LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107726.D

Acq On 27 Jul 2018 4:36

Operator : JU/SJ

Sample : J4161-02 100X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF072018_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 height area % max. total
1 6.207 651 658 663 rBv2 20529 31252 2.19% 0.339%
2 6.478 701 704 708 rBv2 18184 26318 1.84% 0.285%
3 6.690 736 740 742 rBY 11057 14311 1.00% 0.155%
4 6.778 752 755 759 rBvV 73977 85885 6.02% 0.931%
5 6.966 782 787 799 rBvY 322852 702365 49.22% 7.611%
6 7.090 805 808 812 rVvB3 22284 28412 1.99% 0.308%
7 7.125 812 814 820 rvVB4 14738 17620 1.23% 0.191%
8 7.219 825 830 833 rBV5 17314 26288 1.84% 0.285%
9 7.278 837 840 844 rvB2 13630 16467 1.15% 0.178%
10 7.348 849 852 861 rvB 49410 66764  4.68% 0.723%
11 7.425 861 865 869 rBV5 13868 19634 1.38% 0.213%
12 7.484 869 875 879 rBV7 15804 27185 1.90% 0.295%
13 7.537 879 884 888 rvB 39623 50119 3.51% 0.543%
14 7.595 891 894 897 rvB3 32339 36476 2.56% 0.395%
15 7.637 897 901 904 rBV6 16605 24402 1.71% 0.264%
16 7.684 904 909 913 rBV6 16235 23698 1.66% 0.257%
17 7.737 913 918 919 rBvV 25904 30636 2.15% 0.332%
18 7.754 919 921 926 rVvB2 52553 55305 3.88% 0.599%
19 7.831 929 934 936 rBv 29564 40035 2.81% 0.434%
20 7.872 938 941 947 rBV5 42773 54518 3.82% 0.591%
21 7.972 955 958 960 rBvV3 20550 19338 1.36% 0.210%
22 8.072 973 975 978 rBv4 22003 21176 1.48% 0.229%
23 8.137 982 986 990 rVvB3 23412 32604 2.28% 0.353%
24 8.178 990 993 995 rBV3 28747 29238 2.05% 0.317%
25 8.207 995 998 1001 rBv4 20338 21168 1.48% 0.229%
26 8.242 1001 1004 1010 rBV 906057 1060665 74.32% 11.493%
27 8.431 1034 1036 1039 rVvB2 20359 19978 1.40% 0.216%
28 8.472 1039 1043 1045 rBV3 31846 36238 2.54% 0.393%
29 8.525 1049 1052 1055 rvB4 34609 46262 3.24% 0.501%
30 8.642 1070 1072 1074 rBvV2 24381 18522 1.30% 0.201%
31 8.672 1075 1077 1079 rvv2 18730 19569 1.37% 0.212%
32 8.695 1079 1081 1085 rVvB2 40027 42226 2.96% 0.458%
33 8.737 1085 1088 1090 rBV3 25109 30444 2.13% 0.330%
34 8.813 1099 1101 1105 rVvB3 19537 24302 1.70% 0.263%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107726.D

Acq On 27 Jul 2018 4:36

Operator : JU/SJ

Sample : J4161-02 100X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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-BF072018_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 8.854 1105 1108 1109 rBV2 25325 25777 1.81% 0.279%
36 9.007 1131 1134 1137 rBv4 23052 28828 2.02% 0.312%
37 9.060 1140 1143 1147 rBvV4 27328 35975 2.52% 0.390%
38 9.189 1159 1165 1169 rBVS8 25802 70739 4._.96% 0.767%
39 9.225 1169 1171 1173 rBV3 18875 16573 1.16% 0.180%
40 9.378 1194 1197 1202 rVVv4 50644 61488 4_.31% 0.666%
41 9.495 1215 1217 1220 rVB3 29150 28132 1.97% 0.305%
42 9.531 1220 1223 1226 rBV4 21954 33140 2.32% 0.359%
43 9.695 1249 1251 1254 rBV 81443 72361 5.07% 0.784%
44 9.754 1259 1261 1265 rVB3 30030 27764 1.95% 0.301%
45 9.854 1275 1278 1280 rBV 65960 60192 4.22% 0.652%
46 9.901 1283 1286 1289 rVvB2 103753 100604 7.05% 1.090%
47 9.942 1291 1293 1296 rBV3 31292 40837 2.86% 0.443%
48 10.001 1296 1303 1310 rBV 1154078 1427122 100.00% 15.464%
49 10.266 1346 1348 1351 rVB2 29626 23838 1.67% 0.258%
50 10.401 1368 1371 1374 rVB2 68488 69836 4_89% 0.757%
51 10.442 1375 1378 1380 rBV 48317 52990 3.71% 0.574%

52 10.625 1405 1409 1412 rBV 130504 170283 11.93% 1.845%
53 10.895 1451 1455 1459 rBV 313429 362679 25.41% 3.930%
54 11.360 1531 1534 1537 rBV 237781 223267 15.64% 2.419%
55 11.495 1553 1557 1569 rVB 898953 1167756 81.83% 12.654%

56 11.713 1591 1594 1596 rBV2 74832 70171 4.92% 0.760%
57 13.754 1939 1941 1946 rVB5 23914 22374 1.57% 0.242%
58 14.142 2003 2007 2023 rBV 818904 1026248 71.91% 11.120%
59 14.554 2074 2077 2079 rBV 29161 29003 2.03% 0.314%
60 14.948 2140 2144 2148 rVB4 27447 36384 2.55% 0.394%
61 15.389 2216 2219 2223 rVB4 27464 38741 2.71% 0.420%
62 15.671 2261 2267 2283 rVB 613819 1050158 73.59% 11.379%
63 15.901 2302 2306 2310 rVB7 17834 32413 2.27% 0.351%
64 16.101 2338 2340 2346 rVB7 18027 23477 1.65% 0.254%
Sum of corrected areas: 9228570
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107726.D

Acq On 27 Jul 2018 4:36

Operator : JU/SJ

Sample : J4161-02 100X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF107726.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107726.D

Acq On 27 Jul 2018 4:36

Operator : JU/SJ

Sample : J4161-02 100X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.78 Concentration Rank 3

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

6.78 2.45 ng 85885 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 47
2 Pentadecane 212 C15H32 000629-62-9 43
3 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 43
4 Tetradecane 198 C14H30 000629-59-4 38
5 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 35

Abundance Scan 755 (6.778 min): BF107726.D (-752) (-) m/z 57.00 100.00%
43
5000 105
[ 120
6.40 6.60 6.80 7.00 7.20
(o} m/z 43.00 78.57%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19158: Decane
43 57
5000 ESREDE NS SRR SRR
71 6.40 6.60 6.80 7.00 7.20
29 85 m/z 105.00 47 .81%
15 | | \‘ | 9 113 142
e L S S UL B B WL W W S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71394: Pentadecane
57
43
6.40 6.60 6.80 7.00 7.20
5000 1 g m/z 41.10 40.06%
29 9
o oAy 7 118 127 141 155 168 182 212
m/z--> 25 Jo éo 85 160 150 150 1éo 1éo 260 '
Abundance #28445; Octane, 2,4,6-trimethyl- e
57 6.40 6.60 6.80 7.00 7.20
43 m/z 71.10 27 .64%
5000
71 g5
0 I .u,|....|!,..n|..,=|..?|,9..1.1?,1.?-‘7. 1156
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107726.D

Acq On 27 Jul 2018 4:36

Operator : JU/SJ

Sample : J4161-02 100X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Sulfurous acid, butyl dodec... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

10.62 2.39ng 170283  Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 78
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 64

3 Heneicosane 296 C21H44 000629-94-7 59
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 59
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 53
Abundance Scan 1408 (10.619 min): BF107726.D (-1405) (-) m/z 57.00 100.00%
57
4 8 A e e
111 10.40 10.60 10.80 11.00
l 140 158 182 202 228
Ol el ,..|':.,'-....1',..':'.,.-...,....,.... i SR m/z 43.00 52.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #149369: Sulfurous acid, butyl dodecy! ester
57
5000 LA L L L L L L L L LY LB
85 10,40 10.60 10.80 11.00
4 m/z 71.05 49.34%
Ohrre Btk 1008221
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129509: Hexadecane, 2,6,10,14-tetramethy!-
57
B
10.40 10.60 10.80 11.00
5000 m/z 41.00 30.38%
4 85
113
oL 2 “‘ “ LoLou | |14 16883198 295 253 282
T e o A o S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane e ERREE BEE e
57 10.40 10.60 10.80 11.00
m/z 85.10 23.56%
h 4 | ﬁvaMNNAﬁKNVJ%AerVj\MMWAA
ol 15 | , | 1}3 L 141 169 197 225 253268 296
et e e e b e e S e T e T T e R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107726.D

Acq On 27 Jul 2018 4:36

Operator : JU/SJ

Sample : J4161-02 100X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Undecane, 6-ethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.90 6.21 ng 362679 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Undecane, 6-ethyl- 184 C13H28 017312-60-6 87
2 Tridecane, 5-propyl- 226 C16H34 055045-11-9 86
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 76
4 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 72
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 72
Abundance Scan 1456 (10.901 min): BF107726.D (-1451) (-) m/z 57.00 100.00%

57
71
5000 43
85
99 113 157 183 10.60 10.80 11.00 11.20
Ol .-,|-...| b ‘ ol A ML 12769 (D0 202014 229 244 1 Tz 7110 60.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48842: Undecane, 6-ethyl-
57
71
43
5000 RN S AN SRR

10 60 10. 80 11. OO 11.20

29 85 112 m/z 43.00 44 16%
SO o7 = S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83031: Tridecane, 5-propyl-
57
43 ll|llll|llll|llll|llll|
71 10.60 10.80 11.00 11.20
5000 m/z 85.10 28.61%
85
99 112
ol 30 | ‘M I “ L 127141154168 183 197 226
T T T e T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #19198: Octane, 3,6-dimethyl- B B
57 10.60 10.80 11.00 11.20
71 m/z 41.00 20.99%
5000 43
113
85 |
0.,.J..J...',.J:.,ﬂ..??..!.%%?.14%.. S e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF072618\
Data File : BF107726.D

Acq On 27 Jul 2018 4:36

Operator : JU/SJ

Sample : J4161-02 100X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Bacchotricuneatin c Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.36 3.82 ng 223267 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 91
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 1534 (11.360 min): BF107726.D (-1531) (-) m/z 57.00 100.00%
57
5000
J 85
LA BRI U
141 11.00 11.20 11.40 11.60
ol o, .~"|J 64183 A1 247 m/z 71.10 66.29%
m/z--> 50 100 150 200 250 300 350
Abundance #178298: Bacchotricuneatin ¢
1] 112
9
5000 L DAL BRI B BRI B

11.00 11.20 1140 11.60
m/z 43.00 42.01%

32
\Hﬁ\\m 191 216 245 312 342

ol
m/z--> 50 100 150 200 250 300 350
Abundance #129509: Hexadecane, 2,6,10,14-tetramethy!-
57
R R B
11.00 11.20 11.40 11.60
5000 m/z 85.10 35.25%
85
29
113
Gl e 1 e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane L B o e
57 11.00 11.20 11.40 11.60
m/z 41.00 21.56%
5000
85
29
ol | s 141 169 107 225 253 281 _ 323 351 380
L B ML e e e e R R B
m/z--> 50 100 150 200 250 300 350 11.00 11.20 11.40 11.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF072618\
Data File : BF107726.D

Acq On 27 Jul 2018 4:36

Operator : JU/SJ

Sample : J4161-02 100X

Misc :

ALS Vial : 28 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF072018_-M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6.78 6.78 2.5 ng 85885 1 6.97 702365 20.0
Sulfurous acid, b... 10.62 2.4 ng 170283 3 10.00 1427120 20.0
Undecane, 6-ethyl- 10.90 6.2 ng 362679 4 11.50 1167760 20.0
Bacchotricuneatin c 11.36 3.8 ng 223267 4 11.50 1167760 20.0
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