LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

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-BF071219.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 2.216 13 22 30 rvB 1782206 2495153 60.10% 5.316%
2 5.510 576 582 585 rBVY 3642411 3806296 91.68% 8.110%
3 6.516 745 753 760 rBVY 3348392 4151689 100.00% 8.846%
4 6.657 771 777 780 rBVY 4035703 4082737 98.34% 8.699%
5 6.728 784 789 792 rVB2 49507 42750 1.03% 0.091%
6 6.881 812 815 819 rBVY 1102558 930449 22.41% 1.982%
7 6.945 823 826 831 rBV 58983 56618 1.36% 0.121%
8 7.040 838 842 846 rBVY 3324548 3032519 73.04% 6.461%
9 7.440 903 910 913 rBVY 2456307 2517403 60.64% 5.364%
10 7.487 915 918 921 rVB 52236 47725 1.15% 0.102%
11 7.692 950 953 956 rVB 53582 47168 1.14% 0.100%
12 8.075 1014 1018 1021 rBvV2 49879 52372 1.26% 0.112%

13 8.163 1028 1033 1037 rVB 1395799 1400178 33.73% 2.983%
14 8.228 1041 1044 1047 rvVB2 98870 111640 2.69% 0.238%
15 8.263 1047 1050 1058 rBV5 41751 100683 2.43% 0.215%

16 8.410 1071 1075 1077 rVB4 39169 45767 1.10% 0.098%
17 8.463 1077 1084 1086 rBV2 144116 194248 4.68% 0.414%
18 8.516 1090 1093 1095 rVB 92974 74867 1.80% 0.160%

19 8.545 1095 1098 1102 rBV2 115333 122599 2.95% 0.261%
20 8.592 1102 1106 1108 rBV 237947 229204 5.52% 0.488%

21 8.675 1116 1120 1123 rBV2 44432 55567 1.34% 0.118%
22 8.716 1123 1127 1129 rBvV4 68988 88305 2.13% 0.188%
23 8.763 1131 1135 1138 rBV 908899 759185 18.29% 1.618%
24 8.857 1148 1151 1154 rVvB2 127899 153124 3.69% 0.326%
25 8.945 1163 1166 1169 rBV3 64449 69651 1.68% 0.148%

26 9.045 1180 1183 1187 rBV3 170975 263968 6.36% 0.562%
27 9.128 1194 1197 1200 rBV 226324 198719 4._.79% 0.423%
28 9.169 1200 1204 1206 rVvVv 187746 185415 4._.47% 0.395%
29 9.192 1206 1208 1211 rVB 444402 330630 7.96% 0.704%
30 9.239 1211 1216 1220 rBV 3929950 4046054 97.46% 8.620%

31 9.286 1220 1224 1227 rVB3 57708 55412 1.33% 0.118%
32 9.328 1227 1231 1236 rBV 1332717 1213583 29.23% 2.586%
33 9.369 1236 1238 1241 rVB3 60068 54889 1.32% 0.117%
34 9.475 1254 1256 1258 rBV3 40759 44649 1.08% 0.095%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

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\HPCHEM1\BNA F\METHODS\8270-BF071219.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.581 1272 1274 1276 rBV2 60123 52187 1.26% 0.111%

36 9.628 1279 1282 1284 rVV 563314 564922 13.61% 1.204%
37 9.651 1284 1286 1288 rVV 296329 269150 6.48% 0.573%

38 9.669 1288 1289 1293 rVV 113521 67028 1.61% 0.143%
39 9.704 1293 1295 1297 rVB 83934 61774 1.49% 0.132%
40 9.798 1307 1311 1313 rBV3 39204 57714 1.39% 0.123%

41 9.857 1313 1321 1324 rVV 618511 627207 15.11% 1.336%
42 9.922 1328 1332 1337 rVB 1444556 1386925 33.41% 2.955%
43 10.086 1357 1360 1363 rBV3 46475 62752 1.51% 0.134%
44 10.116 1363 1365 1368 rVV 67609 57748 1.39% 0.123%
45 10.181 1372 1376 1379 rVv4 83935 112024 2.70% 0.239%

46 10.357 1403 1406 1409 rVB 279191 221524 5.34% 0.472%
47 10.575 1438 1443 1446 rBV 75443 103674 2.50% 0.221%
48 10.704 1460 1465 1469 rBV 2615046 2658121 64.03% 5.663%
49 10.828 1483 1486 1488 rBVY 110931 92661 2.23% 0.197%
50 11.404 1580 1584 1587 rBV 1468022 1242839 29.94% 2.648%

51 11.927 1668 1673 1682 rBV2 369751 409401 9.86% 0.872%
52 12.716 1803 1807 1815 rBV 146479 190568 4_.59% 0.406%
53 12.986 1849 1853 1857 rBV 3383804 3244039 78.14% 6.912%
54 13.527 1942 1945 1949 rBV 93562 106235 2.56% 0.226%
55 13.563 1949 1951 1955 rVV3 43604 52035 1.25% 0.111%

56 13.886 2002 2006 2018 rVB4 211016 427008 10.29% 0.910%
57 14.039 2028 2032 2047 rVB 987816 975883 23.51% 2.079%
58 14.210 2058 2061 2066 rBV 103176 100388 2.42% 0.214%
59 14.516 2109 2113 2117 rVB 157381 146615 3.53% 0.312%
60 14.821 2162 2165 2175 rVB 227861 275559 6.64% 0.587%

61 15.163 2219 2223 2233 rVB 250817 315764 7.61% 0.673%
62 15.510 2277 2282 2286 rBV2 776066 970207 23.37% 2.067%
63 15.551 2286 2289 2295 rVB 269898 344245 8.29% 0.733%
64 15.992 2359 2364 2370 rBV 203561 319245 7.69% 0.680%
65 16.510 2446 2452 2458 rBV 132681 241810 5.82% 0.515%

66 17.109 2549 2554 2561 rVB2 56986 116835 2.81% 0.249%

Sum of corrected areas: 46935303
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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: BF115529.D
4000000 6|66
5.51

6.52 7.04
3000000
7.44

2000000{ » 5,

6.88
1000000

o~ e i AT

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF115529.D
4000000 9|24

12.99

3000000
10.70

2000000
8.16 9.33 9.92 11.40

1000000

11.93
10.83 12.72
Ot A e e e e e e P e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF115529.D
4000000

3000000

2000000

14.04
1000000 15.51

15.16
1B - 1389 1,51 1452 1482 15.99 16.51 11

o e —————— e ————————SE BB AR BBl s e S S S S

Time--> 13. 50 14. OO 14. 50 15. OO 15. 50 16 00 16 50 17. OO 17. 50 18 00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.22 53.63 ng 2495150 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 23 (2.222 min): BF115529.D (-13) (-) m/z 73.10 100.00%
7B
5000
43 87
37 | &7 2.20 2.30 2.40 2.50 2.60
Ot ot e S e mM/Z 43.00  31.89%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 O 2.20 2.30 2.40 2.50 2.60
07 87 m/z 87.10 26.07%
0 "|"J””"??hhj'%?""|"§?H""|"J'|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 23.77%
L 79 | 97 112 129
O'W'”'P'”I”'W'”'P" '”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 40 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- ‘A—y——r—y——y—r
73 2.20 2.30 2.40 2.50 2.60
m/z 71.10 11.12%
5000 43
58
0'W'”“ﬁ'”l“'%'”'P”'P*”I”JW'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown6.66 Concentration Rank 1

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

6.66 87.76 ng 4082740 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 37
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H3N2 022291-85-6 9
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9

Abundance Scan 777 (6.657 min): BF115529.D (-771) (-) m/z 132.00 100.00%
132
5000 68
40 | 75 6 ‘ 640 6.60 680 7.00
54 104 . . . .
ober i 280 02l oerer | W ms Ul Tm/z 68.00 39.49%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 S RSN AR LA A
6.40 6.60 6.80 7.00
m/z 134.00 34 .46%
|| ” 89 g7103
Ok ||||| I||I|| || '||||!!||||||'|||I||||!I|| |1|1|5|||||||||||||
m/z--> 30 40 50 90 100 110 120 130 140
Abundance #14517. 2H- Cyclopenta[d]pyridazine, 2-methyl-
132
640 6.60 680 7.00
5000 m/z 66.00 25.60%
6 104
39 51 | " 20 117
o Y O Y YT | Y] N || M.
m/z--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine R L A
132 6.40 6.60 6.80 7.00
m/z 69.00 15.45%
5000
104
p 94 T B . ur ||
O B e e o B e RS o e
m/z--> 30 40 50 60 70 80 95 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Cyclohexane, (cyclopentylme... Concentration Rank 20

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

8.46 2.77 ng 194248 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (cvclopentvimethvl)- 166 C12H22 004431-89-4 60
2 Bicvclol2.2.1Theptan-2-one. 1.3.... 166 C11H180 005811-48-3 38
3 trans. cis-3-Ethvilbicvclol4.4.01... 166 C12H22 066660-43-3 38
4 Cvclohexane. (4-methvilpentvl)- 168 C12H24 061142-20-9 27
5 1,1"-Bicyclohexyl 166 C12H22 000092-51-3 27

Abundance Scan 1083 (8.457 min): BF115529.D (-1077) (-) m/z 55.00 100.00%
95 137
41 67
5000
166
00 L "5k e o 8k
o} B L m/z 81.00 98.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35187: Cyclohexane, (cyclopentylmethyl)-
55
41
5000 67 9% U R R R
8.20 8.40 8.60 8.80
27 100 166 m/z 83.05 96.51%
oL 15 | 124 138
m/z--> 20 40 60 80 100 150 150 1éo 180
Abundance #35093: Bicyclo[2.2.1]heptan-2-one, 1,3,7,7-tetramethyl-
95
8 1 1 820 840 8.60 8.80
5000 166 m/z 137.05 81.98%
55
0 ||||||l|‘|”| il T I‘I‘I IHI“I . | Hl . |M‘||i|-2|4| |1|37||]|-5|1|||‘| T
m/z--> 20 40 60 100 120 140 160 180
Abundance #35208: trans, cis-3-Ethylbicyclo[4.4.0]decane
8l o5 137 8.20 8.40 8.60 8.80
m/z 95.00 78 .30%
166
5000 67
55
109
‘ ‘ 124
0 ||||||||||||Hi||“l‘||“i“i|‘|”|‘|||‘|||||||‘|||||||‘|||||| R A e
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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, 2,6,11-trimethyl- Concentration Rank 15

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

8.59 3.27 ng 229204 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 86
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
3 Dodecane. 4.6-dimethvl- 198 C14H30 061141-72-8 72
4 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 64
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 59

Abundance Scan 1106 (8.592 min): BF115529.D (-1102) (-) m/z 57.05 100.00%
¥
5000 43
& 113
99 154 8.20 8.40 8.60 8.80 9.00
o il 126 141 37166 180 0 'm/z 71.05  78.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57
43 n
5000
8.20 8.40 8.60 8.80 9.00
29 85 m/z 43.05 50.72%
o | 99 118127 141 155 169 182 197207
m/z--> 20 40 60 80 160 150 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57
71
43 8.20 8.40 8.60 8.80 9.00
5000 m/z 41.00 31.45%
o | ‘L I ‘ 99 113 127 149 155 169 183 197
m/z--> 20 40 éo éo 100 150 140 160 180 200
Abundance #59899: Dodecane, 4,6-dimethyl- L s e
43 57 11 8.20 8.40 8.60 8.80 9.00
m/z 56.00 22.10%
5000
29 85
o ‘\ Lol ] 90 M 157 14 155 169 183 108
m/z--> 20 4'0 6|O 80 100 120 140 1('30 180 200 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Undecane, 2,3-dimethyl- Concentration Rank 5

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

8.76 10.84 ng 759185 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.3-dimethvl- 184 C13H28 017312-77-5 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86

Abundance Scan 1134 (8.757 min): BF115529.D (-1131) (-) m/z 57.00 100.00%
a3 Y
71
5000

8.40 8.60 8.80 9.00
m/z 43.05 78 .54%

o

U 9113127141 163 184
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #48855: Undecane, 2,3-dimethyl-
43 57
71
5000 85
8.40 8.60 8.80 9.00
29 140 m/z 71.05 62.74%
99
ol b bl s | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59881: Tetradecane
57
43
71 8.40 8.60 8.80 9.00
5000 g5 m/z 41.00 38.20%
29
99 113
NI | 1o 127141155169 198
A B o e e R B I BARANRE SRR R R E R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane L B
57 8.40 8.60 8.80 9.00
43 71 m/z 85.05 37 .36%

5000

99

113127141 155169 183 197
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.40 860 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 unknown9.05 Concentration Rank 14

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

9.05 3.81 ng 263968 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. i1sobutyl nonvl ester 272 C15H2804 1000309-37-4 47
2 Nonane. 3.7-dimethvl- 156 Cl11H24 017302-32-8 47
3 Ether. 6-methvliheptvl vinvl 156 C10H200 010573-35-0 43
4 Nonane. 3-methvl- 142 C10H22 005911-04-6 43
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 43

Abundance Scan 1184 (9.051 min): BF115529.D (-1180) (-) m/z 57.00 100.00%
57

43 1 g
5000
95 137

8.80 9.00 9.20 9.40

0 m/z 43.00 53.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #120800: Oxalic acid, isobutyl nonyl ester
57
43
5000 DR RN N LN
29 71 8.80 9.00 9.20 9.40
85 m/z 71.05 51.63%
o L 97 11412 171
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28441: Nonane, 3,7-dimethyl-
57
43 71 8.80 9.00 9.20 9.40
5000 m/z 41.00 51.01%
29 85
127
0 \‘ L 97 111 ") 141 156
A s B B e o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28298: Ether, 6-methylheptyl viny! T
43 57 8.80 9.00 9.20 9.40
m/z 81.00 47 .38%
5000 29 71
15
P A O V- D
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Octacosane Concentration Rank 19

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

9.13 2.87 ng 198719 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 86
2 Dodecane. l1-i1odo- 296 C12H25l1 004292-19-7 86
3 Tridecane. 2-methvyl- 198 C14H30 001560-96-9 83
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
5 Heptadecane 240 C17H36 000629-78-7 78

Abundance Scan 1197 (9.128 min): BF115529.D (-1194) (-) m/z 57.00 100.00%
57
5000 85
J l 113 155 .9 8.80 9.00 9.20 9.40
ol bl I m/z 43.05 86.04%
m/z--> 0 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000
85 8.80 9.00 9.20 9.40
29 m/z 71.10 59.08%
o | J | 4 g 113,141 160 197 225 253 281 309 337 365 394
m/z--> 6 55 160 1%0 260 2éo 360 3%0 '
Abundance #140552: Dodecane, 1-iodo-
57
8.80 9.00 9.20 9.40
5000 85 m/z 85.10 47 .06%
29 113 155
0 ,.W.JJ.!u.,ﬂ...,.ﬁ??,.... R
m/z--> 0 50 100 150 200 250 300 350
Abundance #59896: Tridecane, 2-methyl-
57 8.80 9.00 9.20 9.40
m/z 41.00 39.25%
5000 g5
29 113 155
0 ?"i“J'!““LJH"J'Fﬁél""I""I""I""I ISR SRS SN R
m/z--> 0 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 13

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

9.19 4.77 ng 330630 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 83
2 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 80
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
4 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 80
5 Bacchotricuneatin c 342 C20H2205 066563-30-2 72

Abundance Scan 1208 (9.192 min): BF115529.D (-1206) (-) m/z 57.10 100.00%

7

- S

8.80 9.00 9.20 9.40 9.60
m/z 71.10 96 .53%

113127

o 141 169183

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57

71

A

8.80 9.00 9.20 9.40 9.60
m/z 43.00 52 .36%

5000

155 183197211

239 267281296

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71411: Dodecane, 2,6,11-trimethyl-
57
71
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_r
8.80 9.00 9.20 9.40 9.60
5000 m/z 85.05 41.39%
4
85
LA L | 113127 g6 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57 8.80 9.00 9.20 9.40 9.60
71 m/z 41.00 35.00%
5000
4 85
LA T 183107
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 880 9.00 920 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Decane, 2,3,5-trimethyl- Concentration Rank 4

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

9.33 17.50 ng 1213580 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
2 Tridecane. 7-propvl- 226 C16H34 055045-09-5 86
3 Tetradecane 198 C14H30 000629-59-4 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 80

Abundance Scan 1231 (9.328 min): BF115529.D (-1227) (-) m/z 57.00 100.00%
57
43 -
- N .
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
99 9.00 9.20 9.40 9.60
113
o 127 141 155 169180 193 208 n/7z 43.05  72.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48894: Decane, 2,3,5-trimethyl-
57
i wA/\/U LA«M/\/\\J\.‘,_
9.00 9.20 9.40 9.60
- m/z 71.10 66.29%
Ouuulululuu'luuu
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83029: Tridecane, 7-propyl-
43 57
71 9.00 9.20 9.40 9.60
so00] 29 85 m/z 85.05 43.81%
99 140 183
o Ll ‘ Joy o 113127 \\ 154 168 " | 197 226
m/z--> 20 40 éo 80 100 150 140 160 180 200 220 LMVvvv»«AvVM~
Abundance #59880: Tetradecane
57 900 9.20 9.40 9.60
43 m/z 41.00 37.60%
71
5000 85
i ol
ol 15 “ b %9 113 127 141 155 169 198 Lw\M,M/%Vw
m/z--> 20 40 éo 80 100 150 140 160 180 200 220 9.00 9.20 940 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Tetradecane Concentration Rank 6

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

9.86 9.04 ng 627207 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
2 Tetradecane 198 C14H30 000629-59-4 87
3 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 86
4 Pentadecane 212 C15H32 000629-62-9 76
5 Heneicosane 296 C21H44 000629-94-7 72

Abundance Scan 1322 (9.863 min): BF115529.D (-1313) (-) m/z 57.05 100.00%
57
43 71
5000 85

9.60 9.80 10.00 10.20

113 127 141 155168 183 212

0...,....','...|,.."..,-'!-..."',...".,.... ot | M/z 71.10  72.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48894: Decane, 2,3,5-trimethyl-

57

5000

9.60 980 1000 10.20
m/z 43.00 69.87%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57
43 R mE e e o
71 9.60 9.80 10.00 10.20
5000 85 m/z 85.10 51.85%
29
ol 15 J bl g %9 113 127 141 155 169 198
L B L A e
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #83051: Dodecane, 2-methyl-6-propyl- T TR T TR
43 57 9.60 9.80 10.00 10.20
m/z 41.00 35.80%
71
5000 85
99 140
o bl 113 127 | 154166 182195 206
e et e i e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 980 10. 00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Heptadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.36 3.19 ng 221524 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Tetradecane 198 C14H30 000629-59-4 90
3 9-methvlheptadecane 254 C18H38 026741-18-4 90
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 86
5 Pentadecane, 7-methyl- 226 Cl16H34 006165-40-8 83
Abundance Scan 1407 (10.363 min): BF115529.D (-1403) (-) m/z 57.00 100.00%
g7
71
43 P
5000

10.00 10.20 10.40 10.60

99
h 113 127140 155 169 194 226

o...,....,....,..“..,I:...n',..:-.,....;...-.,.... S Tm/z 71.05  73.34%
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
57
B 1 n
5000 L L TT T T [T T T T[T TTT T

10,00 10.20 10.40 10.60
99 m/z 43.00 67.17%

29 113
o 127141155 169 183 197 211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59880: Tetradecane
57
43 A B M e
71 10.00 10.20 10.40 10.60
5000 85 m/z 85.05 60.96%
29
oL 15 “ b L %9 113127 141155169 198
N A e  m B Raa e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #105887: 9-methylheptadecane e LN BEam e B
57 10.00 10.20 10.40 10.60
43 71 gg m/z 41.00 33.47%
5000
140
29 99
111
Ol i il 7227 | 168 196 239 S St ana
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 00 10. 20 10. 40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.93 6.59 ng 409401 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 68
Abundance Scan 1673 (11.927 min): BF115529.D (-1668) (-) m/z 73.00 100.00%
7
43 60 A\
5000
129
97 115 213 SR N IR U U
143157171185199 227 256 11.60 11.80 12.00 12.20
(o} m/z 43.00 77 .80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 R R AR SRR R
11.60 11.80 12.00 12.20
m/z 60.00 76.66%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 1160 11.80 12.00 12.20
5000 29 129 m/z 57.00 64 .29%
143157 214
ol bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid T T T
43 60 73 11.60 11.80 12.00 12.20
m/z 55.00 58.70%
5000 129
29
199
‘ 143157171185 242
0'}ﬁ'LJN" SR N BN SRR UGS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Pentadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.72 3.07 ng 190568 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Undecanoic acid 186 C11H2202 000112-37-8 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 38

Abundance Scan 1808 (12.722 min): BF115529.D (-1803) (-) m/z 73.00 100.00%

5000

12.40 12.60 12.80 13.00

o m/z 43.00 80.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131259: Octadecanoic acid

43 73
5000 LA L L L L L L LB L |
129 12.40 12.60 12.80 13.00
2 97 185 284 m/z 57.00 71.82%
115 171 241

ol 12 144 213 255
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid

T

12.40 12.60 12.80 13.00
m/z 59.95  67.99%

5000

-

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #50053: Undecanoic acid
60 12.40 12.60 12.80 13.00
43 m/z 41.00 67.19%
5000
i 8 . 186
101115
o 157172
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 1-Octadecene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.89 8.75 ng 427008 Chrysene-di12 14.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 90
2 1-Hexacosanol 382 C26H540 000506-52-5 87
3 1-Heptacosanol 396 C27H560 002004-39-9 87
4 n-Tetracosanol-1 354 C24H500 000506-51-4 87
5 1-Docosene 308 C22H44 001599-67-3 81
Abundance Scan 2007 (13.892 min): BF115529.D (-2002) (-) m/z 57.10 100.00%
57
5000
302 ' 13.60 13.80 14.00 14.20
183
S | 28 b 288 m/z 43.05 67.26%
m/z--> 50 100 150 200 250 300 350
Abundance #104184: 1-Octadecene
57
83
5000 LI UL BRI UL B
29 111 Bmmmmmmm
m/z 71.00 63.06%
o l | 113° 168 196 224 252
m/z--> 50 100 1%0 260 2%0 360 3%0
Abundance #203698: 1-Hexacosanol
ile]
'13.60 13.80 14.00 14.20
5000 83 m/z 83.00 47 .44%
18 J‘ 111
0 ‘y‘, J A i | ,139 168 196 224 252 278 308 336 364
m/z--> 55 100 1%0 260 2%0 360 3%0
Abundance #210517: 1-Heptacosanol T
57 97 Bmmmmmmm

m/z 55.00 46.74%

5000
125
29

1 L 4153 181 209 236 264 292 320 350 378

ol b A o R NN

m/z--> 50 100 150 200 250 300 350 13. 60 13. 80 14. OO 14 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Heneicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14 .52 3.00 ng 146615 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Docosane, 7-hexyl- 394 C28H58 055373-86-9 91
Abundance Scan 2114 (14.521 min): BF115529.D (-2109) (-) m/z 57.00 100.00%
57
5000
UL R DU UL B
154 183 217 239 267287 327 14.20 14.40 14.60 14.80
0 % m/z 71.00 78.20%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane ‘LJ—A“J
57
85 L_N,
5000 LR B B BN B
mmmmmmmm
m/z 85.05 58.82%
29 113
ol | i 1] | 191,169 197 225 253 296
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #185533: Pentacosane
57
14:20 14.40 14.60 14.80
5000 85 m/z 43.00 54 _.39%
113
oL 2Ly [ |11 169189211 239 267 205 323 352 vﬁﬁ\Jka_ﬂgﬁgAﬁg\w¢ﬁvj\wwﬁ#
m/z--> §o 100 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane LI L L L N BN |
57 14.20 14.40 14.60 14.80
m/z 55.00 31.50%
o T MA‘\/\M\‘
29 i 13 14
ol bl T 9t 169 107 225 253 | 295 323 367 S
m/z--> 50 100 150 200 250 300 350 14 20 14. 40 14. 60 14. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Heptadecane, 9-octyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.82 5.68 ng 275559 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
2 Triacontane 422 C30H62 000638-68-6 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 2165 (14.821 min): BF115529.D (-2162) (-) m/z 57.00 100.00%
7
85
5000
141 14.60 14.80 15.00 15.20
oL L1 11 1| Lo 199107 225258 295819 | ‘m/z 71.10 75.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85 LR B BRI SUUR I
14.60 14.80 15.00 15.20
m/z 43.00 60.28%
oL 30 L4 J1}311?1,169 197 239 267 204 323 352
m/z--> 5 100 150 200 2%0 300 350 400
Abundance #219831: Triacontane
57
1460 14.80 15.00 15.20
5000 85 m/z 85.05 56.63%
113
ol29) | J | 141 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 260 250 300 350 400
Abundance #194493: Hexacosane e e
57 14.60 14.80 15.00 15.20
m/z 55.00 22 .29%
5000 85 KNWM
. %QJ ||| (M3 141 160 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350 400 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Eicosane, 7-hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.16 6.51 ng 315764 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2223 (15.163 min): BF115529.D (-2219) (-) m/z 57.05 100.00%
g7
85
5000

14.80 15.00 15.20 15.40

3 j , ﬂ 1 ||141 169 197 225 249 277 332

ol " A T — . m/z 71.05 78.54%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
5|7
85
5000 LA L L L L L B

14.80 15.00 15.20 15.40

m/z 85.05 56.91%
29 | ]113 141 169
ol b by T TP 97 226 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #141432: Pentadecane, 8-hexyl-
57
A RN R R e
85 14.80 15.00 15.20 15.40
5000 m/z 43.00 56.71%
29 1 141 g 1%
0 h\‘ ‘ J‘Jl AL (168 | | 224243 265283
kil r i e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane R RRE MR
57 14.80 15.00 15.20 15.40
m/z 55.00 22 .14%
5000 85
29
oL j I i J11}3J 141160 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350 14. 80 15. OO 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 2-methyloctacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.99 6.58 ng 319245 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
5 Eicosane 282 C20H42 000112-95-8 91
Abundance Scan 2364 (15.992 min): BF115529.D (-2359) (-) m/z 57.05 100.00%
57
85
5000
13 15.60 15.80 16.00 16.20 16.40
133 : : : : :
ol J,l .U', Lt 16318303225 252 282 318 0 0E 76 430
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85 ARUABUNERUNERA N
15.60 15.80 16.00 16.20 16.40
113 m/z 43.00 58.11%
o 200 || |10, 169 197 225 267 295 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57
15.60 15.80 16.00 16.20 16.40
5000 g5 m/z 85.05 56.92%
29
oLl i Ly 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #141426: Heneicosane T T
57 15.60 15.80 16.00 16.20 16.40
m/z 55.00 21.11%
85
N uﬂ/
29 113
oL L by J | 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 ' 15,60 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071219\
Data File : BF115529.D

Aca On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Pentacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.51 4.98 ng 241810 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2452 (16.510 min): BF115529.D (-2446) (-) m/z 57.00 100.00%

57
85
5000

16.20 16.40 16.60 16.80

¥ ﬂ l 141 169 211 239 267 314 342

Ot ,. LA B e e e e pe m/z 71.05 79.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #185533: Pentacosane
57
5000 85 LA L L L L L LB L |
16.20 16.40 16.60 16.80
m/z 85.10 63.04%
113 141
L2 ﬂ LAY 160, 211 239 267 295 335 352
Ay LA B B e e e B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
B e
85 16.20 16.40 16.60 16.80
5000 m/z 43.00 58.82%
29 113
ok L4 l | 141 169 107 225 253 296 L\Mwwu&ﬂﬁxmﬂm/\kMNVWMﬁA\WAM
L L e e e e e AL B B o o B o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane e A RERREEEES
57 16.20 16.40 16.60 16.80
m/z 55.00 24 .26%
- 1 L\VWMWVMmew/\VMWWMAMNAWNV
118 941
oL 2/ j | 77,169 197 225 253 281 309 337 365 393 422
....,.... e A e T e e T T R REEREEEE R
m/z--> 50 100 150 200 250 300 350 400 16 20 16. 40 16. 60 16 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071219\
Data File : BF115529.D

Acq On 12 Jul 2019 16:36

Operator : HP/JU

Sample : K3761-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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]
Butane, 2-methoxy... 2.22 53.6 ng 2495150 1 6.88 930449 20.0
unknown6 .66 6.66 87.8 ng 4082740 1 6.88 930449 20.0
Cyclohexane, (cyc... 8.46 2.8 ng 194248 2 8.16 1400180 20.0
Dodecane, 2,6,11-... 8.59 3.3 ng 229204 2 8.16 1400180 20.0
Undecane, 2,3-dim... 8.76 10.8 ng 759185 2 8.16 1400180 20.0
unknown9 .05 9.05 3.8 ng 263968 3 9.92 1386930 20.0
Octacosane 9.13 2.9 ng 198719 3 9.92 1386930 20.0
Heptadecane, 2,6, ... 9.19 4.8 ng 330630 3 9.92 1386930 20.0
Decane, 2,3,5-tri... 9.33 17.5 ng 1213580 3 9.92 1386930 20.0
Tetradecane 9.86 9.0 ng 627207 3 9.92 1386930 20.0
Heptadecane 10.36 3.2 ng 221524 3 9.92 1386930 20.0
n-Hexadecanoic acid 11.93 6.6 ng 409401 4 11.40 1242840 20.0
Pentadecanoic acid 12.72 3.1 ng 190568 4 11.40 1242840 20.0
1-Octadecene 13.89 8.8 ng 427008 5 14.04 975883 20.0
Heneicosane 14_.52 3.0 ng 146615 5 14.04 975883 20.0
Heptadecane, 9-oc... 14.82 5.7 ng 275559 6 15.51 970207 20.0
Eicosane, 7-hexyl- 15.16 6.5 ng 315764 6 15.51 970207 20.0
2-methyloctacosane 15.99 6.6 ng 319245 6 15.51 970207 20.0
Pentacosane 16.51 5.0 ng 241810 6 15.51 970207 20.0
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