LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110117\
Data File : BF100067.D

Aca On > 2 Nov 2017 1:25

Operator : SJ/JU

Sample : 16207-02

Misc :

ALS Vial : 25 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-BF102317.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 4.992 491 494 509 rBV 51925 79486 5.10% 0.678%
2 5.416 563 566 600 rBV 153698 288676 18.52% 2.463%
3 6.434 737 739 756 rBV 109701 211847 13.59% 1.807%
4 6.551 756 759 765 rvVv 628574 670389 43.01% 5.719%
5 6.598 765 767 773 rVB 65587 60299 3.87% 0.514%
6 6.775 794 797 804 rBV 458384 451867 28.99% 3.855%
7 6.828 804 806 812 rVB2 42874 43871 2.81% 0.374%
8 6.933 820 824 837 rBVY 1189511 1065986 68.39% 9.094%
9 7.092 848 851 858 rVB 37819 38643 2.48% 0.330%
10 7.304 885 887 891 rBV 49332 40810 2.62% 0.348%
11 7.351 891 895 904 rVvVv 793366 756338 48.52% 6.453%
12 7.422 904 907 911 rVB2 17752 22118 1.42% 0.189%
13 7.545 925 928 930 rBV 25512 18858 1.21% 0.161%
14 7.569 930 932 939 rVB 37744 33006 2.12% 0.282%
15 7.704 953 955 958 rBV2 20191 19888 1.28% 0.170%
16 7.733 958 960 965 rVB2 25130 24735 1.59% 0.211%
17 7.798 965 971 973 rBV 105511 106704 6.85% 0.910%
18 7.822 973 975 979 rVB 22034 19644 1.26% 0.168%
19 7.875 979 984 985 rBV3 16646 20407 1.31% 0.174%
20 7.898 985 988 991 rVB 49189 36668 2.35% 0.313%
21 8.063 1007 1016 1019 rBV 747751 676580 43.41% 5.772%
22 8.257 1047 1049 1054 rVB 28415 22612 1.45% 0.193%
23 8.304 1054 1057 1060 rBvV2 23014 27256 1.75% 0.233%
24 8.339 1060 1063 1068 rVvB4 22958 32432 2.08% 0.277%
25 8.445 1077 1081 1087 rVB3 34606 33540 2.15% 0.286%
26 8.527 1092 1095 1098 rBV 31713 25385 1.63% 0.217%
27 8.563 1098 1101 1104 rBvV2 83250 70413 4_.52% 0.601%
28 8.651 1113 1116 1119 rBvV2 18845 21175 1.36% 0.181%
29 8.722 1125 1128 1131 rVB 39417 33581 2.15% 0.286%

30 8.780 1135 1138 1142 rBV 216312 196889 12.63% 1.680%

31 8.875 1152 1154 1158 rBV2 181428 171113 10.98% 1.460%

32 9.063 1184 1186 1189 rBV3 14798 18252 1.17% 0.156%
33 9.139 1195 1199 1202 rBV 1879285 1558681 100.00% 13.298%
34 9.245 1214 1217 1220 rBV2 27211 26533 1.70% 0.226%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110117\
Data File : BF100067.D

Aca On > 2 Nov 2017 1:25

Operator : SJ/JU

Sample : 16207-02

Misc :

ALS Vial : 25 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-BF102317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.286 1220 1224 1226 rVB 34691 34019 2.18% 0.290%
36 9.339 1230 1233 1238 rVB 40792 53111 3.41% 0.453%

37 9.404 1239 1244 1249 rBvV 114599 165411 10.61% 1.411%
38 9.474 1253 1256 1259 rVvVv 154366 165977 10.65% 1.416%
39 9.504 1259 1261 1265 rVB 109742 100509 6.45% 0.857%
40 9.598 1273 1277 1285 rVB 76171 100563 6.45% 0.858%

41 9.680 1285 1291 1295 rBV 41204 39782 2.55% 0.339%
42 9.822 1307 1315 1319 rBV 747059 685375 43.97% 5.847%
43 9.863 1319 1322 1324 rVB2 19359 21331 1.37% 0.182%
44 9.927 1329 1333 1336 rBvV 42093 56993 3.66% 0.486%
45 10.022 1346 1349 1353 rVv2 56366 57760 3.71% 0.493%
46 10.063 1353 1356 1359 rVB 64585 54135 3.47% 0.462%
47 10.139 1365 1369 1372 rBV 47027 49000 3.14% 0.418%
48 10.169 1372 1374 1379 rVV 42268 35554 2.28% 0.303%
49 10.227 1379 1384 1386 rVV 33826 50013 3.21% 0.427%
50 10.245 1386 1387 1393 rVB 29224 27740 1.78% 0.237%
51 10.363 1403 1407 1408 rBV 23962 22265 1.43% 0.190%
52 10.380 1408 1410 1415 rVB4 19389 22809 1.46% 0.195%
53 10.439 1415 1420 1421 rBV 37762 37717 2.42% 0.322%
54 10.539 1434 1437 1440 rVB2 37766 33214 2.13% 0.283%
55 10.621 1447 1451 1460 rVvVv 417031 439880 28.22% 3.753%
56 10.733 1463 1470 1476 rVB5 16053 33008 2.12% 0.282%
57 10.951 1505 1507 1511 rBV2 25696 25493 1.64% 0.217%
58 11.321 1566 1570 1573 rBV 580836 530706 34.05% 4.528%
59 11.345 1573 1574 1580 rVB 24912 19046 1.22% 0.162%

60 12.998 1851 1855 1859 rBV 1088649 1098146 70.45% 9.369%
61 14.280 2069 2073 2082 rVB 384382 423538 27.17% 3.613%
62 16.145 2385 2390 2396 rBV 313246 413560 26.53% 3.528%

Sum of corrected areas: 11721337
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110117\

BF100067.D

2 Nov 2017 1:25

SJ/Ju

16207-02

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: BF100067.D
1500000
6.93
1000000
7.35
6.55
500000 6.77
5.42
6.4 7.8C
) 4.99 60.8&7%? 47 S5 TS
e T e et N e M A ca s f) St ),
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: BF100067.D
9|14
1500000
13.00
1000000
8.06 9.82
11.32
500000 10.62
8. 8387
OLgo scpay 2& g,J gﬂgﬁ?j\@% em%mm 0.7310.95 1134
R T e AW A 0w o0 11V, i B A S £ S SIS UUI U | A
Time-->  8.00 8.50 9.00 1000 1050 1100 11.50 12.00 12.50 13.00 1350
Abundance TIC: BF100067.D
1500000
1000000
500000
14.28 16.14
O e B e e .A: B B B e e e e e B B B e e e
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100067.D

Aca On > 2 Nov 2017 1:25

Operator : SJ/JU

Sample : 16207-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 6

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

4.99 3.52 ng 79486 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 494 (4.992 min): BF100067.D (-491) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 N
831 4.60 4.80 5.00 5.20 5.40
o Y 1 RNESOVTG | O e S BN m/z 59.00 62.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR SR A SR
4.60 4.80 5.00 5.20 5.40
59.0 1010 m/z 101.00 24.06%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520 540
5000 m/z 58.10 16.39%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol l||||l|llll|lAlll|llll|ll
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.75%
5000 310 430 73.0
0 \‘\‘ “\H 510\‘ ! | 840 1010
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100067.D

Aca On > 2 Nov 2017 1:25

Operator : SJ/JU

Sample : 16207-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.55 Concentration Rank 2

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

6.55 29.67 ng 670389 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 759 (6.551 min): BF100067.D (-756) (-) m/z 132.00 100.00%
132.0
5000
68.1
wi om0 | 55k oko ok
Ot ettt e b el e | M/Z 68.10  33.31%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BN S SR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.15%
0"hMH'H'|J”ﬂ|'“'|J“'|"“l"'w""w"'l”"l'”
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
6.20 640 6.60 680
5000 67.0 m/z 66.10 20.70%
41.0 97.0
115.0
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132.0 6.20 6.40 6.60 6.80
m/z 96.00 13.36%
5000
105.0
oL B0  TIO | | | 15001780  206.02220
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100067.D

Aca On > 2 Nov 2017 1:25

Operator : SJ/JU

Sample : 16207-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 3 Benzene, 1,2,4-trimethyl- Concentration Rank 10

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

6.60 2.67 ng 60299 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 90
2 Benzene. 1l-ethvIl-3-methvl- 120 C9H12 000620-14-4 87
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 81
4 Mesitvlene 120 C9H12 000108-67-8 81
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 74

Abundance Scan 767 (6.598 min): BF100067.D (-765) (- m/z 105.05 100.00%
106.1
5000 120.1

390 5.0 630 770 910 6.20 6.40 6.60 6.80 7.00

o..,....,....,....-,~....~,':-..'.-,.-.-..,...':',....','....,.l.!.,..l.l.','...., m/z 120.10 44.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9421: Benzene, 1,2,4-trimethyl-
105.0
120.0
5000

6.20 6.40 6.60 6.80 7.00
m/z 119.00 14 _.17%

150 270 390 SL0 eso TP O |

Ol T R T e T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 77.00 8.90%
120.0
77.0 91.0
150 27.0 39.0 510 65.0
BN B B B o o o o B o e e e SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0 6.20 6.40 6.60 6.80 7.00
m/z 106.05 8.41%
120.0
5000
39.0 51.0 770 91.0
Bl N TN N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100067.D

Aca On > 2 Nov 2017 1:25

Operator : SJ/JU

Sample : 16207-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Benzene, 1l-methyl-2-(2-prop... Concentration Rank 7

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

7.80 3.15 ng 106704 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 87
2 Benzene. 2-butenvl- 132 C10H12 001560-06-1 64
3 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 50
4 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 50
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 50

Abundance Scan 971 (7.798 min): BF100067.D (-965) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.1
39.1 51.0 650 771 105.0 |‘ 7.40 7.60 7.80 8.00 8.20
o..,....,....,....','....i'.-..~.,:l!':.,...':-,....~,:...,.':'..,..!!l...!l..'.-..,.. m/z 117.10 75.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
117.0
5000
91.0 132.0 740 7.60 7.80 8.00 8.20
300 510 650 770 ‘ 105.0 m/z 134.10 44 _43%
c.w?ﬁqp?h?”.L.”.ﬁu”ﬁmn,uwh.nﬂﬁ.”,ﬂh,”.h.”v“n”,”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
117.0
132.0 7.40 7.60 7.80 8.00 8.20
5000 91.0 m/z 132.10 32.14%
39.0 65.0
| 150 770 >0 7.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 7.40 7.60 7.80 8.00 8.20
m/z 115.00 24 .72%
132.0
5000
91.0
270 390 51‘-0 65‘.0 77‘-‘0 ‘ 1030 ||
) SR PSSR Dot PRSI NI 1 | S N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100067.D

Aca On > 2 Nov 2017 1:25

Operator : SJ/JU

Sample : 16207-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 11

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

8.56 2.08 ng 70413 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 98
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 96
3 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 Cl11H14 1000189-31-0 87
4 Benzene. (l-methvl-1-butenvl)- 146 C11H14 053172-84-2 86
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 86

Abundance Scan 1101 (8.563 min): BF100067.D (-1098) (-) m/z 131.10 100.00%
1311
118.1 146.1
5000
105.1

oL,
391510 630 710 | | W 1eea 8.20 8.40 8.60 8.80
ey onre i b el e MLl 182 708 10 76, 18%

0 Il
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21671: Naphthalene, 1,2,3,4-tetrahydro-6-methy!-
118.0 131.0
§ 146.0
5000
105.0 8.20 8.40 8.60 8.80

m/z 146.10 75.99%
\ i \ Il I

m/z--> 2|0 3|0 4IO 5|O 6|0 7|0 8|0 9|0 100 110 12|O 130 14|10 1é0 1é0 I
Abundance
118.0 131.0
146.0
8.20 8.40 8.60 8.80
5000 m/z 117.10 35.77%

oo 1050
270 390 510 g309 770 |

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #21685: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentalene

146.0 8.20 8.40 8.60 8.80

m/z 105.10 31.40%
118.0
5000 131.0
91.0
momosio somp | w0 ||

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100067.D

Aca On > 2 Nov 2017 1:25

Operator : SJ/JU

Sample : 16207-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Naphthalene, 2-methyl- Concentration Rank 3

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

8.87 5.06 ng 171113 Naphthalene-d8 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 94
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 94
3 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
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 87

Abundance Scan 1153 (8.869 min): BF100067.D (-1152) (-) m/z 142.05 100.00%
14p.1
5000
115.0
e
39.0 57.4 70.9 89.0 8.60 8.80 9.00 9.20
Obrrrrrerrerrrrr b bttt e e il e m/z 141.05  84.81%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000
115.0 8.60 8.80 9.00 9.20
m/z 115.00 31.00%
0 390 580 710 890 1020 | 1210 |
s B S M B 6 b B0 o5 1% 130 15 130 140 150 1%
Abundance
142.0
8.60 8.80 9.00 9.20
0
5000 115.0 m/z 139.00 12.15%
27.0 39.0 51.0 630 750 89.0 1900 127.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- S AR e it
141.0 8.60 8.80 9.00 9.20

m/z 143.10 10.97%

5000 115.0

63.0
27.0 390 510 37 750 890 1559 \120 L

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.60 8.80 9.00 9.20

o
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100067.D

Aca On > 2 Nov 2017 1:25

Operator : SJ/JU

Sample : 16207-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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, 2,6-dimethyl- Concentration Rank 5

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

9.40 4.83 ng 165411 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
2 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 97
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 96
4 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 96
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96

Abundance Scan 1243 (9.398 min): BF100067.D (-1239) (-) m/z 156.10 100.00%
156.1
141.1
5000
128.1
390 51.1 63.0 770 g9 1151 9.00 9.20 9.40 9.60 9.80
Obrprrrrrrrrresioreagirer el o020 e el M7z 141.05  65.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28472: Naphthalene, 2,6-dimethyl-
156.0
141.0
5000
9.00 9.20 9.40 9.60 9.80
/z 155.10 36.73%
77.0 115.0128.0 m
o 270300510830 | 8901020 | L
m/z--> 10 20 30 40 50 60 70 80 do 100 110 120 150 140 150 160
Abundance
156.0
141.0 9.00 9.20 9.40 9.60 9.80
5000 m/z 153.00 12.91%

115.0
27.0 39.0 51.0 63.0 770 g9 10929 128.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28501: Naphthalene, 1,6-dimethyl-
156.0 9.00 9.20 9.40 9.60 9.80
141.0 m/z 152.10 12 _.45%
5000
115.0128.0
0 28.0 49.0 69.0 85.0 98.0 L H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100067.D

Aca On > 2 Nov 2017 1:25

Operator : SJ/JU

Sample : 16207-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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, 1,3-dimethyl- Concentration Rank 4

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

9.47 4.84 ng 165977 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
2 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 96
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 96
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 96
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 1255 (9.469 min): BF100067.D (-1253) (-) m/z 156.05 100.00%
156.1
141.1
5000
77.0 115.0
39.0 63.0 9.20 9.40 9.60 9.80
0 1741 m/z 141.05 75.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28475: Naphthalene, 1,3-dimethyl-
156.0
141.0
5000
9.20 9.40 9.60 9.80
115.0 m/z 155.10 31.29%
o 39.0 630760 910 R
miz--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
9.20 9.40 9.60 9.80
5000 m/z 153.00 16.63%
141.0
. 450 640 770 001150
mz-> 20 40 60 80 100 120 140 160 180
Abundance #28476: Naphthalene, 1,4-dimethyl-
156.0 9.20 9.40 9.60 9.80
141.0 m/z 157.10 14 _.68%
5000
115.0
. TN N Y Y S T
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100067.D

Aca On > 2 Nov 2017 1:25

Operator : SJ/JU

Sample : 16207-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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, 2,7-dimethyl- Concentration Rank 9

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

9.50 2.93 ng 100509 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.7-dimethvl- 156 C12H12 000582-16-1 97
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 97
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96

Abundance Scan 1260 (9.498 min): BF100067.D (-1259) (-) m/z 156.10 100.00%
156.1
1411
5000
0 o 11501280 9.20 9.40 9.60 9.80
o m/z 141.05 68 .80%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28483: Naphthalene, 2,7-dimethyl-
156.0
141.0
5000
9.20 9.40 9.60 9.80
0 115.0128.0 m/z 155.10 44 _36%
— IZIZ:OI .4‘::-‘..0.‘.‘.6;3‘502 "l:| —r— EI'OIZIOI : ".I I\lwll : | \I .‘l“ ‘ .
m/z--> 20 40 60 80 100 120 140 160
Abundance
156.0
141.0 9.20 9.40 9.60 9.80
5000 m/z 151.95 17.65%
77.0 115.0
o 26.0 39.0 640 1000 | 1280
miz--> 20 40 60 80 100 120 140 160
Abundance #28486: Naphthalene, 2,3-dimethyl-
156.0 9.20 9.40 9.60 9.80
141.0 m/z 77.00 15.15%
5000
115.0
oL 180 %90 6307080 1O | |
m/z--> 20 40 60 80 100 120 140 160 ' 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100067.D

Aca On > 2 Nov 2017 1:25

Operator : SJ/JU

Sample : 16207-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 8

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

9.60 2.93 ng 100563 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 97
2 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 95
3 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 95
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 95
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 94

Abundance Scan 1277 (9.598 min): BF100067.D (-1273) (-) m/z 156.10 100.00%
141.1 156.1
5000
115.0
39.1 63.0 76.0 919 128.0 174.1 9.20 9.40 9.60 9.80 10.00
o : m/z 141.10 98 .38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28469: Naphthalene, 2,3-dimethyl-
141.0 156.0
5000
9.20 9.40 9.60 9.80 10.00
115.0 m/z 155.10 29.70%
390 630760 ‘
0 .]:5.'0| —— "I. —t -‘|“l .‘.‘M‘l i .‘.1.0,1".0. rr I\I\ — ‘I" I\H\‘I ———rr
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
141.0
9.20 9.40 9.60 9.80 10.00
5000 m/z 115.00 19.76%
115.0
o 270 510 770 910
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28475: Naphthalene, 1,3-dimethyl-
156.0 9.20 9.40 9.60 9.80 10.00
141.0 m/z 128.00 15.04%
5000
115.0
o 39.0 630780 910 R
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80 10.00
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110117\
Data File : BF100067.D

Acq On > 2 Nov 2017 1:25

Operator : SJ/JU

Sample : 16207-02

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 4.99 3.5 ng 79486 1 6.77 451867 20.0
unknown6 .55 6.55 29.7 ng 670389 1 6.77 451867 20.0
Benzene, 1,2,4-tr... 6.60 2.7 ng 60299 1 6.77 451867 20.0
Benzene, 1l-methyl... 7.80 3.1 ng 106704 2 8.06 676580 20.0
Naphthalene, 1,2,... 8.56 2.1 ng 70413 2 8.06 676580 20.0
Naphthalene, 2-me... 8.87 5.1 ng 171113 2 8.06 676580 20.0
Naphthalene, 2,6-... 9.40 4.8 ng 165411 3 9.82 685375 20.0
Naphthalene, 1,3-... 9.47 4.8 ng 165977 3 9.82 685375 20.0
Naphthalene, 2,7-... 9.50 2.9 ng 100509 3 9.82 685375 20.0
Naphthalene, 2,3-... 9.60 2.9 ng 100563 3 9.82 685375 20.0
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