LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47243.D

Acqg On : 16 Aug 2024 20:32
Operator : RC/JU

Sample : P3634-01

Misc :

ALS Vvial : 18 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 M\Methods\8270-BM081024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@47243.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  3.269 62 65 74 rBV 141875 188088 3.04% 0.289%
2 4.581 281 288 297 rVB 155868 226402 3.65% 0.348%
3 5.022 357 363 373 rBV 2264639 3280490 52.96% 5.036%
4 6.581 622 628 643 rBV 2106168 3383155 54.62% 5.194%
5 7.004 696 700 709 rBV 43569 92833 1.50% 0.143%

7.369 755 762 771 rBV 1137245 1728575 27.90%
8.516 949 957 969 rBV 1442112 2311421 37.31%
9.092 1051 1055 1067 rBv4 31896 70438 1.14%
10.128 1221 1231 1237 rBV 1353416 2270330 36.65%
10 10.886 1354 1360 1370 rBV 162534 323237 5.22%
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11 11.839 1517 1522 1533 rBV 109138 222837  3.60%
12 12.633 1650 1657 1666 rBV 3501235 5195348 83.87%
13 13.745 1843 1846 1851 rVB 68523 103325 1.67%
14 14.027 1888 1894 1900 rVV 1988929 2949481 47.61%
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15 14.092 1900 1905 1914 rVB2 100186 206240 3.33% 317%
16 14.263 1928 1934 1935 rBV3 65806 91854 1.48% 0.141%
17 14.286 1935 1938 1944 rVB4 82087 146788 2.37% ©0.225%
18 14.368 1947 1952 1956 rBV2 58295 100281 1.62% ©.154%
19 14.580 1984 1988 1995 rVB6 41750 70589 1.14% 0.108%
20 14.921 2042 2046 2050 rBV2 126249 157979 2.55% 0.243%

21 15.092 2070 2075 2079 rBV 90051 132552
22 15.421 2128 2131 2137 rVB4 97142 143017 2.31%
23 15.539 2145 2151 2160 rBV 2868551 4003436 64.63%
24 15.792 2190 2194 2202 rVB2 238835 480260
25 16.339 2283 2287 2290 rBV 126884 172075 2.78%
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26 16.586 2325 2329 2332 rBV 214922 274167 4.43%
27 16.639 2335 2338 2343 rVB 115946 169734  2.74%
28 16.792 2359 2364 2368 rBV 2348466 3329481 53.75%
29 16.833 2368 2371 2376 rVB 943536 1233384 19.91%
30 16.927 2382 2387 2391 rVB 297286 421178 6.80%
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31 17.327 2451 2455 2459 rBV2 235889 276777  4.47%
32 17.374 2460 2463 2467 rVV2 68387 92827 1.50%
33 17.504 2480 2485 2493 rVB 899837 1146461 18.51%
34 17.674 2510 2514 2518 rBV 181962 253021 4.08%
35 17.727 2518 2523 2532 rBV2 1072168 1598985 25.81%
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36 17.862 2542 2546 2550 rBvV2 313271 431397 6.96%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47243.D

Acqg On : 16 Aug 2024 20:32
Operator : RC/JU

Sample : P3634-01

Misc

ALS Vvial : 18 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 M\Methods\8270-BM081024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.021 2570 2573 2577 rBV 216786 240783 3.89% 0.370%
38 18.186 2597 2601 2604 rBV 118397 187174 3.02% 0.287%
39 18.656 2676 2681 2684 rBV 3230269 4043927 65.28% 6.208%
40 18.692 2684 2687 2691 rVB2 2256564 2668807 43.08% 4.097%
41 18.827 2707 2710 2713 rBV 609036 666726 10.76% 1.024%
42 18.868 2713 2717 2722 rBV 1938444 2561773 41.36% 3.933%
43 19.027 2741 2744 2751 rBV3 349125 523366 8.45% 0.803%
44 19.233 2772 2779 2790 rBV 1648969 3034231 48.98% 4.658%
45 19.462 2813 2818 2822 rVB 5149497 6194552 100.00%  9.510%
46 21.033 3079 3085 3089 rBV2 2432843 4087732 65.99% 6.276%

47 23.744 3542 3546 3563 rVB 1525603 3648820 58.90% 5.602%

Sum of corrected areas: 65136334
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47243.D

Acqg On : 16 Aug 2024 20:32
Operator : RC/JU

Sample : P3634-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM047243.D\data.ms
6000000

5000000

4000000 1263

3000000

5.022 6.581

2000000
8.516

- 360 10.128

1000000

3.269 4.581 7.004 9.002 10.886 11.839
0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\T‘T\h/‘\\\ﬁ\‘\\\\‘\\\\‘\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ﬁ

Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50
Abundance TIC: BM047243.D\data.ms
6000000 19.p62

5000000 21.033
4000000
3000000

14.027
2000000

1000000

13.7@

D R B B e e e .

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BM047243.D\data.ms
6000000

5000000
4000000 23.744
3000000 M

2000000

1000000

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47243.D

Acqg On : 16 Aug 2024 20:32
Operator : RC/JU

Sample : P3634-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Propylene Glycol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.269 2.18 ng 188088 1,4-Dichlorobenzene-d4 7.369

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 72
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 64
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 2-Pentanol 88 C5H120 006032-29-7 9

Abundance  Scan 65 (3.269 min): BM047243.D\data.ms (-62) (-) m/z 45.05 100.00%

45.0
5000 j\\
REE e e
( 3.00 3.20 3.40 3.60
0 dj761 11721491  207.0239.1 28L. 4 7 43.10  19.82%
miz-> 50 100 150 200 250
Abundance #1085: Propylene Glycol
45.0
5000 | L L DL R
3.00 3.20 3.40 3.60
m/z 61.10 7.09%
15.0,
O \“\ M\‘ \“‘ ‘\‘7\6.\0\ ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #1091: R-(-)-1,2-propanediol
45.0
R A ERaE S
3.00 3.20 3.40 3.60
5000 m/z 44.00 5.56%
15.0 ‘
ol ‘HL\‘ “““\7‘610‘ — — R R AR R R %
miz--> 50 100 150 200 250
Abundance #1093: (S)-(+)-1,2-Propanediol R R
45.0 3.00 3.20 3.40 3.60
m/z 42.00 2.93%
- WWWJ\WM
0150 L 150 ‘ ‘ ‘
L WA —— T R R Ea
m/z--> 50 100 150 200 250 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47243.D

Acqg On : 16 Aug 2024 20:32
Operator : RC/JU

Sample : P3634-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.581 2.62 ng 226402 1,4-Dichlorobenzene-d4 7.369

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 288 (4.581 min): BM047243.D\data.ms (-281) (-) m/z 43.05 100.00%
43.0
5000
101.1
T T
‘ 4.20 4.40 4.60 4.80 5.00
O bt 78 L1330 1890 m/z 59.10  64.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 NN R
4.20 4.40 4.60 4.80 5.00
101.0 m/z 101.10  26.10%
073.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4529: 2,3-Butanedione, monooxime
43.0
R aaEE e e AR
4.20 4.40 4.60 4.80 5.00
5000 m/z 58.05 15.18%
101.0
15.0
0 \‘ l il ‘ 69.0 I
e et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester AR EE e
59.0 4.20 4.40 4.60 4.80 5.00
m/z 41.05 7.77%
5000
0 37\ \‘H 12\60
et R E e  RR R
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47243.D

Acqg On : 16 Aug 2024 20:32
Operator : RC/JU

Sample : P3634-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 1-Phenoxypropan-2-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

10.886 2.85 ng 323237 Naphthalene-d8 10.128
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 93
3 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
5 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64

Abundance Scan 1360 (10.886 min): BM047243.D\data.ms (-1354) (- | m/z 94.05 100.00%

94.0
5000

45.0 “ | 15fl 10,50 11.00
|

207.8 281.( ;
bbb L2078 2BLC s g0 as 24.00%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30117: 1-Phenoxypropan-2-ol
94.0

o

5000
1050 1100
152.0 m/z 152.05 17.56%
45.0 ‘ ‘
O\H‘H‘\\“M\‘\‘\\"\H\H“‘\\H‘\‘!H‘HH‘HH’\H\’HH‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
- e
10.50 11.00
5000 m/z 78.05 15.27%

o

45.0 152.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance : i i

#84780: Carbonic acid, neopentyl phenyl ester
94.0 1050 1100

m/z 108.05 14.68%

43.0
5000
H\H\H‘ . 149.0 1930

m/z--> 20 40 60 80 100120140160180200220240260280 1050 1100

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47243.D

Acqg On : 16 Aug 2024 20:32
Operator : RC/JU

Sample : P3634-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Pentacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.792 2.88 ng 480260  Phenanthrene-d10 16.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 90
3 Undecane 156 C1l1H24 001120-21-4 87
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 2194 (15.792 min): BM047243.D\data.ms (-2190) (- | m/z 57.10 100.00%
57.1
20 /\/\W\J\M
—— —
|00 1631 1550  16.00
ol b d Ly, 07720812402 2841 3279 . 4310 76.15%
miz--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 — —
15.50 16.00
99.0 m/z 71.10 75.03%
o LLLL] 101802250 2950 ss2:
\\\\‘ \\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
— —
15.50 16.00
5000 m/z 85.10 46.50%
99.0 140.0
1820
N N i et B
m/z--> 50 100 150 200 250 300 350
Abundance #33080: Undecane 7 —
57.0 15.50 16.00
m/z 41.10 37.78%
- /h/b&ﬂjﬁ”ﬂﬁ\wJ\AM/wvm
156.0
014(1% e — — —
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47243.D

Acqg On : 16 Aug 2024 20:32
Operator : RC/JU

Sample : P3634-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.504 6.89 ng 1146460  Phenanthrene-d10 16.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 99
2 Pentadecanoic acid, 14-methyl-, . 270 C17H3402 005129-60-2 96
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87

Abundance Scan 2485 (17.504 min): BM047243.D\data.ms (-2480) (-
74.1

5000
143.1 L ‘
227.2 17.50
185.2 270.3
033“0321-0 m/z 87.10  69.82%
miz--> 50 100 150 200 250 300 350
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 ~L
17.50
143.0 m/z 43.10  29.38%
‘ M‘ | 185.0 2270 270,0
O \H“\Wh\“h‘\h“ oy ‘\ T “\ L “ Tt T Fr T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0

m/z 74.10 100.00%

—

—
17.50

m/z 55.10 24.63%

5000
29.
L, Mmoo o
mlz--> 50 100 150 200 250 300 350
Abundance #126208: Methyl tetradecanoate 7 |
74.0 17.50
m/z 41.10 22.23%
5000
29.
‘ h 143.0 1990 242.0
ol ey o T A —
m/z--> 50 100 150 200 250 300 350 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47243.D

Acqg On : 16 Aug 2024 20:32

Operator : RC/JU

Sample : P3634-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 3

R.T. EstConc Area Relative to ISTD R.T.
17.727 9.61 ng 1598990  Phenanthrene-d10 16.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 60
4 Tridecanoic acid 214 C13H2602 000638-53-9 58
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 38

Abundance Scan 2523 (17.727 min): BM047243.D\data.ms (-2518) (- m/z 73.10 100.00%

73.1
5000 1921
129.0
e

Dol e 7
0 H‘H‘u‘ W Hu \“‘H\ \u‘\ pa \ ‘\\‘ HM

Lo L8081 3562 .0 43.10
mi/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid

5000 —— —
129.0 17.50 18.00
213.0 m/z 60.05 76.82%
L] \‘ |

0\\‘ ‘MM““HW‘““W\‘\\\\|\\\\‘\\\\‘\\\\‘\\
m/z--> 5 100 150 200 250 300 350

Abundance #179089: Octadecanoic acid
73.0

e ——
17.50 18.00
5000 129.0 m/z 57.10 67.55%
29.0 ‘ 1850 547 ( 284.0
= ‘\“ I \“ H‘Hw \M i i ‘ = ‘ “ — ‘L e ‘L‘ e
miz--> 50 100 150 200 250 300 350

Abundance #126199: Pentadecanoic acid T ——
73.0 17.50 18.00
m/z 55.10 62.86%
5000 129.0
29.0
‘ 199.0 242.0
0 H“H \\H\‘w\h” ‘\H ul ““‘ ““‘L‘H“HH“H“H —— ——
m/z--> 5 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47243.D

Acqg On : 16 Aug 2024 20:32
Operator : RC/JU

Sample : P3634-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
17.862 2.59 ng 431397  Phenanthrene-d10 16.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 58
3 Carbonic acid, ethyl 2-formyl-4,... 262 C1OH8C1204 1000331-34-4 50
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 38
5 2-Amino-4,6-dichloropyrimidine-5... 191 C5H3C12N30 005604-46-6 32

Abundance Scan 2546 (17.862 min); BM047243.D\data.ms (-2542) ({ m/z 189.10 100.00%
189.1
- J&JL
94.5 = s
] 1301 ‘ 17.50 18.00
0 09l AL N 2601 81813612 y; 190.10  98.04%
miz--> 50 100 150 200 250 300 350
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 — e
94.0 17.50 18.00
4. m/z 192.10  47.77%
ol300 \‘\ 1370, |
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
= P
17.50 18.00
5000 m/z 191.10 39.07%
94.0
0 S
m/z--> 50 100 150 200 250 300 350
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny — —
190.0 17.50 18.00
m/z 94.50 21.93%
- \/\//\/\/\J’\/\W\
9.0
133.0
M U el B, N — S
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47243.D

Acqg On : 16 Aug 2024 20:32
Operator : RC/JU

Sample : P3634-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.656  24.29 ng 4043930  Phenanthrene-di10 16.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
5 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 98

Abundance Scan 2681 (18.656 min): BM047243.D\data.ms (-2676) (- m/z 67.10 100.00%

67.1
5000

T —7
}2 18.50 19.00
ol LAMRLLLY ¢
A HbLL

206.1 263.1 34804011  484.
miz--> 50 100 150 200 250 300 350 400 450
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0

At o L A58 m/z 81.18  84.94%
5000 — —

18.50 19.00
m/z 55.10 58.72%

123.0
O T ““‘\ + Mfm’”\ \m\“‘\ "%??\?\\\\2?\2\\0\‘\\\\‘\\\\‘\\\\‘\\ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0

T
18.50 19.00
5000 m/z 95.10 56.52%

1 294.0
0 Fm | (780 2340, |
SREE LN ETRNEY U E—
miz--> 50 100 150 200 250 300 350 400 450

Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester — ——
67.( 18.50 19.00

m/z 41.10 48.14%

5000
294.0
1F30
‘“\ im ““H \l\ ‘\ ﬁ \ 234 0\‘

— T
m/z--> 50 100 150 200 250 300 350 400 450 18.50 19.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47243.D

Acqg On : 16 Aug 2024 20:32
Operator : RC/JU

Sample : P3634-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 14-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.692 16.03 ng 2668810  Phenanthrene-d10 16.792
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
2 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 95

Abundance Scan 2687 (18.692 min): BM047243.D\data.ms (-2684) (+ ' m/z 55.10 100.00%

55.1

11.1 ‘ ‘ ‘ ‘
ZGF 3 18.‘50 19.‘00

0 M.‘H‘u hu\\“m‘\lm\\m‘.u‘H‘ L 348.24010 458.5 ./, 69.10  72.57%

miz--> 50 100 150 200 250 300 350 400 450
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0

5000 — ——
18.50 19.00
‘ 264.0 m/z 74.10 64.39%
O \”‘\\\‘ “ \|l|“|lll’
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194417: 15-Octadecenoic acid, methyl ester
55.0
——
18.50 19.00
5000 ITI/Z 41.10 62.91%
264.0
11.0
180.0
oLkl
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194420: 13-Octadecenoic acid, methyl ester — T
55.0 18.50 19.00

m/z 83.10 51.73%

5000
o 264.0
iy 1800

oAt I —
miz--> 50 100 150 200 250 300 350 400 450 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47243.D

Acqg On : 16 Aug 2024 20:32
Operator : RC/JU

Sample : P3634-01

Misc

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.027 2.56 ng 523366 Chrysene-d12 21.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 62
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 52

Abundance Scan 2744 (19.027 min): BM047243.D\data.ms (-2741) (- m/z 73.10 100.00%
73.1

5000 129.1 202.1

?

1 } } \ 284.1 19.00
o — ‘”mmﬁuumuMMMm 343.2 4153 4903 m/z 43.10 92.42%

Ii
(REEENE \H‘HH‘HH L B

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #179091: Octadecanoic acid

SN
W
o

5000 129.0
19.00
‘ 1850 2840 m/z 60.10 84.27%
OJHI\thl‘\\IlW‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #126199: Pentadecanoic acid
73.0
T [
19.00
5000 129.0 m/z 57.10 74 .69%

199.0

015-0L | “Hl ln b B

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

2

Abundance #109281: Tetradecanoic acid

73.0 19.00
m/z 55.10 69.73%
5000
129.0
228.0

ARl T — -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81624\
Data File : BM@47243.D

Acqg On : 16 Aug 2024 20:32
Operator : RC/JU

Sample : P3634-01

Misc

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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|
Propylene Glycol 3.269 2.2 ng 188088 1  7.369 1728580 20.0
2-Pentanone, 4-... 4.581 2.6 ng 226402 1 7.369 1728580 20.0
1-Phenoxypropan... 10.886 2.9 ng 323237 2 10.128 2270330 20.0
Pentacosane 15.792 2.9 ng 480260 4 16.792 3329480 20.0
Hexadecanoic ac... 17.504 6.9 ng 1146460 4 16.792 3329480 20.0
n-Hexadecanoic ... 17.727 9.6 ng 1598990 4 16.792 3329480 20.0
4H-Cyclopenta[d... 17.862 2.6 ng 431397 4 16.792 3329480 20.0
9,12-Octadecadi... 18.656 24.3 ng 4043930 4 16.792 3329480 20.0
14-Octadecenoic... 18.692 16.0 ng 2668810 4 16.792 3329480 20.0
Octadecanoic acid 19.027 2.6 ng 523366 5 21.033 4087730 20.0
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