LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090917\

Data File : BF098390.D

Aca On : 9 Sep 2017 17:15 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22'6 i 15178-08 TEOCOMPEle
ALS Vial : 15 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-BF081517.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 4.869 469 473 489 rVB 170329 288920 9.37% 1.020%
2 5.293 540 545 548 rBVY 2614249 2726319 88.41% 9.629%
3 6.334 716 722 737 rBVY 2596619 3083886 100.00% 10.892%
4 6.451 737 742 745 rBVY 2877722 2735593 88.71% 9.662%
5 6.675 776 780 784 rBV 867979 704060 22.83% 2.487%
6 6.834 802 807 810 rBVY 2205180 2083471 67 .56% 7 .359%
7 7.245 871 877 880 rBVY 1735446 1824676 59.17% 6.445%
8 7.957 994 998 1001 rBY 1070709 925660 30.02% 3.269%
9 9.034 1175 1181 1184 rBV 3064413 3039301 98.55% 10.735%
10 9.428 1244 1248 1255 rBB 218313 170642 5.53% 0.603%

11 9.704 1291 1295 1299 rBV 1063511 985460 31.96% 3.481%
12 10.498 1425 1430 1433 rBV 1657951 1595324 51.73% 5.635%
13 10.910 1497 1500 1506 rBV 44846 45088 1.46% 0.159%
14 11.186 1543 1547 1551 rBV 1085702 916827 29.73% 3.238%
15 12.598 1783 1787 1790 rBV 171838 135927 4.41% 0.480%

16 12.774 1812 1817 1820 rBV 2331039 2272925 73.70% 8.028%
17 13.263 1892 1900 1903 rBV 2178484 2327951 75.49% 8.222%
18 13.298 1905 1906 1909 rvVv 58360 49977 1.62% 0.177%
19 13.333 1909 1912 1916 rVB2 31962 42352 1.37% 0.150%
20 13.669 1965 1969 1981 rBV 152231 184928 6.00% 0.653%

21 13.821 1990 1995 1998 rBV 717864 661940 21.46% 2.338%
22 14.898 2175 2178 2181 rBV 37925 40584 1.32% 0.143%
23 15.221 2228 2233 2241 rBV 534262 700496 22.71% 2.474%
24 15.639 2300 2304 2310 rBV 81384 125644 4_.07% 0.444%
25 16.098 2375 2382 2391 rBV2 96684 172832 5.60% 0.610%

26 16.633 2467 2473 2478 rVB2 72174 138531 4._.49% 0.489%
27 17.256 2572 2579 2586 rVB2 62619 142718 4.63% 0.504%

28 17.998 2697 2705 2714 rBV2 38805 111299 3.61% 0.393%
29 18.880 2848 2855 2864 rBV5 25130 78976 2.56% 0.279%

Sum of corrected areas: 28312307

8270-BF081517.M Mon Sep 11 12:29:59 2017 Page: 1



LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF090917\

Data File : BF098390.D

Aca On : 9 Sep 2017 17:15

Operator : SJ/JU

ﬁ?ggle i 15178-08 TEC-COMP-11-12
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance
3000000

TIC: BF098390.D
6.45

5.29 6.33

2500000
6.83

2000000
7.25

1500000
1000000 6.67

500000

4.87

UL

0

T
5.50

T
5.00 6.00

TIC: BF098390.D

Time-->
Abundance
3000000

2500000 12.77

13.26
2000000
10.50
1500000

7.96 9.70 11.19

1000000

500000
9.43

12.60 13.

A

10.91

10.00 10.50 11.00 11.50
TIC: BF098390.D

0 T
13.50

12.00 12.50 13.00

8.50

I\

9.00

T
Time--> 8.00 9.50
Abundance

3000000

2500000

2000000

1500000

1000000
13.82

15.22
500000

15.64 17.26

16.50 17.00 17.50

18.00 18.88

18.00 18.50 19.00

14.90

15.00 15.50 16.00

16.10 16.63
JANN A\

14.00 14.50

Time-->

8270-BF081517.M Mon Sep 11 12:29:59 2017 Page: 2



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF090917\

Data File : BF098390.D

Aca On : 9 Sep 2017 17:15

Operator : SJ/JU

ﬁ?ggle i 15178-08 TEC-COMP-11-12
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 4

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

4._.87 8.21 ng 288920 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 473 (4.869 min): BF098390.D (-469) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 T S T
| 83.1 460 4.80 5.00 5.20
rrrprrerprerer e e e m/z 59.10 58.41%
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 LR I LN IR UL
59.0 460 480 500 520
0
150 4, 1010 m/z 101.00 21.95%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
" 460 480 500 520
5000 41.0 m/z 58.10 17.66%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4076: Morpholine, 4—methy|— LI L L L L L L B
43.0 4.60 4.80 5.00 5.20
m/z 41.00 9.58%
5000
101.0
15.0
27.0 56.0 71.0 ‘
"W”'W”mw””ﬂl”PJlP”W'”Wﬁqﬂ””ﬁ””P'”P”'P”W'“W R RS S U S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF090917\

Data File : BF098390.D

Aca On : 9 Sep 2017 17:15

Operator : SJ/JU

ﬁ?ggle i 15178-08 TEC-COMP-11-12
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.45 Concentration Rank 1

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

6.45 77.71 ng 2735590 1,4-Dichlorobenzene-d4 6.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 742 (6.451 min): BF098390.D (-737) (-) m/z 132.10 100.00%
13R.1
5000 68.1
w01 %1 J 500 640 650 650
1 540 . . .
A0 g 4 m/z 68.10 43.89%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 U LS A R
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.75%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "% k0 5k ok
5000 ggo 1160 m/z 66.10 26.69%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal Ea E ERRmanE e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 17.62%
5000 67.0
41.0 97.0
‘ ‘ 117.0
...“i“. .%1’.0".“l‘.‘.?r:ll‘".o.‘.‘a|....“|..H.|....|....|.... R
m/z--> 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 : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF090917\

Data File : BF098390.D

Aca On : 9 Sep 2017 17:15

Operator : SJ/JU

ﬁ?ggle i 15178-08 TEC-COMP-11-12
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknownl2.60 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.60 4.11 ng 135927 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanamide 255 C16H33NO 000629-54-9 47
2 Dodecanamide 199 C12H25NO 001120-16-7 43
3 Tetradecanamide 227 C14H29NO 000638-58-4 43
4 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 38
5 14-Hydroxy-14-methylpentadecanoi... 272 C16H3203 091544-39-7 35
Abundance Scan 1787 (12.598 min): BF098390.D (-1783) (-) m/z 59.00 100.00%
59.0
5000
39 | | 129.1 257.2 12.20 12.40 12.60 12.80 13.00
| "109'1 Aoy 1852 2122 1| "m/z 72.00 54.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #106565: Hexadecanamide
59.0
5000 AR
nmnmnmnmnm
m/z 56.10 52.26%
290 | | 860 1140 1400 1700 192,0212.0231.0 255. o
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 240 260
Abundance
59.0
ABRADABAUNE AR
12.20 12.40 12.60 12.80 13.00
5000 m/z 57.10 38.80%
290 86.0 114.0 156.0 199.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83608: Tetradecanamide
59.0 12.20 12.40 12.60 12.80 13.00
m/z 43.05 37.83%
5000
290
H || 860 19791280 156.0 184.0 221.0 - :JLJKNM,MMgmMN
m/z--> ' ' eb éo 160 120 150 160 180 200 220 250 2éo 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF090917\

Data File : BF098390.D

Aca On : 9 Sep 2017 17:15

Operator : SJ/JU

ﬁ?ggle i 15178-08 TEC-COMP-11-12
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.26 70.34 ng 2327950 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 96
2 Hexadecanamide 255 C16H33NO 000629-54-9 56
3 Heptanamide. 4-ethvl-5-methvl- 171 C10H21NO 054789-40-1 50
4 Undecanamide. 11-bromo- 263 C11H22BrNO 005875-26-3 47
5 Nonanamide 157 C9H19NO 001120-07-6 47

Abundance Scan 1900 (13.263 min): BF098390.D (-1892) (-) m/z 59.10 100.00%

59.1
5000

13.00 13.20 13.40 13.60

" 1541 184.2 238.2 .
3 2102 23 miz 72.10  78.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128446: 9-Octadecenamide, (2)-
59.0

5000 LIS L L L L L L LN B
13.00 13.20 13.40 13. 60
83.0 126.0 m/z 55.05  35.20%
154.0 184.0207.0 238.0 281.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
13.00 13.20 13.40 13.60
5000 m/z 41.05 29.53%
23.0 86.0 1140 1420 170.0 2120  255.0
Wﬁmﬁmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38995: Heptanamide, 4-ethyl-5-methyl-
59.0 13.00 13.20 13.40 13.60
m/z 43.05 23.52%
5000
114.0
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF090917\

Data File : BF098390.D

Aca On : 9 Sep 2017 17:15

Operator : SJ/JU

ﬁ?ggle i 15178-08 TEC-COMP-11-12
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.67 5.59 ng 184928 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
4 Pentafluoropropionic acid. tride... 346 C16H27F502 959261-22-4 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91

Abundance Scan 1969 (13.669 min): BF098390.D (-1965) (-) m/z 83.05 100.00%

57.1 83.0
5000 111.1

13.40 13.60 13.80 14.00
m/z 57.10 90.34%

1 139.2167.1  208.1
b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #186968: n-Tetracosanol-1
57.0 83.0
111.0
5000

13.40 13.60 13.80 14.00
m/z 43.05 82.87%

29.0 139.0
Ll 167.0 195.0222.0 250.0 280.0 308.0 336.0
R LAAaataa T aetaa oo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55,0 83.0
e e e
13.40 13.60 13.80 14.00
5000 111.0 m/z 69.05 81.33%
29.0

1390167.0 106.0  238.0 266.0 294.0

L L O L R R R R RN RN R ER R R R Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #175127: Trifluoroacetoxy hexadecane PP A T
57.0 13.40 13.60 13.80 14.00
97.0 m/z 55.00 80.68%
5000
29.0 125.0
Ll | ill \“ Jl ‘\115.4'0 196'0 224.0 269'0 320.0
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
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF090917\

Data File : BF098390.D

Aca On : 9 Sep 2017 17:15

Operator : SJ/JU

ﬁ?ggle i 15178-08 TEC-COMP-11-12
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 Heptadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.64 3.59 ng 125644 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 90
3 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 2304 (15.639 min): BF098390.D (-2300) (-) m/z 57.10 100.00%

57.1

5000

15.40 15.60 15.80 16.00
m/z 71.05 86.13%

1131 q411 169.1

208.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94346: Heptadecane
57.0
85.0
5000 LIRS
15.40 15.60 15.80 16.00
20.0 m/z 85.10 62.06%
I [ 1130 1410 1690 1970  240.0
”w.”q.”,.”q.”q.”q.”..”..”q.”..”..”..”q.”q.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T T T T T
15.40 15.60 15.80 16.00
5000 85.0 m/z 43.05 53.29%
113.0
141.0 1690 211.0
WTWWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124147: 2-Bromotetradecane b RREmE EE e
57.0 15.40 15.60 15.80 16.00
m/z 55.00 22.07%
85.0
5000
29.0
Ll ‘\ I ‘113 ° 1410 197.0
ullt Ll |
e e e e e e e e e e R N REEE R RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15. 80 16 00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF090917\

Data File : BF098390.D

Aca On : 9 Sep 2017 17:15

Operator : SJ/JU

ﬁ?ggle i 15178-08 TEC-COMP-11-12
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 6
R.T. EstConc Area Relative to ISTD R.T.
16.10 4.93 ng 172832 Perylene-d12 15.22
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 Heptadecane 240 C17H36 000629-78-7 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2382 (16.098 min): BF098390.D (-2375) (-) m/z 57.10 100.00%
57.1
85.1
5000
141 1169 1 15.80 16.00 16.20 16.40
't |]1'| L ereest m/z 71.10 77.29%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LR B B B B
15. 80 16. oo 16 20 16. 40
m/z 85.10 64 .84%
29.0 13.
L 91410160 01070225 02530 296.0
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance
57.0
15,80 16.00 16.20 16.40
5000 85.0 m/z 43.10 55.44Y%
290 113.0141.0169.0197.0225.0253.0  295.0323.0 367.0 j\HTVVWMNmn/\MMdewwvva
m/z--> §o 160 1%0 260 2%0 360 3%0
Abundance #94346: Heptadecane L L L L L B BB
57.0 15.80 16.00 16.20 16.40
m/z 99.10 22.02%
85.0
5000
29.0
11 F13°1410;690197o 240.0
m/z--> 5'0 100 150 2(')0 251;0 3(')0 3&1;0 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF090917\

Data File : BF098390.D

Aca On : 9 Sep 2017 17:15

Operator : SJ/JU

ﬁ?ggle i 15178-08 TEC-COMP-11-12
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.63 3.96 ng 138531 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
3 Octadecane. 1-i1odo- 380 C18H371 000629-93-6 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2472 (16.627 min): BF098390.D (-2467) (-) m/z 57.10 100.00%
57.1
5000 *JL
99| © "o 50 150 1700
183. 1 : : : :
- ..|,-.-. b '] A 2 | m/z 71.10 81.35%
m/z--> 50 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 LB UL SULILN UL B
16,40 16.60 16.80 17.00
99.0 m/z 85.05 62 .44%
2mﬂ‘ MNMW1%02mzmomw 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance
57.0
" 16.40 16,60 16.80 17.00
5000 m/z 43.05 53.81%
99.0
) 1830 7 e song 3520 w‘j\’wﬁ
m/z--> 50 100 150 200 250 300 350 '
Abundance #202264: Octadecane, 1-iodo- R mEEEE RS S
57.0 16.40 16.60 16.80 17.00
m/z 99.05 22.72%
5000
270 99.0
Cla Ly 1990 1970 2530
m/z--> 50 100 1%0 200 250 300 350 ' 16.40 16.60 16.80 17.00

8270-BF081517.M Mon Sep 11 12:30:05 2017 Page: 10



Library Search Compound Report

Data Path :

Data File : BF098390.D

Aca On > 9 Sep 2017 17:15
Operator : SJ/JU

Sample - 15178-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

\\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF090917\

TEC-COMP-11-12

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Octacosane Concentration Rank 8

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

17.26 4_.07 ng 142718 Perylene-d12 15.22

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 Triacontane 422 C30H62 000638-68-6 87

Abundance Scan 2580 (17.262 min): BF098390.D (-2572) (-) m/z 57.05 100.00%
57.0
99.1 R R
| I ]I | 1411 1831 0811 17.00 17.20 17.40 17.60
SN [ W S m/z 71.05 80.48%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 TT T[T T T T[T T rrrrrrr1
17.00 17.20 17.40 17.60
99.0 m/z 85.10 64.17%
200 ‘ h i \\ | }410 1830 2250 2810  337.0 3940
—t B e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
e ARSI .
17.00 17.20 17.40 17.60
5000 m/z 43.10 49.32%
99.0
27,0 141.0 1830 225.0 266.0296.0
T T T T T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane L B
57.0 17.00 17.20 17.40 17.60
m/z 83.10 21.94%
- vtMMMMwJNJMM/\HWMWWWNw“wnM
99.0
270 || | |7, 1410 183.0 2250 267.0 323.0  380.0
L e e R B
m/z--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60

8270-BF081517.M Mon Sep 11 12:30:06 2017

Page: 11



Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090917\
Data File : BF098390.D

Aca On : 9 Sep 2017 17:15

Operator : SJ/JU

Sample : 15178-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 12

R.T. EstConc Area Relative to ISTD R.T.
18.88 2.25 ng 78976 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 64
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 64
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 64
4 Hentriacontane 437 C31H64 000630-04-6 59
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 59

Abundance Scan 2855 (18.880 min): BF098390.D (-2848) (-) m/z 57.00 100.00%
57.0
85.1
5000
207.1 AR AR SRR AR AR
d | II | 155.2 0811 18. 60 18 80 19. oo 19 20
SN I 7 WA I AN R MMM 223 S m/z 71.10 84.95%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 850 LA L L L L L LB L
18. 60 18 80 19. oo 19 20
m/z 85.10 61.97%
290 | || M3014101690107.022502530 20503280 367.0
m/z--> 55 160 150 260 2%0 360 3%0
Abundance
57.0
| 18:60 18.80 19.00 19.20
5000 85.0 m/z 43.10 40.08%
113.0 1540 183.0211.0239.0 281.0
m/z--> 55 160 1éo 200 2%0 360 350
Abundance #141442: Heptadecane, 2,6,10,15—tetramethy|— LI L L O B B
57.0 18.60 18.80 19.00 19.20
m/z 83.00 23.62%
5000 85.0
\WJ”‘Pwmm 183.0211.0239.0267.0 296.0
m/z--> 55 160 1éo 260 2%0 360 350 1860 1880 1900 1920

8270-BF081517.M Mon Sep 11 12:30:06 2017

TEC-COMP-11-12
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090917\

Data File : BF098390.D

Acq On : 9 Sep 2017 17:15

Operator : SJ/JU

3?22'6 i 15178-08 TEC-COMP-11-12
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.87 8.2 ng 288920 1 6.67 704060 20.0
unknown6 .45 6.45 77.7 ng 2735590 1 6.67 704060 20.0
unknown12 .60 12.60 4.1 ng 135927 5 13.82 661940 20.0
9-Octadecenamide, ... 13.26 70.3 ng 2327950 5 13.82 661940 20.0
n-Tetracosanol-1 13.67 5.6 ng 184928 5 13.82 661940 20.0
Heptadecane 15.64 3.6 ng 125644 6 15.22 700496 20.0
Heneicosane 16.10 4.9 ng 172832 6 15.22 700496 20.0
2-methyloctacosane 16.63 4.0 ng 138531 6 15.22 700496 20.0
Octacosane 17.26 4.1 ng 142718 6 15.22 700496 20.0
Hexacosane 18.88 2.3 ng 78976 6 15.22 700496 20.0

8270-BF081517.M Mon Sep 11 12:30:06 2017 Page: 13



