LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101018\

Data File : BF109742.D

Aca On : 10 Oct 2018 15:09 Instrument :
Operator : JU/SJ BNA_F

Sample - J5326-33 ClientSampleld :
Misc - FL-PH-2-STONE
ALS Vial : 6 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-BF100818 .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 4.898 474 478 490 rBV 49982 78698 2.49% 0.320%
2 5.316 545 549 573 rBVY 1488978 1920554 60.77% 7.807%
3 6.345 720 724 741 rBV 1684433 2212569 70.01% 8.994%
4 6.469 741 745 769 rVB 1992461 2294998 72.62% 9.329%
5 6.692 780 783 794 rBV 318433 466980 14.78% 1.898%
6 6.851 806 810 834 rBVY 1663783 1724551 54.57% 7.010%
7 7.257 875 879 913 rBVY 1061671 1484485 46.97% 6.034%
8 7.975 997 1001 1022 rBV 517679 663767 21.00% 2.698%
9 9.051 1179 1184 1199 rBV 2629743 2859766 90.49% 11.624%
10 9.439 1247 1250 1261 rBV 140105 159627 5.05% 0.649%

11 9.722 1294 1298 1320 rBV 824829 815333 25.80% 3.314%
12 10.510 1428 1432 1450 rBV 1632139 1919152 60.73% 7.801%
13 11.198 1546 1549 1559 rBV 719145 925143 29.27% 3.761%
14 11.739 1638 1641 1648 rBV2 134851 168909 5.34% 0.687%

15 12.410 1753 1755 1760 rBV 28060 37225 1.18% 0.151%
16 12.521 1772 1774 1781 rBV3 40607 53143 1.68% 0.216%
17 12.786 1814 1819 1835 rBV 2927447 3160372 100.00% 12.846%
18 13.021 1856 1859 1861 rVB 46167 43238 1.37% 0.176%
19 13.357 1914 1916 1925 rVB 70103 83582 2.64% 0.340%

20 13.686 1969 1972 1984 rVB 330168 432526 13.69% 1.758%

21 13.827 1992 1996 2009 rVB 830130 971784 30.75% 3.950%
22 13.998 2022 2025 2033 rVB 94218 104947 3.32% 0.427%
23 14.304 2074 2077 2079 rBV 96449 85845 2.72% 0.349%
24 14.598 2123 2127 2130 rBV 112358 108998 3.45% 0.443%
25 14.904 2175 2179 2183 rVB 183145 184191 5.83% 0.749%

26 15.227 2229 2234 2249 rVB 579689 934465 29.57% 3.798%
27 15.433 2266 2269 2274 rVB3 33640 43167 1.37% 0.175%
28 15.651 2301 2306 2310 rVB 106852 151299 4._.79% 0.615%
29 15.709 2311 2316 2327 rVV4 56178 141191 4_.47% 0.574%
30 16.104 2378 2383 2394 rVB3 63310 136312 4_.31% 0.554%

31 16.362 2422 2427 2433 rBV4 29679 54224 1.72% 0.220%
32 16.639 2469 2474 2481 rVB2 32122 64815 2.05% 0.263%
33 16.862 2508 2512 2518 rVB6 21763 37654 1.19% 0.153%
34 17.103 2547 2553 2562 rBV10 30574 77734 2.46% 0.316%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109742.D

Aca On : 10 Oct 2018 15:09

Operator : JU/SJ

Sample : J5326-33

Misc :

ALS Vial : 6 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-BF100818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 24601244
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109742.D

Aca On : 10 Oct 2018 15:09

Operator : JU/SJ

Sample : J5326-33

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_M

Quant Title ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF109742.D

5.32

4.90

6.47
6.35

6.69

6.85

7.26

0
Time-->

2.50

3.00

3.50

4.00

4.50

T 1
5.00 5.50 6.00

6.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF109742.D

9.05

10.51

9.72 11.20

9.44

12

13.83

13.69
14.1

1214252

13.02 13.36

Time-->

11.00 11.50

12.00

9.00 9.50

10.00 10.50

8.50

12.50

13.00 13.50

Abundance
3000000

2500000

2000000

1500000

1000000

0

TIC: BF109742.D

15.23

500000
14.30 14.60 14.90 P
15.4313991  16.10 1636 16.6416.86 17.10

Time-->

17.00 17.50

14.50 15.00

15.50 16.00 16.50 18.00

18.50

19.00

19.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109742.D

Aca On : 10 Oct 2018 15:09

Operator : JU/SJ

Sample : J5326-33

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 6

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

4.90 3.37 ng 78698 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetone 58 C3H60 000067-64-1 10
3 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
4 2-Propvn-1-ol. acetate 98 C5H602 000627-09-8 9
5 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 9

Abundance Scan 478 (4.898 min): BF109742.D (-474) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 T T e
| 83.1 | 4.60 4.80 5.00 5.20
o Y | SO SO | NN MMM E. m/z 59.00 57.00%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 SR SRR LA AR A
460 4.80 5.00 5.20
59.0 m/z 101.10 20.98%
0 70 || o #05™0
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #214: Acetone
43.0
460 480 500 520
5000 m/z 58.00 16.43%
15.0
58.0
27.0
0 2.0 J 1 1]
RIS L SO AL UL SULIL UL IS UL UL UL R
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110
Abundance #3278: Ethanone, 1-(2-methylcyclopropyl)-
43.0 460 4.80 5.00 5.20
55.0 m/z 41.00 10.19%
5000
270 83.0
15.0
0"'w"w"“l'“'l“"w"w"“|§ﬁq|'“'|'“'|“gg?“"w ISR SRR L SR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109742.D

Aca On : 10 Oct 2018 15:09

Operator : JU/SJ

Sample : J5326-33

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknown6.47 Concentration Rank 1

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

6.47 98.29 ng 2295000 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 745 (6.469 min): BF109742.D (-741) (-) m/z 132.00 100.00%
13%.0 1
5000 68.0
6.20 6.40 6.60 6.80
01 e m/z 68.05 42.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 98.0 116.0
6.20 6.40 6.60 6.80
m/z 134.00 33.04%
ol 158.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132.0
117.0 6.20 6.40 6.60 6.80
5000 m/z 66.00 26.53%
91.0
39.0 65.0 ‘ ‘
0 ||‘|||‘|‘||“N||“l‘|||‘“|||‘ﬁ||“i‘||l‘||l“:luuuuluuuuluuuu
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.16%
5000
Oy '|'?ﬁp'k”7ﬂ?'H8§P'J|'M"'|' LR AL AL SAL
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109742.D

Aca On : 10 Oct 2018 15:09

Operator : JU/SJ

Sample : J5326-33

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.74 3.65 ng 168909 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Nonanoic acid 158 C9H1802 000112-05-0 30

Abundance Scan 1641 (11.739 min): BF109742.D (-1638) (-) m/z 73.00 100.00%

43.1 3.0

5000 1291

~

97.1

1571 1851 2132 256.3 11.40 11.60 11.80 12.00

o m/z 43.10 85.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid

5000 129.0 LI L L L B B B

T T I
11.40 11.60 11.80 12.00

-
§

83.0 0
‘J‘“ 1570 1gso 2130 2560 | | M/Z 60.00  80.91%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0
11.40 11.60 11.80 12.00
5000 129.0 m/z 55.05 69.18%
0! 15.0 VJW/\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid e o A REREE R
43.0 73.0 11.40 11.60 11.80 12.00
m/z 57.10 68.88%
5000 129.0 MNHWVJkMMJAﬂ&K“ﬂMMWWMNNV
0 15.0 .
- IIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109742.D

Aca On : 10 Oct 2018 15:09

Operator : JU/SJ

Sample : J5326-33

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 1-Dodecanol, 2-octyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.69 8.90 ng 432526 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
2 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 91
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 76
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 76
Abundance Scan 1973 (13.692 min): BF109742.D (-1969) (-) m/z 57.10 100.00%

517.1
83.1

5000

%

13.40 13.60 13.80 14.00
m/z 43.10 87.14%

139.1 168.1 196.1 2301 55912811

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143260: 1-Dodecanol, 2-octyl-

57.0

%

13. 40 13 60 13. 80 14. OO
111.0 m/z 55.10 81.35%

o 1390 167.0 196.0 224.0 252.0 280.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

5000

:

Abundance #211266: Oxalic acid, isobutyl octadecy! ester
57.0
13.40 13.60 13.80 14.00
5000 m/z 83.10 75.54%
29.0 83.0
111.0
o L0 139.0 169.0 2240 2520 2970
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #196922: Oxalic acid, isobutyl hexadecy! ester AR EEREE TS
57.0 13.40 13.60 13.80 14.00
m/z 69.10 71.94%
5000
29.0 83.0 0
o J H | 1M 1300 1960 2240 2690
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109742.D

Aca On : 10 Oct 2018 15:09

Operator : JU/SJ

Sample : J5326-33

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.00 2.16 ng 104947 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 93
2 Dodecane. 2-methvl- 184 C13H28 001560-97-0 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 87
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 86
Abundance Scan 2025 (13.998 min): BF109742.D (-2022) (-) m/z 57.05 100.00%
57.0
5000
L || 5t a6y 01601 2200 2502 1560 1380 14,00 1420 1440
Obrerprrreth el e b e it o e e || M/z. 71.10  74.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83023: Hexadecane
57.0
5000 AR DR SR B
85.0 13160 13,80 14.00 14.20 14.40
29.0 m/z 43.05 71.07%
ol 113:0141.0169.0 197.0 226.0
m/z--> 25 45 60 85 160120150160180200220240260280300350350
Abundance #48854: Dodecane, 2-methyl-
57.0
85.0 13.60 13.80 14.00 14.20 14.40
5000 m/z 85.05 53.54Y%
20.0 141.0
1130 169.0
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #175557: Tetracosane e o B e
57.0 13.60 13.80 14.00 14.20 14.40
m/z 55.10 25.01%
5000 85.0
290 113.0
0 ‘ L s 14101690197022502530281030903380
m/z--> 2'0 4'0 6|O 8|0 1(')0 120 14'10 160 180 200 220 240 260 280 300 320 340 13. 60 13 80 14. oo 14. 20 14'40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109742.D

Aca On : 10 Oct 2018 15:09

Operator : JU/SJ

Sample : J5326-33

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 2-methyloctacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.60 2.33 ng 108998 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Docosane 310 C22H46 000629-97-0 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 91
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 2127 (14.598 min): BF109742.D (-2123) (-) m/z 57.10 100.00%
57.1
580 14.20 14.40 14.60 14.80 15.00
41. 1 211.2 : : : : :
o...l,.-l.".‘ll,ﬂ'l gL e m/z 71.05  75.27%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 UL B SRR SR B
1420 14.40 14.60 14.80 15.00
99.0 m/z 43.10 63.46%
J289 || ) J],] 1410 1830 2250 267.0 3090 36503040
m/z--> 50 100 1%0 " 200 250 300 350
Abundance #153222: Docosane
57.0
14.20 14.40 14.60 14.80 15.00
5000 m/z 85.05 56.85%
99.0
027,0[ 4| 410 1830 2250 2670 3100
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- T T T
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 26 .63%
- M
0 239.0
ol byl |y 140 1830 268.0 308.0 352.0
m/z--> 50 100 150 200 250 300 350 ' 1420 14.40 14.60 14.80 15.00

8270-BF100818.M Thu Oct 11 14:26:33 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109742.D

Aca On : 10 Oct 2018 15:09

Operator : JU/SJ

Sample : J5326-33

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 4
R.T. EstConc Area Relative to ISTD R.T.
14.90 3.94 ng 184191 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2178 (14.898 min): BF109742.D (-2175) (-) m/z 57.05 100.00%
5%.0
9.0 14.60 14.80 15.00 15.20
155.0 : : : :
ol LA ALy 20 ort  aea /7 71.10  66.18%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 R SN DU SRR
14 60 14. 80 15. oo 15. 20
99.0 m/z 43.10 65.17%
oL.25/0 I J / 14}0 183.0 225.0 296.0
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance #194493: Hexacosane
57.0
14.60 14.80 15.00 15.20
5000 m/z 85.10 51.82%
99.0
oL 14 L)) | , 1410 1830 225.0 267.0 309.0  367.0
m/z--> éo 160 1éo 200 2éo 360 3%0 460
Abundance #219831: Triacontane e A RaEE e
57.0 14.60 14.80 15.00 15.20
m/z 55.05 23.82%
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(|)O 14 60 14. 80 15. oo 15. 20

8270-BF100818.M Thu Oct 11 14:26:33 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109742.D

Aca On : 10 Oct 2018 15:09

Operator : JU/SJ

Sample : J5326-33

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.65 3.24 ng 151299 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Eilcosane 282 C20H42 000112-95-8 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2306 (15.651 min): BF109742.D (-2301) (-) m/z 57.10 100.00%
57.1
85.1
5000

]1 411692197 22051 2661 15.40 15.60 15.80 16.00
oL, ..Jy. AL E 2251 2661 m/z 71.10 72.31%

m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 850 LA B L L L L LB
15.40 15.60 15.80 16.00
m/z 43.05 60.13%
29.0
oL ]fﬂl 14}01690197022502530 205.0323.0  367.0
i — . e e e
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
R e e m
15.40 15.60 15.80 16.00
5000 m/z 85.10 52.41%
85.0
29.0
o ‘ ﬂ13°141016901970225025302820
. . A A e
m/z--> 100 150 200 250 300 350
Abundance #141426: Heneicosane S Lh B AR S e e
57.0 15.40 15.60 15.80 16.00
m/z 55.00 20.54%
85.0
5000
29.0 13 0
ol L [ 1410169.0107.0225.0253.0 _296.0
— b — B i e R e R R
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109742.D

Aca On : 10 Oct 2018 15:09

Operator : JU/SJ

Sample : J5326-33

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Octacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.71 3.02 ng 141191 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 93
2 Trichloroacetic acid. tetradecvl... 358 C16H29C1302 074339-52-9 87
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 86
4 1-Docosene 308 C22H44 001599-67-3 86
5 Trichloroacetic acid, undecyl ester 316 C13H23CI1302 074339-49-4 83
Abundance Scan 2316 (15.709 min): BF109742.D (-2311) (-) m/z 83.10 100.00%
83.1
43.0
5000
25.1 L BRI B B B
15|7-2189.0 2820 15.40 15.60 15.80 16.00
o Al 2820 "m/z 57.05 90.01%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
510
5000 U DR UM UL B
1540 15.60 15.80 16.00
m/z 97.10 77 .44%
0 27,0| b 3? Oh }81 0 222.0251.0 292.0322.0 362.0392.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #189051: Trichloroacetic acid, tetradecyl ester
43.0
83.0
1540 15.60 15.80 16.00
5000 m/z 69.10 67 .06%
25.0
0‘ ‘ ‘. J{ il L. I 6801970 2410
m/z--> 50 100 150 200 250 300 350 '
Abundance #127769: 5-Eicosene, (E)- UL IS BULELELE SR B
58.0 15.40 15.60 15.80 16.00
m/z 55.10 64 .49%
5000 97.0
o 240‘ it PZPQ 167.0196.0 280.0
m/z--> 50 100 150 200 250 300 350 ' 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101018\
Data File : BF109742.D

Aca On : 10 Oct 2018 15:09

Operator : JU/SJ

Sample : J5326-33

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.10 2.92 ng 136312 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Heptadecane 240 C17H36 000629-78-7 90
5 Triacontane 422 C30H62 000638-68-6 90
Abundance Scan 2382 (16.098 min): BF109742.D (-2378) (-) m/z 57.05 100.00%
57.0
9.1 LR BN SURRURA SR BUR
11 1890 2392 2820 15.80 16.00 16.20 16.40
0 m/z 71.10 79.27%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000 L B SUMRUL SN B
15.80 16.00 16.20 16.40
99.0 m/z 43.00 60.92%
Ozmlljijmlmonmzmw%o
m/z--> 50 100 150 200 250 300 350 '
Abundance #202661: Heptacosane
57.0
15.80 16.00 16,20 16.40
5000 m/z 85.10 54 .63%
.0
OZH Jju|¥m1%02mzmom% 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #215181: 2-methyloctacosane R B e AR
57.0 15.80 16.00 16.20 16.40
m/z 69.10 23.16%
5000
99.0
oL 270 || pevo 1830 2250 267.0 309.0 3650
m/z--> 50 100 15 200 250 300 350 ' 15.80 16.00 16.20 16.40

8270-BF100818.M Thu Oct 11 14:26:35 2018
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101018\
Data File : BF109742.D

Acq On : 10 Oct 2018 15:09

Operator : JU/SJ

Sample - J5326-33

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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 .90 3.4 ng 78698 1 6.70 466980 20.0
unknown6 .47 6.47 98.3 ng 2295000 1 6.70 466980 20.0
n-Hexadecanoic acid 11.74 3.6 ng 168909 4 11.20 925143 20.0
1-Dodecanol, 2-oc... 13.69 8.9 ng 432526 5 13.83 971784 20.0
Hexadecane 14.00 2.2 ng 104947 5 13.83 971784 20.0
2-methyloctacosane 14 .60 2.3 ng 108998 6 15.23 934465 20.0
Heneicosane 14.90 3.9 ng 184191 6 15.23 934465 20.0
Hexacosane 15.65 3.2 ng 151299 6 15.23 934465 20.0
Octacosanol 15.71 3.0 ng 141191 6 15.23 934465 20.0
Heptadecane 16.10 2.9 ng 136312 6 15.23 934465 20.0
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