LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092622\
Data File : BF130413.D

Acqg On : 26 Sep 2022 17:56
Operator : CG\JU

Sample : N4742-07

Misc :

ALS Vvial : 15 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-BF091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130413.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.251 534 538 551 rBV 1440620 1362989 44.94% 9.684%
2 6.287 710 714 726 rBV 966930 933982 30.79% 6.636%
3 6.651 772 776 779 rBV 672316 532325 17.55% 3.782%
4 7.222 867 873 875 rBV 1685719 1710108 56.38% 12.150%
5 7.681 947 951 960 rBvV2 29415 41363 1.36% 0.294%

.933 990 994 0997 rBV 845761 657613 21.68% 4.672%
.292 1051 1055 1063 rBV2 71927 75535 2.49% ©.537%
.010 1173 1177 1180 rBV 3450594 3033130 100.00% 21.550%
.680 1288 1291 1295 rBV 742531 645630 21.29% 4.587%
10 10.469 1421 1425 1435 rBV 1194289 1088785 35.90% 7.736%

11 11.163 1539 1543 1547 rBV 647631 522808 17.24% 3.714%
12 11.704 1631 1635 1640 rBV 53111 54614 1.80% ©0.388%
13 12.751 1809 1813 1817 rVB 2280159 2092216 68.98% 14.865%
14 13.798 1987 1991 1996 rVB 519881 443962 14.64%  3.154%
15 13.904 2003 2009 2016 rBV 323964 324596 10.70%  2.306%

16 15.192 2223 2228 2233 rBV 486131 555459 18.31% 3.946%

Sum of corrected areas: 14075115
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

TIC Integration Parameters:

: 26 Sep 2022 17:56
: CG\JU
: N4742-07

. 15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092622\
BF130413.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092622\
Data File : BF130413.D

Acq On : 26 Sep 2022 17:56
Operator : CG\JU

Sample : N4742-07

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Nonanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.292 2.30 ng 75535  Naphthalene-d8 7.933

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Nonanoic acid 158 C9H1802 000112-05-0 83
2 Hexanoic acid 116 C6H1202 000142-62-1 50
3 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 47
4 Butanoic acid 88 (C4H802 000107-92-6 47
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 47
Abundance Scan 1055 (8.292 min): BF130413.D\data.ms (-1051) (-) m/z 60.00 100.00%
60.0
5000 41.0 A
g0 1151 S £SO
‘ | ‘ ‘ ‘ ‘ ‘ 8.00 8.20 8.40 8.60
0 “,“‘u\\‘u‘J‘Mw‘whiuMﬂ“““u“““““ m/z 73.00 88.62%
m/z--> 20 40 60 80 100 120 140 160
Abundance #35300: Nonanoic acid
60.0
5000 LA L B L I L R L B
41.0 115.0 8.00 8.20 8.40 8.60
m/z 57.05 51.65%
98.0 ‘
0 \1\8’0\ ‘1‘ TT “‘i‘ T \H!H‘ T “\“‘\‘\8:"“9\ T }““ T T \‘\1\4‘1\.0\]\_5\‘8‘.(\)\
miz--> 20 40 60 80 100 120 140 160
Abundance #9148: Hexanoic acid
60.0
8.00 8.20 8.40 8.60
5000 41.0 m/z 41.05 46.49%
‘ H 87.0
0 H,m‘m“mm‘“M_HWm_m_mw
m/z--> 20 40 60 80 100 120 140 160
Abundance #9227: Pentanoic acid, 3-methyl- RN RS LR
60.0 8.00 8.20 8.40 8.60
m/z 55.05 42.14%
5000
41.0 87.0
N 1 O S O 7 S L O
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60

8270-BF091422.M Tue Sep 27 17:20:30 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092622\
Data File : BF130413.D

Acq On : 26 Sep 2022 17:56
Operator : CG\JU

Sample : N4742-07

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.704 2.09 ng 54614  Phenanthrene-die 11.163
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 1635 (11.704 min): BF130413.D\data.ms (-1631) (- m/z 43.05 100.00%
43.0 73.0
5000
1571 213.2 - .
- 185.1 256.1 11.50 12.00
(o] m/z 73.05 98.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
11.50 12.00
157.0 195 02130 2560 m/z 60.00 86.81%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0
43.0 - — ; M/\I\ ‘MA‘N\M‘
’ 11.50 12.00
5000 m/z 57.10 78.06%
129.0
185.0 228.0
99.0 ‘
0 \‘\‘\ \‘,‘1‘\ H\H“w w‘l“l RRRR: “\]\-\5\‘7"8‘\ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid WVVMMWV : —
73.0 11.50 12.00
43.0 m/z 55.05 69.86%
5000 129.0
171.0
214.0
) |
Y W A A, i —
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\BF092622\
Data File : BF130413.D

Acq On : 26 Sep 2022 17:56
Operator : CG\JU

Sample : N4742-07

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.904 14.62 ng 324596  Chrysene-d12 13.798
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 53
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 42
5 2-Phenyl-6-(trifluoromethyl)-1H-... 277 C15H10F3NO 1000387-59-3 38
Abundance Scan 2009 (13.904 min): BF130413.D\data.ms (-2003) (- m/z 277.10 100.00%
277.1
5000 k
77.0 1520 198.9 U
14.00
a0 | om0 T || 2 :
0‘H‘HH_m‘MHq‘HwHH‘HHMH‘_HWH‘WHHM‘HMHW‘HWH m/z 278.05 33.00%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 T
152.0 14.00
m/z 198.95 19.19%
18.0 95.0
O \H“HH‘HM \"‘\ \‘\HH’\H‘\ ‘ \‘\ \‘\ ‘Ml‘\‘\“ \HH\‘H“\‘\H‘\H}‘\ T \\2‘ \ﬁ 9\\\\‘\\\\"\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
Pt
14.00
5000 m/z 77.00 18.54%
77.0
152.0 183.0
7o | wmo ||
0 "ww‘m‘,m‘,"uw‘u‘um‘HW‘,"H;‘ww_ww,u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #169750: Vanadium, cycloheptatrienyl-(pentamethylcyclo e
277.0 14.00
m/z 201.00 17.45%
5000
95.0
510 910 1420 ‘
0‘kuwuﬂwuuwﬂwu‘MHHWmWHHWLﬂ_HWH%?§9_HMH et
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF092622\
Data File : BF130413.D

Acqg On : 26 Sep 2022 17:56
Operator : CG\JU

Sample : N4742-07

Misc

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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|
Nonanoic acid 8.292 2.3 ng 75535 2 7.933 657613 20.0
n-Hexadecanoic ... 11.704 2.1 ng 54614 4 11.163 522808 20.0
Triphenylphosph... 13.904 14.6 ng 324596 5 13.798 443962 20.0
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