LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134317.D

Acqg On : 17 Jul 2023 15:50
Operator : CG\JU

Sample : 03601-01

Misc :

ALS vial : 5 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134317.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.069 499 507 514 rBvV2 34623 62476  3.47% ©.398%
2 5.469 571 575 583 rBvV 1577242 1520559 84.51% 9.686%
3 5.857 635 641 645 rVB3 15913 25553  1.42% 0.163%
4 5.993 660 664 668 rVvB3 16768 22306 1.24% 0.142%
5 6.087 674 680 686 rBv4 25360 45905 2.55% 0.292%
6 6.275 707 712 714 rBV3 17476 23362 1.30% 0.149%
7 6.363 724 727 735 rBV3 33849 44539  2.48% 0.284%
8 6.475 742 746 758 rVB 1642817 1519956 84.48% 9.682%
9 6.669 775 779 790 rBV3 53218 95856 5.33% 0.611%
106 6.834 804 807 813 rVB 512015 450419 25.03% 2.869%
11 7.098 847 852 856 rVB3 19236 24484 1.36% 0.156%
12 7.398 899 903 906 rBV 1195554 971134 53.98% 6.186%
13 7.422 906 907 911 rVB2 29834 22268 1.24% 0.142%
14 8.116 1021 1025 1028 rBV 655017 541091 30.07% 3.447%
15 8.528 1092 1095 1097 rBvV2 27408 24441 1.36% 0.156%
16 9.134 1195 1198 1204 rBvV3 33659 39588 2.20% 0.252%
17 9.192 1204 1208 1211 rBV 2280744 1799208 100.00% 11.461%
18 9.263 1218 1220 1223 rBV3 22713 22321 1.24% 0.142%
19 9.304 1224 1227 1231 rBV3 34398 35606 1.98% 0.227%
20 9.528 1262 1265 1267 rBv2 22810 22529 1.25% 0.144%
21 9.587 1271 1275 1278 rVB2 35236 43931 2.44% 0.280%
22 9.734 1294 1300 1304 rBV6 28348 46196 2.57% 0.294%
23 9.869 1320 1323 1327 rVB 632467 546356 30.37%  3.480%
24 10.075 1353 1358 1362 rBV3 54155 70588 3.92%  0.450%
25 10.275 1389 1392 1394 rBv4 22131 24348 1.35% 0.155%
26 10.422 1413 1417 1423 rBvV2 28300 38915 2.16% 0.248%
27 10.522 1431 1434 1439 rVB3 23962 34275 1.91% 0.218%
28 10.575 1441 1443 1447 rVB5 19912 22679 1.26% 0.144%
29 10.663 1455 1458 1468 rBV 1147494 1012489 56.27% 6.450%
30 10.786 1474 1479 1482 rBV2 54945 72467 4.03% 0.462%
31 11.028 1517 1520 1523 rVB5 21379 25726  1.43% 164%
32 11.257 1556 1559 1565 rVB2 42521 50827 2.82% 324%

33 11.369 1574 1578 1580 rBV 566093 537088 29.85%
34 11.386 1580 1581 1585 rVV 175811 152829  8.49%
35 11.445 1588 1591 1593 rVB 33228 33029 1.84%
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=
B

36 11.898 1661 1668 1679 rBV 803210 1115334 61.99% 7.105%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134317.D

Acqg On : 17 Jul 2023 15:50
Operator : CG\JU

Sample : 03601-01

Misc

ALS vial : 5 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.980 1680 1682 1685 rvVv 44990 39796  2.21% 0.254%
38 12.422 1755 1757 1760 rBV 32540 33859 1.88% 0.216%
39 12.469 1760 1765 1770 rVB6 38596 73278 4.07% 0.467%
40 12.586 1782 1785 1788 rBV 331218 316351 17.58%  2.015%
41 12.686 1798 1802 1808 rBV 446340 518873 28.84%  3.305%
42 12.822 1819 1825 1830 rBV 242252 294630 16.38% 1.877%
43 12.963 1845 1849 1856 rVB 1795655 1548890 86.09% 9.867%
44 13.851 1997 2000 2003 rBV 122099 185473 10.31% 1.181%
45 13.886 2003 2006 2013 rVB 651802 703459 39.10% 4.481%
46 14.027 2026 2030 2033 rBV2 445077 495448 27.54% 3.156%
47 15.539 2283 2287 2294 rVB 234612 347607 19.32%  2.214%

Sum of corrected areas: 15698342
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 17 Jul 2023 15:50
¢ CG\JU
. 03601-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071723\
BF134317.D

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF134317.D\data.ms

5469 6.475

7.398

6.834

5.069 k 5.85/30085 87863 6669 7.008 7/422

0
Time-->

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance

2000000

1500000

1000000

500000

TIC: BF134317.D\data.ms
9.192

12.963

10.663

11.898

8.116 9.869

11.369 12.686

12.5865 829
111386
§0.78611.028 1,261 445

0
Time-->

980 12246 Lsirrs
T ‘ T A I U ‘ T

7 — — T 7
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

Time-->

TIC: BF134317.D\data.ms

13.886

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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@71723\
Data File : BF134317.D

Acqg On : 17 Jul 2023 15:50
Operator : CG\JU

Sample : 03601-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 6
R.T. EstConc Area Relative to ISTD R.T.
5.069 2.77 ng 62476 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 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 507 (5.069 min): BF134317.D\data.ms (-499) (-) m/z 43.00 100.00%

3.0
59.0
5000
101.0 \\4\‘\\\\‘\\\\‘2\\\\’4\\\\
| ‘ 83.0 .80 5.00 5.20 5.40 .
0 et ey M/Z 59.00 53.26%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \H‘uu‘uu‘uu,\/\u
4.80 5.00 5.20 5.40
59.0 m/z 101.00  18.18%
101.
0 20 H 710830 "0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00  15.87%
20.0 101.0
o 20 Ll 730 850
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9492: 2-Hexanol, 2-methyl- R e PRt
59.0 4.80 5.00 5.20 5.40
m/z 41.00 10.02%
5000
310 130 101.0
bt AL b mo®e L Akl e T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134317.D

Acqg On : 17 Jul 2023 15:50

Operator : CG\JU

Sample : 03601-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2 unknown6.087 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
6.087 2.04 ng 45905 1,4-Dichlorobenzene-d4 6.834
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptanol, 2-methylene 126 C8H140 016240-38-3 27
2 Cycloheptanone, 4-methyl-, (R)- 126 C8H140 013609-59-1 27
3 cis-4-Nonene 126 C9H18 010405-84-2 25
4 2-Nonene 126 C9H18 002216-38-8 25
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 22

Abundance Scan 680 (6.087 mln) BF134317.D\data.ms (-674) (-) m/z 41.10 100.00%

411 550
83.1
5000 970
. IS VACAY
L 69]0 112-112‘5-0 5.80 6.00 6.20 6.40
Oberprererereprretlbte b b m/z s5.05 99.66%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13054: Cycloheptanol, 2-methylene
83.0
5000 41.0 5.0 R N e R AR
97.0 111.0 5.80 6.00 6.20 6.40
270 ‘ ‘ 57.00  95.90%
-,

o

‘1260 m/z
H‘HH‘\H“\“‘\H\}!H\iH!‘l‘\\w\“l\\‘\’”\\\\‘\‘\‘\!‘\\H‘\\H‘\H\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13102: Cycloheptanone, 4-methyl-, (R)-
55.0
NJ\}\JM

41.0 AT T
5.80 6.00 6.20 6.40

5000 82.0 m/z 42.95 71.09%

126.0

o

98.0
[l

miz—> 10 20 30 40 50

60 70 80 90 100110120130

Abundance
55

41.0
5000

#13173: cis-4-Nonene

.0

70.0
H 126.0

111.0

L

5.80 6.00 6.20 6.40

NI [
m/z--> 10 20 30 40 50

60 70 80 90 100110120130

m/z 83.10 59.45%

%

5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134317.D

Acqg On : 17 Jul 2023 15:50
Operator : CG\JU

Sample : 03601-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.669 4.26 ng 95856  1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 59
2 Butanoic acid, 4-methoxy- 118 C5H1003 029006-02-8 47
3 Methoxymethyl isothiocyanate 103 C3H5NOS 019900-84-6 47
4 Methane, tert-butoxymethoxy- 118 C6H1402 024209-75-4 38
5 2-Nonanol 144 C9H200 000628-99-9 38
Abundance Scan 779 (6.669 min): BF134317.D\data.ms (-775) (-) m/z 45.00 100.00%
45.0
71.0 e A RRRaRasEESM e
‘ H 950 1111 6.40 6.60 6.80 7.00
0 HwWwm‘Mlmm‘h}um‘}“mw‘”_u;_wm“;waww m/z 43.00  48.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 L e e R B
6.40 6.60 6.80 7.00
2900 72.0 m/z 57.00 37.16%
0 \\"]ﬂ.r\q\‘\\\u“\\\\“\‘f‘h‘H\\}‘HH‘!‘\‘\\‘\?\9‘-9\\1‘(\)‘}4'\.\(?\\\\‘\\\\’]‘:\3\5\\.‘0\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9880: Butanoic acid, 4-methoxy-
45.0
‘/\/\\\\‘\\\\‘\\\\‘\\\\’\\\\
6.40 6.60 6.80 7.00
5000 m/z 59.00 33.63%
60.0
0 HwWm_w‘!‘mwwu_w:H‘??1.10_‘19??9“””‘www
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #5100: Methoxymethyl isothiocyanate
45.0 6.40 6.60 6.80 7.00
m/z 41.00 22.57%
5000
720 103.0
29.0 ‘
Ot b et e e e e TR
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134317.D

Acqg On : 17 Jul 2023 15:50
Operator : CG\JU

Sample : 03601-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 unknownl1®.075 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.075 2.58 ng 70588  Acenaphthene-di1e 9.869
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6,7-trimethyl- 170 C13H14 002245-38-7 38
2 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 38
3 Dodecanoic acid 200 C12H2402 000143-07-7 38
4 Naphthalene, 2,3,6-trimethyl- 170 C13H14 000829-26-5 35
5 3-(2-Methyl-propenyl)-1H-indene 170 C13H14 1000187-78-5 35
Abundance Scan 1358 (10.075 min): BF134317.D\data.ms (-1353) (- 73.00 100.00%
a0 730 168.1
5000
129.1
100.9 200.2 10.00
0! 60.00 85.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45537: Naphthalene, 1,6,7-trimethyl-
170.0
5000
1000
m/z 168.10 84.81%
27.0 51.0 76.0
0 TTT \ ‘ \‘\ T \" T \‘\ T ‘H \‘\‘U‘HU\ \1\0‘2\-\0\‘\ ‘ \‘!‘\ \“h\ \‘ ‘ \WH\ T ‘ TTTT ‘ LI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45526: 4,6,8-Trimethylazulene
170.0
‘AA‘A ML Ty AM‘
10.00
5000 m/z 41.05 83.23%
115.0
ol 20 o0 A A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75713: Dodecanoic acid T ‘
73.0 10.00
43.0 m/z 55.10 79.87%
5000
129.0
157.0 200.0
ol L
O"H‘WH‘JNNhywupwmwwuuw_uuw‘u“uh‘_‘u“u‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00

8270-BF062623.M Tue Jul 18 19:52:11 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134317.D

Acqg On : 17 Jul 2023 15:50
Operator : CG\JU

Sample : 03601-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Hexadecane, 2,6,11,15-tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.786 2.70 ng 72467  Phenanthrene-d1e 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 83
2 Tridecane 184 C13H28 000629-50-5 58
3 Decane, 2-methyl- 156 C1l1H24 006975-98-0 52
4 Heneicosane 296 C21H44 000629-94-7 50
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 50
Abundance Scan 1479 (10.786 min): BF134317.D\data.ms (-1474) (-] m/z 57.10 100.00%
57.1
2000 /\W
‘ 1130 1841 10.50 11.00
0 “"uHNNMWMwwwﬂWWNWWM$wun?4ﬁj"““3313 m/z 71.10 69.91%
m/z--> 0 50 100 150 200 250 300
Abundance #176404: Hexadecane, 2,6,11,15-tetramethyl-
43.0
5000 —— —
10.50 11.00
85.0 m/z 43.00 60.08%
27.0 169.0
0 ‘ LI ‘\ ““\ ‘h‘ \“‘\“‘ M\“\ \‘ “\ ‘\ T \%1\1.\0\ T ‘2\67\.\0\ ‘ T T T T
m/z--> 0 50 100 150 200 250 300
Abundance #59029: Tridecane
57.0
—— —
10.50 11.00
5000 m/z 41.00 31.85%
99.0
o 200l || B0 w00 WWMWM
m/z--> 0 50 100 150 200 250 300
Abundance #33087: Decane, 2-methyl- — —
43.0 10.50 11.00
m/z 85.10 26.43%
5000
85.0
141.0
miz--> 0 50 100 150 200 250 300 10.50 11.00

8270-BF062623.M Tue Jul 18 19:52:12 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134317.D

Acqg On : 17 Jul 2023 15:50
Operator : CG\JU

Sample : 03601-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.898 41.53 ng 1115330  Phenanthrene-d10 11.369
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 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 43

Abundance Scan 1668 (11.898 min): BF134317.D\data.ms (-1661) (- m/z 73.00 100.00%
43.0 \73.0

5000
129.0

-
o
o
s}

13.2 T
‘ H‘ ‘ 157. “85}2 ‘ 256.3 11.50
HWH‘W$NH‘ﬁmeW‘Mwm‘uuuuuw‘Mﬂu‘wmu‘uﬂ_‘u‘ m/z 43.05 97.97%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance 143510: n-Hexadecanoic acid
60.

5000 129.0 o —
11.50 12.00
m/z 60.00  93.26%

o

O H#*

151018502130 256.0

0,
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #126199: Pentadecanoic acid
43.0 73.0
— =
11.50 12.00
5000 129.0 ITI/Z 41.05 83.87%
199.0
‘ ‘ H 1570 ‘ 242.0
RTINS O
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid T T
73.0 11.50 12.00
43.0 m/z 55.05 78.52%
5000 129.0
185.0
228.0
AL L s |
01§9M“LMMWWHJLWMMHJHWHHMHAHHMHWHHMHW — —
m/z--> 20 40 60 80 100120140160 180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134317.D

Acqg On : 17 Jul 2023 15:50
Operator : CG\JU

Sample : 03601-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Palmitoleic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.469 2.73 ng 73278  Phenanthrene-d1e 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Palmitoleic acid 254 C16H3002 000373-49-9 52
2 Methyl Z-11-tetradecenoate 240 C15H2802 1000130-82-8 46
3 Methyl myristoleate 240 C15H2802 056219-06-8 46
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 43
5 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 43
Abundance Scan 1765 (12.469 min): BF134317.D\data.ms (-1760) (- m/z 69.00 100.00%
69.0
189.1
5000
115.0 153.1
——
39 0‘ ‘ 12.50
0L m/z 41.85 99.54%
m/z--> 50 100 150 200 250
Abundance #140796: Palmitoleic acid
55.0
5000 T
97.0 12.50
m/z 43.00 89.13%
137.0 236.0
01‘5-‘0\‘r H‘ “‘u! \”M\ HLHM\ \‘MHM“ mH\“ M‘HW e ‘19‘\6‘0‘ — \‘ P
m/z--> 50 100 150 200 250
Abundance #123681: Methyl Z-11-tetradecenoate
55.0
——
12.50
5000 m/z 55.05 76.37%
96.0
166.0 208.0
L N
oL— ‘\\“‘;\U\H\ m H\HH‘M \‘H ‘H\‘ ) o “ e \‘h P
miz--> 50 100 150 200 250
Abundance #123664: Methyl myristoleate T
55.0 12.50
m/z 83.10 75.79%
5000
87.0
HH Mzﬁ.o 16(‘3.0 20@3.0240.o
0b— JQ‘JW“NW NJJ“ T N ——
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134317.D

Acqg On : 17 Jul 2023 15:50
Operator : CG\JU

Sample : 03601-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.686 19.32 ng 518873  Phenanthrene-d10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
Abundance Scan 1802 (12.686 min): BF134317.D\data.ms (-1798) (- m/z 43.10 100.00%
43.1 73.0
. 1291 JM/
185.2 241.2 T ‘ T T ‘ T
‘ ‘ 284.3 12.50 13.00
() s b L L m/z 73.00  95.67%
m/z--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284.0 — e
185.0 241.0 12.50 13.00
m/z 60.00 83.91%
ob— \“‘ H“H‘H‘\“‘ \Jh‘ | H“‘ ‘ L ‘L o “ L “ 1 ‘\‘ : “‘
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
== =
12.50 13.00
5000 129.0 ITI/Z 57.05 81.02%
or.0 1710 2130 2560
o Al LT T
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 12.50 13.00
m/z 55.05 80.77%
5000 129.0
‘ 199.0 2420
o il Lot | T e
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134317.D

Acqg On : 17 Jul 2023 15:50
Operator : CG\JU

Sample : 03601-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 9 Morpholine, 4-phenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.851 7.49 ng 185473  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Morpholine, 4-phenyl- 163 C10H13NO 000092-53-5 64
2 Glyoxylamide, N-phenyl- 163 CSH9ONO2 032331-52-5 43
3 .delta.2-1,3,4-Oxadiazolin-5-one... 163 C7H5N302 002845-82-1 35
4 p-(N-benzoylamino-N'-methyl)benz... 290 C14H14N203S 1000395-68-9 30
5 1,2-Ethanediol, dibenzoate 270 C1l6H1404 000094-49-5 30
Abundance Scan 2000 (13.851 min): BF134317.D\data.ms (-1997) (- m/z 105.00 100.00%
105.0
163.1
5000
1 13%6 5466
51.0 . .
230.1
0L bbb L2201 27403332 16310 58.36%
m/z--> 50 100 150 200 250 300 350
Abundance #38616: Morpholine, 4-phenyl-
105.0
163.0
5000 — —
13.50 14.00
m/z 77.00  35.25%
51.0
0\h\‘\‘i“\‘\‘\\“\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #39043: Glyoxylamide, N-phenyl-
120.0 168.0
= e
13.50 14.00
5000 43.0 m/z 149.05  12.47%
07'4
m/z--> 50 100 150 200 250 300 350
Abundance #38927: .delta.2-1,3,4-Oxadiazolin-5-one, 2-(4-pyridyl)- = =
163.0 13.50 14.00
m/z 51.00 8.72%
5000
0
‘ 119.0
Y W O R = I,
mlz--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134317.D

Acqg On : 17 Jul 2023 15:50
Operator : CG\JU

Sample : 03601-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 10 Diethylene glycol dibenzoate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.886 28.40 ng 703459  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Diethylene glycol dibenzoate

2 1,3-Dioxolane, 2-(methoxymethyl)...
3 Benzoic acid, 2-(4-nitrophenoxy)...
4 2-(2-Carboxyvinyl)pyridine, trans

5 2-Methyl-4-hydroxybenzoxazole

314 C18H1805
194 C11H1403
287 C15H13NO5
149 C8H7NO2
149 C8H7NO2

000120-55-8 90
1000156-71-2 83
1000368-92-7 78
007340-22-9 52
051110-60-2 47

Abundance Scan 2006 (13.886 min): BF134317.D\data.ms (-2003) (-

m/z 105.00 100.00%

105.0 149 1
5000
= P
51.0 ] 13.50 14.00
obded L1 19212301 2024 3524 ./, 149,05  83.50%
m/z--> 50 100 150 200 250 300 350
Abundance #216951: Diethylene glycol dibenzoate
1050 41490
5000 = —
13.50 14.00
m/z 77.05 44,447
51.0
0 [ 192.0
\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
miz—-> 50 100 150 200 250 300 350
Abundance #68803: 1,3-Dioxolane, 2-(methoxymethyl)-2-phenyl-
149.0
105.0 = e
13.50 14.00
5000 m/z 51.08  12.02%
45.0
0“uu‘ﬂwm‘JH““ T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #182445: Benzoic acid, 2-(4-nitrophenoxy)ethyl ester — =
105.0 149.0 13.50 14.00
m/z 150.05 8.45%
5000
51.0
0 Lo 1 | 211.0 287.0
B e e T i e SR — e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@71723\
Data File : BF134317.D

Acqg On : 17 Jul 2023 15:50
Operator : CG\JU

Sample : 03601-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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-... 5.069 2.8 ng 62476 1 6.834 450419 20.0
unknown6.087 6.087 2.0 ng 45905 1 6.834 450419 20.0
Ethanol, 2-(2-e... 6.669 4.3 ng 95856 1 6.834 450419 20.0
unknown10.075 10.075 2.6 ng 70588 3 9.869 546356 20.0
Hexadecane, 2,6... 10.786 2.7 ng 72467 4 11.369 537088 20.0
n-Hexadecanoic ... 11.898 41.5 ng 1115330 4 11.369 537088 20.0
Palmitoleic acid 12.469 2.7 ng 73278 4 11.369 537088 20.0
Octadecanoic acid 12.686 19.3 ng 518873 4 11.369 537088 20.0
Morpholine, 4-p... 13.851 7.5 ng 185473 5 14.027 495448 20.0
Diethylene glyc... 13.886 28.4 ng 703459 5 14.027 495448 20.0
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