LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BGO55481.D

Acqg On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc :

ALS Vvial : 16 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-BG110122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55481.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.269 329 337 349 rVB 66891 112658 8.33% 0.548%
2 5.762 413 421 428 rBV 260563 447027 33.07% 2.176%
3 6.197 489 495 502 rvB4 32858 60085 4.44%  0.293%
4 7.296 677 682 687 rBV 30130 46943  3.47%  ©0.229%
5 7.384 687 697 704 rBV 259331 525296 38.86% 2.557%
6 7.824 767 772 776 rW 81738 117551 8.70% 0.572%
7 7.866 776 779 787 rW 37487 61459  4.55%  0.299%
8 8.183 828 833 836 rw 35775 58644 4.34% 0.286%
9 8.230 836 841 856 rVB 142133 275788 20.40% 1.343%
10 8.347 856 861 866 rBV3 23423 47261 3.50% ©.230%
11  8.741 919 928 930 rBV2 26662 61729 4.57% 0.301%
12 8.770 930 933 944 rvVB2 43432 119435 8.83% 0.581%
13 8.870 944 950 957 rBV3 80373 142522 10.54% 0.694%
14 8.982 963 969 974 rBV2 30710 63120 4.67% 0.307%
15 9.235 1007 1012 1018 rVB 24543 51365 3.80% 0.250%
16 9.334 1025 1029 1035 rVWW2 56185 111726 8.26%  ©.544%
17 9.405 1035 1041 1045 rVW 166212 352395 26.07% 1.716%
18 9.440 1045 1047 1053 rVB 138886 184821 13.67% ©.900%
19 9.587 1060 1072 1079 rVBS 38598 115747 8.56% 0.564%
20  9.675 1079 1087 1089 rBV3 26564 52043 3.85% ©.253%
21 9.863 1114 1119 1125 rW 42158 69098 5.11% ©0.336%
22 9.928 1125 1130 1133 rVvV2 36453 64372 4.76% 0.313%
23 9.963 1133 1136 1145 rVB3 49465 98387 7.28% 0.479%
24 10.122 1152 1163 1165 rBV5 21263 58976 4.36% 0.287%
25 10.163 1165 1170 1175 rVV3 44040 83153 6.15% ©.405%
26 10.233 1176 1182 1186 rVV3 52971 99115 7.33% 0.483%
27 10.292 1187 1192 1201 rVV4 48076 113061 8.36% ©.550%
28 10.386 1201 1208 1212 rVv2 32011 78036 5.77% ©.380%
29 10.445 1212 1218 1224 rWJ2 91927 172094 12.73% 0.838%
30 10.621 1245 1248 1254 rVV3 29840 50900 3.76% 0.248%
31 10.686 1254 1259 1264 rVB 55909 87972 6.51% 0.428%
32 10.745 1264 1269 1276 rVB2 27381 57594 4.26% 0.280%
33 10.827 1276 1283 1291 rBV9 22838 65435 4.84% 0.319%
34 10.997 1307 1312 1318 rVV2 137379 295206 21.84% 1.437%
35 11.062 1318 1323 1328 rVV 197339 388269 28.72%  1.890%
36 11.109 1328 1331 1335 rVV3 38479 66544  4.92%  0.324%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BGO55481.D

Acqg On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc :

ALS Vvial : 16 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-BG110122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.179 1336 1343 1350 rVB3 93071 204086 15.10% ©.994%
38 11.256 1350 1356 1362 rBV7 37483 80727 5.97% 0.393%
39 11.520 1396 1401 1408 rVB3 54019 116526 8.62% 0.567%
40 11.638 1415 1421 1426 rVv4 26655 62319 4.61% 0.303%
41 11.738 1426 1438 1448 rVV6 74111 227951 16.86% 1.110%
42 11.873 1455 1461 1467 rVB6 46598 104749 7.75% 0.510%
43 11.955 1467 1475 1480 rBvV3 52335 134854 9.97% 0.657%
44 12.037 1480 1489 1493 rVV3 80436 155265 11.48% ©.756%
45 12.084 1493 1497 1502 rVV3 34262 60035 4.44%  0.292%
46 12.143 1503 1507 1513 rVB2 32060 56731 4.20% ©.276%
47 12.231 1516 1522 1528 rBvV2 121641 199922 14.79% ©.973%
48 12.425 1550 1555 1563 rBV3 147902 242531 17.94% 1.181%
49 12.584 1578 1582 1586 rVB2 36989 47072 3.48% 0.229%
50 12.642 1590 1592 1598 rVB3 35410 49220 3.64% 0.240%
51 12.695 1598 1601 1609 rVB2 35880 59771 4.42% 0.291%
52 12.936 1637 1642 1647 rVB3 82863 129934 9.61% 0.633%
53 13.201 1681 1687 1689 rBv4 34090 66342 4.91% 0.323%
54 13.359 1709 1714 1718 rBV3 97789 153853 11.38% 0.749%
55 13.471 1728 1733 1739 rBV 464458 690377 51.07% 3.361%
56 13.641 1756 1762 1768 rBV 173168 281737 20.84% 1.372%
57 13.788 1783 1787 1792 rVB 64042 102877 7.61% ©.501%
58 14.123 1839 1844 1847 rBV6 39935 74795 5.53% 0.364%
59 14.170 1848 1852 1855 rVV3 62083 105555 7.81% 0.514%
60 14.211 1855 1859 1864 rVV5 55978 106623 7.89% ©0.519%
61 14.270 1865 1869 1870 rvw2 62321 79027 5.85% ©.385%
62 14.293 1870 1873 1877 rVV2 135850 192207 14.22% 0.936%
63 14.346 1877 1882 1888 rVW4 60365 120941 8.95% ©.589%
64 14.411 1889 1893 1899 rVvB4 62172 98951 7.32% 0.482%
65 14.587 1916 1923 1929 rBV9 29467 80877 5.98% 0.394%
66 14.705 1939 1943 1948 rVV 196701 266283 19.70% 1.296%
67 14.846 1962 1967 1974 rVW 290113 476135 35.22%  2.318%
68 15.045 1996 2001 2008 rBv4 34883 65814 4.87% ©0.320%
69 15.316 2042 2047 2054 rBV6 61296 136049 10.06% 0.662%
70 15.457 2066 2071 2076 rBV5 38441 95072 7.03%  0.463%
71 15.651 2099 2104 2110 rVB 210834 271961 20.12% 1.324%
72 16.050 2167 2172 2176 rVB 107919 177088 13.10% 0.862%
73 16.144 2185 2188 2194 rVB6 34644 55960 4.14% 0.272%
74 16.267 2206 2209 2214 rVB4 41667 51749 3.83% 0.252%
75 16.326 2214 2219 2227 rBV 320287 510245 37.74% 2.484%
76 16.503 2245 2249 2252 rBV 218701 339205 25.09% 1.651%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BGO55481.D

Acqg On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc :

ALS Vvial : 16 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-BG110122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 16.849 2304 2308 2311 rBV2 28579 47594  3.52% ©.232%
78 17.008 2333 2335 2342 rVB5 38135 56279 4.16% 0.274%
79 17.296 2380 2384 2388 rBV 211181 249375 18.45% 1.214%
80 17.343 2388 2392 2397 rVB 117986 160807 11.89% 0.783%
81 17.584 2427 2433 2437 rBV 338222 553260 40.92% 2.694%
82 17.625 2437 2440 2445 rVB 176926 239421 17.71% 1.166%
83 17.719 2452 2456 2460 rBV 59750 79409 5.87% 0.387%
84 18.030 2505 2509 2515 rVB 209737 269009 19.90% 1.310%
85 18.500 2586 2589 2592 rVB 63861 77567 5.74%  ©.378%
86 18.641 2608 2613 2617 rBV3 68285 148228 10.96% 0.722%
87 18.712 2622 2625 2630 rVB 186261 198859 14.71% 0.968%
88 19.334 2727 2731 2737 rBV2 197648 316511 23.41% 1.541%
89 19.499 2756 2759 2763 rVB2 56874 70687 5.23% 0.344%
90 19.617 2774 2779 2784 rVB 878891 1262726 93.40% 6.147%
91 19.899 2824 2827 2830 rVB 107352 117295 8.68% 0.571%
92 19.940 2830 2834 2836 rBv2 125160 180628 13.36% 0.879%
93 19.981 2836 2841 2846 rVB 864684 1261256 93.29% 6.140%
94 20.040 2848 2851 2855 rBV 56515 76686 5.67% ©.373%
95 20.157 2866 2871 2875 rVB 773831 989707 73.21% 4.818%
96 20.427 2914 2917 2920 rBV 138286 172318 12.75% 0.839%
97 21.232 3051 3054 3061 rVB 108413 159954 11.83% 0.779%
98 21.837 3152 3157 3165 rBV2 506848 1351936 100.00% 6.582%
99 21.902 3165 3168 3175 rVB 331996 552436 40.86% 2.689%
100 24.164 3548 3553 3561 rBV3 206540 561311 41.52% 2.733%

Sum of corrected areas: 20540502
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55481.D

Acq On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055481.D\data.ms

1000000

800000

600000

400000

5.762 7.384
200000

5.269 6.197

o\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \\\‘\\\\""\‘J}A\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG055481.D\data.ms

19.6179 88157
1000000

21.837

800000
21,902

600000

13.471

17.584 20.427 21.232
19.334

400000

16.050 1734
146 16194008

200000

0 b T T T T T T T T T

Time--> 13.50 14.00 14.50 15.00 1550 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: BG055481.D\data.ms
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800000

24.164

600000

400000

200000

O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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_G\Data\BG110522\
Data File : BG@55481.D

Acq On 5 Nov 2022 22:28

Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 18
R.T EstConc Area Relative to ISTD R.T.
5.269 8.17 ng 112658 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
Abundance Scan 337 (5.269 min): BG055481.D\data.ms (-329) (-) m/z 42.95 100.00%
3.0
59.0
5000
101.0 S SR
| ‘ 83.0 5.00 5.20 5.40 5.60 ;
obr——7——lr—te m/z 59.00 65.14%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UL L L L L LR
59.0 5.00 5.20 5.40 5.60
m/z 101.00  23.55%
15.0 101.0
‘ wl ol | 83.0 ! ‘
O\\\\‘\\\\‘1\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime
43.0
R ARAREEmaREEE
5.00 5.20 5.40 5.60
5000 m/z 58.00 14.26%
101.0
15.0
obdo sl 800820 |
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A ARAREEREREEE
59.0 5.00 5.20 5.40 5.60
m/z 41.00 9.44%
5000 41.0
0 \H\‘ \‘M ‘ 12\6'0142'0
e
m/z--> 20 40 60 80 100 120 140 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55481.D

Acq On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Decane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.824 8.52 ng 117551 1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane 142 C10H22 000124-18-5 94
2 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 83
3 Hexadecane 226 C16H34 000544-76-3 78
4 Undecane 156 C11H24 001120-21-4 78
5 Nonane 128 C9H20 000111-84-2 72
Abundance Scan 772 (7.824 min): BG055481.D\data.ms (-767) (-) m/z 57.00 100.00%
57.0
A h
‘ ' 7.607.80 8.00 8.20
98.0 1421

o‘HM“M!“‘M\HH_‘H,HH,HH m/z 43.00 91.15%

m/z--> 50 100 150 200 250
Abundance #22068: Decane
43.0

5000 R
7.60 7.80 8.00 8.20

85.0 m/z 41.08  46.97%

L e
O T T L ‘\ ‘\ T “‘ \‘ T T \‘ ‘ T T T ’ T T T ’ T T T
m/z--> 50 100 150 200 250
Abundance #193304: 1-lodo-2-methylundecane
57.0

7.60 7.80 8.00 8.20
5000 m/z 71.00 40.64%

99.0
oLl | A 2990 2100 2964
m/z--> 50 100 150 200 250
Abundance #107217: Hexadecane

57.0 7.60 7.80 8.00 8.20
m/z 85.10 28.03%

5000

99.0
0 26\0‘\ “‘ l A", 1410 1830 2260 o

m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55481.D

Acq On 5 Nov 2022 22:28

Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 3 Benzene, 1-methyl-3-propyl- Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
8.770 8.66 ng 119435 1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-methyl-3-propyl- 134 CleH14 001074-43-7 91
2 Benzene, 1-methyl-4-propyl- 134 CleHi4 001074-55-1 87
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 83
4 Benzene, 1l-methyl-2-propyl- 134 CleHi4 001074-17-5 80
5 2-Tolyloxirane 134 C9H1e0 002783-26-8 68
Abundance Scan 933 (8.770 min): BG055481.D\data.ms (-930) (-) m/z 105.00 100.00%
105.0
5000
134.0 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
39.0 55.0 | | | ‘ | 8.40 8.60 8.80 9.00
OF vy e el il b m/z 134.00  24.60%
miz--> 20 40 60 80 100 120 140
Abundance #17051: Benzene, 1-methyl-3-propyl-
105.0
8.40 8.60 8.80 9.00
77.0 134.0 m/z 106.00 11.41%
39.0 ‘
O \]-\5\.0‘ \H‘\ \“‘\ \‘M‘ \6‘2“.{9\ T \M‘ T \‘M T “‘\‘\ \‘\“‘ T \‘\ ’ T
miz—-> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
SRR 01 -
8.40 8.60 8.80 9.00
5000 m/z 77.00 10.99%
134.0
77.0
ol 20 S e el L
m/z--> 20 40 60 80 100 120 140 N\
Abundance #17039: Benzene, (1-methylpropyl)- ‘ “HM‘OH“‘H“‘H“‘
105.0 8.40 8.60 8.80 9.00
m/z 90.95 10.96%
5000
770 134.0
0 21.0 S:IT'O H ‘ | ‘
e
m/z--> 20 40 60 80 100 120 140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55481.D

Acq On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Benzene, 1,2-diethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.870 10.34 ng 142522  1,4-Dichlorobenzene-d4 8.230

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 83
2 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 70
3 Benzene, 1,4-diethyl- 134 CleHi4 000105-05-5 64
4 Benzene, 1,3-diethyl- 134 CleHi4 000141-93-5 64
5 Benzene, 1-ethyl-2,3-dimethyl- 134 CleH14 000933-98-2 64
Abundance Scan 950 (8.870 min): BG055481.D\data.ms (-944) (-) m/z 118.95 100.00%
91.0 119.0
43.0
134.0
71.1
5000
‘ ‘ | ‘ 8.60 8.80 9.00 9.20
] S Mw‘w‘w‘m”,‘h!u‘ 1 ‘,“M‘ Wb m/z 1e4.95  91.29%
miz--> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0 /k
5000 1340 \\\‘\\\\‘\\\\’\\\\‘\\\/\\
91.0 8.60 8.80 9.00 9.20
' m/z 91.00 91.27%
65.0
O \1\5\()‘\‘\ T \“‘\ \‘\ \ “\‘\ T \m’ T \ U\ "‘H\ \M“l T \‘\ ‘ L
miz--> 20 60 80 100 120 140
Abundance #17024: 1,3,8-p-Menthatriene
119.0134.0
91.0
8.60 8.80 9.00 9.20
5000 m/z 43.00 80.11%
M |
0 ‘H_‘H_u‘mm‘m H,“l“ “wl -
m/z--> 20 100 120 140
Abundance #17027.Benzene,1A=meﬂwL A Em o I AR
119.0 8.60 8.80 9.00 9.20
m/z 57.00 78.37%
5000 134.0
91.0
41.0
o280 . i ?5‘0 T O Y I AR S Vi
m/z--> 20 40 60 80 100 120 140 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55481.D

Acq On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
9.334 8.10 ng 111726  1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 CleH14 000934-80-5 92
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 83
4 p-Cymene 134 C1eH14 000099-87-6 70
5 Benzene, 2-ethyl-1,3-dimethyl- 134 CleH14 002870-04-4 64
Abundance Scan 1029 (9.334 min): BG055481.D\data.ms (-1025) (-) m/z 119.00 100.00%
119.0
5000 97.1 N\ A
55.0 M
P ARVEVIEPATAVY
9.00 9.20 9.40 9.60
IO NV RO | SR CR e
miz--> 20 40 60 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 \\‘\\\\‘\\\\‘\\\\’\\\/\/\‘/
9.00 9.20 9.40 9.60
91.0 m/z 133.95  32.18%
65.0 ‘
0 \1\5\9\ T \3\9’(\)\ T "\‘\ T \“ T “H“\ \M‘ T T 1
miz--> 20 40 60 80 100 120 140
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0 /\
9.00 9.20 9.40 9.60
5000 m/z 55.00 31.69%
91.0
39.0 65.0 ‘
T e N | A
m/z--> 20 40 60 80 100 120 140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl- R A AREEmaRE T
119.0 9.00 9.20 9.40 9.60
m/z 91.00 23.40%
5000
91.0
390 65.0 ‘ ‘
I T A YL Y | Y A
m/z--> 20 40 60 80 100 120 140 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55481.D

Acq On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
9.587 8.39 ng 115747  1,4-Dichlorobenzene-d4 8.230
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H1e 002050-24-0 58
2 p-Cymene 134 CleH14 000099-87-6 38
3 o-Cymene 134 CleHi4 000527-84-4 38
4 4-Aminostyrene 119 C8H9N 001520-21-4 38
5 Benzene, 1-ethyl-2,4-dimethyl- 134 CleH14 000874-41-9 35
Abundance Scan 1072 (9.587 min): BG055481.D\data.ms (-1060) (-) m/z 119.00 100.00%
119.0
55.0
5000 o7.0
148.0 M
\[\ ‘ T T T ‘
I T Ll
o — 1 \mH W b~ myz 105.00  75.27%
m/z--> 20 40 60 100 120 140
Abundance #26379.Benzene,Ls-meﬂwL54neﬂwL
119.0
N
5000 T T T T T T T T T
91.0 148.0 9.50
m/z 55.00 55.99%
390  65.0 ‘ ‘ H
0 \1\57\.?\‘!‘}\“"\\“N\"“\‘\\‘1“‘\\‘U\“M‘\\ll\}“\‘\‘\\‘\\‘
miz--> 20 40 60 80 100 120 140
Abundance #16994: p-Cymene
119.0
T
9.50
5000 ITI/Z 69.00 55.86%
91.0
39.0 65.0
0 }ﬁe“"H‘NHHW"$q‘uwqu‘dl‘;uﬁq“‘
miz--> 20 40 60 80 100 120 140
Abundance #16991: 0-Cymene 7 ‘
119.0 9.50
m/z 97.00 51.10%
5000 91.0
39.0 65.0 ‘
o‘1‘5‘?“"“,“w“u,““m‘_m“w ‘H‘ . m
m/z--> 20 60 80 100 120 140 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55481.D

Acq On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.445 8.86 ng 172094  Naphthalene-d8 11.062
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 90
2 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 64
3 Benzene, 1-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 64
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 64
5 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 64
Abundance Scan 1218 (10.445 min): BG055481.D\data.ms (-1212) (- | m/z 117.00 100.00%
117.0
5000 43.0 J\/\
' : 1o 50
ol : 41.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000
91.0 10 50 ]
- 51.0 40.53%
O\\\‘\\\\‘\\“H“H‘ i \\‘}\“H‘\\ ‘\3\4\4\..‘0\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0
10 50
5000 m/z 119.0 36.57%
91.0
o i 7AR a0
m/z--> 20 40 60 80 100 120 140 160 k A
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0 10 50
m/z 132.00 35.79%
5000
91.0
39.0 65.0 ‘
AN o N PR T .2 T Ho
m/z--> 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55481.D

Acq On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Tetradecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.997 15.21 ng 295206  Naphthalene-d8 11.062
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 80
2 Hexadecane 226 C16H34 000544-76-3 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Dodecane 170 C12H26 000112-40-3 72
5 Tridecane 184 C13H28 000629-50-5 72
Abundance Scan 1312 (10.997 min): BG055481.D\data.ms (-1307) (- | m/z 57.00 100.00%
57.0
5000
85.0
=
Ll 0 e
0“w“uimﬁﬁ“mwhwﬂ‘u‘_‘u“ﬂ‘_‘H‘H‘w“u‘u“ m/z 43.00 79.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74005: Tetradecane
57.0
5000 85.0 e
11.00
29.0 m/z 71.00 54.92%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
1
11.00
5000 m/z 41.00 43.15%
85.0
29.0
0 \ ‘ | M‘ 113.0 141.0 169.0 197.0 226.0
e e e e e e e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane —
57.0 11.00
m/z 85.05 34.61%
5000 85.0
290‘
113.0 141.0 212.0
oLt e [ R0,1410 1600 2120 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55481.D

Acq On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Undecane, 2,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.179 10.51 ng 204086  Naphthalene-d8 11.062
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72
2 5-Ethyldecane 170 C12H26 017302-36-2 64
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 64
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 64
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 53

Abundance Scan 1343 (11.179 min): BG055481.D\data.ms (-1336) (- | m/z 57.00 100.00%

57.0
5000

= —
L e %0, 0 wsen o 4.8
0““H““wﬂ‘ml‘p:‘wm‘u$“u‘nﬁuﬁ‘w‘h“‘u‘ m/z 43.00 42 .80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 T —
11.00 11.50

m/z 71.00 42.48%

29.0 L 98.0
_—l “‘\M | ‘\1” 789 1T, 1410 1690
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45482: 5-Ethyldecane
57.0

T —
11.00 11.50

o

5000 m/z 41.00 31.67%
880 140.0
Lo M
0t
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #74011: Tridecane, 6-methyl- T T
57.0 11.00 11.50

m/z 55.00 21.51%

5000
29.0 ‘ H 85.0 126.0
I ‘ \ :

169.0
0 bl i —

\ T
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55481.D

Acq On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 unknownl1.738 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.738 11.74 ng 227951  Naphthalene-d8 11.062
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Succinic acid, tridec-2-yn-1-yl ... 378 C23H3804 1000391-12-6 47
2 Cyclopentane, 1-methyl-2-(2-prop... 124 CSH16 050746-53-7 43
3 Cyclohexane, 1,1'-methylenebis- 180 C13H24 003178-23-2 43
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 38
5 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 38

Abundance Scan 1438 (11.738 min): BG055481.D\data.ms (-1426) (- | m/z 83.00 100.00%

83.0
41.0
5000
137.0

—
168.1 11.50 12.00

0 m/z 55.00 90.01%
miz--> 50 100 150 200 250
Abundance #286309: Succinic acid, tridec-2-yn-1-yl trans-hex-3-en-1
83.0
5000 — e
11.50 12.00

m/z 82.00 66.64%

41.0
oLl “‘\ i o Al M‘u‘lﬁw o 9:"'5‘2‘0[ ‘1‘97‘9 : ‘2‘4‘99 : ‘2‘97”
miz--> 50 100 150 200 250
Abundance #12240: Cyclopentane, 1-methyl-2-(2-propenyl)-, trans-
55.0

T —
11.50 12.00
5000 ITI/Z 41.00 60.10%
15.0 95.0
0! B
m/z--> 50 100 150 200 250
Abundance #55012: Cyclohexane, 1,1'-methylenebis- T —
83.0 11.50 12.00
41.0 m/z 67.00 43.43%
5000
180.0
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55481.D

Acq On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.231 10.30 ng 199922  Naphthalene-d8 11.062
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 96
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 96
3 Benzene, (1-ethyl-2-propenyl)- 146 C1l1H14 019947-22-9 90
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 70
5 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 50

Abundance Scan 1522 (12.231 min): BG055481.D\data.ms (-1516) (- | m/z 131.00 100.00%
131.0

5000

12.00 12.50
m/z 118.00  86.82%

0,

m/z--> 20 40 60 80 100 120 140 160 180

Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
0

131
5000 T ‘ Jk ‘
105.0 12.00 12.50
39.0 77.0 ‘ m/z 146.00 72.19%
0 \\\‘\“\\\““\\“U\“m‘ \H}‘M‘\M\"M‘H \"\“\H‘HH‘H

m/z--> 20 40 60 80 100 120 140 160 180

Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0 j\ /\ /\
by -
12.00 12.50
5000 ITI/Z 117.00 46.15%
105.0
300 770 ‘ |
0 ‘“““AW‘MM‘M‘Hw\‘Jl‘NM‘ ‘wJ“““H“‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25002: Benzene, (1-ethyl-2-propenyl)- \/V\fﬁ : T
118.0 12.00 12.50
m/z 105.00 34.12%
5000 91.0
51.0 146.0
27.0 ‘ ‘
0 H“‘H‘m‘i‘u “‘H‘H “H‘M,H‘H 1 MMM
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55481.D

Acq On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Tridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.425 12.49 ng 242531  Naphthalene-d8 11.062
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 64
3 Hexadecane 226 Cl6H34 000544-76-3 62
4 Dodecane 170 C12H26 000112-40-3 58
5 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 55

Abundance Scan 1555 (12.425 min): BG055481.D\data.ms (-1550) (- | m/z 57.00 100.00%

57.0
5000
85.1

131.0 T
‘ ‘ 12.50
oHwHHU:mw“mpm“‘_muwmu”‘l‘??nlw;WW,WW m/z 43.00 72.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane
57.0
5000 T
85.0 12.50

m/z 71.00 58.39%

29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester
57.0

o

12.50
5000 m/z 41.00 43.24%
85.0
29.0 ‘
111.0
k0 1400 1680 1050 241
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107217: Hexadecane 7
57.0 12.50
m/z 85.10  36.53%
5000
85.0
29.0
0 ‘\‘ \‘\ M\ H\ Il \\‘11§0\14‘10 1690 2260
R RARE N R RRE s o R e e R ARRARSR AASRARS —r—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55481.D

Acq On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.641 11.83 ng 281737  Acenaphthene-di0 14.846
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Nonadecane 268 C19H40 000629-92-5 87
3 Tetradecane 198 C14H30 000629-59-4 86
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 80
5 Tridecane, 7-methyl- 198 C14H3e 026730-14-3 55

Abundance Scan 1762 (13.641 min): BG055481.D\data.ms (-1756) (- m/z 57.00 100.00%

57.0
5000 85.0

e
1350 1400
P 1450 1931 m/z 43.00 74.64%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107220: Hexadecane
57.0

o

5000 85.0 T T T
13.50 14.00
29.0 m/Z 71.00 62.69%
o L] 130141.01600197.0226.0
\H‘HH‘H\’HH‘\H\‘\H\’HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #158598: Nonadecane
57.0
T ]
13.50 14.00
85.0 Y
5000 m/z 41.00 41.08%
29.0
b kL Mo omaoiene oo
S ARRRRRARRR VH‘_‘H_‘HV‘H_‘H_‘H‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #74004: Tetradecane T ——
57.0 13.50 14.00
m/z 85.00 39.80%
5000 85.0
29.0
1130 198.0
m/z--> 20 40 60 80 100120140 160180200220240260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55481.D

Acq On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Hexacosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.293 8.07 ng 192207  Acenaphthene-di0 14.846
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 58
2 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 53
3 Tetracosane 338 (C24H50 000646-31-1 53
4 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 52
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 52
Abundance Scan 1873 (14.293 min): BG055481.D\data.ms (-1870) (- | m/z 57.00 100.00%
57.0
132.0 Y e
‘ 14.00 14.50
bk, “hw“ b “ A ‘ b m/Z 71.00  93.18%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 S s
14.00 14.50
m/z 43.00 74.04%
ot | 14101890 2250 2670 2090 _367.
\\’\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #59073: Undecane, 4,8-dimethyl-
43.0
— —
14.00 14.50
5000 m/z 85.10 45 .05%
5.0
L 0
ob bl bbby | 1840
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T —
57.0 14.00 14.50
m/z 55.00 32.40%
- WM
9.0
A A —— —
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55481.D

Acq On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Pentadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.705 11.19 ng 266283  Acenaphthene-di0 14.846
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tridecane, 7-propyl- 226 Cl6H34 055045-09-5 86
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 1943 (14.705 min): BG055481.D\data.ms (-1939) (- | m/z 57.00 100.00%

57.0
5000 85.0

T
H 14.50 15.00

1131
et e T AL 1690 2120 s 43,00 71.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90192: Pentadecane
57.0
85.0

o

5000 — ——
14.50 15.00
29.0 m/Z 71.00 63.42%
L 100 1 220
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74004: Tetradecane
57.0
T T
14.50 15.00
5000 85.0 m/z 85.05 42.92%
290‘
113.0 1980
obr el b A 401410 1600 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107221: Tridecane, 7-propyl- T 1
43.0 14.50 15.00

m/z 41.00 37.38%

71.0
5000
140.0
99.0 183.0

L 226.0
0 H“m“_‘wh‘MH‘WHJMH“““W“H,‘H"H“_“w“u

7 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55481.D

Acq On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.651 11.42 ng 271961  Acenaphthene-di0 14.846
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane 198 C14H30 000629-59-4 86

Abundance Scan 2104 (15.651 min): BG055481.D\data.ms (-2099) (- | m/z 57.00 100.00%

57.0
5000

T
15.50 16.00

9.0
o b ddd |y, 2670 2202 . a3.00  72.85%
m/z--> 50 100 150 200 250 300 350
Abundance #107219: Hexadecane
57.0
5000 — —
15.50 16.00

m/z 71.00 67.24%

226.0
01\5\q\ ‘\““‘\ . \H‘\ “L r“‘ \%4%‘9\ ]\-8\3\9 T \‘\ L L B
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

T
15.50 16.00

5000 m/z 85.05 45 .68%
9.0
ol Ll ”h‘ I \\ | 14} 9 183.0 225.0 267.0309.0 367
e R R R L AL AL S
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane T —
57.0 15.50 16.00

m/z 41.00 34.14%

5000
9.0
150 d‘ M‘Ad\l41°1830 240.0

MR DR TS oo i o E— S
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\

Data File : BG@55481.D

Acq On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Heneicosane

Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
16.503 12.26 ng 339205 Phenanthrene-d10 17.584
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tritetracontane 605 C43H88 007098-21-7 90
5 Pentadecane 212 C15H32 000629-62-9 90

Abundance Scan 2249 (16.503 min): BG055481.D\data.ms (-2245) (- | m/z 57.00 100.00%
57.0
T 1
99.0 1551 16.50
ol hi |y, 1951 1972 2402 m/z 43.00 69.93%
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
5000 ——
16.50
99.0 m/z 71.00 65.15%
0 \zws‘l\o‘r“ ““\ ‘H‘ \‘“‘\ HL \“‘ T “]\-4}8\ %8\3\0‘ T \2\4??\ I
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
T 1
16.50
5000 m/z 85.05 47 .73%
‘ 99.0
41.0
olzol || 11| 140 1830 220 296
miz--> 50 100 150 200 250
Abundance #158598: Nonadecane T |
57.0 16.50
m/z 41.00 37.06%
5000
99.0
oLl 110 1e30 2680 -
m/z--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55481.D

Acq On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Octadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.296 9.01 ng 249375 Phenanthrene-d10 17.584
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 2384 (17.296 min): BG055481.D\data.ms (-2380) (- | m/z 57.00 100.00%
57.0
w0 /\KNKANMNJbKWWﬁ/\NNA
99.0 —— —
17.00 17.50
410 196.1
ob— A ““ L0 T 2841wz 71.e8 71.57%
miz--> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 e —
17.00 17.50
99.0 m/z 43.00 68.96%
01\5.\q‘\ ‘\‘ ‘ h H H‘ “‘ \“‘ T ]_\4“1 9\ ]\-8\3\0‘ T \2\4?.‘0\ LI ‘ T L
miz--> 50 100 150 200 250 300
Abundance #141056: Octadecane
57.0
—— —
17.00 17.50
5000 m/z 85.10 49.61%
‘ 99.0
ol dd L4 3410 sea0 250
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester — ——
57.0 17.00 17.50
m/z 41.00 34.23%
h MJ/\M/\
oLk w\ | 1410m0 a0 ss T
m/z--> 50 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\

Data File : BG@55481.D

Acq On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Nonadecane

Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
18.030 9.72 ng 269009  Phenanthrene-die 17.584
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane 212 C15H32 000629-62-9 87
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 2509 (18.030 min): BG055481.D\data.ms (-2505) (- | m/z 57.00 100.00%
57.0
. MU\MW
99.0 1200 |
18.00
141.0
ol ALy 1410 1821 2251 2681 171 69 71.84%
miz--> 50 100 150 200 250
Abundance #141056: Octadecane
57.0
5000 —— ‘
18.00
‘ 99.0 m/z 43.00 67.32%
0 \Z\GL\O\ T I “H‘ “‘\ H‘ \“‘ L 19\ :\1_8\3\0‘ (— \25“4\0\ T
m/z--> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0
T \
18.00
5000 m/z 85.00 51.97%
‘ 99.0 141.0 268.0
0,280, L] |y it 1830 2250 BT
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane 1
57.0 18.00
m/z 41.00 32.99%
5000
‘ 99.0
410
0260 || 1L M0 1830 2250 296 o
m/z--> 50 100 150 200 250 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BG@55481.D

Acq On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 20 2-Bromo dodecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.334 11.44 ng 316511  Phenanthrene-di0 17.584
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
2 Heneicosane 296 C21H44 000629-94-7 81
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 81
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 81
5 Tetracosane 338 C24H50 000646-31-1 81
Abundance Scan 2731 (19.334 min): BG055481.D\data.ms (-2727) (1 m/z 57.00 100.00%
57.0
5000 W\/\th\
206.1 . A
99.0 410 19.00 19.50
-1 Ld, “‘L‘ LML Ll 2531 30313420 g1 60 73.15%
miz--> 50 100 150 200 250 300
Abundance #132769: 2-Bromo dodecane
57.0
5000 — e
19.00 19.50
m/z 43.00 66.94%
99.0 169.0
01\5.\0‘\ ‘\“‘“‘\ ‘h‘ \h‘\ “‘ \“\‘\ T ‘ T ‘\ T ‘ T \2\48‘-\0\ T ‘ L
miz--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
— ——
19.00 19.50
5000 m/z 85.05 52.61%
‘ 99.0
41.0
ols0 || |1\ |10 a0 2250 2950
miz--> 50 100 150 200 250 300
Abundance #194595: Eicosane, 10-methyl- — —
57.0 19.00 19.50
m/z 41.00 28.64%
h W/»/\,\ﬂxw‘
99.0
oL I 2970 239.0 2810 I
m/z--> 50 100 150 200 250 300 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110522\
Data File : BGO55481.D

Acqg On : 5 Nov 2022 22:28
Operator : CG/JU

Sample : N5459-03 2X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.269 8.2 ng 112658 1  8.230 275788 20.0
Decane 7.824 8.5 ng 117551 1 8.230 275788 20.0
Benzene, 1-meth... 8.770 8.7 ng 119435 1  8.230 275788 20.0
Benzene, 1,2-di... 8.870 10.3 ng 142522 1  8.230 275788 20.0
Benzene, 4-ethy... 9.334 8.1 ng 111726 1  8.230 275788 20.0
Benzene, 1,3-di... 9.587 8.4 ng 115747 1 8.230 275788 20.0
Benzene, 2-ethe... 10.445 8.9 ng 172094 2 11.062 388269 20.0
Tetradecane 10.997 15.2 ng 295206 2 11.062 388269 20.0
Undecane, 2,6-d... 11.179 10.5 ng 204086 2 11.062 388269 20.0
unknownl11.738 11.738 11.7 ng 227951 2 11.062 388269 20.0
Naphthalene, 1,... 12.231 10.3 ng 199922 2 11.062 388269 20.0
Tridecane 12.425 12.5 ng 242531 2 11.062 388269 20.0
Hexadecane 13.641 11.8 ng 281737 3 14.846 476135 20.0
Hexacosane 14.293 8.1 ng 192207 3 14.846 476135 20.0
Pentadecane 14.705 11.2 ng 266283 3 14.846 476135 20.0
Heptadecane 15.651 11.4 ng 271961 3 14.846 476135 20.0
Heneicosane 16.503 12.3 ng 339205 4 17.584 553260 20.0
Octadecane 17.296 9.0 ng 249375 4 17.584 553260 20.0
Nonadecane 18.030 9.7 ng 269009 4 17.584 553260 20.0
2-Bromo dodecane 19.334 11.4 ng 316511 4 17.584 553260 20.0
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