LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM062824\
Data File : BM@46349.D

Acqg On : 28 Jun 2024 12:46
Operator : MA/JU

Sample : P3076-10

Misc :

ALS vial : 6 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-BM062724 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@46349.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.293 66 69 85 rBV 54141 116209 2.55% 0.363%
2 4.593 285 290 301 rBV 117402 196878 4.31% 0.616%
3 5.046 361 367 389 rBV 1849947 2924954 64.10% 9.146%
4 6.628 629 636 659 rBV 1675808 3113396 68.23% 9.735%
5 7.369 756 762 778 rBV 512694 856279 18.77% 2.678%

6 8.540 953 961 982 rBV 883821 1943228 42.59% 6
7 9.222 1069 1077 1086 rBv4 14457 45672 1.00% ©.143%
8 10.139 1225 1233 1255 rBV 508776 1114400 24.42% 3
9 10.945 1363 1370 1384 rBV2 46239 136756 3.00% ©
10 12.639 1651 1658 1677 rBV 1905112 3273386 71.74% 10.236%

11 14.022 1886 1893 1911 rBV 834566 1369936 30.02%  4.284%
12 14.304 1938 1941 1949 rVB 39421 61699 1.35% 0.193%
13 15.527 2142 2149 2165 rBV 2042158 3262879 71.51% 10.203%
14 16.774 2355 2361 2367 rBV ~ 945952 1513074 33.16% 4.731%
15 16.921 2382 2386 2394 rVB3 32222 66174 1.45% 0.207%

16 17.145 2411 2424 2434 rBV6 37260 168077 3.68%
17 17.71@ 2514 2520 2540 rBV 546693 1214513 26.62%
18 18.698 2682 2688 2700 rVB4 52533 143807 3.15%
19 18.845 2709 2713 2728 rBV 171173 307828 6.75%
20 18.998 2734 2739 2752 rBV = 228297 511525 11.21%
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21 19.209 2768 2775 2779 rBV 139688 204315 4.48%
22 19.421 2806 2811 2824 rBV 3795184 4562858 100.00% 14.268%

(]
o))
w
o]
R

23 19.745 2858 2866 2875 rVB2 119845 227429 4.98% 0.711%
24 20.245 2947 2951 2955 rBv4 47782 61044 1.34% 0.191%
25 20.551 2999 3003 3011 rVB 122086 163171 3.58% ©.510%
26 20.709 3026 3030 3039 rBV2 192471 368902 8.08% 1.154%
27 20.992 3072 3078 3083 rBV 1003014 1510881 33.11% 4.724%
28 21.168 3106 3108 3114 rVB2 63017 75450 1.65% ©.236%
29 21.292 3125 3129 3135 rVB 85102 144132 3.16% 0.451%
30 21.674 3191 3194 3198 rBV2 65298 88431 1.94% 0.277%

31 21.962 3236 3243 3257 rVB3 171465 537945 11.79%
32 22.239 3287 3290 3296 rVB 71244 99695 .18%
33 22.403 3314 3318 3324 rVB 137968 212551 4.66%
34 23.662 3526 3532 3549 rVB 591903 1383043 30.31%
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Sum of corrected areas: 31980517
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM062824\
Data File : BM@46349.D

Acqg On : 28 Jun 2024 12:46
Operator : MA/JU

Sample : P3076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM062724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM046349.D\data.ms
3500000
3000000
2500000

2000000 5.046 12.63¢
6.628

1500000

1000000 8.540

500000 7.369 10.139

3.293 4.593 9.222 10.945

Time--> 300 350 400 450 500 550 6.00 650 700 7,50 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BM046349.D\data.ms

19.421
3500000

3000000

2500000

15.527
2000000

1500000
20.992

1000000 14.022 16.774

17.710
500000

09 95229,403
QQ:%. 21921674 555
14.304 Q71145 1820 19'7% §21.674 /222397

O L o o e B A e e B o e o e e e L e o L AL o B

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: BM046349.D\data.ms

3500000

3000000

2500000

2000000

1500000

1000000

23.662
500000

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\BM062824\
Data File : BM@46349.D

Acqg On : 28 Jun 2024 12:46
Operator : MA/JU

Sample : P3076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM062724 .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 1 Isopropyl Alcohol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
3.293 2.71 ng 116209 1,4-Dichlorobenzene-d4 7.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 56
2 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 40
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 40
4 Butanenitrile, 2-(methoxymethoxy) 129 C6H11NO2 1000196-86-5 40
5 2-Heptanol, (S)- 116 C7H160 006033-23-4 9
Abundance  Scan 69 (3.293 min): BM046349.D\data.ms (-66) (-) m/z 44.95 100.00%
45.0
5000 h\\y
BEEEE R
83.9 3.00 3.20 3.40 3.60
Ol i 2248 2069 /7 43.00  23.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #342: Isopropyl Alcohol
45.0
5000 L L R
3.00 3.20 3.40 3.60
m/z 44.00 6.84%
19.
O' ‘\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5003: 2-Pentanol, 4-methyl-
45.0
R
3.00 3.20 3.40 3.60
5000 m/z 61.00 5.92%
69.0
ol 28O Iy L a0te
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1091: R-(-)-1,2-propanediol REEEEEE B | S
45.0 3.00 3.20 3.40 3.60
m/z 41.95 5.84%
5000
19.0
e - — —
m/z--> 20 40 60 80 100 120 140 160 180 200 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM062824\
Data File : BM@46349.D

Acqg On : 28 Jun 2024 12:46
Operator : MA/JU

Sample : P3076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM062724 .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 5
R.T. EstConc Area Relative to ISTD R.T.
4.593 4.60 ng 196878 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 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 290 (4.593 min): BM046349.D\data.ms (-285) (-) m/z 43.00 100.00%
43.0
5000 59.0 JL
101.0 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
‘ 829 4.20 4.40 4.60 4.80 5.00
Obrprrrepreetilerr bl e et e M/Z 59.00 50 20%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0
4.20 4.40 4.60 4.80 5.00
101.0 m/z 101.00 17.38%
0 29'\0 L m‘ 83\'0
\\‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
Rmaas R AR EEEE
4.20 4.40 4.60 4.80 5.00
5000 410 m/z 58.00 13.24%
o =Y 1260 1420
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #4625: Butyl aldoxime, 3-methyl-, syn-
59.0 4.20 4.40 4.60 4.80 5.00
m/z 40.95 9.90%
41.0
5000
86.0
O brprrrrprrrrp bbb O Pl e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 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\BM062824\
Data File : BM@46349.D

Acqg On : 28 Jun 2024 12:46
Operator : MA/JU

Sample : P3076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM062724 .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 9
R.T. EstConc Area Relative to ISTD R.T.
10.945 2.45 ng 136756 Naphthalene-d8 10.140
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 95
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 72
4 butanedioic acid, monophenyl ester 194 C10H1004 1000400-29-4 50
5 2-Hexen-4-yne, 2-methyl- 94 C7H10 058275-93-7 47
Abundance Scan 1370 (10.945 min): BM046349.D\data.ms (-1363) (- | m/z 94.00 100.00%
94.0
5000
390 77.0
‘ | 1520 1700
1211 :
 — ” ‘_‘H_‘w‘wmu‘um_‘w m/z 77.00  28.54%
m/z--> 20 100 120 140
Abundance #30117.l-Phenox‘propan-24ﬂ
94.0
5000
11.00
7.0 1520  m/z 39.00 21.18%
45.0 ‘
O L ‘2\7\9\““\‘\“\ \“ \H\ T \“‘ T \‘\ ‘ T !\1]\-9‘\0\ T ‘ T \‘\‘
miz-> 20 60 80 100 120 140
Abundance #30139:l—PropanoLS—phenoxy—
94.0
——
11.00
5000 m/z 45.00 20.06%
77.0 152.0
27.
?
m/z--> 20 100 120 140
Abundance #19881.Ethan0L2—phen0xy—
94.0 11.00
m/z 50.95 19.73%
5000
77.0 138.0
270 910
0 \\\‘\H\“i‘\‘\“m“\u\\H“HH‘\‘\H‘HH“HH T
m/z--> 20 40 60 80 100 120 140 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM062824\
Data File : BM@46349.D

Acqg On : 28 Jun 2024 12:46
Operator : MA/JU

Sample : P3076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM062724 .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 unknownl7.145 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.145 2.22 ng 168077  Phenanthrene-di10 16.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 30
2 Eicosane, 9-octyl- 394 C28H58 013475-77-9 30
3 Heptacosane 380 C27H56 000593-49-7 30
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 30
5 Nonadecane 268 C19H40 000629-92-5 30

Abundance Scan 2424 (17.145 min): BM046349.D\data.ms (-2411) (- m/z 104.95 100.00%

105.0
430 162.9
5000
o
T

1700 17.50
2809 m/z 57.00 80.25%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055:; Hexatriacontane
57.0

5000 — e
17.00 17.50

m/z 43.00 67.97%

13.0
0 J‘ ”‘W” 1~ 169.0225.0281.0337.0393.0449.0 506.(
\\1[\11\[!f\\‘\f\\‘f\\1‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #298428: Eicosane, 9-octyl-
43.0

o

5000 m/z 162.95 61.93%
9.0 281.0
ol AL ass0z0 | semosseo
mlz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287976: Heptacosane Yt ‘ MA"WWﬁ
57.0 17.00 17.50

h MAMumwuwjﬁK%JkﬂwﬁNWV
113.0
002 0mmr0 0

L1

0 H‘“H""H"‘m"mH"‘H‘m“uu‘mwuwu 7 — T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM062824\
Data File : BM@46349.D

Acqg On : 28 Jun 2024 12:46
Operator : MA/JU

Sample : P3076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM062724 .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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.7106  16.05 ng 1214510  Phenanthrene-d10 16.774
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 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2520 (17.710 min): BM046349.D\data.ms (-2514) (- | m/z 43.00 100.00%

43.0 73.0
5000
129.0

m 1711 2131 256.1 17:50 18.00
O rrrprrrr it m/z 73.00 95.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid /K\MAW“
60.0

5000 129.0 [ CT

17.50 18.00
m/z 41.00 92.15%

’ 171.0 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid
43.0 73.0

e —
17.50 18.00

5000 129.0 m/z 59.95 87.37%

‘ 199.0 2420
O‘H_huwum‘WM 12
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #92068: Tridecanoic acid T ==
73.0 17.50 18.00

430 m/z 55.00 77.60%

5000
‘ 129.0 1710 2140
‘ H\ u‘u‘ h“ ‘ \um \h [ ‘\ ‘ Il ‘ | ‘

‘ T
m/z--> 20 40 60 80 100120140160180200220240260280 17.50 18.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM062824\
Data File : BM@46349.D

Acqg On : 28 Jun 2024 12:46
Operator : MA/JU

Sample : P3076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM062724 .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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.998 6.77 ng 511525 Chrysene-d12 20.992
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 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 72
Abundance Scan 2739 (18.998 min): BM046349.D\data.ms (-2734) (- | m/z 43.00 100.00%
43.0
73.0
5000
129.0
——
‘ ‘ M H ‘ 1851 2411 Lo, 19.00
0L ‘“Jﬂ”mwhu“WJWmlu‘yu“‘k‘pw“‘u‘*‘ _ m/z 73.00 84.25%
miz-> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 A
19.00
284.C o
‘ 185.0 241.0 ‘ m/z 41.00 80.89%
ol— “‘ ‘i \“ h!\‘ ‘\H““\‘H‘u‘ ‘M " H w“‘ ‘ L ‘L \“r “ - \‘ “\ ‘\‘ . ‘\‘
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
—
19.00
5000 129.0 m/z 59.95 78.50%
‘ 199.0 2420
oL— L‘ ‘; \“H‘M UM “HM\‘\‘ Hhm\ M\‘ u} “‘ ‘1‘61‘0;“ ‘i SN “\ o —
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid e
60.0 19.00
m/z 55.00 75.09%
5000 129.0
97.0 1710 2130 256.0
o) M— ‘M‘H‘H W “H“‘\‘ Hh“‘\ ;‘H‘\‘h} ‘\ | “‘ “ “‘ \‘ “‘ - “\‘ - ——
m/z--> 50 100 150 200 250 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM062824\
Data File : BM@46349.D

Acqg On : 28 Jun 2024 12:46
Operator : MA/JU

Sample : P3076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM062724 .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 Docosane, 11-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.745 3.01 ng 227429  Chrysene-di12 20.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 11-butyl- 366 C26H54 013475-76-8 90
2 Hexatriacontane 507 C36H74 000630-06-8 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 2866 (19.745 min): BM046349.D\data.ms (-2858) (- | m/z 57.00 100.00%

57.0
5000

—
19.50 20.00

13.0  207.0 2809
0 H“_L«Wﬂ‘muuH‘“H"H“MgﬂﬁQ‘H“H“‘H“H m/z 43.00  88.26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl-
57.0
5000 — —
19.50 20.00

m/z 70.95 62.48%

113.0
O H‘\"!‘“"A“\"\‘{““2‘%;0‘\9""‘3‘??‘(‘)‘:3‘6‘6”0‘“”“””“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055:; Hexatriacontane
57.0

T
19.50 20.00

5000 m/z 85.05 40.82%
13.0
0 \} ”‘w” |~ 169.0225.0281.0337.0393.0449.0 506.(
T BN B e e L e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane —7 T
57.0 19.50 20.00

m/z 41.00 36.86%

5000 xWNAWVAMMJ\MWAwMMwWJ
J‘ 113.

1130160.0225.0281.0 3800

O A T B SR T e P — —
miz-> 0 50 100 150 200 250 300 350 400 450 500 19.50 20.00
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Data Path : Z:
Data File :
Acqg On

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM062824\

BM046349.D
: 28 Jun 2024 12:46

Operator : MA/JU

Sample
Misc
ALS vial : 6

Quant Method
Quant Title

TIC Library

. P3076-10

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM062724 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
20.551 2.16 ng 163171  Chrysene-di12 20.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Docosane, 7-butyl- 366 C26H54 055282-15-0 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Hexatriacontane 507 C36H74 000630-06-8 80
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 80

Abundance Scan 3003 (20.551 min): BM046349.D\data.ms (-2999) (- | m/z 57.00 100.00%
57.0

20 JLJU\MA
20.50 |
207.0 )
155.0 281.0 i
ol -k L mw‘\ o220 SRT8248 4004 0 4300 80.87%
miz--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane
57.0
5000 —
20.50
m/z 71.05 61.28%
9.0
0 \‘ | ‘ H\ L M‘ | 1410]783 0225.0 282.0
\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

i
w
o

Abundance #275541: Docosane, 7-butyl-
20.50
5000 5.0 ITI/Z 85.00 41.49%
154.0
0 | u‘\ ‘h H Il h 197.0239.0 309 0
e A A e e e e ey
mlz--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane T
57.0 20.50
m/z 41.00  33.05%
ol h‘ H | 141 91.83 0225.0 281.0 337.0 394.0
i “““‘ T T T T T T T T —
m/z--> 50 100 150 200 250 300 350 400 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM062824\
Data File : BM@46349.D

Acqg On : 28 Jun 2024 12:46

Operator : MA/JU

Sample : P3076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM062724 .M

Quant Title

TIC Library

: 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 9 3-Hexadecene, (Z)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.709 4.88 ng 368902  Chrysene-d12 20.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexadecene, (Z)- 224 C16H32 034303-81-6 89
2 Cetene 224 C16H32 000629-73-2 80
3 1-Octadecene 252 C18H36 000112-88-9 64
4 Cyclohexadecane 224 C16H32 000295-65-8 59
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 50

Abundance Scan 3030 (20.709 min): BM046349.D\data.ms (-3026) (- | m/z 57.10 100.00%
57.1
20 JJL\/\A
11.0 226.0 L LT
ﬂ \ 168.9 295.0 355.0 429. 2050 21.00
0““ﬂﬂ\HWJWWWp‘uZnHHM“““(‘H“‘H““‘u m/z 43.00 99.18%
miz--> 50 100 150 200 250 300 350 400
Abundance #104596: 3-Hexadecene, (2)-
41.0
5000 7.0 — —
20.50 21.00
m/z 69.80 76.79%
224.0
O\\‘\“‘\“ ‘\‘H\I“‘}“\h\]_\s‘{.(\)\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #104589: Cetene
41.0
—— —
20.50 21.00
5000 7.0 m/z 41.80 68.95%
||} 1580 2200
IR T o
m/z--> 50 100 150 200 250 300 350 400
Abundance #138521: 1-Octadecene T —
7.0 20.50 21.00
m/z 55.00 68.69%
5000
11.0
H H 1‘ || 1680 2520
oL — —
m/z--> 50 100 150 200 250 300 350 400 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM062824\
Data File : BM@46349.D

Acqg On : 28 Jun 2024 12:46
Operator : MA/JU

Sample : P3076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM062724 .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 Indigo Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.962 7.12 ng 537945 Chrysene-d12 20.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indigo 262 C1l6H1ON202 000482-89-3 96
2 3b,4,5,6,7,7a2,9,10,11,12-Decahyd... 262 C20H22 1000080-20-7 86
3 2-Methyl-1H-anthra[1,2-d]imidazo... 262 C16H10N202 030634-09-4 50
4 trans-Indigo 262 C1l6H10ON202 064784-13-0 49
5 dibenzo[b,g][1,8]naphthyridine-1... 262 C16H10N202 1000396-82-0 49
Abundance Scan 3243 (21.962 min): BM046349.D\data.ms (-3236) (1 m/z 262.00 100.00%
262.0
104.0
5000
205.0
50.0 158.0 o
Ll L e e =
OF v b pd bl b b s 2202 BT m/z 103,95 57.06%
miz--> 50 100 150 200 250 300 350 400
Abundance #150690: Indigo
262.0
5000 104.0 L
22.00
205.0 m/z 76.00 55.43%
50.0 ‘ 158.0 ‘
0 \\H‘l“\‘\”‘\‘\ ‘M\\W“\“‘“H"M“‘\H“‘\‘\‘\H‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #151086: 3b,4,5,6,7,7a,9,10,11,12-Decahydrobenzo[b]flu
262.0
——
22.00
5000 m/z 205.00 29.55%
191.0
AR
m/z--> 50 100 150 200 250 300 350 400
Abundance #150701: 2-Methyl-1H-anthra[1,2-d]imidazole-6,11-dione T
262.0 22.00
m/z 102.95 27.77%
5000
164.0
117.0 ‘
050 620, 1120 | -
m/z--> 50 100 150 200 250 300 350 400 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM062824\
Data File : BM@46349.D

Acqg On : 28 Jun 2024 12:46
Operator : MA/JU

Sample : P3076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM062724 .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 11 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.403 3.07 ng 212551  Perylene-di2 23.662
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 83
2 2,6,10-Dodecatrien-1-01, 3,7,11-... 222 C15H260 004602-84-0 80
3 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 78
4 (2E,6E)-3,7,11-Trimethyldodeca-2... 376 C25H4402 078368-57-7 72
5 3,7,11-Trimethyl-2,6,10-dodecatr... 217 C15H23N 029789-67-1 72

Abundance Scan 3318 (22.403 min): BM046349.D\data.ms (-3314) (- | m/z 69.00 100.00%
69.0
5000 L
—r
137.1 22.50
ol T 1909 2560 3279 429 .. 8100 42.20%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 T
22.50
m/z 41.00 30.57%
137.0
0 by ul, 1910 2730 3410 410.0
\\\1‘\ \\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\!‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #101988: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-
69.0
——
22.50
5000 ITI/Z 68.00 11.99%
059, 1| ML\ glaee
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t T
69.0 22.50
m/z 67.00 11.43%
5000
136.0
ol il 4 jull 2002300 2670320 -
m/z--> 50 100 150 200 250 300 350 400 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM062824\
Data File : BM@46349.D

Acqg On : 28 Jun 2024 12:46
Operator : MA/JU

Sample : P3076-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM062724.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|
Isopropyl Alcohol 3.293 2.7 ng 116209 1 7.369 856279 20.0
2-Pentanone, 4-... 4.593 4.6 ng 196878 1 7.369 856279 20.0
1-Phenoxypropan... 10.945 2.5 ng 136756 2 10.140 1114400 20.0
unknown17.145 17.145 2.2 ng 168077 4 16.774 1513070 20.0
n-Hexadecanoic ... 17.710 16.1 ng 1214510 4 16.774 1513070 20.0
Octadecanoic acid  18.998 6.8 ng 511525 5 20.992 1510880 20.0
Docosane, 11-bu... 19.745 3.0 ng 227429 5 20.992 1510880 20.0
Eicosane 20.551 2.2 ng 163171 5 20.992 1510880 20.0
3-Hexadecene, (Z)- 20.709 4.9 ng 368902 5 20.992 1510880 20.0
Indigo 21.962 7.1 ng 537945 5 20.992 1510880 20.0
Supraene 22.403 3.1 ng 212551 6 23.662 1383040 20.0
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