LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133108.D

Acqg On : 27 Apr 2023 19:26

Operator : CG\JU

Sample : 02503-08 :
Misc . TR-305A-COMP-02

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-BF042123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133108.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.934 480 484 493 rVB 86069 104741 2.47% 0.324%
2 5.345 549 554 557 rBV 3668091 3605496 84.94% 11.139%
3 6.375 723 729 732 rBV 3891557 3946780 92.98% 12.193%
4 6.734 786 790 793 rBV 1585705 1194905 28.15% 3.692%
5 7.298 880 886 889 rBV 2956892 2621841 61.77% 8.100%

6 8.016 1003 1008 1012 rBV 2037921 1656109 39.01% 5.116%
7 9.092 1186 1191 1194 rBV 4723178 4244862 100.00% 13.114%
8 9.769 1302 1306 1309 rBV 2388341 1895384 44.65% 5.856%
9 10.480 1423 1427 1430 rBV 703711 536369 12.64% 1.657%
10 10.557 1435 1440 1443 rBV 2899278 2560795 60.33% 7.911%
11 10.786 1476 1479 1484 rBV 163154 123598 2.91% ©.382%
12 10.874 1490 1494 1498 rBV 43757 46395 1.09% 0.143%
13 11.251 1554 1558 1561 rBV 2214543 1884208 44.39% 5.821%
14 11.322 1565 1570 1573 rVB2 67663 61860 1.46% ©.191%
15 11.786 1645 1649 1658 rBV 588747 590050 13.90% 1.823%
16 12.457 1760 1763 1767 rBV 111719 100400 2.37% 0.310%
17 12.568 1777 1782 1793 rBv4 94217 126628 2.98% ©0.391%
18 12.686 1796 1802 1804 rBV 104252 102873 2.42% ©.318%
19 12.839 1823 1828 1831 rBV 4225082 3782996 89.12% 11.687%
20 13.845 1989 1999 2000 rBV6 79044 202200 4.76%  0.625%
21 13.880 2001 2005 2008 rVV 1326683 1257648 29.63%  3.885%
22 13.980 2017 2022 2027 rVB 118896 140434 3.31% 0.434%
23 14.668 2137 2139 2145 rVB3 34937 48504 1.14% 0.150%
24 14.898 2174 2178 2181 rBV 49780 82505 1.94%  ©.255%
25 14.992 2191 2194 2198 rVB2 55017 63146 1.49% ©.195%
26 15.180 2223 2226 2232 rVB 55284 62551 1.47% 0.193%
27 15.239 2233 2236 2241 rVB 52900 61330 1.44% ©.189%
28 15.304 2242 2247 2252 rBV 942957 1105670 26.05%  3.416%
29 16.668 2476 2479 2485 rVB3 31368 57335 1.35% 0.177%
30 18.645 2808 2815 2821 rBV3 41471 100617 2.37% 0.311%

Sum of corrected areas: 32368230
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Apr 2023 19:26
¢ CG\JU
. 02503-08

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042723\
BF133108.D

: 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

TR-305A-COMP-02

Abundance TIC: BF133108.D\data.ms
4000000 6.375
5.345
3000000 7.298
2000000
6.734
1000000
4.934

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF133108.D\data.ms

9.092
12.839
4000000
3000000 10.557
9.769
11.251
8.016
2000000
1000000
10.480 J 11.786
10, 12. XwAE%

N Y S | S | S— Mﬁf@?b Lol
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF133108.D\data.ms

4000000
3000000
2000000
13.880
1000000 15.304
13.845980 14.66941898985.239 16.668 18.645

0 T ‘ T T T T ‘\/\\_yo\_—N\;/T\FT_'\\’J\\ T T ‘ T T T T ‘ T T ‘ T T T T T T ‘ T T ‘ T T ‘ T T ‘ T T T

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133108.D

Acqg On : 27 Apr 2023 19:26

Operator : CG\JU

Sample : 02503-08 :
Misc . TR-305A-COMP-02

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.480 5.66 ng 536369  Acenaphthene-d10 9.769
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 Pentafluoroethyl phenyl ketone 224 CO9H5F50 000394-52-5 47
4 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2 1000446-91-5 47
5 2-(2-0xo-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 47
Abundance Scan 1427 (10.480 min): BF133108.D\data.ms (-1423) (- m/z 105.05 100.00%
105.1
77.1 182.1
5000 ’
51.0 i
10.50
152.1
Ol 228 m/z 77.10 58.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56922: Benzophenone
105.0
77.0
5000
182.0 10.50
51.0 m/z 182.16  51.62%
Y 1 D N A 1520
\\\‘\\\\’\\1\‘1\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32008: Acetophenone, 2-chloro-
105.0
——
10.50
5000 7.0 m/z 51.05  23.23%
51.0
o2t | 154.0
et e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104906: Pentafluoroethyl phenyl ketone e A
105.0 10.50
77.0 m/z 181.10 8.19%
5000
51.0
o270 | 1450 177.0 224.C
e e e e e e e e c e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133108.D

Acqg On : 27 Apr 2023 19:26

Operator : CG\JU

Sample : 02503-08 :
Misc . TR-305A-COMP-02

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 1
R.T. EstConc Area Relative to ISTD R.T.
11.786 6.26 ng 590050 Phenanthrene-d10 11.251
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 1649 (11.786 min): BF133108.D\data.ms (-1645) (- m/z 43.05 100.00%
43.0 73.0
5000
129.1
— =05
| ] H‘l 11 | 157.218522132 544 11.50 12.00
m— ] ”‘““Munw“”hw‘m‘wm‘_“”_‘m‘m“_mw‘_‘ m/z 73.00  94.74%
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 T —
213.0 11.50 12.00
‘ 157.0185.0 m/z 60.00 90.39%
0
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
—— —
11.50 12.00
5000 129.0 m/z 57.10 75.48%
199.0
s e L
omsol A A LT L L
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #92069: Tridecanoic acid = =
73.0 11.50 12.00
43.0 m/z 41.05 73.83%
5000 129.0
171.0
‘ 214.0
o? —— S
m/z--> 20 40 60 80 100120140160 180200 220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133108.D

Acqg On : 27 Apr 2023 19:26

Operator : CG\JU

Sample : 02503-08 :
Misc TR-305A-COMP-02

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.569 2.01 ng 126628 Chrysene-di12 13.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 30

Abundance Scan 1782 (12.568 min): BF133108.D\data.ms (-1777) (- m/z 43.05 100.00%
43.0 73.0

5000

185.2

-

2412 284 1250
e m/z 73.60  94.59%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0
T I

o

5000
129.0 12.50
m/z 60.00 85.25%
185.0 2410 284.(
O ‘\‘\‘\\“‘\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126202: Pentadecanoic acid
43.0 73.0
2 ranca )
12.50
5000 ITI/Z 57.10 81.90%
129.0 242.0
‘ ‘ ‘ 199.0
SR W U —
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid T
60.0 12.50
m/z 55.05 74.46%
5000 129.0
97.0 1710 2130 2560
o_W‘M!H“1‘”‘”“;wh\‘u“w‘:_wwm"wa“‘ww!w,m —
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\
Data File : BF133108.D

Acqg On : 27 Apr 2023 19:26

Operator : CG\JU

Sample : 02503-08 :
Misc TR-305A-COMP-02

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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 3
R.T. EstConc Area Relative to ISTD R.T.
13.980 2.23 ng 140434  Chrysene-di12 13.880
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 58
3 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 50
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 50
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H1@F3NO 1000387-59-3 42
Abundance Scan 2022 (13.980 min): BF133108.D\data.ms (-2017) (- m/z 277.10 100.00%
277.1
5000 k
470 77‘-0 151 00 19‘7 12281 1400
ok H‘i“w““u‘f”“‘”m‘ R m/z 278.15  35.31%
miz-> 50 100 150 200 250
Abundance #171172: Triphenylphosphine oxide
277.0
5000
14 00
77.0 199.0 m/z 199.05 18.99%
o140 47‘\0 ‘ 107.0 15f0 H ‘
T T T T T T T T ‘ T T T T T T \ T T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14 00
5000 m/z 77.05 18.97%
77.0
15201830
a7 \0 107.0 ‘\ 228.0
ob Hm_wm‘ “
miz--> 50 100 150 200 250
Abundance #169624: Cobalt,(.eta.<5>-2,4-cyclopentadien-1- yI)[(1,2,C
77.0 14 00
m/z 201.10  17.79%
5000
59.0
124.0 185.0
0 28.0 ‘89 Q\ L ‘\H ‘1%]4‘.0‘ \‘\ 2%40 247.0 Al
e s e e e
m/z--> 50 100 150 200 250 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42723\

Data File : BF133108.D

Acqg On : 27 Apr 2023 19:26
Operator : CG\JU

Sample : 02503-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042123.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|

9.769 1895380
11.251 1884210
13.880 1257650

TR-305A-COMP-02

TIC Top Hit name RT EstConc Units Response |#
Benzophenone 10.480 5.7 ng 536369 3
n-Hexadecanoic ... 11.786 6.3 ng 590050 4
Octadecanoic acid 12.569 2.0 ng 126628 5
Triphenylphosph... 13.980 2.2 ng 140434 5
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