LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126318.D

Acqg On : 22 Dec 2021 2:29
Operator : JU/CG

Sample : M5184-02

Misc :

ALS Vvial : 20 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-BF121521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF126318.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.128 3 7 18 rVB 123232 159089 3.66% 0.453%
2 5.040 493 502 513 rBvV 63536 87623 2.02% 0.250%
3 5.434 563 569 572 rBV 3759592 3843488 88.51% 10.949%
4 6.445 735 741 744 rBV 3463071 4012476 92.41% 11.430%
5 6.816 800 804 807 rBV 1395798 1170428 26.95% 3.334%

6 7.375 893 899 902 rBV 2542073 2740528 63.11% 7.807%
7 8.098 1017 1022 1027 rBV 1768863 1634425 37.64% 4.656%
8 9.175 1200 1205 1217 rBV 4030867 4342212 100.00% 12.369%
9 9.257 1217 1219 1229 rVB3 57721 82858 1.91% 0.236%

9

10 .851 1315 1320 1337 rBV 1741658 1800064 41.46% 5.128%
11 10.639 1449 1454 1465 rBV 2414946 2618740 60.31% 7.460%
12 11.339 1569 1573 1575 rBV 1722693 1704143 39.25%  4.854%
13 11.357 1575 1576 1579 rVB 149874 100185 2.31% 0.285%
14 11.875 1660 1664 1667 rBv2 399545 432041 9.95% 1.231%
15 11.904 1667 1669 1673 rVB 61042 63368 1.46% ©.181%
16 12.545 1775 1778 1781 rBV 437626 373145 8.59% 1.063%
17 12.657 1793 1797 1802 rBV2 88599 113920 2.62% ©.325%
18 12.774 1810 1817 1821 rVV 374982 395169 9.10% 1.126%
19 12.827 1823 1826 1830 rVB3 53214 49025 1.13% 0.140%

20 12.927 1838 1843 1846 rBV 3841620 3676752 84.67% 10.474%

21 13.1e4 1871 1873 1877 rVB 58747 48246 1.11% 0.137%
22 13.204 1887 1890 1893 rBV 45617 49098 1.13% 0.140%
23 13.610 1956 1959 1964 rVB2 43357 58887 1.36% ©0.168%
24 13.816 1991 1994 1999 rVB3 38548 51683 1.19% ©0.147%
25 13.898 2002 2008 2016 rBV3 323921 1096192 25.25%  3.123%

26 13.974 2016 2021 2023 rVV2 1367373 1610841 37.10%
27 13.998 2023 2025 2032 rVV 262230 291536 6.71%
28 14.068 2032 2037 2045 rVB 391724 468236 10.78%
29 14.757 2148 2154 2160 rVB4 32202 58235 1.34%
30 14.833 2163 2167 2176 rVB2 40172 55576 1.28%
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31 15.004 2190 2196 2199 rBV 164083 271856 6
32 15.092 2207 2211 2219 rVB3 40188 70404 1
33 15.298 2241 2246 2251 rVB 96518 120650 2.78%
34 15.357 2252 2256 2262 rVWW 107779 136627 3
35 15.421 2262 2267 2279 rVV 712890 1004382 23.
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36 15.898 2344 2348 2352 rVB2 29925 43631 1.00%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126318.D

Acqg On : 22 Dec 2021 2:29
Operator : JU/CG

Sample : M5184-02

Misc

ALS Vvial : 20 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-BF121521.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 16.139 2377 2389 2390 rBV9 28768 87315 2.01% 0.249%

38 16.851 2504 2510 2520 rVB2 44060 102790 2.37% 0.293%

39 17.280 2577 2583 2589 rBv2 34399 79127 1.82% 0.225%
Sum of corrected areas: 35104991
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\

BF126318.D
: 22 Dec 2021 2:29
Ju/CG
: M5184-02
: 20 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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\BF122121\
Data File : BF126318.D

Acqg On : 22 Dec 2021 2:29
Operator : JU/CG

Sample : M5184-02

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.128 2.72 ng 159089 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 28
4 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 16
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 7 (2.128 min): BF126318.D\data.ms (-3) (-) m/z 73.10 100.00%

73.1
5000
43.1
55.0 87.1

I 2.202.302.40 2.50
Ol rerrrerrrerrperrepree bbbl m/z 43.160 36.33%

m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 UL L B R L
43.0 2.202.302.402.50
~ 59.0 87.0 m/z 55.00  28.48%
29.0 ] ‘ |
O\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\‘\\‘\\\\‘\\\\’\}\\’\\\\’\\\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #2245: Silane, tetramethyl-
73.0
R an e ARARAEETEZESY
2.202.302.402.50
5000 m/z 87.10 25.18%
43.0
29.0
CoT e b T
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #8502: 2-Methyl-5-hexen-3-ol R ARARRRREERE
73.0 2.202.302.402.50

m/z 40.95 14.44%

55.0
43.0
5000
27.0
0 15\0 ““ \‘\‘\‘ | \‘

m/z--> 0 10 20 30 40 50 60 70 80 90 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126318.D

Acqg On : 22 Dec 2021 2:29
Operator : JU/CG

Sample : M5184-02

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.874 5.07 ng 432041  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 64

Abundance Scan 1664 (11.874 min): BF126318.D\data.ms (-1660) (1 m/z 73.00 100.00%
73.0
43.0

=
N
©
=

5000
213.2 I
L 157.1185.1 2561 1150 12.00
O it My m/z 60.00 86.03%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T

—
11.50 12.00
m/z 43.05 80.46%

157.0 185.0 213.0 256.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
= ——
43.0 11.50 12.00
5000 129.0 m/Z 57 .00 72.35%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid — —
73.0 11.50 12.00
43.0 m/z 55.00 64.48%
5000
129.0
185.0 228.0
0?570 — —_
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126318.D

Acqg On : 22 Dec 2021 2:29
Operator : JU/CG

Sample : M5184-02

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Behenic alcohol Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.898 13.61 ng 1096190  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 93
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91

Abundance Scan 2008 (13.898 min): BF126318.D\data.ms (-2002) (- m/z 57.10 100.00%
57.1

97.1
5000
o i
301 2500 1350  14.00
oLt il Ll L I 1889 R0 8001 1, g3.10  90.68%

\
m/z--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0

5000 T T
13.50 14.00
25.0 m/z 55.80 86.85%
O T T “\‘ ‘\‘ “ T ‘\‘ \‘ \“‘ “ “ ‘h %GZO\ \2‘1\0\0\ T ‘ \2\8(\)-\0‘ T
m/z--> 50 100 150 200 250 300
Abundance #179255: n-Nonadecanol-1
43.0 83.0
— —
13.50 14.00
5000 m/z 43.05 79.88%
25.0
LTS o o
ok Il ‘\\‘ \\\ \‘ J ‘H‘u‘ P 1
m/z--> 50 100 150 200 250 300
Abundance #155961: 1-Nonadecene “ —
43.0 97.0 13.50 14.00
m/z 97.10 78.53%
) \/\JL
oL u\‘ L M‘?ﬁ"‘i 1820 2240 2660 vt ) -
m/z--> 100 150 200 250 300 13.50 14.00

8270-BF121521.M Wed Dec 22 17:59:15 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126318.D

Acqg On : 22 Dec 2021 2:29
Operator : JU/CG

Sample : M5184-02

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Triphenylphosphine oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.069 5.81 ng 468236  Chrysene-d12 13.974
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 94
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 4-Nitro-4'-methyldiphenylsulfone 277 C13H11NO4S 004094-37-5 46
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H1@F3NO 1000387-59-3 37

Abundance Scan 2037 (14.068 min): BF126318.D\data.ms (-2032) (1  m/z 277.05 100.00%
277.1

5000 k
77.0
183.0 — :
14.00
115.0 151.1 ‘ ‘ 2271
ok ‘?9;9);‘ B e i, Pl B “ b m/z 278.05 33.03%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 —a :
14.00
77.0 199.0 m/z 77.00  29.55%
152.0
O \2\7\.0\ ‘}‘ T “\ T ‘ L ““ T \“\ U T T T T ‘ T ‘\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
T f
14.00
5000 m/z 183.00 21.08%
77.0 183.0
ol 39 L 12000 L U‘ 280 |
m/z--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy —r ‘
277.0 14.00
m/z 199.00 20.70%
5000
77.0 183.0
| dme ]
0 [ Y R B L I |

m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126318.D

Acqg On : 22 Dec 2021 2:29
Operator : JU/CG

Sample : M5184-02

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.298 2.40 ng 120650 Perylene-d12 15.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 95
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Perylene 252 C20H12 000198-55-0 90
5 Benzo[a]pyrene 252 C20H12 000050-32-8 89
Abundance Scan 2246 (15.298 min): BF126318.D\data.ms (-2241) (-, m/z 252.05 100.00%
252.1
5000
125.1 AV S
15.00 15.50
‘ 224.0 H ¢
0889630 011 | | 19102280 | 282¢ 7 0ch 15 54 sox
m/z--> 40 60 80 100120140160 180200220 240260 280
Abundance #138554: Benzo[e]pyrene
252.0
5000 ‘ ‘/‘\‘ TAN.
15.00 15.50
m/z 125.05  23.88%
125.0
ol 500 830 | 1740 2240 |
\H‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘H\‘HH‘H\
m/z--> 40 60 80 100120140160 180200220240 260280
Abundance #138565: BenzolKk]fluoranthene
252.0
15.00 1550
5000 m/z 253.05 9.28%
126.0
69.0 ggoH “ 224.0 M
O et prr b e prerrprrer e e
m/z--> 40 60 80 100120140160 180200220240 260280
Abundance #138562: Benzol[b]fluoranthene
252.0 1500 1550
m/z 126.00 5.55%
5000
126.0
ol 630 990, | 1740 2240 M A s
e e e e e e e e
m/z--> 40 60 80 100120140160 180200220240 260 280 1500 1550
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122121\
Data File : BF126318.D

Acqg On : 22 Dec 2021 2:29
Operator : JU/CG

Sample : M5184-02

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF121521.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... 2.128 2.7 ng 159089 1 6.816 1170430 20.0
n-Hexadecanoic ... 11.874 5.1 ng 432041 4 11.339 1704140 20.0
Behenic alcohol 13.898 13.6 ng 1096190 5 13.974 1610840 20.0
Triphenylphosph... 14.069 5.8 ng 468236 5 13.974 1610840 20.0
Benzo[e]pyrene 15.298 2.4 ng 120650 6 15.421 1004380 20.0
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