LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112117\
Data File : BF100801.D

Aca On : 22 Nov 2017 1:33

Operator : SJ/JU

Sample : 16466-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.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 5.104 508 513 523 rBB 243663 338610 16.35% 1.804%
2 5.498 574 580 583 rBY 1760345 1794531 86.63% 9.562%
3 6.504 745 751 757 rVB 1687651 1912345 92.31% 10.190%
4 6.645 770 775 778 rBVY 1921517 1865193 90.04% 9.938%
5 6.875 810 814 817 rBV 560775 508535 24.55% 2.710%
6 7.028 836 840 843 rBVY 1643103 1435850 69.31% 7.651%
7 7.433 904 909 912 rBVY 1130274 1173095 56.63% 6.251%
8 8.151 1027 1031 1035 rBV 742849 664472 32.08% 3.540%
9 8.704 1120 1125 1128 rBV 97796 85850 4.14% 0.457%
10 9.227 1209 1214 1217 rBV 2264629 2071607 100.00% 11.038%
11 9.622 1277 1281 1284 rBvV2 91229 84036 4._.06% 0.448%
12 9.827 1309 1316 1321 rBV 20576 22066 1.07% 0.118%
13 9.910 1326 1330 1334 rVVv 830297 702301 33.90% 3.742%
14 10.333 1394 1402 1404 rBvV2 20093 24609 1.19% 0.131%

15 10.621 1444 1451 1454 rBV 371898 300730 14.52% 1.602%

16 10.698 1460 1464 1467 rBV 1212681 1060390 51.19% 5.650%

17 10.816 1479 1484 1487 rVB2 22235 29686 1.43% 0.158%
18 11.398 1579 1583 1585 rBV 695605 618730 29.87% 3.297%
19 11.416 1585 1586 1592 rVB 91998 64352 3.11% 0.343%
20 11.915 1664 1671 1676 rBV3 64242 96944 4.68% 0.517%
21 12.010 1683 1687 1689 rBV2 19726 22849 1.10% 0.122%
22 12.610 1786 1789 1792 rBV 146724 120884 5.84% 0.644%
23 12.645 1792 1795 1798 rVB 122500 99055 4.78% 0.528%
24 12.792 1817 1820 1822 rVB 86819 67024 3.24% 0.357%

25 12.839 1822 1828 1831 rBV 111354 124536 6.01% 0.664%

26 12.980 1847 1852 1855 rBV 1509306 1343206 64.84% 7.157%

27 13.162 1881 1883 1887 rVB2 26034 26727 1.29% 0.142%
28 13.498 1938 1940 1943 rVB 52497 46250 2.23% 0.246%
29 13.539 1943 1947 1949 rBV3 20691 24376 1.18% 0.130%

30 13.862 1999 2002 2009 rVB2 110509 134614 6.50% 0.717%

31 14.033 2026 2031 2034 rBV 592259 590669 28.51% 3.147%

32 14.057 2034 2035 2038 rVB 63953 44192 2.13% 0.235%
33 14.186 2054 2057 2060 rBv4 23481 25161 1.21% 0.134%
34 14.492 2106 2109 2115 rBV5 41641 58304 2.81% 0.311%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112117\
Data File : BF100801.D

Aca On : 22 Nov 2017 1:33

Operator : SJ/JU

Sample : 16466-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.074 2205 2208 2211 rBV 61930 84906 4._.10% 0.452%
36 15.133 2216 2218 2221 rVV 34000 35265 1.70% 0.188%
37 15.380 2258 2260 2266 rVB 42226 48624 2.35% 0.259%
38 15.445 2268 2271 2275 rVV 49260 59059 2.85% 0.315%
39 15.509 2278 2282 2291 rVB2 370454 485657 23.44% 2.588%
40 15.727 2316 2319 2323 rBV5 26178 40748 1.97% 0.217%
41 15.956 2355 2358 2362 rVB2 33608 46333 2.24% 0.247%

42 16.215 2398 2402 2415 rVB5 74827 170416 8.23% 0.908%
43 16.650 2473 2476 2488 rVB3 51432 122933 5.93% 0.655%

44 16.986 2530 2533 2541 rVB5 22495 42290 2.04% 0.225%
45 17.574 2629 2633 2637 rBV7 26369 49736 2.40% 0.265%
Sum of corrected areas: 18767746
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100801.D

Aca On : 22 Nov 2017 1:33

Operator : SJ/JU

Sample : 16466-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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: BF100801.D
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2000000

1500000
10.70

1000000
9.91

8.15 11.40

500000 10.6

o

8.70 9.62 11.42 114901

12.98

e84

13.16 183564
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2000000

1500000

1000000

14.03
500000

1386406 19 14.49 15.7315.96 16.22 1665 1699 17.57
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100801.D

Aca On : 22 Nov 2017 1:33

Operator : SJ/JU

Sample : 16466-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.10 13.32 ng 338610 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 512 (5.098 min): BF100801.D (-508) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 HBE RS LR UL
| 83.0 | 4.80 500 5.20 5.40
o BT S| At A S m/z 59.10 57.33%
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 R U A I I
59.0 480 500 520 540
0,
150 4, 1010 m/z 101.10 17.74%
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
43.0
480 500 520 540
5000 m/z 58.00 14 .55%
101.0
| 150 310 58.0 690  86.0
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 e
59.0 4.80 500 5.20 5.40
m/z 41.10 9.04%
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:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100801.D

Aca On : 22 Nov 2017 1:33

Operator : SJ/JU

Sample : 16466-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.65 Concentration Rank 1

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

6.65 73.36 ng 1865190 1,4-Dichlorobenzene-d4 6.87
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 12
3 Xenon 132 Xe 007440-63-3 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 776 (6.651 min): BF100801.D (-770) (-) m/z 132.00 100.00%
13p.0
5000
68.1
m1540|| 9.0 6.40 6.60 6.80 7.00
0 i O | Y S | m/z 134.00  35.35Y%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " o ek e
410 70 o m/z 68.10 27.50%
Ot .S:L’.Ol...?’::"?...l —— "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
57.0 132.0
740 "k 5ho 5k 760
5000 ggo 1160 m/z 66.00 17.69%
0 158.0 189.0
miz--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon L L L L L L L
180.0 6.40 6.60 6.80 7.00
m/z 96.00 12.06%
5000
66.0
O 'H U DN DA SR IR AR R R
m/z--> 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:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100801.D

Aca On : 22 Nov 2017 1:33

Operator : SJ/JU

Sample : 16466-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 2-Hydroxy-iso-butyrophenone Concentration Rank 9

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

8.70 2.58 ng 85850 Naphthalene-d8 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Hvdroxv-iso-butvrophenone 164 C10H1202 007473-98-5 78
2 2-Butanol. 2.3-dimethvl- 102 C6H140 000594-60-5 9
3 Ethanol. 1l-methoxv-. benzoate 180 C10H1203 051835-44-0 9
4 Guanidine 59 CH5N3 000113-00-8 7
5 Formamide, N-methyl- 59 C2H5NO 000123-39-7 5

Abundance Scan 1124 (8.698 min): BF100801.D (-1120) (-) m/z 59.00 100.00%
54.0
5000
430 77.0 105.0 SN | RSN
| | 8.40 8.60 8.80 9.00
ottty A m/z 105.00 25.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33322: 2-Hydroxy-iso-butyrophenone
59.0
5000 ISR AR SRR AR S
8.40 8.60 8.80 9.00
43.0 77.0 105.0 m/z 77.00 25.48%
oL 290 dor 91.0 ‘\ 121.0 149.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance
59.0
840 8.60 880 9.00
5000 m/z 43.00 18.34%
87.0
41.0
27.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #45156: Ethanol, 1-methoxy-, benzoate
54.0 8.40 8.60 8.80 9.00
m/z 106.00 16.93%
5000
75.0 105.0
43.0
0 A 121.0 149.0 165.0 180.0
m/z--> 20 40 60 80 100 120 140 160 180 840 8.60 8.80 9.00

8270-BF110817.M Wed Nov 22 15:18:13 2017

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100801.D

Aca On : 22 Nov 2017 1:33

Operator : SJ/JU

Sample : 16466-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.62 8.56 ng 300730 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 97
2 1-Propanone. 3-chloro-1-phenvl- 168 C9HOCIO 000936-59-4 43
3 S-Benzovl(thiohvdroxvlamine) 153 C7H7NOS 025740-80-1 43
4 Benzenepropanenitrile. .beta.-oxo- 145 C9H7NO 000614-16-4 43
5 Benzoylformic acid 150 C8H603 000611-73-4 43
Abundance Scan 1451 (10.621 min): BF100801.D (-1444) (-) m/z 105.00 100.00%
106.0
77.0 182.1
5000
51.0 I | G
160 1521 10.40 10.60 10.80 11.00
e o L R I  a m/z 77.00 57.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47241: Benzophenone
105.0
77.0
5000 LI UL BRI SULBULE I
182.0 10,40 10.60 10.80 11.00
51.0 m/z 182.10 56.26%
0 27.0 \ o 1260 1520 li
miz--> 20 40 60 80 100 120 140 160 180
Abundance
105.0
10,40 10.60 10.80 11.00
5000 77.0 m/z 51.00 23.67%
51.0
210 133.0 168.0
e R S SO S B B BRI DU L
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26429: S-Benzoyl(thiohydroxylamine) e R B!
105.0 10.40 10.60 10.80 11.00
m/z 181.10 9.64%
77.0
5000
51.0
oL 27.0 | J | 1210 153.0 A
m/z--> 20 40 60 80 100 120 140 160 180 ' 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100801.D

Aca On : 22 Nov 2017 1:33

Operator : SJ/JU

Sample : 16466-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.13 ng 96944 Phenanthrene-d10 11.40
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 58
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 Dodecanoic acid 200 C12H2402 000143-07-7 49
5 Tridecanoic acid 214 C13H2602 000638-53-9 49
Abundance Scan 1672 (11.921 min): BF100801.D (-1664) (-) m/z 192.05 100.00%
19p.1
5000 430 730
| I 98.0 129.0 213.2 256.0 11.60 11.80 12.00 12.20
Ol e Ll m/z 191.10  74.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 11.60 11.80 12.00 12.20
Ji 1570 1geo 2130 260 | M/Z 43.05  35.93%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
11'60 11.80 12.00 12.20
5000 129.0 m/z 57.05 35.09%
97.0 199.0
1570 242.0
0 }ﬁ?'“'I"“I"'W""P"'I”"I'”' '}779"""' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84455; Tetradecanoic acid A REEEEEaSEE
73.0 11.60 11.80 12.00 12.20
m/z 73.00 33.75%
5000 43.0 129.0
185.0
H 97.0 228.0
0”"””'””"'\: ‘ “W...h‘l‘ .‘.‘ |..‘..|‘..1.5.7‘?.‘.. ””\”” ....|....|.
m/z--> 20 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:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100801.D

Aca On : 22 Nov 2017 1:33

Operator : SJ/JU

Sample : 16466-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Heptafluorobutyric acid, he... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.86 4.56 ng 134614 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. hexadec... 438 C20H33F702 006385-15-5 91
2 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 91
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 959218-78-1 91
4 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 91
Abundance Scan 2002 (13.862 min): BF100801.D (-1999) (-) m/z 57.05 100.00%
57.0
97.0
5000
‘ |13.60 13.80 14.00 14,20
ol pdl m/z 43.10 79.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #224102: Heptafluorobutyric acid, hexadecyl ester
57.0
97.0
5000 LN UL B UL I
13.60 13.80 14.00 14.20
1690 m/z 55.05 76.06%
ol2600L | | M h w 1380 o 20 2600 4200
m/z--> 50 150 200 250 300 350 400
Abundance
57.0 470
13.60 13.80 14.00 14.20
5000 m/z 97.05 69.24%
41280 1390 4850 2500 5970 3600
m/z--> 50 100 150 200 250 300 350 400
Abundance #212865: Pentafluoropropionic acid, heptadecyl ester R REEEEmEm e
57.0 13.60 13.80 14.00 14.20
97.0 m/z 83.10 59.37%
ol260] ‘ ‘ {1390 1820 2330 2830 384.0
m/z--> 5 100 150 200 2éo 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100801.D

Aca On : 22 Nov 2017 1:33

Operator : SJ/JU

Sample : 16466-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Benzo[e]pyrene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.38 2.00 ng 48624 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 98
2 Benzolalpvrene 252 C20H12 000050-32-8 95
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 95
4 Benzolklfluoranthene 252 C20H12 000207-08-9 95
5 Perylene 252 C20H12 000198-55-0 95

Abundance Scan 2260 (15.380 min): BF100801.D ( 2258) (-) m/z 252.10 100.00%

25p.

5000

15.00 15.20 15.40 15.60
m/z 250.05  29.77%

150.0 189.9216.1 286.2 317.2 352.2

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104217: Benzo[e]pyrene
252.0

5000
15.00 15.20 15.40 15.60

m/z 253.10 21.56%

125.0
39.0 74.0 99.0, | 174.0198.0224.0 ‘H

e R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
252.0
R B AR
15.00 15.20 15.40 15.60
5000 m/z 125.00 16.88%
126.0
0[39-0 __74.0 100.0 174.0198.0224.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104227: Benz[e]acephenanthrylene e EARRs RS
252.0 15.00 15.20 15.40 15.60
m/z 125.95 12.71%
5000
126.0
01390 740100.0 | 174.01980224.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100801.D

Aca On : 22 Nov 2017 1:33

Operator : SJ/JU

Sample : 16466-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl6.22 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.22 7.02 ng 170416 Perylene-di12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-dodecvltetradecahy... 360 C26H48 055401-75-7 43
2 3-Fluoro-5-(trifluoromethvl)benz... 226 C8H3CIF40 171243-30-4 25
3 Phenol. 2.4-bis(l.1-dimethvlethyl)- 206 C14H220 000096-76-4 22
4 4-Fluoro-2-trifluoromethvlbenzoi... 236 C10H8F402 1000338-81-9 22
5 Propenoic acid, 3-(3,4-dimethoxy... 344 C19H24N204 1000259-51-5 22
Abundance Scan 2403 (16.221 min): BF100801.D (-2398) (-) m/z 191.15 100.00%
191.2
5000
23412641 595 383.3 "' 16.00 16.20 16.40 16.60
0 m/z 177.15 44 .96%
m/z--> 50 100 150 200 250 300 350
Abundance #190938: Anthracene, 9-dodecyltetradecahydro-
191.0
95.0
5000 LR UL UL B R
43.0 16,00 1620 16.40 16.60
135.0 500 m/z 81.10 35.42%
o) E— Im" \L\ “l“‘.‘““l 4 .H .\. ‘I : .“. i 2.2.0‘.). |26:“1.0. |30|3'IO| — lll —
m/z--> 50 100 150 200 250 300 350
Abundance
191.0
"' 16.00 16.20 16.40 16.60
5000 m/z 95.10 30.65%
69.0 113.0143.
o 37.0 143.0 226.0
miz-> 50 100 150 200 250 300 350
Abundance #66109: Phenol, 2,4—b|s(l,l—dlmethylethyl)— LI L L BN B
191.0 16.00 16.20 16.40 16.60
m/z 192.15 30.30%
5000
57.0
o |0 e |
m/z--> 55 160 1éo 260 250 360 3éo 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100801.D

Aca On : 22 Nov 2017 1:33

Operator : SJ/JU

Sample : 16466-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 _beta.-iso-Methyl ionone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.65 5.06 ng 122933 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .beta.-iso-Methvl ionone 206 C14H220 1000285-40-2 58
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 55
3 Silane. 1.3-decadivnvltrimethvl- 206 C13H22Si 084751-17-7 38
4 3-Buten-2-one. 4-(2.5.6.6-tetram... 206 C14H220 000079-70-9 38
5 Quinoline, 2-chloro-4,8-dimethyl- 191 C11H1O0CIN 1000337-72-5 38
Abundance Scan 2476 (16.650 min): BF100801.D (-2473) (-) m/z 191.15 100.00%
191.2

5000

81.1

109.1 137.1 163.1

55.0

3011 16.40 16.60 16.80 17.00
01 ' m/z 81.10 32.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

216.1 243.2 271.1

Abundance #66096: .beta.-iso-Methyl ionone
191.0
5000{ 28.0 L o L HLRL i
16.40 16.60 16.80 17.00
135.0 163.0 m/z 95.05 31.16%
95.0
69.0 ‘ ‘
c.“”.“”.PHW.ALﬂMJMJ,J”,HAP.L“”..”..”..”w”.w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
191.0
R R R s SRR
16.40 16.60 16.80 17.00
5000 570 m/z 192.20 25.29%
107.0 149.0
29.0 81.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66071: Silane, 1,3-decadiynyltrimethyl-
191.0 16.40 16.60 16.80 17.00
m/z 109.05 24.02%
5000 73.0
43.0
0 133.0
M‘H\‘ L n 1630
Ot ﬂ.ﬂhﬂw i ”‘ﬁnﬁpn%P”.P.JP.LP.”,””,””,”.q”.q” R R R s SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.40 16.60 16.80 17.00

8270-BF110817.M Wed Nov 22 15:18:18 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100801.D

Aca On : 22 Nov 2017 1:33

Operator : SJ/JU

Sample : 16466-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknownl7.57 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17 .57 2.05 ng 49736 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Selena-1.3.4-triazaindene 185 C5H3N3Se 021381-57-7 32
2 Spiro { 6.6-dimethvl-2.3-diazobi... 136 C8H12N2 135485-30-2 14
3 Thvmoauinone 164 C10H1202 000490-91-5 10
4 Sebacic acid. heptvl 2-heptvl ester 398 C24H4604 1000355-55-3 9
5 Sebacic acid, 3,3-dimethylbut-2-... 384 C23H4404 1000355-60-1 9
Abundance Scan 2632 (17.568 min): BF100801.D (-2629) (-) m/z 43.10 100.00%
431 105.0 145.1
2151 273.2
31,0 : 329.2
5000 381.3414.3
”| 17.20 17.40 17.60 17.80
Ok e m/z 105.00 93.20%
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #49588: 2-Selena-1,3,4-triazaindene
185.0
5000 53.0 L DAL B B SULRL B
17.20 17.40 17.60 17.80
104.0 m/z 145.10 88.84%
o Mw\\ﬂ%ﬁ T
miz—-> 0 50 100 150 200 250 300 350 400
Abundance
39.0
17.20 17.40 17.60 17.80
5000 770 m/z 171.00 86.26%
136.0
L L L L UL UL UL UL DU
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #33248: Thymoquinone
39.0 17.20 17.40 17.60 17.80
m/z 55.10 84.22%
93.0
5000 164.0
o \.,I.L.]T.O....,.... T R e R B
miz—-> 0 50 100 150 200 250 300 350 400 17.20 17.40 17.60 17.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112117\
Data File : BF100801.D

Acq On : 22 Nov 2017 1:33

Operator : SJ/JU

Sample - 16466-05

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.10 13.3 ng 338610 1 6.87 508535 20.0
unknown6 .65 6.65 73.4 ng 1865190 1 6.87 508535 20.0
2-Hydroxy-iso-but. .. 8.70 2.6 ng 85850 2 8.15 664472 20.0
Benzophenone 10.62 8.6 ng 300730 3 9.91 702301 20.0
n-Hexadecanoic acid 11.92 3.1 ng 96944 4 11.40 618730 20.0
Heptafluorobutyri... 13.86 4.6 ng 134614 5 14.03 590669 20.0
Benzo[e]pyrene 15.38 2.0 ng 48624 6 15.51 485657 20.0
unknownl16.22 16.22 7.0 ng 170416 6 15.51 485657 20.0
-beta.-iso-Methyl... 16.65 5.1 ng 122933 6 15.51 485657 20.0
unknownl17 .57 17.57 2.0 ng 49736 6 15.51 485657 20.0
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