LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110417\

Data File : BF100187.D

Aca On : 4 Nov 2017 19:11 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 16313-04 PET-BF010-02

ALS Vial : 18 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:\HPCHEM1I\BNA F\METHODS\8270-BF102317.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 4.987 490 493 515 rBV 143447 257888 12.17% 1.401%
2 5.398 560 563 594 rBY 1068786 1705736 80.52% 9.267%
3 6.422 733 737 754 rBVY 1286924 1710462 80.75% 9.293%
4 6.539 754 757 778 rVB 1820090 1833214 86.54% 9.960%
5 6.763 792 795 806 rBV 565346 532964 25.16% 2.896%
6 6.916 818 821 846 rBB 1538299 1431420 67.57% 7.777%
7 7.333 889 892 916 rBV 966674 1047615 49.46% 5.692%
8 8.045 1010 1013 1032 rBV 790921 752800 35.54% 4 _.090%
9 9.116 1191 1195 1205 rBV 2463931 2118297 100.00% 11.509%
10 9.516 1260 1263 1275 rBB 177929 151529 7.15% 0.823%

11 9.798 1307 1311 1324 rVB 907527 853805 40.31% 4._.639%
12 10.592 1443 1446 1459 rBV 1118094 1101590 52.00% 5.985%

13 10.721 1465 1468 1479 rBV 83933 93147 4._.40% 0.506%
14 11.286 1561 1564 1574 rBV 851851 826078 39.00% 4.488%
15 11.804 1648 1652 1656 rBV 91531 93005 4_.39% 0.505%
16 12.586 1782 1785 1790 rBV 21987 23796 1.12% 0.129%

17 12.868 1829 1833 1836 rBV 2064675 1855646 87.60% 10.082%
18 13.739 1978 1981 1989 rBV 194706 202593 9.56% 1.101%
19 13.939 2012 2015 2024 rBV 569510 575019 27.15% 3.124%

20 14.368 2084 2088 2095 rBV5 17560 24424 1.15% 0.133%
21 14.657 2133 2137 2141 rBV2 70857 81417 3.84% 0.442%
22 14.980 2189 2192 2196 rBV 51368 50374 2.38% 0.274%
23 15.339 2249 2253 2258 rVB 81705 90209 4.26% 0.490%
24 15.398 2259 2263 2277 rVB 329485 461071 21.77% 2.505%
25 15.751 2318 2323 2329 rBV 70773 97684 4.61% 0.531%
26 15.809 2329 2333 2340 rVB7 17348 33333 1.57% 0.181%
27 16.227 2399 2404 2410 rVB 67104 106583 5.03% 0.579%
28 16.780 2493 2498 2504 rBV3 45199 90805 4_.29% 0.493%
29 17.433 2604 2609 2618 rVB4 37821 85811 4 .05% 0.466%
30 18.209 2738 2741 2752 rVB6 20005 52106 2.46% 0.283%
31 19.144 2890 2900 2913 rBVS 17525 65842 3.11% 0.358%
Sum of corrected areas: 18406263
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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

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110417\

BF100187.D

4 Nov 2017 19:11

SJ/Ju

16313-04

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF100187.D

6.54

6.92
6.42

5.40
7.33

4.99

0
Time-->

T
5.00

T
5.50

Abundance

2000000

1500000

1000000

500000

8.05

TIC: BF100187.D

12.87

10.59

11.29

9.52

10.72 11.80

X

12.59

0
Time-->

13.00

T
13.50

12.00 12.50

10.50 11.00 11.50

9.50

10.00

Abundance

2000000

1500000

1000000

500000
B.74

TIC: BF100187.D

13.94

15.40

14.37 i4/.\66 1433 15A.k‘r 135;%1 1&23 16.L78 17.43

18.21 19.14

Time-->

14.00

18.50 19.00

18.00

17.00 17.50

16.00 16.50

14.50 15.00 15.50
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100187.D

Aca On : 4 Nov 2017 19:11

Operator : SJ/JU

Sample : 16313-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.99 9.68 ng 257888 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 494 (4.992 min): BF100187.D (-490) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 N  aw
| 83.0 4.60 4.80 5.00 5.20 5.40
o) SR MISSSOY | RS SR RS m/z 59.10 61.94%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A LS UL R R
59.0 460 480 500 520 5.40
m/z 101.00 23.37%
31.0 83.0 101.0
0"'w"'w'““ﬁ"“ﬂ"'w"'w"'w"'w”"w"'”"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520 540
5000 m/z 58.10 17.07%
101.0
15.0 58.0
0 28.0 69.0 84.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e e
43.0 4.60 4.80 500 5.20 5.40
m/z 41.10 9.12%
5000 1010
28.0 59.0
150 ‘ 70.0 84.0
0"'l'm'|"mw"'whl"wlhli'“'l”'“l“"w""ﬂ"'l' AR LS RS SR
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100187.D

Aca On : 4 Nov 2017 19:11

Operator : SJ/JU

Sample : 16313-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.54 Concentration Rank 1

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

6.54 68.79 ng 1833210 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 757 (6.539 min): BF100187.D (-754) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.0 PUSARNEASENENSREENAR
400 540 6.20 6.40 6.60 6.80
o....,....:-:...,.:..,.:I.',..7.55,0....,..!.,.1??.?....,...., b m/z 68.10 34.23%
m/z--> 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 BN AR RN R
6.20 6.40 6.60 6.80
210 510 m/z 134.00 31.92%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
6.20 640 6.60 6.80
5000 67.0 m/z 66.00 20.63%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14500: 1H-Indazole, 7-methy!l- T ,M. R
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.45%
5000
00 770 104.0
0% "'l"'*‘;""lu' "??ﬂq'l' “lll'?Z'q" "|“'L'|%%§ 9|""| "" T BN SRS R SRR
m/z--> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100187.D

Aca On : 4 Nov 2017 19:11

Operator : SJ/JU

Sample : 16313-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 4 Benzenesulfonamide, N,4-dim... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.72 2.26 ng 93147 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 93
2 Benzenesulfonic acid. 4-methvl-.... 186 C8H1003S 000080-48-8 50
3 Cvclohepta-2.4.6-trienesulfonic ... 185 C8H11NO2S 1000187-28-7 49
4 p-Toluenesulfonvlacetonitrile 195 C9HONO2S 005697-44-9 43
5 (O-p-Tosylisonitroso)malononitrile 249 C10H7N303S 020893-01-0 43
Abundance Scan 1468 (10.721 min): BF100187.D (-1465) (-) m/z 91.00 100.00%
91.0
5000
65.0 1210 155.0 185'0 ll|llll|llll|llll|llll|
39.1 . 10.40 10.60 10.80 11.00
Ol e b el 1080 1390 | e m/z 185.00  22.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #49673: Benzenesulfonamide, N,4-dimethyl-
91.0
5000 185.0 10,40 10.60 10.80 11.00
30.0 65.0 155.0 m/z 65.00 21.66%
o150 | | 500 | 1060110 1390 M |
miz--> 20 40 60 80 100 120 140 160 180
Abundance
91.0
10,40 10.60 10.80 11.00
5000 155.0 186.0 m/z 155.00 20.95%
39.0 620 107.0
15.0 ' 122.0 1390
miz-> 20 40 60 80 100 120 140 160 180
Abundance #49677: Cyclohepta-2,4,6-trienesulfonic acid, methylamide B e B R
91.0 10.40 10.60 10.80 11.00

m/z 92.00 17.49%

5000 185.0
155.0

65.0
30.0 121.0
‘ [, 50\'0 | ‘ [y 106\'0 \‘ 139.0 |

o N it 1 TR S| Mt MM NN 1 —

T 1 T
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100187.D

Aca On : 4 Nov 2017 19:11

Operator : SJ/JU

Sample : 16313-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 14
R.T. EstConc Area Relative to ISTD R.T.
11.80 2.25 ng 93005 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 49
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 18
Abundance Scan 1651 (11.798 min): BF100187.D (-1648) (-) m/z 73.00 100.00%
73.0
43.1
5000
129.1
97.1
1711 213.2 256.2 11.40 11.60 11.80 12.00 12.20
0 m/z 60.00 84 .89Y%
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 BRI R SR R B
83.0 11.40 11.60 11.80 12.00 12.20
Ji 1570 1geo 2130 260 | Mz 43.10  T77.74%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
11.40 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 68.51%
97.0 199.0
1570 242.0
0 }ﬁ?'”'I"”I'"W""P"'I”"I'”'I'}7n9"'"" [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0 11.40 11.60 11.80 12.00 12.20
43.0 m/z 41.10 57 .44Y%
5000 129.0
185.0 228.0
e
AR \,‘,,,I\ 0T YT T P AU N
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100187.D

Aca On : 4 Nov 2017 19:11

Operator : SJ/JU

Sample : 16313-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.74 7.05 ng 202593 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol-1 354 C24H500 000506-51-4 95
4 n-Nonadecanol-1 284 C19H400 001454-84-8 95
5 1-Heptacosanol 396 C27H560 002004-39-9 94
Abundance Scan 1981 (13.739 min): BF100187.D (-1978) (-) m/z 57.10 100.00%
57.1 83.1
5000
) 13.40 13.60 13.80 14.00
— 1670 2080 m/z 83.10 99.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #155046: 1-Heneicosanol
55.0 83.0
5000
13.40 13.60 13.80 14.00
m/z 97.05 89.39%
29.0 139.0
0 LoLgll V167.0 196.0  238.0 266.0 294.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0 83.0

13.40 13.60 13.80 14.00
5000 111.0 m/z 55.05 88.09%

29.0 139.0
167.0 196.0 224.0 252.0 280.0 308.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 T T T
57.0 83.0 13.40 13.60 13.80 14.00

m/z 69.05 84 .93%

139.0
ol 4l 167.0 195.0222.0 250.0 280.0 308.0 336.0

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00

5000
| ‘
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100187.D

Aca On : 4 Nov 2017 19:11

Operator : SJ/JU

Sample : 16313-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 9-Octadecenamide, (Z)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .66 2.83 ng 81417 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 90
2 Sulfurous acid. butvl pentadecvl... 348 C19H4003S 1000309-18-2 30
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 30
4 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 30
5 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 30
Abundance Scan 2138 (14.662 min): BF100187.D (-2133) (-) m/z 57.10 100.00%
1
L0 1410 1691 2000 1440 14760 1480 15,00

0 281.0 m/z 71.05 75.35%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128446: 9-Octadecenamide, (2)-
59.0

5000 TT T[T T T T[T T rrrrrrr1
14.40 14.60 14.80 15.00
126.0 m/z 43.10 70.92%
1540 1840207.0 2380 2810
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
R
14.40 14.60 14.80 15.00
5000 m/z 85.10 57.54%
85.0
o 220 1110 1410 1820 2110 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester B B A EE EamEe B
43.0 14.40 14.60 14.80 15.00
m/z 59.00 41.99%
71.0
5000
97.0
ol ‘\ ‘\ b yt220 1680 1970 2310 2610 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100187.D

Aca On : 4 Nov 2017 19:11

Operator : SJ/JU

Sample : 16313-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.98 2.19 ng 50374 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Triacontane 422 C30H62 000638-68-6 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2192 (14.980 min): BF100187.D (-2189) (-) m/z 57.05 100.00%
510
990 lllllllllllllllll
41.0 1771 14 60 14. 80 15. 00 15. 20
O S—} "41.-][.-.','..-..2,09'9..,....,....,....,... m/z 71.05 76.94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 A DU B B B
14 60 14. 80 15. 00 15.20
99.0 m/z 43.10 58.29%
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.05 58.04%
99.0
oL.25:0 141.0 1830 2250 281.0 337.0 394.0
m/z--> éo 160 1éo 200 250 300 350 460
Abundance #219831: Triacontane A I o BT IRl S
57.0 14.60 14.80 15.00 15.20
m/z 55.00 22.97%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 5'0 100 1&'30 200 250 3(')0 3%0 4(')0 14 60 14. 80 15. 00 15. 20 '

8270-BF102317.M Mon Nov 06 11:28:50 2017 Page: 9



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100187.D

Aca On : 4 Nov 2017 19:11

Operator : SJ/JU

Sample : 16313-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.78 3.94 ng 90805 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Pentacosane 352 C25H52 000629-99-2 91
Abundance Scan 2498 (16.780 min): BF100187.D (-2493) (-) m/z 57.05 100.00%
57.0
5000 VMMvWWJfV”“*”/\“NMPA”“““J““A
|| 16.40 16.60 16.80 17.00
ob— AL m/z 71.05 72.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
5000 AR UL R UG B
16 40 16. 60 16. 80 17.00
99.0 m/z 85.05 50.15%
o ‘\ﬂ “\‘M ] }410 }830 2250 2810 337.0 3940
m/z--> 150 200 2%0 360 3%0 460 '
Abundance
57.0
16.40 16.60 16.80 17.00
5000 m/z 43.10 45 .92%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> 55 160 1%0 200 250 360 3%0 460 !
Abundance #185535: Heptadecane, 9-octyl- e EARRs RS
57.0 16.40 16.60 16.80 17.00
m/z 99.05 20.87%
5000
99.0
o J | xi |1 1419 1830 20 2810 3230
m/z--> 5'0 1(')0 1&'30 200 250 300 351;0 4(')0 ! 16 40 16. 60 16. 80 17. oo '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110417\
Data File : BF100187.D

Aca On : 4 Nov 2017 19:11

Operator : SJ/JU

Sample : 16313-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 14 Pentatriacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.21 2.26 ng 52106 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentatriacontane 493 C35H72 000630-07-9 53
2 Tetrapnentacontane 759 C54H110 005856-66-6 53
3 Dotetracontane 591 C42H86 007098-20-6 50
4 Heneicosane. 3-methvl- 310 C22H46 006418-47-9 47
5 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 47
Abundance Scan 2741 (18.209 min): BF100187.D (-2738) (-) m/z 57.00 100.00%
57.0
5000
146.9 L o e PR,
| || | | 207 0 28]2 1 1780 18100 18.20 18.40 1860
o.nq.”,JL.”.“”w”.w””“.”.”.”..””“.”.”w.”w””,”. m/z 71.10 69.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #234393: Pentatriacontane
57.0
5000 AU R BRI
17. 80 18. oo 18 20 18. 40 18 60
m/z 85.10 44 . 75%
0 I ‘ h ‘ hlﬁw\ 14 \97 \0 267 0 366 O 435 0492 0
miz--> 0 55 100 1%0 200 250 300 350 400 450 500 séo 600 eéo 760 7%0
Abundance
57.0
17.80 18.00 18.20 18.40 18.60
5000 m/z 41.05 30.19%
127.0

197.0 267.0 337.0 421.0 519.0 589.0 659.0  758.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #240776: Dotetracontane B EEE e
57.0 17.80 18.00 18.20 18.40 18.60

m/z 55.05 24 _45%
5000
27.0
[T10 1970 267.0 3370 407.0 4910 5900

O - = [ P T T T AT ST T e T T o e R B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 17. 80 18. 00 18 20 18. 40 18 60
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110417\
Data File : BF100187.D

Acq On > 4 Nov 2017 19:11

Operator : SJ/JU

Sample : 16313-04

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 .99 9.7 ng 257888 1 6.76 532964 20.0
unknown6 .54 6.54 68.8 ng 1833210 1 6.76 532964 20.0
Benzenesulfonamid... 10.72 2.3 ng 93147 4 11.29 826078 20.0
n-Hexadecanoic acid 11.80 2.3 ng 93005 4 11.29 826078 20.0
1-Heneicosanol 13.74 7.0 ng 202593 5 13.94 575019 20.0
9-Octadecenamide, ... 14.66 2.8 ng 81417 5 13.94 575019 20.0
Heneicosane 14.98 2.2 ng 50374 6 15.40 461071 20.0
Octacosane 16.78 3.9 ng 90805 6 15.40 461071 20.0
Pentatriacontane 18.21 2.3 ng 52106 6 15.40 461071 20.0
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