LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117387.D

Aca On : 12 Oct 2019 23:43

Operator :© JU

Sample : K5316-05

Misc :

ALS Vial : 18 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF091319.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 2.146 5 10 15 rVB 14315 25359 2.41% 0.231%
2 5.416 562 566 582 rBV 679710 791897 75.27% 7.222%
3 6.439 736 740 758 rBV 805679 921406 87.58% 8.403%
4 6.569 758 762 770 rVV 1015258 922947 87.72% 8.417%
5 6.792 797 800 816 rVB 241595 228003 21.67% 2.079%
6 6.951 823 827 843 rBV 727599 689289 65.51% 6.286%
7 7.357 892 896 923 rBV 429016 558651 53.10% 5.095%
8 8.075 1015 1018 1041 rBV 199047 302740 28.77% 2.761%
9 9.151 1197 1201 1220 rBvV 1079787 1052127 100.00% 9.595%
10 9.545 1265 1268 1282 rBV 106603 112428 10.69% 1.025%

11 9.827 1313 1316 1325 rBV 343145 375385 35.68% 3.423%
12 10.622 1447 1451 1467 rBV 591164 635882 60.44% 5.799%
13 11.316 1566 1569 1578 rBV 363063 413767 39.33% 3.773%

14 11.839 1652 1658 1666 rBV2 56146 88418 8.40% 0.806%
15 11.933 1671 1674 1676 rBV 22694 24231 2.30% 0.221%
16 12.368 1744 1748 1751 rBV 18210 19069 1.81% 0.174%
17 12.533 1773 1776 1781 rBV 200303 183578 17.45% 1.674%
18 12.633 1790 1793 1798 rVB4 8964 11885 1.13% 0.108%
19 12.763 1809 1815 1821 rBV 192382 217800 20.70% 1.986%
20 12.816 1821 1824 1829 rVB4 12463 15293 1.45% 0.139%
21 12.898 1834 1838 1842 rBV 1071028 1013119 96.29% 9.239%
22 12.986 1848 1853 1857 rBV3 14234 25096 2.39% 0.229%
23 13.092 1864 1871 1874 rBV3 37724 57119 5.43% 0.521%
24 13.127 1874 1877 1879 rVvv4 11648 12985 1.23% 0.118%
25 13.157 1879 1882 1885 rVV 25460 24017 2.28% 0.219%
26 13.198 1885 1889 1893 rBV2 26076 28204 2.68% 0.257%
27 13.286 1902 1904 1907 rBV 17641 16543 1.57% 0.151%
28 13.321 1907 1910 1915 rBV2 18951 21769 2.07% 0.199%
29 13.574 1950 1953 1956 rBV5 11683 18129 1.72% 0.165%
30 13.610 1956 1959 1961 rVV3 18516 21746 2.07% 0.198%
31 13.657 1965 1967 1971 rBV 17244 19460 1.85% 0.177%
32 13.715 1971 1977 1984 rBV4 29767 65274 6.20% 0.595%

33 13.792 1984 1990 2002 rBV5 128271 277996 26.42% 2.535%
34 13.963 2014 2019 2022 rBV2 310440 406721 38.66% 3.709%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117387.D

Aca On : 12 Oct 2019 23:43

Operator :© JU

Sample : K5316-05

Misc :

ALS Vial : 18 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 :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF091319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.986 2022 2023 2030 rVB 115629 103455 9.83% 0.943%

36 14.045 2030 2033 2036 rBV2 26282 27344 2.60% 0.249%
37 14.110 2040 2044 2046 rBv4 24019 31940 3.04% 0.291%
38 14.310 2076 2078 2080 rBV2 17728 18932 1.80% 0.173%
39 14.351 2080 2085 2088 rVvVv 43337 55299 5.26% 0.504%
40 14.386 2088 2091 2093 rBV 18145 19387 1.84% 0.177%
41 14.415 2093 2096 2099 rvv2 31421 36665 3.48% 0.334%
42 14.539 2115 2117 2121 rVB5 16449 17019 1.62% 0.155%
43 14.680 2137 2141 2142 rBV3 24591 27849 2.65% 0.254%
44 14.710 2143 2146 2148 rvv2 39964 46938 4 _.46% 0.428%
45 14.733 2148 2150 2153 rvv3 21146 26604 2.53% 0.243%
46 14.768 2153 2156 2160 rVB4 23572 31309 2.98% 0.286%
47 14.851 2166 2170 2173 rBV6 22689 33611 3.19% 0.307%
48 14.898 2176 2178 2181 rVB3 13394 11796 1.12% 0.108%
49 14.998 2192 2195 2198 rBV 54472 77725 7.39% 0.709%
50 15.039 2199 2202 2207 rVB2 62697 77973 7.41% 0.711%
51 15.292 2242 2245 2250 rBV 48138 62764 5.97% 0.572%
52 15.357 2252 2256 2261 rBV 52438 62817 5.97% 0.573%
53 15.415 2261 2266 2271 rBV 221843 303954 28.89% 2.772%
54 15.827 2331 2336 2341 rVB 35077 47737 4 .54% 0.435%
55 15.904 2344 2349 2352 rBV6 22414 46045 4 .38% 0.420%
56 16.309 2414 2418 2422 rBV5 15345 23507 2.23% 0.214%
57 16.486 2445 2448 2452 rVB7 13867 20633 1.96% 0.188%
58 16.868 2509 2513 2522 rVB4 31515 65326 6.21% 0.596%
59 17.045 2536 2543 2546 rBV6 19086 38836 3.69% 0.354%
60 17.321 2583 2590 2595 rBV4 15546 37431 3.56% 0.341%
61 17.533 2623 2626 2628 rBVv4 10684 14365 1.37% 0.131%
Sum of corrected areas: 10965594
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117387.D

Aca On : 12 Oct 2019 23:43

Operator :© JU

Sample : K5316-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M

ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

TIC: BF117387.D

6.57

6.44

5.42

6.95

6.79

7.36

0
Time-->

f
5.00

Abundance

1000000

800000

600000

400000

200000

TIC: BF117387.D

10.62

11.32

8.07

9.55

12.5312.76

12.37 [[12.6

.822.

0
Time-->

10.00

11.50

12.00

T
9.50

10.50 11.00

12.50

13.00

Abundance

1000000

800000

600000

400000

200000

TIC: BF117387.D

13.96

16.316.49

16.847.04 17.3217.53
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117387.D

Aca On : 12 Oct 2019 23:43

Operator :© JU

Sample : K5316-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown2.15 Concentration Rank 13

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

2.15 2.22 ng 25359 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2-dimethvl- 114 C8H18 000590-73-8 40
2 Pentane. 2.2.4-trimethvl- 114 C8H18 000540-84-1 40
3 Butane. 2.2.3.3-tetramethvl- 114 C8H18 000594-82-1 39
4 Acetamide. N-2-propenvl- 99 C5H9NO 000692-33-1 9
5 Butane, 1-chloro-2-methyl-, (S)- 106 C5H11ClI 040560-29-0 9

Abundance Scan 11 (2.152 min): BF117387.D (-5) (-) m/z 57.05 100.00%
57
5000 j\
41
1220 2.30 2.40 250 2.60
- — m/z 41.05 37.48%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7649: Hexane, 2,2-dimethyl-
57
5000 A R R U UL U
2.20 2.30 2.40 2.50 2.60
29 A ‘ m/z 56.00 29.50%
235 ] e ), 69 77ee 9w
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7663: Pentane, 2,2,4-trimethyl-
57
1220 2.30 2.40 250 2.60
5000 m/z 39.00 20.38%
15 “ 64 71 83 ¥ 114
miz--> 0 10 20 3'0 i s'o "% 70 8 90 100 10 120
Abundance #7672: Butane, 2,2,3,3-tetramethyl- T
57 2.20 2.30 2.40 2.50 2.60
m/z 55.00 13.69%
5000
41
29
15 L] LI \ 69 83 9\9
m/z--> 0 10 20 30 4'0 50 6|0 7'0 80 90 100 110 120 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117387.D

Aca On : 12 Oct 2019 23:43

Operator :© JU

Sample : K5316-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown6.57 Concentration Rank 1

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

6.57 80.96 ng 922947 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 762 (6.569 min): BF117387.D (-758) (-) m/z 132.00 100.00%
32
5000 68
5 e
40 54 | 75 104 6.20 6.40 6.60 6.80 7.00
.,....,...::':.‘.‘.7,::..??...',..':.,..?‘?,....,.':..,....,....,"...,.. m/z 68.00 40.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRR AR RS SRR
6.20 6.40 6.60 6.80 7.00
0
3 4 5 78 m/z 134.00 32.57%
W'”'l'”HJ'W'”'P'JI”'W'”'P'”I”'W'“'P'”I”'W“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 24.95%
41 97
‘ 53 2 117
-.----.-3-4--‘.-‘---a‘--‘--‘iﬁ'ﬂ-‘n‘.--‘-‘-‘.‘---E-‘?--‘--.FF'-S-.---‘-.1-2-‘-‘-.“---.--
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl-
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 16.24%
117
5000
39 91
51 65
A VO N S B
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117387.D

Aca On : 12 Oct 2019 23:43

Operator :© JU

Sample : K5316-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknownll.84 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.84 4.27 ng 88418 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 47
2 Oxalic acid. dodecvl propvl ester 300 C17H3204 1000309-26-5 25
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 25
4 _beta.-D-Mannofuranoside. 1-0-(1... 332 C17H3206 1000155-29-9 22
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 22
Abundance Scan 1658 (11.839 min): BF117387.D (-1652) (-) m/z 73.00 100.00%
73
4 80
5000
H 85 97 129 )13
115 ‘ 157 177 192 11.60 11.80 12.00 12.20
S |.'||. . |, L m/z 60.00  70.63%
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #39472: n-Decanoic acid
60 73
41
5000{ 29 A AR RN RS R
129 11,60 11.80 12.00 1220
‘ ‘ 115 m/z 41.00 65.82%
172
,,\,.,,|i||,,.;.|,.,|||,,.|!|,,,.%f.{l,.u L Mo 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #144569: Oxalic acid, dodecyl propyl ester
48
57
11.60 11.80 12.00 12.20
5000 71 m/z 57.00 64 .20%
213
29 111
|....|.... ....l....l....|..1.3.4|....|:.L(.38.. e
m/z--> 20 40 100 120 140 160 180 200 220
Abundance #95994. 1-Decanol, 2-hexyl-
57 11.60 11.80 12.00 12.20
71 m/z 43.05 62.82%
5000 43 83 97
111
‘ 125 139
Al jilly ‘\ | H\ \‘H H‘ \‘M i 154 168 182 196 210 224
AR RSN SULILES SIS BRI SRS B REEE SR B

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

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117387.D

Aca On : 12 Oct 2019 23:43

Operator :© JU

Sample : K5316-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 11H-Benzo[b]fluorene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.09 2.81 ng 57119 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 94
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 93
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 91
4 Pvrene. l-methvl- 216 C17H12 002381-21-7 90
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 81
Abundance Scan 1871 (13.092 min): BF117387.D (-1864) (-) m/z 216.10 100.00%
216
5000
04 107 189 12.80 13.00 13.20 13.40
55 137 163 : : : :
a3 5> 10 81 brid m/z 215.05  77.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74418: 11H-Benzo[b]fluorene
216
5000

12.80 13.00 13.20 13.40
m/z 213.10 21.28%

107
28 39 50 63 81 94 7' 122 139150 163 176 189200
e e e T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74419: 11H-Benzo[a]fluorene
216
12.80 13.00 13.20 13.40
5000 m/z 107 .50 17 .44%
107
14 27 44 63 81 2% 7|’ 122 139150163 176 189200 |
P e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74424: Fluoranthene, 2-methyl-
216 12.80 13.00 13.20 13.40
m/z 217.10 15.64%
5000
108
95
51 63 8L | || 120 130150163174 89200 WJ

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117387.D

Aca On : 12 Oct 2019 23:43

Operator :© JU

Sample : K5316-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Benzo[b]naphtho[2,1-d]Jthiop... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.72 3.21 ng 65274 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolblnaphthol2.1-d1thiophene 234 C16H10S 000239-35-0 81
2 Anthra(l.2-b)thiophene 234 C16H10S 000227-86-1 76
3 Benzolblnaphthol2.3-d1thiophene 234 C16H10S 000243-46-9 70
4 Anthra(2.3-b)thiophene 234 C16H10S 022108-55-0 64
5 1,3,6,8-Tetramethylanthracene 234 C18H18 017526-53-3 50
Abundance Scan 1978 (13.721 min): BF117387.D (-1971) (-) m/z 230.05 100.00%
230
5000
101 202
o 70 88 i 152163 177 191 | 213 13.40 13.60 13.80 14.00
m/z 234.10 91.57%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #89185: Benzo[b]naphtho[2,1-d]thiophene
234
5000
117 13.40 13.60 13.80 14.00
108 m/z 229.10 43.49%
516374 91 | | 130150 163174 189202
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #89178: Anthra(1,2-b)thiophene
234
13.40 13.60 13.80 14.00
5000 m/z 202.10 30.85%
117 189
40 74 91 104 | 139150 163 176 ~ | 202 |
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #89181: Benzo[b]naphtho[2,3-d]thiophene
234 13.40 13.60 13.80 14.00
m/z 101.10 22 .00%
5000
117
51 63 82 93104 | 139150 163174 189 202 ol
m/z--> 40 60 80 100 120 140 160 180 200 220 240 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117387.D

Aca On : 12 Oct 2019 23:43

Operator :© JU

Sample : K5316-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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, pe... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.79 13.67 ng 277996 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 93
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 90
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 87
Abundance Scan 1990 (13.792 min): BF117387.D (-1984) (-) m/z 57.10 100.00%
2% .J‘——J\V\’J‘/
13.40 13.60 13.80 14.00 14.20
m/z 83.10 94 .28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
83
5000 111 LN ORI PR SR I
13.40 13.60 13.80 14.00 14.20
29 | 160 m/z 69.10 90.38%
REIREY hl?g. |, 20 25 406
m/z--> 50 100 150 200 250 300 350 400
Abundance #227401: Heptadecy! heptafluorobutyrate
57
83 LN ORI DAL S I
13.40 13.60 13.80 14.00 14.20
5000 m/z 43.05 85.21%
111
29
el ‘ | } |10 199 210 B g5
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester LI o e e
57 13.40 13.60 13.80 14.00 14.20
83 m/z 97.10 83.61%
5000 111
29
LA \LJWMl?g. 182 210 255 356
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117387.D

Aca On : 12 Oct 2019 23:43

Operator :© JU

Sample : K5316-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Chrysene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.35 2.72 ng 55299 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Chrvsene. l-methvl- 242 C19H14 003351-28-8 93
2 Triphenvlene. 2-methvl- 242 C19H14 001705-84-6 81
3 2-Methvlchrvsene 242 C19H14 003351-32-4 76
4 Chrvsene. 3-methvl- 242 C19H14 003351-31-3 76
5 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 76

Abundance Scan 2085 (14.351 min): BF117387.D (-2080) (-) m/z 242.10 100.00%

5000

14.00 14.20 14.40 14.60

187200213226
m/z 239.05 28.96%

9
137150 164

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96037: Chrysene, 1-methyl-

5000
14.00 14.20 14.40 14.60

m/z 241.10 27 .71%

120

51 63 82 95107 150163 187200213226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96045: Triphenylene, 2-methyl-
242
14.00 14.20 14.40 14.60
5000 m/z 243.10 27.02%

121
44 63 87 1077 ° 134 150163 187200213226 ‘H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #96032: 2-Methylchrysene

242 14.00 14.20 14.40 14.60
m/z 119.40  12.28%

5000

226
28 5163 8 9§1°7 h 150163 187200213 L WN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117387.D

Aca On : 12 Oct 2019 23:43

Operator :© JU

Sample : K5316-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 2-methyloctacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.71 3.09 ng 46938 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 72
2 Hentriacontane 437 C31H64 000630-04-6 64
3 Heneicosane 296 C21H44 000629-94-7 64
4 Triacontane 422 C30H62 000638-68-6 64
5 Tetratetracontane 619 C44H90 007098-22-8 59
Abundance Scan 2146 (14.710 min): BF117387.D (-2143) (-) m/z 57.05 100.00%
57
85
5000
UL | [23390 177 2 241, 14140 14'50 1480 15,00
....,..'.'."“'l“"I'.,'....',..'..,....,....,...., m/z 71.05 94 _27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 R B B I SN
14,40 14.60 14.80 15.00
13 m/z 85.05 60.58%
29 ] I ] 169 197 225 _ 267 295 365 393
m/z--> 50 160 150 200 250 300 350 400 '
Abundance #223851: Hentriacontane
57
14.40 14.60 14.80 1500
5000 m/z 43.05 59.28%
85
29 113 141
J ] I 169 197 225 253 280 309 351 379 407 436
m/z--> 50 160 1%0 200 250 300 350 400 '
Abundance #141426: Heneicosane AR e RE R
57 14.40 14.60 14.80 15.00
m/z 99.00 24 .20%
85
5000
29 113

UL L) 77,241 160 107 225 953 296

m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00

8270-BF091319.M Mon Oct 14 12:57:44 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117387.D

Aca On : 12 Oct 2019 23:43

Operator :© JU

Sample : K5316-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Benz[a]anthracene, 1,12-dim... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.77 2.06 ng 31309 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlalanthracene. 1.12-dimethvl- 256 C20H16 000313-74-6 53
2 Benz(a)anthracene. 4.7-dimethvl- 256 C20H16 035187-18-9 49
3 Benz(a)anthracene. 6.12-dimethvl- 256 C20H16 000568-81-0 47
4 Chrvsene., 5-ethvl- 256 C20H16 054986-62-8 47
5 3,9-Dimethylbenz[a]Janthracene 256 C20H16 000316-51-8 43

Abundance Scan 2156 (14.768 min): BF117387.D (-2153) (-) m/z 256.10 100.00%

286
5000 239

14.40 14.60 14.80 15.00
m/z 239.10 51.85%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107731: Benz[a]anthracene, 1,12-dimethyl-
256
241
5000 LA L L L L L LB L
14.40 14.60 14.80 15.00
m/z 276.20 36.94%
187
ARmanEmd
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107721: Benz(a)anthracene, 4,7-dimethyl-
256
14.40 14.60 14.80 15.00
5000 m/z 119.60 29.77%
239

128
39 63 871001%3‘M 150163176189 213226 M J
L e e e Rl LR B & &= STt BRI

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107723: Benz(a)anthracene, 6,12-dimethyl-

256 14.40 14.60 14.80 15.00
m/z 240.05  28.57%

5000
239

2639 63 87101 \‘;34 150163 187 213226 ‘H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00

8270-BF091319.M Mon Oct 14 12:57:44 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117387.D

Aca On : 12 Oct 2019 23:43

Operator :© JU

Sample : K5316-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknownl1l4.85 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.85 2.21 ng 33611 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzofuran-6-ol-3-one. 2-I4-hvdr... 254 C15H1004 1000128-64-9 35
2 Benzolalpvrene. 4.5-dihvdro- 254 C20H14 057652-66-1 25
3 Anthracene. 9-phenvl- 254 C20H14 000602-55-1 25
4 Benzenamine. 4-(2-benzothiazolvl... 254 C15H14N2S 010205-56-8 25
5 1,1"-Binaphthalene 254 C20H14 000604-53-5 25
Abundance Scan 2170 (14.851 min): BF117387.D (-2166) (-) m/z 254.10 100.00%
4
5000
14.60 14.80 15.00 15.20
m/z 253.10 78.95%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105472: Benzofuran-6-ol-3-one, 2-[4-hydroxybenzylidene]-
254
5000
14.60 14.80 15.00 15.20
6 18137 037 m/z 55.05 57.64%
miz-> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300 320
Abundance #105928: Benzo[a]pyrene, 4,5-dihydro-
254
1460 14.80 15.00 15.20
5000 m/z 68.00 45 _53%
126
100 226
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105923: Anthracene, 9-phenyl-
254 14.60 14.80 15.00 15.20
m/z 43.00 43.68%
5000
126
28 63 g3 100 150 174 200 226
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14.80 15.00 15.20

8270-BF091319.M Mon Oct 14 12:57:44 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117387.D

Aca On : 12 Oct 2019 23:43

Operator :© JU

Sample : K5316-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 12 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.29 4.13 ng 62764 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolalpvrene 252 C20H12 000050-32-8 96
2 Pervlene 252 C20H12 000198-55-0 94
3 Benzolelpvrene 252 C20H12 000192-97-2 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93

Abundance Scan 2245 (15.292 min): BF117387.D (-2242) (-) m/z 252.05 100.00%

5000

125

15.00 15.20 15.40 15.60
m/z 250.10 31.64%

203 226

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104222: Benzo[a]pyrene

150 177

5000
15.00 15.20 15.40 15.60

m/z 253.10 22 .43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #104215: Perylene
252
15.00 15.20 15.40 15.60
5000 m/z 125.05 16.68%
126
39 63 87 12 150 174 108 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104217: Benzo[e]pyrene AR EEREE L
252 15.00 15.20 15.40 15.60
m/z 126.00 14.52%
5000
125
39 63 83 111 146 174 200 224
T e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 15.00 15.20 15.40 15.60

8270-BF091319.M Mon Oct 14 12:57:45 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117387.D

Aca On : 12 Oct 2019 23:43

Operator :© JU

Sample : K5316-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 13 Hentriacontane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.83 3.14 ng 47737 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Methoxvacetic acid. 4-hexadecvl ... 314 C19H3803 1000282-99-0 90
3 Eicosane 282 C20H42 000112-95-8 87
4 Nonadecane 268 C19H40 000629-92-5 83
5 Octacosane 394 C28H58 000630-02-4 80

Abundance Scan 2336 (15.827 min): BF117387.D (-2331) (-) m/z 57.00 100.00%
g7
85
5000
127 16 R elan aelo R
183 225 268 15.60 15.80 16.00 16.20
A m/z 71.05 87.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
g7
5000 85 LRI B SUGRILN IR B
15.60 15.80 16.00 16.20
113 m/z 85.05 58.93%
JULL 77,41 269 197 225 253 281 309 337 365 437
m/z--> 50 100 1éo 260 250 300 350 400 '
Abundance #156549: Methoxyacetic acid, 4-hexadecyl ester
57|85
" 15.60 15.80 16.00 16,20
5000 m/z 43.00 49 _.53%
117 225
29 J l N 141 149 197
“t“ﬂ“ '“ljkLthj 'Jl'“'” ?qg'l" N AL SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane L B B s L,
57 15.60 15.80 16.00 16.20
m/z 99.10 23.59%
5000
85
29
‘ |, M8 141 169 197 225 253 282
m/z--> §o 160 1éo 200 250 300 350 400 ' 15.60 15.80 16.00 16.20

8270-BF091319.M Mon Oct 14 12:57:45 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117387.D

Aca On : 12 Oct 2019 23:43

Operator :© JU

Sample : K5316-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 14 unknownl15.90 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.90 3.03 ng 46045 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. trifluoro-. undecvl... 268 C13H23F302 053800-01-4 49
2 Pentafluoropropionic acid. undec... 318 C14H23F502 959014-11-0 49
3 Oleic acid. eicosvl ester 563 C38H7402 022393-88-0 35
4 9-Octadecenoic acid (Z2)-. octade... 535 C36H7002 017673-49-3 35
5 Fumaric acid, pentafluorophenyl ... 464 C23H29F504 1000348-10-5 30
Abundance Scan 2348 (15.898 min): BF117387.D (-2344) (-) m/z 266.15 100.00%
266
83

5000
316

15.60 15.80 16.00 16.20
S e || M7z 43,00 97.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #116954: Acetic acid, trifluoro-, undecy! ester
69
5000 TT TTTT LR B TT T T
15 60 15. 80 16. OO 16. 20
29 m/z 83.05 83.22%
154 199 250
R ..,.”.,.”. T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #159234: Pentafluoropropionic acid, undecy! ester
56
R A
83 15.60 15.80 16.00 16.20
5000 119 m/z 69.00 72.69%

154
il ll | 199 243 300

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #239757: Oleic acid, eicosyl ester R R e R
57 264 15.60 15.80 16.00 16.20

m/z 57.00 63.84%

5000

180 222

96325353 407435 480 517 562
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 1560 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101219\
Data File : BF117387.D

Aca On : 12 Oct 2019 23:43

Operator :© JU

Sample : K5316-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 15 unknownl7.04 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.04 2.56 ng 38836 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolbltriphenvlene 278 C22H14 000215-58-7 27
2 5-(4-Nitro-phenvlcarbamovl)-1H-i... 276 C11H8N405 1000286-29-9 10
3 Methvl vanillate. trifluoroacetate 278 C11H9F305 1000365-24-7 9
4 2-hvdroxvfluorene. trifluoroacet... 278 C15H9F302 1000376-46-3 9
5 Benzenamine, 2-fluoro-5-nitro-N-... 278 C13H8CIFN202 304478-89-5 9
Abundance Scan 2542 (17.039 min): BF117387.D (-2536) (-) m/z 278.10 100.00%
218
191
5000 5% 9% 147
79 121 205

16.80 17.00 17.20 17.40
m/z 191.10 53.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #126219: Benzo[b]triphenylene
278
5000
16.80 17.00 17.20 17.40
139 m/z 95.00 50.28%
57 78 9711113 | 153167 187 207 224 250264
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #123793: 5-(4-Nitro-phenylcarbamoyl)-1H-imidazole-4-carbox...

16.80 17.00 17.20 17.40
m/z 147.10  49.29%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125330: Methyl vanillate, trifluoroacetate

247 278 16.80 17.00 17.20 17.40

m/z 57.05 43.02%

5000

181
2L 49

1

15 29 263
R AR Em s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101219\
Data File : BF117387.D

Acq On : 12 Oct 2019 23:43

Operator : JU

Sample - K5316-05

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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]
unknown2 .15 2.15 2.2 ng 25359 1 6.79 228003 20.0
unknown6 .57 6.57 81.0 ng 922947 1 6.79 228003 20.0
unknownll.84 11.84 4.3 ng 88418 4 11.32 413767 20.0
11H-Benzo[b]fluorene 13.09 2.8 ng 57119 5 13.96 406721 20.0
Benzo[b]naphtho[2... 13.72 3.2 ng 65274 5 13.96 406721 20.0
Heptafluorobutyri... 13.79 13.7 ng 277996 5 13.96 406721 20.0
Chrysene, 1-methyl- 14.35 2.7 ng 55299 5 13.96 406721 20.0
2-methyloctacosane 14.71 3.1 ng 46938 6 15.42 303954 20.0
Benz[a]anthracene... 14.77 2.1 ng 31309 6 15.42 303954 20.0
unknownl14 .85 14.85 2.2 ng 33611 6 15.42 303954 20.0
Benzo[e]pyrene 15.29 4.1 ng 62764 6 15.42 303954 20.0
Hentriacontane 15.83 3.1 ng 47737 6 15.42 303954 20.0
unknown15.90 15.90 3.0 ng 46045 6 15.42 303954 20.0
unknownl17 .04 17.04 2.6 ng 38836 6 15.42 303954 20.0
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