LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF100518\

Data File : BF109609.D

Aca On : 5 0ct 2018 13:49 Instrument :
Operator : JU/SJ ?:'l\:gﬁ't:Sam ol
3?22'6 i J5150-01 sssumz&éﬁos
ALS Vial : 4 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-BF092218 .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 4.898 475 478 486 rBV 26822 37638 1.71% 0.162%
2 5.328 547 551 577 rBVY 1413311 1597993 72.44% 6.875%
3 6.357 721 726 742 rBVY 1475167 1810175 82.06% 7.788%
4 6.475 742 746 762 rVB 1812960 1765481 80.03% 7 .596%
5 6.704 781 785 795 rBV 482044 538032 24.39% 2.315%
6 6.857 807 811 829 rBVY 1532989 1386080 62.83% 5.964%
7 7.263 876 880 893 rBY 1086978 1130278 51.24% 4.863%
8 7.981 998 1002 1020 rBV 764540 733023 33.23% 3.154%
9 9.057 1181 1185 1199 rBvV 2276285 2205999 100.00% 9.491%
10 9.451 1248 1252 1260 rBV 182132 157637 7.15% 0.678%

11 9.733 1296 1300 1311 rBV 816027 834840 37.84% 3.592%
12 10.516 1429 1433 1449 rBvV 990707 991075 44.93% 4.264%
13 11.210 1547 1551 1554 rBV 830563 784291 35.55% 3.374%
14 11.757 1638 1644 1653 rBV 893353 1291720 58.55% 5.558%
15 12.069 1694 1697 1704 rVB2 34806 41404 1.88% 0.178%

16 12.416 1749 1756 1758 rBV 175994 193694 8.78% 0.833%
17 12.539 1770 1777 1789 rBV 951932 1344716 60.96% 5.786%
18 12.639 1790 1794 1798 rVB 127801 154074 6.98% 0.663%
19 12.792 1816 1820 1828 rVB 1942768 1742656 79.00% 7.498%

20 13.027 1858 1860 1864 rVB2 31932 29196 1.32% 0.126%
21 13.368 1915 1918 1922 rVB 45512 40542 1.84% 0.174%
22 13.486 1934 1938 1939 rBV3 33563 45710 2.07% 0.197%
23 13.533 1939 1946 1947 rVV3 39731 89546 4._.06% 0.385%

24 13.692 1969 1973 1981 rVB2 140779 190700 8.64% 0.820%
25 13.833 1993 1997 2001 rBV 637937 746410 33.84% 3.211%

26 13.863 2001 2002 2011 rVB 87705 62273 2.82% 0.268%
27 14.010 2024 2027 2032 rBV 71893 70734 3.21% 0.304%
28 14.315 2075 2079 2083 rBV 149178 143884 6.52% 0.619%
29 14.610 2125 2129 2137 rBV 244880 262942 11.92% 1.131%
30 14.674 2137 2140 2148 rVB 101537 109010 4.94% 0.469%

31 14.845 2165 2169 2178 rVB 96336 197053 8.93% 0.848%
32 14.921 2178 2182 2190 rBV 347045 385971 17.50% 1.661%
33 15.121 2213 2216 2220 rBV 34072 52803 2.39% 0.227%
34 15.180 2223 2226 2230 rVV 82241 153449 6.96% 0.660%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109609.D

Aca On : 5 0ct 2018 13:49

Operator : JU/SJ

3?22'6 i J5150-01 SSSI-0926-5-10B
ALS Vial : 4 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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 15.239 2231 2236 2239 rVV 601316 876395 39.73% 3.771%
36 15.274 2239 2242 2251 rVB 355113 490438 22.23% 2.110%
37 15.668 2304 2309 2315 rBV 213648 322159 14.60% 1.386%

38 16.127 2383 2387 2395 rVB 103631 162484 7.37% 0.699%
39 16.668 2474 2479 2484 rVB 39254 69507 3.15% 0.299%

Sum of corrected areas: 23242012
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109609.D

Aca On : 5 0ct 2018 13:49

Operator : JU/SJ

ﬁ?ggle i J5150-01 SSSI-0926-5-10B
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF109609.D

2000000
6.47

6.86
1500000 5.33 6.36

7.26
1000000

.l

T T T —
Time--> 2.50 3.00 3.50 4.00 4.50 5.00
Abundance TIC: BF109609.D

2000000 12.79

1500000

1000000 10.52 11.76 12.54

708 9.73 11.21

500000

I T T T T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF109609.D

12.4212.64
12.07
T I

2000000

1500000

1000000
13.83 15.24

500000
14.61

1432 4

03 13.33; %3'6%'

-
15.50

T — T T
14.00 14.50 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109609.D

Aca On : 5 0ct 2018 13:49

Operator : JU/SJ

ﬁ?ggle i J5150-01 SSSI-0926-5-10B
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 1

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

6.47 65.63 ng 1765480 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 745 (6.469 min): BF109609.D (-742) (-) m/z 132.00 100.00%
5000 68
96
40 g 7 o7 5 6.20 6.40 6.60 6.80
0 B E e m/z 68.05 45_71%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000
6.20 6.40 6.60 6.80
33 44 105 m/z 134.00 30.17%
60 7 0 115
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 104 6.20 6.40 6.60 6.80
5000 m/z 66.00 29.42%
31 51 8
0 ‘ [ 1 H (1 L 1
L S L S UL UL IR UL LA WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 18.72%
5000 98 116
ob ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?,
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 : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109609.D

Aca On : 5 0ct 2018 13:49

Operator : JU/SJ

ﬁ?ggle i J5150-01 SSSI-0926-5-10B
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.76 32.94 ng 1291720 Phenanthrene-d10 11.21
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 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 80
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 30
Abundance Scan 1645 (11.763 min): BF109609.D (-1638) (-) m/z 73.00 100.00%
43 73
60
5000 129
97 213 R Emmmat R
115 157171185 256 1140 11,60 11.80 12.00

143 199 | 227,44
o’ m/z 43.10 83.79%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 ‘JGO 73
6

5000 129 L L e e S e
11.40 11.60 11.80 12.00

m/z 60.00 78 .94%

213
143157171185199
Olrrrprrrrfid
m/z--> 20 40 0O 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73

6
T
11.40 11.60 11.80 12.00
5000 129 m/z 41.10 68.33%
29
Las
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455: Tetradecanoic acid R R e
73 11,40 11,60 11.80 12.00
60 m/z 55.10 65.27%
43
5000 129
185
1115 228
I
o.”,”.w.”.“w‘ph.n“ P S W G W NN A
miz--> 20 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\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109609.D

Aca On : 5 0ct 2018 13:49

Operator : JU/SJ

ﬁ?ggle i J5150-01 SSSI-0926-5-10B
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

12.54 36.03 ng 1344720 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 1777 (12.539 min): BF109609.D (-1770) (-) m/z 73.00 100.00%

43 3
5
5000 129
17

12 20 12.40 12.60 12.80
— m/z 43.10 94.92%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 73

5000
12.20 12.40 12.60 12.80
m/z 60.00 78.90%

o

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73

12.20 12.40 12.60 12.80
5000 m/z 57.05 75.00%

29
ol Ll
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance : i i

#84453: Tetradecanoic acid

78 12.20 12.40 12.60 12.80
43 m/z 55.05 71.33%
5000 129
29 185 228
115
1 143
bl B ﬁ WD e (s | e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1220 1240 1260 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109609.D

Aca On : 5 0ct 2018 13:49

Operator : JU/SJ

ﬁ?ggle i J5150-01 SSSI-0926-5-10B
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.53 2.40 ng 89546 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Octacosane 394 C28H58 000630-02-4 86
3 Hexacosane 366 C26H54 000630-01-3 80
4 Tetratriacontane 479 C34H70 014167-59-0 80
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 80

Abundance Scan 1945 (13.527 min): BF109609.D (-1939) (-) m/z 57.10 100.00%

57

85

5000
T149 183 51 267 13.20 13.40 13.60 13.80
0 m/z 71.10 80.32%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 L LR B TTT T T
13.20 13.40 13.60 13.80
29 m/z 43.10 73.21%
Ay ﬂ113 141,169 197 225 253 281 309 337 380
ol - S ST e T
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
L o o ST
13.20 13.40 13.60 13.80
5000 85 m/z 85.10 64.03%
2 1s 141
0 | ﬂ 169 197 225 253 281 309 337 365 394
crrr . LRI S TR ACR AN SO
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane A BAREE RaEEE e
57 13.20 13.40 13.60 13.80
m/z 55.00 27.68%
5000 85
29
L J n1j3J1§1 169 197 225 253 295 323 367
——— e L o o ST
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF100518\
Data File : BF109609.D

Aca On : 5 Oct 2018 13:49

Operator : JU/SJ

Sample : J5150-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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-Dodecanol, 2-octyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.69 5.11 ng 190700 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 81
2 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 81
3 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 81
4 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 81
5 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 76
Abundance Scan 1973 (13.692 min): BF109609.D (-1969) (-) m/z 57.10 100.00%
57
5000 o7
230
1125153 202 13.40 13.60 13.80 14.00
CIE N ¥ v — m/z 43.05 77.91%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #143260: 1-Dodecanoal, 2-octyl-
57
5000 83 LR IR BN S BN
13.40 13.60 13.80 14.00
- e m/z 71.10 62.79%
ol | 159267 106224250280
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate
57
o7 13.40 13.60 13.80 14.00
5000 m/z 55.00 53.56%
125
o ?gl l , 169196222 250278 308336 381 532
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #231356: Docosy! pentafluoropropionate O B .
57 13.40 13.60 13.80 14.00
m/z 97.10 50.89%
97
5000
125
o 29 | 153181 224250280308 353 454
m/z--> 50 100 150 200 250 300 350 400 450 500 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109609.D

Aca On : 5 0ct 2018 13:49

Operator : JU/SJ

ﬁ?ggle i J5150-01 SSSI-0926-5-10B
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 9
R.T. EstConc Area Relative to ISTD R.T.
14.32 3.86 ng 143884 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 98
2 Octadecane 254 C18H38 000593-45-3 96
3 Hexacosane 366 C26H54 000630-01-3 93
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 90
Abundance Scan 2080 (14.321 min): BF109609.D (-2075) (-) m/z 57.10 100.00%
g7
5000
141 240 14.00 14.20 14.40 14.60
168 197
o! Il N OO O ¥ A L1 m/z 71.10 76.72%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 U AR AR RN
14.00 14.20 14.40 14.60
29 m/z 43.10 59.59%
oL L b i iy 0141 169 107 240
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
14.00 14.20 14.40 14.60
5000 85 m/z 85.05 54 _.23%
29
0 h‘ L ' I b Ai 1:.II-3 I 1‘}1 . 169 197 225 25.4
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane L L L L N BN |
57 14.00 14.20 14.40 14.60
m/z 41.00 25.11%
29 i 13 14
ol d 7 M 100 107 25 253 295 sy 367 | T T
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109609.D

Aca On : 5 0ct 2018 13:49

Operator : JU/SJ

ﬁ?ggle i J5150-01 SSSI-0926-5-10B
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 7
R.T. EstConc Area Relative to ISTD R.T.

14.61 6.00 ng 262942 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heptadecane 240 C17H36 000629-78-7 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86

Abundance Scan 2129 (14.610 min): BF109609.D (-2125) (-) m/z 57.10 100.00%

5|7
5000
4

14.20 14.40 14.60 14.80 15.00

141 168183 211226 253268

0! m/z 71.10 77.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
5|7
85
5000 LIS B L L L L L L L L
14. 20 14. 40 14 60 14. 80 15. OO
4 s m/z 43.10 62.51%
28 | g | [ 141 169 197 225 253268 296
I A b s o e R e e o ABLARANRREEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117638: Nonadecane
57
R SR R R
14.20 14.40 14.60 14.80 15.00
5000 85 m/z 85.10 54 _.41%

U3 141 169 107 205040 268

i

0.”,””,””,”.w”.w.”ww”w.”n.”w.”..”..”..”..”.“.”.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94344: Heptadecane B R LR
57 14.20 14.40 14.60 14.80 15.00
m/z 41.05 21.99%

5000 85
4
oLz | | |, M 1 e o712 240

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14. 20 14. 40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109609.D

Aca On : 5 0ct 2018 13:49

Operator : JU/SJ

ﬁ?ggle i J5150-01 SSSI-0926-5-10B
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Supraene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .67 2.49 ng 109010 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 Saualene 410 C30H50 000111-02-4 83
3 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 81
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 Trideca-1,3,7,11-tetraene-1,1-di... 268 C18H24N2 1000159-88-9 53
Abundance Scan 2139 (14.668 min): BF109609.D (-2137) (-) m/z 69.10 100.00%
69
41 T P
9 121 14,40 14.60 14.80 15.00
149 173 207 239 265
Ol o S R e e m/z 81.00 50.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 LR B UL UL UL
14,40 14.60 14.80 15.00
41 o m/z 41.05 25.34%
oA AT a7 ] 360 251 217 205 279 2031397 __ano
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69
14,40 14.60 14.80 15.00
5000 m/z 95.00 13.21%
41
95
ol ‘ a byl aap ] ae1 191 231 273209 3ager
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- LI LA L LA BB L LR
69 14.40 14.60 14.80 15.00
a1 m/z 68.05 11.81%
5000
95 123
L BBy e e e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109609.D

Aca On : 5 0ct 2018 13:49

Operator : JU/SJ

ﬁ?ggle i J5150-01 SSSI-0926-5-10B
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .92 8.81 ng 385971 Perylene-d12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexadecane 226 C16H34 000544-76-3 87
Abundance Scan 2182 (14.921 min): BF109609.D (-2178) (-) m/z 57.10 100.00%
57
85
5000

14.60 14.80 15.00 15.20
| 141 160 107 268
ol bl kL l| oty 2P 97 225245908 295 . m/z 71.10 72.49%

m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
5|7
5000 85 IIIIIIIIIIIIIIIIII|
14.60 14.80 15.00 15.20
m/z 43.10 64.78%
29 113
| L 141 169 197 225 268
L R Mnk it G
m/z--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
A A ma s S
14.60 14.80 15.00 15.20
5000 85 m/z 85.10 55.49%
29
. L) M8 14 160 107 225 253 296
ey T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane AR m
57 14.60 14.80 15.00 15.20
m/z 55.05 21.92%
5000 85
29
T j | J11}3J 141 169 197 225 253 295 323 367
e S I e e e e e B BERRE RS
m/z--> 50 100 150 200 250 300 350 14 60 14. 80 15. 00 15 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109609.D

Aca On : 5 0ct 2018 13:49

Operator : JU/SJ

ﬁ?ggle i J5150-01 SSSI-0926-5-10B
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.67 7.35 ng 322159 Perylene-di12 15.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
5 Octadecane 254 C18H38 000593-45-3 83
Abundance Scan 2309 (15.668 min): BF109609.D (-2304) (-) m/z 57.10 100.00%
57
85
5000
L ISR SUNLE SR B
141 169 15.40 15.60 15.80 16.00
0....|,- L “ 1114 A6 225 252 295 | m/z 71.10 71.89%
m/z--> 50 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 L B B N SO
15.40 15.60 15.80 16.00
113 m/z 43.05 62.87%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 1%0 " 200 250 300 350 '
Abundance #141426: Heneicosane
57
o 15,40 15.60 15.80 16.00
5000 m/z 85.10 56.86%
29 113
oL L by J |, 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #38349: Decane, 3,8-dimethyl- I EREEE RS TSee LU
57 15.40 15.60 15.80 16.00
m/z 55.05 22.07%
T J\\WJ\N/\—V/\
5000
| 113 141
N — e
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00

8270-BF092218 .M Mon Oct 08 16:15:29 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF100518\

Data File : BF109609.D

Aca On : 5 0ct 2018 13:49

Operator : JU/SJ

ﬁ?ggle i J5150-01 SSSI-0926-5-10B
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 10
R.T. EstConc Area Relative to ISTD R.T.
16.13 3.71 ng 162484 Perylene-di12 15.24
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 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane 282 C20H42 000112-95-8 87
Abundance Scan 2387 (16.127 min): BF109609.D (-2383) (-) m/z 57.10 100.00%
57
5000
113 15.80 16.00 16.20 16.40
141 197 245 : : : :
0....l,.-. | “ 'l' 09 R 228000268 295 | ‘m/z 71.10 76.35%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 R AR AR B AR
15. 80 16. oo 16 20 16.40
- 13 m/z 43.05 56.90%
oL L4 L) J | J1ﬂ11169 197 225 253 296
m/z--> 55 100 1éo 260 2éo 360 3éo
Abundance #194493: Hexacosane
57
15.80 16.00 16.20 16.40
5000 85 m/z 85.05 53.18%
. 29 j | | “113 141 169 197 225 253 295 323 367
m/z--> 55 100 1éo 260 250 360 350
Abundance #202661: Heptacosane AL A
57 15.80 16.00 16.20 16.40
m/z 41.00 19.00%
- T M
29
oL “J I “113 141 169 197 225 253 281 309 337 380
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3éo 15. 80 16. 00 16 20 16|4O
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF100518\

Data File : BF109609.D

Acq On : 5 Oct 2018 13:49

Operator : JU/SJ

3?22'6 i J5150-01 SSSI-0926-S-108
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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]
unknown6 .47 6.47 65.6 ng 1765480 1 6.70 538032 20.0
n-Hexadecanoic acid 11.76 32.9 ng 1291720 4 11.21 784291 20.0
Octadecanoic acid 12.54 36.0 ng 1344720 5 13.84 746410 20.0
Heptacosane 13.53 2.4 ng 89546 5 13.84 746410 20.0
1-Dodecanol, 2-oc... 13.69 5.1 ng 190700 5 13.84 746410 20.0
Heptadecane 14.32 3.9 ng 143884 5 13.84 746410 20.0
Heneicosane 14.61 6.0 ng 262942 6 15.24 876395 20.0
Supraene 14.67 2.5 ng 109010 6 15.24 876395 20.0
Nonadecane 14.92 8.8 ng 385971 6 15.24 876395 20.0
2-methyloctacosane 15.67 7.3 ng 322159 6 15.24 876395 20.0
Octacosane 16.13 3.7 ng 162484 6 15.24 876395 20.0
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