LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022023\
Data File : BF132480.D

Acq On : 20 Feb 2023 15:18
Operator : CG\JU

Sample : 01593-07

Misc :

ALS Vvial : 10 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-BF021623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF132480.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 5.231 402 407 408 rBV 104518 101617 1.75% 0.263%
2 5.260 408 412 424 rVB 1425054 1686859 28.99% 4.371%
3 5.648 474 478 482 rBV 3886893 3913838 67.27% 10.141%
4 6.642 642 647 650 rBV 3391616 2998440 51.53% 7.769%
5 7.025 708 712 715 rBV 1654347 1287825 22.13% 3.337%
6 7.589 803 808 811 rVB 3842514 3540934 60.86% 9.175%
7 7.754 832 836 840 rVB 114217 95211 1.64% 0.247%
8 8.313 927 931 934 rBV 1868800 1593887 27.39% 4.130%
9 9.389 1109 1114 1117 rBV 6648740 5818378 100.00% 15.076%
10 9.454 1122 1125 1128 rBV 107243 82249 1.41% 0.213%

11 10.072 1227 1230 1234 rVB 1811217 1560754 26.82%
12 10.248 1257 1260 1264 rVB2 70976 69063 1.19%
13 10.789 1348 1352 1355 rBV 2193900 1781059 30.61%
14 10.872 1361 1366 1369 rBV 2983532 2933260 50.41%
15 11.154 1410 1414 1418 rVB2 142624 138215 2.38%

ONP~O P
a
=
Ui
3R

16 11.572 1481 1485 1488 rBV 1490357 1319277 22.67%
17 12.007 1556 1559 1563 rBV2 56996 74048 1.27%
18 12.083 1568 1572 1587 rVV 881275 1054432 18.12%
19 12.501 1641 1643 1647 rVB 230789 178413 3.07%
20 12.871 1703 1706 1713 rBV 182383 249094  4.28%

OO NOW
~N
w
N
R

21 13.160 1751 1755 1759 rBV 4519129 4278483 73.53% 11.
22 14.065 1904 1909 1921 rBV2 238252 835576 14.36%
23 14.224 1933 1936 1940 rVB 993678 927407 15.94%
24 14.318 1949 1952 1956 rVB 388934 353058 6.07%
25 15.095 2080 2084 2089 rVB 1016085 1038009 17.84%

NO NN
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[
w
R

26 15.789 2198 2202 2207 rVB 521316 684090 11.76%

=
~N
~N
w
R

Sum of corrected areas: 38593476
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 20 Feb 2023 15:18
: CG\JU
: 01593-07

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022023\
BF132480.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BF132480.D\data.ms

5.648 7.589

6.642

5960 7.025

5.231 u754

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 7.80 8.00

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF132480.D\data.ms

9.389

13.160

10.872

10.7
8.313 10.072

11.572
12.083

I

—o—

0

0
Time-->

454 10.248 11.154 12,

12,501 12.871
A\
T —

I
12.50 13.00

I
10.00

\ T T
9.50 10.50 11.00 11.50 12.00 13.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BF132480.D\data.ms

14.224 15.095

4.318
14.065

15.789

T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ’
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\BF022023\
Data File : BF132480.D

Acq On : 20 Feb 2023 15:18
Operator : CG\JU

Sample : 01593-07

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.260 26.20 ng 1686860 1,4-Dichlorobenzene-d4 7.025

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9

Abundance Scan 412 (5.260 min): BF132480.D\data.ms (-408) (-) m/z 43.00 100.00%

43.0
59.0
5000
101.0 e
‘ 83.0 5.00 5.20 5.40 5.60
bbbl Rl 180 /7 59,00 60.74%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T T T T T T
59.0 5.00 5.20 5.40 5.60
m/z 101.00  20.92%
15.0 101.0
0 ‘ 2%\ Ll il 830 | ‘
H\‘\H\‘\\f\‘\\\\‘\H\[HH‘HH‘HH‘H\\‘\H\‘\H\‘\H\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #4576: Morpholine, 4-methyl-
43.0
AR A
5.00 5.20 5.40 5.60
5000 m/z 58.00 16.03%
15.0 71.0 1010
2‘9.0 56.0 ‘
o ST PN TS| MM M- Y NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9479: 2-Hexanol, 2-methyl- R
59.0 5.00 5.20 5.40 5.60
m/z 41.00 8.48%
5000
o 101.0
209 I 83.0
b bl e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022023\
Data File : BF132480.D

Acq On : 20 Feb 2023 15:18
Operator : CG\JU

Sample : 01593-07

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.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 2 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.789  22.82 ng 1781060  Acenaphthene-d10 10.072
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 49
3 Vinyl benzoate 148 C9H802 000769-78-8 47
4 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
5 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2 1000446-91-5 47
Abundance Scan 1352 (10.789 min): BF132480.D\data.ms (-1348) (- m/z 105.00 100.00%
105.0
77.0
5000 181.9
51.0 — —
10.50 11.00
151.9
Ol L 22295 L 2161 /7 77.00  64.93%
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 11.00
51.0 m/z 181.95 50.14%
ol 200 | 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52288: Benzenebutanoic acid, .gamma.-oxo-
105.0
— —
10.50 11.00
5000 77.0 m/z 50.95 23.41%
51.0
27.0 133.0 17‘8.0
O b e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #26900: Vinyl benzoate — ——
105.0 10.50 11.00
m/z 181.10 8.35%
5000 o
51.0
ol.27:0 | | \ 148.0
e e e e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022023\
Data File : BF132480.D

Acq On : 20 Feb 2023 15:18
Operator : CG\JU

Sample : 01593-07

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.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 unknownll.154 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.154 2.10 ng 138215 Phenanthrene-d10 11.572
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Propen-1-o0l 58 C3H60 000107-18-6 9
2 Nonane, 2-bromo-5-ethyl- 234 C11H23Br 055162-38-4 9
3 1-(6-Bromo-2-0x0-2,3-dihydrobenz... 269 C10H8BrNO3 1000260-89-1 9
4 Formic acid, 2-propenyl ester 86 C4H602 001838-59-1 9

5 tert-Butyl 4,4-difluorocyclohexy... 235 C11H19F2NO2 675112-67-1 9

Abundance Scan 1414 (11.154 min): BF132480.D\data.ms (-1410) (- m/z 57.05 100.00%
57.0
5000 212.9
176.9 sase Sk
97.9 ‘ 268.9 11.00 11.50
132.9
- ““““‘ww pb BB b 38 515,00 39.96%
miz--> 50 100 150 200 250 300
Abundance #251: 2-Propen-1-0
57.0
5000 — e
11.00 11.50
m/z 41.00 37.63%
1L5. |
O' ‘ L ‘ L ‘ T T T ‘ T T T ’ T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #115573: Nonane, 2-bromo-5-ethyl-
57.0
—— —r
11.00 11.50
5000 ITI/Z 214.90 29.08%
97.0
‘ ‘ 155.0
SEEEU DT AL —
miz--> 50 100 150 200 250 300
Abundance #158871: 1-(6-Bromo-2-o0xo0-2,3-dihydrobenzo[d][1,3]oxaz P o /\w
57.0 11.00 11.50
m/z 58.00 24.52%
5000
213.0
0 L, | 106.0 159.0 [ 269.0
—e e guc e o
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022023\
Data File : BF132480.D

Acq On : 20 Feb 2023 15:18
Operator : CG\JU

Sample : 01593-07

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.083 15.98 ng 1054430 Phenanthrene-di10 11.572
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Octadecanoic acid 284 (C18H3602 000057-11-4 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 74
Abundance Scan 1572 12083nﬂm:BF132480INdMaJn501568)0 m/z 73.00 100.00%
73.0
41.0
5000
129.0
213.1 — ‘
ob Wp ol i W N N - m/z 60.00 81.54%
mfz--> 50 100 150 200 250 300
Abundance #143510:n-Hexadecanok:add
5000 129.0 T I
12.00
97.0 1710 213.0 256.0 m/z 43.05 74.04%
ob— ‘M‘ H ‘\ Hh”\ u‘\ i ‘ “ ‘ L \‘ ““\‘ , “\‘ T
miz--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid
73.0
T \
12.00
5000 4110 m/z 57.05 65.61%
129.0
185.0 228.0
ok ““ H‘u‘u ul um nh” ML ul ‘ . ul “\‘ - ‘\‘ .
miz--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid = :
73.0 12.00
450 m/z 55.00  60.25%
5000 129.0
‘ 199.0 2420
oL “‘ H‘ HH\‘\ Mh” ‘\H H\ ‘ 167‘[0‘ ‘\ — “‘ T T
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022023\
Data File : BF132480.D

Acq On : 20 Feb 2023 15:18
Operator : CG\JU

Sample : 01593-07

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.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 5 Methyl eicosa-5,8,11,14,17-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.501 2.70 ng 178413 Phenanthrene-d10 11.572
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methyl eicosa-5,8,11,14,17-penta... 316 C21H3202 001191-65-7 91
2 cis-5,8,11,14,17-Eicosapentaenoi... 302 C20H3002 010417-94-4 87
3 (62,92,12Z,15Z)-Methyl octadeca-... 290 C19H3002 073097-00-4 86
4 4,7,10,13,16,19-Docosahexaenoic ... 342 C23H3402 002566-90-7 83
5 5,8,11,14,17-Eicosapentaenoic ac... 316 C21H3202 002734-47-6 83
Abundance Scan 1643 (12.501 min): BF132480.D\data.ms (-1641) (- m/z 79.00 100.00%
79.0
19.0 1 |
[ JL 215.0253.1 295.0331.2 12.50
— ‘”“w“ A “”‘w i e R RS m/z 91.00 60.78%
miz--> 50 100 150 200 250 300
Abundance  #220081: Methyl eicosa-5,8,11,14,17-pentaenoate
79.0
5000 .
19.0 12.50
m/z 67.00 52.31%
l 0 201 0
O — ‘MM H‘H . H‘ ‘H M\ \H\ \ u . ‘2‘439 ‘2‘87‘?‘ T
miz--> 50 100 150 200 250 300
Abundance #202348: cis-5,8,11,14,17-Eicosapentaenoic acid
79.0
T
210 12.50 )
5000 m/z 41.00 48.59%
19.0
o 1660 206.0 248.0 292.0
- \‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #186938: (62,9Z,12Z,15Z)-Methyl octadeca-6,9,12,15-tet — |
79.0 12.50
41.0 m/z 93.00 35.31%
5000
ﬂlgo 161.0
0b— \\M ‘nh “ M‘ \H“ ‘L\M ‘\‘H‘\h‘ “\ eyl 2‘2‘\1"0‘ - ‘2‘9‘0"0‘ I .
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022023\
Data File : BF132480.D

Acq On : 20 Feb 2023 15:18
Operator : CG\JU

Sample : 01593-07

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.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 6 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.871 3.78 ng 249094  Phenanthrene-di0 11.572
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Decanoic acid, silver(1+) salt 278 C10H19Ag02 013126-67-5 64
Abundance Scan 1706 (12.871 min): BF132480.D\data.ms (-1703) (- m/z 73.00 100.00%
73.0
185.1 241.2 = ——
284.1 332.0 12.50 13.00
0 O 408 /7 59.95  87.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
50001 28. 284.0 ! T
185.0 241.0 12.50 13.00
m/z 57.10 78.89%
0l WMWMWWWMM‘MM,‘MW‘HM\‘M““““““‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid
3.0
— ——
12.50 13.00
5000 129.0 m/z 43.05 75.72%
29.(
‘ 199.0042.0
oL ‘L‘ H‘ | M\‘u‘\ “““ “ ;“ L — “\‘ S RS
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid — —
73.0 12.50 13.00
m/z 55.00 63.17%
5000
129.0
29. 185.0228.0
m/z--> 50 100 150 200 250 300 350 400 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022023\
Data File : BF132480.D

Acq On : 20 Feb 2023 15:18
Operator : CG\JU

Sample : 01593-07

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.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 7 Cyclotetracosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.066 18.02 ng 835576  Chrysene-d12 14.224
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 97
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Pentacos-1-ene 350 C25H50 016980-85-1 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94

Abundance Scan 1909 (14.065 min): BF132480.D\data.ms (-1904) (- m/z 83.00 100.00%

83.0 .
5000
LN \
152.9 2260 301.9360.1 422.2481.3 400
O L LERES, 2200, 20579001 42224313938 m/z s57.00  97.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #244233: Cyclotetracosane
83.0
5000 336.0 LN \
14.00
m/z 55.00 94.62%
O‘\z\\.\‘\‘\\\“‘\\\‘\\\F‘A\“\\Iz\lj‘-P\“\l\‘I2\7\\9\‘0\\\l\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosano
53.0
LN \
14.00
5000 ITI/Z 43.10 88.70%
125.0
ob H‘uulwlﬁ%-?H?ﬁ‘?nﬁ"‘MW_MW_M
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #259982: Pentacos-1-ene T
53.0 14.00
m/z 69.05 88.01%
5000
125.0
350.0
o_»‘m_ “‘\119502640\ S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022023\
Data File : BF132480.D

Acq On : 20 Feb 2023 15:18
Operator : CG\JU

Sample : 01593-07

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.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 8 Triphenylphosphine oxide Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.318 7.61 ng 353058 Chrysene-d12 14.224
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 50
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 50
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
5 Dimethoxymethyl-hydroxy-tripheny... 354 C21H2303P 1000132-00-1 33

Abundance Scan 1952 (14.318 min): BF132480.D\data.ms (-1949) (-} | m/z 277.10 100.00%

2771
5000
77.0 199.0 — —
‘ 1330 H‘ 14.00 14.50
Otk R3320 Uy | 33313900 4643528 ., 578 16  31.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #171172: TnpheanhospmneOXMe
277.
5000 — e
14.00 14.50
77.0 199.0 m/z 77.00 20.92%
14.0 \
O‘\\\\‘J\\\\‘\\\\‘\\\L\U\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #169750: Vanadium, cycloheptatrienyl-(pentamethylcyclo
277.0

Y

14.00 14.50
5000 m/z 199.00  19.92%

195.0
51.0 116. ‘
oo AHMW |

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bro
277.0

o

.

14.00 14.50
m/z 201.00  18.89%

5000

199.0
770

o509, | 1330 a0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50

%
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Data Path :

Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022023\

BF132480.D

: 20 Feb 2023 15:18
: CG\JU

: 01593-07

. 10

hod :

le

ry

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 9 Supraene Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
15.095 30.35 ng le38010 Perylene-d12 15.789
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 supraene 410 CoHse 007683-64-9 91

000502-62-5 83
024035-35-6 72
1000159-88-9 53
006709-39-3 50

2 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66

3 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602
4 Trideca-1,3,7,11-tetraene-1,1-di... 268 C18H24N2
5 1,5-Heptadiene, 2,6-dimethyl- 124 C9H16

Abundance Scan 2084 (15.095 min): BF132480.D\data.ms (-2080) (-
69.0

m/z 69.05 100.00%

%

5000
15.00
o‘u“ﬁJwWwM“gH?Qﬁ?H?7§?p34ﬁ?u4}9?w‘4gﬁsu‘_ m/z 81.00 51.42%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308259: Supraene
69.0
5000 —— ‘
15.00
m/z 41.00 19.91%
137.0
bbb dd 4 |, 203.0 273.0 341.0 410.0
‘\\\\‘\ \\’\\H‘H\\‘\H\‘\H\‘\\H‘H\\‘\H\‘\H\‘\\H‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #343494: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,15
69.0

-

15.00
95.05

5000 m/z

137.0

L IH
BERERE H’H\ \H‘H\‘\H\‘\\H‘HH‘HH“H\‘HH‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t

o

%-_

69.0 15.00
m/z 68.05 11.65%
5000
136.0
oL, eoassg 20 )
m/z--> 0 50 100 150 200 250 300 350 400 450 500 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022023\
Data File : BF132480.D

Acqg On : 20 Feb 2023 15:18
Operator : CG\JU

Sample : 01593-07

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021623.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|
2-Pentanone, 4-... 5.260 26.2 ng 1686860 1 7.025 1287830 20.0
Benzophenone 10.789 22.8 ng 1781060 3 10.072 1560750 20.0
unknownl1l.154 11.154 2.1 ng 138215 4 11.572 1319280 20.0
n-Hexadecanoic ... 12.083 16.0 ng 1054430 4 11.572 1319280 20.0
Methyl eicosa-5... 12.501 2.7 ng 178413 4 11.572 1319280 20.0
Octadecanoic acid 12.871 3.8 ng 249094 4 11.572 1319280 20.0
Cyclotetracosane 14.066 18.0 ng 835576 5 14.224 927407 20.0
Triphenylphosph... 14.318 7.6 ng 353058 5 14.224 927407 20.0
Supraene 15.095 30.4 ng 1038010 6 15.789 684090 20.0
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