LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125984.D

Acqg On : 28 Oct 2021 12:36
Operator : JU/CG

Sample : M4358-07

Misc :

ALS vial : 6 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-BF102521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF125984.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.134 3 8 15 rVB 2964644 3731991 89.82% 9.855%
2 5.469 576 575 578 rBV 4126017 4155154 100.00% 10.972%
3 6.481 741 747 750 rBV 4128204 4073044 98.02% 10.755%
4 6.857 807 811 814 rBV 1367257 1065107 25.63% 2.812%
5 7.416 901 906 909 rBV 3015439 2668474 64.22% 7.046%

6 8.040 1009 1012 1025 rBV 761498 846498 20.37%  2.235%
7 8.140 1025 1029 1032 rBV 1667604 1356510 32.65%  3.582%
8 9.216 1207 1212 1215 rBV 4484540 3888914 93.59% 10.269%
9 9.751 1300 1303 1307 rVB 63774 51856 1.25% 0.137%

9.892 1323 1327 1330 rBV 1725786 1378725 33.18% 3.641%

11 10.675 1456 1460 1466 rBV 2616772 2352431 56.61%
12 11.375 1575 1579 1581 rBV 1610289 1272298 30.62%
13 11.398 1581 1583 1586 rVV 220177 167275 4.03%

[CI GG
N
B
S
xR

14 11.445 1586 1591 1595 rVB2 65406 69983 1.68% 185%
15 11.775 1643 1647 1654 rBV3 54310 72871 1.75% 192%
16 11.875 1661 1664 1666 rBV 120476 108070 2.60% ©.285%
17 11.904 1666 1669 1673 rVB 362535 299639 7.21% ©.791%
18 11.986 1679 1683 1685 rBV 155933 150428 3.62% ©.397%
19 12.010 1685 1687 1691 rVB 111381 93325 2.25% 0.246%
20 12.169 1712 1714 1716 rBV 50817 47440 1.14% 0.125%
21 12.192 1716 1718 1722 rVB4 51183 50887 1.22% ©.134%
22 12.351 1743 1745 1747 rBV 56662 42837 1.03% 0.113%
23 12.427 1752 1758 1761 rBV 169109 187629 4.52%  0.495%
24 12.463 1761 1764 1766 rVV3 74169 101322 2.44%  0.268%
25 12.510 1769 1772 1777 rBvV4 61624 82652 1.99% 0.218%
26 12.586 1781 1785 1789 rVB 400755 332645 8.01% ©0.878%
27 12.686 1799 1802 1804 rBV2 55794 59050 1.42% ©.156%
28 12.816 1818 1824 1826 rBV 437101 449369 10.81% 1.187%
29 12.869 1830 1833 1837 rVB2 71278 95093 2.29% 0.251%
30 12.963 1845 1849 1852 rBV 3654679 3085543 74.26%  8.148%
31 13.033 1857 1861 1864 rBv4 83276 108372 2.61% ©.286%
32 13.122 1873 1876 1877 rBV2 58011 55214 1.33% 0.146%
33 13.139 1877 1879 1882 rVB2 120309 120337 2.90% 0.318%
34 13.204 1885 1890 1894 rBV2 93830 132333 3.18% ©.349%
35 13.245 1894 1897 1900 rBV2 111468 101085 2.43% 0.267%
36 13.339 1910 1913 1915 rVB 109284 80413 1.94% 0.212%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125984.D

Acqg On : 28 Oct 2021 12:36
Operator : JU/CG

Sample : M4358-07

Misc :

ALS vial : 6 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-BF102521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.369 1915 1918 1922 rVB 107461 87576 2.11% 0.231%
38 13.445 1929 1931 1936 rvVB6 35135 50622 1.22% 0.134%
39 13.545 1945 1948 1950 rBV2 86060 85096 2.05% 0.225%
49 13.645 1963 1965 1970 rVB3 58525 83436 2.01% ©0.220%
41 13.751 1980 1983 1985 rBV3 59215 77321 1.86% ©0.204%
42 13.874 2001 2004 2013 rVB2 335416 495428 11.92% 1.308%
43 14.010 2022 2027 2030 rBv2 1326158 1413507 34.02% 3.732%
44 14.033 2030 2031 2039 rVB 241138 212212 5.11% ©.560%
45 14.186 2055 2057 2062 rvVB2 86704 77010 1.85% ©0.203%
46 14.398 2089 2093 2096 rBv2 110398 132944 3.20% 0.351%
47 14.433 2096 2099 2102 rVB 68478 59007 1.42% 0.156%
48 14.492 2106 2109 2111 rBV2 133954 108695 2.62% 0.287%
49 14.521 2111 2114 2116 rBV 104489 110532 2.66% 0.292%
50 14.804 2160 2162 2169 rVB2 80251 118946 2.86% 0.314%
51 15.051 2200 2204 2207 rBV 155959 252287 6.07% 0©.666%
52 15.145 2217 2220 2226 rVB2 83319 124676 3.00% 0.329%
53 15.351 2251 2255 2258 rVB 114444 134038 3.23% ©.354%
54 15.410 2262 2265 2271 rBV 157963 188348 4.53% 0.497%
55 15.474 2272 2276 2280 rBV2 879675 1071384 25.78% 2.829%
56 15.963 2357 2359 2364 rVB3 47446 52785 1.27% ©.139%
Sum of corrected areas: 37870664
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 6

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\

BF125984.D
: 28 Oct 2021 12:36
Ju/CG
: M4358-07
Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000
3500000
3000000
2500000
2000000
1500000
1000000
500000
0

Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF125984.D\data.ms
5.469

134

6.481

7.416

6.857

|
LN LA LI L L L L L L L L L L I I L L L L L I L L B I L B I

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF125984.D\data.ms
9.216

10.675

8.140 9.892 11.375

8.04

11
1

12.963

0
Time-->
Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

o :

9.751
A =1 P
10.00 10.50 11.00

TIC: BF125984.D\data.ms

T
115

14.010

Pas 1

0

/Y
L B

12.00

Time-->

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.50 15.00 15.50 16.00 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125984.D

Acqg On : 28 Oct 2021 12:36

Operator Ju/caG

Sample : M4358-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.134 70.08 ng 3731990 1,4-Dichlorobenzene-d4 6.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 43
3 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
5 3-Pentanol, 3-methyl- 102 CeH140 000077-74-7 23
Abundance Scan 8 (2.134 min): BF125984.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000 43.0 /\
87.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ 2.202.302.402.50
Obrerrrrer e B0 M L1192 o 4300 48.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T T T T T T[T T T T[T TTT T
55.0 2.202.302.402.50
87.0 m/z 55.00 38.19%
O\H‘HH‘\Hm“}\\\‘\\\\‘HH‘HHH\M\‘HH‘HH‘\H\‘HH‘H\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9527: 3-Pentanol, 2,4-dimethyl-
73.0
R RRa RARREEREESEEE
2.202.302.402.50
5000 m/z 87.05 24.91%
55.0
27.0 410
o140 | [l 98.0 1150
H‘_H‘_‘H_‘H‘HH‘H‘WH‘WH‘W‘HW‘H‘“H‘_‘H_‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #15768: 2,2,4-Trimethyl-3-pentanol A
73.0 2.202.302.402.50
m/z 41.00 15.52%
87.0
410 550
5000
deass AL
‘H‘HH‘H‘WH‘W‘HW‘H‘_H‘_H‘_‘HM‘H‘HH‘H‘WH“ R ERRRRRRR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100110120 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125984.D

Acqg On : 28 Oct 2021 12:36
Operator : JU/CG

Sample : M4358-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.040 12.48 ng 846498 Naphthalene-d8 8.140

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Butane, 1,1'-[oxybis(2,1-ethaned... 218 C12H2603 000112-73-2 64
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 3,3-Dimethylbutane-2-0l 102 C6H140 000464-07-3 53

Abundance Scan 1012 (8.040 min): BF125984.D\data.ms (-1009) (-) m/z 57.00 100.00%

57.0
5000
41.0
P T T
| 75"0 1001 g0 7.80 8.00 8.20 8.40
0 m_mw‘!u R e -2 S m/z 45.00  99.22%
miz--> 20 40 60 80 100 120 140
Abundance #38403: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 UL L B B BN
41.0 7.80 8.00 8.20 8.40
75.0 m/z 41.00 33.82%
100.0
O \].\5\? T “ ‘\ T “ ‘1‘\ T ‘!‘HH\ T ‘1“\ ‘ \“\‘ L [‘ T \1\1§‘0\1§%\0‘ L
miz-> 40 60 80 100 120 140
Abundance #96404. Butane, 1,1'-[oxybis(2,1-ethanediyloxy)]bis-
57.0
T
7.80 8.00 8.20 8.40
5000 m/z 56.00 16.83%
41
75.0
‘ 101.0
T O Y O L A
miz-> 20 40 60 80 100 120 140
Abundance #10091: Ethylene glycol monoisobutyl ether AR ARAR
57.0 7.80 8.00 8.20 8.40
m/z 75.00 14.39%
5000
41.
75.0
0 15'0 ‘\‘\ L, \‘ Iy ‘ ‘ 100.0 118.0
A e e A o C T
m/z--> 20 40 60 80 100 120 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125984.D

Acqg On : 28 Oct 2021 12:36
Operator : JU/CG

Sample : M4358-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Phenanthrene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.904 4.71 ng 299639  Phenanthrene-die 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 92
2 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 83
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 78
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 70
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 70
Abundance Scan 1669 (11.904 min): BF125984.D\data.ms (-1666) (-  m/z 192.10 100.00%
192.1
60.0
5000
9461'1650 1200
12.00
om‘MMWM “M““UMMm‘m h‘m‘MHW“‘2‘2“7“1‘%5"6‘7 m/z 191.18  59.00%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #67038: Phenanthrene, 2-methyl-
192.0
5000 T
12.00
m/z 60.00 57.41%
165.0
0, 27.0 630 9.0 1260 | M
\H‘\H\‘\H\‘\H\‘H\\‘HH‘HH‘HH‘HH‘H\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67036: Phenanthrene, 3-methyl-
192.0
—=
12.00
5000 m/z 43.05 52.90%
96.0
ol.27.0 630 | 1260 16?0‘
AR L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67029: Anthracene, 1-methyl- —
192.0 12.00
m/z 73.00 48.41%
5000
82.0 165.0
0 390 d 1 ‘ H 1150 H‘
e e e e e e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125984.D

Acqg On : 28 Oct 2021 12:36
Operator : JU/CG

Sample : M4358-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Anthracene, 1-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.986 2.36 ng 150428  Phenanthrene-die 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 89
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 70
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 60
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 50
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 50

Abundance Scan 1683 (11.986 min): BF125984.D\data.ms (-1679) (-  m/z 192.10 100.00%

192.1
5000 ﬁ
: ; sl

94.5 165.0 ‘
390 630

12,00
139.0

0 b b R0 SR M myz 189.85  72.29%
miz—> 20 40 60 80 100 120 140 160 180 200

Abundance #67028: Anthracene, 1-methyl-

5000 T )\/\J\A
M 12.00
T

o

165.0 m/z 190.05 65.13%
410 630 960 139.0

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67043:Phenanﬂwene,lwnemyh

e L
12.00
5000 m/z 191.10  61.55%
95.0 165.0
e

miz--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #67020: Anthracene, 9-methyl- —

39.0 63\0\\ L, h 139.0 I
e e e el et
192.0 12.00
m/z 94.50 18.72%
5000
96.0
0 39.0 630 . “‘ 139.0 16“50 ”m
L

m/z--> 20 40 60 80 100 120 140 160 180 200 12 00

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125984.D

Acqg On : 28 Oct 2021 12:36
Operator : JU/CG

Sample : M4358-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 di-p-Tolylacetylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.428 2.95 ng 187629  Phenanthrene-die 11.375
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 93
2 Phenanthrene, 2,5-dimethyl- 206 Cl6H14 003674-66-6 93
3 Phenanthrene, 2,7-dimethyl- 206 Cl6H14 001576-69-8 92
4 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 91
5 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 89
Abundance Scan 1758 (12.427 min): BF125984.D\data.ms (-1752) (. m/z 206.05 100.00%
206.1
5000
R
165.0 :
115.1139.0
0° m/z 191.05  48.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82924: di-p-Tolylacetylene
206.0
5000 1
12.50
m/z 189.05 30.01%
ol 390 760 102.0 © 439, 1650 M VMJ
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\1\\’\\1\‘ \\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
— e
12.50
5000 m/z 205.10 25.01%
101.0
01270 510 780 | 13901950 | 0
B R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 A
Abundance #82955: Phenanthrene, 2,7-dimethyl- e -
206.0 12.50
m/z 207.10  20.83%
5000
o 102.0 152.0 1780H ‘
) S B st | R N ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125984.D

Acqg On : 28 Oct 2021 12:36
Operator : JU/CG

Sample : M4358-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.874 7.01 ng 495428 Chrysene-d12 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
2 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 91
3 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
4 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
5 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 91

Abundance Scan 2004 (13.874 min): BF125984.D\data.ms (-2001) (- m/z 57.00 100.00%
57.0

o A_J\/JL
M 13%6 i4b6
149.1 . .
248.2
0 ‘u,(“_uhﬂ“u‘ e e m/z 43.00  78.92%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #326112: Heptadecy! heptafluorobutyrate
57.0
5000 — e
13.50 14.00
%50 m/z 55.00  69.16%
O \‘\\\’\\!\‘\\}\ll‘l]\_\g?\‘sz\?\S‘?\\\‘\\\\‘\\\\‘\4\3\4\‘0\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #343754: Tetracosyl heptafluorobutyrate
57.0
— —r
13.50 14.00
5000 m/z 83.05  46.80%
1%50
oLl orozmeo  spo sz
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #342427: Tricosyl heptafluorobutyrate — ——
57.0 13.50 14.00
m/z 71.00 44.15%
5000
125.0
ol gorozsee w20 smo ol
m/z--> 50 100 150 200 250 300 350 400 450 500 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125984.D

Acqg On : 28 Oct 2021 12:36
Operator : JU/CG

Sample : M4358-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Nonadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.804 2.22 ng 118946 Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 64
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 64
3 Hexadecane 226 C1l6H34 000544-76-3 53
4 Tricosane 324 (C23H48 000638-67-5 53
5 Hexadecane, 1-iodo- 352 C16H331I 000544-77-4 49

Abundance Scan 2162 (14.804 min): BF125984.D\data.ms (-2160) (1 m/z 57.00 100.00%
57.0

5000 M
9.0 P P
‘ LI 168.0 22512669 3171 3699 14.50 15.00
o ‘\“ | ‘Mu“h‘ \‘\ \\\ hmh \’m. i M\‘ \‘\‘n‘m‘ |- plu i ¢ . ‘ o ‘ ITI/Z 71.00 55.84%
mlz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 — —
14.50 15.00
m/z 43.05 53.83%
0 \‘ | ‘ H\ I H‘ | JW4%L \0183 0225 0 268 0
\\\‘\\\’\\\\’\\\\‘\\\T‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #158609: Octadecane, 2-methyl-
43.0
P P
14.50 15.00
5000 m/Z 85.00 29.86%
5.0
0 L‘ L h‘ 127.01600 22>9263.0
e L R e o
miz-> 50 100 150 200 250 300 350
Abundance #107220: Hexadecane “ T
57.0 14.50 15.00
m/z 41.00 24.26%
g L[ moussoze0 I
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125984.D

Acqg On : 28 Oct 2021 12:36
Operator : JU/CG

Sample : M4358-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Hexadecane, 2,6,10,14-tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.145 2.33 ng 124676 Perylene-di2 15.474
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 56
2 Eicosane 282 C20H42 000112-95-8 56
3 Pentadecane 212 C15H32 000629-62-9 46
4 Hexadecane 226 C1l6H34 000544-76-3 42
5 2,6-Dimethyldecane 170 C12H26 013150-81-7 42

Abundance Scan 2220 (15.145 min): BF125984.D\data.ms (-2217) (-} m/z 57.00 100.00%
57.0

5000 252.1 M/\W\JL
9.0 — —
‘ [ 107, 90313331 15.00 15.50
oL— ‘\‘ \‘ , \H\ \‘H‘m‘\ H“mm‘\“ | \u\“\ n}\ L ihw\}\h\\‘uu‘ H‘ TTTII ul\\‘\‘ it ‘M"\ [ ‘.\‘ . m/Z 43.00 67.72%
m/z--> 50 100 150 200 250 300 350
Abundance #176405: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — —
15.00 15.50
m/z 71.00 64.46%
113.0
169.0
0% \L‘\ ‘\““\“M‘ \‘“\“\ § T ‘\ \‘\“‘ T \2\8\2\0‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
— —
15.00 15.50
5000 m/z 252.10 42.46%
9.0
L) | 14108302050 2620
(o R S M it
m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane e —
57.0 15.00 15.50
m/z 85.05 36.36%
- VWNAWNAWWWJKMMAwaMﬂMM
9.0
0380 || [1 140 2120 T
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102821\
Data File : BF125984.D

Acqg On : 28 Oct 2021 12:36
Operator : JU/CG

Sample : M4358-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102521.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|
Butane, 2-metho... 2.134 70.1 ng 3731990 1 6.857 1065110 20.0
Ethanol, 2-(2-b... 8.040 12.5 ng 846498 2 8.140 1356510 20.0
Phenanthrene, 2... 11.904 4.7 ng 299639 4 11.375 1272300 20.0
Anthracene, 1-m... 11.986 2.4 ng 150428 4 11.375 1272300 20.0
di-p-Tolylacety... 12.428 3.0 ng 187629 4 11.375 1272300 20.0
Heptadecyl hept... 13.874 7.0 ng 495428 5 14.010 1413510 20.0
Nonadecane 14.804 2.2 ng 118946 6 15.474 1071380 20.0
Hexadecane, 2,6... 15.145 2.3 ng 124676 6 15.474 1071380 20.0

8270-BF102521.M Fri Oct 29 15:16:42 2021

Pag 12



