LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc :

ALS Vvial : 15 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-BG012723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO56547.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.309 338 344 355 rVB 54019 87804 1.45% 0.337%
2 5.797 420 427 435 rBV 228596 381053 6.30% 1.462%
3 7.418 694 703 710 rBV 231363 418505 6.92% 1.606%
4 8.270 843 848 862 rVB 157287 281255 4.65% 1.079%
5 8.905 950 956 963 rBV3 36431 63447 1.05% 0.243%
6 9.451 1042 1049 1053 rBV 134061 270785 4.47% 1.039%
7 9.627 1072 1079 1088 rVB7 24221 62015 1.02% 0.238%
8 10.009 1140 1144 1151 rVB4 34702 68857 1.14% 0.264%
9 10.280 1184 1190 1194 rBv4 37633 72470 1.20% 0.278%
10 10.491 1221 1226 1231 rBV2 62539 115716 1.91% 0.444%
11 10.732 1262 1267 1272 rVB 39544 61521 1.02% 0.236%
12 11.037 1312 1319 1325 rBV 106133 207770 3.43% 0.797%
13 11.108 1325 1331 1336 rVB 171724 321069 5.31% 1.232%
14 11.226 1344 1351 1357 rVB4 67005 147602  2.44% 0.566%
15 11.566 1404 1409 1416 rVB3 47777 100821 1.67% 0.387%
16 11.784 1437 1446 1456 rVB7 64525 165816 2.74% 0.636%
17 11.919 1463 1469 1475 rVB5 43620 90388 1.49% 0.347%
18 12.001 1475 1483 1488 rBV3 51328 128974  2.13%  0.495%
19 12.077 1488 1496 1501 rVV5 57734 109667 1.81% 0.421%
20 12.277 1524 1530 1536 rBV2 131916 216929 3.58% 0.833%
21 12.471 1557 1563 1570 rBV2 175553 298420 4.93% 1.145%
22 12.741 1605 1609 1615 rVB 50332 80047 1.32% 0.307%
23 12.982 1644 1650 1655 rVB3 94373 154166 2.55% 0.592%
24 13.241 1689 1694 1706 rVB8 42926 158986 2.63% 0.610%
25 13.405 1716 1722 1726 rBV4 79693 135752  2.24% 0.521%
26 13.517 1735 1741 1747 rBV 477659 713513 11.79% 2.738%
27 13.687 1764 1770 1775 rBV 224999 330355 5.46% 1.268%
28 13.834 1791 1795 1800 rVB2 76341 123438 2.04% 0.474%
29 14.169 1847 1852 1855 rBV6 40889 80193 1.33% 0.308%
30 14.210 1855 1859 1863 rVv4 73219 133042 2.20% ©.511%
31 14.257 1863 1867 1872 rVVv4 61215 117940 1.95% 0.453%
32 14.316 1873 1877 1878 r\VV4 66961 87104 1.44% 0.334%
33 14.340 1878 1881 1885 rVV3 112797 163072 2.69% 0.626%
34 14.392 1885 1890 1896 rVV3 62598 122778 2.03% 0.471%
35 14.457 1896 1901 1906 rVB3 74267 118592 1.96%  0.455%
36 14.633 1924 1931 1938 rBV9 29153 84439 1.40% 0.324%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc :

ALS Vvial : 15 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-BG012723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.751 1946 1951 1959 rVB 246488 338242 5.59% 1.298%
38 14.892 1970 1975 1981 rVB 323135 509229  8.41% 1.954%
39 15.086 2004 2008 2019 rBV4 40462 81821 1.35% 0.314%
40 15.362 2050 2055 2058 rBV3 73625 127541 2.11% 0.489%
41 15.497 2074 2078 2082 rBVS 47309 98000 1.62% 0.376%
42 15.697 2106 2112 2116 rBV 249108 326607 5.40% 1.253%
43 16.096 2171 2180 2184 rBv4 109211 237231 3.92% 0.910%
44 16.190 2192 2196 2201 rBVS5 45128 78144 1.29% 0.300%
45 16.314 2214 2217 2222 rVB5 48815 72183 1.19% 0.277%
46 16.378 2222 2228 2234 rBV 303977 491289 8.12% 1.885%
47 16.555 2253 2258 2261 rBV 251859 397662 6.57% 1.526%
48 17.054 2341 2343 2350 rVB6 37930 61890 1.02% 0.238%
49 17.342 2388 2392 2396 rVB 221892 265417 4.39% 1.019%
50 17.395 2397 2401 2405 rVB 103676 131022 2.16% ©.503%
51 17.636 2436 2442 2446 rBV 401686 647142 10.69% 2.484%
52 17.677 2446 2449 2454 rVB 114279 159734 2.64% 0.613%
53 17.818 2470 2473 2479 rVB7 38674 65542 1.08% 0.252%
54 18.082 2514 2518 2523 rVB 199687 249104 4.12%  0.956%
55 18.258 2543 2548 2554 rVB 852956 1108774 18.32% 4.255%
56 18.482 2582 2586 2595 rBV3 109475 227466 3.76% 0.873%
57 18.764 2630 2634 2638 rVB 182794 198190 3.27% 0.761%
58 19.216 2707 2711 2718 rVB6 44613 73622 1.22% 0.283%
59 19.387 2734 2740 2743 rBV 4427806 6052083 100.00% 23.226%
60 19.416 2743 2745 2756 rVB2 2716517 3675659 60.73% 14.106%
61 19.539 2762 2766 2771 rBV 560883 649621 10.73% 2.493%
62 19.598 2772 2776 2778 rBV3 100531 126489 2.09% 0.485%
63 19.669 2784 2788 2793 rVB 182930 262122 4.33% 1.006%
64 19.956 2833 2837 2840 rVB2 112970 128897 2.13% 0.495%
65 19.998 2841 2844 2846 rVW2 47109 66993 1.11% 0.257%
66 20.033 2846 2850 2857 rVB 183761 271655 4.49% 1.043%
67 20.209 2875 2880 2885 rVB 822402 1036150 17.12% 3.976%
68 20.479 2923 2926 2929 rBV 87176 106506 1.76%  0.409%
69 20.620 2946 2950 2953 rBv2 66110 83119 1.37% 0.319%
70 21.925 3165 3172 3177 rBV2 419740 748800 12.37% 2.874%
71 25.350 3749 3755 3770 rVB2 211302 629117 10.40% 2.414%

Sum of corrected areas: 26057364
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG056547.D\data.ms
4000000
3000000
2000000
1000000
5.797 7.418
0 5309 | 8270 ggo5 9 ﬁ%mo ome 200191733980 saambtP? T2 A%
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
Time--> 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG056547.D\data.ms
19.887
4000000
3000000 19/416
2000000
1000000 18.258
13.517 ik
92 15697  16£5855 8.08 764
sl s omad | Lsdhn 1105 SR #8154 ng
R R e IR S S e e o
Time--> 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: BG056547.D\data.ms
4000000
3000000
2000000
1000000
25.350
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\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.491 7.21 ng 115716  Naphthalene-d8 11.102
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 89
2 1-Phenyl-1-butene 132 C1eH12 000824-90-8 78
3 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 64
4 2,4-Dimethylstyrene 132 C1leH12 002234-20-0 64
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000768-00-3 60
Abundance Scan 1226 (10.491 min): BG056547.D\data.ms (-1221) (-~ | m/z 117.00 100.00%
117.0
5000
71.0 /\
91.0 1341 AU
1l ) |
0 ‘\\\\HM\HWM‘MWM”“HUWPJ“W\‘HM}NWHMW ‘}§?%‘ m/z 119.00 41.50%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 L ‘A‘ T ﬁf
91.0 10.50
51.0 m/z 131.95 39.36%
133.0
0 [T \\i‘\ \““\ “H‘\?ﬁ‘.{R‘ \‘\‘\‘ T “‘\“\ T \‘“ \‘1#\‘\ T T T
m/z--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
117.0
T M\ T T
10.50
5000 m/z 115.00 32.74%
91.0
51.0 ‘
133.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #16106: 3-Phenylbut-1-ene U TAat ‘ ‘f\ il
117.0 10.50
m/z 71.00 28.79%
5000
91.0
39.0 ‘ ‘
65.0
0 “M“M‘HM"W"JM‘Nc“M“jM‘%ﬁﬁq“““ /R‘, L
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\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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, 5,6-dipropyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.038 12.94 ng 207770  Naphthalene-d8 11.102
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 5,6-dipropyl- 226 CléH34 119209-20-0 53
2 Dodecane 170 C12H26 000112-40-3 53
3 Succinic acid, tridec-2-yn-1-yl ... 380 C22H3605 1000390-72-9 50
4 Sulfurous acid, dodecyl 2-pentyl... 320 C17H3603S 1000309-16-1 47
5 Sulfurous acid, nonyl 2-pentyl e... 278 C14H3003S 1010309-15-8 47
Abundance Scan 1319 (11.037 min): BG056547.D\data.ms (-1312) (-~ | m/z 71.05 100.00%
71.0
- i JJ\AA
T
131.0
I
Ol e el et o m/z 57.00  75.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107226: Decane, 5,6-dipropyl-
57.0
5000 ‘ ‘
112.0 1£00
29,0 83.0 m/z 85.05 61.91%
O\\\’\‘\‘\\"‘\\\H’\\‘\\"U\\\’\\\‘\‘\\]\_\4‘]_\9\]‘-\6\9\\()‘\]\-\9\7‘9\\2‘2\6\\(:
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45478: Dodecane
57.0
T
11.00
5000 m/z 41.00 38.10%
85.0
290
L 120 a1 1100
oH‘,HH,HH,HH,u‘H,H:u_uHWH_ww_wm
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #287706: Succinic acid, tridec-2-yn-1-yl tetrahydrofurfuryl e |
85.0 11.00
m/z 43.05 37.37%
5000
43.0
09.0 185.0
ob ot Lyl 4109013301580 1850 ) Lol
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\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 3 Sulfurous acid, 2-ethylhexy... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

11.226 9.19 ng 147602  Naphthalene-d8 11.102
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 50
2 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 50
3 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 43
4 Dodecane, 6-methyl- 184 C13H28 006044-71-9 43
5 Sulfurous acid, dodecyl 2-pentyl... 320 C17H3603S 1000309-16-1 43

Abundance Scan 1351 (11.226 min): BG056547.D\data.ms (-1344) (- | m/z 71.00 100.00%
71.0

50001 499

98.0

N

1310 166.1 1100 1150
el m/z 57.00 91.59%
miz—> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #318981: Sulfurous acid, 2-ethylhexyl heptadecyl ester
57.0

o

N

5000
11.00 11.50

113.0 m/z 41.00 39.42%
29 O
‘\‘ ‘ L ‘\‘ 141.0 239.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #224373: Sulfurous acid, 2-ethylhexyl nonyl ester

850

o

-

57.0
11.00 11.50
5000 m/z 43.00 33.04%
20.0 ‘ 850 1130
0"H‘_‘wulm‘ﬂ‘u‘udw‘h‘_‘H,‘H‘“‘H,H‘W‘H‘_‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #152681: Sulfurous acid, 2-ethylhexyl pentyl ester Y ‘W‘
57.0 11.00 11.50

5000

' 113.0
RN
o_ww_wwwH_ww,‘m,w,www —

‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 unknownll.784 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.784 10.33 ng 165816  Naphthalene-d8 11.102
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 43
2 (E)-.gamma.-Atlantone 218 C15H220 108549-47-9 35
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 35
4 2-Butyl-.delta.l-pyrroline 125 C8H15N 064319-86-4 35
5 Cyclohexane, butyl- 140 Cl1oH20 001678-93-9 35
Abundance Scan 1446 (11.784 min): BG056547.D\data.ms (-1437) (- | m/z 83.00 100.00%
o MM
550 145.0
—— —
168.1 11.50 12.00
0! m/z 82.00 50.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #43497: Cyclohexane, hexyl-
83.0
5000 55.0 e —
11.50 12.00
m/z 119.00 37.38%
29.0 168.0
O \\\\‘\‘\‘\ \““\ T \“1“ \M‘\\“\\\\"l\l\]\_;o‘\ \J\-?‘O\-\O\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #96754: (E)-.gamma.-Atlantone MJ\
83.0
AL
11.50 12.00
5000 ITI/Z 55.00 34.29%
119.0
55.0
0 Z?DH‘\‘\‘ o L ,157.0 1850 218.0
e e et e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7533: Cyclohexane, ethyl- T 7
83.0 11.50 12.00
55.0 m/z 81.00 32.93%
5000
27.0 112.0
0‘Hu_HHMMNM‘W‘N‘H,H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H — —r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 5 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.001 8.03 ng 128974  Naphthalene-d8 11.102
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 95
2 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 93
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 93
4 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 91
5 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90

Abundance Scan 1483 (12.001 min): BG056547.D\data.ms (-1475) (- | m/z 131.00 100.00%
131.0

12.00
0 m/z 146.00 39.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25033: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
A L ALy

12.00
m/z 114.90  19.40%

270 510 91.0
O\\\\‘\‘\\\“\\“\‘\“}‘7\]7\\9‘\\‘\\‘J\.']\-J\-llp‘\w\‘\“\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl-
131.0 J\ M
\
1200
5000 91.0 m/z 91.08 17.66%
39.0
‘ 65.0 ‘ ‘
o RO L L J‘:“ M“u‘“ VIR A S—
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0 1200
m/z 145.00 15.67%
5000 91.0
39‘\‘0 \M 6\\‘\\0 | \H H‘ LM “ /\«//‘\ /\
0“H“H“H“_“u“u“u“‘ L L - L
m/z--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 6 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.277 13.51ng 216929 Naphthalene-ds 11.102
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 97

2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14
4 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14

001680-51-9 96
000769-57-3 90
1010189-31-0 72

5 Benzene, 1l-methyl-3-(1-methyl-2-... 146 C11H14 052161-57-6 55
Abundance Scan 1530 (12.277 min): BG056547.D\data.ms (-1524) (- | m/z 131.00 100.00%
131.0

5000
105.0
e =
o 70 165.1 12.00 12.50
o] R A u“‘,‘u Heiry m/z 118.00  80.91%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25048: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 N : &J\«
105.0 12.00 12.50
39.0 77.0 ‘ m/z 146.00 73.73%
O ‘\“\\\““\\M\\H}‘h’\\‘}\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #25051: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0 j\ J\ /\
ety -
12.00 12.50
m/z 117.00  48.09%
5000 105.0
39.0 77.0
ARENAT-.C NN RN I —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)- \“Wﬁ, e
131.0 12.00 12.50
m/z 115.00 33.66%
5000 91.0
390 o) ‘ M
0 ““‘W‘uW"Mu‘ﬁu‘u:‘pw“h“ﬂd“ﬂt“““““ AV .
m/z--> 20 40 60 80 100 120 140 160 180 12.00 12.50

8270-BG012723.M Mon Feb 06 14:28:18 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Tridecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.471 18.59 ng 298420  Naphthalene-d8 11.102
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 53
2 Butanal, 4-[(tetrahydro-2H-pyran... 172 C9H1603 054911-85-2 50
3 2-Butene, 1,4-diethoxy- 144 C8H1602 007250-85-3 38
4 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 38
5 3-Octyl 2-methylbutyrate 214 C13H2602 1000433-23-9 35
Abundance Scan 1563 (12.471 min): BG056547.D\data.ms (-1557) (1 m/z 71.05 100.00%
71.0
- W J\”_JL\.V
I h bl ‘ | 1600 184.1 ' P
O e T o AR m/z 57.00  74.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59029: Tridecane
57.0
5000 T
85.0 12.50
29.0 m/z 85.05 73.15%
‘\ “ Lo L 1180 1410 184.0
O\\\‘\\\\“}\\\“\\‘}\“\‘\\\“\\f“\‘\‘\\\“\\\\‘\\\\‘\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #48086: Butanal, 4-[(tetrahydro-2H-pyran-2-yl)oxy]-
71.0
T
41.0 12.50
5000 m/z 41.00 39.18%
‘ | 101.0
ob oot L ol 2280 3880
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24095: 2-Butene, 1,4-diethoxy- e
57.0 12.50
85.0 m/z 43.10 39.05%
B Il \JJLM\
m/z--> 20 40 60 80 100 120 140 160 180 12.50

8270-BG012723.M Mon Feb 06 14:28:22 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.982 9.60 ng 154166  Naphthalene-d8 11.102
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 86
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 83
3 Benzene, 1,3,5-trimethyl-2-(1-me... 160 C12H16 014679-13-1 78
4 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 70
5 Benzene, 1-(1-methylethenyl)-3-(... 160 C12H16 001129-29-9 64

Abundance Scan 1650 (12.982 min): BG056547.D\data.ms (-1644) (- | m/z 118.00 100.00%

118.0 1450
5000
91.0
13.00
10 ma | | |
Obrr et el “‘ 1740 145,00 86.75%
m/z--> 20 40 60 80 100 120 140 160
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 1
13.00
91.0 m/z 160.00  84.32%
28.0
O\\\‘\m\\‘\\“”\‘m‘9“‘\\‘\\“”\\ \\“‘\‘\\\’\\\\‘
m/z--> 20 40 100 120 140 160
Abundance #36284: Naphthalene, l,2,3,4—tetrahydr0—2,7—dimethyl—
118.0 M M\
VA NV
160.0 13.00
5000 m/z 116.95 52.42%
39.0 91.0
‘ ] 141,0
| H\ M I u el Ll H
om_m_m‘ SRS R el
miz--> 80 100 120 140 160
—r—

Abundance #36300: Benzene, 1,3,5-trimethyl-2-(1-methylethenyl)-
145.0 13.00

m/z 105.00  28.91%

5000

m/z--> 20 40 60 80 100 120 140 160 13.00

:

115.0
39 0 650 91.0 |
Ll
I

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.687 12.97 ng 330355  Acenaphthene-di0 14.892
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 78
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72
3 2-Nonanol, 2-methylpropionate 214 C13H2602 069121-76-2 47
4 Butyric acid, 2-tridecyl ester 270 C17H3402 055193-07-2 47
5 Oxalic acid, 6-ethyloct-3-yl hep... 328 C19H3604 1000309-34-5 43

Abundance Scan 1770 (13.687 min): BG056547.D\data.ms (-1764) (- | m/z 71.00 100.00%
7

1.0
5000 41.0

‘ 99.0 13.50 14.00
1261 31551 1981 : :
0“‘_"ﬂﬂ‘wqMM‘NM‘NM‘Wqﬂuuyuuu_“W“uq‘u“ m/z 85.10 70.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74006: Tetradecane
57.0
5000 = =
85.0 13.50 14.00

29.0 m/z 57.05 66.64%

TTT ‘ \‘}‘ T “‘} T \H‘ “ \‘i”} T ‘ ‘1‘\ T \““ \l\]_}‘s\.?\”\ }\4i‘].\.\0\ \%\6\9\-\0‘ T \]_\9\?.\0\ TT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0

S
13.50 14.00

o

m/z 41.00 37.77%
5000 85.0 /
29.0 141.0
obrrl ol b 4130 | 600
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #92118: 2-Nonanol, 2-methylpropionate 1 ‘ ‘
71.0 13.50 14.00
43.0 m/z 43.00 37.26%
5000
115.0
o150, L Ll 1430 1700 1090 b
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00

8270-BG012723.M Mon Feb 06 14:28:24 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.751 13.28 ng 338242  Acenaphthene-die 14.892
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Hexadecane 226 Cl6H34 000544-76-3 72
3 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 72
4 Succinic acid, 3-chlorophenyl te... 312 C15H17Cl05 1000390-72-2 64
5 Heptadecane 240 C17H36 000629-78-7 64

Abundance Scan 1951 (14.751 min): BG056547.D\data.ms (-1946) (- m/z 71.00 100.00%

71.0
5000 43.0

99.0 SIS s

14.50 15.00
126.0 155.1 212.1

m_m\h‘hmH!w“lmu“_ui“_m‘m‘_“153‘2”1‘“””“”‘ m/z 85.10  74.40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90189: Pentadecane
57.0

5000 s A
85.0 14.50 15.00

m/z 57.00  73.43%

d ‘M | g 11301410 1690 212.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
s

o

o

e

14.50 15.00
5000 m/z 43.00 41.53%

85.0
29.0
0 ‘\‘ \‘\ H\ H\ 1 \\11\30 141.0 169.0 226.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #152677: Sulfurous acid, butyl nonyl ester P —
57.0 14.50 15.00

m/z 41.00 32.75%

5000 o5 o
280 127.0
L b 701510 179.0

Ol o e P e — e
miz--> 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\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.697 12.83 ng 326607  Acenaphthene-di0 14.892
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heptacosane 380 C27H56 000593-49-7 90
3 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 86
4 Nonadecane 268 C19H40 000629-92-5 86
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 2112 (15.697 min): BG056547.D\data.ms (-2106) (- m/z 71.05 100.00%

71.0
5000

I
‘ | j{ 15.50 16.00
Lh L

155.0  226.2
A, ‘H\‘y\\\“\\‘\‘\\\\‘\\\\‘\\\\ m/z 85.05 71.55%

m/z--> 50 100 150 200 250 300 350
Abundance #107216: Hexadecane
57.0

5000 Sy =
15.50 16.00

m/z 57.00 67.31%

\‘ L\ “\ ) \\‘ I 141 O 183.0 226 0
LI \ ‘ T ’ T \ \ ‘ L ‘ L \ T ‘ T T ‘ L ‘ UL
m/z--> O 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

T
15.50 16.00

o

o

5000 m/z 43.00 39.01%
0 JL \h F ‘1410183022502670 323.0 380.(
e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #107232: Pentadecane, 7-methyl- —T —
57.0 15.50 16.00

m/z 41.00 30.48%

5000
‘ 112.0
J b dy 4550 211.0

O‘HW““ L B L e e e — —T—
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\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 3-Ethyl-2,6,10-trimethylund... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.096 9.32 ng 237231  Acenaphthene-di0 14.892
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 (C13H28 000629-50-5 64
2 3-Ethyl-2,6,10-trimethylundecane 226 CléH34 1000432-25-9 64
3 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 59
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 59
5 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 59
Abundance Scan 2180 (16.096 min): BG056547.D\data.ms (-2171) (- | m/z 71.00 100.00%
71.0
99.1 = :
171.0
16.00
VL T e o
0“w‘H‘_‘HumHwh‘M‘ﬂ‘Mmeuﬂq‘u‘mhu‘uu‘u‘w“ m/z 57.00 85.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59029: Tridecane
57.0
5000 =
85.0 16.00
29.0 m/z 85.00 51.64%
L oo o
OH\‘\H\H\1\‘HH‘H\\“H}‘\‘\‘H\‘\H\‘\H\‘\\H‘HH‘H\\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
T \
16.00
5000 85.0 m/z 43.05 40.27%
113.0 141.0
29.0
N L sl -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126398: Tridecanol, 2-ethyl-2-methyl- —
57.0 16.00
m/z 41.00 30.39%
5000 850
113.0 211.0
141.0
P P B O - o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Heptacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.555 12.29 ng 397662  Phenanthrene-di0 17.636
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 86
3 Hexadecane 226 Cl6H34 000544-76-3 83
4 Heptadecane 240 C17H36 000629-78-7 60
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 55
Abundance Scan 2258 (16 555 min): BG056547.D\data.ms (-2253) (- ' m/z 71.05 100.00%
71.0
- A/\ML
50
— “‘H‘ “‘M]“T‘ ““““1‘5‘?%‘197_2‘2‘49‘1‘ e m/z 85.00  70.55%
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 e ‘
16.50
m/z 57.00 63.33%
ol ‘ g ‘\ ) 1‘41 0183.0225.0267.0 323.0 380.(
\\\\‘ \\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane
57.0
U \
16.50
5000 m/z 43.00 36.78%
9.0
L B e A B
m/z--> 0 50 100 150 200 250 300 350
Abundance #107216: Hexadecane T ‘
57.0 16.50
m/z 41.00 30.43%
h /\W\L[LNW
0 “ \‘\ “\ “ \\‘ \‘ 14\]. (\)183 0 226 O
A —
m/z--> 0 50 100 150 200 250 300 350 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Pentacosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.342 8.20 ng 265417  Phenanthrene-di0 17.636
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Pentacosane 352 C25H52 000629-99-2 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Hexadecane 226 Cl6H34 000544-76-3 86
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86

Abundance Scan 2392 (17.342 min): BG056547.D\data.ms (-2388) (- | m/z 71.10 100.00%
711

=

5000
131 17.00 17.50
- ‘H u“‘i L1 W9la0s02883 L ss.ee  71.96%
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 T —T
17.00 17.50
m/z 57.10 65.23%
ol \ g ‘\ ) 1‘41 0183.0225.0267.0 323.0 380.(
\\\\‘ \\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 0 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
T —
17.00 17.50
5000 ITI/Z 43.05 40.61%
o 11l 1101 02250 2950 3520
T e e B T RIS SRS S S B
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane o —
57.0 17.00 17.50
m/z 41.00 30.50%
5000
9.0
0154 Il H A h‘ | 1410183 0225.0 296.0
P S S — —
m/z--> 0 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\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Heneicosane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.082 7.70 ng 249104  Phenanthrene-di0 17.636
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Nonadecane 268 C19H40 000629-92-5 86
3 Hexadecane 226 C16H34 000544-76-3 83
4 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 72
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 2518 (18.082 min): BG056547.D\data.ms (-2514) (- | m/z 71.00 100.00%

71.0
5000
‘ 13.1 18.00 |
ol 39“0‘“ “ A F Lo, 1894 211l 2681 . gs.1e 75.41%
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0
5000 S :
18.00

m/z 57.00 66.48%

99.0
Jisol | |||, 1410 1630 2050 2s6s
T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
m/z--> 50 100 150 200 250
Abundance #158600: Nonadecane
57.0

T
18.00

5000 m/z 43.10 39.44%
99.0
ol L4 [T, 110 1s30 2680
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane T
57.0 18.00
m/z 41.00 28.16%
0 2@\0““ Ly “‘9?-0‘ 1410 1830 226.0
e e S e T
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\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Tridecanoic acid, methyl ester Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.258 34.27 ng 1108770  Phenanthrene-d10 17.636
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 95
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
3 Methyl tetradecanoate 242 (C15H3002 000124-10-7 89
4 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 76
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 70

Abundance Scan 2548 (18.258 min): BG056547.D\data.ms (-2543) (- | m/z 73.95 100.00%
74.0
5000 K
Lo 142.9 227.1
' L ‘ 18 ‘ 2701 18.00 1850
ob— “H‘M Wasogo | - | S0 818 m/z 86.95  80.00%
miz--> 50 100 150 200 250 300
Abundance #109335: Tridecanoic acid, methyl ester
74.0
5000 —— —r—
18.00 18.50
41.0 143.0 m/z 227.10 26.81%
ol 2
O\\“\\‘H\‘\“Ml(p\gwo‘\\“\ \‘\‘\h‘\\‘r.\‘\\\\‘\\
miz--> 100 150 200 250 300
Abundance #161212:Hexadecanok:add,nnﬂhyleﬁer
74.0
—— —
18.00 18.50
5000 m/z 142.95 20.76%
450 143.0
‘ N | 1850 227.0 2700
ob———b bl bl o b L P L
m/z--> 50 100 150 200 250 300
Abundance #126208: Methyl tetradecanoate e =
74.0 18.00 18.50
m/z 75.00 16.42%
5000
1430 1990
o‘“m‘“n““hlp‘p”‘_‘”\ s cioNNNNNINS O PO |
m/z--> 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 n-Hexadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.482 7.03 ng 227466  Phenanthrene-die 17.636
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Undecanoic acid 186 C11H2202 000112-37-8 50
5 Tetradecanoic acid 228 C14H2802 000544-63-8 49

Abundance Scan 2586 (18.482 min): BG056547.D\data.ms (-2582) (- | m/z 73.00 100.00%
3.0

5000 2131
410 129.0
I

(o — m/z 60.00 56.15%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0 .
5000 T T T T T
213.0 18.50
‘ 171.0 m/Z 213.10 46.8100
0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92068: Tridecanoic acid
73.0
43.0
—
18.50
5000 ITI/Z 129.00 43.28%
129.0
‘ ‘ 171.0 214.0
0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid T
43.0 73.0 18.50
m/z 71.00 43.21%
5000 129.0
199.0 2420
0 158. At
m/z--> 20 40 60 80 100120140160180200220240260280 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 9,15-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.387 187.04 ng 6052080  Phenanthrene-d10 17.636
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 97
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 96
4 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 91
5 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 91

Abundance Scan 2740 (19.387 min): BG056547.D\data.ms (-2734) (- | m/z 67.00 100.00%
67.0

o

5000
09.0
T T
| ‘15‘00 9o0p 2631 19.00 19.50
0 ibidhol b 1700707 | 2961 3400 0 8100 96.75%
m/z--> 50 100 150 200 250 300
Abundance #191927: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
5000 — At
19.00 19.50
09.0 m/z 95.00  74.74%
‘ ‘ 294.0
O T ‘ T ‘ \‘h T H‘\ “‘ “ 1\87 0220 \0\ ‘ \“ L \‘ ‘ T T T T
miz--> 50 100 150 200 250 300
Abundance #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
— =
19.00 19.50
5000 m/z 55.00 56.19%
09.0 294.0
ol ‘\‘H\ s uh m‘\m‘ b Ller0e?00
miz--> 50 100 150 200 250 300
Abundance #191920: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester e e
67.0 19.00 19.50
m/z 79.00 54.43%
5000
09.0
‘ 294.0
0 H‘M‘HHWHH‘ LA187.02200 , | — -
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 16-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.416 113.60 ng 3675660  Phenanthrene-d10 17.636
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
2 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 97
5 (Z)-15-Octadecenoic acid methyl ... 296 C19H3602 1000427-69-3 94
Abundance Scan 2745 (19.416 min): BG056547.D\data.ms (-2743) (- | m/z 55.00 100.00%
55.0
97.0
5000 264.1
222.2
180.1
—=
3.0 ‘ 19.50
0! \h“hu‘\ “H‘u\‘h b !M A b l 3‘,0‘2-‘1‘ ‘3‘5‘1-“ m/z 69.00 92.24%
m/z--> 50 100 150 200 250 300 350
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
5000 1
7.0 19.50
264.0 m/z 74.00 86.42%
H | 138.0 1800 222.0
0 \ ‘\M\“”\ \H‘H ‘h\‘\ \‘ T - T \“\ T \“ L
miz--> 50 100 150 200 250 300 350
Abundance #194421: 14-Octadecenoic acid, methyl ester
55.0
—
19.50
5000 m/z 83.00 81.80%
7.0
264.0
38.0 1800 2220 ‘
0 ‘“‘ ‘ “ ‘UM\ ﬂ-u‘ . ‘\h iy ‘\ — 1‘ ‘ SQ —
m/z--> 100 150 200 250 300 350
Abundance #194417: 15-Octadecenoic acid, methyl ester —
55.0 19.50
m/z 97.00 80.66%
5000
7.0
264.0
L ooz |
O‘L“ “MMW“WN‘M“‘ -e e 3000 — —=
m/z--> 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020323\
Data File : BGO56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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 Heptadecanoic acid, 16-meth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.539 20.08 ng 649621  Phenanthrene-di0 17.636
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 95
2 Methyl stearate 298 C19H3802 000112-61-8 95
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 81
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 76
Abundance Scan 2766 (19.539 min): BG056547.D\data.ms (-2762) (- | m/z 74.00 100.00%
74.0
5000 M
143.1 255.2 AJL :
199.1
Ll | | 2981 31, o0
ol ns e b bl SA S m/z 87.00 81.22%
miz-> 100 150 200 250 300
Abundance #197352. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
5000 . :
143.0 o550 2980 m/z 255.15  23.01%
‘ 199.0 ‘
O\\\\‘\H ‘MH‘\‘\“\\“\\\‘\“\‘\\\“‘\H\\\“\\\\
m/z--> 100 150 200 250 300
Abundance #197276: Methyl stearate
74.0
LN \
19.50
5000 m/z 143.05 22.18%
‘ 143.0 1990 2550 298.0
m/z--> 100 150 200 250 300
Abundance #126207: Methyl tetradecanoate = ‘
74.0 19.50
m/z 75.00  18.38%
5000
143.0
29 L 0
oHH_H‘M Mw””‘JHJWH_‘H AL
m/z--> 100 150 200 250 300 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG020323\
Data File : BG@56547.D

Acq On : 3 Feb 2023 20:37
Operator : CG/JU

Sample : 01413-01 2X

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@12723.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|
Benzene, 2-ethe... 10.491 7.2 ng 115716 2 11.102 321069 20.0
Decane, 5,6-dip... 11.038 12.9 ng 207770 2 11.102 321069 20.0
Sulfurous acid,... 11.226 9.2 ng 147602 2 11.102 321069 20.0
unknownl11.784 11.784 10.3 ng 165816 2 11.102 321069 20.0
1H-Indene, 2,3-... 12.001 8.0 ng 128974 2 11.102 321069 20.0
Naphthalene, 1,... 12.277 13.5 ng 216929 2 11.102 321069 20.0
Tridecane 12.471 18.6 ng 298420 2 11.102 321069 20.0
Naphthalene, 1,... 12.982 9.6 ng 154166 2 11.102 321069 20.0
Tetradecane 13.687 13.0 ng 330355 3 14.892 509229 20.0
Pentadecane 14.751 13.3 ng 338242 3 14.892 509229 20.0
Hexadecane 15.697 12.8 ng 326607 3 14.892 509229 20.0
3-Ethyl-2,6,10-... 16.096 9.3 ng 237231 3 14.892 509229 20.0
Heptacosane 16.555 12.3 ng 397662 4 17.636 647142 20.0
Pentacosane 17.342 8.2 ng 265417 4 17.636 647142 20.0
Heneicosane 18.082 7.7 ng 249104 4 17.636 647142 20.0
Tridecanoic aci... 18.258 34.3 ng 1108770 4 17.636 647142 20.0
n-Hexadecanoic ... 18.482 7.9 ng 227466 4 17.636 647142 20.0
9,15-Octadecadi... 19.387 187.0 ng 6052080 4 17.636 647142 20.0
16-Octadecenoic... 19.416 113.6 ng 3675660 4 17.636 647142 20.0
Heptadecanoic a... 19.539 20.1 ng 649621 4 17.636 647142 20.0
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