LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127218.D

Acqg On : 07 Mar 2022 12:32
Operator : CG\JU

Sample : N1751-05

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127218.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.504 542 547 550 rBV 2299151 2074018 79.85% 11.211%
2 6.510 713 718 731 rVB 2059921 2231732 85.92% 12.063%
3 6.875 777 780 784 rVB 595819 493249 18.99% 2.666%
4 7.445 871 877 880 rBV 1566085 1461062 56.25% 7.897%
5 8.081 978 985 995 rBV6 23715 83870 3.23% 0.453%
6 8.163 995 999 1002 rVW 757220 665058 25.60%  3.595%
7 9.239 1176 1182 1185 rBV 3111074 2597503 100.00% 14.040%
8 9.922 1294 1298 1301 rVB 804967 704405 27.12%  3.808%
9 10.716 1428 1433 1436 rBV 2005978 1839737 70.83% 9.944%
10 11.351 1537 1541 1545 rBV 61567 57857 2.23% 0.313%
11 11.41@ 1547 1551 1554 rVW 927793 788068 30.34% 4.260%
12 11.433 1554 1555 1558 rVvVv 148023 94290 3.63% 0.510%
13 11.486 1560 1564 1567 rVB 29378 31590 1.22% 0.171%
14 11.569 1574 1578 1584 rBV 44289 50609 1.95% 0.274%
15 11.927 1631 1639 1643 rBV5 35668 79758 3.07% 0.431%
16 11.963 1643 1645 1648 rVB 46557 35100 1.35% ©0.190%
17 12.139 1673 1675 1679 rBV4 36668 31268 1.20% 0.169%
18 12.180 1679 1682 1684 rVB 43880 37956 1.46% 0.205%
19 12.627 1754 1758 1761 rBV 245677 204842 7.89% 1.107%
20 12.716 1770 1773 1776 rVB 67211 53223 2.05% 0.288%
21 12.816 1786 1790 1792 rBV3 68992 74932 2.88% 0.405%

22 12.857 1795 1797 1800 rVB 179531 138946 5.35% 0.751%
23 12.998 1817 1821 1824 rBV 2611111 2281889 87.85% 12.334%

24 13.186 1850 1853 1856 rVB 36651 34955 1.35% ©.189%
25 13.510 1905 1908 1913 rVB5 20929 29923 1.15% ©.162%
26 13.839 1960 1964 1968 rBV3 31566 55044  2.12% 0.298%
27 13.880 1968 1971 1974 rVV3 48635 76942  2.96% 0.416%
28 13.921 1974 1978 1984 rVV 166227 204270 7.86% 1.104%
29 14.010 1984 1993 1994 rVV6 34367 86045 3.31% 0.465%
30 14.057 1997 2001 2004 rVV2 539463 564355 21.73% 3.051%
31 14.080 2004 2005 2013 rVV 100652 81057 3.12% 0.438%
32 14.151 2013 2017 2022 rVB2 81283 93956 3.62% 0.508%
33 14.510 2075 2078 2085 rBv4 23036 45366 1.75% 0.245%
34 14.592 2085 2092 2096 rVV6 26357 47776  1.84%  0.258%
35 15.104 2175 2179 2183 rBV 87216 135996 5.24% ©.735%
36 15.257 2201 2205 2209 rBv4 19185 30856 1.19% 0.167%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127218.D

Acqg On : 07 Mar 2022 12:32
Operator : CG\JU

Sample : N1751-05

Misc

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.315 2211 2215 2223 rBvVv8 25713 50866 1.96% ©.275%
38 15.415 2229 2232 2239 rVB 44712 57193 2.20% ©0.309%
39 15.480 2239 2243 2249 rVB 70648 93489 3.60% ©.505%
40 15.551 2249 2255 2259 rBV 349242 465198 17.91% 2.515%
41 15.998 2327 2331 2336 rBV3 26364 50052 1.93% 0.271%
42 17.051 2506 2510 2519 rVB4 37268 79393 3.06% 0.429%
43 18.221 2704 2709 2715 rVB8 24965 52865 2.04% 0.286%
44 18.962 2827 2835 2836 rBV7 29011 53837 2.07% ©.291%
Sum of corrected areas: 18500396
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 5

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030722\
BF127218.D

: @7 Mar 2022 12:32
¢ CG\JU
¢ N1751-065

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127218.D

Acqg On : @7 Mar 2022 12:32
Operator : CG\JU

Sample : N1751-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.081 2.52 ng 83870 Naphthalene-d8 8.163

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 50
3 Ethanol, 2-butoxy- 118 C6H1402 000111-76-2 47
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 45
5 2-Propanol, 1-(2-methylpropoxy)- 132 C7H1602 023436-19-3 42
Abundance Scan 985 (8.081 min): BF127218.D\data.ms (-978) (-) m/z 57.10 100.00%
57.1
5000 i ?
‘ 86.9 7.80 8.00 8.20 8.40
0 ‘H““‘M MMWJNWNMM“H“‘“‘H“““w‘ m/z 45.10 78.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 L L L BN LR
20.0 7.80 8.00 8.20 8.40
' m/z 41.05  30.40%
‘810
O \‘\”‘ \H ‘\ \““1‘\ \MH\ \‘1‘ 7 \“f‘\ \%0\7\.\0\ ‘-:L\\?)‘}z\(‘) L B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #81995: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]-
45.0
A o ARERE R
7.80 8.00 8.20 8.40
5000 m/z 56.00 18.77%
89.0
0 2@\:‘9 ‘H‘ 690 || | 1190 14401630
R e Aan
miz--> 20 40 60 80 100 120 140 160 180
Abundance #10027: Ethanol, 2-butoxy-
57.0 7.80 8.00 8.20 8.40
m/z 75.00  15.45%
5000
29.0
87.0
0 HWHMH‘MmWmimw”H_m_m_ ANBBMENNSS N BN
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127218.D

Acqg On : @7 Mar 2022 12:32
Operator : CG\JU

Sample : N1751-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Tetradecanoic acid

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.927 2.02 ng 79758  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 72
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
3 Decanoic acid, silver(1+) salt 278 C1OH19Ag02 013126-67-5 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Dodecanoic acid 200 C12H2402 000143-07-7 58

Abundance Scan 1639 (11.927 min): BF127218.D\data.ms (-1631) (-]

m/z 73.05 100.00%

73.0
5000 129.1
TP i
‘ ‘ ‘ 1200
ol M“MM‘”“H“H_m_m_m m/z 43.5 97.11%
mlz--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
5000 IR
129.0 12.00
29. 185.0 228.0 m/z 55.05 87.89%
0! \“M‘\ ‘“’\ ‘ML‘M ‘\‘\‘m‘\ “\‘ \’ — ‘\‘ P
m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
60.0
——
12.00
H 171.0213.0 256.0
0! ‘H‘\‘ﬂh"‘\ ‘H‘\ ul ‘\“‘ “ “ \ ““\‘ . “\‘ R R
miz--> 50 100 150 200 250 300 350
Abundance #170061: Decanoic acid, silver(1+) salt “MMNWM““M —
3.0 1200
m/z 57.05 73.51%
155.0
5000
29. 115.
oy “‘““,““““““““““ ——
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127218.D

Acqg On : @7 Mar 2022 12:32
Operator : CG\JU

Sample : N1751-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1-Propanol, 2-[2-(benzoylox... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.880 2.73 ng 76942  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 2-[2-(benzoyloxy)pro... 342 C20H2205 020109-39-1 64
2 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 64
3 Oxybis(propane-1,2-diyl) dibenzoate 342 C20H2205 000094-03-1 53
4 6H-1,3,4-Oxadiazin-6-one, 5-tert... 230 C13H14N202 1000142-96-3 30
5 Phenylglyoxylic acid, 2-methylpr... 206 C12H1403 1000453-47-2 27

Abundance Scan 1971 (13.880 min): BF127218.D\data.ms (-1968) (-] m/z 105.10 100.00%

105.1
163.1
5000
1350 14.00
57.0 . .
234.0
0b bl L EE 2B myz 163010 55.36%
m/z--> 50 100 150 200 250 300
Abundance #250953: 1-Propanol, 2-[2-(benzoyloxy)propoxy]-, benzo:
105.0
163.0
5000 Py P
13.50 14.00
m/z 77.00 33.43%
59.0
05— \mi‘ “\ i “\‘i“\ ™ \‘\ T \2‘?3(\)2\4\2‘0\ L \3\4\3"
m/z--> 50 100 150 200 250 300
Abundance #38611: Morpholine, 4-phenyl-
105.0
= e
163.0 13.50 14.00
5000 ITI/Z 57.05 9.04%
51.0
oww‘wwJ_H“_”‘H_‘H_HWHH
m/z--> 50 100 150 200 250 300
Abundance #250931: Oxybis(propane-1,2-diyl) dibenzoate P ——
105.0 13.50 14.00
m/z 51.00 7.69%
163.0
5000
0 \5110 L I 207'0 s
e B e e A A AL A ot —
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127218.D

Acqg On : @7 Mar 2022 12:32
Operator : CG\JU

Sample : N1751-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Diethylene glycol dibenzoate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

13.921 7.24 ng 204270  Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 90
2 2,2'-(Ethane-1,2-diylbis(oxy))bi... 358 C20H2206 1000366-99-4 83
3 Phenyl(2-phenyl-1,3-dioxolan-2-y... 270 C17H1803 1000507-07-6 72
4 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 64
5 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 52

Abundance Scan 1978 (13.921 min): BF127218.D\data.ms (-1974) (-1 m/z 105.00 100.00%

105.0
149.1
5000 771

T
51.1 14.00

Ol et e b 20215 7 149,05 76.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #216951: Diethylene glycol dibenzoate
105.0 1490
5000 L
77.0 14.00

m/z 77.10  38.81%

51.0
260 | | | | 179.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #267814: 2,2'-(Ethane-1,2-diylbis(oxy))bis(ethane-2,1-diy
105.0

T
149.0 14.00
5000 m/z 51.10 10.28%
77.0

o

0 51.0 ‘ | | 179.0 209.0 236.0

: | L .
R B e R RN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #161089: Phenyl(2-phenyl-1,3-dioxolan-2-yl)methanol, m  xA=atd P !
149.0

o

14.00
m/z 150.05 7.66%
105.0
5000
77.0
Ol | 4780 209.0 239«
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127218.D

Acqg On : @7 Mar 2022 12:32
Operator : CG\JU

Sample : N1751-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.151 3.33 ng 93956  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 4-Nitro-4'-methyldiphenylsulfone 277 C13H11NO4S 004094-37-5 43
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 38
5 Furo[3,2-c]quinoline, 8-bromo-2,... 277 C13H12BrNO 1000310-92-7 28
Abundance Scan 2017 (14.151 min): BF127218.D\data.ms (-2013) (. m/z 277.10 100.00%
277.1
5000
77.0 199.0
‘ 152.1 14.00 14:50
47,0 107.0 ‘ H ' :
ol ‘1“ B s e “‘”w bk b 2422 4 myz 278.10  36.28%
miz-> 50 100 150 200 250
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — —
14.00 14.50
77.0 199.0 m/z 77.00  26.39%
G40 470 soro 120 || ‘
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
e -
14.00 14.50
5000 m/z 199.00 24.87%
77.0
152.01830
47)0
o 0 mo || e |
m/z--> 50 100 150 200 250
Abundance #169268: 4-Nitro-4'-methyldiphenylsulfone OA‘IW b b
107.0 277.0 14.00 14.50
m/z 182.95 21.77%
5000
0,
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127218.D

Acqg On : @7 Mar 2022 12:32
Operator : CG\JU

Sample : N1751-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 unknownl5.315 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.315 2.19 ng 50866  Perylene-d12 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H40055i6 038147-00-1 25
2 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 22
3 Pyrazolidine-1-carbothioic acid,... 221 C11H15N3S 1000305-21-7 22
4 1,1,1,3,3,5,5,7,7,9,9,11,11,13,1... 606 C18H5407Si8 000556-69-4 16
5 4-(4-Methylphenyl)-1-benzothioph... 268 C16H1202S 100046-86-4 15

Abundance Scan 2215 (15.315 min): BF127218.D\data.ms (-2211) (-} m/z 207.00 100.00%

73.0  147.0 207.0 268.1 WMW
5000 355.1
429.: \‘ ]
\M\ N \H\H\M\‘M Wl S s10 o
o L BRI, 0 m/z 268.10  96.12%
mlz--> 50 100 150 200 250 300 350 400
Abundance #323442: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsilox
73.0
147.0
5000 267.0
355.0 429/ 15.00 15.50
‘ 207.0 m/z 147.00  91.87%
O
m/z--> 50 100 150 200 250 300 350 400
Abundance #100134: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylpher
221.0
— —
15.00 15.50
5000 147.0 m/z 73.05 90.20%
77.0
miz--> 50 100 150 200 250 300 350 400
Abundance #99976: Pyrazolidine-1-carbothioic acid, 2-phenyl-, methy P —
147.0 15.00 15.50
m/z 221.10 85.04%
5000 77.0
221.0
L] ]
AP I Y R - L AU e
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127218.D

Acqg On : @7 Mar 2022 12:32

Operator : CG\JU

Sample : N1751-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Benzo[e]pyrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.415 2.46 ng 57193  Perylene-d12 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 95
2 Benzo[a]pyrene 252 C20H12 000050-32-8 95
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 2232 (15.415 min): BF127218.D\data.ms (-2229) (-1 m/z 252.05 100.00%
250.1

5000
126.0 15.50
165.0 207.1 |
01440 860 ) | 16502074 [ 3600 /7 2se.e5  31.84%

m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene

252.0

5000 AA =

15.50
m/z 253.05  23.46%

125.0
0890 830 | 2000 . |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene
252.0

—

15 50
5000 m/z 126.00 12.11%
126.0
0l 50.0 87.0 | 163.0200.0 ‘\‘
T e e A S N I
m/z--> 50 100 150 200 250 300 350
Abundance #138565: BenzolK]fluoranthene
252.0 15.50

m/z 125.00 11.11%

) MLM
126.0
0 \\69\ 0 ‘ “ “ L i

m/z--> 50 100 150 200 250 300 350 15. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127218.D

Acqg On : @7 Mar 2022 12:32
Operator : CG\JU

Sample : N1751-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Nonadecane

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.998 2.15 ng 50052  Perylene-d12 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 92
2 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 64
3 Tetracosane 338 C24H50 000646-31-1 53
4 Heptadecane 240 C17H36 000629-78-7 53
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 53

Abundance Scan 2331 (15.998 min): BF127218.D\data.ms (-2327) (-,
57.1

5000
266.0
L‘ [ 1130 165 9208.9 355.0 414.¢
0Ll
mlz--> 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane
57.0
5000
‘ | | 11139 1600 268.0
O\“\‘\“ “‘\“‘\“‘\“\“\\“‘\\\‘\‘2\2\5\\0‘\\\\‘\\\\‘\\\\‘\\\

m/z--> 50 100 150 200 250 300 350 400

Abundance #310570: Heptacosane, 1-chloro-
57.0
5000
0 \‘ \L\ H H \ iy \ \ L 183 0 231 0 287 0 343 0 414 (
i R e e e R R

miz-> 50 100 150 200 250 300 350 400

m/z 57.10 100.00%

-

16.00
m/z 71.05 58.45%

-

16.00
m/z 43.10 50.02%

;

16.00
m/z 85.10  45.26%

W

Abundance #246483: Tetracosane
57.0 16.00
m/z 55.10 23.05%
. WW
ol bl L0 1090 2as0 amo -
m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127218.D

Acqg On : @7 Mar 2022 12:32
Operator : CG\JU

Sample : N1751-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok 3 ok ok oK oK K ok K ok 3 ok ok K ok 3 ok 3 ok 3 oK ok K ok 3 oK 3 ok 3 oK 3K K ok K oK ok K oK ok K ok K ok ok koK K

Peak Number 10 unknown18.221 Conce
R.T. EstConc Area Relative to IS
18221 2.271ng 52865  Perylene-d12
Hit# of 5 Tentative ID MW MolForm
1 Taraxasterol 426 C36HSQ0

2 4H-Pyran-3-carboxylic acid, 6-am... 302 C16H15FN20
3 Adamantane, 1-(4-methylphenylami... 241 C17H23N

4 2-(Acridin-9-ylamino)-3-(3H-imid... 332 C19H16N402
5 Ethofumesate 286 C13H1805S

Abundance Scan 2709 (18.221 min): BF127218.D\data.ms (-2704) (-,
81.1

arch Compound Report

BF021622.M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 8

L) R.T.

""""" 15.551
CASH# Qual

001059-14-9 11
3 339060-50-3 10
019984-39-5 9
1000285-93-8 9
026225-79-6 9

m/z 81.10 100.00%

241.2
163.2 425.4
5000 89.1
341.0
e e
18.00 18.50
0 m/z 69.00 90.50%
mlz--> 50 100 150 200 250 300 350 400
Abundance #316493: Taraxasterol
207.0
5000 135.0 e —
426.0 18.00 18.50
m/z 241.20 84.04%
‘ 9720  357.0 /
O\\\‘\\\\‘ \HU\“‘\ \‘\\“‘\‘\“\“\\‘\““‘\\\\M‘M\‘\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #201761: 4H-Pyran-3-carboxylic acid, 6-amino-5-cyano-4
43.0 207.0 A A m
b e
18.00 18.50
5000 273.0 m/z 207.00 80.87%
161. T
oL ‘\“\ “\HHN\;\"\“H‘l”\u \hu h “\ “\} Jh luf F “‘ 4 \\‘ ! ‘1‘ ‘\‘ . “‘ R R ERERE
miz--> 50 100 150 200 250 300 350 400
Abundance  #125013: Adamantane, 1-(4-methylphenylamino)- e —
184.0 241.0 18.00 18.50
m/z 273.15 59.10%
5000 135.0
79.0
ol L - A
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127218.D

Acqg On : @7 Mar 2022 12:32
Operator : CG\JU

Sample : N1751-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 unknown18.962 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.962 2.31 ng 53837 Perylene-d12 15.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 65-2,3,8,8-Tetramethyltricyclo[5... 204 C15H24 137235-48-4 38
2 Modephene 204 C15H24 068269-87-4 30
3 (S)-(-)-.alpha.-Methoxy-.alpha.-... 234 C1@H9F303 017257-71-5 27
4 Benzeneacetic acid, .alpha.-meth... 234 C10H9F303 020445-31-2 27
5 1H-Pyrazol-3-amine, 4,5-dihydro-... 189 C11H15N3 1000327-38-2 14
Abundance Scan 2835 (18.962 min): BF127218.D\data.ms (-2827) (.  m/z 189.10 100.00%
43.0 189.1
105.0
5000
M Aty A
45.0 262.1 T T ‘ T T T T ‘ T
H ‘ H 355 18.60 18.80
ol LA % njz a3.00  95.92%
mlz--> 50 100 150 200 250 300 350
Abundance #80284: 6S-2,3,8,8-Tetramethyltricyclo[5.2.2.0(1,6)]unde
189.0
5000 L B B
18.60 18.80
69.0 119.0 m/z 207.10 68.10%
ob— ‘H ‘w‘\‘n“‘ H‘u “H“\‘d‘ w‘”h ‘\‘u‘\‘u‘ ‘i‘” “u‘\ L ““‘ N  ERaRm e
miz--> 50 100 150 200 250 300 350
Abundance #80094: Modephene
189.0
—
18.60 18.80
5000 m/z 105.00 59.86%
119.0
41.0 77.0 ‘ m ‘
0 “1““‘1““‘ “‘HH‘HH‘HH_
miz--> 50 100 150 200 250 300 350
Abundance #115434: (S)-(-)-.alpha.-Methoxy-.alpha.-(trifluoromethyl)| —
189.0 18.60 18.80
m/z 107.05 56.67%
105.0
5000
51.0
LU
m/z--> 50 100 150 200 250 300 350 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30722\
Data File : BF127218.D

Acqg On : @7 Mar 2022 12:32
Operator : CG\JU

Sample : N1751-05

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Ethanol, 2-(2-b... 8.081 2.5 ng 83870 2 8.163 665058 20.0
Tetradecanoic acid 11.927 2.0 ng 79758 4 11.410 788068 20.0
1-Propanol, 2-[... 13.880 2.7 ng 76942 5 14.057 564355 20.0
Diethylene glyc... 13.921 7.2 ng 204270 5 14.057 564355 20.0
Triphenylphosph... 14.151 3.3 ng 93956 5 14.057 564355 20.0
unknownl5.315 15.315 2.2 ng 50866 6 15.551 465198 20.0
Benzo[e]pyrene 15.415 2.5 ng 57193 6 15.551 465198 20.0
Nonadecane 15.998 2.1 ng 50052 6 15.551 465198 20.0
unknown18.221 18.221 2.3 ng 52865 6 15.551 465198 20.0
unknown18.962 18.962 2.3 ng 53837 6 15.551 465198 20.0
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