LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117629.D

Aca On : 30 Oct 2019 17:19

Operator :© JU

Sample - K5541-09

Misc :

ALS Vial : 16 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-BF101819.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 5.357 553 556 578 rBV 359247 562175 82.42% 8.601%
2 6.387 728 731 748 rBV 462805 669659 98.18% 10.245%
3 6.504 748 751 765 rVB 690529 682107 100.00% 10.436%
4 6.728 786 789 798 rBV 203054 192530 28.23% 2.946%
5 6.881 812 815 828 rBV 441030 412617 60.49% 6.313%
6 7.292 882 885 908 rBV 238769 367620 53.89% 5.624%
7 8.010 1004 1007 1024 rBV 178184 237323 34.79% 3.631%
8 9.081 1186 1189 1202 rBV 468073 478003 70.08% 7.313%
9 9.486 1254 1258 1271 rBB 41328 51981 7.62% 0.795%
10 9.763 1301 1305 1319 rBB 218617 248839 36.48% 3.807%

11 10.557 1437 1440 1453 rBV 216469 248547 36.44% 3.803%
12 11.251 1554 1558 1560 rBV 203218 185786 27.24% 2.842%

13 11.274 1560 1562 1568 rVV 75532 79720 11.69% 1.220%
14 11.333 1570 1572 1581 rVB 10278 12375 1.81% 0.189%
15 11.757 1641 1644 1646 rBV 8072 8564 1.26% 0.131%
16 11.786 1646 1649 1655 rVB2 19045 28486 4.18% 0.436%
17 11.869 1660 1663 1665 rVV 16289 18562 2.72% 0.284%
18 11.892 1665 1667 1672 rVB 8637 8686 1.27% 0.133%
19 12.304 1734 1737 1739 rBV 8150 7880 1.16% 0.121%

20 12.463 1761 1764 1773 rBV 160401 159088 23.32% 2.434%

21 12.692 1797 1803 1811 rBV 147947 175547 25.74% 2.686%
22 12.827 1822 1826 1832 rBV 453170 383900 56.28% 5.873%

23 12.921 1837 1842 1845 rVB4 10286 14075 2.06% 0.215%
24 13.027 1853 1860 1863 rBV 18905 28521 4.18% 0.436%
25 13.092 1868 1871 1874 rVB2 10348 9703 1.42% 0.148%
26 13.133 1874 1878 1882 rBV3 13627 18014 2.64% 0.276%
27 13.221 1890 1893 1897 rBV2 9105 10048 1.47% 0.154%
28 13.257 1897 1899 1904 rVV5 8834 10089 1.48% 0.154%
29 13.516 1938 1943 1946 rBV5 6042 9149 1.34% 0.140%
30 13.551 1946 1949 1954 rVB3 8201 11894 1.74% 0.182%
31 13.651 1963 1966 1967 rBV2 9865 9373 1.37% 0.143%
32 13.668 1967 1969 1972 rVB2 14304 12399 1.82% 0.190%
33 13.698 1972 1974 1976 rBV 9295 8655 1.27% 0.132%
34 13.739 1976 1981 1990 rVB6 37265 87244 12.79% 1.335%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117629.D

Aca On : 30 Oct 2019 17:19

Operator :© JU

Sample - K5541-09

Misc :

ALS Vial : 16 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-BF101819.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 13.892 2003 2007 2010 rBV2 253139 316670 46.43% 4._.845%

36 13.921 2010 2012 2019 rVB 91788 87840 12.88% 1.344%
37 14.004 2023 2026 2028 rVB 13113 11194 1.64% 0.171%
38 14.286 2071 2074 2078 rVB2 13890 14573 2.14% 0.223%
39 14.339 2082 2083 2086 rVvVv3 9867 9640 1.41% 0.147%
40 14.386 2088 2091 2094 rvvs 13018 19633 2.88% 0.300%
41 14.433 2097 2099 2102 rvB4 6829 7035 1.03% 0.108%
42 14.639 2131 2134 2137 rVB3 14260 13527 1.98% 0.207%
43 14.710 2143 2146 2148 rVB 10576 9659 1.42% 0.148%
44 14.780 2155 2158 2161 rVB5 8620 9368 1.37% 0.143%
45 14.927 2178 2183 2185 rBV 72331 99315 14.56% 1.519%
46 14.951 2185 2187 2193 rvv2 54733 64303 9.43% 0.984%
47 15.027 2197 2200 2207 rVB 17029 25544 3.74% 0.391%
48 15.215 2228 2232 2236 rVB 34230 42256 6.19% 0.646%
49 15.274 2238 2242 2245 rBV 51426 59435 8.71% 0.909%
50 15.333 2246 2252 2256 rVV 110384 141904 20.80% 2.171%
51 15.504 2277 2281 2284 rBV5 6566 11131 1.63% 0.170%
52 15.715 2312 2317 2321 rVB4 17623 27097 3.97% 0.415%
53 15.809 2329 2333 2334 rBV3 7715 10568 1.55% 0.162%
54 15.827 2334 2336 2342 rVV6 10445 14247 2.09% 0.218%
55 15.880 2342 2345 2351 rVB7Y 5884 10992 1.61% 0.168%
56 16.180 2392 2396 2399 rBV5 9585 16036 2.35% 0.245%
57 16.762 2492 2495 2502 rVB3 13470 21991 3.22% 0.336%
58 17.198 2563 2569 2574 rVB2 14048 28180 4.13% 0.431%
59 17.362 2592 2597 2598 rBV5 6371 8151 1.19% 0.125%
60 17.874 2679 2684 2686 rBV4 4261 6892 1.01% 0.105%
Sum of corrected areas: 6536340
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117629.D

Aca On : 30 Oct 2019 17:19

Operator :© JU

Sample - K5541-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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: BF117629.D

600000

500000
6.39 6.88

400000 536

300000
7.29

200000 6.3

100000 k\
: N

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF117629.D

600000

500000 9.08 1083

400000

300000

9.76 10.56 11.25

200000 8.01 12.46 13 g9

100000 11.27
33 A 1230 12 b

I
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF117629.D

600000
500000
400000

300000 13.89

200000
15.33
100000 18.92 % 7

L 741, 0 14mpRas14841815.03 | 15501578888 16.18 16.76  17.297 36 17.87

O e e Ty

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117629.D

Aca On : 30 Oct 2019 17:19

Operator :© JU

Sample - K5541-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown6.50 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.50 70.86 ng 682107 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
Abundance Scan 750 (6.498 min): BF117629.D (-748) (-) m/z 132.00 100.00%

132
5000 68

96 T LB TrrT L L
40 5y 620 6.40 6.60 6.80

7
87 | MP e || m/Z 68.10 48.66%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.20 6.40 6.60 6.80

31 78 m/z 134.00 29.62%
..."'! ".,.!..,....,.'...,.. R B LA BLE i o
m/z--> 4 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
T
74 6.20 6.40 6.60 6.80
5000 gg 116 m/z 65.95 28.96%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 6.20 6.40 6.60 6.80

m/z 69.10 19.18%

5000
33 44 o 105 ‘
60 ‘
‘ l ‘ 1 ‘ $0 ‘ 115 1

m/z--> 40 60 80 100 120 140 160 180 6.20 6. 40 6. 60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117629.D

Aca On : 30 Oct 2019 17:19

Operator :© JU

Sample - K5541-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Phenanthrene, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.79 3.07 ng 28486 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 72
2 Anthracene. 1-methvl- 192 C15H12 000610-48-0 64
3 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 64
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 64
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 64
Abundance Scan 1650 (11.792 min): BF117629.D (-1646) (-) m/z 192.10 100.00%
192
5000 ﬁﬂﬁp&
57 69 95 165 LA U SRR SR I
| || | 129 11.40 11.60 11.80 12.00 12.20
...,.”.,...w....,.”.,...W.J..,”..,...w.. m/z 191.00 52.72%
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192
5000
11.40 11.60 11.80 12.00 12.20
165 m/z 189.00 31.58%
94
27 39 51 63 82 ' 115126 139 152 | 176
m/z--> 20 40 60 80 100 120 140 160 1é0 200
Abundance #54740: Anthracene, 1-methyl-
192
11.40 11.60 11.80 12.00 12.20
5000 m/z 165.00 24 .60%
82 94 165
16 27 39 51 63 | || 115126 139150 | 176 |
m/z--> 20 40 éo 8b 100 120 140 160 180 200
Abundance #54747: Phenanthrene, 3-methyl- A BEaE L e
192 11.40 11.60 11.80 12.00 12.20
m/z 193.10 21.18%
5000
27 39 51 63 82 M 115126 139 152 165176
L i S S S B S I LA
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117629.D

Aca On : 30 Oct 2019 17:19

Operator :© JU

Sample - K5541-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 n-Tetracosanol- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.74 5.51 ng 87244 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 90
2 1-Hexadecanol 242 C16H340 036653-82-4 86
3 1-Hexacosanol 382 C26H540 000506-52-5 58
4 11-Tricosene 322 C23H46 052078-56-5 50
5 n-Tridecan-1-ol 200 C13H280 000112-70-9 47

Abundance Scan 1981 (13.739 min): BF117629.D (-1976) (-) m/z 69.05 100.00%
43
5000
l | 13.40 13.60 13.80 14.00
— S S B e S m/z 97.10 96.27%
m/z--> 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1
a3
5000 83
13.40 13.60 13.80 14.00
18 11 m/z 83.00 92.08%
6 i | ,140 168 196 238 266 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #95980: 1-Hexadecanol
56
83
13.40 13.60 13.80 14.00
5000 m/z 55.00 85.68%
31 111
UL a6 130 20
m/z--> 50 100 150 200 250 300 350
Abundance #203698: 1-Hexacosanol R o R REEa
43 13.40 13.60 13.80 14.00
m/z 57.00 83.49%
5000 83
18 ﬂ ‘111
‘h‘{ G ' | \139 168 196 224 252 278 308 336 364
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117629.D

Aca On : 30 Oct 2019 17:19

Operator :© JU

Sample - K5541-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.03 3.60 ng 25544 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolklfluoranthene 252 C20H12 000207-08-9 76
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 68
3 Benzolelpvrene 252 C20H12 000192-97-2 62
4 Benzoli1fluoranthene 252 C20H12 000205-82-3 62
5 Perylene 252 C20H12 000198-55-0 62
Abundance Scan 2200 (15.027 min): BF117629.D (-2197) (-) m/z 252.10 100.00%
252
5000
126
43 59 82 o7 113 147 191 207 226 14.80 15.00 15.20 15.40
m/z 253.10 29.55%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #104224: Benzo[k]fluoranthene
252
5000
14.80 15.00 15.20 15.40
126 m/z 250.10 28.24%
74 g7 99 1 | 200 224 ,mTT7
m/z--> 40 60 8 100 150 140 160 180 200 220 240
Abundance #104227: Benz[e]acephenanthrylene
252
14.80 15.00 15.20 15.40
5000 m/z 126.00 19.81%
126
39 6274 8710018 | 150 174187 200212224 257 JJ
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #104221: Benzo[e]pyrene
252 14.80 15.00 15.20 15.40
m/z 124.95 12.61%
5000
126
41 63 75 87 100" ‘\ ‘H 150162174 187 200212224 237 JJ
m/z--> 40 60 8 100 120 150 160 180 200 220 240 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117629.D

Aca On : 30 Oct 2019 17:19

Operator :© JU

Sample - K5541-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Perylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.22 5.96 ng 42256 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 90
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
3 Benzolklfluoranthene 252 C20H12 000207-08-9 87
4 Benzolelpvrene 252 C20H12 000192-97-2 87
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 74
Abundance Scan 2233 (15.221 min): BF117629.D (-2228) (-) m/z 252.10 100.00%
252
5000
125
81 112 147 296 15.00 15.20 15.40 15.60
a3 o o 209 m/z 250.10  30.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104214: Perylene
252
5000
15.00 15.20 15.40 15.60
125 m/z 125.00 20.01%
17 39 62 83 99112 150 174187200 224 239
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104228: Benz[e]acephenanthrylene
252
15.00 15.20 15.40 15.60
5000 m/z 253.10 19.92%
126
26 51 74 87 1001%3 M 150 174187200 224237
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104224: Benzo[k]fluoranthene
252 15.00 15.20 15.40 15.60
m/z 126.10 13.79%
5000
113 126
74 99 1 200 224 H
m/z--> 20 40 60 80 100 12'0 140 160 180 200 250 240 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117629.D

Aca On : 30 Oct 2019 17:19

Operator :© JU

Sample - K5541-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.72 3.82 ng 27097 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 64
2 Tetrapnentacontane 759 C54H110 005856-66-6 64
3 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 59
4 Eicosane 282 C20H42 000112-95-8 53
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 50
Abundance Scan 2318 (15.721 min): BF117629.D (-2312) (-) m/z 57.00 100.00%
57
5000 99 149

|| I‘ || 208 15.40 15.60 15.80 16.00
s T T T m/z 71.10 96.93%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #241526: Tetratetracontane
57

5000 Cp
15.40 15.60 15.80 16.00

m/z 85.05 80.38%

7
hﬁ‘}l 183 253 300351 407 477 533575618

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750
Abundance #243297: Tetrapentacontane
5[7

15.40 15.60 15.80 16.00
5000 m/z 55.00 42 _02%

41
U }??225267309351393435477519561603645687 758

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750

Abundance #200447: Sulfurous acid, butyl heptadecy! ester e A RERREEESE L
57 15.40 15.60 15.80 16.00

m/z 43.00 41 _.95%

5000

7
| 139183 239 291

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 700 750 15. 40 15 60 15. 80 16. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117629.D

Aca On : 30 Oct 2019 17:19

Operator :© JU

Sample - K5541-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknownl15.83 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.83 2.01 ng 14247 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pvrrolidinone. 1.5-dimethvl-3.... 265 C18H19NO 030223-75-7 10
2 Benzenemethanol. 2-amino-3-methvl- 137 C8H11NO 057772-50-6 9
3 1-T1-(2-FluorenvDethvlidenelsem... 265 C16H15N30 057700-24-0 9
4 Benzenamine. 3-butoxy-N.N-dimethvl- 193 C12H19NO 055401-83-7 9
5 2-Fluoro-3-(trifluoromethyl)benz... 207 C8H5F4NO 207853-60-9 9
Abundance Scan 2336 (15.827 min): BF117629.D (-2334) (-) m/z 118.90 100.00%
43 84 119 137 191
58 267
207
5000
| ||10¢ | 15.60 15.80 16.00 16.20
B B e e S B B m/z 84.00 96.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114900: 2-Pyrrolidinone, 1,5-dimethyl-3,3-diphenyl-
193 265

5000
15.60 15.80 16.00 16.20

250 m/z 191.00 94.21%

222236

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16786: Benzenemethanol, 2-amino-3-methyl-
119
o1 137
15.60 15.80 16.00 16.20
5000 m/z 43.00 88.22%
7
39
18 6 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #114785: 1-[1-(2-Fluorenyl)ethylidene]semicarbazide R mEEEE RS S
39 15.60 15.80 16.00 16.20
165 m/z 137.00 87.60%
5000 221
191 265
63 81 139
..“..aﬁ.ﬂwhkﬁﬂbmﬂhazuiﬁf...Jp.¢.,jnlﬂ.. i 28
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117629.D

Aca On : 30 Oct 2019 17:19

Operator :© JU

Sample - K5541-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknownl16.18 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.18 2.26 ng 16036 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 47
2 2-methvltetracosane 352 C25H52 1000376-72-6 40
3 Disulfide. di-tert-dodecvl 402 C24H50S2 027458-90-8 38
4 Tetratriacontane 479 C34H70 014167-59-0 38
5 Octacosane 394 C28H58 000630-02-4 38
Abundance Scan 2396 (16.180 min): BF117629.D (-2392) (-) m/z 57.00 100.00%
57
5000
200 280 S,
|| M| f3 l | 15.80 16.00 16.20 16.40
el e e | Mz 71.00 79.26%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241526: Tetratetracontane
57
5000 LRI UL BUMELE I

15.80 16.00 16.20 16.40
m/z 85.05 61.77%

26 Jﬂ f?ﬁ 183 922253 309 351 407 446477 533 575 618

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

Abundance #185534: 2-methyltetracosane
57
15.80 16.00 16.20 16.40
5000 m/z 43.00 56.63%
99
2, | | 141 183 225 267 309
e e e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #213038: Disulfide, di-tert-dodecy! A B o
57 15.80 16.00 16.20 16.40
m/z 69.05 52.54%
5000
99
169
18 |11} /137, | 205 402
e B s L o B B A S aa e  RRREE B
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. 00 16 20 16.40

8270-BF101819.M Thu Oct 31 17:07:01 2019 Page: 11



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF103019\
Data File : BF117629.D

Acq On : 30 Oct 2019 17:19

Operator : JU

Sample - K5541-09

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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]
unknown6 .50 6.50 70.9 ng 682107 1 6.73 192530 20.0
Phenanthrene, 2-m... 11.79 3.1 ng 28486 4 11.25 185786 20.0
n-Tetracosanol-1 13.74 5.5 ng 87244 5 13.89 316670 20.0
Benzo[e]pyrene 15.03 3.6 ng 25544 6 15.33 141904 20.0
Perylene 15.22 6.0 ng 42256 6 15.33 141904 20.0
Tetratetracontane 15.72 3.8 ng 27097 6 15.33 141904 20.0
unknownl15.83 15.83 2.0 ng 14247 6 15.33 141904 20.0
unknownl16.18 16.18 2.3 ng 16036 6 15.33 141904 20.0
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