LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF(092218\
Data File : BF109247.D
Aca On = 23 Sep 2018 3:45 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?2?:'6 - J5017-02 RA-091918-N-FL-056
ALS Vial : 29 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-BF092218 .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 4.904 476 479 489 rVB 73347 94232 3.70% 0.304%
2 5.316 544 549 552 rBVY 2313252 2267846 89.15% 7.328%
3 6.345 719 724 727 rBV 2467390 2390634 93.98% 7.724%
4 6.475 739 746 749 rBVY 2611586 2442055 96.00% 7.891%
5 6.539 755 757 762 rBV2 29908 42527 1.67% 0.137%
6 6.704 782 785 788 rBV 861193 694962 27.32% 2.245%
7 6.734 788 790 793 rVB 73355 63680 2.50% 0.206%
8 6.863 808 812 815 rBVY 2274967 1878748 73.85% 6.070%
9 6.998 830 835 838 rVB3 34882 46328 1.82% 0.150%
10 7.110 850 854 856 rBV 60929 55631 2.19% 0.180%
11 7.269 872 881 884 rBVY 1634508 1556112 61.17% 5.028%
12 7.363 892 897 901 rvB4 33073 52460 2.06% 0.170%
13 7.516 919 923 928 rVB3 40884 65883 2.59% 0.213%
14 7.633 935 943 948 rBVS 40339 86825 3.41% 0.281%
15 7.986 999 1003 1006 rBY 1103253 883459 34.73% 2.855%
16 8.069 1014 1017 1019 rBV 63624 43920 1.73% 0.142%
17 8.292 1050 1055 1058 rBV5 46178 54223 2.13% 0.175%
18 8.428 1075 1078 1082 rBV3 83750 101159 3.98% 0.327%
19 8.686 1119 1122 1126 rVB4 62872 81197 3.19% 0.262%
20 8.757 1128 1134 1135 rBV5 24615 42739 1.68% 0.138%

21 9.022 1176 1179 1182 rBV3 137725 135465 5.33% 0.438%
22 9.063 1182 1186 1189 rBV 2810042 2543836 100.00% 8.219%
23 9.163 1198 1203 1205 rBV5 73623 113756 4_47% 0.368%
24 9.269 1218 1221 1225 rBV3 83310 90691 3.57% 0.293%
25 9.457 1250 1253 1255 rBV 637942 477416 18.77% 1.543%

26 9.480 1255 1257 1259 rVB2 172996 124328 4._.89% 0.402%
27 9.586 1273 1275 1278 rBV3 57763 75485 2.97% 0.244%
28 9.657 1285 1287 1290 rBvV2 118800 97919 3.85% 0.316%
29 9.739 1296 1301 1305 rBV 970667 1043977 41.04% 3.373%
30 9.851 1317 1320 1324 rVB4 113559 136842 5.38% 0.442%

31 9.886 1324 1326 1328 rBV 80234 74279 2.92% 0.240%
32 9.945 1331 1336 1339 rvv3 138071 270580 10.64% 0.874%
33 9.980 1339 1342 1345 rVB 262674 213993 8.41% 0.691%
34 10.010 1345 1347 1350 rBV3 241483 203685 8.01% 0.658%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF(092218\
Data File : BF109247.D
Aca On = 23 Sep 2018 3:45 Instrument :
Operator : JU/SJ EﬁAfs el

- _ lentosampleld :
3?2?:'6 - J5017-02 RA-091918-N-FL-056
ALS Vial : 29 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:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF092218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.057 1352 1355 1357 rBV 319946 307497 12.09% 0.994%

36 10.110 1361 1364 1366 rBv4 137897 160136 6.30% 0.517%
37 10.157 1366 1372 1377 rVB5 140554 337811 13.28% 1.092%
38 10.233 1383 1385 1388 rVB4 127395 100491 3.95% 0.325%
39 10.280 1390 1393 1395 rBV3 172686 136608 5.37% 0.441%
40 10.310 1395 1398 1400 rBV4 157377 176157 6.92% 0.569%

41 10.404 1411 1414 1417 rVB2 459586 509471 20.03% 1.646%
42 10.486 1426 1428 1430 rBV3 147044 162100 6.37% 0.524%
43 10.522 1430 1434 1438 rVB4 1409111 1350215 53.08% 4_.363%
44 10.563 1438 1441 1443 rBV2 256864 240790 9.47% 0.778%
45 10.610 1447 1449 1452 rBV2 174621 203620 8.00% 0.658%

46 10.651 1454 1456 1457 rVV 235050 189135 7.44% 0.611%
47 10.674 1457 1460 1466 rVB 1051736 940246 36.96% 3.038%
48 10.727 1466 1469 1471 rBV2 367570 323356 12.71% 1.045%
49 10.751 1471 1473 1474 rBV3 143419 115123 4_.53% 0.372%
50 11.116 1532 1535 1536 rBV 361597 331727 13.04% 1.072%

51 11.139 1536 1539 1545 rVB 1772408 1853579 72.87% 5.989%
52 11.216 1550 1552 1555 rVB 598069 459150 18.05% 1.484%
53 11.251 1556 1558 1564 rBV4 309767 473454 18.61% 1.530%
54 11.492 1596 1599 1602 rBV 936305 979107 38.49% 3.164%
55 11.551 1607 1609 1611 rVB 465124 349511 13.74% 1.129%

56 12.227 1722 1724 1729 rVB2 1062054 1168783 45.95% 3.776%
57 12.816 1821 1824 1829 rBV2 1348358 1534179 60.31% 4_.957%

Sum of corrected areas: 30949118
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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

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\

BF109247.D

23 Sep 2018 3:45

JU/SJ

J5017-02 RA-091918-N-FL-056
29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF109247.D
4000000
3000000
A7
6.35
5.32 6.86
2000000
7.27
1000000 6.70
o 4.90 L %.54A7J 7.00.11 /| 7.367.5
————7— ——— Y P e i ey
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00
Abundance TIC: BF109247.D
12,23 12182
4000000
1114 11.49
3000000 9.06 1155
!1.22
2000000 10.52) o7 112
9.74 l
7.99 10.40) 1046
1000000 9.46 ILTST i
l e “,','7213';‘“ Ry
,4& A ',-:’g—.f"{z‘w
9.0 l'! \/
763 8.07 82843 86y 121827
O sl bty P e e S S T S S S o
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF109247.D
4000000
3000000
2000000
1000000
o
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109247.D

Aca On : 23 Sep 2018 3:45

Operator : JU/SJ

ﬁ?ggle i J5017-02 RA-091918-N-FL-056
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknown6.47 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.47 70.28 ng 2442060 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9
Abundance Scan 745 (6.469 min): BF109247.D (-739) (-) m/z 132.00 100.00%
13p.0
5000 68.1
00 %0 "T550 640 660 680
(o} : e B e m/z 68.10 46.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
13p.0
69.0
104.0 .
5000 IREBEAREE RS LRSS S

6.20 6.40 6.60 6.80
m/z 134.00 31.27%

31.0 510
o T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
e
74.0 6.20 6.40 6.60 6.80
5000 980 1160 m/z 66.10 30.04%
S P S 0 N N T Y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14079: Benzene, 1-ethenyl-3,5-dimethyl- R AR RamE
132.0 6.20 6.40 6.60 6.80
117.0 m/z 69.05 19.34%
5000
39.0 65.0 o0
0.¥5q.u..ﬁ.ub.,f..ﬁ,.u.wuh.ln.wh.,....,....,”.. SRS L N1 I ——
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109247.D

Aca On : 23 Sep 2018 3:45

Operator : JU/SJ

ﬁ?ggle i J5017-02 RA-091918-N-FL-056
ALS Vial : 29 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
Quant Title : 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 Naphthalene, 1,4,6-trimethyl- Concentration Rank 15

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

9.95 5.18 ng 270580 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 94
2 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 90
3 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 90
4 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 70
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 68

Abundance Scan 1337 (9.951 min): BF109247.D (-1331) (-) m/z 155.05 100.00%
155.1
5000

1 9.60 9.80 10.00 10.20

39. 204.2
188,277 222.2 m/z 170.10  62.33%

ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155.0
5000
9.60 9.80 10.00 10.20
128.0 170 m/z 57.10 29.10%
o 200 830 840 1020 n
1 IIIIIIIIIIIIIIIIIII
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #38373: Naphthalene, 1,6,7-trimethyl-
170.0
R R R e s R
9.60 9.80 10.00 10.20
5000 m/z 43.10 23.76%
153.0
128.0
| 5]\-0 760 L 1020 ‘ \‘\ Ll ‘H 1 M
O B o I o L LN e i e o
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #38376: Naphthalene, 2,3,6-trimethyl- B
170.0 9.60 9.80 10.00 10.20
m/z 85.10 22.62%
5000
153.0
oL 410 650 8501000 B0 | |
L e o o e e L B o o B o B I R RE R e S SRR
m/z--> 200 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109247.D

Aca On : 23 Sep 2018 3:45

Operator : JU/SJ

ﬁ?ggle i J5017-02 RA-091918-N-FL-056
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknownl10.01 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.01 3.90 ng 203685 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. allvl hexadecvl ester 354 C21H3804 1000309-24-4 43
2 Dodecane 170 C12H26 000112-40-3 35
3 Tritetracontane 605 C43H88 007098-21-7 25
4 Hvdroxvlamine. O-decvl- 173 C10H23NO 029812-79-1 25
5 Nonadecane 268 C19H40 000629-92-5 25
Abundance ] Scan 1347 (10.010 min): BF109247.D (-1345) (-) m/z 57.10 100.00%
5000 wwwﬂ"
9.60 9.80 10.00 10.20 10.40
Ot m/z 43.10 98.21%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #186646: Oxalic acid, allyl hexadecyl ester
41.0
5000 R R AR UL B
960 980 1000 1020 1040
70 m/z 83.10 91.47%
0 | | 269.0
m/z--> 6 §o 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #38315: Dodecane
57.0
9.60 9.80 10.00 10.20 10.40
5000 m/z 71.10 90.09%
‘ 112.0 170.0
‘- e
m/z--> 6 §o 160 1%0 200 250 300 350 400 4éo 560 séo 660
Abundance #241174: Tritetracontane AR R REE B
57.0 9.60 9.80 10.00 10.20 10.40
m/z 55.10 80.21%
5000 Aﬁvdw&kAhAfVmAVWJMAAVANJRAN
o 10 1169.0 2250 28103370 393.0 463.0 519.0 575.0
m/z--> c') 5'0 100 150 200 250 300 350 400 450 5(')0 5&1;0 6(|)O 9. 60 9. 80 10 00 10. 20 10 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109247.D

Aca On : 23 Sep 2018 3:45

Operator : JU/SJ

Sample : J5017-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 wunknownl10.11 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.11 3.07 ng 160136 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. I1-(1-cvclohexen-1-vI)e... 186 C14H18 054774-82-2 43
1-(3-MethvlphenvD)4-methvl-3-pen... 174 C13H18 051082-26-9 41
3 Benzene. (1.3-dimethvlbutv)- 162 C12H18 019219-84-2 35
4 (4-Methviphenvl) methanol. n-pro... 164 C11H160 1000374-65-4 25
5 (4-Methylphenyl) methanol, n-pen... 192 C13H200 1000374-65-8 25
Abundance Scan 1364 (10.110 min): BF109247.D (-1361) (-) m/z 105.10 100.00%
106.1
5000
41.1 69.1 157.1  187.1204.2 AR AR AR BB
“ l IFHS ]| |128,1 17 9.80 10.00 10.20 10.40
Ob s .In s Il ||||.i.|| TN TINEAAR TS m/z 106.10 40.22%
m/z--> 20 40 100 120 140 160 180 200 220
Abundance #50393. Benzene, 1-(1-cyclohexen-1-yl)ethyl]-
105.0
5000 LR SRR SR AR
9.80 10.00 10.20 10.40
80.0 m/z 119.10 22.08%
0l 180, 410 630 |" | h,.1290 1570 1860
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #41154: 1-(3-Methylphenyl)4-methyl-3-pentene
69.0 105.0
'9.80 10.00 10.20 10.40
5000 210 m/z 204.20 18.61%
174.0
0 ..l.‘...luu‘k‘.l‘.“.‘..“l....l‘.‘. I\I‘I:IL?]IHIO:II"I]'?'IOI\ R m e s
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #32265. Benzene, (1,3-dimethyloutyl)- e e
105.0 9.80 10.00 10.20 10.40
m/z 187.10 17.83%
5000
o - 410 57 7(9 | 128014501620
m/z--> 20 40 60 8 100 120 140 1éo 180 200 220 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109247.D

Aca On : 23 Sep 2018 3:45

Operator : JU/SJ

ﬁ?ggle i J5017-02 RA-091918-N-FL-056
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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, 1,4,5-trimethyl- Concentration Rank 13

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

10.16 6.47 ng 337811 Acenaphthene-d10 9.74

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4.5-trimethvl- 170 C13H14 002131-41-1 96
2 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 95
3 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 94
4 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 94
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 93

Abundance Scan 1373 (10.163 min): BF109247.D (-1366) (-) m/z 155.10 100.00%
155.1
5000
128.1
300 630 8314419 9.80 10.00 10.20 10.40
i m/z 170.10 91.09%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #38368: Naphthalene, 1,4,5-trimethyl-
155.0
5000
9.80 10.00 10.20 10.40
128.0 m/z 153.10 20.44%
o a1.0, 830 830 1020 p.0
1 IIIIIIIIIIIIIIIIIIIII
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #38376: Naphthalene, 2,3,6-trimethyl-
170.0
R e o e N EERE
9.80 10.00 10.20 10.40
5000 m/z 152.10 18.51%
153.0
0 410 650 8501020 12?'0 ol
R e B o e S LRI o o o e e R s
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #38372: Naphthalene, 1,6,7-trimethyl- T
155.0 9.80 10.00 10.20 10.40
m/z 169.10 15.95%
5000
115.0
0 510 760 o080 | [1330 | 1120
R o e o LA i o o A e s S RRm
m/z--> 200 40 60 80 100 120 140 160 180 200 220 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109247.D

Aca On : 23 Sep 2018 3:45

Operator : JU/SJ

ﬁ?ggle i J5017-02 RA-091918-N-FL-056
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 unknownl10.31 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.31 3.37 ng 176157 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Chloromethvl-4-methvinaphthalene 190 C12H11CI 005261-50-7 45
2 Naphthalene. 2-methvl-1-propvl- 184 C14H16 054774-89-9 41
3 Naphthalene. 1-(chloromethvl)-2-... 190 C12H11CI 006626-23-9 38
4 2-Naphthvlpropionic acid 200 C13H1202 1000129-24-1 35
5 2,3-Dipropyl-cyclopropanecarboxy... 198 C12H2202 1000193-94-4 35
Abundance Scan 1398 (10.310 min): BF109247.D (-1395) (-) m/z 155.10 100.00%
15b.1
105.1
5000

10.00 10.20 10.40 10.60

0 m/z 105.10 53.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52926: 1-Chloromethyl-4-methylnaphthalene
155.0
5000 LA L L L L L LB L L |
10.00 10.20 10.40 10.60
76.0 190.0 m/z 161.10 41 .11%
51.0 ’ 128.0
S W0 N.CNUR P | N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48929: Naphthalene, 2-methyl-1-propy!-
155.0
e
10.00 10.20 10.40 10.60
5000 m/z 184.10 34 .00%
184.0
115.0
0 390 630 890 | \\137\10 \H ! !
o L B o o e e e ]
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52928: Naphthalene, 1-(chloromethyl)-2-methyl-
155.0 10.00 10.20 10.40 10.60
m/z 97.10 32.01%
5000
76.0 190.0
510, 102.0 \12?0 !
o M | MMM [ S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 00 10. 20 10 40 10 60

8270-BF092218 .M Mon Sep 24 14:32:11 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109247.D

Aca On : 23 Sep 2018 3:45

Operator : JU/SJ

ﬁ?ggle i J5017-02 RA-091918-N-FL-056
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.40 9.76 ng 509471 Acenaphthene-d10 9.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 64
2 Hexadecane 226 C16H34 000544-76-3 58
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 50
4 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 49
5 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 47
Abundance Scan 1413 (10.398 min): BF109247.D (-1411) (-) m/z 57.10 100.00%
57.1
169.1
5000
991 RIS BRI NN
J | 1128 210.2 10.00 10.20 10.40 10.60 10.80
ol b b g e m/z 169.10 74.56%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000
10.00 10.20 10.40 10.60 10.80
m/z 71.10 54 .36%
0 2§0| Il | lg%od 141.0 183.0 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #83026: Hexadecane
57.0
10.00 10,20 10,40 10.60 10.80
5000 m/z 43.10 47 .09%
99.0
oL 2o LAy a0 260
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane A o o e
57.0 10.00 10.20 10.40 10.60 10.80
m/z 184.10 45 _99%
5000
99.0
27.0 16!
o ,,I,,I‘,I,,;,LL azgo | as0
m/z--> 50 100 150 200 250 300 350 10.00 10.20 10.40 10.60 10.80

8270-BF092218 .M Mon Sep 24 14:32:12 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109247.D

Aca On : 23 Sep 2018 3:45

Operator : JU/SJ

Sample : J5017-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl0.61 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.61 8.87 ng 203620 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1.3-dimethvlbutvl)- 162 C12H18 019219-84-2 38
2 (3-MethvIphenvl) methanol. 1-met... 178 C12H180 1000374-58-5 38
3 2-(p-TolvDethvlamine 135 C9H13N 003261-62-9 35
4 Benzene. (l-cvclohexvlethvl)- 188 C14H20 004413-16-5 27
5 (3-Methylphenyl) methanol, 2-met... 192 C13H200 1000374-43-9 27
Abundance Scan 1449 (10.610 min): BF109247.D (-1447) (-) m/z 105.10 100.00%
106.1
5000
411 83.1 183.1 2182 1020 1040 10.60 10.80 11.00
147.1 - - - - -
o 2, 280 2462 "m/z 106.10 47.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #32265: Benzene, (1,3-dimethylbutyl)-
106.0
5000 U AR BRI SRR I
1020 10.40 10.60 10.80 11.00
m/z 119.10 28.18%
41.0 77|i0 128.0 162.0
O e T e B i o o B L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #44053: (3-Methylphenyl) methanol, 1-methylpropyl ether
106.0
10.20 10.40 10.60 10.80 11.00
5000 m/z 218.20 13.41%
Jl1s0 300 o 1490 1780
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #15575: 2-(p-Tolyl)ethylamine L A e
3d.0 10.20 10.40 10.60 10.80 11.00
m/z 83.10 11.29%
51.0 77 0 ‘ | 135.0
O e T S e o o Wi s ot S R R R R
m/z--> 20 40 60 8|0 1(')0 150 140 160 180 200 220 240 1020 10.40 10.60 10.80 11.00

8270-BF092218 .M Mon Sep 24 14:32:14 2018

RA-091918-N-FL-056

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109247.D

Aca On : 23 Sep 2018 3:45

Operator : JU/SJ

ﬁ?ggle i J5017-02 RA-091918-N-FL-056
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Chamazulene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.65 8.24 ng 189135 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chamazulene 184 C14H16 000529-05-5 90
2 1.4.5.8-Tetramethvlnaphthalene 184 C14H16 002717-39-7 62
3 Phenol. 3.4.5-trimethoxv- 184 C9H1204 000642-71-7 50
4 p-Benzvlphenol 184 C13H120 000101-53-1 50
5 2,2"-Bipyridine, 4,4"-dimethyl- 184 C12H12N2 001134-35-6 38
Abundance Scan 1456 (10.651 min): BF109247.D (-1454) (-) m/z 184.10 100.00%
184.1
5000
04.1 442 10.40 10.60 10.80 11.00
01 ; m/z 169.10 79.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48919: Chamazulene
184.0
5000 LI BRI BN S B
10.40 10.60 10.80 11.00
m/z 183.10 48.20%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48928: 1,4,5,8-Tetramethylnaphthalene
184.0
10.40 10.60 10.80 11.00
5000 m/z 153.10 20.76%
153.0
ob 200, 510 710 1020 20,
m/z--> ﬁo Jo eb 85 160 120 150 1éo 180 200 250 250
Abundance #49268: Phenol, 3,4,5-trimethoxy- B Rl RREms e
169.0 10.40 10.60 10.80 11.00
m/z 165.10 17 .54%
5000 141.0
69.0 111.0
150 390 \ 920 | I
m/z--> 2'0 4'0 6|0 8|0 1(')0 120 14'10 160 180 200 250 24'10 10'40 10 60 10. 80 11. 00

8270-BF092218 .M Mon Sep 24 14:32:15 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109247.D

Aca On : 23 Sep 2018 3:45

Operator : JU/SJ

ﬁ?ggle i J5017-02 RA-091918-N-FL-056
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Nonane, 2-methyl-5-propyl- Concentration Rank 6

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

10.67 40.96 ng 940246 Phenanthrene-d10 11.22

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 2-methvl-5-propvl- 184 C13H28 031081-17-1 78
2 Tridecane. 4-methvl- 198 C14H30 026730-12-1 78
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 74
4 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 72
5 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 53
Abundance Scan 1459 (10.669 min): BF109247.D (-1457) (-) m/z 57.10 100.00%

517.1

5000

i3

113.1 10.40 10.60 10.80 11.00

215.2

133.1 157.1 182.2 246.2

o e e e e e e e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

O m/z 71.10 83.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48913: Nonane, 2-methyl-5-propyl-
57.0
5000 LA L L L L L LB
85.0 10 40 10. 60 10 80 11. OO
29.0 m/z 43.10 56.32%
' 112.0 1400
bbbt b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59884: Tridecane, 4-methyl-
43.0
710 A B ma et
10.40 10.60 10.80 11.00
5000 m/z 85.10 28.96%
99.0 155.0
2d || | ‘ 1260 1980 ‘JM
T T T T

Abundance #83031: Tridecane, 5-propy!- R R,
57.0 10.40 10.60 10.80 11.00
m/z 41.10 25.58%
5000
85.0
112.0
30.0 ) M i ‘ | 1410 1830 226.0

e irShMMNS .0 N T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 40 10. 60 10 80 11. OO

8270-BF092218 .M Mon Sep 24 14:32:15 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109247.D

Aca On : 23 Sep 2018 3:45

Operator : JU/SJ

Sample : J5017-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Naphthalene, 1,2,3,4-tetram... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.75 5.01 ng 115123 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetramethvl- 184 Cl14H16 003031-15-0 93
2 1.4.5.8-Tetramethvlnaphthalene 184 Cl14H16 002717-39-7 87
3 Naphthalene. 1l-methvl-7-(l1-methv... 184 C14H16 000490-65-3 83
4 Chamazulene 184 C14H16 000529-05-5 83
5 Benzene, (4,5,5-trimethyl-1,3-cy... 184 C14H16 033930-85-7 80

Abundance Scan 1473 (10.751 min): BF109247.D (-1471) (-) m/z 184.10 100.00%
184.1
5000 711
43.1
152.1
o71 1281 || 2142 05 10.40 10.60 10.80 11.00
ol I.:.I.l.llu..l ..||.| II|I ™ |||| Pl et e m/z 169.10 95 .94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48934: Naphthalene, 1,2,3,4-tetramethyl-
169.0
5000 R AR LN S B
10.40 10.60 10.80 11.00
m/z 71.10 37.99%
141.0
39.0 77.0 115.0 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48928: 1,4,5,8-Tetramethylnaphthalene
184.0
10.40 10.60 10.80 11.00
5000 m/z 57.10 29.91%
153.0
ob 210 510 70 020 20, Il
m/z--> 20 Jo 65 86 100 150 140 160 180 200 220 240
Abundance #48941: Naphthalene, 1-methyl-7-(1-methylethyl)- R o
169.0 10.40 10.60 10.80 11.00
m/z 43.10 29.24%
5000
270 510 770 1150 14‘10“ |
0.HWJ”.“n”,h.hw”.“.ﬂ,d.ﬁhﬂ..W” o N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,40 10.60 10.80 11.00

8270-BF092218 .M Mon Sep 24 14:32:16 2018

RA-091918-N-FL-056

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109247.D

Aca On : 23 Sep 2018 3:45

Operator : JU/SJ

ﬁ?ggle i J5017-02 RA-091918-N-FL-056
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Dibenzothiophene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.12 14.45 ng 331727 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 94
2 Naphthol2.1-blthiophene 184 C12H8S 000233-02-3 90
3 Naphthol1.2-blthiophene 184 C12H8S 000234-41-3 90
4 Naphthol2.3-blthiophene 184 C12H8S 000268-77-9 90
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 74
Abundance Scan 1536 (11.122 min): BF109247.D (-1532) (-) m/z 184.10 100.00%
184.1
57.1
5000
10.80 11.00 11.20 11.40
ol : o 272 m/z 57.10 64.86%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48781: Dibenzothiophene
184.0
5000 SR DA UL UL RIS
10,80 11,00 11.20 11.40
139.0 m/z 183.10 59.75%
300 630 920 1939 8.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48784: Naphtho[2,1-b]thiophene
184.0
10.80 11.00 11.20 11.40
5000 m/z 97.10 47 .32%
139.0
400  69.0, %Olno Lymo I
m/z--> 40 60 éo 100 120 140 160 180 200 220 240 260
Abundance #48786: Naphtho[1,2-b]thiophene e A REEEEEasS
184.0 10.80 11.00 11.20 11.40
m/z 55.10 46.74%
5000
139.0
o 50.0 69.0, 920 1130 L”%O |
m/z--> 40 60 éo 100 150 140 160 180 200 220 240 260 10,80 11.00 11.20 11.40

8270-BF092218 .M Mon Sep 24 14:32:17 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109247.D

Aca On : 23 Sep 2018 3:45

Operator : JU/SJ

Sample : J5017-02

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Tridecane, 1-iodo- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.14 80.74 ng 1853580 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 90
2 Hexacosane 366 C26H54 000630-01-3 83
3 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
4 Tridecane. 4-methvl- 198 C14H30 026730-12-1 78
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 72
Abundance Scan 1539 (11.139 min): BF109247.D (-1536) (-) m/z 57.10 100.00%
57.1
5000 ‘ 85.1
113, 10.80 11.00 11.20 11.40
412
ol J ,l.! A 11 8L12102 2833 | p/z 71.10  83.90%
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 UL LR B
8.0 10.80 11.00 11.20 11.40
28.0 1830 m/z 43.10 55.42%
I O W 1L I
m/z--> 50 100 150 200 250 300 350
Abundance #194494:; Hexacosane
57.0
10.80 11.00 11.20 1140
0
5000 850 m/z 85.10 46.60%
113.0
anﬂmimH.MPm%wm”“%w 295.0 366.0
m/z--> 50 100 150 200 250 300 350
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester e B B
57.0 10.80 11.00 11.20 11.40
m/z 41.10 28.98%
5000 85.0
20.0 113.0
m/z--> 50 100 150 200 250 300 350 10,80 11.00 11.20 11.40

8270-BF092218 .M Mon Sep 24 14:32:18 2018

RA-091918-N-FL-056

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109247.D

Aca On : 23 Sep 2018 3:45

Operator : JU/SJ

ﬁ?ggle i J5017-02 RA-091918-N-FL-056
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Hexadecane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.49 42 .65 ng 979107 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
3 Octadecane 254 C18H38 000593-45-3 86
4 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 83
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance Scan 1599 (11.492 min): BF109247.D (-1596) (-) m/z 57.10 100.00%
57.1
5000
41.2 183.2 11.20 11.40 11.60 11.80
o 2112 2462 2812 L7771 .10 94.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83028: Hexadecane
57.0
5000 85.0 R o LR s
nmnmnmnm
m/z 43.10 78.01%
0 29.,0 .|. 1 11:‘? 0 | 141 0 169 0 197.0 226 0
s B o e e T e T e o 2o 2 e
Abundance #124147: 2-Bromotetradecane
57.0
111,20 11,40 11.60 11.80
5000 85.0 m/z 85.10 54.76%
29.0
¥ } R
0”..”..”n.u..”..”..”..”..”..”..”..”..”..”..
m/z--> ﬁo Jo éo éo 160 150 150 1é0 180 200 220 240 2éo 2é0
Abundance #105886: Octadecane R R o o NI
57.0 11.20 11.40 11.60 11.80
m/z 41.10 26.23%
5000 85.0
29.0
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 240 2éo 2éo 11.20 1140 1160 1180

8270-BF092218 .M Mon Sep 24 14:32:19 2018

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109247.D

Aca On : 23 Sep 2018 3:45

Operator : JU/SJ

ﬁ?ggle i J5017-02 RA-091918-N-FL-056
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 0,0,0-Triethyl thiophosphate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.55 15.22 ng 349511 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 0.0.0-Triethvl thiophosphate 198 C6H1503PS 000126-68-1 95
2 Dibenzothiophene. 4-methvl- 198 C13H10S 007372-88-5 94
3 Dibenzothiophene. 3-methvl- 198 C13H10S 016587-52-3 94
4 1-Methvldibenzothiophene 198 C13H10S 031317-07-4 93
5 4-Methylnaphtho[1,2-b]Jthiophene 198 C13H10S 067388-11-8 93

Abundance Scan 1609 (11.551 min): BF109247.D (-1607) (-) m/z 198.05 100.00%
198.1
5000
165.1
691 99.1 11.20 11.40 11.60 11.80
O 80 S0 it 0L Ly k2202 26032862 hioT167 10 70.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59987: O,0,0-Triethyl thiophosphate
121.0 198.0 Mw
5000 93.0 “’*7’77*7””T7J- T T T
65.0 11,20 11.40 11.60 11.80
29.0 H ]4301100 m/z 199.10 16.74%
0- |||]:||||'||'|||'||||'|"I' 1l ||\ |||||| R RRREE R R R R RN AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59733: Dibenzothiophene, 4-methyl-
198.0

11.20 11.40 11.60 11.80
5000 m/z 165.10 13.16%

39.0 69.0 %0 139.0 165.0

O R o B S S e A R R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #59732: Dibenzothiophene, 3-methyl- B B .

198.0 11.20 11.40 11.60 11.80
m/z 152.10 9.53%

5000
28.0

e e e e e e e T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11. 40 11. 60 11.80

8270-BF092218 .M Mon Sep 24 14:32:19 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF092218\

Data File : BF109247.D

Aca On : 23 Sep 2018 3:45

Operator : JU/SJ

ﬁ?ggle i J5017-02 RA-091918-N-FL-056
ALS Vial : 29 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF092218_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 Dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.23 50.91 ng 1168780 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 76
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 68
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 68
4 Hexadecane 226 C16H34 000544-76-3 64
5 Hexacosane 366 C26H54 000630-01-3 59
Abundance Scan 1724 (12.227 min): BF109247.D (-1722) (-) m/z 57.10 100.00%
57.1
5000 851
13, 206.2 12100 1220 12/40 12.60
169.1
Obrrrrrerebrbe i AL 100 L) 2302 27433010 |t tor G 6077
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38318: Dodecane
57.0
5000 RN UL SULELLE BURELL B
85.0 nmnmnmnm
29.0 m/z 43.10 47 .09%
| | 113.0 141.0 170.0
O & R L m A s R o e
m/z--> 25 45 eb éo 160 150 140 160 180 200 220 240 260 2éo 360 '
Abundance #100330: 2-Bromo dodecane
57.0
12100 1220 12/40 12.60
5000 85.0 m/z 85.10 35.56%
29.0 ‘ 113.0 169.0
N [0 1400 ) 248.0
m/z--> 25 45 eb éo 160 120 140 160 180 200 220 240 260 2é0 360 '
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- R AEEmEEES L
57.0 12.00 12.20 12.40 12.60
m/z 41.10 16.67%
5000 85.0
29.0 113.0
0 L M 0 [141.0 1830 2110 2530 282.0
m/z--> 25 45 eb 80 160 150 140 160 180 200 220 240 260 280 360 ' 12. oo 12. 20 12. 40 12 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF092218\
Data File : BF109247.D
Acg On : 23 Sep 2018 3:45 Instrument :
Operator : JU/SJ gﬁA{s el

- _ lentosampleld :
3?2?6 - J5017-02 RA-091918-N-FL-056
ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF092218_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]
unknown6 .47 6.47 70.3 ng 2442060 1 6.70 694962 20.0
Naphthalene, 1,4,... 9.95 5.2 ng 270580 3 9.74 1043980 20.0
unknown10.01 10.01 3.9 ng 203685 3 9.74 1043980 20.0
unknown10.11 10.11 3.1 ng 160136 3 9.74 1043980 20.0
Naphthalene, 1,4,... 10.16 6.5 ng 337811 3 9.74 1043980 20.0
unknown10.31 10.31 3.4 ng 176157 3 9.74 1043980 20.0
Heptacosane 10.40 9.8 ng 509471 3 9.74 1043980 20.0
unknown10.61 10.61 8.9 ng 203620 4 11.22 459150 20.0
Chamazulene 10.65 8.2 ng 189135 4 11.22 459150 20.0
Nonane, 2-methyl-_.. 10.67 41.0 ng 940246 4 11.22 459150 20.0
Naphthalene, 1,2,... 10.75 5.0 ng 115123 4 11.22 459150 20.0
Dibenzothiophene 11.12 14.4 ng 331727 4 11.22 459150 20.0
Tridecane, l1l-iodo- 11.14 80.7 ng 1853580 4 11.22 459150 20.0
Hexadecane 11.49 42.6 ng 979107 4 11.22 459150 20.0
0,0,0-Triethyl th_... 11.55 15.2 ng 349511 4 11.22 459150 20.0
Dodecane 12.23 50.9 ng 1168780 4 11.22 459150 20.0
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