LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102835.D

Aca On : 8 Feb 2018 00:50

Operator : SJ/JU

Sample : J1473-09

Misc :

ALS Vial : 19 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-BF020318.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 2.175 9 15 27 rVB 469341 639734 12.95% 1.452%
2 3.452 229 232 255 rBV 269339 594020 12.03% 1.348%
3 5.122 513 516 525 rVB 141300 183944 3.72% 0.417%
4 5.510 576 582 585 rBVY 4487447 4938995 100.00% 11.209%
5 6.516 747 753 756 rBVY 4203189 4763188 96.44% 10.810%
6 6.657 772 777 780 rBVY 4728727 4741073 95.99% 10.759%
7 6.887 812 816 819 rBVY 1331637 1156904 23.42% 2.626%
8 7.040 838 842 846 rBY 3786069 3619212 73.28% 8.214%
9 7.445 906 911 914 rBVY 2884123 3070107 62.16% 6.967%
10 8.169 1030 1034 1037 rBvV 1643279 1473395 29.83% 3.344%

11 9.245 1211 1217 1220 rBV 4289781 4372385 88.53% 9.923%
12 9.316 1226 1229 1231 rVB 103463 77652 1.57% 0.176%
13 9.633 1279 1283 1285 rBV 247639 242948 4.92% 0.551%
14 9.845 1311 1319 1322 rBV 257396 213850 4_.33% 0.485%
15 9.922 1328 1332 1336 rBV2 1578561 1406595 28.48% 3.192%

16 10.169 1371 1374 1378 rBV2 45810 50026 1.01% 0.114%
17 10.345 1401 1404 1407 rVB 276978 205443 4.16% 0.466%
18 10.563 1436 1441 1444 rBV 69828 91913 1.86% 0.209%

19 10.710 1462 1466 1477 rVB 2273252 2294191 46.45% 5.206%
20 10.816 1481 1484 1493 rVB 203392 236579 4._.79% 0.537%

21 11.269 1557 1561 1563 rBV 105744 86637 1.75% 0.197%
22 11.298 1563 1566 1572 rVB3 43504 59716 1.21% 0.136%
23 11.410 1581 1585 1588 rBV 1395214 1231898 24.94% 2.796%
24 11.433 1588 1589 1593 rVB 263502 153663 3.11% 0.349%

25 11.639 1617 1624 1630 rBV 44941 64363 1.30% 0.146%
26 11.927 1667 1673 1681 rBV3 251937 298259 6.04% 0.677%
27 12.027 1687 1690 1696 rVB2 42567 56869 1.15% 0.129%
28 12.621 1788 1791 1795 rBV 415586 340862 6.90% 0.774%
29 12.804 1819 1822 1825 rBV2 65070 62719 1.27% 0.142%

30 12.851 1825 1830 1834 rBV 305694 325226 6.58% 0.738%

31 12.998 1850 1855 1860 rVB 3293786 3606663 73.02% 8.185%
32 13.880 2001 2005 2013 rVB 518916 571335 11.57% 1.297%
33 14.051 2029 2034 2037 rBV 1124164 1136303 23.01% 2.579%
34 14.074 2037 2038 2043 rVB 161242 106264 2.15% 0.241%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102835.D

Aca On : 8 Feb 2018 00:50

Operator : SJ/JU

Sample : J1473-09

Misc :

ALS Vial : 19 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-BF020318.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.145 2048 2050 2055 rVB3 51346 56894 1.15% 0.129%
36 14.510 2110 2112 2118 rVB4 62523 70786 1.43% 0.161%

37 14.668 2136 2139 2144 rVB 404871 358145 7.25% 0.813%
38 15.092 2208 2211 2215 rBV 101981 151099 3.06% 0.343%
39 15.157 2220 2222 2227 rVB2 55555 63997 1.30% 0.145%
40 15.468 2272 2275 2281 rVB 58588 69978 1.42% 0.159%

41 15.533 2281 2286 2295 rBVY 583472 820274 16.61% 1.862%

Sum of corrected areas: 44064104
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102835.D

Aca On : 8 Feb 2018 00:50

Operator : SJ/JU

Sample : J1473-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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: BF102835.D
5.51 6|66
6.52

4000000 7.04

3000000

2000000
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1000000
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7.45
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Abundance TIC: BF102835.D
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Abundance TIC: BF102835.D
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3000000

2000000

14.05
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136096 15.4y
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102835.D

Aca On : 8 Feb 2018 00:50

Operator : SJ/JU

Sample : J1473-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.18 11.06 ng 639734 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 16 (2.181 min): BF102835.D (-9) (-) m/z 72.95 100.00%
7B
5000 43
55 g7
36, 2.20 2.30 2.40 2.50 2.60
o R 1T 1~ R R —— A Y2k T 0o B 3 1
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 31.56%
29
0'“I”'W'“'P'“I”'W'”'P'“I”'?q'”l“'W'”'P'”I'”'P'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
2.20 2.30 2.40 2.50 2.60
5000 a1 55 m/z 87.10 23.91%
29
0 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8392: 3-Pentanol, 2,4—dimethy|— AR R RN RN RN
73 2.20 2.30 2.40 2.50 2.60
m/z 41.00 13.61%
5000 55
43
27
o B M“\ 163 || 83 98 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 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\BF020718\
Data File : BF102835.D

Aca On : 8 Feb 2018 00:50

Operator : SJ/JU

Sample : J1473-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 Isopropyl Alcohol Concentration Rank 4

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

3.45 10.27 ng 594020 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isopropvl Alcohol 60 C3H80 000067-63-0 80
2 (H-(H)-1.2-Propanediol 76 C3H802 004254-15-3 64
3 Propvlene Glvcol 76 C3H802 000057-55-6 46
4 R-(-)-1.2-propanediol 76 C3H802 004254-14-2 43
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 9

Abundance Scan 232 (3.452 min): BF102835.D (-229) (-) m/z 45.00 100.00%
45
5000 ﬂ\\\_N_
A EEam e
4 61 3.20 3.40 3.60 3.80
0 ,....,....,....,....,....,....,..?.9,.:4.: el S| Mz 43.00 17.70%
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #297: Isopropy! Alcohol
45
3.20 3.40 3.60 3.80
. m/z 61.00 5.73%
41
0 v"'v"}ﬁ'ﬁ?'“'l'hl?&"|'§§|lJ* '”'I'ﬁ%l"ﬁ?"”l"”I"“I"”I"“I
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
3.20 3.40 3.60 3.80
5000 m/z 43.95 5.38%
o 15 19 27 31 3942 53 57 61 75
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 e rowten o)
Abundance #938:Pr0plleneGchol LA L L L L B
45 3.20 3.40 3.60 3.80
m/z 42.00 2.88%
5000
29 61
O3 10 267 33303043 s3 70l 7are
miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102835.D

Aca On : 8 Feb 2018 00:50

Operator : SJ/JU

Sample : J1473-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

5.12 3.18 ng 183944 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 32
5 3-Hexanol 102 C6H140 000623-37-0 28

Abundance Scan 516 (5.122 min): BF102835.D (-513) (-) m/z 43.00 100.00%
43
59
5000
101 4.80 500 5.20 5.40
83 : : : :
o..,....,....,....-,'::..,“.3?~:~.i....,....,.~...,....,|....,. m/z 58.95 59.69%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R AR RN AN AR
4.80 500 5.20 5.40
59 m/z 58.00 18.78%
0 21 37 53“‘ o7 778 o ‘O
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 5.00 520 540
5000 m/z 101.00 16.55%
41
53 73 86
S S S I IR UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- T s e A RAR
59 480 500 5.20 5.40

m/z 41.00 7.98%

5000 41
31

L B R T St

69 87
I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102835.D

Aca On : 8 Feb 2018 00:50

Operator : SJ/JU

Sample : J1473-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 unknown6.66 Concentration Rank 1

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

6.66 81.96 ng 4741070 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 777 (6.657 min): BF102835.D (-772) (-) m/z 132.00 100.00%
5000 68
40 %6 640 6.60 680 7.00
54 : : : :
o fer | A%eus | m/z 67.95 39.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 T AT
a1 o7 6.40 6.60 6.80 7.00
53 117 m/z 134.00 33.04%
L B
ob kbl es a0s |
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 640 6.60 680 7.00
5000 og 116 m/z 66.00 26.99%
0 89 | 107 158 189
mz-> 20 40 60 80 100 120 140 160 180 A
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T T
132 6.40 6.60 6.80 7.00
m/z 69.00 15.38%
117
5000
29 91
A A W W
0 |‘|||‘||‘N|‘l|||“||‘ﬁ|“i‘:::‘:l‘ : —— —— —— S N —
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102835.D

Aca On : 8 Feb 2018 00:50

Operator : SJ/JU

Sample : J1473-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Pentadecane Concentration Rank 10

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

9.85 3.04 ng 213850 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 94
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetradecane 198 C14H30 000629-59-4 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80

Abundance Scan 1320 (9.851 min): BF102835.D (-1311) (-) m/z 57.00 100.00%
57
43
5000
99 113126 141 9.60 9.80 10.00 10.20
0! m/z 43.00 66.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57
43
71
5000 L R UL UL B
85 9.60 9.80 10.00 10.20
29 m/z 71.05 55.14%
0 15 \‘ \“ H ol 9\9 113 127 141 155 169 183 212
m/z--> 25 Jo éo éo 160 120 140 160 180 260 250
Abundance
43 57
9.60 9.80 10.00 10.20
5000 71 m/z 85.05 32.34Y%
85
29
0 99 113 127 141 155 169 183 197 226
m/z--> 25 Jo éo éo 160 120 150 1éo 1éo 200 250
Abundance #59879: Tetradecane
57 9.60 9.80 10.00 10.20
43 - m/z 41.00 31.92%
5000 85
29 ‘ 99
obts L L Ll NS uLassaee 19| et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 980 1000 1020
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102835.D

Aca On : 8 Feb 2018 00:50

Operator : SJ/JU

Sample : J1473-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 11
R.T. EstConc Area Relative to ISTD R.T.
10.35 2.92 ng 205443 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C16H34 000544-76-3 86
3 Undecane. 5-methvl- 170 C12H26 001632-70-8 80
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
5 Pentadecane 212 C15H32 000629-62-9 80
Abundance Scan 1405 (10.351 min): BF102835.D (-1401) (-) m/z 57.00 100.00%
57
43
71
5000 g5
99 10,00 10.20 10.40 10.60
113
o M L1245 160188 T ART00 57 65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
43 o7
71
5000 IUNNUUNSUSUAREN SR
85 10.00 10.20 10.40 10.60
29 m/z 71.05 46 .45%
ohis | | Puswrinas e
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250
Abundance
43 o
10.'00 10.'20 10.'40 10.I60 '
5000 71 m/z 85.05 36.19%
85
29
o 99 113 127 141 155 169 183 197 226
m/z--> ﬁo Jo éo 8b 160 120 150 1éo 1§o 200 250 Lm\JwJJAAA_AJ
Abundance #38332: Undecane, 5-methyl- AT T T T
43 mmmmmmmm
57 m/z 41.00 27.01%
5000 71
o | w\ L, ” o7 112 126 140 155 170
m/z--> ﬁo Jo éo 8b 160 150 150 1éo 180 260 250 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102835.D

Aca On : 8 Feb 2018 00:50

Operator : SJ/JU

Sample : J1473-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.82 3.84 ng 236579 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Tridecane. l1-iodo- 310 C13H271 035599-77-0 83
4 Eicosane 282 C20H42 000112-95-8 83
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80
Abundance Scan 1485 (10.822 min): BF102835.D (-1481) (-) m/z 57.00 100.00%
g7
5000
85
113 10.60 10.80 11.00 11.20
ol Sy e e M/Z 43.00 62.26%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 LI SN SO SURRI B
85 1060 10,80 11.00 1120
29 m/z 71.05 53.37%
N h | | 112 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2éo 360 3%0 '
Abundance
57
"'10.60 10.80 11.00 11.20 |
5000 m/z 85.10 34 .42%
85
29
0 113 141 169 197 226
m/z--> 55 160 150 200 2%0 360 3%0 '
Abundance #152416: Tridecane, 1-iodo- UL LI L N L R B L
57 10.60 10.80 11.00 11.20
m/z 41.00 26.53%
5000 85
28
183
0|luul‘||||kllul3|||1|5|5||{| —— ||||3]|-0||||||||| L B
m/z--> 50 100 150 mo 250 300 350 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102835.D

Aca On : 8 Feb 2018 00:50

Operator : SJ/JU

Sample : J1473-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.93 4.84 ng 298259 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 38
Abundance Scan 1673 (11.927 min): BF102835.D (-1667) (-) m/z 60.00 100.00%
a8 6 73
5000 129 ﬂ\
97 115 213 P SO UM BRI R
143107171185 1997 507 256 11/60 11.80 12.00 12.20
o} m/z 43.00 99.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 L UL SN S B
umumnmnm
21 m/z 73.00 95.83%
h ‘\ ‘ Il 143197 171185 199
o) I— ||||“||M|H I\l“
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
1160 11.80 12.00 12.20
5000 129 m/z 55.00 84 _.35%
29 87
115 @ 143 199 242
101 185
|15 157171 213226
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 ,ﬁdmA/KJRMAVNJ
Abundance #72648: Tridecanoic acid B R e
60 78 11.60 11.80 12.00 12.20
m/z 57.00 83.71%
43
5000
129
29 ‘ .15 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102835.D

Aca On : 8 Feb 2018 00:50

Operator : SJ/JU

Sample : J1473-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_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 Heptadecyl heptafluorobutyrate Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.88 10.06 ng 571335 Chrysene-di12 14.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate 452 C21H35F702 959085-66-6 94
2 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 94
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 91

5 Cyclotetracosane

336 C24H48

000297-03-0 91

Abundance Scan 2005 (13.880 min): BF102835.D (-2001) (-) m/z 57.00 100.00%
5
83
5000
111
R EEERERE SRS R
] | l 130 4 13.60 13.80 14.00 14.20
168
o...--,....‘,..‘l.ﬁ.,-...?‘,’o...n. R . E— m/z 55.00 87.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 LA L L L L L L LB
111 13 60 13. 80 14. OO 14 20
29 ‘ ‘ m/z 43.05 81.20%
o..x._,\u\h»m
m/z--> 50 200 250 300 350 400
Abundance
57
97 R ANEERERE SRS m
13.60 13.80 14.00 14.20
5000 m/z 83.05 74.30%
29 125
0 154 182 210 238 283 384
IR B o o e L o o o o o e B A
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol Ol B o o B
83 13.60 13.80 14.00 14.20
m/z 97.05 66 .67%
5000 e
29 139
0 \‘\ A ‘ I JL i 41(.37 196 224 252 280 308
IR B o B i o o o o o T T T
m/z--> 50 100 150 200 250 300 350 400 13 60 13. 80 14. OO 14 20

8270-BF020318.M Thu Feb 08 12:31:18 2018

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020718\
Data File : BF102835.D

Aca On : 8 Feb 2018 00:50

Operator : SJ/JU

Sample : J1473-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 1,3-Benzenedicarboxylic aci... Concentration Rank 6

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

14.67 6.30 ng 358145 Chrysene-di12 14.05

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 50
2 Cvclohexaneamine. N-but-2-envlid... 167 C10H17NO 068048-01-1 27
3 Fumaric acid. 2-ethvlhexvl hexvl... 312 C18H3204 1000339-14-1 22
4 Carbonic acid. proparavl 2-ethvl... 212 C12H2003 1000357-90-9 22
5 9-(2",2"-Dimethylpropanoilhydraz... 576 C30H42CI2N403 1000111-04-6 22

Abundance Scan 2139 (14.668 min): BF102835.D (-2136) (-) m/z 70.10 100.00%
70
149
5000 112
167 261
1L |
279 14.40 14.60 14.80 15.00
93
ol -." NATIvE ,I BL ) | 194 222242 | || 300321 346 372 | 777149 00 61.60%
m/z--> 50 100 150 200 250 300 350
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70
112
149167 261
5000 LA L L L L L L
14.40 14.60 14.80 15.00
a 279 m/z 112.05 44 _00%
ok tlss [ s e | e
m/z--> 50 100 150 200 250 300 350
Abundance
70
A T
14.40 14.60 14.80 15.00
5000 m/z 57.00 41.76%
a1 167
108 136
ol b o e
m/z--> 50 100 150 200 250 300 350
Abundance #154581: Fumaric acid, 2-ethylhexyl hexyl ester i B
70 14.40 14.60 14.80 15.00
112 m/z 261.10 37.93%
5000 183
43 211
229
e VTP T T T
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF020318 .M
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020718\
Data File : BF102835.D

Acq On : 8 Feb 2018 00:50

Operator : SJ/JU

Sample - J1473-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_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]
Butane, 2-methoxy... 2.18 11.1 ng 639734 1 6.89 1156900 20.0
Isopropyl Alcohol 3.45 10.3 ng 594020 1 6.89 1156900 20.0
2-Pentanone, 4-hy... 5.12 3.2 ng 183944 1 6.89 1156900 20.0
unknown6 .66 6.66 82.0 ng 4741070 1 6.89 1156900 20.0
Pentadecane 9.85 3.0 ng 213850 3 9.92 1406600 20.0
Tridecane 10.35 2.9 ng 205443 3 9.92 1406600 20.0
Octacosane 10.82 3.8 ng 236579 4 11.41 1231900 20.0
n-Hexadecanoic acid 11.93 4.8 ng 298259 4 11.41 1231900 20.0
Heptadecyl heptaf... 13.88 10.1 ng 571335 5 14.05 1136300 20.0
1,3-Benzenedicarb... 14.67 6.3 ng 358145 5 14.05 1136300 20.0
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