LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 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-BF031518.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 2.299 31 36 45 rVB 76106 107683 3.97% 0.305%
2 5.216 528 532 546 rBV 65250 105957 3.91% 0.300%
3 5.604 594 598 620 rBY 1825662 2535861 93.60% 7.175%
4 6.245 704 707 710 rBV 100385 82173 3.03% 0.232%
5 6.416 733 736 739 rVB 78043 60897 2.25% 0.172%
6 6.604 764 768 777 rBV 1972873 2510348 92.66% 7.103%
7 6.669 777 779 784 rVV 104961 138741 5.12% 0.393%
8 6.745 788 792 813 rVB 2499838 2709131 100.00% 7.665%
9 6.969 827 830 837 rBV 793927 776356 28.66% 2.197%
10 7.081 845 849 851 rBV 83452 73110 2.70% 0.207%

11 7.128 853 857 870 rvB 2081051 1965138 72.54% 5.560%
12 7.534 922 926 934 rBV 1488968 1527578 56.39% 4.322%
13 7.616 934 940 945 rvB2 85499 145966 5.39% 0.413%
14 8.251 1045 1048 1054 rBV 1075039 1046771 38.64% 2.962%

15 8.292 1054 1055 1059 rvB2 86263 63687 2.35% 0.180%
16 8.533 1092 1096 1100 rBv4 51181 69877 2.58% 0.198%
17 8.751 1130 1133 1135 rBV2 63580 59376 2.19% 0.168%
18 8.828 1141 1146 1148 rBV3 85263 123351 4 _55% 0.349%
19 8.869 1150 1153 1155 rBV3 51661 59150 2.18% 0.167%
20 8.922 1159 1162 1166 rVV5 47257 71036 2.62% 0.201%
21 9.022 1176 1179 1181 rBV3 73564 81231 3.00% 0.230%

22 9.069 1184 1187 1192 rBV5 92534 116293 4._.29% 0.329%
23 9.128 1192 1197 1198 rBvV4 86751 122984 4._.54% 0.348%
24 9.192 1205 1208 1209 rBV2 74792 86993 3.21% 0.246%
25 9.257 1214 1219 1225 rVB2 306567 391375 14.45% 1.107%

26 9.328 1226 1231 1235 rBV 2859379 2696282 99.53% 7.629%
27 9.398 1239 1243 1246 rBV3 339975 440731 16.27% 1.247%
28 9.716 1293 1297 1300 rBV4 1237745 1172545 43.28% 3.317%
29 9.775 1304 1307 1310 rBV3 215487 233782 8.63% 0.661%
30 9.869 1320 1323 1326 rBV2 548505 609307 22.49% 1.724%

31 9.922 1329 1332 1335 rVB2 800184 824993 30.45% 2.334%
32 9.963 1337 1339 1341 rVvVv3 227993 260323 9.61% 0.737%
33 10.004 1342 1346 1350 rVV3 1037253 1862284 68.74% 5.269%
34 10.186 1375 1377 1379 rBV 317639 273451 10.09% 0.774%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.251 1386 1388 1393 rBV3 438003 629729 23.24% 1.782%

36 10.327 1399 1401 1402 rBV 352637 296940 10.96% 0.840%
37 10.422 1414 1417 1421 rBV2 870036 829723 30.63% 2.348%
38 10.657 1453 1457 1462 rBV 1652767 2078938 76.74% 5.882%
39 10.933 1500 1504 1507 rBV 1996888 2456055 90.66% 6.949%
40 13.104 1870 1873 1879 rVB 1452183 1508917 55.70% 4._.269%

41 13.968 2018 2020 2025 rVB 432139 484853 17.90% 1.372%
42 14.115 2042 2045 2049 rVB 678430 597187 22.04% 1.690%
43 14.163 2050 2053 2056 rvB2 705077 720598 26.60% 2.039%
44 14.351 2083 2085 2088 rBVY 173906 148197 5.47% 0.419%
45 14.610 2126 2129 2133 rVB2 276226 314401 11.61% 0.890%

46 15.286 2241 2244 2248 rVB2 459452 478301 17.66% 1.353%
47 15.709 2312 2316 2321 rVB 433470 573381 21.16% 1.622%

48 16.162 2389 2393 2397 rVB 341814 502491 18.55% 1.422%
49 16.215 2399 2402 2411 rVB3 170071 319888 11.81% 0.905%

Sum of corrected areas: 35344360
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On : 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

5000000

4000000

3000000

2000000

1000000

2.30

TIC: BF103981.D

5.60

5.22

6.75

7.53

Time-->

4.00

4.50

5.00

1
5.50

2.50

3.00

3.50

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BF103981.D
10.93

10.66

8.25

9.2¢';
29 653 8FBREIRREE

13.10

Ol

Time--> 8.00

12.00

11.50

10.50 11.00

10.00

9.00 9.50

8.50

12.50 13.00

13.50

Abundance

5000000

4000000

3000000

2000000

1

1000000

TIC: BF103981.D

3.#.4126

14.35 14.61

Time-->

14.00

17.50

16.00

16.50 17.00

15.00 15.50

14.50

18.00

19.00

18.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On : 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 _alpha.-Pinene Concentration Rank 16

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

6.67 3.57 ng 138741 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 91
2 Cvclohexene. 4-methvlene-1-(l-me... 136 C10H16 000099-84-3 86
3 Bicvclol3.1.0Thexane. 4-methvlen... 136 C10H16 003387-41-5 86
4 Bicvclol3.1.11hept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 83
5 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C10H16 007785-70-8 80

Abundance Scan 779 (6.669 min): BF103981.D (-777) (-) m/z 93.05 100.00%
9B
5000
41 69 77
121
| 6 ||| 84 ‘ll 107 136 6.40 6.60 6.80 7.00
o..,....,....',....;-'.'..,...'.,....,....,....,...'.,....,....,..!.,... m/z 91.00 29.17%
m/z--> 20 30 40 50 60 70 80 100 110 120 130 140
Abundance #15705: .alpha.- Pmene
93
5000
77 6.40 6.60 6.80 7.00
41 m/z 41.00 27 .98%
27 ‘ ‘ 53 67 ‘ ‘ 105 121 136
0“|“j“'“'w““fﬁ“ﬁq”h|“'J““'wl“l“ww'“'m'“l“lw'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
93
6.40 6.60 6.80 7.00
5000 m/z 69.10 24 .39%
77
136
T 69 105 121
e A A RS RS AN AL RLA RAARA RARSS LRSS LRSS RAARN SRS AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15896: Bicyclo[3.1.0]hexane, 4-methylene-1-(1-methylethyl)- B RAE e e AR R
9B 6.40 6.60 6.80 7.00
m/z 76.95 22 .97%
5000
07 41
0 ‘ It 62, “\ w 105 113 121108 *3°
m/z--> 20 3'0 40 5'0 60 70 8 90 100 110 12'0 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On : 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown6.75 Concentration Rank 1

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

6.75 69.79 ng 2709130 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 793 (6.751 min): BF103981.D (-788) (-) m/z 132.00 100.00%
132
5000 A\
68
0 % '6.40 6.60 6.80 7.00
40 54
0 {8 % || m/Z  68.05  34.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 33.61%
Ouuuluuuu‘l‘...‘. |||||]|-()|7|||||||||||||||||||||
m/z--> 20 80 100 120 140 160 180
Abundance
132
'6.40 6.60 6.80 7.00
5000 m/z 66.00 21.16%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl
57 132 6.40 6.60 6.80 7.00

m/z 96.00 13.64%

74
116
5000 98 A\
0 n ‘h N M\ ‘ L 158 189

m/z--> 20 40 100 120 140 160 180 6.40 6.60 6. 80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On : 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Hexanoic acid, 2-ethyl- Concentration Rank 20

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

7.62 2.79 ng 145966 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 78
2 Butanoic acid. 2-ethvl-, 1.2.3-p... 386 C21H3806 056554-54-2 50
3 1.4-Dioxane 88 C4H802 000123-91-1 43
4 L(-)-Fucose. tetramethvl ether 220 C10H2005 1000332-75-0 40
5 Iminodiacetic acid 133 C4H7NO4 000142-73-4 37

Abundance Scan 941 (7.622 min): BF103981.D (-934) (-) m/z 72.95 100.00%
/<
5000
41
101
| 109 7.20 7.40 7.60 7.80 8.00
O e m/z 88.00 82.98Y%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73
5000
41 7.20 7.40 7.60 7.80 8.00
101 m/z 57.05 33.70%
A 0
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
720 740 7.60 7.80 8.00
5000 m/z 41.05 29.14%
69
ob—d iy b | 1400 135155178 214 242 272 294313 355
m/z--> 50 100 150 200 250 300 350
Abundance #2012:1,4—Di0xane [TT T T[T T[T
8 7.20 7.40 7.60 7.80 8.00
m/z 87.00 22 .41%
88
5000 58
m/z--> 50 100 150 200 250 300 350 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On : 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Dodecane, 2,7,10-trimethyl- Concentration Rank 14

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

9.26 4.20 ng 391375 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
2 Hexadecane. 7-methvl- 240 C17H36 026730-20-1 64
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 64
4 Sulfurous acid. 2-ethvlhexvl tet... 390 C22H4603S 1000309-19-7 64
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64

Abundance Scan 1220 (9.263 min): BF103981.D (-1214) (-) m/z 71.10 100.00%
57 71
5000 43 h
0113127 1° 155 103 052 9.00 9.20 9.40 9.60
Oy m/z 57.10 98.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57
71
43
5000 L L UL I R
9.00 9.20 9.40 9.60
29 85 m/z 43.10 46.79%
o | ‘ L ‘ 991?3127141155169183197
m/z--> 20 Jo éo éo 100 120 140 160 180 200 220 240 260 280
Abundance
57
1 IR S R R R
43 9.00 9.20 9.40 9.60
5000 m/z 85.10 45 _.00%

85
112

154
126140 | 168183197211225240

1%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129512: Hexadecane, 2,6,10,14-tetramethy!-
57 71 9.00 9.20 9.40 9.60
m/z 41.00 32.27%
43
5000 85
113
29 99 127
ol L ‘ L)L 1411551691§3197211225239253267282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.00 920 940 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On : 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown9.40 Concentration Rank 13

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

9.40 4.73 ng 440731 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 38
2 Heptane. 2.4-dimethvl- 128 C9H20 002213-23-2 25
3 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 25
4 Tetradecane 198 C14H30 000629-59-4 22
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 22

Abundance Scan 1243 (9.398 min): BF103981.D (-1239) (-) m/z 57.10 100.00%
57
4
NSRS SR
138 159 208 9.00 9.20 9.40 9.60 9.80
N 1 2% "m/z 43.10 66.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95 NSRS SRR
55 9.00 9.20 9.40 9.60 9.80
m/z 71.10 61.36%
138 208
0 165
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
—rv—v—v—n—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
9.00 9.20 9.40 9.60 9.80
5000 85 m/z 41.10 53.14%
70
0 27 113128
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119525: 1-Decanoal, 2-octyl- L e o
9.00 9.20 9.40 9.60 9.80
m/z 193.20 51.61%
5000 4
111
0 139154169 196 224 252
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On : 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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-Dodecen-1-yl(-)succinic a... Concentration Rank 12

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

9.87 6.54 ng 609307 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Dodecen-1-vl(-)succinic anhvdride 266 C16H2603 019780-11-1 52
2 1-Cvclohexvl-2-methvl-prop-2-en-... 152 C10H160 025183-82-8 38
3 1-Undecene. 8-methvl- 168 C12H24 074630-40-3 35
4 1.1"-Bicvclohexvl. 2-ethvl-. cis- 194 C14H26 050991-12-3 25
5 5-Octadecene, (E)- 252 C18H36 007206-21-5 25

Abundance Scan 1323 (9.869 min): BF103981.D (-1320) (-) m/z 69.10 100.00%
41
5000
' '9.60 9.80 10.00 10.20
Obrrrrr m/z 55.10 79.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115650: 2-Dodecen-1-yl(-)succinic anhydride
41 55 g
5000 L R LN SR BRI
9.60 9.80 10.00 10.20
2 023137 m/z 41.10 68.71%
) | ‘m Il 151166 181195209203037 266
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 55 69
. 152 550 550 1000 1050
5000 110 m/z 83.10 64 .44%
27 97 123137
A R R S B LR AR LA LR LA RRARE NS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36770: 1-Undecene, 8-methyl- R EEEEE S
43 9.60 9.80 10.00 10.20
m/z 57.05 61.62%
6 69
5000 84
29 97
TITTTTrTTrTTTTT] IIIII""I""I""IIIII TTTTTTrTT T preT rrTyTTTTTTTTT T TT T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On : 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknown9.96 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.96 2.80 ng 260323 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 25
2 2.5.5.6.1a-Pentamethvl-cis-1a.4a... 208 C14H240 1000215-77-9 25
3 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 25
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 22
5 Hexacosane 366 C26H54 000630-01-3 22
Abundance Scan 1339 (9.963 min): BF103981.D (-1337) (-) m/z 57.10 100.00%
7
123

5000

9.60 9.80 10.00 10.20

0 m/z 43.10 76.21%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85 LA L L L L L L B B
9.60 9.80 10.00 10.20
- m/z 123.10 66 .78%
oLl h | (M3 141 169 197 225 253 281 309 337 365 394
T T T T T T e
m/z--> 50 100 150 200 250 300 350
Abundance
123
R L e
9.60 9.80 10.00 10.20
so00] 43 % m/z 71.10 61.86%
71 208
151
175
ol el pb e b k4 o
m/z--> 50 100 150 200 250 300 350
Abundance #149373: Sulfurous acid, 2-propy! tridecy! ester  BEREEEEEEE R
43 9.60 9.80 10.00 10.20
m/z 95.10 55.85%
5000 71
LT
N NG - AN, i S ———
m/z--> 50 100 150 200 250 300 350 9.60 9.80 10.00 10.20

8270-BF031518.M Wed Mar 28 14:39:33 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On : 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Hexacosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.19 2.94 ng 273451 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 64
2 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 59
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 58
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 52
5 Eicosane 282 C20H42 000112-95-8 47
Abundance Scan 1378 (10.192 min): BF103981.D (-1375) (-) m/z 57.10 100.00%
57
85
5000
A | ] st 20, 06016160 1020 1040 10/60
S O o O D m/z 71.10 80.76%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
5000 85 SRR AN SN B
9.80 10.00 10.20 10.40 10.60
m/z 43.10 69.65%
. zgw‘ h || M3 141 160 107 225 253 205 323 367
m/z--> 55 160 150 200 2éo 360 3éo
Abundance
43
9.80 10.00 10.20 10.40 10.60
5000 1 m/z 85.10 63.20%
97
o 125 154 182 17
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance #152416: Tridecane, 1-iodo- R R R R
57 9.80 10.00 10.20 10.40 10.60
m/z 41.10 22.71%
5000 85
28
0 \H\M ‘ ‘\ | \1]\-3\ 15\5 1 310
m/z--> 55 160 150 200 2éo 300 3éo 9%0 1050 1dzo 1020 10%0

8270-BF031518.M Wed Mar 28 14:39:33 2018

Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On : 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Dodecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.25 6.76 ng 629729 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 74
2 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 59
3 1-lodo-2-methvIlnonane 268 C10H211 1000101-47-9 53
4 Undecane. 4.8-dimethyl- 184 C13H28 017301-33-6 50
5 Hexadecane 226 C16H34 000544-76-3 50
Abundance Scan 1388 (10.251 min): BF103981.D (-1386) (-) m/z 57.10 100.00%
57 71
43
5000
99 185170 UV AR B B
113127141 10.00 10.20 10.40 10.60
0 ,....,...|I,..|:.,!-. J '..'.l,.l...-,'...-.~~,..'|..,..?.9,7.2]1.1.2??..,....,....,....,. m/z 71.10  96.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #38316: Dodecane
43 57
71
5000 IR U SRR DR B
85 mmmmmmmm
) m/z 85.10 68.25%
‘T I ‘ | 99113127147 170
N e ma R A Ra S LSRRI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
" 10.00 10,20 10.40 10.60
5000 1 m/z 43.10 67.42%
85
o 2f 99 113127 155169 211 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #116708: 1-lodo-2-methylnonane B REEEE B
43 10.00 10.20 10.40 10.60
57 m/z 41.10 27.08%
- | AAVAAJJVWV,ijxvfmAﬁwvaA¢v
85
2
o \T I ‘ L] 99 127141155169 211 268
m/z--> 25 Jo eb éo 160 120 140 160 180 200 220 240 2éo 2éo ' 1000 1020 1040 1060

8270-BF031518.M Wed Mar 28 14:39:34 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On : 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 unknownl10.33 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.33 3.19 ng 296940 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 49
2 3-(2-Methvl-propenvl)-1H-indene 170 C13H14 1000187-78-5 42
3 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 42
4 4.6.8-Trimethvlazulene 170 C13H14 000941-81-1 38
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 38
Abundance Scan 1401 (10.327 min): BF103981.D (-1399) (-) m/z 170.10 100.00%
155 170
193
5000
06 10.00 10.20 10.40 10.60
ol 18 220 235 m/z 155.10  89.24%
m/z--> 200 40 60 80 100 120 140 160 180 200 220 240
Abundance #38376: Naphthalene, 2,3,6-trimethyl-
170
155
5000 AR DAL

10.00 10.20 10.40 10.60
m/z 69.10 63.91%

28 41 53 71 85 102115128141 || |

i Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
155 170
R R
10.00 10.20 10.40 10.60
5000 m/z 193.20 58.22%
115128
o 2041 55 76 91109 .
B L B o o o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38372: Naphthalene, 1,6, 7-trimethyl- L B R
155 170 10.00 10.20 10.40 10.60
m/z 119.10 50.73%
5000
115128
o 51 7689103 | | 1 \‘H J
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 00 10. 20 10 40 10. 60

8270-BF031518.M Wed Mar 28 14:39:34 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On : 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 13 2,11-Dioxabicyclo[4.4.1]Jund... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.42 8.91 ng 829723 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.11-Dioxabicvclol4.4_1Tundeca-3... 222 C13H1803 070412-52-1 53
2 Cvclohexene. 1.5.5-trimethvl-6-a... 180 C12H200 211563-96-1 50
3 Pentanamide. N-(4-methoxvphenvl)- 207 C12H17NO2 1000306-89-3 47
4 1-Butanone. 1-bicvclol4.1.0lhept... 166 C11H180 054764-62-4 47
5 Pyridine, 1,2,3,6-tetrahydro-1-(... 153 C9H15NO 057150-46-6 47
Abundance Scan 1417 (10.422 min): BF103981.D (-1414) (-) m/z 123.10 100.00%
123
5000
M 55 69 81 95 109 207 W/\A—/\N/\Jw
AN BN SN SR
222
155 170 10.20 10.40 10.60 10.80
o 184196 237 m/z 69.10 36.11%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #79089: 2,11-Dioxabicyclo[4.4.1Jundeca-3,5-dien-10-one, 1,...
123
43
5000 179 LN BUURELE UL BULLILE U
109 -~ 10,20 10.40 10,60 10.80
m/z 109.10 34 .24%
y Saw® | T gm g
0 IIIIIIIIII‘IIHHIIIIIIIII‘IIIIIII‘IIIIIIII IIII\IIIII
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
123
43 ISR SURILN BN SUNRILN BN
10.20 10.40 10.60 10.80
5000 m/z 81.10 33.81%
95
55 67 81 77 109 165
o 137 152 180
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #66822: Pentanamide, N-(4-methoxypheny!l)- BEEmEEEs
123 10.20 10.40 10.60 10.80
m/z 55.10 33.56%
5000
108 207 LﬁAfﬂ,,J«fM’NVAﬁAJAN/\AfoAﬂ}
o 24 57 80 95 | | 136149 165 178
mz-> 20 45 éo éo 160 120 140 1éo 180 200 220 240 10,20 10.40 10,60 10.80

8270-BF031518.M Wed Mar 28 14:39:35 2018 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On : 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.66 22.33 ng 2078940 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 90
2 Tridecane. 5-propvl- 226 C16H34 055045-11-9 83
3 Eicosane 282 C20H42 000112-95-8 80
4 Heneicosane 296 C21H44 000629-94-7 80
5 Octadecane, 1-iodo- 380 C18H37I1 000629-93-6 72

Abundance Scan 1458 (10.663 min): BF103981.D (-1453) (-) m/z 57.10 100.00%
57
71
5000 43
85
113 " 1040 10.60 1080 1100
127141155169183 10.40 10.60 10.80 11.00
0 ,....,|...|.,..'|..,:...'“,..:'.,....,..1.?‘?....,...1?,7.2]1.1.2??.2]3}?...,....,... m/z 71.10 62.77%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
43
5000 1 N RN U UL SR
10,40 10.60 10.80 11.00
29 85 o m/z 43.10 46.28%
0 1 m H 1 ‘ f 1}31%7141155169183197211225239254
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
43 71 UL BN BN SUNRE BN
10.40 10.60 10.80 11.00
5000 m/z 85.10 33.97%
85
0 12 1271411541681831g7 226
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane N B
57 10.40 10.60 10.80 11.00
43 m/z 41.10 20.88%
71
5000
85
29
o | 4 | %91}3127141155169183197211225239253 282
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 240 260 280 1040 10.60 10.80 11.00

8270-BF031518.M Wed Mar 28 14:39:35 2018 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On : 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 15 Dodecane, 4,6-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.93 20.00 ng 2456060 Phenanthrene-d10 11.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 86
2 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 72
3 Sulfurous acid. 2-ethvlhexvl tri... 376 C21H4403S 1000309-19-6 72
4 Tridecane. 4-methvl- 198 C14H30 026730-12-1 72
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 59
Abundance Scan 1503 (10.927 min): BF103981.D (-1500) (-) m/z 57.10 100.00%
57 71
43
5000
85
gg 113 183 UV SN UGS
127 10.60 10.80 11.00 11.20
141 198
ol 195729 212225 244258 m/z 71.10 90.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59900: Dodecane, 4,6-dimethyl-
57 71
43
5000 LR U LA SO UL
10,60 10.80 11.00 11.20
B s m/z 43.10 53.37%
0 \‘ ‘ “\ Iily \\‘ 9\ “ 127 141 \ 169 183 198
N RS LA UL RS ML WA SRS RRARE ML SN SARE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
71 SRV U RS
10.60 10.80 11.00 11.20
5000 s m/z 85.10 32.56%
85 113
. 29 9 e 155
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #200451: Sulfurous acid, 2-ethylhexy! tridecyl ester R EaEEE EEE T
57 10.60 10.80 11.00 11.20
71 m/z 41.10 22.13%
5000
43
113
m/z--> 2'0 4'0 60 8|0 1(')0 12'0 140 160 180 200 220 240 260 10,60 10.80 11.00 11.20

8270-BF031518.M Wed Mar 28 14:39:36 2018 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On : 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 16 Nonadecyl trifluoroacetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.97 13.46 ng 484853 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 94
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Cyclohexadecane 224 C16H32 000295-65-8 93
Abundance Scan 2020 (13.968 min): BF103981.D (-2018) (-) m/z 83.10 100.00%

97

Hf

5000

13.60 13.80 14.00 14.20

247 278 350370

314

o m/z 57.10 96.94%
m/z--> 50 100 150 200 250 300 350
Abundance #202424: Nonadecyl trifluoroacetate
57 97
5000 LA L L L L LB L
125 13.60 13.80 14.00 14.20
- m/z 55.10 92.77%
311
oL DL L | L 3 s 0 78 266 pedtlt qipiee
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
B R BN
13.60 13.80 14.00 14.20
5000 11 m/z 43.10 86.77%
29 139
0 167 196 224 252 280 308
L e e e I B B e e I L A e S e o o e
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 L BT o e
13.60 13.80 14.00 14.20
m/z 69.10 86.71%
5000 \ANHU\”L\-xNWJ\hv4\bam,«ﬂmxﬁ
oL, l ﬂ J\ i JL ,1§7 195 222 250 280 308 336
i —— B R BN
m/z--> 200 250 300 350 13.60 13.80 14.00 14.20

8270-BF031518.M Wed Mar 28 14:39:36 2018 Page: 17



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On : 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 17 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.35 4.11 ng 148197 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1H-Indene. 2.3-dihvdro-1.1.3-tri... 236 C18H20 003910-35-8 50
2 2-Pentene. 4-methvl-2.4-diphenvl- 236 C18H20 006258-73-7 38

3 Pent-4-envl trimethvlsilvl phtha...
4 2-Hvdroxy-5-morpholinomethvl-2.4...

306
221

5 Benz[j]isoquinoline, 3,6,8-

trime... 221

C16H2204Si
C12H15N03
C16H15N

1000373-65-5 38
1000242-00-2 38
061171-16-2 38

Abundance Scan 2085 (14.351 min): BF103981.D (-2083) (-) m/z 221.10 100.00%
21
91
5000 119
143
101 14.00 14.20 14.40 14.60
41 65 65
) I w2 8 b L8 | L 260270298 330 356374 | 1757 g1 00 61.43%
m/z--> 50 100 150 200 250 300 350
Abundance #90965: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-phenyl- M
T kwﬂwwjkwn
5000 LA L L L L L B
143 14.00 14.20 14.40 14.60
91 m/z 119.10 47 .99%
olzr Stes | A | 1IN g
m/z--> 50 100 150 200 250 300 350
Abundance
221
B B .
14.00 14.20 14.40 14.60
5000 o1 m/z 105.05 36.72%
143
51 79 115 165 191
—— T e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #149355: Pent-4-enyl trimethylsilyl phthalate T
21 14.00 14.20 14.40 14.60
m/z 143.05 35.05%
5000
75
a1 149
Ll 03 1O |l 1re Losezer 2o
- ———— R B .
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60

8270-BF031518.M Wed Mar 28 14:39:37 2018
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On : 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 18 Sulfurous acid, 2-propyl te... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.61 8.73 ng 314401 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 87
2 Tetracosane. 1l-bromo- 416 C24H49Br 006946-24-3 87
3 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 86
4 Tritetracontane 605 C43H88 007098-21-7 83
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 80
Abundance Scan 2129 (14.610 min): BF103981.D (-2126) (-) m/z 57.10 100.00%
57
85
5000 d \Lﬁ»ﬂh/\A\NJt-¢\MKfL~MA
141 259 14.20 14.40 14.60 14.80 15.00
ol h Lay,169103215 %7 264308338 371 0 Thnyzz 71.10  71.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161094: Sulfurous acid, 2-propy! tetradecyl ester
43
71
5000 AR BRI B SRR B
1420 14.40 14.60 14.80 15.00
97 m/z 43.10 64 .34%
ol ‘ L1 168 197 531 o,
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
14.20 14.40 14.60 14.80 15.00
5000 g5 m/z 85.10 51.99%
29 113135
o 155 183205225 253 261302 337 375 416
m/z--> 50 100 150 200 250 300 350 400
Abundance #172312: Sulfurous acid, pentadecyl 2-propyl ester A EEE TS
43 14.20 14.40 14.60 14.80 15.00
m/z 55.10 31.53%
71
5000
‘ 97
oLt H fRassae 20 S
m/z--> 50 100 150 200 250 300 350 400 1420 14.40 14.60 14.80 15.00

8270-BF031518.M Wed Mar 28 14:39:37 2018 Page: 19



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On : 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 19 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.16 17.53 ng 502491 Perylene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2393 (16.162 min): BF103981.D (-2389) (-) m/z 57.10 100.00%
57
5000 j /\AWv_gfx_*~\_j\/\_w,vv~ﬂ-~,v
PN UL BRI B
141 169 295 15.80 16.00 16.20 16.40
I || L a7 196 22> 266 308 33435 386407 m/z 71.10 78.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57
5000 85 AR DR LR BARRE
15. 80 16. oo 16. 20 16.40
m/z 85.10 57.32%
29 113
0 \‘ A ‘ “\ H H‘ 141 169 197 225 2§8
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance
57
o 15,80 16.00 16.20 16.40
5000 m/z 43.10 52.52%
29 113
o 141 169 197 225 253 296 /\~»M\/\w~»w~/\Axﬁvwvdxﬁmh_
m/z--> éo 160 1éo 260 2éo 360 3%0 460
Abundance #219831: Triacontane R AR EEEEE T
57 15.80 16.00 16.20 16.40
m/z 55.10 20.82%
113 141
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
m/z--> 5'0 100 1&'30 2(')0 250 3(')0 3%0 4(|)O 15. 80 16. oo 16. 20 16 40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032718\
Data File : BF103981.D

Aca On : 27 Mar 2018 20:21

Operator : JU/SJ

Sample = J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 20 1-Octadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.22 11.16 ng 319888 Perylene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 80
2 1.2-Dodecanediol 202 C12H2602 001119-87-5 53
3 Cvclohexane. 2.4-diisopropvl-1.1... 196 C14H28 1000149-60-5 43
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 43
5 Cyclohexane, 1,5-diisopropyl-2,3... 196 C14H28 1000149-58-8 38
Abundance Scan 2403 (16.221 min): BF103981.D (-2399) (-) m/z 83.10 100.00%
57
5000 ””N“/\””“‘VA/\VW~MJ”M¢VNVWA
261 292 322345 378400 16.00_16.20 16.40 16.60
by m/z 97.10 93.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104183: 1-Octadecene
43
83
5000 R R SR BN B
16.00 16.20 16.40 16.60
111 m/z 57.10 87.90%
ol i )| Mli}?q‘}§8l%9fl%2?|2§% e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69 97
23 "' 16.00 16.20 16.40 16.60
5000 m/z 55.05 71.96%
171
0 15 11743g %WVX/\vNMxJAf\L“UW)\A”“*”h
m/z--> §o 160 1%0 260 250 360 3éo 460
Abundance #58324: Cyclohexane, 2,4-diisopropyl-1,1-dimethyl- R S N EaEmE s
41 69 97 16.00 16.20 16.40 16.60
m/z 69.10 65.87%
5000 WJM#
‘ 153
0 "'{IJ'“UJ'IL{%?' J" '%9?" RSN SURLELELA UL SRR U R R SRR BN B
m/z--> 50 100 150 200 250 300 350 400 16.00 16.20 16.40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032718\
Data File : BF103981.D

Acq On 27 Mar 2018 20:21

Operator : JU/SJ

Sample - J2068-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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]
-alpha.-Pinene 6.67 3.6 ng 138741 1 6.97 776356 20.0
unknown6.75 6.75 69.8 ng 2709130 1 6.97 776356 20.0
Hexanoic acid, 2-... 7.62 2.8 ng 145966 2 8.25 1046770 20.0
Dodecane, 2,7,10-... 9.26 4.2 ng 391375 3 10.02 1862280 20.0
unknown9 .40 9.40 4.7 ng 440731 3 10.02 1862280 20.0
2-Dodecen-1-yI(-)... 9.87 6.5 ng 609307 3 10.02 1862280 20.0
unknown9 .96 9.96 2.8 ng 260323 3 10.02 1862280 20.0
Hexacosane 10.19 2.9 ng 273451 3 10.02 1862280 20.0
Dodecane 10.25 6.8 ng 629729 3 10.02 1862280 20.0
unknown10.33 10.33 3.2 ng 296940 3 10.02 1862280 20.0
2,11-Dioxabicyclo... 10.42 8.9 ng 829723 3 10.02 1862280 20.0
Pentadecane, 2,6,... 10.66 22.3 ng 2078940 3 10.02 1862280 20.0
Dodecane, 4,6-dim... 10.93 20.0 ng 2456060 4 11.52 2456060 20.0
Nonadecyl trifluo... 13.97 13.5 ng 484853 5 14.16 720598 20.0
1H-Indene, 2,3-di... 14.35 4.1 ng 148197 5 14.16 720598 20.0
Sulfurous acid, 2... 14.61 8.7 ng 314401 5 14.16 720598 20.0
Nonadecane 16.16 17.5 ng 502491 6 15.71 573381 20.0
1-Octadecene 16.22 11.2 ng 319888 6 15.71 573381 20.0
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