LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\

Data File : BF116741.D

Aca On : 1 Sep 2019 14:38 Instrument :
Operator : HP/JU BNA_F
Sample : K4525-01

Misc :

ALS Vial : 4 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-BF083019.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 5.457 568 573 576 rBY 2576486 2490460 86.85% 7.835%
2 6.475 740 746 750 rBVY 2616105 2867684 100.00% 9.021%
3 6.616 765 770 773 rBVY 2844414 2726216 95.07% 8.576%
4 6.845 805 809 812 rBV 866392 699501 24.39% 2.201%
5 7.004 832 836 839 rVB 2106317 1854365 64.66% 5.833%
6 7.404 899 904 907 rBVY 1865952 1744439 60.83% 5.488%
7 7.863 975 982 992 rBV4 16636 50782 1.77% 0.160%
8 8.122 1023 1026 1030 rBvV 1029007 947651 33.05% 2.981%
9 9.198 1205 1209 1212 rBV 3152745 2611991 91.08% 8.217%
10 9.298 1220 1226 1231 rVB5 19878 35209 1.23% 0.111%

11 9.586 1272 1275 1284 rVB 270495 213544 7.45% 0.672%
12 9.874 1321 1324 1328 rBV 1295206 1092372 38.09% 3.436%
13 10.663 1453 1458 1461 rBV 2049399 1837609 64.08% 5.781%
14 11.357 1572 1576 1579 rBV 1375944 1184101 41.29%% 3.725%
15 11.380 1579 1580 1583 rVV 214157 114858 4.01% 0.361%

16 11.427 1583 1588 1592 rVB3 57493 76334 2.66% 0.240%
17 11.857 1658 1661 1663 rBV 33880 36374 1.27% 0.114%
18 11.886 1663 1666 1670 rBV 672798 601918 20.99% 1.894%
19 11.968 1677 1680 1682 rBV2 36973 40821 1.42% 0.128%
20 11.992 1682 1684 1689 rVB3 33686 34265 1.19% 0.108%
21 12.486 1765 1768 1772 rBV3 30934 34823 1.21% 0.110%

22 12.563 1778 1781 1784 rBV 372868 359466 12.54% 1.131%
23 12.674 1795 1800 1811 rBV 1181607 1286827 44.87% 4.048%
24 12.792 1815 1820 1823 rVV 382148 377604 13.17% 1.188%

25 12.839 1826 1828 1834 rVB6 30849 38596 1.35% 0.121%
26 12.939 1841 1845 1848 rBV 3090678 2707999 94.43% 8.519%
27 13.174 1883 1885 1890 rVB3 35964 48276 1.68% 0.152%
28 13.345 1912 1914 1917 rBV3 25160 33040 1.15% 0.104%
29 13.627 1959 1962 1966 rBV3 50840 64514 2.25% 0.203%

30 13.833 1993 1997 2007 rBV3 446328 661009 23.05% 2.079%

31 13.986 2017 2023 2026 rBV2 1193261 1561283 54.44% 4.912%
32 14.009 2026 2027 2033 rVB 166012 136706 4.77% 0.430%
33 14.157 2050 2052 2056 rVB2 112505 92762 3.23% 0.292%
34 14.462 2101 2104 2107 rVB 194134 165977 5.79% 0.522%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116741.D

Aca On : 1 Sep 2019 14:38

Operator : HP/JU

Sample : K4525-01

Misc :

ALS Vial : 4 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-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.768 2153 2156 2160 rVB 212324 209237 7.30% 0.658%

36 15.021 2195 2199 2205 rVV 152931 292415 10.20% 0.920%
37 15.098 2209 2212 2222 rVB2 317411 470422 16.40% 1.480%
38 15.439 2266 2270 2274 rBV 671391 838076 29.22% 2.636%
39 15.474 2274 2276 2284 rVB2 312205 398012 13.88% 1.252%
40 15.903 2346 2349 2353 rVB 180698 252458 8.80% 0.794%

41 16.403 2430 2434 2439 rVB2 91345 139626 4._.87% 0.439%
42 16.580 2460 2464 2473 rVB2 87750 177438 6.19% 0.558%

43 16.874 2511 2514 2522 rVB2 62469 115794 4.04% 0.364%
44 17.303 2583 2587 2592 rVB3 35773 65387 2.28% 0.206%

Sum of corrected areas: 31788241
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF090119\

BF116741.D
1 Sep 2019 14:38
HP/JU
K4525-01
4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116741.D

Aca On : 1 Sep 2019 14:38

Operator : HP/JU

Sample : K4525-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.62 Concentration Rank 1

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

6.62 77.95 ng 2726220 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 47
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 771 (6.622 min): BF116741.D (-765) (-) m/z 132.00 100.00%
32
5000
68
0 54 7 & Laos 620 6.40 6.60 6.80 7.00
B E e m/z 134.00 35.79%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 I L UL LU I
69 6.20 6.40 6.60 6.80 7.00
39 57 m/z 68.10 31.61%
8 g 89 103
'yﬁl” U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
AR SRR AR
“ 6.20 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 20.67%
SN | YN A II%Q7 ‘ ol 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine B e !
132 6.20 6.40 6.60 6.80 7.00
m/z 131.00 15.79%
97
5000
70
31
f4 | ?9 | | 86 | 106116 ‘
m/z--> 40 60 80 100 120 140 160 180 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\BF090119\
Data File : BF116741.D

Aca On : 1 Sep 2019 14:38

Operator : HP/JU

Sample : K4525-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.89 10.17 ng 601918 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 20
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
Abundance Scan 1667 (11.892 min): BF116741.D (-1663) (-) m/z 73.00 100.00%
73
43 60
5000 129
97 213 ST
s | g1e7iriies, o 227 5, 256 11,60 11.80 12.00 12.20
0L m/z 60.00 69.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43 60 73
5000 29 256 LR L BRI UL B
nmnmnmnm
213 m/z 43.05 65.98%
| . 143157171185 199
m/z--> "éb” 'ﬁb II60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73
11,60 11.80 12.00 12.20
5000 m/z 57.10 55.06%
29
ELH
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid B o B e e
60 73 11.60 11.80 12.00 12.20
43 m/z 55.05 53.34Y%
5000 129
185 228
01115 | 143,171
|||||||||| \m H‘ " |‘||:|I-|57||‘|| |‘||1|99||2:|L|3||‘|||||||||| s ittt
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\BF090119\
Data File : BF116741.D

Aca On : 1 Sep 2019 14:38

Operator : HP/JU

Sample : K4525-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.67 16.48 ng 1286830 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25
Abundance Scan 1799 (12.668 min): BF116741.D (-1795) (-) m/z 73.00 100.00%
a3 P
5
5000 129
S 185
115 241
1431571717 199572227 284 12.40 12.60 12.80 13.00
213 255269 m/z 43.10  80.850
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
78
129
5000 284
12.40 12.60 12.80 13.00
m/z 60.00 75.26%
17 1
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid
48 73
2 | 8 12,40 12.60 12.80 13.00
5000 m/z 57.10 67.91%
, 129 242
L I! L4ugf@njfllls 143157171185 'Y 513
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
78 12.40 12.60 12.80 13.00
43 m/z 55.05 63.19%
5
5000 129
; 185 228
01115 | 143,171
|||||||||||?T:1- H‘ ”:‘::l‘:::!-|57|||||‘||1|99|?:|L|3||‘|| A RRREEEE = A et =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116741.D

Aca On : 1 Sep 2019 14:38

Operator : HP/JU

Sample : K4525-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Dichloroacetic acid, heptad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.83 8.47 ng 661009 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 94
2 2- Chloropropionic acid. octadec... 360 C21H41Cl102 088104-31-8 94

3 1-Heneicosanol 312 C21H440 015594-90-8 93

4 n-Nonadecanol-1 284 C19H400 001454-84-8 93

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 91

Abundance Scan 1996 (13.827 min): BF116741.D (-1993) (-) m/z 55.10 100.00%

55

5000

3

13.60 13.80 14.00 14.20
m/z 83.05 96.15%

m/z--> 50 100 150 200 250 300 350
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57
5000 111 LA L L L L L L L LB
13.60 13.80 14.00 14.20
29 m/z 69.10 95.22%
L 1139 168 101210 238 266 295
et e
m/z--> 50 100 150 200 250 300 350
Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57 83
L B
13.60 13.80 14.00 14.20
5000 11 m/z 57.05 93.78%
T H |
139 250
LM o a00 20 20 2 o
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol A e R
55 83 13.60 13.80 14.00 14.20
m/z 97.10 87.42%
5000 111 WJ\M
29
LA I‘ ‘ | L u1° 167 195 238 266 204
— T T T e
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116741.D

Aca On : 1 Sep 2019 14:38

Operator : HP/JU

Sample : K4525-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.46 2.13 ng 165977 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Octadecane 254 C18H38 000593-45-3 89
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 5-Butyl-5-ethylpentadecane 296 C21H44 1000360-42-8 80
Abundance Scan 2104 (14.462 min): BF116741.D (-2101) (-) m/z 57.10 100.00%
g7
85
5000
|113 141 239 114.20 14.40 14.60 14.80
ﬂg : : : :
ol 30 L LI L theol79197218 209 000 283 313 357 1 s 6T g4 G
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
g7
85
5000 L LU UL UM IR

14.20 14.40 14.60 14.80

m/z 85.10 65.41%
29 113
|| ! In Il ‘ il 141 169 197 240
— e e
m/z--> 50 100 150 200 250 300 350
Abundance #105884: Octadecane
57
R B R L S
14.20 14.40 14.60 14.80
5000 85 m/z 43.10 61.60%
29
| | I, |{1}3‘\141‘ 169 197 225 254
L e B e e A A e o e S
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane B EERR Bam e L
57 14.20 14.40 14.60 14.80
m/z 55.10 23.58%
5000 85
29
ol 1L |20 60 197 225 253 205 323 367
e R EARREEE B
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116741.D

Aca On : 1 Sep 2019 14:38

Operator : HP/JU

Sample : K4525-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.77 4.99 ng 209237 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 87
3 Octacosane 394 C28H58 000630-02-4 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 2-methyloctacosane 408 C29H60 1000376-72-8 80
Abundance Scan 2156 (14.768 min): BF116741.D (-2153) (-) m/z 57.05 100.00%
57
85
5000

I 141 14.40 14.60 14.80 15.00
163183 211 267
b Ba 238 X7 2 339 7 m/z 71.05 87.31%

m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LA L L L L L LB L
14.40 14.60 14.80 15.00
m/z 85.05 64 .58%
29 13 141
] 1 ] | 191,169 197 225 253 296
el P T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
T
14.40 14.60 14.80 15.00
5000 85 m/z 43.10 52.13%
29 113
DU 77,141 169 197 225 253 295 323 367
e e
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane A BT o e
57 14.40 14.60 14.80 15.00
m/z 55.10 25.01%
5000 85
29
)| (M8 141 169 197 225 253 281 309 337 365 394

II‘IIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIII

T
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116741.D

Aca On : 1 Sep 2019 14:38

Operator : HP/JU

Sample : K4525-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.10 11.23 ng 470422 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Pentacosane 352 C25H52 000629-99-2 90
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 89
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2212 (15.098 min): BF116741.D (-2209) (-) m/z 57.10 100.00%
57
85
5000

141 168191 219730 268 14.80 15.00 15.20 15.40
0 |,I 11] ol JGB ) 210239 208 205316 357 384 7, 71.10  82.85%

m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57
5000 85 TT TTTT LELELELE BB TT T T
14. 80 15. 00 15 20 15. 40
0 113 m/z 85.10 66.47%
141
RN E RN R Ak —
m/z--> 50 lOO 150 200 250 300 350
Abundance #117637: Nonadecane
57
e AR
8 14.80 15.00 15.20 15.40
5000 > m/z 43.05 55.05%
29
LT g g8, 141_169 197 268
— 4 A
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane R R e R
57 14.80 15.00 15.20 15.40
m/z 41.00 20.44%
5000 85
113
29| | | ‘[ 1]t 169189211 239 267 295 323 352
S - i B e e B REEEE e
m/z--> 50 lOO 150 200 250 300 350 14. 80 15. 00 15. 20 15. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116741.D

Aca On : 1 Sep 2019 14:38

Operator : HP/JU

Sample : K4525-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Pentadecane, 8-hexyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.90 6.02 ng 252458 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Pentadecane. 8-hexvl- 296 C21H44 013475-75-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2348 (15.898 min): BF116741.D (-2346) (-) m/z 57.10 100.00%
g7
85
5000
R BN SRR SR SUN
14]_ 169 191 383 15.60 15.80 16.00 16.20
...J,I..n “-ll ot P A - N 0 m/z 71.10 81.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57
85
5000 LI SR SULLLE BRI SRR
15.60 15.80 16.00 16.20
m/z 85.10 59.79%
29
| ] Ji ] L. (141 169 197 225 253 296
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #141432: Pentadecane, 8-hexyl-
57
o 15.60 15.80 16.00 16,20
5000 m/z 43.00 49 _.30%
29
113 196
e (o o M
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane B B A Eame
57 15.60 15.80 16.00 16.20
m/z 99.10 20.74%
B | \A/\’J\’\—V\AJ
29| ‘ | 1 (3 141 169 197 225 253 205 323 367
m/z--> 50 100 150 200 250 300 350 400 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116741.D

Aca On : 1 Sep 2019 14:38

Operator : HP/JU

Sample : K4525-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Undecane, 2,9-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.40 3.33 ng 139626 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 87
2 Undecane. 2.9-dimethvl- 184 C13H28 017301-26-7 72
3 Triacontane 422 C30H62 000638-68-6 72
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 70
5 1-lodoundecane 282 C11H23l1 004282-44-4 58
Abundance Scan 2433 (16.398 min): BF116741.D (-2430) (-) m/z 57.05 100.00%
g7
85
5000
RIS B SN
141 167 194 226 259280 16.00 16.20 16.40 16.60 16.80
! m/z 71.05 89.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
g7
85
5000 UL LR A I
16.00 16.20 16.40 16.60 16.80
m/z 85.10 66.27%
29
| I J / J1$1I169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #48865: Undecane, 2,9-dimethyl-
g7
16.00 16.20 16.40 16.60 16.80
5000 m/z 43.10 53.68%
85
29 155
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane A B o
57 16.00 16.20 16.40 16.60 16.80
m/z 41.00 20.67%
- 1 M
118 941
29 | j | 77T 169 197 225 253 281 309 337 365 393 422
m/z--> 50 100 150 2(')0 250 300 350 400 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116741.D

Aca On : 1 Sep 2019 14:38

Operator : HP/JU

Sample : K4525-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknownl6.58 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.58 4.23 ng 177438 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-dodecvltetradecahv... 360 C26H48 055401-75-7 38
2 2-Phenvlamino-5.6(4H)dihvdro-1.3... 192 C10H12N2S 1000147-35-4 35
3 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 32
4 5-(p-Aminophenvl)-2-thiazolamine 191 C9H9ON3S 090349-87-4 25
5 2-Fluoro-3-(trifluoromethyl)prop... 220 C10H8F40 207986-23-0 22
Abundance Scan 2464 (16.580 min): BF116741.D (-2460) (-) m/z 191.20 100.00%
191
95
5000
123
69 163 T
41 4 220241259 284 397 16.20 16.40 16.60 16.80
m/z 95.00 50.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #190939: Anthracene, 9-dodecyltetradecahydro-
95 191
43
5000 67 NSRS BN UM
16.20 16.40 16.60 16.80
135 m/z 81.00 41.71%
L l14 | 61 | 210 236 264 303
m/z--> 50 100 150 200 250 300 350 400
Abundance #54109: 2-Phenylamino-5,6(4H)dihydro-1,3-thiazine
191
16.20 16.40 16.60 16.80
5000 m/z 109.10 38.38%
77
136 0o
106 “
Lol I
m/z--> 50 100 150 200 250 300 350 400
Abundance #100931: Anthracene, 9-butyltetradecahydro- e EARRs RS
95 191 16.20 16.40 16.60 16.80
41 m/z 123.10 37 .34%
67
5000
‘ 248
} 135
Al s | ges| | a0 | R
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090119\
Data File : BF116741.D

Aca On : 1 Sep 2019 14:38

Operator : HP/JU

Sample : K4525-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Dibenzo[def,mno]chrysene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

16.87 2.76 ng 115794 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzoldef.mnolchrvsene 276 C22H12 000191-26-4 92

2 Benzolahilpervlene 276 C22H12 000191-24-2 70

3 Indenoll1l.2.3-cdlpvrene 276 C22H12 000193-39-5 60

4 Phenol. 2-(4-chlorophenvliminome... 276 C13H9CIN203 1000262-90-3 59
5 2-Chloro-7-methoxyphenazine 5,10... 276 C13H9CIN203 023677-04-5 52

Abundance Scan 2513 (16.868 min): BF116741.D (-2511) (-) m/z 276.10 100.00%
216
5000
138
123
65 85 106 152 176 197213227 249 16.60 16.80 17.00 17.20
m/z 138.00 25.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124621: Dibenzo[def,mno]chrysene
276
5000 LA L L L L L LB
16.60 16.80 17.00 17.20
138 m/z 278.10 24_.68%
13 27 4155 73 93 170124 | 155169 198 222 248 -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124613: Benzo[ghi]perylene
276
16.60 16.80 17.00 17.20
5000 m/z 274.10 22.89%
138

28 50 74 91 110124‘H 158174 198 222236252 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124617: Indeno[1,2,3-cd]pyrene

276 16.60 16.80 17.00 17.20

m/z 277.10 21.12%
5000
138
i o 12 224 248 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090119\
Data File : BF116741.D

Acq On : 1 Sep 2019 14:38

Operator : HP/JU

Sample - K4525-01

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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]
unknown6.62 6.62 78.0 ng 2726220 1 6.85 699501 20.0
n-Hexadecanoic acid 11.89 10.2 ng 601918 4 11.36 1184100 20.0
Octadecanoic acid 12.67 16.5 ng 1286830 5 13.99 1561280 20.0
Dichloroacetic ac... 13.83 8.5 ng 661009 5 13.99 1561280 20.0
Heptadecane 14.46 2.1 ng 165977 5 13.99 1561280 20.0
Heneicosane 1477 5.0 ng 209237 6 15.44 838076 20.0
Nonadecane 15.10 11.2 ng 470422 6 15.44 838076 20.0
Pentadecane, 8-he... 15.90 6.0 ng 252458 6 15.44 838076 20.0
Undecane, 2,9-dim... 16.40 3.3 ng 139626 6 15.44 838076 20.0
unknownl16 .58 16.58 4.2 ng 177438 6 15.44 838076 20.0
Dibenzo[def,mno]c... 16.87 2.8 ng 115794 6 15.44 838076 20.0
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