LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098921.D

Aca On : 28 Sep 2017 21:59

Operator : SJ/JU

Sample = 15457-09

Misc :

ALS Vial : 10 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-BF092317.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 2.222 19 23 37 rvB 78984 134126 4 .66% 0.414%
2 5.140 515 519 528 rBV 544299 636181 22.12% 1.962%
3 5.534 580 586 590 rBY 2555593 2568385 89.28% 7.920%
4 6.539 751 757 760 rBY 2522472 2654466 92.28% 8.185%
5 6.686 777 782 785 rBVY 2910925 2674351 92.97% 8.246%
6 6.739 788 791 796 rBV2 56751 51114 1.78% 0.158%
7 6.916 817 821 824 rBVY 1161424 927129 32.23% 2.859%
8 7.075 843 848 851 rBVY 2199427 2060865 71.64% 6.355%
9 7.475 911 916 919 rBVY 1711188 1654801 57.52% 5.103%
10 7.545 925 928 933 rVB3 34661 31689 1.10% 0.098%
11 8.198 1035 1039 1041 rBV 1434343 1128795 39.24% 3.481%
12 8.216 1041 1042 1045 rVvB 86785 56139 1.95% 0.173%
13 8.910 1157 1160 1162 rBV 48253 38748 1.35% 0.119%
14 9.010 1173 1177 1179 rBV 34440 30443 1.06% 0.094%
15 9.269 1216 1221 1225 rBvV 3107361 2876675 100.00% 8.870%
16 9.345 1231 1234 1236 rBV 40357 32580 1.13% 0.100%
17 9.539 1263 1267 1270 rBvV2 26006 30737 1.07% 0.095%
18 9.610 1275 1279 1281 rBV 32877 35480 1.23% 0.109%
19 9.663 1285 1288 1293 rVV 426409 363947 12.65% 1.122%
20 9.816 1310 1314 1317 rBV 92270 89890 3.12% 0.277%
21 9.875 1319 1324 1326 rVB2 62435 60907 2.12% 0.188%
22 9.951 1334 1337 1341 rVV 1122267 1013475 35.23% 3.125%
23 9.986 1341 1343 1346 rVB 60795 45633 1.59% 0.141%
24 10.157 1369 1372 1375 rVB2 48163 47500 1.65% 0.146%
25 10.192 1375 1378 1383 rBV3 33309 30456 1.06% 0.094%
26 10.374 1406 1409 1411 rVB 94942 77541 2.70% 0.239%
27 10.498 1427 1430 1435 rVB2 64169 67573 2.35% 0.208%
28 10.592 1442 1446 1448 rBV2 36520 42227 1.47% 0.130%

29 10.739 1467 1471 1475 rBV 1339338 1216629 42.29% 3.752%
30 10.845 1486 1489 1499 rVB 116623 155379 5.40% 0.479%

31 11.045 1518 1523 1526 rBV5 31742 48841 1.70% 0.151%
32 11.245 1554 1557 1560 rVB2 40944 37980 1.32% 0.117%
33 11.292 1560 1565 1568 rBV2 85168 86842 3.02% 0.268%
34 11.333 1568 1572 1577 rVB2 49911 79776 2.77% 0.246%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098921.D

Aca On : 28 Sep 2017 21:59

Operator : SJ/JU

Sample = 15457-09

Misc :

ALS Vial : 10 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-BF092317 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.386 1577 1581 1586 rBV 21815 31684 1.10% 0.098%

36 11.439 1586 1590 1592 rBV 941469 807023 28.05% 2.488%
37 11.463 1592 1594 1598 rVvV 704615 559496 19.45% 1.725%
38 11.516 1600 1603 1605 rVB 176607 134849 4.69% 0.416%
39 11.669 1623 1629 1634 rBV2 75153 101736 3.54% 0.314%

40 11.721 1635 1638 1643 rVVv2 48941 53820 1.87% 0.166%
41 11.957 1673 1678 1683 rBV2 248247 411621 14.31% 1.269%
42 12.016 1686 1688 1691 rVB 58018 40580 1.41% 0.125%
43 12.051 1691 1694 1697 rBV2 130948 159258 5.54% 0.491%
44 12.127 1704 1707 1709 rBVY 47784 38431 1.34% 0.119%
45 12.233 1722 1725 1727 rBY 73574 66712 2.32% 0.206%
46 12.257 1727 1729 1732 rVB3 49471 43864 1.52% 0.135%
47 12.486 1765 1768 1771 rBV 68801 74316 2.58% 0.229%
48 12.516 1771 1773 1777 rVV4 51830 66318 2.31% 0.204%
49 12.574 1780 1783 1788 rVB 71224 72126 2.51% 0.222%

50 12.657 1793 1797 1800 rBV 979311 901685 31.34% 2.780%

51 12.739 1809 1811 1815 rBV2 124600 143065 4.97% 0.441%
52 12.886 1833 1836 1841 rVB 937932 793408 27 .58% 2.447%

53 12.933 1841 1844 1848 rVB2 52654 65257 2.27% 0.201%
54 13.021 1853 1859 1865 rBV 1973150 1956273 68.00% 6.032%
55 13.098 1869 1872 1876 rVV2 54490 86792 3.02% 0.268%
56 13.210 1888 1891 1894 rVB 140655 135008 4.69% 0.416%
57 13.274 1900 1902 1905 rBV 70209 57839 2.01% 0.178%
58 13.315 1906 1909 1911 rVB2 90956 91065 3.17% 0.281%
59 13.439 1927 1930 1933 rBV2 59823 67067 2.33% 0.207%

60 13.492 1936 1939 1942 rVV 144645 128209 4._.46% 0.395%

61 13.715 1974 1977 1983 rVB 107920 100555 3.50% 0.310%

62 13.857 1999 2001 2003 rBV 77600 54078 1.88% 0.167%
63 13.880 2003 2005 2006 rBV 61077 45936 1.60% 0.142%
64 14.051 2031 2034 2035 rBV 82568 86083 2.99% 0.265%

65 14.080 2035 2039 2042 rVV2 1028666 1366443 47.50% 4.213%

66 14.104 2042 2043 2049 rVB 456909 406572 14.13% 1.254%
67 15.139 2215 2219 2222 rBV 427580 680397 23.65% 2.098%
68 15.451 2269 2272 2278 rVB 258642 339330 11.80% 1.046%
69 15.515 2279 2283 2288 rBV 358625 453661 15.77% 1.399%
70 15.580 2290 2294 2298 rBV 552892 722298 25.11% 2.227%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098921.D

Aca On : 28 Sep 2017 21:59

Operator : SJ/JU

Sample = 15457-09

Misc :

ALS Vial : 10 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 32430155
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098921.D

Aca On : 28 Sep 2017 21:59

Operator : SJ/JU

Sample : 15457-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF098921.D
3000000 6.69

5.53
2500000 6.54

7.07

2000000
7.47

1500000
6.92
1000000

5.14
500000

a2 i Wzl ) Jess

T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T T I,\I T T T T T T T T
I I I I I T 1 I I T [

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: BF098921.D
3000000 9|27

2500000
13.02
2000000

1500000 8.20 10.74

9.95 12.6612.89
1000000

500000 9.66 21.443,49

22 8.8101 |(9.35 9,541 9981 99001630 318050| ), %11, 0511148

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF098921.D
3000000

2500000

2000000

1500000 14.08

1000000

5000008.

O

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 : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098921.D

Aca On : 28 Sep 2017 21:59

Operator : SJ/JU

Sample : 15457-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

2.22 2.89 ng 134126 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 43
3 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 28
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17

Abundance Scan 23 (2.222 min): BF098921.D (-19) (-) m/z 73.05 100.00%
73.0
5000
43.0 o5 4 671
2.20 2.30 2.40 2.50 2.60
0'“P“W“”P”W”Jmlﬂ“”T“JJ”P”W””P”W””P”W””P”W”' m/z 43.00 34.42%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 L VAN AR A AN RS
43.0 950 2.0 2.30 2.40 2.50 2.60
87.0 m/z 55.10 28.54%
27.0
0'“V'HVH'PJMM'Mthlﬁ“|““ﬂ“'v“w'}9¥RWH“|““P'“P“w'“
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.10 25_.57%
43.0
ol 20 150 290 59.0 88.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether
73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.60%
5000
450 59.0
o 150 290 87.0 103.0 130.0 147.0
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098921.D

Aca On : 28 Sep 2017 21:59

Operator : SJ/JU

Sample : 15457-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 13.72 ng 636181 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 519 (5.140 min): BF098921.D (-515) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 B SN SRR RN R
| 83.0 | 480 5.00 5.20 5.40
S 11 NEMENSVTH | NS S NMFS N DS m/z 59.00 56.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BN LARAE LARAE AL R
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 18.49%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 41.0 m/z 58.00 14 _79%
29.0
87.0
ol 150 71.0 98.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R R S B
59.0 480 5.00 5.20 5.40
m/z 41.00 8.74%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098921.D

Aca On : 28 Sep 2017 21:59

Operator : SJ/JU

Sample : 15457-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 unknown6.69 Concentration Rank 1

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

6.69 57.69 ng 2674350 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 783 (6.692 min): BF098921.D (-777) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.0 R R L R
400 540 6.40 6.60 6.80 7.00
o....,...:p:...,.:..,.:ln.',..7.5?,0....,..!.,?19?.?....,....,"...,.. m/z 134.00 33.33%
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 IR R S
6.40 6.60 6.80 7.00
210 510 m/z 68.00 29.00%
1 H 1 7# 0 L
OH'W'“'V'“l“'w'“'w'“l“'w'“'w'“l“'w'“'l'“ T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
640 660 6.80 7.00
5000 67.0 m/z 66.00 19.46%
41.0 97.0
53.0
79.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”'quﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!- L B B e
132.0 6.40 6.60 6.80 7.00
m/z 96.00 11.91%
5000
630 104.0
300 520 | /70 900 117.0
OH'W'“JH'“P“'WIM'V“ml“'w'“'ww“l“”w'“'”t“ T R R L R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098921.D

Aca On : 28 Sep 2017 21:59

Operator : SJ/JU

Sample : 15457-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 5 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.85 3.85 ng 155379 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 9-methvlheptadecane 254 C18H38 026741-18-4 86
3 Eicosane. 10-methvl- 296 C21H44 054833-23-7 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 80

Abundance Scan 1490 (10.851 min): BF098921.D (-1486) (-) m/z 57.00 100.00%

571.0

5000
1131 1410 169.0 195.1 10.60 10.80 11.00 11.20
o m/z 71.05 69.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94345: Heptadecane
57.0
5000 LIS B L L L L LB
85.0 10.60 10.80 11.00 11.20
29.0 m/z 43.00 68.30%
.”.P”.P.”,””,”.w.”.P”.P.”,”...”..”...”..”,”...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
SRR RS e
85.0 10.60 10.80 11.00 11.20
5000 m/z 85.05 34.62%
140.0
29.0 111.0

168.0 196.0 239.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141431: Eicosane, 10-methyl- R R B Rl A e
57.0 10.60 10.80 11.00 11.20
m/z 41.05 31.29%
5000 85.0
113.0 154.0
0 ‘ [ | 11830 211.0 239.0  281.0
e e e e e e R B Rammn m

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098921.D

Aca On : 28 Sep 2017 21:59

Operator : SJ/JU

Sample : 15457-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 6 Sulfurous acid, 2-propyl tr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.29 2.15 ng 86842 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 64
2 Tetracosane 338 C24H50 000646-31-1 62
3 Heneicosane 296 C21H44 000629-94-7 62
4 Heptadecane 240 C17H36 000629-78-7 62
5 Octadecane 254 C18H38 000593-45-3 62
Abundance Scan 1565 (11.292 min): BF098921.D (-1560) (-) m/z 57.05 100.00%
57.0
5000 85.0
196.1 L DAL DAL UL B
113.0 141.0167.1 Il 11.00 11.20 11.40 11.60
o} e B e m/z 43.05 73.27%
m/z--> 50 100 150 200 250 300
Abundance #149373: Sulfurous acid, 2-propy! tridecyl ester
43.0
5000 LI IS S L B
11.00 11.20 11.40 11.60
m/z 71.05 65.81%
ol i H 1??015401820,2.17.0..,....,....
m/z--> 200 250 300
Abundance
57.0
11,00 11.20 11.40 11.60
5000 85.0 m/z 85.05 42 _.12%
29.0
o 113.0141.0 169.0 197.0 225.0 253.0 281.0 309.0 338.0
m/z--> 50 100 150 200 250 300
Abundance #141425: Heneicosane e e
57.0 11.00 11.20 11.40 11.60
m/z 41.05 33.57%
5000 85.0
29.0
. tMWJJHF@MNm%mmnmmw 296.0
m/z--> 50 100 150 200 250 300 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098921.D

Aca On : 28 Sep 2017 21:59

Operator : SJ/JU

Sample : 15457-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 8 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.96 10.20 ng 411621 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1679 (11.963 min): BF098921.D (-1673) (-) m/z 192.05 100.00%
19p.1
5000
430 730
” 9.0 1291 1651 213.2 2562 1160 11,80 12.00 12.20

Oy '.:|-| m/z 191.05 57.88%

m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

11.60 11.80 12.00 12.20
sss0 | M/z 72.95  32.04%

83.0
V-“u' 157.0 1850 213.0 .
o 4 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0

43.0 11. 60 11. 80 12. 00 12I20 I
5000 129.0 m/z 60.00 29 .55%
171.0
97.0 214.0
152. 0
G S A A R Rl B R LA SRS LS LA SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid e B R E s
73.0 11. 60 11. 80 12. 00 12 20
43.0 m/z 189.10 28.51%
5000 129.0

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098921.D

Aca On : 28 Sep 2017 21:59

Operator : SJ/JU

Sample : 15457-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 9 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.05 3.95 ng 159258 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 55
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 42
3 1a.9b-Dihvdro-1H-cvclopropalalan... 192 C15H12 006109-24-6 38
4 Naphthol2.3-blnorbornadiene 192 C15H12 107426-38-0 38
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 38

Abundance Scan 1694 (12.051 min): BF098921.D (-1691) (-) m/z 189.05 100.00%
189.1
5000
165.0 11.80 12.00 12.20 12.40
I e m/z 190.10  95.95%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #53204: 4H-Cyclopenta[def]phenanthrene
190.0
5000
11.80 12.00 12.20 12.40
95.0 m/z 192 .05 89.40%
7090 90150 | w0 3o 0|
m/z--> 25 Jo eb 85 160 150 150 1éo 1é0 260 220
Abundance
192.0
" 11.80 12,00 12.20 12.40
5000 m/z 191.10 63.32%
165.0
o 39.0 63.0 96.0 1150 139.0
m/z--> 25 Jo eb 85 160 150 150 1éo 1é0 260 220
Abundance #54760: 1a,9b-Dihydro-1H-cyclopropala]anthracene
192.0 11.80 12.00 12.20 12.40
m/z 94.50 33.88%
5000
165.0
| 270809050 %90 g0 wmo ||
miz--> "zb""io""eb""s'o’"ic')d"iéd"iAd"iéd"isd"zod"'zzc') " 11)80 12,00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092817\
Data File : BF098921.D

Aca On : 28 Sep 2017 21:59

Operator : SJ/JU

Sample : 15457-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF092317 .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 10 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.74 3.55 ng 143065 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1811 (12.739 min): BF098921.D (-1809) (-) m/z 43.10 100.00%

431 730

5000

12.40 12.60 12.80 13.00

0 m/z 73.00 99.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0 R EEEEEEEmEmm

T T T I
12.40 12.60 12.80 13.00

241.0 284.0 m/z 60.00 85.04%

207.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
12.40 12.60 12.80 13.00
5000 256.0 m/z 57.00 80.88%
129.0
97.0 213.0
157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid e
43.0 ,73.0 12.40 12.60 12.80 13.00
m/z 55.00 78.03%
5000 129.0

15.0
L L o o o

T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092817\
Data File : BF098921.D

Acq On : 28 Sep 2017 21:59

Operator : SJ/JU

Sample - 15457-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
Quant Title : 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]
Butane, 2-methoxy... 2.22 2.9 ng 134126 1 6.92 927129 20.0
2-Pentanone, 4-hy... 5.14 13.7 ng 636181 1 6.92 927129 20.0
unknown6 .69 6.69 57.7 ng 2674350 1 6.92 927129 20.0
Heptadecane 10.85 3.9 ng 155379 4 11.44 807023 20.0
Sulfurous acid, 2... 11.29 2.1 ng 86842 4 11.44 807023 20.0
n-Hexadecanoic acid 11.96 10.2 ng 411621 4 11.44 807023 20.0
4H-Cyclopenta[def... 12.05 4.0 ng 159258 4 11.44 807023 20.0
Octadecanoic acid 12.74 3.5 ng 143065 4 11.44 807023 20.0
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