LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01
Operator : MA/JU

Sample : 05005-01 2X

Misc :

ALS Vvial : 20 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-BM103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@42551.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.381 197 203 215 rBV 496896 685719 35.81% 3.143%
2 5.010 304 310 323 rVB 834948 1098519 57.37% 5.035%
3 5.463 380 387 399 rBV 597921 873503 45.62%  4.004%
4 5.881 453 458 468 rBV 20140 43509  2.27% ©0.199%
5 6.087 488 493 499 rVB 34016 47684  2.49% 0.219%
6 7.093 657 664 673 rBV 574430 898895 46.95% 4.120%
7 7.175 673 678 684 rVB2 15715 28729 1.50% 0.132%
8 7.563 732 744 754 rBV5 17738 54217 2.83% 0.248%
9 7.928 798 806 815 rBV 265893 419594 21.91% 1.923%
10 9.128 1003 1010 1016 rBvV 341671 559120 29.20% 2.563%
11 9.757 1113 1117 1126 rBV 26187 49190 2.57% ©0.225%
12 10.745 1278 1285 1291 rBV 326884 542866 28.35% 2.488%
13 10.798 1291 1294 1302 rVB2 34696 62096 3.24% 0.285%
14 11.375 1388 1392 1405 rVB5 19201 49431 2.58% 0.227%
15 11.669 1435 1442 1447 rBV 30304 47943  2.50% 0.220%
16 12.081 1507 1512 1517 rVB3 20394 29243 1.53% 0.134%
17 12.292 1545 1548 1554 rVB3 20411 32727 1.71% 0.150%
18 12.4e4 1561 1567 1577 rVB5 19900 45795 2.39% ©0.210%
19 12.716 1615 1620 1624 rBV3 16130 30683 1.60% 0.141%
20 13.028 1668 1673 1680 rBV 58273 81876 4.28% 0©.375%
21 13.192 1695 1701 1708 rBV 851743 1256474 65.62% 5.759%
22 13.328 1718 1724 1729 rVB3 29573 52653 2.75% 0.241%
23 13.416 1734 1739 1744 rVB4 24086 41422 2.16% 0.190%
24 13.727 1786 1792 1793 rBV4 20951 33814 1.77% 0.155%
25 13.810 1801 1806 1810 rBV6 18370 39765 2.08% 0.182%
26 13.892 1816 1820 1824 rVB3 31763 47317 2.47% 0.217%
27 13.975 1824 1834 1840 rVV4 112947 234378 12.24% 1.074%
28 14.027 1840 1843 1853 rVB5 33227 61390 3.21% 0.281%
29 14.263 1878 1883 1886 rBV6 28459 49753 2.60% 0.228%
30 14.304 1886 1890 1895 rBV 87359 148779 7.77% 0.682%

31 14.398 1903 1906 1914 rVB4 32007 63056 3.29%
32 14.486 1914 1921 1931 rBV9 28809 114107 5.96%
33 14.574 1931 1936 1944 rVV 480781 735666 38.42%

OO wWoeoe
w
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R

34 14.639 1944 1947 1959 rVB4 37078 97214 5.08% 446%
35 14.892 1987 1990 1994 rVB 51641 61013 3.19% 280%
36 14.957 1998 2001 2006 rVB4 41004 54405 2.84% 0.249%

8270-BM103023.M Thu Nov 02 04:53:30 2023 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01
Operator : MA/JU

Sample : 05005-01 2X

Misc :

ALS Vvial : 20 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-BM103023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.010 2006 2010 2013 rBV2 56157 84181 4.40% 0.386%
38 15.039 2013 2015 2020 rVB2 46758 57457 3.00% 0.263%
39 15.239 2045 2049 2055 rVB3 49588 82944 4.33% 0.380%
40 15.351 2065 2068 2072 rVB 70698 77038 4.02% ©.353%
41 15.398 2074 2076 2081 rVB2 44906 67752 3.54% 0.311%
42 15.463 2081 2087 2090 rBv4 37509 73722 3.85% 0.338%
43 15.745 2130 2135 2141 rBV 380015 613210 32.03% 2.811%
44 15.974 2171 2174 2180 rBV 84260 116319 6.07% 0.533%
45 16.074 2185 2191 2200 rVB 680423 1083101 56.57% 4.964%
46 16.227 2211 2217 2222 rBV 964652 1462944 76.40% 6.705%
47 16.474 2256 2259 2264 rBv4 68543 112294 5.86% 0.515%
48 16.551 2269 2272 2276 rVWV 75031 112521 5.88% 0.516%
49 16.674 2290 2293 2297 rBvV3 58011 87829 4.59% 0.403%
50 16.786 2309 2312 2315 rBV2 71650 107378 5.61% 0.492%
51 16.833 2318 2320 2324 rVWV 65843 85436 4.46% 0.392%
52 17.010 2347 2350 2353 rBV 276064 314467 16.42% 1.441%
53 17.051 2353 2357 2362 rVB 1120205 1495696 78.11% 6.855%
54 17.327 2400 2404 2409 rBV 560015 754012 39.38%  3.456%
55 17.657 2457 2460 2465 rVB 447262 605987 31.65% 2.777%
56 17.751 2472 2476 2480 rBV 393616 470850 24.59% 2.158%
57 18.445 2591 2594 2599 rVB 324493 371124 19.38% 1.701%
58 18.898 2667 2671 2677 rVB 437583 771354 40.28% 3.535%
59 19.080 2699 2702 2705 rBV 308260 368922 19.27% 1.691%
60 19.386 2751 2754 2757 rBV 309860 353355 18.45% 1.620%
61 19.757 2814 2817 2821 rVB 418793 500753 26.15%  2.295%
62 19.945 2845 2849 2856 rBV 1580287 1914748 100.00% 8.776%

63 21.515 3112 3116 3120 rVB2 671528 900270 47.02%  4.126%

Sum of corrected areas: 21818209

8270-BM103023.M Thu Nov 02 04:53:30 2023 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
BM@42551.D

: 01 Nov 2023 22:01
: MA/JU
: 05005-01 2X

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM042551.D\data.ms
2500000
2000000
1500000
1000000 5.010
5.463
4.381 7.093
500000 0.128 0
7.928 : 10.745
0 5.881087 175 7.563 ﬁ\ 9.757 10{798 11.379.669
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM042551.D\data.ms
2500000 19.945
2000000
17.051 19.757
1500000 18.898 19.386
19.080
16.227 18.445 K l
17327 pepa ]
1000000 13.192 16.074 I l
17.010 l
14.574 15.745 | l l
500000 6033
071 20 riEEASG 15.94 18P
e FU ,n.:ﬂ_n,u bEe GREREIO A
02..1333- 328 YHBIIAIAGRB 659 70T I
L B e e e e T AL e e L B B e LA A B e o AR L S e
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 1750 18.00 1850 19.00 19.50 20.00 20.50
Abundance TIC: BM042551.D\data.ms
2500000
2000000 21.515
1500000
1000000
500000
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 21.00 21.50 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00

8270-BM103023.M Thu Nov 02 04:53:31 2023

Page: 3




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01
Operator : MA/JU

Sample : 05005-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 3-Penten-2-one, 4-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
4.381 32.68 ng 685719 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
4 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
Abundance Scan 203 (4.381 min): BM042551.D\data.ms (-197) (-) m/z 83.05 100.00%
55.0 83.0
5000
R AR A
4.00 4.20 4.40 4.60 4.80
Ol bl b L1930 n/z 55,05 94.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 T T T T T[T T T [ TT T T [TTTT ]
29.0 4.00 4.20 4.40 4.60 4.80
m/z 43.05 45.99%
O\\\‘\‘\‘\\\w“\\H\M‘\\\\‘}\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
55.0
83.0 T
29.0 4.00 4.20 4.40 4.60 4.80
5000 m/z 39.10 36.65%
Ol el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3816: 2-Pentene, 3,4-dimethyl-, (2)- RRRRREEmEsswEmmsusmmy sy
55.0 83.0 4.00 4.20 4.40 4.60 4.80
m/z 98.10  33.02%
5000
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01
Operator : MA/JU

Sample : 05005-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.0106 52.36 ng 1098520 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 t-Butyl nitrite 103 C4H9NO2 000540-80-7 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
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 310 (5.010 min): BM042551.D\data.ms (-304) (-) m/z 43.05 100.00%
3.0
5000
1011 BN
‘ 4.60 4.80 5.00 5.20 5.40
O @90 L 19302211 L. 591 53.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL B RN B R
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
30.0
s A R RRRE o
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.05 12.82%
57.0 88.0
L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.71%
5000
0 1 \‘H ‘ 12\60
e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01
Operator : MA/JU

Sample : 05005-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Benzene, 1l-ethenyl-3-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.563 2.58 ng 54217 1,4-Dichlorobenzene-d4 7.928

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 96
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 96
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 93
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 92
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 118 C9H10 022250-74-4 87
Abundance Scan 744 (7.563 min): BM042551.D\data.ms (-732) (-) m/z 117.10 100.00%
117.1
5000 91.1
45.1
AR R R RRRRE T
‘ 631 77.0 7.20 7.40 7.60 7.80
owwwwllWMWM J‘H“l‘_lu“_m‘J‘m A wsz 118.18 90.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10207: Benzene, 1-ethenyl-3-methyl-
117.0
5000 \‘\HA\‘HH‘\HA\G\\/\\W\
91.0 7.20 7.40 7.60 7.80
39.0 m/z 91.10 44.22%
{ 77.0
OH‘H\\‘\Z\B\r\o‘\\\}‘\\\\“\\\\‘}‘\‘\\‘\}‘\M‘H\\‘\\\\]_‘q\%\\()‘\\\ “HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117.0
7.20 7.40 7.60 7.80
m/z 115.10  43.96%
5000 910 /
390 63.0 770
0 26.0 ' 104.0
T T T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10191: Benzene, 2-propenyl- AT
117.0 7.20 7.40 7.60 7.80
m/z 45.10  28.57%
5000
91.0
510 650 49 ﬂ
S0 11 PP e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01
Operator : MA/JU

Sample : 05005-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Hexadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.975 6.37 ng 234378  Acenaphthene-di10 14.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 1-Octadecanesulphonyl chloride 352 C18H37C1l02S 1000342-70-4 90
3 Dodecane 170 C12H26 000112-40-3 90
4 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 90
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
Abundance Scan 1834 (13.975 min): BM042551.D\data.ms (-1824) (- | m/z 57.10 100.00%
57.1
o WAJJ\WA«
99.1 ‘14‘00‘
: 141.2 :
ol Hu h“‘ hod L 1882 m/z 43.10 98.81%
miz-> 50 100 150 200 250
Abundance #107220: Hexadecane
57.0
5000 T
14.00
m/z 71.10 88.90%
27.0 ‘ 99.0
0 \h\ ‘\“ ‘H T ”“‘ \H‘\ H“ \“ T ‘%4\1‘0\ \18\3\0‘ \2\2‘6\0\ L —
miz--> 50 100 150 200 250
Abundance
57.0
—
14.00
5000 m/z 41.10 48.59%
91.0
0 1330 1750 288.(
e e
miz--> 50 100 150 200 250
Abundance #45480: Dodecane T
57.0 14.00
m/z 85.10 39.19%
5000
27.0 98.0 170.0
N O - Y
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01
Operator : MA/JU

Sample : 05005-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Sulfurous acid, cyclohexylm... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.486 3.10 ng 114107  Acenaphthene-di10 14.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 304 C16H3203S 1000309-21-8 50
2 2-n-Butylacrolein 112 C7H120 001070-66-2 43
3 Tetradecanal 212 C14H280 000124-25-4 43
4 Tridecanal 198 C13H260 010486-19-8 38
5 Carbonic acid, dithio-, S-methyl... 204 C9H160S2 015288-12-7 38
Abundance Scan 1921 (14.486 min): BM042551.D\data.ms (-1914) (- m/z 97.10 100.00%
553.1 97.1
5000
123.2
——
1611 204.2 14.50
0° m/z 55.10 97.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #204352: Sulfurous acid, cyclohexylmethyl nonyl ester
97.0
5000 55.0 ——
14.50
m/z 41.10 69.40%
0 \\\‘2\‘9\‘.\(\)““\\\‘1“\H“‘\\“‘\‘\\‘H‘H\\1‘2\?.\0\‘\\\\‘\\H‘H\\‘\\H‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41.0
97.0
——
70.0 14.50
5000 m/z 57.10 63.57%
0 15.0
L o A Aa L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90085: Tetradecanal T
57.0 g2.0 14.50
m/z 43.10 44.63%
5000
29.0
110.0
0 B R Ao _—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01
Operator : MA/JU

Sample : 05005-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 6
R.T. EstConc Area Relative to ISTD R.T.
15.745 16.67 ng 613210  Acenaphthene-di10 14.575
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Tetracosane 338 C24H50 000646-31-1 86
3 Hexadecane 226 C1l6H34 000544-76-3 80
4 Octacosane 394 C28H58 000630-02-4 80
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 72

Abundance Scan 2135 (15.745 min): BM042551.D\data.ms (-2130) (- | m/z 57.10 100.00%

57.1
5000

, :
F 15.50 16.00
ol A d L ify, 1092 2252 2810  n/; 4310  60.60%
miz-> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 = ~
15.50 16.00

m/z 71.10 49.02%

e F | ‘1‘410183022502670 323.0 380.
\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
s

o

15.50 16.00
5000 m/z 41.10 34.32%
99.0
0 141.0183.0225.0267.0  338.0
T L B B e R I A
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane T —

57.0 15.50 16.00

m/z 85.10  23.88%

) M
‘\ ‘ || %g‘o‘ 141.0 183.0 226.0

Ol ch b b i e RS S e ~
miz--> 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\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01
Operator : MA/JU

Sample : 05005-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Cyclohexane, 1,1'-(1,5-pent... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
15.974 3.09 ng 116319  Phenanthrene-di10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1'-(1,5-pentanedi... 236 C17H32 054833-31-7 72
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 64
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 64
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 59
5 n-Nonylcyclohexane 210 C15H30 002883-02-5 59
Abundance Scan 2174 (15.974 min): BM042551.D\data.ms (-2171) (- | m/z 83.10 100.00%
83.1
41.1
5000
‘ 16.00
119.1 .
149.1 210.3
0 ‘H_‘H‘Mu,“lm“M‘m‘\ e 28L /2 55.10 74.92%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #118888: Cyclohexane, 1,1'-(1,5-pentanediyl)bis-
83.0
sooo| 410 —r—
16.00
m/z 82.10 71.79%
ok Ui | 12401530 1990 2360
\H‘HH‘HH’HH‘ \H‘HH‘HH‘HH‘HH’HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
83.0
——
16.00
5000 m/z 41.10 59.37%
41.0
0 112.0 196.0
T T T e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20678: Cyclohexane, butyl- T
83.0 16.00
m/z 57.10 55.87%
5000
41.0
140.0
O‘H‘MHUHMMWHV‘H_H‘_Hw‘HW‘HWH‘WHH‘HH‘HHM‘HM‘ S
m/z--> 20 40 60 80 100120140160180200220240260280 16.00

8270-BM103023.M Thu Nov 02 04:53:41 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01
Operator : MA/JU

Sample : 05005-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Octadecane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.227 38.80 ng 1462940  Phenanthrene-d10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 87
2 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 86
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 86
4 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 86
5 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 80

Abundance Scan 2217 (16.227 min): BM042551.D\data.ms (-2211) (- m/z 57.10 100.00%

57.1
5000

I
16.00 16.50

15421832 2952 267.1 .
— _MwwuMHﬂwHH‘HH_‘HMH‘_HW‘HWH‘WHH‘H‘ m/z 71.10  74.93%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176399: Octadecane, 2,6-dimethyl-
57.0

5000 - —
16.00 16.50

m/z 43.10 74.08%

113.0
L u‘ | | 1550 1950 53802670
\‘HH‘H\‘\H\‘\\\\‘\H\‘\H\‘\\\\‘H\\’\H\‘HH‘HH’HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0

T
16.00 16.50

o

o

5000 m/z 41.10 37.35%
113.0
0 153.0182.0211.0 253.0
R R R R KA RGa A e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90204: Dodecane, 2,7,10-trimethyl- —— ——
57.0 16.00 16.50

m/z 85.10  29.37%

5000 /\JLW
27‘ \‘\ H \‘\ u‘ 11\\3 O\ 154. 0183 0 ‘ ‘ : |

L i —— :
miz—> 20 40 60 80 100120140160 180200220 240260280 16.00 16.50

8270-BM103023.M Thu Nov 02 04:53:42 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01

Operator : MA/JU

Sample : 05005-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Cyclohexane, 1,2-dimethyl-3... Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
16.474 2.98ng 112294  Phenanthrene-dio 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4. 52

004923-77-7 52
019489-10-2 50
006294-40-2 49
000693-71-0 46

2 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18

3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18

4 Cyclohexane, 1-bromo-4-methyl- 176 C7H13Br
5 trans-13-Octadecenoic acid 282 C18H3402

Abundance Scan 2259 (16.474 min): BM042551.D\data.ms (-2256) ({ | m/z 97.10 100.00%
97.1

55.1
5000
" e
1511 1962 2383 , :
Y “J‘Lw”l‘“‘“‘mnwu‘mw_WwHuwwzﬁz‘:: m/z 55.10  76.73%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-

97.0
69.0
5000 410 17
153.0 16.50
m/z 57.10 65.60%
Lol | 1810 2240
O’\\\\“‘\\\‘\‘\1\\‘\\\\"\M\‘\\\\‘\H‘\‘HH“HH‘HH‘HH‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
55.0 97.0
—
16.50
5000 m/z 41.10 61.83%
126.0
L LN,
m/z--> 20 40 60 80 100120140160180200220240260280
——

Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane
55.0 97.0 16.50
m/z 43.10 51.14%
5000
126.0
0, -
m/z--> 20 40 60 80 100120140160180200220240260280 16.50

8270-BM103023.M Thu Nov 02 04:53:43 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01
Operator : MA/JU

Sample : 05005-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Tridecane, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.551 2.98 ng 112521  Phenanthrene-di10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
2 Nonadecane 268 C19H40 000629-92-5 80
3 Eicosane 282 C20H42 000112-95-8 80
4 Heptadecane 240 C17H36 000629-78-7 80
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 2272 (16.551 min): BM042551.D\data.ms (-2269) (- | m/z 57.10 100.00%
57.1
- u
99.1 1650 |
' 140.1 183.2
o‘,HH\‘WU‘_w‘ww“mlmJuH‘muw,‘m‘uH‘_“2‘2_‘“12‘_”””,”‘ m/z 43.10  74.70%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74013: Tridecane, 2-methyl-
57.0
5000 —— :
16.50
m/z 71.10 65.36%
99.0
155.0
O\2’1‘-\0\“‘\\\‘!“\\H{\‘w\H“‘\\\‘\‘\‘\\\‘\\\“\’\\H‘\]\-\9\8‘\-\0\\‘HH‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
N
16.50
5000 m/z 85.10 39.32%
99.0
027~° 1410 183.0 268.0
T T T e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane R
57.0 16.50
m/z 41.10 31.91%
99.0
027P 1410 1830 225.0 282.(
e e e e e e o
m/z--> 20 40 60 80 100120140160180200220240260280 16.50

8270-BM103023.M Thu Nov 02 04:53:45 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01
Operator : MA/JU

Sample : 05005-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 unknownl6.674 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
16.674 2.33 ng 87829  Phenanthrene-d1e 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl oct... 446 C26H5403S 1000309-20-1 43
2 Eicosyl pentyl ether 368 C25H520 1000406-42-0 43
3 3-Butyl-2-heptanone 170 C11H220 000997-69-3 43
4 Sulfurous acid, decyl 2-pentyl e... 292 C15H3203S 1000309-15-9 43
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 43

Abundance Scan 2293 (16.674 min): BM042551.D\data.ms (-2290) (- | m/z 43.10 100.00%

43.1
5000
180.1

85.1 ————" —
d L h m 211.2 16.50 17.00
\H‘ Mh‘mh\‘ \\m h \m \‘\ pall )

249.3
- o TT28LL s 7110 79.94%

m/z--> 50 100 150 200 250 300
Abundance #324417: Sulfurous acid, 2-ethylhexyl octadecyl ester
57.0

5000 e S
16.50 17.00
113.0 m/z 57.10  66.41%
026‘;0\‘ \\wh” | ‘\‘ 1550 197.0 2530
T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance
71.0
e e
16.50 17.00
5000 m/z 70.10 37.66%
111.0
029'0 153.0 196.0 238.0 280-0311(
e = St
miz--> 50 100 150 200 250 300
Abundance #45394: 3-Butyl-2-heptanone T —
71.0 16.50 17.00

m/z 55.10  37.39%

114.0
5000 J\WMAA/
390\\\\
il

H “ \ \‘ L 170.0

m/z--> 100 150 200 250 300 16.50 17.00

o

8270-BM103023.M Thu Nov 02 04:53:46 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01
Operator : MA/JU

Sample : 05005-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 13 Tetradecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
16.786 2.85 ng 107378  Phenanthrene-di10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 1-Todo-2-methylundecane 296 C12H251 073105-67-6 72
3 Pentadecane 212 C15H32 000629-62-9 70
4 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 64
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 64
Abundance Scan 2312 (16.786 min): BM042551.D\data.ms (-2309) (- | m/z 57.10 100.00%
57.1
- MM
97.1 st -
16.50 17.00
225.3
[ — | I ‘\h“‘\““““‘ SR80, (831 ST 2581 m/z 43.10  65.38%
miz-> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0
5000 . —
16.50 17.00
m/z 41.10 53.12%
99.0
O \2\6\\0‘\“ “‘\ ‘!‘ \“‘\ ““ \H T “]\.4\‘]-"0\ T \1\9?.0\ T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
57.0
—— —
16.50 17.00
5000 m/z 71.10 51.79%
99.0
0 169.0 2110 296.!
e T T e
miz--> 50 100 150 200 250
Abundance #90192: Pentadecane T —
57.0 16.50 17.00
m/z 55.10 36.29%
5000
99.0
S T U i sl
m/z--> 50 100 150 200 250 16.50 17.00

8270-BM103023.M Thu Nov 02 04:53:48 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01
Operator : MA/JU

Sample : 05005-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Tetradecane, 1-iodo- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.010 8.34 ng 314467 Phenanthrene-d10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 91
2 Octacosane 394 (C28H58 000630-02-4 90
3 Nonadecane 268 C19H40 000629-92-5 87
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 86
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 81
Abundance Scan 2350 (17.010 min): BM042551.D\data.ms (-2347) (- | m/z 57.10 100.00%
57.1
T \
| 141.1181.1 232.2 1790
ol Jm‘m S SR S LS S m/z 43.10 82.21%
miz--> 50 100 150 200 250 300 350
Abundance #228592: Tetradecane, 1-iodo-
57.0
5000 —— :
17.00
m/z 71.10 58.43%
155.0
O\\‘\“\hh\H‘\“‘\‘\‘\\“‘\\\1\97‘\0\\\‘\\\\‘3\2\4\9‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T \
17.00
5000 m/z 41.10 41.13%
99.0
0 141.0183.0225.0 281.0 337.0 394.
T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #158598: Nonadecane T ‘
57.0 17.00
m/z 85.10 40.38%
SNEA T RE T TR TN L
m/z--> 50 100 150 200 250 300 350 17.00

8270-BM103023.M Thu Nov 02 04:53:49 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01
Operator : MA/JU

Sample : 05005-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 15 Hexadecane, 2,6,10,14-tetra... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.051 39.67 ng 1495700  Phenanthrene-d10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 95
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Heptacosane 380 C27H56 000593-49-7 90
Abundance Scan 2357 (17.051 min): BM042551.D\data.ms (-2353) (- | m/z 57.10 100.00%
57.1
20 M\”/\/L\“
17.00 |
ol L ”‘ w‘ YL21882 2532 3852 ni; 71.18 72.86%
miz--> 50 100 150 200 250 300 350
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 ——
17.00
m/z 43.10  62.90%
O\“\‘\“\H\“\““\“\“\\“\]_\8\‘3\?\\\2\5‘3\9\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T
17.00
5000 m/z 85.10 39.09%
99.0
0 141.0183.0 239.0 296.0
T T e T e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane 7
57.0 17.00
m/z 41.10 37.29%
- V\/AJ\/LNN
oLl L H | 141 0183.0225.0 281.0 337.0 394.
e “““‘“““‘“““““““““‘ e
m/z--> 50 100 150 200 250 300 350 17.00

8270-BM103023.M Thu Nov 02 04:53:51 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01

Operator : MA/JU

Sample : 05005-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.M
: 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 16 Heptadecane, 2,6,10,15-tetr... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.657 16.07 ng 605987  Phenanthrene-di10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91

2 Eicosane 282 C20H42 000112-95-8 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2460 (17.657 min): BM042551.D\data.ms (-2457) (- | m/z 57.10 100.00%

57.1
5000

99.1 — —

1412 1832 ‘ 17.50 18.00
- Ll “‘ ‘ S 28922761 326, n/; 43.10  94.78%

m/z--> 50 100 150 200 250 300
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 — e
17.50 18.00

m/z 71.10  83.32%

0 L syl ‘\ ° 1410 1830 2390 2960
T T T ‘ T T T T T ‘ T T T T T T T T ’ T T T T ’ T T T
mi/z--> 50 100 150 200 250 300
Abundance

57.0

T
17.50 18.00

5000 ITI/Z 85.10 46.83%
990 1410 1830 2250 2820
(O T A B T A S e e R R
m/z--> 50 100 150 200 250 300
Abundance #141056: Octadecane T —
57.0 17.50 18.00
m/z 41.10 35.17%
- M\NJU\}W
‘ 99.0
ol dd lydd 240 1830 280
m/z--> 50 100 150 200 250 300 17.50 18.00

8270-BM103023.M Thu Nov 02 04:53:51 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01
Operator : MA/JU

Sample : 05005-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 1@-Methylnonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.751 12.49 ng 470850  Phenanthrene-d10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 91
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 87
3 Nonadecane 268 C19H40 000629-92-5 87
4 Heptacosane 380 C27H56 000593-49-7 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 83
Abundance Scan 2476 (17.751 min): BM042551.D\data.ms (-2472) (- | m/z 57.10 100.00%
57.1
5000 MMM
99.1 i?%d i8bd
ok J A, POIh 2102 2624 341 a3 e g7.11%
miz-> 50 100 150 200 250 300
Abundance #176388: 10-Methylnonadecane
57.0
5000 —r ——
17.50 18.00
990 154.0 m/z 71.10 64.29%
O T “‘\ ‘\““ T “!‘ \‘H‘\““‘ \M \“\ T “‘\ T T ‘ L ‘2\67\.(\)\ ‘ L
miz--> 50 100 150 200 250 300
Abundance
57.0
—— —
17.50 18.00
5000 m/z 41.10 43.67%
113.0 155.0
0 225.0
— T T
miz--> 50 100 150 200 250 300
Abundance #158600: Nonadecane T ——
57.0 17.50 18.00
m/z 85.10 42.15%
o \/\W/j\‘j\/\/\/\w
99.0
0 L H\ I d 14‘1'0 183.0 268.0
e —— ——
m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01

Operator : MA/JU

Sample : 05005-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 18 Heneicosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
18.445 9.84 ng 371124  Phenanthrene-d10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Hexadecane 226 C1l6H34 000544-76-3 94
3 Tridecane, 7-propyl- 226 C16H34 055045-09-5 93
4 Nonadecane 268 C19H40 000629-92-5 91
5 Heptacosane 380 C27H56 000593-49-7 91

Abundance Scan 2594 (18.445 min): BM042551.D\data.ms (-2591) (- | m/z 57.10 100.00%
57.1
5000 MM
0.1 1850
1411 :
ol b 1 141118322222 2821 | 385 .. 4310 ge.51%
miz--> 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
5000 R
18.50
9.0 m/z 71.10 59.31%
iso || 141018300950 2960
\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
——
18.50
5000 m/z 85.10 41.26%
. 99-0 1410 183.0 226.0 M
T T e T
m/z--> 50 100 150 200 250 300 350
Abundance #107221: Tridecane, 7-propyl- —
43.0 18.50
m/z 41.10 39.84%
5.0
5000
140.0
‘ 183.0
ol bl | T 22e0 _—
m/z--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01
Operator : MA/JU

Sample : 05005-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.898 20.46 ng 771354  Phenanthrene-di10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Eicosane, 2-methyl- 296 C21H44 001560-84-5 91
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 89
Abundance Scan 2671 (18.898 min): BM042551.D\data.ms (-2667) ({ m/z 57.10 100.00%
57.1
5000 W\/\
— ——
} ‘]113.1 169.2 9942 18.50 19.00
ol b 075 224-2 2811 336.2384.3 1/, 43,10 57.69%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 — ——
18.50 19.00
m/z 71.10 51.16%
183.0
O‘\\‘\‘\‘\|\\\‘u‘\l\‘l\\“\\\\’\\\2\5‘3\(\)\\‘\\\\’\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
— ——
18.50 19.00
5000 m/z 85.10 28.76%
113.0
o 169.0 2250  309.0 365.0 436.! J\//\/J\W/\MJL/W
T T e T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #194594: Eicosane, 2-methyl- “ —
57.0 18.50 19.00
m/z 41.10 27.65%
5000 W\]W
253.0
13 0
m/z--> 0 50 100 150 200 250 300 350 400 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01
Operator : MA/JU

Sample : 05005-01 2X

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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 20 Pentacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.080 9.79 ng 368922  Phenanthrene-d10 17.327
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 97
2 Nonadecane 268 C19H40 000629-92-5 94
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
4 Heptadecane 240 C17H36 000629-78-7 93
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 90
Abundance Scan 2702 (19.080 min): BM042551.D\data.ms (-2699) ({ m/z 57.10 100.00%
57.1
5000
T \
| 132 160.2 224.2 ‘ 19.00
obAdd Ly, 7002 229.2 28113303 4023 476, /7 43.10  86.39%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #262013: Pentacosane
57.0
5000 T
19.00
m/z 71.10 63.89%
13.0
O T \u‘ \‘I‘\l‘]‘ \“‘ \“\ \‘ “\]-‘ﬁg\:‘;\.(‘)\‘??\g.‘o\ \2\9\?.\0\ \3\5‘2\.\0\ T ‘ TTTT ‘ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
T \
19.00
5000 m/z 85.10 44 ,36%
. 1130 1690  268.0
o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194595: Eicosane, 10-methyl- T ‘
57.0 19.00
m/z 41.10 40.30%
5000
154.0
ol bbbl 20 280 .
m/z--> 50 100 150 200 250 300 350 400 450 19.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM110123\
Data File : BM@42551.D

Acqg On : 01 Nov 2023 22:01
Operator : MA/JU

Sample : 05005-01 2X

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM103023.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|
3-Penten-2-one,... 4.381 32.7 ng 685719 1  7.928 419594 20.0
2-Pentanone, 4-... 5.010 52.4 ng 1098520 1  7.928 419594 20.0
Benzene, 1-ethe... 7.563 2.6 ng 54217 1 7.928 419594 20.0
Hexadecane 13.975 6.4 ng 234378 3 14.575 735666 20.0
Sulfurous acid,... 14.486 3.1 ng 114107 3 14.575 735666 20.0
Heptacosane 15.745 16.7 ng 613210 3 14.575 735666 20.0
Cyclohexane, 1,... 15.974 3.1 ng 116319 4 17.327 754012 20.0
Octadecane, 2,6... 16.227 38.8 ng 1462940 4 17.327 754012 20.0
Cyclohexane, 1,... 16.474 3.0 ng 112294 4 17.327 754012 20.0
Tridecane, 2-me... 16.551 3.0 ng 112521 4 17.327 754012 20.0
unknownl6.674 16.674 2.3 ng 87829 4 17.327 754012 20.0
Tetradecane 16.786 2.9 ng 107378 4 17.327 754012 20.0
Tetradecane, 1-... 17.010 8.3 ng 314467 4 17.327 754012 20.0
Hexadecane, 2,6... 17.051 39.7 ng 1495700 4 17.327 754012 20.0
Heptadecane, 2,... 17.657 16.1 ng 605987 4 17.327 754012 20.0
10-Methylnonade... 17.751 12.5 ng 470850 4 17.327 754012 20.0
Heneicosane 18.445 9.8 ng 371124 4 17.327 754012 20.0
Hentriacontane 18.898 20.5 ng 771354 4 17.327 754012 20.0
Pentacosane 19.080 9.8 ng 368922 4 17.327 754012 20.0
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