LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112319\
Data File : BF117967.D

Aca On : 23 Nov 2019 20:04

Operator :© JU

Sample = K5927-10

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF111319.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 2.163 8 13 44 rVB 558155 1004394 36.72% 3.207%
2 5.110 509 514 523 rVB 340798 396653 14.50% 1.267%
3 5.510 578 582 586 rBY 2126573 2041686 74.65% 6.520%
4 6.522 749 754 757 rBVY 2040062 1795951 65.67% 5.735%
5 6.669 775 779 782 rBVY 2271415 1895456 69.31% 6.053%
6 6.904 815 819 822 rBV 756720 661305 24.18% 2.112%
7 7.057 841 845 849 rBVY 1768226 1456621 53.26% 4.651%
8 7.463 910 914 917 rBVY 1339142 1105261 40.41% 3.529%
9 8.192 1034 1038 1041 rBV 903978 868921 31.77% 2.775%
10 9.269 1217 1221 1224 rBV 2692039 2246115 82.13% 7.172%

11 9.663 1284 1288 1295 rVB 363358 317700 11.62% 1.014%
12 9.951 1333 1337 1340 rBV 1222357 1017652 37.21% 3.250%

13 9.986 1340 1343 1346 rVB 103425 95432 3.49% 0.305%
14 10.157 1367 1372 1376 rBV 75418 71958 2.63% 0.230%
15 10.498 1427 1430 1436 rBvV 98142 94124 3.44% 0.301%
16 10.739 1467 1471 1485 rBV 1645105 1621226 59.28% 5.177%
17 11.051 1518 1524 1527 rBV3 21797 29087 1.06% 0.093%
18 11.304 1561 1567 1569 rBV3 20673 29323 1.07% 0.094%
19 11.339 1571 1573 1579 rVB 58788 46775 1.71% 0.149%

20 11.445 1587 1591 1593 rBV 1307907 1134667 41.49% 3.623%

21 11.468 1593 1595 1598 rVV 1086398 813139 29.73% 2.597%
22 11.521 1598 1604 1607 rVvV 255928 283338 10.36% 0.905%

23 11.551 1607 1609 1613 rVB 33352 32823 1.20% 0.105%
24 11.674 1624 1630 1638 rBV2 125112 150689 5.51% 0.481%
25 11.945 1671 1676 1677 rBV 94003 78630 2.88% 0.251%
26 11.968 1677 1680 1686 rVB2 302698 357851 13.08% 1.143%
27 12.021 1686 1689 1692 rVB 66253 55734 2.04% 0.178%
28 12.063 1692 1696 1698 rBV 154341 162261 5.93% 0.518%
29 12.245 1724 1727 1729 rBV 63532 48658 1.78% 0.155%
30 12.498 1764 1770 1773 rBV2 51519 58821 2.15% 0.188%
31 12.539 1773 1777 1779 rVV2 34184 42221 1.54% 0.135%
32 12.580 1782 1784 1790 rVB2 26244 36293 1.33% 0.116%
33 12.663 1794 1798 1801 rBV 1054599 862138 31.52% 2.753%
34 12.751 1811 1813 1817 rBV2 80362 79823 2.92% 0.255%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112319\
Data File : BF117967.D

Aca On : 23 Nov 2019 20:04

Operator :© JU

Sample = K5927-10

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.892 1831 1837 1840 rBV 917623 923653 33.77% 2.949%

36 12.939 1843 1845 1850 rVB2 51637 54830 2.00% 0.175%
37 13.033 1857 1861 1868 rVB 3007341 2734946 100.00% 8.733%
38 13.104 1868 1873 1877 rBV2 47652 84305 3.08% 0.269%
39 13.198 1882 1889 1890 rBvV4 41979 59104 2.16% 0.189%

40 13.221 1890 1893 1896 rVB2 148927 133888 4_.90% 0.428%

41 13.286 1901 1904 1907 rBV 130451 107231 3.92% 0.342%

42 13.321 1907 1910 1913 rVVv2 81297 84663 3.10% 0.270%
43 13.415 1923 1926 1929 rBV 42980 38652 1.41% 0.123%
44 13.451 1929 1932 1935 rBV2 46356 50783 1.86% 0.162%
45 13.704 1972 1975 1978 rBV2 24439 38559 1.41% 0.123%
46 13.845 1993 1999 2001 rBV2 48698 58715 2.15% 0.187%
47 13.868 2001 2003 2005 rVvVv 75981 63161 2.31% 0.202%
48 13.904 2005 2009 2011 rVv2 48999 79108 2.89% 0.253%

49 13.933 2011 2014 2022 rVB3 146111 217045 7.94% 0.693%
50 14.092 2036 2041 2044 rBV2 1375588 1551769 56.74% 4 _.955%

51 14.115 2044 2045 2051 rVB 404891 326031 11.92% 1.041%

52 14.198 2053 2059 2062 rBV 80467 71846 2.63% 0.229%
53 14.251 2065 2068 2071 rBv4 30295 29261 1.07% 0.093%
54 14.280 2071 2073 2076 rVB 33475 28766 1.05% 0.092%
55 14.315 2076 2079 2083 rVB2 39882 53074 1.94% 0.169%
56 14.480 2103 2107 2110 rBV 83141 86773 3.17% 0.277%
57 14.515 2110 2113 2116 rVB 44614 41659 1.52% 0.133%
58 14.562 2116 2121 2126 rBV4 60152 125417 4_.59% 0.400%
59 14.627 2130 2132 2136 rVV3 56780 53750 1.97% 0.172%
60 14.680 2136 2141 2146 rVB4 31016 52310 1.91% 0.167%
61 14.798 2156 2161 2163 rBV5 26081 37990 1.39% 0.121%
62 14.874 2171 2174 2177 rBV2 52435 49617 1.81% 0.158%
63 14.951 2184 2187 2191 rBV 42595 47340 1.73% 0.151%
64 15.151 2215 2221 2224 rBV 266771 423757 15.49% 1.353%
65 15.227 2230 2234 2237 rBV2 56279 65632 2.40% 0.210%
66 15.262 2237 2240 2244 rVB 58232 65454 2.39% 0.209%

67 15.462 2269 2274 2280 rVB 161011 213352 7.80% 0.681%
68 15.527 2280 2285 2291 rBV 258275 307856 11.26% 0.983%
69 15.598 2291 2297 2300 rBV 724854 949081 34.70% 3.031%
70 15.621 2300 2301 2308 rVB2 122898 138563 5.07% 0.442%

71 16.080 2375 2379 2384 rVB3 43455 65117 2.38% 0.208%
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LSC Area Percent Report

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF112319\

Data Path :

Data File : BF117967.D

Aca On - 23 Nov 2019 20:04
Operator : JU

Sample - K5927-10

Misc :

ALS Vial : 19 Sample Multiplier: 1

Intearation
Intearator:

Parameters: rteint.p
RTE

Smoothing : ON
Sampling :© 1
Start Thrs: 0.2

Stop Thrs - O

Filtering: 5

Min Area: 3 % of largest Peak

Max Peaks: 100
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-BF111319.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 16.609 2464 2469 2475 rVB3 37034 64171 2.35% 0.205%
73 17.109 2548 2554 2562 rVB2 112237 228197 8.34% 0.729%
74 17.221 2570 2573 2579 rVB5 22154 45842 1.68% 0.146%
75 17.297 2581 2586 2592 rVvV 31871 75305 2.75% 0.240%
76 17.356 2592 2596 2602 rVvVv3 35113 81613 2.98% 0.261%
77 17.403 2602 2604 2614 rVB10 22362 45760 1.67% 0.146%
78 17.568 2625 2632 2645 rBV 76136 181740 6.65% 0.580%
79 17.809 2668 2673 2680 rVB2 28129 57396 2.10% 0.183%
80 17.962 2695 2699 2704 rVB7 16226 30707 1.12% 0.098%
Sum of corrected areas: 31316515
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112319\
Data File : BF117967.D

Aca On : 23 Nov 2019 20:04

Operator :© JU

Sample = K5927-10

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance : .
3000000 TIC: BF117967.D

2500000
6.67

5.51 6.52

2000000
7.06

1500000 7.46

1000000
6.90

2.16
500000 5.11

e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00

Abundance : .
3000000 TIC: BF117967.D

2500000

2000000
10.74

1500000
9.95

66
1000000 8.19 12.89

500000 9.66 s
k» A 99016 1050 || 4 o5 431

o7 11 )
ST 1z 20 13m0z 5 R
o) S— T A L A

L e e e e e e e e i e e LIS i i s s s e e B LI e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance : .
3000000 TIC: BF117967.D

2500000

2000000

1500000 14.09

1000000

500000 14.

17 hazmab7.57 17.817.06
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112319\
Data File : BF117967.D

Aca On : 23 Nov 2019 20:04

Operator :© JU

Sample = K5927-10

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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.

2.16 30.38 ng 1004390 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12

Abundance Scan 12 (2.157 min): BF117967.D (-8) (-) m/z 73.00 100.00%
7B
5000
43
55 87 R
37, | &7 2.20 2.30 2.40 2.50 2.60
O+ ot e el m/z 43.00  35.45%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000 H U A IR U U
43 55 2.20 2.30 2.40 2.50 2.60
87 m/z 55.00 24 .58%
. N2 il | e eyl 101
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7B
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 87.05 24 .26%
s M\ H‘ o«
"P"'I”" RN HEUNSUR SR
m/z--> 10 20 40 50 80 90 100
Abundance #2051: 1,3- Dloxolane, 2- methyl—
7B 2.20 2.30 2.40 2.50 2.60
m/z 41.00 11.66%
5000 43 ﬂ\
58
I A o R R A I I RS RARE S nARS H NN A UL U U
m/z--> 10 20 30 40 50 60 70 80 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112319\
Data File : BF117967.D

Aca On : 23 Nov 2019 20:04

Operator :© JU

Sample = K5927-10

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.11 12.00 ng 396653 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 514 (5.110 min): BF117967.D (-509) (-) m/z 43.00 100.00%
43
59
5000
i T o S e
83 : : : :
o...,....,....,....','::..?.1.41,...‘??....,.-...,....-,....,....,....,....,...., m/z 59.00 59.94%
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
5000 R L RN IR UL
59 480 500 520 540
m/z 101.00 23.18%
15 31 101
0 | U Y | 83 ,
R I IR SRS UL LI I IR UL RIS SRR LS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.00 15.55%
101
15 31 % 6 86
) R A SRS RN ARAR RRARA RARSA RARAN AARAN LA RALRS SRS RARRY
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 ma e E maam
59 480 5.00 5.20 5.40
m/z 40.95 9.14%
5000 41
68
1| 50 | 126 142
S R R R SRR AN ARAR ARARA RARRA RARAN LARAN LA SALSS RS RS IR A SRR AN AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40

8270-BF111319.M Mon Nov 25 17:02:45 2019

Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112319\
Data File : BF117967.D

Aca On : 23 Nov 2019 20:04

Operator :© JU

Sample = K5927-10

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 unknown6.67 Concentration Rank 1

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

6.67 57.32 ng 1895460 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 779 (6.669 min): BF117967.D (-775) (-) m/z 132.00 100.00%
5000 68
40 %6 J 640 6.60 6.80 7.00
54 . . : .
o Qrer lwsus ) w/z 68.00 37.77%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

A
LI L L L L L B

6.40 6.60 6.80 7.00
m/z 134.00 33.75%

5000

0 SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
e
74 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 25.72%
oy b L dor | s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T e
132 6.40 6.60 6.80 7.00
m/z 69.00 15.94%
117
5000
39 91
27 7 5165 77 ‘ 105 ‘
0 wh..f..W.VW..N,.H.,M..l\.P‘.,..”,....,.... 1 ML R —
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF112319\
Data File : BF117967.D

Aca On : 23 Nov 2019 20:04

Operator :© JU

Sample = K5927-10

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.97 6.31 ng 357851 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 1680 (11.968 min): BF117967.D (-1677) (-) m/z 72.95 100.00%
43 60 P
5000 129
213
LJH 143197171185 g 256 11.60 11.80 12.00 12.20
0 m/z 60.00 80.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 L SRR BRI BRI SULRLL B

T T T T
11.60 11.80 12.00 12.20

m/z 43.00 79.57%
213
Ju 143 157171185 199
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
60 73
43 11.60 11.80 12.00 12.20
5000 m/z 41.10 67.66%
129
29 ‘ T7 115 171185 214
o1 |
0 ..1.5,.»;\..»,».\..w.w\‘.».,m..fm,\..m,.w,..,\.l.%% e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 738 11.60 11.80 12.00 12.20
m/z 54.95 66.00%
5000 129
29
199
‘ ‘ ‘ 143157171 185 242
o .}?,.‘a..‘i |l bl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112319\
Data File : BF117967.D

Aca On : 23 Nov 2019 20:04

Operator :© JU

Sample = K5927-10

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.06 2.86 ng 162261 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 83
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 64
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 50
4 Methvl diselenide 190 C2H6Se2 007101-31-7 49
5 2,2"-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 45

Abundance Scan 1696 (12.063 min): BF117967.D (-1692) (-) m/z 189.00 100.00%
149
5000
94
63 81 163 11.80 12.00 12.20 12.40
ol 8 23 LA .J-.', 1123 139190 " 176 ML.2M 0 Tm/z 190.00  92.77%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 11.80 12.00 12.20 12.40
m/z 192.00 35.53%
ol 27 39 50 63 81 || 110122 137 150 163 178
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
11.80 12.00 12.20 12.40
5000 m/z 191.00 32.95%
94
81 163
0I""I”"I"'WM"tI"”I'"'I'”'I""PHM'I"”
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #52976: 2,3,5,6- Tetramethylterephthalaldehyde
3 190 11.80 12.00 12.20 12.40
m/z 94.50 19.79%
51 91
77
5000 65 115 133 161
105
Ll
0 t I" : ""| IHI lHqu .”.‘l‘. r ..l,.‘l“.‘. T IH‘I — I" : .‘. = .‘. S Emma
mz-> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112319\
Data File : BF117967.D

Aca On : 23 Nov 2019 20:04

Operator :© JU

Sample = K5927-10

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 Heptadecyl heptafluorobutyrate Concentration Rank 8

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

13.93 2.80 ng 217045 Chrysene-di12 14.09

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 90
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
4 1-Heptacosanol 396 C27H560 002004-39-9 90
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 90
Abundance Scan 2013 (13.927 min): BF117967.D (-2011) (-) m/z 57.00 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF112319\
Data File : BF117967.D

Acq On : 23 Nov 2019 20:04

Operator : JU

Sample : K5927-10

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 2.16 30.4 ng 1004390 1 6.90 661305 20.0
2-Pentanone, 4-hy... 5.11 12.0 ng 396653 1 6.90 661305 20.0
unknown6 .67 6.67 57.3 ng 1895460 1 6.90 661305 20.0
n-Hexadecanoic acid 11.97 6.3 ng 357851 4 11.44 1134670 20.0
4H-Cyclopenta[def... 12.06 2.9 ng 162261 4 11.44 1134670 20.0
Heptadecyl heptaf... 13.93 2.8 ng 217045 5 14.09 1551770 20.0
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