LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\

Data File : BF098365.D

Aca On : 8 Sep 2017 22:03 Instrument :
Operator : SJ/JU BNA_F

Sample - 15113-03 ClientSampleld :
Misc - RL-1-12.25-24.5
ALS Vial : 20 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-BF081517.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 3.628 254 262 271 rBV 363602 565616 24.52% 2.588%
2 4.875 470 474 485 rBV 140563 206700 8.96% 0.946%
3 5.298 542 546 564 rBVY 1996168 2102191 91.13% 9.618%
4 6.340 718 723 734 rBVY 2023408 2306740 100.00% 10.554%
5 6.457 739 743 747 rVV 2292905 2133888 92.51% 9.764%
6 6.522 747 754 758 rVB2 63071 75553 3.28% 0.346%
7 6.681 778 781 788 rBV 686583 593632 25.73% 2.716%
8 6.840 804 808 811 rBVY 1971766 1744588 75.63% 7.982%
9 7.251 873 878 881 rBY 1410605 1299557 56.34% 5.946%
10 7.287 881 884 887 rVB 81723 71164 3.09% 0.326%
11 7.722 955 958 963 rVB3 28232 28972 1.26% 0.133%

12 7.963 994 999 1002 rBV 731422 760419 32.97% 3.479%
13 7.986 1002 1003 1007 rvB2 151296 101989 4.42% 0.467%

14 8.563 1097 1101 1104 rBV 75351 56957 2.47% 0.261%
15 8.681 1118 1121 1124 rVB 75526 61031 2.65% 0.279%
16 8.775 1134 1137 1141 rVB 50312 41851 1.81% 0.191%
17 9.045 1177 1183 1186 rBV 2284908 2063211 89.44% 9.440%
18 9.128 1192 1197 1198 rBV 67070 70133 3.04% 0.321%
19 9.316 1224 1229 1232 rBV3 44422 55496 2.41% 0.254%
20 9.375 1236 1239 1242 rVV2 35495 34621 1.50% 0.158%
21 9.439 1246 1250 1253 rVB 249304 218049 9.45% 0.998%
22 9.581 1271 1274 1279 rBV 42893 43996 1.91% 0.201%
23 9.651 1284 1286 1290 rVVv 82192 67835 2.94% 0.310%
24 9.716 1290 1297 1301 rVV2 698134 609668 26.43% 2.790%
25 9.751 1301 1303 1306 rvB2 32590 30262 1.31% 0.138%
26 9.933 1328 1334 1337 rBvV2 39802 66903 2.90% 0.306%
27 10.122 1364 1366 1368 rBV 32346 26319 1.14% 0.120%
28 10.151 1368 1371 1374 rVV 76471 59812 2.59% 0.274%
29 10.263 1387 1390 1393 rBV2 28067 26860 1.16% 0.123%
30 10.375 1406 1409 1411 rVB 39921 37815 1.64% 0.173%

31 10.504 1426 1431 1435 rBV 933295 904996 39.23% 4.141%
32 10.628 1448 1452 1460 rBV2 137538 206420 8.95% 0.944%
33 11.075 1525 1528 1530 rBV 74185 64459 2.79% 0.295%
34 11.104 1530 1533 1537 rVB2 73957 77496 3.36% 0.355%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\

Data File : BF098365.D

Aca On : 8 Sep 2017 22:03 Instrument :
Operator : SJ/JU BNA_F

Sample - 15113-03 ClientSampleld :
Misc - RL-1-12.25-24.5
ALS Vial : 20 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-BF081517.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 11.198 1546 1549 1552 rBV 596497 550870 23.88% 2.520%

36 11.222 1552 1553 1557 rVvV 205712 147809 6.41% 0.676%

37 11.275 1560 1562 1565 rVB 49774 42621 1.85% 0.195%
38 11.498 1597 1600 1603 rVB 65337 53609 2.32% 0.245%
39 11.698 1632 1634 1637 rBV 27629 26285 1.14% 0.120%
40 11.727 1637 1639 1642 rVV3 33822 36900 1.60% 0.169%
41 11.810 1651 1653 1656 rVB2 39012 35286 1.53% 0.161%
42 11.904 1667 1669 1672 rVB 49277 36777 1.59% 0.168%
43 12.180 1713 1716 1725 rBV2 48697 86316 3.74% 0.395%
44 12.251 1725 1728 1732 rBVY 128591 141104 6.12% 0.646%
45 12.292 1733 1735 1739 rVB 61569 65291 2.83% 0.299%
46 12.410 1752 1755 1759 rVB 270612 221903 9.62% 1.015%
47 12.451 1760 1762 1765 rVB3 40793 30477 1.32% 0.139%
48 12.639 1791 1794 1796 rVB 208464 169806 7.36% 0.777%
49 12.669 1796 1799 1801 rVB2 56839 47880 2.08% 0.219%
50 12.786 1815 1819 1822 rBV 1715254 1517977 65.81% 6.945%
51 12.921 1839 1842 1844 rBV2 62274 61828 2.68% 0.283%
52 13.021 1857 1859 1863 rVB2 71538 65502 2.84% 0.300%

53 13.686 1969 1972 1977 rVB2 237313 295585 12.81% 1.352%
54 13.839 1993 1998 2000 rBV2 644344 737815 31.99% 3.376%
55 14.315 2076 2079 2082 rBV3 127084 142396 6.17% 0.652%
56 15.251 2234 2238 2241 rBV 325985 390029 16.91% 1.785%
57 15.668 2307 2309 2314 rVB 113759 136454 5.92% 0.624%

Sum of corrected areas: 21855719
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LSC Report - Integrated Chromatogram

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098365.D

Aca On : 8 Sep 2017 22:03

Operator : SJ/JU

Sample : 15113-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF098365.D
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098365.D

Aca On : 8 Sep 2017 22:03

Operator : SJ/JU

Sample : 15113-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 7

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

4._.87 6.96 ng 206700 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 45
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 25
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 23

Abundance Scan 473 (4.869 min): BF098365.D (-470) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 IREEENAREE R RS S
| 83.0 4.60 4.80 5.00 5.20
ARSI 1 ¥ RSMIRMESN 1  RSSSrtasENU HE m/z 59.10 64.26%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL
59.0 460 480 500 520
0
150 a0 1010 m/z 101.00 23.17%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 " 460 480 500 520
5000 m/z 58.10 15.51%
20.0 101.0
15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime R e L
43.0 4.60 4.80 5.00 5.20
m/z 41.05 9.34%
5000
101.0
15.0 58.0
280 | 690 840 ‘
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098365.D

Aca On : 8 Sep 2017 22:03

Operator : SJ/JU

Sample : 15113-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF081517_.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 unknown6.46 Concentration Rank 1

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

6.46 71.89 ng 2133890 1,4-Dichlorobenzene-d4 6.68
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 743 (6.457 min): BF098365.D (-739) (-) m/z 132.10 100.00%
13R.1
5000 68.1
101 %1 J "o lo 60 6k 6%
1 54,0 ) . .
S0 T .21 | m/z 68.10 44._17%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U A U I
6.20 6.40 6.60 6.80
310 510 m/z 134.00 33.05%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "S5 o 50 ok
5000 ggo 1160 m/z 66.10 26.86%
158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R L R e mu
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.29%
5000 67.0
41.0 97.0
‘ ‘ 117.0
...“i“. .‘L‘_*%l’.o,‘.“i‘.‘.?ﬁl"?.‘.‘; S "‘I "H'I ———
m/z--> 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 : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098365.D

Aca On : 8 Sep 2017 22:03

Operator : SJ/JU

Sample : 15113-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 4 Decane Concentration Rank 12

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

6.52 2.55 ng 75553 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 90
2 1-lodo-2-methvlundecane 296 C12H251 073105-67-6 72
3 Nonane 128 C9H20 000111-84-2 64
4 Tridecane 184 C13H28 000629-50-5 64
5 Decane, 1,1"-oxybis- 298 C20H420 002456-28-2 59

Abundance Scan 754 (6.522 min): BF098365.D (-747) (-) m/z 57.10 100.00%
57.1
5000
85.1
6.20 6.40 6.60 6.80
— ..|-,..'|..,J...,l.?.z.?...l.“,":.%.,....,....,.... e || M7z 43.05  87.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #19157: Decane
43.0
5000
710 6.20 6.40 6.60 6.80
m/z 41.05 45 .04%
HENEETIEET:
miz-> 20 40 és'o' a0 100 130 146 160 150 230 230 40 200 280 "
Abundance
57.0
6.20 6.40 6.60 6.80
5000 m/z 71.10 43.18%
85.0
29.0
113.0 1690 2110 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12662: Nonane B B B !
43.0 6.20 6.40 6.60 6.80
m/z 85.10 31.01%
5000
85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098365.D

Aca On : 8 Sep 2017 22:03

Operator : SJ/JU

Sample : 15113-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 Tetradecane Concentration Rank 15

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

9.13 2.30 ng 70133 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 64
3 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 64
4 Undecane. 2.7-dimethyl- 184 C13H28 017301-24-5 64
5 Nonadecane 268 C19H40 000629-92-5 59

Abundance Scan 1197 (9.128 min): BF098365.D (-1192) (-) m/z 57.05 100.00%
57.0
5000 85.0
41)0
SR
8.80 9.00 9.20 9.40
123.1
”.,..”u:.J,.: m/z 43.05 76.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59880: Tetradecane
57.0
5000 85.0 ISR SR SN R
41,0 8.80 9.00 9.20 9.40
m/z 71.10 64.17%
260 | | | |, 130 1410 1600 1980
m/z--> ﬁo 45 éo éo 160 150 150 1éo 180 260
Abundance
57.0
880 9.00 9.20 940
5000 85.0 m/z 85.05 48.90%
41.0 1130
26.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #125661: Sulfurous acid, 2-ethylhexy! isohexy! ester ety
57.0 8.80 9.00 9.20 9.40
m/z 41.00 35.74%
85.0
5000
41)0
113.0
"'Fﬁq'w"ﬂh"u'”“”'I"J'P"'I'”'I'"'P"'I" ISR SRS SN R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098365.D

Aca On : 8 Sep 2017 22:03

Operator : SJ/JU

Sample : 15113-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 7 Tridecane Concentration Rank 16

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

9.65 2.23 ng 67835 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 86
2 Tetradecane 198 C14H30 000629-59-4 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Tritetracontane 605 C43H88 007098-21-7 83
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 80

Abundance Scan 1286 (9.651 min): BF098365.D (-1284) (-) m/z 57.05 100.00%
5%.0
5000 85.0
410
113.1 9.40 9.60 9.80 10.00
et M AR 1 w/z 43.05  69.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
57.0
5000 L U UL UL B
85.0 9.40 9.60 980 1000
41,0 m/z 71.05 68.86%
20.0| “\ b, ‘ 11830 1410 184.0
miz--> B 4o 6 80 100 130 140 180 180 20
Abundance
57.0
" 940 9.60 9.80 10.00
5000 85.0 m/z 85.05 41 .65%
41.0
15.0 1130 1410 1690 1980
m/z--> 25 45 eb 85 160 150 1&0 160 180 260 '
Abundance #71393: Pentadecane
57.0 9.40 9.60 9.80 10.00
m/z 41.00 31.93%
5000 85.0
41/0
180 “ Lo 1180 1410 1690 212.0
m/z--> 25 45 eb 85 160 150 150 1éo 1éo 260 ' 920 9%0 980 1000
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098365.D

Aca On : 8 Sep 2017 22:03

Operator : SJ/JU

Sample : 15113-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 Decanoic acid, silver(1+) salt Concentration Rank 17

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

9.93 2.19 ng 66903 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic acid. silver(1+) salt 278 C10H19A002 013126-67-5 50
2 Nonanoic acid 158 C9H1802 000112-05-0 37
3 Octanoic acid 144 C8H1602 000124-07-2 37
4 Xvlose 150 C5H1005 000058-86-6 27
5 Heptanoic acid 130 C7H1402 000111-14-8 25

Abundance Scan 1333 (9.928 min): BF098365.D (-1328) (-) m/z 168.10 100.00%
168.1
73.0
5000

139.0

41.0 q
110.1 9.60 9.80 10.00 10.20
L Ut | m/z 73.00 64.15%
50

T T
m/z--> 100 150 200 250 300 350
Abundance #125286: Decanoic acid, silver(1+) salt
73.0

430
5000
115.0
1 Wkw“bw,;
50

155.0

9.60 9.80 10.00 10.20
m/z 60.00 54 .31%

L 217.0 279.0  330.0 _ 387.0
T T e T
m/z--> 100 150 200 250 300 350
Abundance
60.0
B B
9.60 9.80 10.00 10.20
5000]{ 29.0 m/z 41.00 37.62%
115.0
158.0
— T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #20839: Octanoic acid e A RAREE
60.0 9.60 9.80 10.00 10.20
m/z 170.10 37.29%
5000127.0
‘ L 101.0
N
m/z--> 50 100 150 200 250 300 350 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098365.D

Aca On : 8 Sep 2017 22:03

Operator : SJ/JU

Sample : 15113-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 Heptacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.07 2.34 ng 64459 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Heptadecane 240 C17H36 000629-78-7 80
3 Tetracosane 338 C24H50 000646-31-1 72
4 Dodecane. l-iodo- 296 C12H251 004292-19-7 72
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 1527 (11.069 min): BF098365.D (-1525) (-) m/z 57.10 100.00%
57.1
5000
99.0 10,80 11.00 11.20 11.40
155.2 192.0
. \,| Ad o 2 52 m/z 71.10 66.58%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 LR UL UL SR I
10,80 11,00 11.20 11.40
m/z 43.10 59.86%
270\ | hgﬂo‘ 141.0 1830 225.0 267.0  323.0 380.0
m/z--> 50 100 1éo 200 250 300 350
Abundance
57.0
10,80 11.00 11.20 11.40
5000 m/z 85.05 48_.66%
99.0
27.0 141.0 183.0 240.0
mz-> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane T B B
57.0 10.80 11.00 11.20 11.40
m/z 41.10 28 .49%
5000
99.0
27,0 I L 1410‘ 183.0 225.0 267.0 309.0338.0
m/z--> 50 100 150 200 250 300 350 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098365.D

Aca On : 8 Sep 2017 22:03

Operator : SJ/JU

Sample : 15113-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 11 Tridecane, l-iodo- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.10 2.81 ng 77496 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-iodo- 310 C13H271 035599-77-0 86
2 Hexacosane 366 C26H54 000630-01-3 86
3 Octacosane 394 C28H58 000630-02-4 72
4 Tetracosane 338 C24H50 000646-31-1 64
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 64

Abundance Scan 1532 (11.098 min): BF098365.D (-1530) (-) m/z 57.10 100.00%
51.1
5000 184.1
{20 g _ 10180 12100 1220 1140
S 0 Y T s —— m/z 71.10 97.49%
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 RN AL BRI B
10.80 11.00 11.20 11.40
28.0 1830 m/z 85.10 51.83%
99.0 .
T .‘.‘].-4.1.?‘...‘.|....|....31.0'9..|....|
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10,80 11,00 1120 11.40
5000 m/z 184 .05 44 .91%
99.0
141.0 183.0 225.0 267.0 309.0 367.0
m/z--> éo 160 1%0 260 250 300 3%0 '
Abundance #209565:; Octacosane T
57.0 10.80 11.00 11.20 11.40
m/z 43.05 34.79%
5000
99.0
270 1 | )| ) 140 1830 2250 2810 3370 3040
m/z--> éo 160 1%0 260 250 360 3%0 ' 1dso 1150 1f20 1120

8270-BF081517.M Mon Sep 11 13:43:23 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098365.D

Aca On : 8 Sep 2017 22:03

Operator : SJ/JU

Sample : 15113-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 12 Ethanol, 2-(dodecyloxy)- Concentration Rank 10

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

12.18 3.13 ng 86316 Phenanthrene-d10 11.20

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(dodecvloxv)- 230 C14H3002 004536-30-5 50
2 Tritetracontane 605 C43H88 007098-21-7 47
3 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 47
4 Sulfurous acid. butyl hexadecvl ... 362 C20H4203S 1000309-18-3 47
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 47

Abundance
57.1

5000
206.1

11.1
159 | I259 .3

Scan 1716 (12.180 min): BF098365.D (-1713) (-)

m/z 57.10 100.00%

11.80 12.00 12.20 12.40

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600

m/z 71.10 52 .48%

Abundance #86142: Ethanol, 2-(dodecyloxy)-
57.0
5000 [TTrr[rrrr[rrrryrrror|m
11.80 12.00 12.20 12.40
m/z 85.00 41 .54Y%
‘1‘ 199.0
.Aﬂr ‘dh“.w”‘”...”......”...”,”.w.”.“.”,”
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R o EEEE e e R
11.80 12.00 12.20 12.40
5000 m/z 206.10 35.28%
111.0

169.0 225 0 281. 0 337. 0 393.0 463.0 519.0 575.0

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550 600

Abundance #172308: Sulfurous acid, butyl tetradecyl ester
57.0 11.80 12.00 12.20 12.40
m/z 43.10 32.60%
5000
13.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 11. 80 12. 00 12 20 12. 40

8270-BF081517.M Mon Sep 11 13:43:24 2017
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098365.D

Aca On : 8 Sep 2017 22:03

Operator : SJ/JU

Sample : 15113-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 13 n-Pentadecanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.25 5.12 ng 141104 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Pentadecanol 228 C15H320 000629-76-5 87
2 n-Nonadecanol-1 284 C19H400 001454-84-8 87
3 Behenic alcohol 326 C22H460 000661-19-8 87
4 n-Heptadecanol-1 256 C17H360 001454-85-9 87
5 1-Heneicosanol 312 C21H440 015594-90-8 83

Abundance Scan 1728 (12.251 min): BF098365.D (-1725) (-) m/z 83.10 100.00%

55.0 831

5000

12.00 12.20 12.40 12.60
m/z 55.05 85.70%

140.1 176.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #84599: n-Pentadecanol
55.0 83.0

5000 111.0 LB e e
12.00 12.20 12.40 12.60

m/z 97.10 83.15%

29.0
1400 1820 5100

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0 83.0
I R EREE RS
12.00 12.20 12.40 12.60
5000 111.0 m/z 69.10 80.49%
290 139.0

168.0 196.0 238.0 266.0

m@ﬂmmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol R EmEEs e
55,0 12.00 12.20 12.40 12.60
m/z 43.10 76.18%

5000

29.0

A 167.0 196.0 224.0 252.0 280.0 308.0
T T BN s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098365.D

Aca On : 8 Sep 2017 22:03

Operator : SJ/JU

Sample : 15113-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 14 Sulfurous acid, nonyl 2-pro... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.29 2.37 ng 65291 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. nonvl 2-propvl e... 250 C12H2603S 1000309-12-0 64
2 Nonane. 5-methvIl-5-propvl- 184 C13H28 017312-75-3 59
3 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 50
4 Sulfurous acid. dodecvl 2-ethvlh... 362 C20H4203S 1000309-19-5 50
5 Sulfurous acid, 2-ethylhexyl und... 348 C19H4003S 1000309-19-4 50
Abundance Scan 1735 (12.292 min): BF098365.D (-1733) (-) m/z 57.10 100.00%
57.1

5000
U1 1412 1601 1820 2941 2335 12.00 12.20 12.40 12.60
el m/z 71.10 81.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101975: Sulfurous acid, nonyl 2-propyl ester
43.0
71.0
5000 LA L L L L LB LB
12. OO 12 20 12. 40 12 60
m/z 43.10 54 .65%
26.0 ‘\ | |l er0 1270 4610 1910
e 2 L A aE ma s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
71.0
43.0 IIIIIIIIIIIIIIIIIIIIIII
12.00 12.20 12.40 12.60
5000 m/z 85.10 54 _.18%
127.0
26.0 99.0
A L AR mEa s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #172311: Sulfurous acid, decy! 2-ethylhexyl ester I EAmEmEEE RS
57.0 12.00 12.20 12.40 12.60
m/z 99.05 16.65%
5000
29.0 85.0 1130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12. OO 12 20 12. 40 12 60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098365.D

Aca On : 8 Sep 2017 22:03

Operator : SJ/JU

Sample : 15113-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 15 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.69 8.01 ng 295585 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 64
2 1.2-Octadecanediol 286 C18H3802 020294-76-2 55
3 1-Heptadecene 238 C17H34 006765-39-5 55
4 Bromoacetic acid. octadecvl ester 390 C20H39Bro2 018992-03-5 52
5 Oxalic acid, hexadecyl propyl ester 356 C21H4004 1000309-26-9 52
Abundance Scan 1973 (13.692 min): BF098365.D (-1969) (-) m/z 57.10 100.00%
51.1
5000
2301 113.40 13.60 13.80 14.00
139.1 168.2 202.1 . . : : :
S— DLaAs2 8382 h77 43.10  96.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene
55.0
97.0
5000 SR AR SR SR B
29.0 13.40 13.60 13.80 14.00
’ m/z 71.10 90.28%
\“ \‘ Il 153.0 181.0 308.0
m/z--> ﬁm&mmmmmmmmmmmmm
Abundance
57.0
83.0 SR AR SR SR B
13.40 13.60 13.80 14.00
5000 m/z 83.10 79.88%
29.0 111.0

139.0 168.0 207.0 255.0281.0

ermmﬁmwmmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #92567: 1-Heptadecene I EAmEmEEE RS
57.0 83.0 13.40 13.60 13.80 14.00
m/z 85.10 67.26%

5000

140.0 168.0

210.0 238.0
RERRERES LRn R EREE mm s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098365.D

Aca On : 8 Sep 2017 22:03

Operator : SJ/JU

Sample : 15113-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 16 Sulfurous acid, 2-propyl tr... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.32 3.86 ng 142396 Chrysene-di12 13.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-propvl tridecv... 306 C16H3403S 1000309-12-4 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Eicosane 282 C20H42 000112-95-8 83
4 Tetracosane 338 C24H50 000646-31-1 83
5 Heptadecane 240 C17H36 000629-78-7 78
Abundance Scan 2080 (14.321 min): BF098365.D (-2076) (-) m/z 57.10 100.00%
5000
14.00 14.20 14.40 14.60
i m/z 71.10 93.53%
m/z--> 50 100 150 200 250 300 350
Abundance #149373: Sulfurous acid, 2-propy! tridecyl ester
43.0
5000 1.0 L B SRR IR B
14.00 14.20 14.40 14.60
. m/z 83.10 71.84%
Al \M ] ?‘. [27 018401820 2070
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
14.00 14.20 14.40 14.60
5000 85.0 m/z 43.10 69.51%
29.0 113.0141.0169.0197.0225.0253.0  205.0323.0 367.0
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane e AREEEEEaSEE
57.0 14.00 14.20 14.40 14.60
m/z 69.10 62.99%
5000
85.0
29.0
“ ‘HB%MMwmwmmmmmwo
m/z--> 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF090817\
Data File : BF098365.D

Aca On : 8 Sep 2017 22:03

Operator : SJ/JU

Sample : 15113-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF081517 .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 17 Heptacosane, l1l-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.67 7.00 ng 136454 Perylene-d12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 78
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 64
3 Tetratetracontane 619 C44H90 007098-22-8 64
4 Octadecane 254 C18H38 000593-45-3 53
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 47
Abundance Scan 2309 (15.668 min): BF098365.D (-2307) (-) m/z 57.10 100.00%
57.1
5000
13.1 15.40 15.60 15.80 16.00
189.1
S ...]1....,....,..2.4.4,.1...,???.2,....,....,....,....,....,... m/z 71.10 81.51%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #217413: Heptacosane, 1-chloro-
57.0
5000 LR UL UM UL SR
15.40 15,60 15.80 16.00
m/z 85.10 60.93%
| L ‘\ (1130 18302310 287.0 343.0 4140

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57.0

15.40 15.60 15.80 16.00
5000 m/z 43.10 45 _38%

113.0
183. 0 239. 0 296 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane R EEEEE RS
57.0 15.40 15.60 15.80 16.00

m/z 83.10 20.79%

5000

130 ,169.0 2250 281. o 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15.40 15. 60 15. 80 16. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF090817\
Data File : BF098365.D

Acq On : 8 Sep 2017 22:03

Operator : SJ/JU

Sample : 15113-03

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF081517 .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... 4.87 7.0 ng 206700 1 6.68 593632 20.0
unknown6 .46 6.46 71.9 ng 2133890 1 6.68 593632 20.0
Decane 6.52 2.5 ng 75553 1 6.68 593632 20.0
Tetradecane 9.13 2.3 ng 70133 3 9.72 609668 20.0
Tridecane 9.65 2.2 ng 67835 3 9.72 609668 20.0
Decanoic acid, si... 9.93 2.2 ng 66903 3 9.72 609668 20.0
Heptacosane 11.07 2.3 ng 64459 4 11.20 550870 20.0
Tridecane, 1-iodo- 11.10 2.8 ng 77496 4 11.20 550870 20.0
Ethanol, 2-(dodec... 12.18 3.1 ng 86316 4 11.20 550870 20.0
n-Pentadecanol 12.25 5.1 ng 141104 4 11.20 550870 20.0
Sulfurous acid, n... 12.29 2.4 ng 65291 4 11.20 550870 20.0
1-Docosene 13.69 8.0 ng 295585 5 13.84 737815 20.0
Sulfurous acid, 2... 14.32 3.9 ng 142396 5 13.84 737815 20.0
Heptacosane, 1-ch... 15.67 7.0 ng 136454 6 15.25 390029 20.0
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