LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 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-BF010918.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.934 479 484 494 rVB 191920 318511 5.87% 0.501%
2 5.334 545 552 555 rBY 3889114 4381025 80.79% 6.891%
3 6.363 720 727 730 rBVY 3684119 4386508 80.89% 6.900%
4 6.492 743 749 752 rBVY 4202740 4421803 81.55% 6.955%
5 6.716 784 787 791 rBVY 1136875 949391 17.51% 1.493%
6 6.875 810 814 817 rBVY 3608366 3480423 64.18% 5.475%
7 7.286 875 884 887 rBVY 2572216 2932684 54.08% 4.613%
8 8.004 999 1006 1007 rBVY 1357106 1436533 26.49% 2.260%
9 8.022 1007 1009 1012 rVB 1531285 1159711 21.39% 1.824%
10 8.086 1018 1020 1024 rBV 88289 82748 1.53% 0.130%
11 8.239 1042 1046 1048 rBv4 54578 79983 1.48% 0.126%

12 8.263 1048 1050 1051 rBV 163438 122735 2.26% 0.193%
13 8.351 1062 1065 1067 rBV3 95947 101168 1.87% 0.159%
14 8.386 1067 1071 1074 rVvVv 764197 622200 11.47% 0.979%
15 8.427 1074 1078 1079 rBvV 113257 112739 2.08% 0.177%

16 8.469 1082 1085 1087 rVB 446910 369625 6.82% 0.581%
17 8.504 1088 1091 1093 rBV 310054 243348 4._.49% 0.383%
18 8.563 1098 1101 1103 rVV 1185739 924344 17 .05% 1.454%
19 8.592 1103 1106 1109 rVB2 405405 345260 6.37% 0.543%
20 8.622 1109 1111 1114 rBV2 124390 124518 2.30% 0.196%

21 8.722 1122 1128 1131 rVB 5069576 5422488 100.00% 8.529%
22 8.816 1139 1144 1148 rBV 3278697 3460198 63.81% 5.443%
23 8.880 1152 1155 1157 rBvV2 260075 262027 4._.83% 0.412%
24 8.963 1165 1169 1171 rVB4 224375 220274 4._.06% 0.346%
25 8.998 1171 1175 1177 rBV2 252622 280999 5.18% 0.442%

26 9.027 1177 1180 1182 rVB 237127 198179 3.65% 0.312%
27 9.080 1183 1189 1192 rBV 4278856 4656965 85.88% 7.325%
28 9.116 1192 1195 1197 rBV4 148778 130461 2.41% 0.205%
29 9.163 1198 1203 1204 rBV2 491305 684887 12.63% 1.077%
30 9.222 1208 1213 1216 rVV3 432765 720788 13.29% 1.134%

31 9.274 1219 1222 1225 rVB 608758 652367 12.03% 1.026%
32 9.345 1230 1234 1238 rVB2 990903 1458604 26.90% 2.294%
33 9.392 1239 1242 1243 rBV3 302110 308823 5.70% 0.486%
34 9.416 1243 1246 1249 rVV2 1694563 1911222 35.25% 3.006%
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LSC Area Percent Report

Data Path : U:\HPCHEM1I\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 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-BF010918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.445 1249 1251 1253 rVV 1083142 906608 16.72% 1.426%

36 9.480 1253 1257 1260 rVvV3 799093 1424105 26.26% 2.240%
37 9.510 1260 1262 1264 rVV2 434564 536877 9.90% 0.844%
38 9.533 1264 1266 1271 rVB2 850298 1067178 19.68% 1.679%
39 9.616 1278 1280 1283 rBV2 892904 1064751 19.64% 1.675%
40 9.669 1286 1289 1292 rVB3 1057695 993681 18.33% 1.563%

41 9.698 1292 1294 1297 rBV2 460710 545225 10.05% 0.858%
42 9.739 1297 1301 1302 rBV2 1622705 1598253 29.47% 2.514%
43 9.763 1302 1305 1308 rVvVv2 1753574 2167925 39.98% 3.410%
44 9.798 1309 1311 1314 rVV2 476454 507594 9.36% 0.798%
45 9.939 1331 1335 1337 rBv3 787038 1132234 20.88% 1.781%

46 9.963 1337 1339 1341 rVvB2 918833 695539 12.83% 1.094%
47 9.986 1341 1343 1347 rBV3 608222 626097 11.55% 0.985%
48 10.027 1347 1350 1352 rBV2 882772 823554 15.19% 1.295%
49 13.886 2003 2006 2012 rVB 1045681 1141906 21.06% 1.796%
50 15.286 2240 2244 2253 rVB 658888 865666 15.96% 1.362%

51 15.721 2314 2318 2322 rBV2 77120 114092 2.10% 0.179%
52 15.768 2322 2326 2331 rVV4 78799 135081 2.49% 0.212%

53 15.827 2332 2336 2346 rVB7 70089 166953 3.08% 0.263%
54 16.186 2394 2397 2409 rVB6 48604 97531 1.80% 0.153%

Sum of corrected areas: 63574389
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LSC Report - Integrated Chromatogram

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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6000000

6.49

5.33 6.36

4000000 6.87

2000000
6.72

4.93 L

0

AN
L

5.00
TIC: BF102193.D

5.50

[
Time-->

Abundance
8000000

6000000
8.72

9.08

4000000 8.82

2000000
8.56

a2Y-
11946
B 8990312}

5.69
prod AL

13.50

13.00

12.00 12.50

11.50

10.50 11.00
TIC: BF102193.D

10.00

9.50

839 -
0 Jl‘w’ﬁ i
|

Time-->
Abundance
8000000

6000000

4000000
13.89

2000000

15.29

1592283

16.19

Time-->

14.00

14.50

15.00

15.50

16

.00

16.50

17.00

17.

50

18.00

18.50

19.00

8270-BF010918 .M Fri

Jan 19 10:09:06 2018

Page: 3




Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

4.93 6.71 ng 318511 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 483 (4.928 min): BF102193.D (-479) (-) m/z 43.00 100.00%
43.0
59.0
5000
o k0 480 500 850
o....,....','...:|,....8,3.'(.’..~,|....,....,....,....,....,29‘?-.9. m/z 59.00 57.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 75 ko b0 Sk
0
150 1010 m/z 101.10 19.82%
0 wl ol " 83.0 \ ‘
LA S SR SULELEL SURLIL UL DAL BRI UL SN SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
460 480 5.00 520
5000 410 m/z 58.00 14 .42%
126.0142.0
N U L U S S S L L S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime e
43.0 4.60 4.80 5.00 5.20
m/z 40.95 8.25%
5000
101.0
o180 | 600 840
m/z--> 20 40 60 80 100 120 140 160 180 200 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.49 Concentration Rank 1

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

6.49 93.15 ng 4421800 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.492 min): BF102193.D (-743) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 9%.1 550 o0 6o B0
54.0 ) . . .
O et e 280 L ageonizo WL s g 10 39.47%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RSN AR R A
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.63%
. | | ‘ 7b 0 1
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.00 25.41%
63.0 81.0
31.0 50.0 101.0 112.0
O T e e e e e
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- i e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.32%
117.0
5000
39.0 910
Zo "] Y oo | awmo )|
0::::‘::::: ||||‘|‘||||l|||||||||||||||‘|‘|||||l|||l‘ ERARS S —
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

839 866ng 622200  Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 C11H14 006682-71-9 97
2 1H-Indene. 2.3-dihvdro-4.6-dimet... 146 C11H14 001685-82-1 94
3 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 91
4 Benzene. (1.2-dimethyl-1-propenvl)- 146 C11H14 000769-57-3 91
5 1H-Indene, 2,3-dihydro-1,6-dimet... 146 C11H14 017059-48-2 91

Abundance Scan 1072 (8.392 min): BF102193.D (-1067) (-) m/z 131.10 100.00%
131.1
5000
146.1
91.1 115.0
51.0 77.0 165.1180.3 8.00 8.20 8.40 8.60 8.800
(o m/z 146.10 35.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000
146.0 8.00 820 8.40 8.60 8.80
115.0 m/z 145.10 14 .54%
130 0 | 510 770910 L \
0 N N S PSS VIR O SNV P | O S —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131.0
8.00 820 8.40 8.60 8.80
5000 m/z 115.00 11.92%
146.0
115.0
150 20 630 77.0 910
L B o o e o e B B e IRLL A e e o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21646: 1H-Indene, 2,3-dihydro-1,2-dimethyl- A A e e
131.0 8.00 820 8.40 8.60 8.80
m/z 119.05 11.32%
5000
910 146.0
- 115.0 ‘
39.0
63.0 77.0
SN0 P i N Y Y A
m/z--> 20 40 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80

8270-BF010918 .M Fri

Jan 19 10:09:08 2018

Page: 6



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Benzene, pentamethyl- Concentration Rank 6

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

8.56 12.87 ng 924344 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 93
2 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 90
3 1.5.6.7-Tetramethvlbicvclol3.2.0... 148 C11H16 134329-46-7 83
4 Benzene. 2.4-dimethvl-1-(l-methv... 148 C11H16 004706-89-2 81
5 Benzene, l-ethyl-2,4,5-trimethyl- 148 C11H16 017851-27-3 81

Abundance Scan 1101 (8.563 min): BF102193.D (-1098) (-) m/z 133.10 100.00%
138.1
5000 1481
=20 105.1
77.0 91.0 8.20 8.40 8.60 8.80
41.1
Ob i b e L WO N ) 1651 1822 1 g5t 0 37.89%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22772: Benzene, pentamethyl-
133.0
148.0 A
5000 SRS U A
8.20 840 8.60 8.80
m/z 59.05 24 .09%
27.0 410 555 77.0 910 1170 I
0.........‘.‘...........‘..‘.‘...............
miz--> 20 40 60 80 100 120 140 160 180
Abundance
133.0
820 8.40 860 880
5000 m/z 105.05 14.67%
148.0
105.0
27.0 4.0 g3 77.0 910 119.0

[ o e e o e e L B e e e LA e e e e e e e
mz--> 20 40 60 8 100 120 140 160 180 LUKW/JL\JAWﬂ
Abundance #22848: 1,5,6,7-TetramethyIbicyclo[3.2.0]hepta-2,6-diene
133.0 8.20 8.40 8.60 8.80
m/z 77.00 12.00%

148.0
41.0 Wogﬂﬂ%o
850 ) M 119.0

5000

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 : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 1H-Indene, 2,3-dihydro-4,6-... Concentration Rank 19

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

8.59 4.81 ng 345260 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-4.6-dimet... 146 C11H14 001685-82-1 94
2 1H-Indene. 2.3-dihvdro-4.7-dimet... 146 Cl11H14 006682-71-9 94
3 Benzene. (1.2-dimethvl-1-propenvl)- 146 C11H14 000769-57-3 91
4 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 C11H14 017057-82-8 91
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 Cl11H14 004175-53-5 91

Abundance Scan 1106 (8.592 min): BF102193.D (-1103) (-) m/z 131.10 100.00%
131.1
5000
146.1
510 71.0 115.1 ‘
411 0 a11 - 8.20 8.40 8.60 8.80 9.00
o ol 1832 1823 | h27146.10 31.68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #21650: 1H-Indene, 2,3-dihydro-4,6-dimethyl-
131.0
5000
146.0 8.20 8.40 8.60 8.80 9.00
30,0 115.0 m/z 57.05 22 .59%
NI Tl T Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
131.0
820 8.40 860 8.80 9.00
5000 146.0 m/z 43.05 17.09%
9.0 65.0 91.0 115.0
O B o S B e e e S T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #21642: Benzene, (1,2-dimethyl-1-propenyl)- LS BN e ma s e
131.0 8.20 8.40 8.60 8.80 9.00
146.0 m/z 115.10 12.80%
5000 91.0
39.0 5?-0 77.0 115.0
I T TN M NI | O
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Naphthalene, 1-methyl- Concentration Rank 3

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

8.82 48_.17 ng 3460200 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 96
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 96
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 94
4 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 91

Abundance Scan 1145 (8.822 min): BF102193.D (-1139) (-) m/z 142.05 100.00%
14p.1
5000
115.1
390 63.0 89.0 8.40 8.60 8.80 9.00 9.20
| 001 17921942 | Fr777141.10 93.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 ----u--------u----u-A-
115.0 8.40 8.60 880 9.00 9.20
m/z 115.05 34.17%
o 37.0 51.0 710 890 H
m/z--> 20 40 éo 80 100 150 140 160 180 200
Abundance
142.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 139.05 11.82%

115.0

39.0 63.0 89.0
L S R e e T B

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro-
141.0

8.40 8.60 8.80 9.00 9.20
m/z 143.10 10.98%

5000 115.0

39.0 630 89.0
0 | il Ll Wl I ‘
e

m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Naphthalene, 2-ethyl- Concentration Rank 15

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

9.27 6.02 ng 652367 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-ethvl- 156 C12H12 000939-27-5 94
2 Naphthalene. 1l-ethvl- 156 C12H12 001127-76-0 94
3 2-Thiophenecarboxvlic acid. 5-et... 156 C7H802S 023229-72-3 72
4 3" .47 -Difluoroacetophenone 156 C8H6F20 000369-33-5 64
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 58

Abundance Scan 1221 (9.269 min): BF102193.D (-1219) (-) m/z 141.10 100.00%
141.1
5000
115.1
1 630 15711741 9.00 9.20 9.40 9.60
) S, <= e | bl LA S191.2207.2 1 7715610 40.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28463: Naphthalene, 2-ethyl-
141.0
5000
9.00 9.20 9.40 9.60
115.0 m/z 115.10 20.60%
oL 270 510 T80 gg0 | | 1570
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
141.0
9.00 9.20 9.40 9.60
5000 m/z 142.10 12.58%
115.0
. 390 sgo 80 ggp 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28762: 2-Thiophenecarboxylic acid, 5-ethyl- A e R
141.0 9.00 9.20 9.40 9.60
m/z 128.10 7.26%
5000
45.0 111.0
0 26\0 L, ‘ \\61'0\\‘77\:0\ 95'\0 ‘\ il 15\\"0
mz-> 20 40 60 80 100 120 140 160 180 200 " '9.00 920 940 9.60

8270-BF010918.M Fri Jan 19 10:09:11 2018 Page: 10



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Naphthalene, 2,6-dimethyl- Concentration Rank 5

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

9.35 13.46 ng 1458600 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
2 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
3 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
4 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
5 Naphthalene, 1,2-dimethyl- 156 C12H12 000573-98-8 96

Abundance Scan 1235 (9.351 min): BF102193.D (-1230) (-) m/z 156.10 100.00%
156.1
5000
9.00 9.20 9.40 9.60
ol %, SAT8119112082 | ns5 141 10 72.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28472: Naphthalene, 2,6-dimethyl-
156.0
5000
9.00 9.20 9.40 9.60
/z 155.10 35.76%
770 115.0 m
Lzo WO [ ewo | RO
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
156.0
9.00 9.20 9.40 9.60
5000 m/z 57.10 16.01%
270 510 0 980 1120 1390
ot e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28478: Naphthalene, 1,5-dimethyl- R EmE o
156.0 9.00 9.20 9.40 9.60
m/z 115.05 13.85%
5000
115.0
0 270 L 5]\-0 I 71‘0 980 ‘ \\\13\ [0 H\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 920 940 9.60

8270-BF010918.M Fri Jan 19 10:09:12 2018

Page: 11



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Naphthalene, 2,3-dimethyl- Concentration Rank 4

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

9.42 17.63 ng 1911220 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
2 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
4 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97

Abundance Scan 1247 (9.422 min): BF102193.D (-1243) (-) m/z 156.10 100.00%
141.1156.1
5000
57.1
115.1
41,1 85.1 9.00 9.20 9.40 9.60 9.80
Ob il g1 2001 I bl .-w, 19122062 714110 98.16%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #28484: Naphthalene, 2,3-dimethyl-
156.0
141.0
5000
9.00 9.20 9.40 9.60 9.80
260 115.0 m/z 57.10 30.96%
|2.8.(.).|.5.]‘-..(?|‘l..l“| .9.1.O.|...‘.,.‘l‘..‘,‘..‘l“‘ M
miz-> 20 40 80 100 120 140 160 180 200
Abundance
156.0
141.0 9.00 920 9.40 9.60 9.80
5000 m/z 155.10 27 .14%
260 410 g2 10 ggo M0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #28493: Naphthalene, 1,7-dimethyl-
156.0 9.00 9.20 9.40 9.60 9.80
141.0 m/z 115.10 20.27%
5000
115.0
o0 S0 T w0 Ty u ] eV L
miz-> 20 40 60 80 100 120 140 160 180 200 .00 9.20 9.40 9.60 9.80

8270-BF010918 .M Fri

Jan 19 10:09:12 2018

Page: 12



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Naphthalene, 1,4-dimethyl- Concentration Rank 9

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

9.62 9.82 ng 1064750 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 95
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 94
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 94
4 Naphthalene. 1.2-dimethvl- 156 C12H12 000573-98-8 91
5 Naphthalene, 2-ethyl- 156 C12H12 000939-27-5 81

Abundance Scan 1281 (9.622 min): BF102193.D (-1278) (-) m/z 141.10 100.00%
144.1
55.1
5000 83.1 109.1
1731 1932
3 218.2 9.40 9.60 9.80 10.00
o m/z 156.10 78.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28498: Naphthalene, 1,4-dimethyl-
156.0
5000
9.40 9.60 9.80 10.00
115.0 m/z 55.10 59.40%
oL 270 510 770049 mw M
m/z--> 20 40 60 85 100 120 140 160 180 200 220
Abundance
156.0
940 9.60 9.80 10.00
5000 m/z 69.10 58 .50%
115.0
o 270 51.0 76.0 98.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28486: Naphthalene, 2,3-dimethyl- A L R REmms e
156.0 9.40 9.60 9.80 10.00
m/z 41.10 49 _50%
5000
115.0
0 270 51\0 1l 76\\0 980 ‘ \‘\13\ [0 H\“
m/z--> 20 Jo 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00

8270-BF010918.M Fri Jan 19 10:09:13 2018

Page: 13



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown9.67 Concentration Rank 10

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

9.67 9.17 ng 993681 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Dodecanediol 202 C12H2602 001119-87-5 35
2 1.7-Dimethvl-4-(1-methvlethvlcv... 210 C15H30 000645-10-3 27
3 2-Butvn-1-al diethyl acetal 142 C8H1402 002806-97-5 27
4 Cyclohexane. 1-(cvclohexvimethvl... 208 C15H28 054934-92-8 25
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 18

Abundance Scan 1289 (9.669 min): BF102193.D (-1286) (-) m/z 193.20 100.00%
97.1 198.2
69.1
411
5000
163 940 9.60 9.80 10.00
o} ' m/z 97.10 88.56%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #62617: 1,2-Dodecanediol
69.0 97.0
43.0
5000 1710 940 9.60 9.80 10.00
m/z 69.10 80.40%
L1250 Iy J”O 138.0 |
m/z--> 20 40 60 éo 160 150 150 1éo 180 260 250
Abundance
55.0 970
9.'40 9.%0 9.130 10.'00
5000 m/z 55.10 76.98%
280 167.0
. b0 125.0 .
m/z--> 25 Jo 65 éo 160 120 1&0 160 180 260 250
Abundance #19684: 2-Butyn-1-al diethyl acetal AR EEEEEEEEE
69.0 97.0 9.40 9.60 9.80 10.00
m/z 41.10 69.06%
5000
41.0
0 15.0 1 ‘\ Ll | | 114.0 1410
m/z--> 25 J 65 éo 160 150 140 160 180 260 250 gho 9%0 980 1000

8270-BF010918.M Fri Jan 19 10:09:14 2018

Page: 14



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Decane Concentration Rank 18

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

9.70 5.03 ng 545225 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 64
2 Tridecane 184 C13H28 000629-50-5 49
3 Undecane. 3-methvl- 170 C12H26 001002-43-3 49
4 Dodecane 170 C12H26 000112-40-3 49
5 n-Tetracosanol-1 354 C24H500 000506-51-4 49

Abundance Scan 1294 (9.698 min): BF102193.D (-1292) (-) m/z 57.10 100.00%
57.1
5000
85.1
ap |1 s w2 012 0, S5k 580 1060
ol M ' m/z 43.10 72.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19158: Decane
43.0
5000 L P R IR BULL
71.0 9.40 9.60 9.80 1000
m/z 55.10 45 _.56%
ol 26 ‘o ‘ \‘ 99.0 142.0
miz--> "'z~'o""4b""é""""ic')c')"iéd"iié"ieé"isd"'zéd"ééd'
Abundance
57.0
'9.40 9.60 9.80 10.00
5000 85.0 m/z 41.10 43 .35%
29.0
o 112.0 141.0 184.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #38327: Undecane, 3-methyl- R R B
57.0 9.40 9.60 9.80 10.00
m/z 71.10 42 .78%
5000 85.0
29.0
141.0
m/z--> 60 80 100 120 140 160 180 200 220 9.40 9.60 980 1000

8270-BF010918.M Fri Jan 19 10:09:15 2018

Page: 15



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown9.94 Concentration Rank 7

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

9.94 10.45 ng 1132230 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 5-ethvl- 184 C13H28 017453-94-0 43
2 Dodecane. 3-methvl- 184 C13H28 017312-57-1 35
3 3.5-Dimethvldodecane 198 C14H30 107770-99-0 35
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 27
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 22

Abundance Scan 1335 (9.939 min): BF102193.D (-1331) (-) m/z 57.10 100.00%
57.1
5000
b o Sy ok oo
39 112.1 148.1 203.2 . . . )
Obrrr el b .u,'.l.l."',....,....,.:.. ."...1,45?.?.‘.,....,??1..2,. m/z 43.10 36.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48841: Undecane, 5-ethyl-
57.0
5000 R RN RN IR
9.60 9.80 10.00 10.20
29.0 85.0 m/z 71.10 31.62%
\‘ \‘\ L ‘ | 126.0 155.0
0"%"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P
m/z--> 20 60 80 100 120 140 160 180 200 220
Abundance
57.0
9.60 9.80 10.00 10.20
5000 m/z 167.10 26.19%
85.0
29.0
0 113.0 1550 184.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59888: 3,5-Dimethyldodecane
57.0 9.60 9.80 10.00 10.20
m/z 41.10 22 .78%
5000
85.0
29.0
0 | ‘L L. | 1260 1990 1s80
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20

8270-BF010918.M Fri Jan 19 10:09:16 2018

Page: 16



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Naphthalene, 1,6,7-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.96 6.42 ng 695539 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 86
2 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 64
3 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 50
4 3-(2-Methvl-propenvl)-1H-indene 170 C13H14 1000187-78-5 50
5 Naphthalene, 1,4,6-trimethyl- 170 C13H14 002131-42-2 46

Abundance Scan 1339 (9.963 min): BF102193.D (-1337) (-) m/z 57.10 100.00%
155.1
5000
9.60 9.80 10.00 10.20
202.2
o 233 'm/z 155.10 88.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38372: Naphthalene, 1,6,7-trimethyl-
155.0
5000
9.60 9.80 10.00 10.20
0
115.0 m/z 43.10 86.89%
0 510 760 950 | 1340 | |
...“..w..”,.”.,”..“.....”,.”. R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
170.0
B e SN REEE
9.60 9.80 10.00 10.20
5000 m/z 170.10 82.28%
128.0 152.0
oL 270 510 76.0 1020
T T T T T T e T e e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #38368: Naphthalene, 1,4,5-trimethyl-
155.0 9.60 9.80 10.00 10.20
m/z 85.10 81.90%
5000
128.0 ‘
63.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 960 980 10. OO 10 20

8270-BF010918.M Fri Jan 19 10:09:16 2018

Page: 17



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Dodecane, 4-methyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
" 9.99 5.78ng 626097  Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Dodecane. 4-methvi- 184 C13H28 006117-97-1 58

017301-33-6 50
192823-15-7 49
000563-16-6 46
026730-12-1 43

m/z 43.10 100.00%

9.60 9.80 10.00 10.20 10.40

m/z 71.10 93.93%

960 980 1000 1020 1040

m/z 57.10 82 .44%

9.60 9.80 10.00 10.20 10.40

m/z 85.10 37 .33%

9.60 9.80 10.00 10.20 10.40

m/z 41.10 36.97%

2 Undecane. 4.8-dimethvl- 184 C13H28
3 Decane. 2.3.5.8-tetramethvl- 198 C14H30
4 Hexane. 3.3-dimethvl- 114 C8H18
5 Tridecane, 4-methyl- 198 C14H30
Abundance Scan 1344 (9.992 min): BF102193.D (-1341) (-)
431 711
5000
991 1231 1851 179.2
0 ddl 2052 2322
R e e LI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48850: Dodecane, 4-methyl-
43.0
71.0
5000
99.0 140.0
B s N 7 B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43.0
71.0
5000
0l23.0 99.0 141.0 184.0
L T e e o e o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59901: Decane, 2,3,5,8-tetramethy!-
57.0
5000
29.0 85.0
m/z--> 60 80 100 120 140 160 180 200 220 240

960 980 1000 1020 1040

8270-BF010918.M Fri Jan 19 10:09:17 2018

Page: 18



Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 1-Bromodocosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.03 7.60 ng 823554 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Bromodocosane 388 C22H45Br 006938-66-5 62
2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 58
3 Octadecane. 1l-bromo- 332 C18H37Br 000112-89-0 58
4 Nonadecane 268 C19H40 000629-92-5 53
5 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 52
Abundance Scan 1350 (10.027 min): BF102193.D (-1347) (-) m/z 57.10 100.00%
57.1
5000

133.1 e
9.80 10.00 10.20 10.40

m/z 43.10 81.55%

173.1 204.2230.1

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #206609: 1-Bromodocosane
57.0
5000 850 1350 T T TT TTTT TTTT TTTT TTT
9. 80 10. OO 10 20 10 40
m/z 71.10 70.38%
29.0 11.0
okl L MO 16501910 2250 258.0 309.0
T T T e T e T [ T T [
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
S N EEEEEmae
71.0 9.80 10.00 10.20 10.40
5000 ' m/z 55.10 49.53%
97.0

) 1250 18,0 197.0 231.0 261.0

WWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #170754: Octadecane, 1-bromo- R AEEmEEES L
.0 9.80 10.00 10.20 10.40

m/z 41.10 46.69%

5000

29.0

63.0 197.0221.0 253.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 9. 80 10. oo 10 20 10 40
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Library Search Compound Report

Data Path : U:\HPCHEM1\BNA F\DATA\BF011818\
Data File : BF102193.D

Aca On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample : J1151-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknownl15.83 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.83 3.86 ng 166953 Perylene-d12 15.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholest-5-ene. 3-ethoxv-. (3.bet... 414 C29H500 000986-19-6 14
2 Retinol. acetate 328 C22H3202 000127-47-9 10
3 1H-Cvcloproplelazulen-4-ol. deca... 222 C15H260 000552-02-3 10
4 N-Methyl-4-oxo0-4.N-diphenvl-butv... 267 C17H17NO2 181872-71-9 10
5 p-Acrylotoluidide 161 C10H11NO 007766-36-1 9
Abundance Scan 2337 (15.833 min): BF102193.D (-2332) (-) m/z 43.10 100.00%
43.1
5000
329.2 381.5414.3
" 15.60 15.80 16.00 16.20
ob—th m/z 57.05 84.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #217443: Cholest-5-ene, 3-ethoxy-, (3.beta.)-
43.0
5000 L UM SN BRMN B
810 368.0 15.60 15.80 16.00 16.20
| lsison a0 21302470 A s
[o) — I“' .‘.‘ | \;Il' ﬁl\pjhlml ‘!‘;.“ ... i T I\I\I '28'3'0i —tb— IL' \l‘ T .“‘.
m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
15.60 15.80 16.00 16.20
5000 105.0 m/z 107.00 65.36%
" 145.0
183.02150 253.0 328.0
L T e e T e T S
m/z--> §0 160 1%0 260 2éo 360 3%0 460
Abundance #79522: 1H-Cycloprop[e]azulen-4-ol, decahydro-1,1,4,7-tetr... N s
43.0 15.60 15.80 16.00 16.20
m/z 119.10 65.31%
5000 109.0  161.0
Lt
0.‘d..‘f‘u.‘.d.'.“,.‘uL“.mlif.h.”.L,{..{.. — s AL B S
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : U:\HPCHEM1\BNA_F\DATA\BF011818\
Data File : BF102193.D

Acq On : 18 Jan 2018 16:04

Operator : SJ/JU

Sample - J1151-01

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4 .93 6.7 ng 318511 1 6.72 949391 20.0
unknown6 .49 6.49 93.2 ng 4421800 1 6.72 949391 20.0
1H-Indene, 2,3-di... 8.39 8.7 ng 622200 2 8.00 1436530 20.0
Benzene, pentamet. .. 8.56 12.9 ng 024344 2 8.00 1436530 20.0
1H-Indene, 2,3-di... 8.59 4.8 ng 345260 2 8.00 1436530 20.0
Naphthalene, 1-me... 8.82 48.2 ng 3460200 2 8.00 1436530 20.0
Naphthalene, 2-et... 9.27 6.0 ng 652367 3 9.76 2167930 20.0
Naphthalene, 2,6-... 9.35 13.5 ng 1458600 3 9.76 2167930 20.0
Naphthalene, 2,3-... 9.42 17.6 ng 1911220 3 9.76 2167930 20.0
Naphthalene, 1,4-_.. 9.62 9.8 ng 1064750 3 9.76 2167930 20.0
unknown9 .67 9.67 9.2 ng 993681 3 9.76 2167930 20.0
Decane 9.70 5.0 ng 545225 3 9.76 2167930 20.0
unknown9 .94 9.94 10.4 ng 1132230 3 9.76 2167930 20.0
Naphthalene, 1,6,... 9.96 6.4 ng 695539 3 9.76 2167930 20.0
Dodecane, 4-methyl- 9.99 5.8 ng 626097 3 9.76 2167930 20.0
1-Bromodocosane 10.03 7.6 ng 823554 3 9.76 2167930 20.0
unknownl15.83 15.83 3.9 ng 166953 6 15.29 865666 20.0
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