LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60775.D

Acqg On 4 Apr 2024 12:49

Operator : MA/JU

Sample : P1952-01

Misc . WC-A-COMP

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_ G\Methods\8270-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO60775.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.096 13 18 27 rVwW4 28094 68639 1.98% 0.202%
2 3.178 27 32 46 rVB 512428 831285 23.99% 2.444%
3 3.689 114 119 128 rVB 81378 119190 3.44% 0.350%
4 5.540 426 434 442 rBV 1115244 1738479 50.16% 5.112%
5 7.121 694 703 713 rBV 1075206 1849242 53.36% 5.437%
6 7.955 838 845 852 rBV 239252 408609 11.79% 1.201%
7 9.107 1033 1041 1048 rBV 652350 1136128 32.78%  3.340%
8 9.676 1133 1138 1144 rVB4 23466 41240  1.19% 0.121%
9 10.528 1275 1283 1292 rVB2 37836 75910 2.19% 0.223%
10 10.752 1311 1321 1332 rBV 321457 597009 17.23% 1.755%
11 10.934 1348 1352 1357 rVB 36636 50412 1.45% 0.148%
12 11.797 1494 1499 1511 rBV 91086 183220 5.29% 0.539%
13 12.056 1536 1543 1552 rBV1e 18715 45475 1.31% 0.134%
14 12.197 1560 1567 1571 rBV8 16073 38070 1.10% 0.112%
15 12.503 1611 1619 1625 rBv8 19863 55911 1.61% 0.164%
16 13.143 1724 1728 1733 rBV 128692 175311 5.06% 0.515%
17 13.208 1733 1739 1746 rBV 1166749 1841002 53.12% 5.413%
18 13.519 1789 1792 1797 rBV5 29703 50008 1.44% 0.147%
19 14.018 1871 1877 1882 rBV2 104039 163255 4.71% 0.480%
20 14.089 1885 1889 1893 rVV2 195027 255047 7.36% 0.750%
21 14.253 1913 1917 1921 rVB6 20757 35410 1.02% 0.104%
22 14.430 1943 1947 1955 rVB4 79272 147201 4.25% 0.433%
23 14.506 1955 1960 1964 rBv4 43020 82007 2.37% 0.241%
24 14.582 1966 1973 1982 rVB 532001 923100 26.64% 2.714%
25 14.794 2005 2009 2011 rBV5 27711 42651 1.23% ©0.125%
26 15.011 2043 2046 2050 rVB 44047 48176 1.39% 0.142%
27 15.123 2062 2065 2073 rBV3 69992 111643  3.22% 0.328%
28 15.869 2186 2192 2197 rVB 201312 305245 8.81% 0.897%
29 16.069 2220 2226 2235 rVB 1412632 2262336 65.28% 6.652%
30 16.351 2265 2274 2286 rVB 389844 682429 19.69% 2.006%
31 16.451 2287 2291 2295 rBV4 39970 63428 1.83% 0.186%
32 17.174 2409 2414 2421 rVB 217394 339887 9.81% 0.999%
33 17.332 2435 2441 2446 rBV 667482 1026050 29.61% 3.017%
34 18.243 2592 2596 2604 rVB 434321 588093 16.97% 1.729%
35 19.154 2748 2751 2760 rVB 154820 307039 8.86% 0.903%

36 19.518 2809 2813 2826 rVB 213958 316425 9.13% ©.930%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60775.D

Acqg On 4 Apr 2024 12:49

Operator : MA/JU

Sample : P1952-01

Misc . WC-A-COMP

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_ G\Methods\8270-BG032924.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 19.747 2849 2852 2859 rVvB3 41998 71288 2.06% 0.210%
38 19.959 2882 2888 2892 rBV 2711460 3465717 100.00% 10.190%
39 20.006 2892 2896 2903 rVB 702738 1090879 31.48% 3.207%
40 20.293 2942 2945 2949 rVB2 34485 43806 1.26% 0.129%
41 20.728 3013 3019 3026 rBV 1045959 1482446 42.77%  4.359%
42 21.280 3108 3113 3121 rBV 263746 391967 11.31% 1.152%
43 21.433 3133 3139 3149 rVB 891246 1579818 45.58% 4.645%
44 21.598 3160 3167 3172 rBV 663482 1154538 33.31% 3.395%
45 21.715 3184 3187 3195 rVB3 67533 104692 3.02% 0.308%
46 22.209 3264 3271 3282 rBV 684621 1372697 39.61% 4.036%
47 22.485 3315 3318 3329 rVB2 116874 207258 5.98% 0.609%
48 23.084 3412 3420 3437 rVB 492313 1321944 38.14% 3.887%
49 23.384 3465 3471 3479 rVB2 148197 318624 9.19% 0.937%
50 24.095 3584 3592 3606 rVB 342152 977342 28.20% 2.874%
51 24.465 3648 3655 3663 rVB4 150725 382894 11.05% 1.126%
52 24.741 3693 3702 3712 rBV 444298 1179192 34.02% 3.467%
53 25.276 3785 3793 3805 rVB 237314 656953 18.96%  1.932%
54 25.799 3874 3882 3895 rvB3 140895 480037 13.85% 1.411%
55 26.122 3932 3937 3952 rVB7 59396 193409 5.58% 0.569%

56 26.674 4023 4031 4047 rVB3 131389 530963 15.32% 1.561%

Sum of corrected areas: 34011026
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60775.D

Acqg On : 4 Apr 2024 12:49
Operator : MA/JU

Sample : P1952-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060775.D\data.ms

2500000
2000000

1500000

5.540 7.121
1000000

9.107
3.178
500000

055 10.752
096 3689 9676 105240934  11Aosmz 503

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘A\‘/ﬁ‘/\k‘\\\

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG060775.D\data.ms

19.959
2500000

2000000

16.069
1500000

13.208 20.728
21.433

1000000
17.332 20,006 1.598 22.209

14.582

500000

13 1]44.089 15.86
1823 519 14 180123

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: BG060775.D\data.ms

o715 (122485

o

2500000
2000000
1500000

1000000

23.084 24.741

500000 24.095 25.276
23.384 24.465 25790 ) 26.674

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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_G\Data\BG040424\
Data File : BGO60775.D

Acqg On : 4 Apr 2024 12:49
Operator : MA/JU

Sample : P1952-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.178 40.69 ng 831285 1,4-Dichlorobenzene-d4 7.955

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
Abundance  Scan 32 (3.178 min): BG060775.D\data.ms (-27) (-) m/z 73.05 100.00%

73.0
5000

I 320 340 3.60
HlmmwHH_“?‘1‘5‘-9_m‘HH_MW_ME???:‘ m/z 43.05  56.26%

mi/z--> 100 150 200 250 300 350 400 450 500
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 e
320 3.40 3.60

m/z 55.05 36.61%

AL
\\\‘1f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350 400 450 500
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0

3.20 3.40 3.60

o

o

5000 m/z 87.05 25.08%
0 |H 129.0
‘ LA B B B AR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #2247: Silane, tetramethyl- e e
73.0 3.20 3.40 3.60

m/z 41.05 16.48%

5000 \\A/k
obad

m/z--> 50 100 150 200 250 300 350 400 450 500 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60775.D

Acqg On : 4 Apr 2024 12:49
Operator : MA/JU

Sample : P1952-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Propylene Glycol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
3.689 5.83 ng 119190 1,4-Dichlorobenzene-d4 7.955

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 56
2 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 39
3 Isopropyl Alcohol 60 C3H80 000067-63-0 9
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
5 Hydrazine, ethyl- 60 C2H8N2 000624-80-6 9

Abundance Scan 119 (3.689 min): BG060775.D\data.ms (-114) (-) m/z 44.95 100.00%

45.0
5000 /\\
o RAEEEEEEE e
3.40 3.60 3.80 4.00
Ot 68 1698 2129 /7 43.00  18.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1083: Propylene Glycol
45.0
5000 L B R B R B
3.40 3.60 3.80 4.00
m/z 61.00 5.37%
0 \\1\9“.9\“\\““1‘\\\“‘\\\\"\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0
R BAA R EE
3.40 3.60 3.80 4.00
5000 m/z 44.00 4.51%
19.q” ‘ L
Oty il R e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #342: Isopropyl Alcohol e ARRN R
45.0 3.40 3.60 3.80 4.00
m/z 42.10 3.02%
5000
19.
0 mm“hu\“‘:m‘w‘w,w,w_Wwwww
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60775.D

Acqg On : 4 Apr 2024 12:49
Operator : MA/JU

Sample : P1952-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Octane, 3,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.797 6.14 ng 183220 Naphthalene-d8 10.752
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 72
2 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 72
3 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 64
4 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 59
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 53
Abundance Scan 1499 (11.797 min): BG060775.D\data.ms (-1494) (- | m/z 57.10 100.00%
57.1
o J—M
1150  12.00
39 850 113.1 : :
OFr el 283 m/z 43.05 56.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22095: Octane, 3,6-dimethyl-
57.0
5000 e ——
11.50 12.00
29.0 m/z 71.10 56.07%
113.0
Lm0
O\‘\\\\‘\\\‘\\‘\\‘{\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 60 80 100 120 140 160 180
Abundance #59070: Undecane, 6,6-dimethyl-
57.0
T =
11.50 12.00
5000 m/z 41.05 30.25%
113.0
29.0
oL L L | sa0 | a0 1100
L L AR EE
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #135263: Sulfurous acid, butyl octyl ester T —
57.0 11.50 12.00
m/z 56.10 20.68%
h ﬁuWNW/WWﬂAMW%J&AjVW
290
Lm0 1m0 o e
“““““""‘““““““““““““““ — —
m/z--> 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60775.D

Acqg On : 4 Apr 2024 12:49
Operator : MA/JU

Sample : P1952-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Carbonic acid, octadecyl pr... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.089 5.53 ng 255047  Acenaphthene-di10 14.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 80
2 Hexadecane 226 C16H34 000544-76-3 80
3 Tridecane 184 C13H28 000629-50-5 78
4 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 72
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 72
Abundance Scan 1889 (14.089 min): BG060775.D\data.ms (-1885) (- | m/z 57.10 100.00%
57.1
20 Wﬂw
14.00 |
141.1 183.2 :
otk I ‘”‘ u‘ um b e e m/z 43.10  88.88%
miz-> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
5000 — :
14.00
970 m/z 71.10 62.81%
O \z\al\o‘\“ “ H“ \“‘\ ‘H H %390 T ]\-8\2 \0 \22\4\0\ ’ T T \2\97‘.‘
miz--> 50 150 200 250
Abundance #107218:Hexadecane
57.0
T \
14.00
5000 m/z 41.10 34.49%
99.0
0280, | | %30 1410 1630 2260 WM/\J\LWJ\N
miz--> 50 100 150 200 250
Abundance #59026: Tridecane T ‘
57.0 14.00
m/z 85.05 32.76%
h W/L\N
99.0
o0 L1 "0 a0 180 ol el
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60775.D

Acqg On : 4 Apr 2024 12:49
Operator : MA/JU

Sample : P1952-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Decane, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.869 6.61 ng 305245  Acenaphthene-d10 14.583
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 80
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 76
3 Hentriacontane 437 C31He4 000630-04-6 72
4 Dodecane, 2-methyl-8-propyl- 226 Cl6H34 055045-07-3 64
5 Tetracosane 338 C24H50 000646-31-1 64

Abundance Scan 2192 (15.869 min): BG060775.D\data.ms (-2186) (- | m/z 57.10 100.00%
57.1

5

5000
113.1 1691 15.50 16.00
ol bl L 218 m/z 43.10  54.41%
miz--> 50 100 150 200 250 300 350 400
Abundance #33088: Decane, 2-methyl-
43.0
5000 — —
15.50 16.00
m/z 71.10 39.94%
‘ 113.0
O\‘\"J\“\”\“\”\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
e T
15.50 16.00
5000 m/Z 41.10 26.31%

o
N
=
W
)

B 184.0

B LA A e A o e B
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane

“ T
57.0 15.50 16.00
m/z 85.10 20.00%

5000

m/z--> 50 100 150 200 250 300 350 400 15.50 16.00

)

0 ‘\\ L ﬁJ\J‘1690 225.0  309.0 365.0 436.(
e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60775.D

Acqg On : 4 Apr 2024 12:49
Operator : MA/JU

Sample : P1952-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Dodecane, 2,6,11-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.351 13.30 ng 682429  Phenanthrene-di10 17.332
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
2 Tridecane, 5-propyl- 226 C1l6H34 055045-11-9 90
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 81
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 78
Abundance Scan 2274 (16.351 min): BG060775.D\data.ms (-2265) (- | m/z 57.10 100.00%
57.1
" Lh
85.0 R
113.1 16.00 16.50
183.2
0 et T892 22122583\, 43.10  58.73%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0
5000 — e
85.0 16.00 16.50
m/z 71.10 55.91%
29.0 113.0
0 TTT ‘ \‘\‘\ \“‘} T \h " \‘}Hl T “!‘\ T \“‘ T \‘U\ ‘ \“%4%.\9\];\6?'\?\]7\91.\(\)\ T ‘ TTTT ‘ TTTT ‘ TTT
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107223: Tridecane, 5-propyl-
57.0
— —
16.00 16.50
5000 m/z 41.10 25.07%
85.0
0 L) ‘ MP01410 1830 9960
HW‘Hw‘HWH‘wH‘WH‘WHH‘HH‘HH‘HH_‘H_‘H_‘H_H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #90204: Dodecane, 2,7,10-trimethyl- — —
57.0 16.00 16.50
m/z 85.05 23.14%
5000
0 a0 1830 A e A
m/z--> 20 40 60 80 100120140160180200 220240260 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60775.D

Acqg On : 4 Apr 2024 12:49
Operator : MA/JU

Sample : P1952-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Heptacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.174 6.63 ng 339887 Phenanthrene-d10 17.332
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Octadecane 254 C18H38 000593-45-3 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Docosane 310 C22H46 000629-97-0 90

Abundance Scan 2414 (17.174 min): BG060775.D\data.ms (-2409) (1 | m/z 57.10 100.00%

57.1
5000

A
17.00 17.50
410 1971
N F u‘ Lo te7d 2401wz 71.18 56.42%

m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

5000 — —
17.00 17.50

m/z 43.10 52.80%

| ‘ gl F | ; 141.0183.0 225.0 267.0 3230 380.!(
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\
m/z--> 0 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0

—
17.00 17.50

o

o

5000 ITI/Z 85.10 37.45%
9.0
ol L1 | [, 141018205250 2680
A LA A S o
m/z--> 50 100 150 200 250 300 350
Abundance #141058: Octadecane 7 ——
57.0 17.00 17.50
m/z 41.00 28.72%
h f“wmwwﬂw%WJ\quWMMNVWw
9.0
Ll om0 zsao
owm“_‘““”me“wH_m‘m”_‘w”” —— ——
m/z--> 50 100 150 200 250 300 350 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60775.D

Acqg On : 4 Apr 2024 12:49
Operator : MA/JU

Sample : P1952-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.243 11.46 ng 588093  Phenanthrene-d10 17.332
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 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Undecanoic acid 186 C11H2202 000112-37-8 64

Abundance Scan 2596 (18.243 min): BG060775.D\data.ms (-2592) (- | m/z 43.10 100.00%
3.1

43.
5000
129.0

213.2 T ——
H\ ‘ ‘ 2810 ‘ 18.00 18.50
ol ML b L 2810 4280 s ee.e0  86.27%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 = =
129.0 18.00 18.50

m/z 73.00 74.72%

‘ 185.0

oLk \‘

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

Abundance #126202: Pentadecanoic acid L
43.

0
== =
18.00 18.50
5000 m/z 57.05 71.00%
129.0 242.0
185.
0 W O o I
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid —— —
73.0 18.00 18.50

m/z 41.10 68.62%

5000
129.0
228.0
||
‘ \L\ i Q I

0 ““Ju ‘I\lya

T T
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60775.D

Acqg On : 4 Apr 2024 12:49
Operator : MA/JU

Sample : P1952-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 Undecane, 3-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.154 5.98 ng 307039  Phenanthrene-d10 17.332
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 80
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
3 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 78
4 Pentadecane 212 C15H32 000629-62-9 72
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72

Abundance Scan 2751 (19.154 min): BG060775.D\data.ms (-2748) (- | m/z 57.10 100.00%

57.1
5000

—— —
‘ ﬁ 19.00 19.50
O b L[, 3590 2251 2840 3411 0 yp 4310 74.62%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #45490: Undecane, 3-methyl-
57.0
5000 — —
19.00 19.50

m/z 71.10 56.41%

141.0
*”‘LH‘“!“‘w““\‘H‘\““M“‘\“H
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #211086: Tridecane, 1-iodo-
57.0

19.00 19.50

o

5000 m/z 85.10 42.32%
183.0
13.0
o ML T mon
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #320594: Heneicosane, 11-decyl- T —
57.0 19.00 19.50

m/z 41.05 25.86%

5000
295.0
1130 |
1

0 JJM b HJ\%GQQ 225.0 435.(
R o e Rl B e o R

‘ ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60775.D

Acqg On : 4 Apr 2024 12:49
Operator : MA/JU

Sample : P1952-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 20
R.T. EstConc Area Relative to ISTD R.T.
19.518 5.48 ng 316425 Chrysene-d12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
4 Trehalose 342 C12H22011 000099-20-7 50
5 Pentadecanoic acid 242 C15H3002 001002-84-2 49
Abundance Scan 2813 (19.518 min): BG060775.D\data.ms (-2809) (- | m/z 43.10 100.00%
431
5000
3.0 129.0
241.2 T 1
185.1 243 050
oL, : m/z 55.05  77.10%
miz--> 50 100 150 200 250 300 350
Abundance #179092: Octadecanoic acid
43.0
5000 —— :
129.0 284.0 19.50
m/z 60.00 72.39%
‘ H ‘ 185.0 241.0
oL ‘h‘ H‘d‘u‘ H‘H‘H M\ gl | “‘ ke “ “‘ L T
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
T T
19.50
m/z 57.10 71.42%
5000 284.0 /
3.0 1290
1850 2410
0l \‘ﬂ‘\ uhH M\ uf ‘\‘\‘ \“‘ \‘ ‘\‘\‘ “ - “‘ IR ‘3‘7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid T
'J
43.0 2560 19.50
m/z 41.10 66.97%
5000
129.0
3.0 42130
0 ‘HJ“ ‘\\M“h‘hhu\u‘w ‘\\“‘ ““‘u\ “\‘H“HH‘HH‘H‘ ——
m/z--> 5 100 150 200 250 300 350 19.50
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Data Path : Z:
Data File : BG

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_G\Data\BGo40424\
060775.D

Acqg On : 4 Apr 2024 12:49
Operator : MA/JU

Sample : P1952-01

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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 11 Heptadecane, 9-hexyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.728 25.68 ng 1482450  Chrysene-d12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 93
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91

Abundance Scan 3019 (20.728 min): BG060775.D\data.ms (-3013) (- | m/z 57.10 100.00%
57.1
5000 A
H 31 150, 2050 21.00
ol AL 1092 2393 30033568 4300 ., 69. 54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #229650: Heptadecane, 9-hexyl-
43.0
5000
2050 2100
m/z 71.1 49.07%
o i [103m50 1% om0 gm0
m/z--> 50 100 150 200 250 300 350 400
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
]
2&50 2100
5000 m/z 85.10 36.14%
140.0
ol ddbd bl 2260
m/z--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane == =
57.0 2050 21.00
m/z 24.17%
5000
13.
oLl L || /1130 1690 2250 281.0 380.0
I R B B e
m/z--> 50 100 150 200 250 300 350 400 2050 2100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60775.D

Acqg On : 4 Apr 2024 12:49
Operator : MA/JU

Sample : P1952-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 12 1-Docosene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.281 6.79 ng 391967 Chrysene-d12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 99
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 97
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
4 Cyclotetracosane 336 C24H48 000297-03-0 95
5 1-Eicosene 280 C20H40 003452-07-1 94
Abundance Scan 3113 (21.280 min): BG060775.D\data.ms (-3108) (- | m/z 55.05 100.00%
55.0
7.1
5000
| e o
9.1 229.0 ‘ : :
ol “‘ ‘H b b [LABLT ST 2801 3428386 .., 43.10  96.02%
miz--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene
55.0
97.0
5000 = —r=
21.00 21.50
m/z 57.10 95.66%
OL44 ]* ‘\ “\\8\]-\0‘\\\\‘\\\\3‘08\\0\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)-
55.0
— —
21.00 21.50
5000 7.0 m/z 97.18  63.72%
o Ll pe0se0mm0 200
m/z--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)- — T
57.0 21.00 21.50
m/z 69.10 62.89%
5000
11.0
0 \‘ | \‘ “ \‘\ | ‘\ 15301960 280.0
e ““ ““‘““““““““““ —— —
m/z--> 50 100 150 250 300 350 21.00 21.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo40424\
BGO60775.D
4 Apr 2024 12:49

: MA/JU

: P1952-01

: 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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 13 Hentriacontane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.433 27.37ng 1579820 Chrysene-d12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C3tHea 000630-04-6 91

2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3139 (21.433 min): BG060775.D\data.ms (-3133) (- | m/z 57.10 100.00%
57.1
- J
P
‘ 13160, 21.50
ol A LT, 169.22252281.0 343.0401.2 4609 ' y/; 43,18 69.55%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #320590: Hentriacontane
57.0
5000 1
21.50
m/z 71.05 51.74%
by i \l ‘\ ) 169‘02250 309.0365.0 436.0
\f!‘\\\\‘\\\f‘\\\\‘\\\\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #287977: Heptacosane
57.0
o
21.50
5000 m/z 85.10 35.67%
oLl ||| 4130160.0225.0281.0  380.0
e H“_‘“_“w“‘w"H“H“‘H“H“““‘“‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298427: Octacosane —7
57.0 21.50
m/z 55.10 23.58%
ol 1130169.0 225.0 281.0 337.0 394.0
"w“H“‘H“H“H“‘H“_“‘_“w“u“‘u“‘ —
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60775.D

Acqg On : 4 Apr 2024 12:49
Operator : MA/JU

Sample : P1952-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 14 Docosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.209 23.78 ng 1372700  Chrysene-d12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31He64 000630-04-6 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Docosane 310 C22H46 000629-97-0 90
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90

Abundance Scan 3271 (22.209 min): BG060775.D\data.ms (-3264) (- | m/z 57.10 100.00%

57.1
5000

‘ 1601 22.00 22.50
oL ALl m 2752252 284133733915 AT3: I n/7 43,10 65.53%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #320590: Hentriacontane
57.0
5000 s 7
22.00 22.50

m/z 71.10 50.10%

13.
o Ny ]H ,169.0 2250  309.0 365.0 436.0
\\1‘\f\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #287977: Heptacosane
57.0

22.00 22.50
5000 m/z 85.10 34.91%
ol LLL1P0 600 2250 2810 a0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #212280: Docosane P e
57.0 22.00 22.50

m/z 55.05 22.60%

B WMA¢\wVWN/\MNWJMMWMw
310.0
13.0
\‘ u‘ ”]W J \‘ J‘ L 9 0 225 0

[ |

O e L e S e — —
miz--> 50 100 150 200 250 300 350 400 450 22.00 22.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo40424\
BGO60775.D
4 Apr 2024 12:49

: MA/JU

: P1952-01

: 5 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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 15 4-Methylheneicosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
23.084  22.90 ng 1321940  Chrysene-d12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Methylheneicosane 310 C22H46 025117-29-7 95
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
3 Eicosane, 3-methyl- 296 C21H44 006418-46-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 3420 (23.084 min): BG060775.D\data.ms (-3412) (- | m/z 57.10 100.00%
57.1
1 I
‘ 131 1691 23.00
ol A LLITTI 2691 2583 8172 37944200 /7 43,16 67.02%
miz--> 50 100 150 200 250 300 350 400
Abundance #212284: 4-Methylheneicosane
57.0
5000 = ‘
23.00
267.0 m/z 71.05 51.69%
‘ |LLT]] 1600
O\“‘\‘\““‘\\‘\‘\h\\“‘\‘\\‘\1‘\‘\\\‘\‘\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275543: Eicosane, 7-hexyl-
57.0
T [
23.00
5000 ITI/Z 85.10 37.11%
o AT, 19200500 2610 a7
m/z--> 50 100 150 200 250 300 350 400
Abundance #194592: Eicosane, 3-methyl- Y ‘
57.0 23.00
m/z 55.10 25.77%
ol AL 13139 16002130 i
e ““‘ e ——
m/z--> 50 100 150 200 250 300 350 400 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60775.D

Acqg On : 4 Apr 2024 12:49
Operator : MA/JU

Sample : P1952-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 16 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.095 16.58 ng 977342  Perylene-di2 24.741
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 91
Abundance Scan 3592 (24.095 min): BG060775.D\data.ms (-3584) (- | m/z 57.10 100.00%
57.1
w0 MJ\\,_‘/
24.00 |
13.1 .
oL L ]ﬂ‘ L3691 2251 2821 3549 4150 ./, 43.05  68.20%
miz--> 50 100 150 200 250 300 350 400
Abundance #287977: Heptacosane
57.0
5000 — ‘
24.00
m/z 71.05 55.84%
oL || /3180 169.0 2250 281.0 380.0
\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194589: Heneicosane
57.0
T \
24.00
5000 m/z 85.10 39.80%
13.0 296.0
L3S em0 s
ol b b b b e
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane 1
57.0 24.00
m/z 55.00 22.96%
h /\NJL
ol ‘L | 1130 1600 2250 281.0 337.0 394.0
e e ——
m/z--> 50 100 150 200 250 300 350 400 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGo40424\

Data File : BG@60775.D

Acqg On 4 Apr 2024 12:49

Operator : MA/JU

Sample : P1952-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 17 Hexasiloxane, tetradecamethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
24.465 6.49 ng 382894  Perylene-d12 24.741
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 74
2 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 64
3 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
41,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H40055i6 038147-00-1 37
5 Heptasiloxane, hexadecamethyl- 532 C16H4806S1i7 000541-01-5 25

Abundance Scan 3655 (24.465 min): BG060775.D\data.ms (-3648) (- | m/z 221.10 100.00%
73.0 1471 221.1
355.1
5000
429.1 {
e
0 rrtpbirpepmsbesebhentibdd b Moo e m/z 73,080 97.99%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
730 L4702210
5000 1
355.0 24.50
443.0 m/z 147.05 85.43%
O\H‘\J“HH‘\H‘\‘HHh‘d\\\\\“\l\\\‘H‘\‘\‘LH\‘HHl‘\\H‘\H\‘HH‘\H\‘H
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
e
355.0 24.50
5000 m/z 355.10 55.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7, —
147.0 221.0 24.50
m/z 281.00 49.33%
73.0
5000
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60775.D

Acqg On : 4 Apr 2024 12:49
Operator : MA/JU

Sample : P1952-01

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 18 Pentadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
25.276 11.14 ng 656953  Perylene-di12 24.741
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 93
2 Pentadecane 212 C15H32 000629-62-9 93
3 Tetracosane 338 (C24H50 000646-31-1 87
4 Eicosane 282 (C20H42 000112-95-8 87
5 Hentriacontane 437 C31He64 000630-04-6 87

Abundance Scan 3793 (25.276 min): BG060775.D\data.ms (-3785) (- | m/z 57.10 100.00%

57.1
5000

7
13.1 25.00 25.50

1
169.1
- ‘\1 [UTL7A091 2381 32333790 502! ;4305  61.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #212280: Docosane
57.0
5000 T
25.00 25.50
m/z 71.10 52.61%
113.0 310.0
’ | 169.0225.0
O \\\\l\“ \“\ \“‘\”‘ \"\“1 A“\‘! \‘l\l‘ \l\‘\l\ ‘l\‘\ T ‘ \l\ TT ‘ TTTT ‘ TTTT ‘ TTTT ‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90189: Pentadecane
57.0
— —
25.00 25.50
5000 ITI/Z 85.10 35.76%

o

Lo 2120
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #246481: Tetracosane 7
57.0 25.00 25.50
m/z 55.05  21.35%

o w»ﬂwmwmww/\W\mexmww

0 \‘ ‘H J .‘\11\ ?'10\1‘69"0225'0281'0338'0
L A B L B B

7 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.00 25.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60775.D

Acqg On : 4 Apr 2024 12:49
Operator : MA/JU

Sample : P1952-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924 .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 19 Cyclononasiloxane, octadeca... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
25.799 8.14 ng 480037  Perylene-di12 24.741
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 74
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 64
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 40
4 4-Hydroxybenzyl alcohol, 2TBDMS ... 352 C19H3602Si2 1000364-43-9 32

51,3,5-Trisiloxane, 1,1,3,3,5,5-h... 320 C14H3602S5i3 1000458-50-5 22

Abundance Scan 3882 (25.799 min): BG060775.D\data.ms (-3874) (- | m/z 221.10 100.00%
221.1
73.0
147.0
5000 355.0
429.1 —— e
| ‘ A 503.1 25.50 26.00
O ettt b M b m/z 73,00 81.80%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000 — —
25.50 26.00
m/z 147.00 69.76%
O\\\\‘\\‘\\‘\\\\\\\\‘\\\‘\‘\\\“\\“\\“‘\\\\“\‘\\‘\‘\‘\‘\‘\\\\‘\\\\‘\?5\“]_\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
— —
25.50 26.00
m/z 355.00 45 .64%
5000 355.0
443.0
ST S Y 0 | Y R E—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342012: Heptasiloxane, hexadecamethyl- e T
221.0 25.50 26.00
m/z 281.00 45.17%
73.0
5000 147.0
341.0
‘ H 429.0 5170
Olerrpebrrpretntrrrtbbre bbb ey S5 e || e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 25.50 26.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\

BGO60775.D
4 Apr 2024 12:49
: MA/JU
: P1952-01
: 5 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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 20 Hexatriacontane Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
26.674 9.01 ng 530963 Perylene-d12 24.741
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 86
2 Heptadecane 240 C17H36 000629-78-7 83
3 Pentadecane 212 C15H32 000629-62-9 72
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 68
5 Octadecane 254 C18H38 000593-45-3 64

Abundance Scan 4031 (26.674 min): BG060775.D\data.ms (-4023) (- | m/z 57.10 100.00%
57.1
— —
} j 168.3 225.1280.0 2650 27.00
oH"‘mMJ‘H"‘H""H‘w““3‘?93“4?"2‘?“”_‘ m/z 43.10  70.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #339055: Hexatriacontane
57.0
5000 — —
26.50 27.00
m/z 71.10 56.31%
0 | } ” ‘]111”3 \°l1l69 -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 #123959: Heptadecane
57.0
— —
26.50 27.00
5000 m/z 85.10 42.67%
\ | 11304690 2400
[ RREERIEIE N1 et S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #90190: Pentadecane — —
57.0 26.50 27.00
m/z 55.05 24.74%
w MWWMWWWMW/\&WNWWM$MV
113.0  212.0
B e — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 26.50 27.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040424\
Data File : BGO60775.D

Acqg On 4 Apr 2024 12:49

Operator : MA/JU

Sample : P1952-01

Misc . WC-A-COMP

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG032924.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|
Butane, 2-metho... 3.178 40.7 ng 831285 1 7.955 408609 20.0
Propylene Glycol 3.689 5.8 ng 119190 1 7.955 408609 20.0
Octane, 3,6-dim... 11.797 6.1 ng 183220 2 10.752 597009 20.0
Carbonic acid, ... 14.089 5.5 ng 255047 3 14.583 923100 20.0
Decane, 2-methyl-  15.869 6.6 ng 305245 3 14.583 923100 20.0
Dodecane, 2,6,1... 16.351 13.3 ng 682429 4 17.332 1026050 20.0
Heptacosane 17.174 6.6 ng 339887 4 17.332 1026050 20.0
n-Hexadecanoic ... 18.243 11.5 ng 588093 4 17.332 1026050 20.0
Undecane, 3-met... 19.154 6.0 ng 307039 4 17.332 1026050 20.0
Octadecanoic acid 19.518 5.5 ng 316425 5 21.592 1154540 20.0
Heptadecane, 9-... 20.728 25.7 ng 1482450 5 21.592 1154540 20.0
1-Docosene 21.281 6.8 ng 391967 5 21.592 1154540 20.0
Hentriacontane 21.433 27.4 ng 1579820 5 21.592 1154540 20.0
Docosane 22.209 23.8 ng 1372700 5 21.592 1154540 20.0
4-Methylheneico... 23.084 22.9 ng 1321940 5 21.592 1154540 20.0
Heneicosane 24.095 16.6 ng 977342 6 24.741 1179190 20.0
Hexasiloxane, t... 24.465 6.5 ng 382894 6 24.741 1179190 20.0
Pentadecane 25.276 11.1 ng 656953 6 24.741 1179190 20.0
Cyclononasiloxa... 25.799 8.1 ng 480037 6 24.741 1179190 20.0
Hexatriacontane 26.674 9.0 ng 530963 6 24.741 1179190 20.0
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