LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097342.D

Aca On > 4 Aug 2017 3:08

Operator : SJ/JU

Sample : 14562-13 5X

Misc :

ALS Vial : 22 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-BF072517.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 3.069 197 201 213 rBvV2 5051 11426 1.62% 0.136%
2 4_.563 451 455 466 rBV 28475 47320 6.70% 0.562%
3 4.969 520 524 526 rBV2 12032 13545 1.92% 0.161%
4 5.040 533 536 554 rBV 308317 473005 66.95% 5.621%
5 5.246 568 571 575 rVB 13313 14880 2.11% 0.177%

6.116 716 719 734 rVB 372144 488384 69.13% 5.804%
6.222 734 737 743 rVV 497672 498724 70.59% 5.926%
rvB 9542 8496 1.20% 0.101%
6.445 772 775 784 rBV 663115 593431 84.00% 7.052%
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1 6.598 798 801 811 rBV 340949 338000 47.84% 4.017%
11 7.016 869 872 879 rBvV 246910 255368 36.15% 3.035%
12 7.069 879 881 886 rVvB3 9840 10950 1.55% 0.130%
13 7.728 990 993 1001 rBV 848435 706500 100.00% 8.396%
14 8.339 1093 1097 1100 rBV 16488 14114 2.00% 0.168%
15 8.439 1110 1114 1121 rVB2 9362 12973 1.84% 0.154%
16 8.539 1128 1131 1135 rVB2 9135 12473 1.77% 0.148%
17 8.769 1167 1170 1172 rBV 12386 11320 1.60% 0.135%
18 8.804 1172 1176 1179 rBV 528955 436326 61.76% 5.185%
19 8.904 1188 1193 1197 rVB2 25432 25932 3.67% 0.308%
20 9.069 1215 1221 1223 rBV4 6396 10860 1.54% 0.129%
21 9.204 1241 1244 1246 rBvV 32748 32608 4.62% 0.387%
22 9.334 1262 1266 1268 rVB2 10547 9223 1.31% 0.110%
23 9.428 1278 1282 1285 rBV 45480 40782 5.77% 0.485%
24 9.469 1285 1289 1293 rVV 725385 604566 85.57% 7.184%
25 9.498 1293 1294 1297 rVB 17096 11679 1.65% 0.139%
26 9.592 1306 1310 1314 rVB6 5615 8910 1.26% 0.106%
27 9.657 1317 1321 1322 rVV3 7803 9095 1.29% 0.108%
28 9.681 1322 1325 1328 rVB3 14122 17629 2.50% 0.209%
29 9.745 1334 1336 1339 rVB 15353 13098 1.85% 0.156%
30 9.781 1339 1342 1347 rBV5 8946 14803 2.10% 0.176%
31 9.922 1364 1366 1370 rVB 39396 32588 4.61% 0.387%
32 10.016 1378 1382 1385 rBV2 21906 20244 2.87% 0.241%
33 10.081 1389 1393 1398 rBV6 5935 10532 1.49% 0.125%
34 10.145 1398 1404 1406 rBV 19605 24379 3.45% 0.290%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\
Data File : BF097342.D

Aca On > 4 Aug 2017 3:08

Operator : SJ/JU

Sample : 14562-13 5X

Misc :

ALS Vial : 22 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-BF072517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 10.257 1420 1423 1428 rBV 190166 170528 24.14% 2.026%

36 10.392 1442 1446 1453 rVB 40598 52307 7.40% 0.622%
37 10.586 1477 1479 1482 rBV2 10851 10030 1.42% 0.119%
38 10.716 1498 1501 1505 rVB4 7953 10293 1.46% 0.122%
39 10.839 1518 1522 1524 rBV 40052 34885 4.94% 0.415%
40 10.869 1524 1527 1530 rVB2 15001 15208 2.15% 0.181%

41 10.939 1536 1539 1542 rBVY 582905 525873 74.43% 6.249%
42 10.963 1542 1543 1547 rVV 160583 109380 15.48% 1.300%

43 11.016 1550 1552 1556 rVB 46006 37587 5.32% 0.447%
44 11.180 1577 1580 1583 rBV 13707 15559 2.20% 0.185%
45 11.263 1588 1594 1600 rVV3 41676 55253 7.82% 0.657%
46 11.357 1607 1610 1615 rVB4 14565 17522 2.48% 0.208%
47 11.439 1621 1624 1627 rBV2 30534 32478 4.60% 0.386%
48 11.469 1627 1629 1633 rVB 34803 33210 4._70% 0.395%
49 11.522 1633 1638 1640 rBV2 15976 21118 2.99% 0.251%
50 11.551 1640 1643 1646 rVvVv 50088 55762 7.89% 0.663%
51 11.575 1646 1647 1650 rVB 21041 13332 1.89% 0.158%
52 11.669 1660 1663 1669 rBV2 32423 39544 5.60% 0.470%
53 11.733 1672 1674 1677 rBV 12948 14590 2.07% 0.173%
54 11.816 1685 1688 1689 rBV3 8107 8312 1.18% 0.099%
55 11.863 1694 1696 1698 rBV2 12397 12893 1.82% 0.153%
56 11.916 1703 1705 1708 rVvv4 15232 16113 2.28% 0.191%
57 11.939 1708 1709 1713 rVB4 12704 11008 1.56% 0.131%
58 11.992 1714 1718 1720 rBV 36301 35139 4.97% 0.418%
59 12.027 1720 1724 1726 rVVv4 19185 33258 4.71% 0.395%
60 12.051 1726 1728 1731 rVV2 42190 44467 6.29% 0.528%
61 12.080 1731 1733 1736 rVB4 16743 15948 2.26% 0.190%
62 12.110 1736 1738 1741 rVB4 14100 11894 1.68% 0.141%
63 12.145 1741 1744 1749 rBV 215549 191211 27.06% 2.272%
64 12.198 1750 1753 1758 rBV7 17821 26413 3.74% 0.314%
65 12.292 1767 1769 1774 rBV6 11719 17893 2.53% 0.213%
66 12.369 1778 1782 1785 rVV 190373 194118 27.48% 2.307%
67 12.422 1789 1791 1797 rVB3 51395 61952 8.77% 0.736%
68 12.522 1805 1808 1815 rVB 398065 364798 51.63% 4 _.335%
69 12.592 1817 1820 1824 rBV5 16318 29060 4.11% 0.345%
70 12.774 1848 1851 1854 rVB2 57261 54162 7.67% 0.644%
71 12.804 1854 1856 1860 rBV2 38115 45630 6.46% 0.542%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\

Data File : BF097342.D

Aca On : 4 Aug 2017 3:08

Operator : SJ/JU

3?22'6 i 14562-13 5X JC-02-080117-E
ALS Vial : 22 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF072517 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 12.898 1869 1872 1874 rBV2 30827 33106 4.69% 0.393%
73 13.116 1906 1909 1912 rBV 68113 74445 10.54% 0.885%
74 13.445 1962 1965 1970 rVB2 80426 93678 13.26% 1.113%
75 13.563 1981 1985 1988 rBV 524912 532104 75.32% 6.323%
76 13.757 2016 2018 2023 rVB2 56765 48993 6.93% 0.582%
77 14.357 2117 2120 2123 rBV2 84322 88923 12.59% 1.057%

78 14.910 2210 2214 2217 rBV 246853 271079 38.37% 3.221%

Sum of corrected areas: 8415219
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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:\HPCHEMI\BNA F\DATA\BF080317\

BF097342.D

4 Aug 2017 3:08

SJ/JU

14562-13 5X UC-02-080117-E
22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
800000

600000

400000

200000

TIC: BF097342.D

6.45

6.22

6.17
6.60
5.04

7.02

5.25

4.56 4

3.07

Obeg—

Time--> 2.00

2.50

3.00

3.50

4.00

4.50 5.00

Abundance
800000

600000

400000

200000

TIC: BF097342.D

9.47 13.5

10.94

8.80
12.52

12.1512.37

10.26 1.96

10.39

.0211.2
10.59. 11.18T.

150800 1

)
8.3 4154 8.1B.90 (7:28 338

Time-->

Oy
8.00

13.00

13.50

12.00 12.50

10.00 10.50 11.00 11.50

9.50

Tl
8.50 9.00

Abundance
800000

600000

400000

200000

TIC: BF097342.D

14.91

14.36

13.76

Time-->

18.00 18.50

17.00 17.50

16.00 16.50

14.00 14.50

15.00 15.50

19.00
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Library Search Compound Report

8270-BF072517.M Fri Aug 04 13:47:30 2017

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\

Data File : BF097342.D

Aca On : 4 Aug 2017 3:08

Operator : SJ/JU

ﬁ?ggle i 14562-13 5X JC-02-080117-E
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 1 unknown6.22 Concentration Rank 1

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

6.22 16.81 ng 498724 1,4-Dichlorobenzene-d4 6.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
3 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 12

Abundance Scan 737 (6.222 min): BF097342.D (-734) (-) m/z 132.00 100.00%
132.
5000
68.0
96.0 RN SARBE RARE SARBERAR
40.1 540 5.80 6.00 6.20 6.40 6.60
o....,...:ll!...,:!..,.:l-.',..7.53,0....,..!.,1.0.“?.1,....,...., b | 'm/z 68.05 35.45%
m/z--> 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
5000
5.80 6.00 6.20 6.40 6.60
310 510 m/z 134.00 30.76%
m/z--> 30 40 70 80 90 100 110 120 130 140
Abundance
132.0 k
580 6.00 620 6.40 6.60
5000 m/z 66.00 24 .26%
33.0 44.0 0.0 105.0
0'"'P"'I"'W"'é??"'{'”g?P'”I""I'”'I%%qpl"”l""I'
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0 5.80 6.00 6.20 6.40 6.60
m/z 69.05 15.14%
5000 67.0
41.0 97.0
‘ 20.0 117.0
0....|....‘l.‘...l‘..‘..l‘.‘.‘.llu.‘.‘.‘l‘....luu‘..luluqzouuuu‘luuuu H... - BN EEaan masr
m/z--> 30 50 70 80 90 100 110 120 130 140 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\

Data File : BF097342.D

Aca On : 4 Aug 2017 3:08

Operator : SJ/JU

ﬁ?ggle i 14562-13 5X JC-02-080117-E
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.26 2.10 ng 55253 Phenanthrene-d10 10.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Tetracosane 338 C24H50 000646-31-1 68
3 Heneicosane 296 C21H44 000629-94-7 62
4 Octadecane 254 C18H38 000593-45-3 62
5 Octacosane 394 C28H58 000630-02-4 59
Abundance Scan 1594 (11.263 min): BF097342.D (-1588) (-) m/z 57.05 100.00%
57.0
5000 85.0
| 131 1651 1902 G0 150 1140 1160
ob———dpl, |||..||1|I|I|| "',".'.l. "'|| e — m/z 43.05 69_.19%
m/z--> 50 100 150 200 250 300
Abundance #59882: Tetradecane
57.0
5000 85.0 L UL UL BRI UL
9.0 umnmnmum
: m/z 71.05 53.52%
198.0
oL | L peOumogeetRe
m/z--> 50 100 150 200 250 300
Abundance
57.0
111,00 11,20 1140 11.60
5000 85.0 m/z 85.05 40.96%
29.0
o 113.0 141.0169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> éo 160 150 260 2éo 360
Abundance #141425: Heneicosane
57.0 11.00 11.20 11.40 11.60
m/z 41.05 31.12%
5000 85.0
29.0
. tMWJJHF@MNm%mmnmmw 296.0
m/z--> 50 @ 150 2& 250 mo u%nmnmum
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\

Data File : BF097342.D

Aca On : 4 Aug 2017 3:08

Operator : SJ/JU

ﬁ?ggle i 14562-13 5X JC-02-080117-E
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 A4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
11.55 2.12 ng 55762 Phenanthrene-d10 10.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 52
2 lIsoauinoline. l-chloro-3-ethvl- 191 C11H1O0CIN 055150-52-2 38
3 Methvl diselenide 190 C2H6Se2 007101-31-7 30
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 25
5 BH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 25

Abundance Scan 1643 (11.551 min): BF097342.D (-1640) (-) m/z 190.10 100.00%
19p.1
5000
94.6
570 165.1
43.0 2’0 740 115.0 139.1 11.20 11.40 11.60 11.80
o} m/z 189.10 97 .29%
mz--> 20 40 60 80 100 120 140 160 180
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.20 11.40 11.60 11.80
' m/z 192.10 66 .37%
0 390 630 780 || 1100 1370 1630 Il
mz-> 20 40 60 80 100 120 140 160 180
Abundance
190.0
11.20 11.40 11.60 11.80
5000 m/z 191.10 56.98%
163.0
390 630770 g5 210100
O o T e et e ORI
mz-> 20 40 60 80 100 120 140 160 180
Abundance #53211: Methyl diselenide
190.0 11.20 11.40 11.60 11.80
m/z 94.60 27 .78%
93.0 175.0
5000
20 om0 | ] LA
N O 1l | Y] M m L ~‘ i e —
mz--> 20 40 60 80 100 120 140 180 11,20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\

Data File : BF097342.D

Aca On : 4 Aug 2017 3:08

Operator : SJ/JU

ﬁ?ggle i 14562-13 5X JC-02-080117-E
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Sulfurous acid, 2-ethylhexy... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.42 2.33 ng 61952 Chrysene-di12 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 53
2 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 53
3 Octadecane. 5-methvl- 268 C19H40 025117-35-5 43
4 Hexadecane 226 C16H34 000544-76-3 38
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 38
Abundance Scan 1791 (12.422 min): BF097342.D (-1789) (-) m/z 57.10 100.00%
51.1
5000 85.0

o SR I m/z 43.10 64.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #125660: Sulfurous acid, 2-ethylhexyl hexyl ester
57.0
5000 85.0 L o Bhn s )
12.20 12.40 12.60 12.80
0
290‘ 113.0 m/z 71.10 49 _10%
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
B A mams
85.0 12.20 12.40 12.60 12.80
5000 ' m/z 85.05 45 _52%
29.0 113.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117643: Octadecane, 5-methyl- N B B e
43.0 | 7 12.20 12.40 12.60 12.80

m/z 41.05 23.32%

5000

211.0

‘ i 127.0 1550 182.0 253.0
ke
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 20 12. 40 12. 60 12.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\

Data File : BF097342.D

Aca On : 4 Aug 2017 3:08

Operator : SJ/JU

ﬁ?ggle i 14562-13 5X JC-02-080117-E
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Tridecane, l-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.77 2.04 ng 54162 Chrysene-di12 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 64
2 Heptadecane 240 C17H36 000629-78-7 64
3 Tridecane 184 C13H28 000629-50-5 64
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 59
5 Docosane 310 C22H46 000629-97-0 59
Abundance Scan 1850 (12.769 min): BF097342.D (-1848) (-) m/z 216.10 100.00%
57.0 216.1
5000
85.1
} 1711 12.40 12.60 12.80 13.00
0 ...,....','..'. ,..'.'.-,.'..i:" ||... ||I |.|||..| 1l .Iu I||||| ||| 326.0 m/z 57.05 93.33%
m/z--> mmmmmmmmmmmmmmmm
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 R BN PR BN B B
850 nmnmnmmm'
28.0 1830 m/z 215.10 89.89%
o Ll g B0 1580 310.0
m/z--> %&&%@mmmmmmmmmmm
Abundance
57.0
12.40 12.60 12.80 13.00
5000 85.0 m/z 43.05 58.63%
29.0

113.0 141.0 169.0 197.0  240.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #48835: Tridecane L B o
57.0 12.40 12.60 12.80 13.00
m/z 71.10 50.95%
5000
85.0
29.0
ol LA | 113.0 1410  184.0
e e e e e R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12. 60 12. 80 13.00

8270-BF072517.M Fri Aug 04 13:47:32 2017 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\

Data File : BF097342.D

Aca On : 4 Aug 2017 3:08

Operator : SJ/JU

ﬁ?ggle i 14562-13 5X JC-02-080117-E
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.12 2.80 ng 74445 Chrysene-di12 13.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Tetradecane 198 C14H30 000629-59-4 83
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 80
4 Eicosane 282 C20H42 000112-95-8 72
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 59
Abundance Scan 1910 (13.122 min): BF097342.D (-1906) (-) m/z 57.10 100.00%
51.1
5000 85.0
|Im$lmMﬂummw 230.2 2680 36.2 nmnmnmnmo
Obrrrprrrefbrol il bt e Mt aeea || m/z 43.05 56.00%
m/z--> 20 40 60 00 120 140 160 180 200 220 240 260 280 300 320
Abundance #48831: Tridecane
57.0
5000 AR A R DR
nmnmwmnm
29.0 85.0 m/z 71.10 49.67%
0 \‘ ‘ ‘\ \‘ J \\113 0 141 0 184 0
m/z--> 25 45 60 85 160 120 140 160 180 200 220 240 260 280 360 350
Abundance
57.0
12.80 13.00 13.20 13.40
5000 85.0 m/z 85.05 38.24Y%

29.0
113.0 141.0 169.0 198.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #152416: Tridecane, 1-iodo- e A REEEEEasS

57.0 12.80 13.00 13.20 13.40

m/z 55.05 21.16%
5000 85.0
28.0
113.0 183.0
0..w.”.“.l”...”.“.” S L I —

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 80 13. 00 13. 20 13. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\

Data File : BF097342.D

Aca On : 4 Aug 2017 3:08

Operator : SJ/JU

ﬁ?ggle i 14562-13 5X JC-02-080117-E
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 8 Nonadecane Concentration Rank 4

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

13.45 3.52 ng 93678 Chrysene-di12 13.56

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 83

2 Octadecane 254 C18H38 000593-45-3 83

3 Hexadecane. 1l-bromo- 304 C16H33Br 000112-82-3 74

4 Tetratetracontane 619 C44H90 007098-22-8 74

5 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 74

Abundance Scan 1966 (13.451 min): BF097342.D (-1962) (-) m/z 57.10 100.00%
5000
250.1 T
2821 3252 13.20 13.40 13.60 13.80
o m/z 43.10 98.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117638: Nonadecane
57.0
5000 850 ||||||||||||||||||||
13.20 13.40 13.60 13.80
m/z 55.05 85.80%
29'0 1130
0 H 1L H‘ | 141 0 169 0197.0 225.0 268 0
HHPHWH.PHWHHP”.””.”.u”.u.”u.”.””.”.u”.uq”u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
I R EREE RS
13.20 13.40 13.60 13.80
5000 85.0 m/z 83.10 54 .66%
29.0
254.0
o 113.0 141.0 169.0 197.0 225.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #147850: Hexadecane, 1-bromo- B B o B B B
57.0 13.20 13.40 13.60 13.80
m/z 71.10 53.94%
5000
85.0 135.0
29.0
oL 1|4l 00 | 16301910 2250 304.0
T e R R R e I [ e e I R EREE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13. 80

8270-BF072517.M Fri Aug 04 13:47:33 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF080317\

Data File : BF097342.D

Aca On : 4 Aug 2017 3:08

Operator : SJ/JU

ﬁ?ggle i 14562-13 5X JC-02-080117-E
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072517_.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 9 Heptadecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.36 6.56 ng 88923 Perylene-d12 14.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Behenvl chloride 344 C22H45CI 042217-03-8 76
4 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 68
5 Tetradecane 198 C14H30 000629-59-4 64

Abundance Scan 2121 (14.363 min): BF097342.D (-2117) (-) m/z 57.10 100.00%
57.1
5000
305.2 34123714 14,00 14.20 14.40 14.60
0 m/z 43.10 67.68%
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane
57.0
5000 N SRR S UL BRI B
14.00 14.20 14.40 14.60
m/z 71.10 50.09%
0 27\0‘\ “ | u‘gﬂlo‘\ 1410 1830 2400
m/z--> 50 100 1%0 200 250 300 350
Abundance
57.0
14,00 14.20 14.40 14.60
5000 m/z 253.20 33.61%
99.0
o 27.0 141. 0 183.0 225.0254.0
m/z--> 50 100 150 200 250 300 350
Abundance #180096: Behenyl chloride I I B o
57.0 14.00 14.20 14.40 14.60
m/z 85.10 32.68%
5000
1.0
m/z--> 50 100 150 260 250 300 350 14.00 14.20 1440 14.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF080317\

Data File : BF097342.D

Acg On : 4 Aug 2017  3:08

Operator : SJ/JU

3?22'6 i 14562-13 5X UC-02-080117-E
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072517 .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 .22 6.22 16.8 ng 498724 1 6.45 593431 20.0
Tetradecane 11.26 2.1 ng 55253 4 10.94 525873 20.0
4H-Cyclopenta[def... 11.55 2.1 ng 55762 4 10.94 525873 20.0
Sulfurous acid, 2... 12.42 2.3 ng 61952 5 13.56 532104 20.0
Tridecane, l1l-iodo- 12.77 2.0 ng 54162 5 13.56 532104 20.0
Tridecane 13.12 2.8 ng 74445 5 13.56 532104 20.0
Nonadecane 13.45 3.5 ng 93678 5 13.56 532104 20.0
Heptadecane 14.36 6.6 ng 88923 6 14.91 271079 20.0
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