LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53

Operator : CG\JU

Sample : N2984-16 :
Misc : P021-SS001-0006-01

ALS Vvial : 17 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-BF052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128632.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.063 468 472 479 rVB 53951 67762 2.37% 0.329%
2 5.493 541 545 563 rBV 2768429 2853516 100.00% 13.834%
3 6.504 714 717 727 rBV 2677556 2782403 97.51% 13.490%
4 6.834 769 773 776 rBV 826519 645313 22.61% 3.129%
5 7.398 863 869 872 rBV 2010871 1898381 66.53% 9.204%

6 8.116 986 991 994 rBV 834362 699753 24.52%  3.393%
7 9.192 1168 1174 1177 rBV 3513162 2823554 98.95% 13.689%
8 9.869 1285 1289 1292 rBV 778882 612166 21.45% 2.968%
9 10.663 1419 1424 1427 rBV 1591735 1396723 48.95% 6.772%
10 11.351 1538 1541 1545 rBV 613075 535214 18.76%  2.595%
11 11.880 1628 1631 1642 rBv2 72911 86307 3.02% 0.418%
12 12.663 1761 1764 1773 rBV2 68404 70633 2.48% 0.342%
13 12.945 1807 1812 1815 rBV 2885384 2520304 88.32% 12.219%
14 13.033 1824 1827 1830 rBV 85053 65058 2.28% ©.315%
15 13.063 1830 1832 1837 rVB2 35348 36611 1.28% ©.177%
16 13.127 1840 1843 1846 rVB 220694 183684 6.44% 0.891%
17 13.316 1871 1875 1878 rBV 283726 232526  8.15% 1.127%
18 13.345 1878 1880 1885 rVB 49747 48488 1.70% ©.235%
19 13.421 1889 1893 1897 rVB2 108555 105626 3.70% ©.512%
20 13.527 1906 1911 1916 rBV 148391 214114 7.50% 1.038%
21 13.633 1926 1929 1933 rVB 182887 152832 5.36% ©.741%
22 13.674 1933 1936 1941 rVB 67233 63196 2.21% 0.306%
23 13.821 1957 1961 1964 rBV 136313 123899 4.34% 0.601%
24 13.863 1964 1968 1971 rVB3 74530 78819 2.76%  ©.382%
25 13.904 1971 1975 1976 rBV2 80587 101540 3.56% ©.492%
26 13.998 1985 1991 1993 rBV 663282 634762 22.24%  3.077%
27 14.027 1993 1996 2000 rVB 292560 245544  8.60%  1.190%
28 14.092 2000 2007 2011 rBV 154536 162305 5.69% ©.787%
29 14.245 2030 2033 2037 rBV = 127437 120085 4.21% ©.582%
30 14.286 2037 2040 2043 rVB2 66699 54795 1.92% 0.266%
31 14.333 2045 2048 2051 rBV2 68728 59963 2.10% ©.291%
32 14.563 2083 2087 2092 rBV4 46809 75333 2.64% 0.365%
33 14.704 2108 2111 2116 rVB 55690 49140 1.72% 0.238%
34 15.115 2178 2181 2186 rVB 43862 49750 1.74%  0.241%
35 15.463 2235 2240 2244 rBV 434538 510154 17.88% 2.473%
36 15.933 2316 2320 2325 rVB2 44924 62120 2.18% 0.301%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53

Operator : CG\JU

Sample : N2984-16 :
Misc : P021-SS001-0006-01

ALS Vvial : 17 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-BF052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 17.033 2502 2507 2511 rBV3 28330 53501 1.87% 0.259%

38 17.098 2513 2518 2526 rVB4 73443 150281 5.27% ©.729%

Sum of corrected areas: 20626155
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 01 Jun 2022 19:53
: CG\JU
: N2984-16

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
BF128632.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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\BF060122\
Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53

Operator : CG\JU

Sample : N2984-16 :
Misc : P021-SS001-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
5.063 2.10 ng 67762 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 43
3 3-Octanol 130 C8H180 000589-98-0 42
4 1,2-Butanediol 90 C4H1e02 000584-03-2 38
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
Abundance Scan 472 (5.063 min): BF128632.D\data.ms (-468) (-) m/z 43.05 100.00%
43.0
59.0
5000
1011 \H‘HH‘HH‘HH‘H/\\“\
83.0 4.80 5.00 5.20 5.40
0 ‘Wm‘uH‘m“““m_m“!iuH_waf”_m‘uH‘mw m/z 59.05 61.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 N S SR
4.80 5.00 5.20 5.40
101.0 m/z 101.10  18.08%
31.0 N 83.0 |
0 \\‘\\\\‘\\\‘\“‘\\\\‘\\\\‘\\‘}‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4871: 3-Hydroxy-3-methyl-2-butanone
59.0

4.80 5.00 5.20 5.40

5000 430 m/z 58.00  12.64%
31.0
15.0 ‘ “ 87.0
O+t e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol “A“
59.0 4.80 5.00 5.20 5.40

m/z 41.05 11.63%

5000 83.0

41.0

29.0 101.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53

Operator : CG\JU

Sample : N2984-16 :
Misc : P021-SS001-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 n-Hexadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.880 3.23 ng 86307 Phenanthrene-dle 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 74
5 Undecanoic acid 186 C11H2202 000112-37-8 58

Abundance Scan 1631 (11.880 min): BF128632.D\data.ms (-1628) (1 m/z 60.00 100.00%

60.0
5000
129.1
213.1 — i
157.1185.1 2561 1150 12.00
0! m/z 43.05 94.43%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 I U
11.50 12.00
167.01g5 02130  256.0 m/z 73.00 93.77%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 73.0
At s e
11.50 12.00
5000 129.0 ITI/Z 41.05 85.53%
199.0
s e T
osol WML oL ]
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid = —
73.0 11.50 12.00
43.0 m/z 57.05 85.18%
5000 129.0
185.0
|
0;§RW\WHMMMMmkﬁ“wuﬁmwwuwMwwwuwwuwwwwwwuw B s
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53

Operator : CG\JU

Sample : N2984-16 :
Misc : P021-SS001-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 1,1'-Biphenyl, 2,3,3',4,4'-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.663 2.64 ng 70633  Phenanthrene-d1e 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,3,3',4,4'-penta... 324 C12H5C15 032598-14-4 99
2 2,3,3',4,5'-Pentachloro-1,1"'-bip... 324 C12H5C15 070362-41-3 99
32,3,3',4'",5'- Pentachloro-1,1"'-b... 324 C12H5C15 076842-07-4 99
4 3,3',4,4,',5-Pentachloro-1,1"-bi... 324 C12H5C15 057465-28-8 99
5 1,1'-Biphenyl, 2,2',4,4',5-penta... 324 C12H5C15 038380-01-7 99

Abundance Scan 1764 (12.663 min): BF128632.D\data.ms (-1761) (1 m/z 325.90 100.00%
9

32
5000 A
| ‘m‘f\J
12.50 13.00
0! m/z 254.00 76.49%
miz--> 50 100 150 200 250 300
Abundance #228411: 1,1'-Biphenyl, 2,3,3',4,4"-pentachloro-
326.0
5000 T ‘ \!\ T T A A\ ‘I\A\ f
12.50 13.00
254.0 m/z 255.90  74.86%
127.0 184.0
0410 ‘71%0‘ e ”\ m L i 21%0 H\‘ 2900 W‘Lr
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--> 50 100 150 200 250 300
Abundance #228361: 2,3,3',4,5'-Pentachloro-1,1'-biphenyl
326.0 A
o ‘M{
12.50 13.00
5000 m/Z 324.00 51.28%
254.0
0 41'0 74\\-0 Ll ‘\12K-0\ 18?0 21“” .O H\‘ 290.0 W“L_r
e
miz--> 50 100 150 200 250 300 A(
Abundance #228407: 2,3,3',4',5'- Pentachloro-1,1'-biphenyl — ‘A h‘ ‘A ‘
326.0 12.50 13.00
m/z 327.90 46.96%
5000
254.0
127.0 184.0 J
74.0
ol A%, e asoo | L]l

m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53

Operator : CG\JU

Sample : N2984-16 :
Misc : P021-SS001-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 2,2',3,4',5,6-Hexachloro-1,... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.033 2.05 ng 65058  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,2',3,4',5,6-Hexachloro-1,1"'-bi... 358 C12H4Cl6 068194-13-8 99
2 1,1'-Biphenyl, 2,2',3,4,5,6'-Hex... 358 C12H4Cl6 068194-15-0 99
3 1,1'-Biphenyl, 2,2',3,3',5,5"'-He... 358 C12H4Cl6 035694-04-3 99
4 1,1'-Biphenyl, 2,2',3,3',4,5-hex... 358 C12H4Cl6 055215-18-4 99
5 1,1'-Biphenyl, 2,2',3,4',5,5'-he... 358 C12H4Cl6 051908-16-8 99

Abundance Scan 1827 (13.033 min): BF128632[ndMarns(1824)( m/z 289.90 100.00%

5000

13.00
m/z 359.90  99.57%

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

Abundance #267153: 2,2',3,4',5,6-Hexachloro-1,1'-biphenyl
360.0
290.0 J
sl il

5000
13.00

m/z 288.00 84.70%

O,
miz--> 50 100 150 200 250 300 350
Abundance #267189: 1,1'-Biphenyl, 2,2',3,4,5,6'-Hexachloro-

360.0 AA/\ AA

13.00
5000 290.0 m/z 361.90  78.90%
2180
0 73\ 0 10? OH “‘\ 18\\\2 0 25\4'0
\\‘\‘\‘\‘\‘ \‘\\‘\‘\ ‘\ \\‘H‘\\\
miz--> 50 100 150 200 250 300 350 )\A J
Abundance #267216: 1,1'-Biphenyl, 2,2',3,3',5,5'-Hexachloro- A A A
360.0 13.00
m/z 357.90 55.40%
218.0
73.0 109. o’ 182.0
0h— ‘JJHMMAth“hH‘WW “ﬂ‘?ﬁﬁq‘ ‘A‘N\ ﬁA‘ A‘
m/z--> 50 100 150 200 250 300 350 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\

Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53

Operator : CG\JU

Sample : N2984-16 :
Misc P021-SS001-0006-01
ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 5 1,1'-Biphenyl, 2,2',3,4,4',... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.127 5.79 ng 183684  Chrysene-di2 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Biphenyl, 2,2',3,4,4',5-hex... 358 C12H4Cl6 035694-06-5 99
2 1,1'-Biphenyl, 2,2',3,4,5,6'-Hex... 358 C12H4Cl6 068194-15-0 99
3 1,1'-Biphenyl, 2,2',3,4,4',5'-he... 358 C12H4Cl6 035065-28-2 99
4 1,1'-Biphenyl, 2,2',3,3',4,4'-he... 358 C12H4Cl6 038380-07-3 99
5 1,1'-Biphenyl, 2,2',4,4',5,5'-he... 358 C12H4Cl6 035065-27-1 99

Abundance Scan 1843 (13.127 min): BF128632.D\data.ms (-1840)

¢
9

m/z 359.90 100.00%

289.9 359
5000 A
Nimni
13.00 13.50
0! m/z 289.90  85.52%
mlz--> 50 100 150 200 250 300 350
Abundance #267191: 1,1'-Biphenyl, 2,2',3,4,4',5-hexachloro-
360.0
5000 290.0 A ‘J\/\ i }\ AW
13.00 13.50
145.0 m/z 361.90 76.93%
73.0 ' 218.0
O,
miz--> 50 100 150 200 250 300 350
Abundance #267189: 1,1'-Biphenyl, 2,2',3,4,5,6'-Hexachloro-
360.0 J\A
AL ] R
13.00 13.50
5000 290.0 m/z 288.00  74.46%
145.0 218.0
miz--> 50 100 150 200 250 300 350 A/\ A
Abundance #267214: 1,1'-Biphenyl, 2,2',3,4,4',5-hexachloro- A, AL et
360.0 13.00 13.50
m/z 357.90 59.29%
5000 290.0
29.0
1450 2180 ‘
73.0
0 ‘m m\;‘“\‘w w\;\‘\“‘;uh‘ b ‘“u‘ i ‘ “M“ . ‘m“‘ coH ‘Hd‘ . ‘“U“L A ‘J\/\‘ ‘I\/\‘ ‘;\ [
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53

Operator : CG\JU

Sample : N2984-16 :
Misc : P021-SS001-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 2,3,3',4,4',6-Hexachloro-1,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.316 7.33 ng 232526  Chrysene-di2 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,3,3',4,4',6-Hexachloro-1,1"'-bi... 358 C12H4Cl6 074472-42-7 99
2 2,3,3',4,5",6-Hexachloro-1,1"'-bi... 358 C12H4Cl6 074472-43-8 99
31,1'-Bi phenyl 2,3',4,4',5,5"-he... 358 C12H4Cl6 052663-72-6 99
4 1,1'-Biphenyl, 2,2',4,4',5,5'-he... 358 C12H4Cl6 035065-27-1 99
52,3,3',4',5,6- Hexachloro 1,1'-bi... 358 C12H4Cl6 074472-44-9 99

Abundance Scan 1875 (13.316 min): BF128632.D\data.ms (- 1871) (- m/z 359.90 100.00%

/\‘J\/\‘ A I\A )

13.00 13.50
m/z 289.90  82.03%

5000

0,
miz--> 50 100 150 200 250
Abundance #267169: 2,3,3',4,4',6-Hexachloro-1, 1' b|phenyl

36D.0
5000 “\J\/\‘ oA J\\ ‘
290 0 13.00 13.50
m/z 361.90  75.41%
73.0 14ﬁ0182_0218.0 M

O T ‘ \ \“ \‘\‘ L ‘“ T “\ T ‘ T M T ‘ T M\ T ’ L
miz--> 50 100 150 200 250 300 350
Abundance #267157: 2,3,3',4,5',6-Hexachloro-1,1'- blphenyl J\
.0
/\‘J\N Al }\ s
13.00 13.50
5000 290.0 m/z 287.90 63.28%
145.0
2180
73.0 | 1810
SRS o OO NPTV N WA WV NP
miz--> 50 100 150 200 250 300 350 A/\ A
Abundance #267213: 1,1'-Biphenyl, 2,3',4,4',5,5-hexachloro- A L AT, {llac A

360.0 13.00 13.50
m/z 357.90 52.64%
5000
2900
145.0 2180 ‘
0 749 . bl \h‘ 18\%0 M‘ e /\‘J\/\‘ ‘AA‘ ‘;\ e

m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53

Operator : CG\JU

Sample : N2984-16 :
Misc : P021-SS001-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 1,1'-Biphenyl, 2,2',3,4',5,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.422 3.33 ng 105626  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,2',3,4',5,5'-he... 358 C12H4Cl6 051908-16-8 97
22,2',3,4,6,6' Hexachlor‘o 1,1'-bi... 358 C12H4Cl6 074472-40-5 97
32,2',3,4,4',6"'-Hexachloro-1,1"'-b... 358 C12H4Cl6 059291-64-4 97
4 1,1'-Bi phenyl 2,2',3,5,5',6-hex... 358 C12H4Cl6 052663-63-5 97
52,3',4,4',5',6- Hexachlor‘o 1 1'-b... 358 C12H4ACl6 059291-65-5 97

Abundance Scan 1893 (13.421 min): BF128632.D\data.ms (-1889) (-  m/z 290.00 100.00%

290.0 359.9
5000 218.0
144.0 A/\
L
i 13.50
0! m/z 359.90 98.72%
m/z--> 50 100 150 200 250 300 350 400
Abundance #267206: 1,1'-Biphenyl, 2,2',3,4',5,5'-hexachloro-
360.0
5000 290.0 A )\A Ny J\A
1450 1350
218.0 m/z 288.00  85.62%
74.0
O,
m/z--> 50 100 150 200 250 300 350 400
Abundance #267168: 2,2',3,4,6,6'-Hexachloro-1,1'-biphenyl
360.0
1350
218.0
o‘wHw_ml,e?‘owu_“‘l P -
m/z--> 50 100 150 200 250 300 350 400 ﬂ A
Abundance #267178: 2,2',3,4,4',6'-Hexachloro-1,1'-biphenyl ‘ /\A‘ |y j‘\
360.0 13.50
m/z 361.90 72.33%
290.0
5000
218.0 J\
m/z--> 50 100 150 200 250 300 350 400 13.50

8270-BF052622.M Thu Jun 02 13:31:09 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53

Operator : CG\JU

Sample : N2984-16 :
Misc : P021-SS001-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 2,3,3',4',5,5'-Hexachloro-1... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.527 6.75 ng 214114  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,3,3',4',5,5"-Hexachloro-1,1"-b... 358 C12H4Cl6 039635-34-2 99
2 2,3,3',4,5',6-Hexachloro-1,1'-bi... 358 C12H4Cl6 074472-43-8 99
32,3',4,4',5',6-Hexachloro-1,1"'-b... 358 C12H4Cl6 059291-65-5 99
4 1,1'-Biphenyl, 2,2',4,4',5,5'-he... 358 C12H4Cl6 035065-27-1 99
5 1,1'-Biphenyl, 2,3',4,4',5,5'-he... 358 C12H4Cl6 052663-72-6 99

Abundance Scan 1911 (13.527 min): BF128632.D\data.ms (- 1906) ( m/z 359.90 100.00%

5000

109.0145.0

13.50

! m/z 289.90 90.11%
m/z--> 50 100 150 200 250 300 350

Abundance #267176: 2,3,3',4',5,5'-Hexachloro-1,1'-biphenyl

5000 AU o

13.50
m/z 361.90  79.13%

O,
m/z--> 50 100 150 200 250 300 350
Abundance #267157: 2,3,3',4,5',6-Hexachloro-1,1'-biphenyl
360.0 %
Al ﬂ‘ o ey
13.50
5000 290.0 m/z 287.90 76.64%
145.0
73.0 10? 0 “‘ 181. o218 %2540
O by 8 M W il
miz--> 50 100 150 200 250 300 350 M A
Abundance #267172: 2,3',4,4',5',6-Hexachloro-1,1'- mphenyl P o hop ‘/
13.50
m/z 357.90 53.13%
5000 290.0
0! : e m\ %A\ A‘ R

m/z--> 50 100 150 200 250 300 350 13.50

8270-BF052622.M Thu Jun 02 13:31:10 2022
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
BF128632.D

: 01 Jun 2022 19:53

: CG\JU

: N2984-16

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 1,1'-Biphenyl, 2,2',3,4,5,6...

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.633 4.82 ng 152832  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Biphenyl, 2,2',3,4,5,6,6'-H... 392 C12H3Cl7 074472-49-4 99
2 1,1'-Biphenyl, 2,2',3,3',4,4',6-... 392 C12H3Cl7 052663-71-5 99
3 1,1'-Biphenyl, 2,2',3,4',5,5',6-... 392 C12H3Cl7 052663-68-0 99
4 1,1'-Biphenyl, 2,3,3',4,4',5,6-H... 392 C12H3C17 041411-64-7 99
5 1,1'-Biphenyl, 2,2',3,3',4,4',5-... 392 C12H3Cl7 035065-30-6 99

Abundance Scan 1929 (13.633 min): BF128632.D\data. ms (- 1926) -

5000

o

m/z 323.90 100.00%

328.
253.9
162.0
109.0 N Dot Ml L
AN 1350 1400
‘l“\‘\ \\\ \hwh‘h\\ M\ ‘l \| \hh Mm\u ‘mh \H\H ‘H‘m‘ o hu o \‘\L ] “ - n/z 393.90 YWY

m/z-->
Abundance

5000

o

Laet ﬂ AAAA
50 100 150 200 250 300 350 400
#296389: 1,1'-Biphenyl, 2,2',3,4,5,6,6'-Heptachloro-

394
324.0 ‘AA\ A, A “MM ‘
13.50 14.00
m/z 395.85  80.59%
162.0 254.0
730 1200 \h \2Q4'O H\ m \h‘

m/z-->
Abundance

5000

0,

m/z-->
Abundance

5000

m/z-->

‘/\A‘ A A AAAA B,

50 100 150 200 250 300 350 400
#296423: 1,1'-Biphenyl, 2,2',3,3',4,4',6-heptachloro-
13.50 14.00
m/z 325.90 60.30%

254.0

50 100 150 200 250 300 350 400
#296408: 1,1'-Biphenyl, 2,2',3,4',5,5',6-heptachloro-

13.50 14.00
m/z 321.90 57.46%

L)l I ,

L
13.50 14.00

8270-BF052622.M Thu Jun 02 13:31:11 2022

P021-SS001-0006-01
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53
Operator : CG\JU

Sample : N2984-16

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

P021-SS001-0006-01

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 2,2',3,4,4',6,6'-Heptachlor... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.822 3.90 ng 123899  Chrysene-di2 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,2',3,4,4',6,6"'-Heptachloro-1,1... 392 C12H3C17 074472-48-3 99
2 1,1'-Biphenyl, 2,2',3,4,5,6,6'-H... 392 C12H3Cl7 074472-49-4 99
3 1,1'-Biphenyl, 2,3, 3 ,4,4',5,6-H... 392 C12H3Cl7 041411-64-7 99
4 2,2',3,4',5,6,6'" Heptachloro 1,1... 392 C12H3Cl7 074487-85-7 99
51,1'- Biphenyl, 2,2',3,4,4',5",6-... 392 C12H3C1l7 052663-69-1 99

Abundance Scan 1961 (13.821 min): BF128632.D\data.ms (-1957) (~ m/z 323.90
328.9 393.8

5000

}\AJ\A{\AAA | A

100.00%

13.50
m/z 393.80

0,
m/z--> 50 100 150 200 250 300 350 400
Abundance  #296379: 2,2',3,4,4',6,6'-Heptachloro-1,1'-biphenyl

14.00
88.66%

Lod) )

5000 ‘ '
13.50 14.00
m/z 395.90 78.94%
0,
m/z--> 50 100 150 200 250 300 350 400
Abundance  #296389: 1,1'-Biphenyl, 2,2',3,4,5,6,6'-Heptachloro-
%o Lolb |
A AJU A JUIA o A
13.50 14.00
5000 324.0 m/z 325.90  66.50%
162.0 254.0
a0 1200, 4 2040 L b .
miz--> 50 100 150 200 250 300 350 400 I AA A
Abundance  #296390: 1,1'-Biphenyl, 2,3,3',4,4',5,6-Heptachloro- ' j\ ‘AA‘ LTIV VN
394.0 13.50 14.00
m/z 321.90 55.32%
5000 324.0
252.0
ol440 1080 10205040 ™ Hd Ll AJ\M j\
e S e e Pt s ey
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00

8270-BF052622.M Thu Jun 02 13:31:11 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53

Operator : CG\JU

Sample : N2984-16 :
Misc : P021-SS001-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 1,1'-Biphenyl, 2,2',3,4',5,... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.863 2.48 ng 78819  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,2',3,4',5,5',6-... 392 C12H3C17 052663-68-0 99
2 2,2',3,4',5,6,6'-Heptachloro-1,1... 392 C12H3Cl7 074487-85-7 99
3 1,1'-Biphenyl, 2,3,3',4,4',5,6-H... 392 C12H3Cl7 041411-64-7 99
4 1,1'-Biphenyl, 2,2',3,3',4,4',6-... 392 C12H3C17 052663-71-5 99
5 1,1'-Biphenyl, 2,2',3,4,4"',5,6"'-... 392 C12H3C1l7 060145-23-5 99

Abundance Scan 1968 (13.863 min): BF128632.D\data.ms (-1964) (-  m/z 393.85 100.00%

328.9 3939
A/\‘ A A‘ /\MI\/\ ‘ j\

13.50 14.00

5000

0 m/z 323.90 98.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #296411: 1,1'-Biphenyl, 2,2',3,4',5,5',6-heptachloro-
324.0 394.0
252.0 M A
5000 /\“‘A\ﬂ\’\\[\\/\‘ iy

13.50 14.00
m/z 395.90  77.23%

O,
m/z--> 50 100 150 200 250 300 350 400
Abundance  #296381: 2,2',3,4',5,6,6'-Heptachloro-1,1'-biphenyl
394.0 /\ A AA j\
A AN SO gL
13.50 14.00
5000 324.0 m/Z 325.90 68.01%
162.0 252.0
L0 T k2050
miz--> 50 100 150 200 250 300 350 400 I AA j\
Abundance  #296390: 1,1'-Biphenyl, 2,3,3',4,4',5,6-Heptachloro- AW\‘ AL L
394.0 13.50 14.00
m/z 321.90 60.03%
5000 324.0

b

440 108.0 16205059 7
miz—-> 50 100 150 200 250 300 350 400 13.50 14.00

8270-BF052622.M Thu Jun 02 13:31:12 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53

Operator : CG\JU

Sample : N2984-16 :
Misc P021-SS001-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 9-Tricosene, (Z)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.904 3.20 ng 101540  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Tricosene, (Z)- 322 C23H46 027519-02-4 93
2 2-Methyl-2-docosene 322 C23H46 1000131-16-9 50
3 Hexadecanoic acid, 2-hydroxy-, m... 286 C17H3403 016742-51-1 49
4 9-Tricosanol, acetate 382 C25H5002 039754-92-2 49
5 5-Methyl-Z-5-docosene 322 C23H46 1000131-17-1 46
Abundance Scan 1975 (13.904 min): BF128632.D\data.ms (-1971) (- m/z 57.00 100.00%
7.0
5000 111.1 JUUJ/\/W‘/W
323.9 393.8
——
14.00
oA RL, m/z 55.10  97.28%
mlz--> 50 100 150 200 250 300 350 400
Abundance #227236: 9-Tricosene, (2)-
55.0 97.0
5000 T
14.00
m/z 43.10 94.11%
]‘ 322.0
0 \“\ ‘\“ T ‘i‘\‘ ““\‘\ ‘h “‘\“\8\2\0‘%2\4\0\‘26\6\9\ T T [T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #227239: 2-Methyl-2-docosene
69.0
——
14.00
5000 m/z 69.05 86.80%
110 322.0
oL M 4 d\ soisee weo |
miz--> 50 150 200 250 300 350 400
Abundance #181690: Hexadecanoic acid, 2-hydroxy-, methyl ester ——
55.0 14.00
m/z 83.10 84.01%
7.0
5000
ol WM 20 2270 msso i
m/z--> 50 100 150 200 250 300 350 400 14.00

8270-BF052622.M Thu Jun 02 13:31:13 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\

Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53

Operator : CG\JU

Sample : N2984-16 :
Misc P021-SS001-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 13 Triphenylphosphine oxide Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.092 5.11 ng 162305  Chrysene-di2 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 98
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 49
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 45
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 38
5 1H-Indol-4-0l, 2TMS derivative 277 C14H23N0OSi2 1000485-28-1 17

Abundance Scan 2007 (14.092 min): BF128632.D\data.ms (-2000) (-]
277.1

m/z 277.10 100.00%

5000 k
50 199.1 |
39# ‘ 115. 115\ ‘ H | 1400
o‘m_m_ww“m‘ b4 nyz 278,10 33.34%
miz--> 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000 1
1400
77.0 199.0 m/z 77.85  24.35%
152.0
0 \2\7\.0\ ‘}‘ T \“\ T ‘ L “H\ T \“\ M L ’ L ‘\ T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
1400
5000 ITI/Z 199.10 23.25%
o 183.0
0 39. - ‘]‘.2“%0 ‘H Il “ ‘n 228.0 |
e I e e
miz--> 50 100 150 200 250 300 350
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bror AM paeahl, ‘
277.0 14.00
m/z 201.10 21.13%
5000
270 199.0
30 f ‘
oL 40 500 | | o, | saro e
m/z--> 50 100 150 200 250 300 350 14.00

8270-BF052622.M Thu Jun 02 13:31:14 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53

Operator : CG\JU

Sample : N2984-16 :
Misc : P021-SS001-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 1,1'-Biphenyl, 2,2',3,3',4,... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.245 3.78 ng 120085  Chrysene-di2 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,2',3,3',4,4',6-... 392 C12H3C17 052663-71-5 99
2 1,1'-Biphenyl, 2,2',3,4,4',5',6-... 392 C12H3Cl7 052663-69-1 99
3 1,1'-Biphenyl, 2,2',3,4,4',5,5'-... 392 C12H3Cl7 035065-29-3 99
4 2,2',3,4',5,6,6"'-Heptachloro-1,1... 392 C12H3Cl17 074487-85-7 99
5 1,1'-Blpheny1 2,2',3,4',5,5",6-... 392 C12H3C1l7 052663-68-0 99

Abundance Scan 2033 (14.245 min): BF128632.D\data.ms (-2030) (-  m/z 323.90 100.00%

328.9 393.8
5000 252.0 ﬂ )\
09 b H SR
0kt m‘h\nmu\h\m 1l ‘\H‘m\‘“h Ly \IHm ‘ bl s ‘H‘H , \\H\\H .- m/z 393.80 88.01%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #296423: 1,1'-Biphenyl, 2,2',3,3',4,4',6-heptachloro-
396.0
5000 AMM, : j\ .

14.00 14.50

m/z 395.90  80.82%
254.0

O,
m/z--> 50 100 150 200 250 300 350 400
Abundance  #296405: 1,1'-Biphenyl, 2,2',3,4,4',5',6-heptachloro-
394.0 AA A
Aol L :
14.00 14.50
5000 324.0 ITI/Z 325.90 58.13%
2.0 252.0
: ‘?J“‘O‘H‘l?w o e \h \\2‘?5‘9‘ : ‘H\‘ _— - ‘\h“ : ‘H\‘ —
miz--> 50 100 150 200 250 300 350 400 AAA J\
Abundance  #296406: 1,1'-Biphenyl, 2,2',3,4,4',5,5'-heptachloro- ALV A, —
. 14.00 14.50

m/z 321.90  58.03%

5000

162'02020

109.0

044.0
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50

8270-BF052622.M Thu Jun 02 13:31:14 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53

Operator : CG\JU

Sample : N2984-16 :
Misc : P021-SS001-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 1,1'-Biphenyl, 2,2',3,3',4,... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.563 2.37 ng 75333  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1'-Biphenyl, 2,2',3,3',4,5,5',... 426 C12H2C18 052663-75-9 53
2 Dibenz[a,h]anthracene, 5,12-diph... 430 C34H22 014474-66-9 14
3 Cyclopropanecarboxamide, N-[5-ch... 358 C19H16C12N20 1000320-06-5 14
4 6-Acetyl-3-chloro-2,4-decanobenz... 393 C25H28CINO 035158-84-0 11
5 2-Hydroxyestrone, 2TMS derivative 430 C24H3803Si2 051497-38-2 10

Abundance Scan 2087 (14.563 min): BF128632.D\data.ms (-2083) (-] 57.00 100.00%

57.0
429.¢
5000 357.9
287.9

11.1

1450
69.10  73.21%

L

1450
m/z 429.80  68.32%

mlz--> 50 100 150 200 250 300 350 400
Abundance  #315804: 1,1'-Biphenyl, 2,2',3,3',4,5,5',6'-octachloro-

o

5000

O,
m/z--> 50 100 150 200 250 300 350 400
Abundance #318385: Dibenz[a,h]anthracene, 5,12-diphenyl-
430.C
|
14.50
5000 43.10  65.84%
352.0
0270 770 1420 2130 5980 = i WMM
L B B T L
miz--> 50 100 150 200 250 300 350 400
Abundance #267678: Cyclopropanecarboxamide, N-[5-chloro-4-[(4-c} P ‘
69.0 14.50

55.05 57.59%

290.0
5000
358.0

1790
ot a0 P02m0, | | -
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53

Operator : CG\JU

Sample : N2984-16 :
Misc : P021-SS001-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Sulfurous acid, 2-propyl tr... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

15.933 2.44 ng 62120  Perylene-di2 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 86
2 Tetracosane 338 C24H50 000646-31-1 83
3 Hexatriacontane 507 C36H74 000630-06-8 83
4 Tetratetracontane 619 C44H90 007098-22-8 83
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 2320 (15.933 min): BF128632.D\data.ms (-2316) (- m/z 57.10 100.00%
57.1

5000

-

111.2
o bbb b s SR m/z 43.10  73.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #206621: Sulfurous acid, 2-propyl tridecyl ester
43.0

3

5000 T
16.00
m/z 71.10 60.90%
‘ } ” 182.0
O\\‘\"!1\\‘y\”\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #246481: Tetracosane
57.0
—
16.00
5000 ITI/Z 85.10 49,29%
oL LT 16902250081 03380
I L B R o R R RN
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane —
57.0 16.00
m/z 55.10  26.24%
o W/MMWM\WW
13.0
0 \} ”‘ﬂ” 1~169.0225.0281.0337.0393.0449.0 506.(
A A e e T e e e T —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53

Operator : CG\JU

Sample : N2984-16 :
Misc P021-SS001-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Eicosane, 1-iodo- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.033 2.10 ng 53501 Perylene-d12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 1l-iodo- 408 C20H41I1 1000406-31-8 58
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 52
3 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 52
4 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 52
5 1,3-Propanediol, decyl ethyl ether 244 C15H3202 1000406-35-0 50
Abundance Scan 2507 (17.033 min): BF128632.D\data.ms (-2502) (- m/z 57.05 100.00%
57.0
5000 wb/\,vw/\awm
7.0 T \
ol A © m/z 43.10  69.90%
mlz--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo-
57.0
5000 —— :
17.00
99.0 m/z 71.05 59.96%
155.0 281.0
0 \“\ \‘ T ““ \“‘\ “‘ \‘ T ‘\ \‘ |‘\ . }\97‘(\) \2\3\99\ T \‘ L e
miz--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo-
57.0
T \
17.00
5000 m/z 85.10 59.94%
99.0 155.0 225.0
ol bbb L
miz--> 50 100 150 200 250 300 350
Abundance #330025: Tetracosane, 1-iodo- T ‘
57.0 17.00
m/z 55.05 28.08%
99.0
0 i ‘ h ‘\ \‘ 1550 ]\'970 239.0 2810 33\70
i “‘ ! “““““‘ L ——
m/z--> 50 100 150 200 250 300 350 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53

Operator : CG\JU

Sample : N2984-16 :
Misc : P021-SS001-0006-01

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Farnesyl bromide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.098 5.89 ng 150281  Perylene-di12 15.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Farnesyl bromide 284 C15H25Br 006874-67-5 58
2 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 55
3 Labda-7,14-dien-13(R)-ol 290 C20H340 1010428-65-8 46
4 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 45
5 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 38
Abundance Scan 2518 (17.098 min): BF128632.D\data.ms (-2513) (1  m/z 204.20 100.00%
204.2
69.1
5000 1211
269.1
3163 T W ST I
\ | | 393.3 17.00 17.50
ol Atk J ‘”“H“J‘ i NSNS S m/z 69.10  55.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #178371: Farnesyl bromide
69.0
204.0
119.0
5000 —— :
17.00 17.50
m/z 109.10 50.67%
‘ ‘ | ‘ 286.0
0L ‘H‘ L\ ‘\“““‘HU“ \‘ l‘mw“ \“‘H“ 1\ “ o—-— ‘u‘ . \‘\ ‘M\‘ T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #80544: 1H-Cycloprop[elazulene, 1a,2,3,4,4a,5,6,7b-octe
105.0 204.0
41.0 —— —
17.00 17.50
5000 m/z 121.05 49,93%
0! %LS"@,,
miz--> 50 100 150 200 250 300 350 400
Abundance #187030: Labda-7,14-dien-13(R)-ol T —
204.0 17.00 17.50
m/z 95.10 49.63%
109.0
5000
.0 257.0
0' ‘V_"_Y_Y—LHY_YA_Y_'_‘—Y_Y_Y_Y_‘—Y_Y—Y_Y—TY_Y_Y* T ‘ T T ‘
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060122\
Data File : BF128632.D

Acqg On : 01 Jun 2022 19:53
Operator : CG\JU

Sample : N2984-16

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

RT Resp Conc|

.834 645313 20.
.351 535214 20.
.351 535214 20.
.998 634762 20.
.998 634762 20.
.998 634762 20.
.998 634762 20.
.998 634762 20.
.998 634762 20.
.998 634762 20.
.998 634762 20.
.998 634762 20.
.998 634762 20.
.998 634762 20.
.998 634762 20.
.463 510154 20.
.463 510154 20.

P021-SS001-0006-01

TIC Top Hit name RT EstConc Units Response |#
2-Pentanone, 4-... 5.063 2.1 ng 67762 1
n-Hexadecanoic ... 11.880 3.2 ng 86307 4
1,1'-Biphenyl, ... 12.663 2.6 ng 70633 4
2,2',3,4',5,6-H... 13.033 2.0 ng 65058 5
1,1'-Biphenyl, ... 13.127 5.8 ng 183684 5
2,3,3',4,4',6-H... 13.316 7.3 ng 232526 5
1,1'-Biphenyl, ... 13.422 3.3 ng 105626 5
2,3,3',4',5,5'-... 13.527 6.8 ng 214114 5
1,1'-Biphenyl, ... 13.633 4.8 ng 152832 5
2,2',3,4,4',6,6... 13.822 3.9 ng 123899 5
1,1'-Biphenyl, ... 13.863 2.5 ng 78819 5
9-Tricosene, (Z)- 13.904 3.2 ng 101540 5
Triphenylphosph... 14.092 5.1 ng 162305 5
1,1'-Biphenyl, ... 14.245 3.8 ng 120085 5
1,1'-Biphenyl, ... 14.563 2.4 ng 75333 5
Sulfurous acid,... 15.933 2.4 ng 62120 6
Eicosane, 1-iodo- 17.033 2.1 ng 53501 6
Farnesyl bromide 17.098 5.9 ng 150281 6
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