LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc :

ALS Vvial : 19 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128275.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.493 28 35 42 rvB2 13917 26027 2.26% 0.191%
2 5.504 543 547 560 rBV 1281996 1147697 99.57% 8.430%
3 6.516 715 719 735 rBV 1182859 1152670 100.00% 8.467%
4 6.887 778 782 785 rBV 560365 502028 43.55% 3.688%
5 7.445 873 877 887 rBV 790446 740450 64.24% 5.439%

6 8.169 996 1000 1003 rBV 708654 595325 51.65% 4.373%
7 9.239 1178 1182 1185 rBV 1455093 1121070 97.26%  8.235%
8 9.928 1295 1299 1302 rBV 646300 590205 51.20% 4.335%
9 10.716 1429 1433 1440 rBV 763870 652739 56.63% 4.795%
10 11.416 1548 1552 1555 rBV 694256 570588 49.50% 4.191%
11 11.439 1555 1556 1563 rVB2 40962 32565 2.83% 0.239%
12 11.528 1568 1571 1574 rVB 21286 18859 1.64% 0.139%
13 11.728 1603 1605 1607 rBV 19167 14101 1.22% 0.104%
14 11.904 1632 1635 1638 rBV 199422 185355 16.08% 1.361%
15 12.004 1648 1652 1655 rBV 93858 84642  7.34% 0.622%
16 12.122 1666 1672 1675 rBV 166538 174070 15.10% 1.279%
17 12.186 1679 1683 1686 rVv4 16188 25483 2.21% ©.187%
18 12.239 1689 1692 1695 rVV2 41924 41112 3.57% ©.302%
19 12.275 1695 1698 1701 rVB 165389 146553 12.71% 1.076%
20 12.345 1706 1710 1714 rBV 511965 424953 36.87% 3.121%
21 12.492 1731 1735 1739 rVB2 353930 295680 25.65% 2.172%
22 12.586 1748 1751 1755 rVB5 17385 21887 1.90% 0.161%
23 12.633 1756 1759 1761 rBV 77326 75063 6.51% ©.551%
24 12.651 1761 1762 1768 rVB 74361 65308 5.67% ©.480%
25 12.722 1771 1774 1777 rBv4 12600 16193 1.40% ©.119%
26 12.751 1777 1779 1781 rBV2 14825 14147 1.23% 0.104%
27 12.786 1781 1785 1788 rVB 179534 163822 14.21% 1.203%
28 12.827 1789 1792 1793 rBV 38478 33052 2.87% ©.243%
29 12.863 1793 1798 1800 rVB 81449 78789 6.84% 0.579%
30 12.998 1815 1821 1824 rBV 1105637 1145314 99.36%  8.413%

31 13.022 1824 1825 1827 rVW 172253 128764 11.17%
32 13.051 1827 1830 1831 rVVW 170877 164089 14.24%
33 13.069 1831 1833 1836 rVV 227551 174045 15.10%

ONRFRPRREPRO
N
N
00
B

34 13.127 1839 1843 1846 rVV 411277 388361 33.69% 853%
35 13.169 1847 1850 1855 rBV3 41703 57716  5.01% 424%
36 13.216 1855 1858 1861 rBV 100734 85802 7.44% 0.630%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc

ALS Vvial : 19 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.610 1923 1925 1928 rVB3 26317 21991 1.91% 0.162%
38 13.645 1929 1931 1934 rWV 42956 40538 3.52% ©0.298%
39 13.686 1935 1938 1947 rVB3 72747 101224 8.78% 0.744%
40 13.904 1970 1975 1983 rBV5 107855 276534 23.99% 2.031%
41 14.027 1993 1996 1998 rBV 42341 43564 3.78% ©0.320%
42 14.063 1998 2002 2005 rVV 579994 512466 44.46% 3.764%
43 14.504 2074 2077 2080 rBV2 255568 248595 21.57% 1.826%
44 14.539 2080 2083 2090 rBv4 128936 269618 23.39%  1.980%
45 14.968 2154 2156 2160 rVB 69372 69943 6.07% 0.514%
46 15.163 2186 2189 2193 rVB 204534 230278 19.98% 1.691%
47 15.557 2252 2256 2260 rVB 261335 324648 28.16%  2.385%
48 15.763 2288 2291 2296 rVB4 58004 71562 6.21% 0.526%
49 18.209 2702 2707 2720 rVB9 84177 248598 21.57% 1.826%

Sum of corrected areas: 13614077
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 16 May 2022 18:44
¢ CG\JU
: N2832-11

: 19

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
BF128275.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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13.

TIC: BF128275.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Naphthalene, 1,4,6,7-tetrac... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.904 6.50 ng 185355  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6,7-tetrachloro- 264 C1eH4Cl4 055720-43-9 99
2 Naphthalene, 1,3,5,7-tetrachloro- 264 C1eH4AC14 053555-64-9 99
3 Naphthalene, 1,2,3,4-tetrachloro- 264 C1eH4C14 020020-02-4 98
4 Tetrachloroterephthalonitrile 264 C8Cl4N2 001897-41-2 95
5 Tetrachloroisophthalonitrile 264 C8C14N2 001897-45-6 91
Abundance Scan 1635 (11.904 min): BF128275.D\data.ms (-1632) (.  m/z 265.90 100.00%
265.9
5000 J\ )\ J\
| L
61.0 12.00
(o} m/z 263.90  79.59%
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #152243: Naphthalene, 1,4,6,7-tetrachloro-
266.0
5000 A & A /ﬂ
194.0 12.00
m/z 267.90  51.36%
229.0
O ‘ \13\61‘.‘0\\ TT ’ \7\\5\-‘0\\ T ‘ T \\lﬁ?\(}?\ ‘ \]\-fﬁ\.\o\ T ’ T \“‘\H‘ TTTT ‘ T M‘\ ‘ TTTT ‘
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #152242: Naphthalene, 1,3,5,7-tetrachloro-
266.0 J\ | )\ J\
A
12.00
5000 m/z 194.00 41.06%
194.0
20 o w00 | o
Ottt et b e e e
miz--> 20 40 60 80 100120 140 160 180 200 220 240 260 j\ JL AA
Abundance #152241: Naphthalene, 1,2,3,4-tetrachloro- : j‘\ e
266.0 12.00
m/z 196.00 27.63%
5000
2260 61.0 )\ | A J\
el
m/z--> 20 40 60 80 100120140160 180200220 240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Naphthalene, 1,2,3,4-tetrac... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

12.004 2.97ng 84642 Phenanthrene-d10 11.416

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Naphthalene, 1,2,3,4-tetrachloro- 264 C1eH4Cl4
2 Naphthalene, 1,4,6,7-tetrachloro- 264 C1eH4AC14
3 Naphthalene, 1,3,5,7-tetrachloro- 264 C1eH4C14
4 Tetrachloroterephthalonitrile 264 C8C14N2
5 Tetrachloroisophthalonitrile 264 C8Cl4N2

Abundance Scan 1652 (12.004 min): BF128275.D\data.ms (-1648) (-]
265.9

5000

61.0

0,
m/z--> 20 40 60 80 100120140160 180200 220240260

Abundance #152241: Naphthalene, 1,2,3,4-tetrachloro-
266.0

5000

61.0
O26.0

m/z--> 20 40 60 80 100120140160 180200220 240 260

Abundance #152243: Naphthalene, 1,4,6,7-tetrachloro-
266.0

5000
194.0

36.0 123.0 159.0 ‘ 229.0
Ll 75.0 - I | \Mu

m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #152242: Naphthalene, 1,3,5,7-tetrachloro-

o

266.0

5000
194.0
28.0 74.0 123.0 159.0 M ZZﬁO

Oy vt v e b e
m/z--> 20 40 60 80 100120140160 180200220 240 260
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020020-02-4 99
055720-43-9 99
053555-64-9 99
001897-41-2 93
001897-45-6 93

m/z 265.90 100.00%

Ly LAL)

12.00
m/z 263.90  75.72%

Ll

12.00
m/z 267.90  48.20%

MJ\A

12.00
m/z 193.90  40.06%

_yl

12.00
m/z 195.90  27.83%

Ly L

12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Naphthalene, 1,3,5,7-tetrac... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.122 6.10 ng 174070  Phenanthrene-die 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6,7-tetrachloro- 264 C1eH4Cl4 055720-43-9 99
2 Naphthalene, 1,3,5,7-tetrachloro- 264 C1eH4AC14 053555-64-9 99
3 Naphthalene, 1,2,3,4-tetrachloro- 264 C1eH4C14 020020-02-4 97
4 Tetrachloroterephthalonitrile 264 C8Cl4N2 001897-41-2 95
5 1,2-Benzenedicarbonitrile, 3,4,5... 264 C8Cl4N2 001953-99-7 90

Abundance Scan 1672 (12.122 min): BF128275.D\data.ms (-1666) (-] m/z 265.90 100.00%
265.9

5000

12.00 12.50

0+ m/z 263.90 75.99%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #152243: Naphthalene, 1,4,6,7-tetrachloro-
266.0

194.0 12.00 12.50
m/z 267.90  49.60%

36.0 159.0
[ 750 1230 197

m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #152242: Naphthalene, 1,3,5,7-tetrachloro- j\
266.0 I )\ A

o

12.00 12.50
5000 ITI/Z 194.00 42.73%
194.0
229 0
L1280 740 1230 159.0 M
_H‘_‘H,H‘w‘H‘_‘H,H‘W‘HW‘H‘V‘H‘H‘w‘u‘_‘u‘
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #152244: Naphthalene, 1,2,3,4-tetrachloro-
266.0 12.00 12.50
m/z 196.00 25.10%
5000 194.0
61.0 0159.0 229.0 )\ AJ\
R O o i | e TR
m/z--> 20 40 60 80 100120140160 180200 220 240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\

Data File : BF128275.D

Acqg On : 16 May 2022 18:44

Operator : CG\JU

Sample : N2832-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 4 Tetrachloroterephthalonitrile Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.275 5.14 ng 146553  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6,7-tetrachloro- 264 C1eH4Cl4 055720-43-9 99
2 Naphthalene, 1,3,5,7-tetrachloro- 264 C1eH4AC14 053555-64-9 99
3 Tetrachloroterephthalonitrile 264 C8C14N2 001897-41-2 95
4 Naphthalene, 1,2,3,4-tetrachloro- 264 C1OH4Cl4 020020-02-4 94
5 Tetrachloroisophthalonitrile 264 C8C14N2 001897-45-6 93

Abundance Scan 1698 (12.275 min): BF128275.D\data.ms (-1695) (-]

5000

61.0

265.9

m/z 265.85 100.00%

L ALY

0

m/z-->
Abundance

5000

o

m/z-->
Abundance

5000

o

m/z-->

20 40 60 80 100120 140160 180 200220240 260
#152243: Naphthalene, 1,4,6,7-tetrachloro-

194.0

36.0 123.0 159.0 ‘ 229.0
[ 75.0 ﬁ(\? I, I I

20 40 60 80 100120140160 180 200220240260
#152242: Naphthalene, 1,3,5,7-tetrachloro-

194.0

28.0 74.0 123.0 159.0 M 22?.0
‘ Jlly

20 40 60 80 100120140160 180 200220240260

266.0

12.00 12.50
m/z 263.90  76.95%

266.0

L

12.00 12.50
m/z 267.90  47.12%

L LAl

Abundance #153583: Tetrachloroterephthalonitrile
266.0
5000
109.0 : 229.0
o260 620 905 10801960 °
e ey

m/z--> 20 40 60 80 100120140160 180 200220240260
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12.00 12.50
m/z 194.00 38.51%

12.00 12.50
m/z 196.00  24.90%

12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Tetrachloroisophthalonitrile Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.345 14.90 ng 424953  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6,7-tetrachloro- 264 C1eH4Cl4 055720-43-9 99
2 Naphthalene, 1,3,5,7-tetrachloro- 264 C1eH4AC14 053555-64-9 99
3 Naphthalene, 1,2,3,4-tetrachloro- 264 C1eH4C14 020020-02-4 96
4 Tetrachloroisophthalonitrile 264 C8C14N2 001897-45-6 95
5 Tetrachloroterephthalonitrile 264 (C8C14N2 001897-41-2 93

Abundance Scan 1710 (12.345 min): BF128275.D\data.ms (-1706) (| m/z 265.90 100.00%
265.9

5000 }\ A Jk
LA
61.0 . : 12.00 12.50
0+ m/z 263.90 82.61%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #152243: Naphthalene, 1,4,6,7-tetrachloro-
266.0
5000 }U}\Jk
194.0 12.00 12.50
m/z 267.90 51.69%
229.0
O ‘ \13\61‘.‘0\\ TT ’ \7\\5\-‘0\\ T ‘ T \\lﬁ?\}?\ ‘ \]\-fﬁ\.\o\ T ’ T \“‘\H‘ TTTT ‘ T M‘\ ‘ TTTT ‘

m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #152242: Naphthalene, 1,3,5,7-tetrachloro-
266.0 ]L I A Jk
o L

12.00 12.50
5000 m/z 194.00 47.90%
194.0
20 o w00 | o
Ottt et b e e e
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #152241: Naphthalene, 1,2,3,4-tetrachloro-
266.0 12.00 12.50

m/z 196.00  29.81%

5000

61.0

L LALL

m/z--> 20 40 60 80 100120140160 180200220 240 260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 unknownl12.492 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.492 10.36 ng 295680  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4,6,7-tetrachloro- 264 C1eH4Cl4 055720-43-9 99
2 Naphthalene, 1,3,5,7-tetrachloro- 264 CleH4Cl4 053555-64-9 98
3 Naphthalene, 1,2,3,4-tetrachloro- 264 C1eH4C14 020020-02-4 98
4 Tetrachloroisophthalonitrile 264 C8C14N2 001897-45-6 95
5 Tetrachloroterephthalonitrile 264 (C8C14N2 001897-41-2 93

Abundance Scan 1735 (12.492 min): BF128275.D\data.ms (-1731) (-1 m/z 265.90 100.00%
265.9

5000 A AA
LAl L
12.50
0+ m/z 263.90 78.76%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #152243: Naphthalene, 1,4,6,7-tetrachloro-
266.0
5000 A \/\ AA T T T
194.0 12.50
m/z 267.90 53.72%
36.0 229.0
O ‘\1\1“H\\’\7\\5\-‘0\\\\‘H\lﬁ?\.}?\‘\]\-fﬁ\.\o\\’\H“‘\H‘\H\‘\}Mw\‘\\\\‘

m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #152242: Naphthalene, 1,3,5,7-tetrachloro-
266.0 I A Jk
P

12.50
5000 m/z 194.00 49.,50%
194.0
20 o w00 | o
Ottt et b e e e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 JL J\
Abundance #152241: Naphthalene, 1,2,3,4-tetrachloro- /\ R REmma
266.0 12.50
m/z 196.00 30.92%
5000
1260 61.0 | A J\
R
m/z--> 20 40 60 80 100120140160 180200 220 240260 12.50

8270-BF050922.M Tue May 17 17:34:34 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 7 unknownl2.786 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.786 6.39 ng 163822  Chrysene-di2 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrazine, 2,5-bis(4-chlorophenyl)- 300 C16H10C12N2 074376-33-3 35
2 4-Bromo-2-fluoroiodobenzene 300 C6H3BrFI 105931-73-5 30
3 1-Bromo-2-fluoro-4-iodobenzene 300 C6H3BrFI 136434-77-0 16
4 (E,E)-2,5-Bis[2-(2-thienyl)ethen... 300 C16H12S3 026263-68-3 14

5 3-Chloro-6-methyl-1-benzothiophe... 298 C13H15C102SSi 1000485-00-5 14

Abundance Scan 1785 (12.786 min): BF128275.D\data.ms (-1781) (| m/z 299.90 100.00%

299.9
- 7 | Jﬂ J\M
kel
61.0 122.0 158.0 192.9 264.9 12.50 13. oo
o ‘1‘ ! % up m“ u‘\ b \}\ “‘1 —t ‘\‘u‘ I “u‘ o u“‘“u — m/z 301.90 %
miz--> 50 100 150 200 250 300
Abundance #199102: Pyrazine, 2,5-bis(4-chlorophenyl)-
136.0 300.0
5000
12.50 1300
101.0 m/z 297.90 .65%
51.0 ‘ ‘ 265.0
O ‘ H \‘ \“\ T ‘M \‘ T H\ “\ i f‘ \178\9.(‘) \2\2\99 ‘ \‘“\ T T H\
miz--> 50 100 150 200 250 300
Abundance #200097: 4-Bromo-2-fluoroiodobenzene
300.0
A I
12.50 13.00
5000 94.0 m/z 229.90  39.00%
173.0
50.0 127.0 221.0
0 H}M“w“_“H;uw”_“”_‘” L,
miz--> 50 100 150 200 250 300 J
Abundance #200099: 1-Bromo-2-fluoro-4-iodobenzene ‘ /} /\
300.0 1250 1300
m/z 227.90 38.16%
5000 94.0
173.0
i e Jbu\
ol d ey e W
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF050922.M Tue May 17 17:34:35 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 8 unknownl3.051 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.051 6.40 ng 164089  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dibromo-5-fluorothioanisole 298 C7H5Br2Fs 1314987-31-9 38
2 4-Bromo-2-fluoroiodobenzene 300 C6H3BrFI 105931-73-5 27
3 Platinum, (.eta.5-2,4-cyclopenta... 301 C8H10Pt 035770-29-7 23

4 3-Chloro-6-methyl-1-benzothiophe... 298 C13H15C102SSi 1000485-00-5 18
5 Pyrazine, 2,5-bis(4-chlorophenyl)- 300 C16H10C12N2 074376-33-3 17

Abundance Scan 1830 (13.051 min): BF128275.D\data.ms (-1827) ( m/z 299.90 100.00%

299.
5000 2279 J\A J\M
e
122.0 158.0 193.0 262.9 13.00
0b—— WﬂuMm MMHM\ \MM“ W““w“ Mk“ m%, m/z 297.90 67.72%
miz--> 50 100 15 200 250 300
Abundance #197513: 2,4-Dibromo-5-fluorothioanisole
300.0
| J\m )\M
5000 LIS :
140.0 2010 13.00
450 m/z 301.90 63.38%
| \ Lome |20
ob— ‘u‘ \‘h r‘u H\\ —L ¢ ‘hh‘ ‘ u‘ TR ‘m‘H‘ ‘H‘ I,
miz--> 100 150 200 250 300
Abundance #200097. 4-Bromo-2-fluoroiodobenzene
300.0 A
T
13.00
5000 94.0 m/z 227.90  42.81%
173.0
50.0 127.0 221.0
ow“w‘“‘m SN S E—
miz--> 50 100 150 200 250 300 j\/@
Abundance #201136: Platinum, (.eta.5-2,4-cyclopentadien-1-yl)(.eta.: A‘ el L ‘
300.0 13.00
m/z 229.90 39.54%
5000
233.0
39.0
0 L § 103.0 150.0 195.0 ‘ 0 /\ N
e S e T e B
m/z--> 50 100 150 200 250 300 13.00

8270-BF050922.M Tue May 17 17:34:36 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 9 4-(3-Pyridinyl)-2-pyrimidin... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

13.069 6.79 ng 174045  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(3-Pyridinyl)-2-pyrimidinamine... 244 C12H16N4Si 1010476-09-4 50
2 3H-Pyrazole, 3,3-dimethyl-5-phen... 272 C19H16N2 140173-57-5 50
3 Thiazole, 2-amino-4-(1H-indol-3-... 229 C12H11N3S 1000304-18-3 50
4 Benzo(a)acridine 229 C17H11N 000225-11-6 50
5 Ethanone, 1-(2,3-dihydro-1,1,2,3... 244 C17H240 015323-35-0 47

Abundance Scan 1833 (13.069 min): BF128275.D\data.ms (-1831) (1  m/z 229.10 100.00%
229.1

5000

oo 1142 ‘ 13.00
ol 390 810 | 15201870 | | 2751 1 32805 35.82%

miz--> 50 100 150 200 250
Abundance #127764: 4-(3-Pyridinyl)-2-pyrimidinamine, N-trimethylsily
229.0
R

5000 99.0 1300
m/z 244.10 27.57%

69.0
0 \2\8\.0\“ i‘ g w‘“\ “\“M“\‘lwzwglwo‘ ]\-7\“2\0\ T ‘ \“‘ L —

m/z--> 50 100 150 200 250
Abundance #163902: 3H-Pyrazole, 3,3-dimethyl-5-phenyl-4-phenyletl
229.0

13.00
5000 m/z 226.05 20.65%
390 770 1150 1650 ‘ 272.0
o) S— h\ }L ‘\M‘\H‘\‘ ‘m‘mi‘h d‘m‘ Hh‘ I ‘M\ ‘\‘H‘ i %9%.(‘)‘“‘ ‘ \‘M‘ , “\ -
m/z--> 50 100 150 200 250
Abundance #110143: Thiazole, 2-amino-4-(1H-indol-3-yl)-5-methyl- I ‘
229.0 13.00
m/z 230.05 13.26%
5000
115.0 186.0
59.0 ‘ 154.0 H J
miz--> 50 100 150 200 250 13.00

8270-BF050922.M Tue May 17 17:34:37 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 10 unknown13.127 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.127 15.16 ng 388361 Chrysene-di2 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Bromo-2-fluoroiodobenzene 300 COHBRFI 105931-73-5 27

2 2,6-Lutidine, 4-[[p-aminophenyl]... 298 C13H12C12N2S  1000252-27-9 27
3 Pyrazine, 2,5-bis(4-chlorophenyl)- 300 C16H10C12N2 074376-33-3 25
4 Platinum, (.eta.5-2,4-cyclopenta... 301 C8H10Pt 035770-29-7 23
5 3-Chloro-6-methyl-1-benzothiophe... 298 C13H15C102SSi 1000485-00-5 18

Abundance Scan 1843 (13.127 min): BF128275.D\data.ms (-1839) (-] m/z 299.90 100.00%

299.9
5000 227.9 J\A J\M
oL —
1 12‘2-0 15?-0 193.0 | 26“4-9 13.00 13.50
0 bbbl nree I 'NENE NRMEN . m/z 301.90  66.23%
miz--> 50 100 150 200 250 300
Abundance #200097: 4-Bromo-2-fluoroiodobenzene
300.0
=000 94.0 f\ AAAMO =
173.0 13 135
m/z 297.90 63.34%
50.0 127.0 221.0
O T ‘\ } \“‘ ‘\“‘\ \““ T T ‘\ T P T \“\ T ‘ T \‘ T T ‘ T T T T H T
miz--> 50 100 150 200 250 300
Abundance #196068: 2,6-Lutidine, 4-[[p-aminophenyl]thio]-3,5-dichlor
124.0 298.0
13.00 13.50
m/z 227.90 44.26%
5000 80.0
420 228.0 564
186.0 ‘
0 ‘\“\‘“‘\ ‘JMM;‘\ . ‘HH‘\‘ L ‘\h b ‘15‘5"0‘ ‘h‘ — N - \‘ ‘H“ . ‘\H\‘
miz--> 50 100 150 200 250 300 j\h
Abundance #199102: Pyrazine, 2,5-bis(4-chlorophenyl)- A Pt -
136.0 300.0 13.00 13.50
m/z 229.90 42.39%
5000
101.0
51.0 ‘ ‘ 265.0 J
obwbd b gy ol 1890 2290 | Ldn W
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF050922.M Tue May 17 17:34:38 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 unknownl3.169 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.169 2.25 ng 57710  Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Bromo-2-fluoroiodobenzene 300 C6H3BrFI 105931-73-5 30
2 11H-Indeno[1,2-b]quinoxaline-11-... 300 C15H6C12N20 331983-28-9 27
3 Thiophene, 2-(2,4-dichlorophenyl)- 228 C10H6C12S 075601-32-0 25
4 Sulazepam 300 C16H13CIN2S 002898-13-7 22
5 Benzoic acid, 4-(6-amino-1,2,5-0... 300 C13H12N603 1000276-59-3 18

Abundance Scan 1850 (13.169 min): BF128275.D\data.ms (-1847) (1  m/z 299.90 100.00%

299.9
227.9
- Jﬂ J\M
158.0 _ o L —r—
’ 122.0 195.0 13.00 13.50
ol m/z 301.90  66.47%
miz--> 50 100 150 200 250 300
Abundance #200097: 4-Bromo-2-fluoroiodobenzene
300.0
5000 94.0 Jk/k;}\ﬁ({ko T
173.0 13. 13.50
m/z 297.85 60.87%
50.0 127.0 221.0
O T ‘\ ‘ \H ‘\“\ \““ T T ‘\ T ’“ T \“\ T ’ T \‘ T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #199087: 11H-Indeno[1,2-b]quinoxaline-11-one, 6,8-dichl
300.0
\A\ T T T
13.00 13.50
5000 m/z 227.90  52.10%
109.0 144.0
750 2020,
[N i I I i i
NEL I N ‘,\m\‘_‘\”\u‘
miz--> 50 100 150 200 250 300 ka
Abundance #108470: Thiophene, 2-(2,4-dichlorophenyl)- et ——
228.0 13.00 13.50
m/z 229.90 43.35%
5000
114.0 ‘ 193.0 J
o”_m_H\HMMH\WH_ [ ] —
miz--> 50 100 150 250 300 13.00 13.50

8270-BF050922.M Tue May 17 17:34:38 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 12 Tricosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.216 3.35 ng 85802  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 90
2 Hexadecane 226 C1l6H34 000544-76-3 87
3 Octacosane 394 (C28H58 000630-02-4 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 1858 (13.216 min): BF128275.D\data.ms (-1855) (- m/z 57.10 100.00%

57.1
5000
—— —
| 9\0 141.0182.0 232.2 282.1325.9 1300 1350
o —_ Ww_‘w‘“mH_MWH_MWH m/z 43.10  70.17%
m/z--> 50 100 150 200 250 300 350
Abundance #229645: Tricosane
57.0
5000 — —
13.00 13.50
m/z 71.10 66.63%
141.0 324.0
O T \ \‘ ‘h “H‘ \‘h‘\h“ \“‘\ T “ “‘\ “\ ]\T?Z\(‘)\‘\z‘\s“s\(\)\ T ‘ T \ T ‘ T T
m/z--> 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0
—— —
13.00 13.50
5000 ITI/Z 85.05 46.03%
oLl D om0
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 13.00 13.50
m/z 41.10  29.57%
o M
ol h‘ H | 14191.83 02250 281.0 337.0 394.
et ““““““‘ R e e e —— —
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF050922.M Tue May 17 17:34:39 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 13 unknownl3.686

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.686 3.95 ng 101224  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual

334 C13H6C1402
. 334 C14H7C12F302 1010447-64-2 35

2,3,4,5-Tetrachloro-2,4-cyclope...
-Hydroxy-2',5"'-dichlorobiphenyl..

uipHh wWN R
uh O w~—~

Abundance Scan 1938 (13.686 min): BF128275.D\data.ms (- 1935) -

5000
0,
miz--> 50 100 150 200 250 300
Abundance #240849: (2,3,4,5-Tetrachloro-2,4-cyclopentadienylidene]
264.0 336.0
299.0
5000 171.0
0L \“ ul “ﬂ ‘\h . h\‘ hmh \H\ HH‘\ ‘m‘\ Ly ‘Mumﬂ‘ iyl
miz--> 100 200 250 300
Abundance #240927. 3—Hydroxy—2 ,5—d|ch|or0bipheny|, trifluoroacetat
334.0
5000 139.0
69.0
209.0
02‘8‘-0‘ T ul94‘0‘ Ly JH ‘ \u H h - ‘26‘4"0‘2‘9%‘0‘ ‘ “‘ :
miz--> 50 100 150 200 250 300
Abundance #238353: Chromone, 3,5-dibromo-6-hydroxy-2-methyl-
334.0
5000
107.0 214.0 254 0
NI UURE I N ——
miz--> 50 100 150 200 250 300

8270-BF050922.M Tue May 17 17:34:40 2022

hromone, 3,5-dibromo-6-hydroxy-... 332 C10H6Br203
-Chloro-6-fluoro-2-trichloromet... 297 C1@H4Cl4FN
-Bromo-6-chloro-3-iodopyridin-2... 332 C5H3BrClIN2

1000243-99-3 38

030095-77-3 35
927800-47-3 25
1207625-23-7 22

m/z 333.80 100.00%

]

13.50 14.00
m/z 335.90  85.97%

AMJ\ M

13.50 14.00
m/z 263.90  65.45%

i

13.50 14.00
m/z 331. } 58.96%

1350 1400
m/z 261.90 50.33%

oy

13.50 14.00

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 14 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.904 10.79 ng 276534  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93

Abundance Scan 1975 (13.904 min): BF128275.D\data.ms (-1970) (- m/z 57.10 100.00%

57.1
5000
111
——
14.00
53 1 2301 2897 3291
0l “u “ R F s S m/z 83.18 91.11%
miz--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 97.0 —
14.00
m/z 55.10  88.84%
O T \“\ \ ‘ \h ‘\‘ \‘H“ }“ Jt\3\9‘0\178\2\0‘2\2\3\0\‘ \2\89\()‘ T T ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
——
14.00
so00] 4% m/z 43.10  81.11%
25.0
0 \h \‘\ | | \“ \ \‘\ 16u7 0210 0 280.0
A mEE s T
m/z--> 50 100 150 200 250 300 350
Abundance  #307572: Heptafluorobutyric acid, n-tetradecyl ester T
57.0 14.00
m/z 97.10 80.33%
5000 11.0
1690
olwd‘“_‘ i H‘ “W““‘2‘4‘1‘9”‘_”““3"9‘2"‘ —r
m/z--> 50 100 150 200 250 300 350 14.00

8270-BF050922.M Tue May 17 17:34:41 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 15 7H-Furo[3,2-g][1]benzopyran... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.504 9.70 ng 248595  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7H-Furo[3,2-g][1]benzopyran-7-on... 274 C15H1405 054087-32-0 58
2 Vasicinone, TMS 274 C14H18N202Si 1000478-43-5 49
3 dl-Vasicinone, TMS 274 C14H18N202Si 1000507-01-8 49
4 4,4-Dimethyl-N-[3-(trifluorometh... 274 C12H13F3N2S 281211-64-1 47
5 Benz[c]acridin-7(12H)-one, 11-me... 259 C18H13NO 077745-36-9 43

Abundance Scan 2077 (14.504 min): BF128275.D\data.ms (-2074) (-1 m/z 259.15 100.00%

259.1
5000
57.1 215.1
T
113.1 14.50
165.1
0 i L. 82123661 y/7 274.15  62.34%
m/z--> 50 100 150 200 250 300 350
Abundance #165831: 7H-Furo[3,2-g][1]benzopyran-7-one, 2-(1-hydro
259.0
5000 ‘14\50‘ f
43.0 :
m/z 57.10 32.81%
115.0 1 2160
ol— \‘\ “\ 1L \‘ Ll ‘ ‘h‘\\‘ \‘\‘ r'\ u‘\wﬂ‘ \‘\ ‘\uh‘ . ‘\““H “‘ o B e
m/z--> 50 100 150 200 250 300 350
Abundance #165655: Vasicinone, TMS
259.0
—
14.50
5000 ITI/Z 215.05 31.61%
75.0 185.0
129.0
Qb Lo e AL
m/z--> 50 100 150 200 250 300 350
Abundance #165656: dl-Vasicinone, TMS —
259.0 14.50
m/z 229.10 31.40%
5000
75.0 185.0
129.0 ‘
(LA WP RSN ST A I S— W
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 16 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.539 10.52 ng 269618  Chrysene-di2 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 97
2 n-Nonadecanol-1 284 C19H400 001454-84-8 95
3 1-Tetracosene 336 (C24H48 010192-32-2 95
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 92
Abundance Scan 2083 (14.539 min): BF128275.D\data.ms (-2080) (- m/z 83.10 100.00%
43.1 83.1
5000 MMJ\M«W\/\»
25.1 —r |
14.50
193.1 281.0 325.1 368.1
0Lt u‘w“y ‘!M“ g 2300 FELSEATNT m/z 57.10 99.53%
mlz--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
97.0
5000 — :
14.50
m/z 55.10 97.31%
04 ‘ “\‘“ f ‘H‘ “]* } T \1\8\2\0’2\2\4\(\)‘ \2\8\0\0’ L
miz--> 50 100 150 200 250 300 350
Abundance #179253: n-Nonadecanol-1
83.0
43.0 e :
14.50
5000 m/z 43.10 95.52%
25.0
I 1 “ 168.0  238.0
oL A h e
miz--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene T ‘
43.0 83.0 14.50
m/z 97.10 90.63%
5000
25.0
o LU assomion o L
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 17 Oxirane, hexadecyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

14.969 4.31 ng 69943  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 83
2 Tetradecanal 212 C14H280 000124-25-4 80
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 80
4 Eicosanal- 296 C20H400 002400-66-0 76
5 Bicyclo[10.8.0]eicosane, cis- 278 C20H38 1000155-82-2 70

Abundance Scan 2156 (14.968 min): BF128275.D\data.ms (-2154) (- m/z 57.10 100.00%

57.1
97.1
5000
137.1 208.1 15.00
0 “‘yﬁw* m/z 43.10 92.72%
mlz--> 50 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl-
43.0 82.0
5000 R
15.00
m/z 55.10 78.15%
24.0
L “ | | | 166.0208.0250.0
O“\H‘“\}‘\"‘h‘u‘\“\“\‘}‘\‘\}‘\‘\‘i“““““““
m/z--> 50 100 150 200 250 300 350
Abundance #90087: Tetradecana
57.0
——
15.00
5000 m/Z 82.10 73.66%
il
138.0
oLV 1020
miz--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl- ——
43.0 82.0 15.00
m/z 97.10 55.18%
- M
24.0
AL (1es0 22202040
0 \JMW\MhlHWN\MM‘“H\iﬁ‘H\“H\iN\\\ I ——
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 18 cis-11-Tetradecen-1-0l Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.762 4.41 ng 71562  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-11-Tetradecen-1-o0l 212 C14H280 034010-15-6 86
2 1,15-Hexadecadiene 222 C16H30 021964-51-2 76
3 Tricosanal 338 (C23H460 072934-02-2 74
4 Pentadecanal- 226 C15H300 002765-11-9 68
5 1-Eicosyne 278 C20H38 000765-27-5 64

Abundance Scan 2291 (15.763 min): BF128275.D\data.ms (-2288) (1 m/z 43.10 100.00%

1 Wb\%
5000
365.3 L, I
\ 17715019 303.3 428, 15.50 16.00
oML m/z 57.10  93.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #90114: cis-11-Tetradecen-1-0
82.0
5000 — —
15.50 16.00
29 m/z 82.10 80.62%
1)L go0 100
O\\‘\H\‘HM‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #102183: 1,15-Hexadecadiene
55.0
—— —
15.50 16.00
5000 ITI/Z 96.10 65.57%
10.0
LT s 2220
oL LA L 3880 o
m/z--> 50 100 150 200 250 300 350 400
Abundance #246458: Tricosanal T —
82.0 15.50 16.00
m/z 55.05 50.55%
5000 WW
320.0
‘ ‘ 207.0 264.0
oHH“W | “MWM:"Hu‘wm\_m_‘w”” —— ——
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44

Operator : CG\JU

Sample : N2832-11

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
: 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 19 4'-Hydroxy-6-methylflavone,... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.209 15.31 ng 248598  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4'-Hydroxy-6-methylflavone, trim... 324 C19H2003Si 1010454-24-9 70
2 [1,2,4]Triazino[3,4-f]purine-6,8... 324 C16H16N602 1010320-18-2 58
3 Benzo[4,5]imidazo[1,2-a]pyrimidi... 324 C17H16N40S 1000302-11-9 50
4 3-(4-Bromo-phenyl)-5-chloro-[1,2... 307 C12H7BrCIN3 1000294-25-1 35

5 1-Naph

thalenamine, N-(2,4-dinitr...

309 C16H11N304

Abundance Scan 2707 (18.209 min): BF128275.D\data.ms (-2702) (-]
24.2

006267-99-8 35

m/z 324.20 100.00%

5000
18.00 18.50
0! m/z 309.20 92.80%
mlz--> 50 100 150 200 250 300 350 400
Abundance #229222: 4'-Hydroxy-6-methylflavone, trimethylsilyl ether
324.0
5000 e sy ok ot
18.00 18.50
m/z 265.10 36.67%
730 175.0 /
olzsa L mog | ozero ||
m/z--> 50 100 150 200 250 300 350 400
Abundance #228745: [1,2,4]Triazino[3,4-flpurine-6,8(7H,9H)-dione, 1
309.0
— —
18.00 18.50
5000 820 m/z 69.00  34.38%
39 162.0 2210
oL MM 220 L eeo ||
miz--> 50 100 150 200 250 300 350 400
Abundance #228877: Benzo[4,5]imidazo[1,2-a]pyrimidine-3-carboxyli P ——
266.0 324.0 18.00 18.50
m/z 55.00 29.61%
5000
58.0
183.0
134.0 ‘ | ‘
I VPV DWSN VYWY TS T Y | W U S E— — —
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128275.D

Acqg On : 16 May 2022 18:44
Operator : CG\JU

Sample : N2832-11

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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|
Naphthalene, 1,... 11.904 6.5 ng 185355 4 11.416 570588 20.0
Naphthalene, 1,... 12.004 3.0 ng 84642 4 11.416 570588 20.0
Naphthalene, 1,... 12.122 6.1 ng 174070 4 11.416 570588 20.0
Tetrachlorotere... 12.275 5.1 ng 146553 4 11.416 570588 20.0
Tetrachloroisop... 12.345 14.9 ng 424953 4 11.416 570588 20.0
unknownl12.492 12.492 10.4 ng 295680 4 11.416 570588 20.0
unknown12.786 12.786 6.4 ng 163822 5 14.063 512466 20.0
unknown13.051 13.051 6.4 ng 164089 5 14.063 512466 20.0
4-(3-Pyridinyl)... 13.069 6.8 ng 174045 5 14.063 512466 20.0
unknownl13.127 13.127 15.2 ng 388361 5 14.063 512466 20.0
unknown13.169 13.169 2.3 ng 57710 5 14.063 512466 20.0
Tricosane 13.216 3.4 ng 85802 5 14.063 512466 20.0
unknown13.686 13.686 4.0 ng 101224 5 14.063 512466 20.0
5-Eicosene, (E)- 13.904 10.8 ng 276534 5 14.063 512466 20.0
7H-Furo[3,2-g][... 14.504 9.7 ng 248595 5 14.063 512466 20.0
3-Eicosene, (E)- 14.539 10.5 ng 269618 5 14.063 512466 20.0
Oxirane, hexade... 14.969 4.3 ng 69943 6 15.557 324648 20.0
cis-11-Tetradec... 15.762 4.4 ng 71562 6 15.557 324648 20.0
4'-Hydroxy-6-me... 18.209 15.3 ng 248598 6 15.557 324648 20.0
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