethyldodecane 198 C14H30 107770-99-0 87
2 Tridecane, l-iodo- 310 C13H271 035599-77-0 87
3 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Octacosane 394 C28H58 000630-02-4 83

Abundance Scan 2087 (14.363 min): BF096539.D (-2083) (-) m/z 57.10 100.00%
g7
5000
85
]_4]_ 187 222244 285 313 341 14.00 14.20 14.40 14.60
””|| J.HJJI”I." 1 bt 265 TR S m/z 43.10 70.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #59888: 3,5-Dimethyldodecane
57
5000 N SRR BB UL BRI B
85 14.00 14.20 14.40 14.60
29 m/z 71.10 40.48%
Ll 126 169 46
m/z--> 50 160 150 200 250 300 350 400
Abundance
57
14,00 14.20 14.40 14.60
5000 85 m/z 85.10 35.09%
28
113 155 183 310
mz-> 50 100 150 200 250 300 350 400
Abundance #217413: Heptacosane, 1-chloro- I B o
57 14.00 14.20 14.40 14.60
m/z 55.00 29.83%
5000 85
29
g ‘U N 141162183 211 239 273 301322343 371 414
m/z--> 50 100 1&1,0 200 250 300 350 400 14.00 14.20 14.40 14.60

8270-BF070117 .M

Mon Jul 10 00:58:26 2017

Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096539.D

Acq On : 6 Jul 2017 17:59

Operator : SJ/MA

Sample - 13999-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 17 Hexacosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.65 10.29 ng 233653  Perylene-di2 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hexacosane 366 C26H54 000630-01-3 93

2 Nonadecane 268 C19H40 000629-92-5 90
3 Tetracosane 338 C24H50 000646-31-1 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 2136 (14.651 min): BF096539.D (-2133) (-) m/z 57.10 100.00%
57
5000 85
3 I 113 141 253 14.40 14.60 14.80 15.00
Ol el A7 101183204 226 253274203 S23344 312 Tnzz 43.10  63.94%
m/z--> 50 100 150 200 250 300 350
Abundance #194495:; Hexacosane
57
5000 85 LA L L L L L LB
14.40 14.60 14.80 15.00
- 13 m/z 71.10 52.31%
141 366
AT e o7 225 258 ae 309 gy T
m/z--> 50 100 150 200 250 300 350
Abundance
57
R B o e o
14.40 14.60 14.80 15.00
5000 85 m/z 85.10 40.27%
29 268
L e T A e e e e S
m/z--> 50 100 150 200 250 300 350
Abundance #175555: Tetracosane I a  BREEEEES B
57 14.40 14.60 14.80 15.00
m/z 55.00 22 .44%
5000 85
29 113
DLy )M 169 197 225 253 281 300 338
T T T T T T T e R B o e o
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF070117.M Mon Jul 10 00:58:27 2017 Page: 18



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096539.D

Acq On : 6 Jul 2017 17:59

Operator : SJ/MA

Sample - 13999-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 18 2-Bromo dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .97 9.39 ng 213230 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
2 Tridecane, l-iodo- 310 C13H271 035599-77-0 83
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
4 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 80
5 Heneicosane 296 C21H44 000629-94-7 74
Abundance Scan 2190 (14.968 min): BF096539.D (-2188) (-) m/z 57.10 100.00%
57
5000 85
113 252 14.60 14.80 15.00 15.20
155 183
ol L L) 430195 183 227 7 274 2909321 304365 400 p T4 0 B7.40%
m/z--> 50 100 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane
57
5000 85 NI BRI U
14.60 14.80 15.00 15.20
29 m/z 71.10 51.98%
113 169
..“.L‘l“.“l‘.“‘.“l.‘.‘.:14[9.‘...|....24i8....|....|....|.
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14,60 14.80 15.00 15.20
5000 85 m/z 85.10 41 .05%
28
113 155 183 310
miz-> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- B e B o
57 14.60 14.80 15.00 15.20
m/z 55.00 21.70%
5000 85
k ay Jlﬁ3‘141 183 211 239 267 296
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&'30 4(')0 14.|60 14.|80 15.'00 15.'20 '

8270-BF070117.M Mon Jul 10 00:58:28 2017 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070617\
Data File : BF096539.D

Acq On : 6 Jul 2017 17:59

Operator : SJ/MA

Sample - 13999-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
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 19 Heptadecane, 2,6,10,15-tetr... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.74 7.38 ng 167516 Perylene-d12 15.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Docosane 310 C22H46 000629-97-0 87
4 Pentacosane 352 C25H52 000629-99-2 87
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 80

Abundance Scan 2321 (15.739 min): BF096539.D (-2318) (-) m/z 57.10 100.00%

g7
5000 85

15.40 15.60 15.80 16.00

407127 194 183203226 251, 277296 321 350 374 400

ol T St SRR A A it Lo s m/z 43.10 58.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 LA L L L L L L |
15.40 15.60 15.80 16.00
m/z 71.10 54 _53%
113
| h | 183 211 230 267 296
— T T T e T T
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
s
15.40 15.60 15.80 16.00
5000 g5 m/z 85.10 40.82%
29
113 141 169 197 226
T T T e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #153221: Docosane R A REER R
57 15.40 15.60 15.80 16.00
m/z 55.05 19.55%
5000 85
29 310
113
L 00 17 22 s

m/z--> 50 100 150 200 250 300 350 400 15.40 15. 60 15. 80 16. 00

8270-BF070117.M Mon Jul 10 00:58:29 2017 Page: 20



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF070617\

Data File : BF096539.D

Acq On 6 Jul 2017 17:59 Instrument :
Operator : SJ/MA gmgigamlem'
3?22'6 i 13999-02 sszrmcoap
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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]
2-Pentanone, 4-hy... 4 .91 16.8 ng 576098 1 6.72 687247 20.0
unknown6 .49 6.49 86.4 ng 2968550 1 6.72 687247 20.0
Tridecane 9.69 2.7 ng 122112 3 9.75 909893 20.0
Dodecane, 3-methyl- 10.19 3.0 ng 135317 3 9.75 909893 20.0
Tetracosane 10.67 7.5 ng 255659 4 11.23 679982 20.0
Hexadecane 11.12 3.6 ng 121060 4 11.23 679982 20.0
2-Bromo dodecane 11.54 2.2 ng 74706 4 11.23 679982 20.0
Eicosane 11.95 2.1 ng 72066 4 11.23 679982 20.0
Dodecane 12.34 3.2 ng 108394 4 11.23 679982 20.0
Tridecane, 3-methyl- 13.06 3.7 ng 159682 5 13.86 862773 20.0
Heptacosane 13.40 3.1 ng 133779 5 13.86 862773 20.0
Heptafluorobutyri... 13.72 9.1 ng 390374 5 13.86 862773 20.0
Heneicosane 14.05 3.6 ng 153376 5 13.86 862773 20.0
3,5-Dimethyldodecane 14.36 3.6 ng 154156 5 13.86 862773 20.0
Hexacosane 14.65 10.3 ng 233653 6 15.28 453968 20.0
2-Bromo dodecane 14 .97 9.4 ng 213230 6 15.28 453968 20.0
Heptadecane, 2,6,... 15.74 7.4 ng 167516 6 15.28 453968 20.0
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