LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG053202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc :

ALS Vvial : 11 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-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BG@53202.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.315 323 328 334 rBvV2 30128 50946 1.32% 0.105%
2 5.685 382 391 400 rBvV 394407 657717 17.03% 1.360%
3 5.991 436 443 448 rBV4 27767 55682 1.44% 0.115%
4 6.073 451 457 462 rW 51968 97932 2.54% 0.202%
5 6.138 462 468 476 rVB2 30103 61403 1.59% 0.127%
6 6.390 502 511 518 rBv4 65980 176142 4.56%  0.364%
7 6.508 524 531 538 rVB4 31411 73240 1.90% 0.151%
8 6.602 541 547 555 rBV7 56916 176184 4.56% 0.364%
9 6.672 555 559 563 rVB 99095 138256 3.58% 0.286%
106 6.755 563 573 576 rBv4 114752 256347 6.64% 0.530%
11 6.872 589 593 598 rVB2 29347 50023 1.29% 0.103%
12 6.937 598 604 609 rBv5 37728 68612 1.78% 0.142%
13 6.995 609 614 624 rVB5 44550 109004 2.82% 0.225%
14 7.107 624 633 638 rBVv8 26487 73240 1.90% 0.151%
15 7.213 646 651 654 rBv4 39865 63098 1.63% 0.130%
16 7.277 654 662 670 rW 486170 954183 24.70% 1.973%
17 7.442 687 690 696 rVB4 37006 71275 1.84% 0.147%
18 7.507 696 701 705 rBv4 45497 78442 2.03% 0.162%
19 7.606 714 718 723 rVB 59182 84948 2.20% 0.176%
20 7.683 727 731 742 rVB6 59353 151960 3.93% 0.314%
21 7.771 742 746 749 rBV4 33238 55044 1.42% 0.114%
22 7.847 754 759 764 rVB3 36245 65941 1.71% 0.136%
23 7.947 769 776 780 rBV5 26146 53039 1.37% 0.110%
24 8.018 783 788 790 rBV3 31049 49874 1.29% ©0.103%
25 8.117 797 805 810 rVB3 125758 310655 8.04% 0.642%
26 8.188 812 817 823 rVB4 41147 81267 2.10% 0.168%
27 8.247 823 827 832 rBV6 24097 55123 1.43% 0.114%
28 8.311 832 838 842 rVW6 79531 142242  3.68% 0.294%
29 8.370 842 848 851 rvv2 49180 108264 2.80% 0.224%
30 8.411 851 855 862 rVW 103124 178438 4.62% 0.369%
31 8.470 862 865 872 rVvB4 38625 76895 1.99% 0.159%
32 8.552 873 879 885 rBV9 26624 75215 1.95% 0.156%
33 8.681 894 901 910 rVB6 60339 163378 4.23% 0.338%
34 8.811 918 923 929 rVB7 26533 54080 1.40% 0.112%
35 8.963 944 949 955 rBV2 82622 151665 3.93% 0.314%

36 9.234 984 995 998 rBV5 157791 378131 9.79% 0.782%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG053202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc :

ALS Vvial : 11 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-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.281 998 1003 1008 rVB 214716 366041 9.48% 0.757%
38 9.451 1026 1032 1033 rBV3 56720 98643 2.55% 0.204%
39 9.698 1063 1074 1080 rBV1e 35511 108221 2.80% 0.224%
40 9.756 1080 1084 1089 rVB4 46631 78780 2.04% 0.163%
41  9.815 1089 1094 1096 rBV5 25651 42531 1.10% ©0.088%
42 9.856 1097 1101 1105 rVB4 54484 81051 2.10% 0.168%
43 10.009 1119 1127 1130 rBVS8 42662 99523 2.58% 0.206%
44 10.050 1130 1134 1139 rVV2 74632 121758 3.15% 0.252%
45 10.115 1139 1145 1156 rVV7 109266 219759 5.69% 0.454%
46 10.332 1177 1182 1187 rBV3 67908 112456 2.91% 0.233%
47 10.403 1190 1194 1198 rVB4 31845 46084 1.19% ©0.095%
48 10.508 1206 1212 1221 rBV7 43285 103406 2.68% 0.214%
49 10.632 1228 1233 1235 rBV 32047 56481 1.46% 0.117%
50 10.714 1242 1247 1252 rBvV7 25211 46488 1.20% 0.096%
51 10.784 1256 1259 1263 rVV6 27908 47037 1.22% ©0.097%
52 10.820 1263 1265 1273 rVB4 26976 50610 1.31% 0.105%
53 10.931 1273 1284 1293 rBV 175174 470513 12.18% 0.973%
54 11.084 1306 1310 1316 rVB2 63779 105438 2.73% 0.218%
55 11.149 1316 1321 1329 rBV8 44292 94982  2.46%  0.196%
56 11.296 1340 1346 1351 rBV9 26008 60632 1.57% 0.125%
57 11.431 1364 1369 1373 rVB4 51234 95769 2.48% 0.198%
58 11.630 1393 1403 1409 rVB7 86799 213229 5.52% 0.441%
59 11.760 1420 1425 1433 rBVS 33480 82030 2.12% 0.170%
60 11.842 1434 1439 1446 rVB9 38789 92862 2.40% 0.192%
61 11.942 1452 1456 1461 rBV 158856 237834 6.16% 0.492%
62 12.036 1468 1472 1477 rVB6 52483 91238 2.36% 0.189%
63 12.124 1482 1487 1493 rVB7 47564 89947 2.33% 0.186%
64 12.212 1498 1502 1506 rVB3 39590 59649 1.54% 0.123%
65 12.541 1554 1558 1567 rVB8 50256 136094 3.52% 0.281%
66 13.028 1636 1641 1648 rVB3 63017 119467 3.09%  0.247%
67 13.275 1679 1683 1690 rVB 215845 325347 8.42% 0.673%
68 13.363 1690 1698 1705 rBV 735123 1161446 30.06% 2.402%
69 13.557 1725 1731 1734 rBV6 46415 101482 2.63% 0.210%
70 14.062 1813 1817 1822 rVB7 39344 67802 1.76% 0.140%
71 14.115 1823 1826 1831 rVB6 47033 76484  1.98% 0.158%
72 14.174 1832 1836 1839 rBV2 43788 70655 1.83% 0.146%
73 14.215 1839 1843 1848 rVB 249755 340688 8.82% 0.704%
74 14.573 1900 1904 1909 rVB3 62547 100832 2.61% 0.208%
75 14.709 1922 1927 1928 rBV3 58028 79528 2.06% 0.164%

76 14.738 1928 1932 1939 rVB 267576 458043 11.86% 0.947%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG053202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc :

ALS Vvial : 11 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-BG040822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 15.131 1995 1999 2004 rVB5 57851 88274  2.29% 0.183%
78 15.255 2016 2020 2026 rVB4 65885 115290 2.98% 0.238%
79 15.355 2033 2037 2042 rBV5 47567 90665 2.35% 0.187%
80 15.631 2080 2084 2087 rBV3 29556 46356 1.20% ©.096%
81 15.983 2139 2144 2151 rVB 217196 364003 9.42% 0.753%
82 16.230 2181 2186 2192 rVB 484534 745913 19.31% 1.542%
83 16.459 2218 2225 2230 rBV 460485 765695 19.82%  1.583%
84 17.229 2353 2356 2360 rVV 142810 152491 3.95% 0.315%
85 17.282 2361 2365 2376 rVB 403832 700956 18.14%  1.449%
86 17.487 2395 2400 2405 rBV 312416 558382 14.45% 1.155%
87 17.892 2465 2469 2474 rBV 171537 254587 6.59% 0.526%
88 17.969 2478 2482 2487 rVB 479369 604061 15.64%  1.249%
89 18.662 2595 2600 2605 rBV 953338 1190756 30.82% 2.462%
90 19.291 2702 2707 2711 rVB 1843197 2293454 59.37% 4.742%
91 19.866 2800 2805 2809 rBV 2672385 3098103 80.20% 6.406%
92 20.095 2839 2844 2848 rVB 1014732 1400815 36.26% 2.897%
93 20.395 2890 2895 2899 rBV 3153645 3701465 95.81% 7.654%
94 20.894 2975 2980 2984 rVB 3296109 3773346 97.67% 7.802%
95 21.411 3063 3068 3076 rVB 2925463 3863168 100.00% 7.988%
96 21.969 3158 3163 3168 rVB 2384167 3463848 89.66% 7.162%
97 22.592 3264 3269 3276 rVB 1841822 3096937 80.17% 6.404%
98 23.309 3385 3391 3399 rVB 1243126 2445302 63.30% 5.056%
99 24.137 3526 3532 3543 rVB 852568 1889355 48.91% 3.907%
106 25.112 3692 3698 3707 rVB2 679412 1800112 46.60% 3.722%

Sum of corrected areas: 48362079
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053202.D\data.ms
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Abundance TIC: BG053202.D\data.ms
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Abundance TIC: BG053202.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15

Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Cyclohexane, 1,4-dimethyl- Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
6.3% 11.34ng 176142  1,4-Dichlorobenzene-d4  8.117
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,d-dimethyl- 12 cavie 000589-96-2 59

2 Cyclohexane, 1l-ethyl-2-methyl-, 126 C9H18 004923-77-7 58
3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 53
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 50

5 Cyclohexane,

1,4-dimethyl-, trans- 112 C8H16

002207-04-7 50

Abundance Scan 511 (6.390 min): BG053202.D\data.ms (-502) (-) m/z 55.15 100.00%

5]:
97.2
41.1
5000 692
e AN REE R
125.3 . . . . .
“ “ “‘ 8‘3“ I 111.3 | 6006206406606800
Ol bbb ek e m/z 97.15  71.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7609: Cyclohexane, 1,4-dimethyl-
55.0 97.0
41.0 112.0 6.00 6.20 6.40 6.60 6.80
m/z 43.15 49.19%
T
O\\‘HH‘\\\\‘\H\‘\‘H\‘H\‘\‘HH‘HH’\H\\‘HH‘\\H‘\‘H\‘\H\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13284: Cyclohexane, 1-ethyl-2-methyl-, cis-
55.0 97.0
R R RRREE
6.00 6.20 6.40 6.60 6.80
5000 41.0 m/z 41.15 48.29%
69.0
|l 0 || mioizso
o S AN RS NSOENTMSHIEN | i
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7673: Cyclohexane, 1,4-dimethyl-, cis- R R RRRT
55.0 97.0 6.00 6.20 6.40 6.60 6.80
m/z 57.15 41.99%
5000 41.0
270 112.0
T
0 Ll H M I VAN

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.602 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.602 11.34 ng 176184 1,4-Dichlorobenzene-d4 8.117

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecyl heptyl ether 284 C19H400 1010406-39-2 38
2 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 27
3 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 27
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 27
5 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 27

Abundance Scan 547 (6.602 min): BG053202.D\data.ms (-541) (-) m/z 57.10 100.00%

57.1
105.2
5000
W NACAVATAIR VYR e
M 6.20 6.40 6.60 6.80 7.00
0’ muw‘wu_wwm_m_m‘ww m/z 43.15 94.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #179256: Dodecyl heptyl ether
57.0
5000 DL B R B R
6.20 6.40 6.60 6.80 7.00
970 m/z 55.10 92.40%
29.0
oo ) ], 1400 168.0 1990
\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #126389: Octane, 1,1'-oxybis-
57.0
R e A
6.20 6.40 6.60 6.80 7.00
5000 29.0 m/z 41.10 81.13%
84.0
112 0
0 I, ‘ Ll \“ 143.0 224.C
e e “‘H‘_“w“u,u“_‘u“u‘““w‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59062: Undecane, 3,5-dimethyl- R
57.0 6.20 6.40 6.60 6.80 7.00
m/z 105.15 56.46%
5000
29.0 85.0
ol L] 1120 1550 1640 . :
e e e e e R Eamma R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Cyclohexane, propyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.755 16.50 ng 256347 1,4-Dichlorobenzene-d4 8.117

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 59
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 47
4 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-50-5 46
5 3-Hexene, 2,4-dimethyl- 112 C8H16 082085-14-1 43
Abundance Scan 573 (6.755 min): BG053202.D\data.ms (-563) (-) m/z 55.15 100.00%
55.1
83.2
5000 41.1
AN mamaREEE
‘ | H GF-Z 97‘-2 oy, 282 6.40 6.60 6.80 7.00

oH_HwHH_Hw“H‘u“‘wmu‘”m“‘J‘wwuwﬁu;”w‘wm m/z 83.15  83.89%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #13200: Cyclohexane, propyl-

55.0 83.0
co00 s LWLV
6.40 6.60 6.80 7.00
m/z 41.15 46.70%
270 6.0 126.0 /
0 H‘\H\‘H\H‘\H\“U\H‘\‘l!‘\‘H\ﬁ}\\H“\l\\‘?z\.eHl\]‘_\z\.\()\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #7536: Cyclohexane, ethyl-
83.0
R AAANEEmEEEEE
55.0 6.40 6.60 6.80 7.00
5000 m/z 82.15 43.91%
41.0
112.0
27.0 69.0
) NS N - 4 R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13247: Cyclohexane, (1-methylethyl)-
55.0 83.0 6.40 6.60 6.80 7.00
m/z 67.10  23.65%
5000 41.0
69.0
27.0 ﬁ 126.0
Obrerrrrrrr el bl SZO LLLO | YA UNAY VA
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Cyclohexane, (2-methylpropyl)- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
8.411 11.49 ng 178438 1,4-Dichlorobenzene-d4 8.117
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 80
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 74
3 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 72
4 Cyclohexane, (1-methylpropyl)- 140 CleH20 007058-01-7 52
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 47
Abundance Scan 855 (8.411 min): BG053202.D\data.ms (-851) (-) m/z 83.15 100.00%
83.
55.1
5000
140.2 8.00 8.20 8.40 8.60 8.80
38‘% il ‘H\ | ‘ | 109.2 ‘ . . . . . . 9
L m/z 55.15  79.59%
miz--> 20 40 60 80 100 120 140
Abundance #20732: Cyclohexane, (2-methylpropyl)-
55.0 83.0
5000 I L L B R
8.00 8.20 8.40 8.60 8.80
m/z 82.15 56.95%
27.0 | ‘ mh H ‘ 140.0
O\\\\‘\H\\i‘\\\‘\‘\‘\\‘Mwwl“\lwlwzlwo‘\‘\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #20675: Cyclohexane, butyl-
83.0
PR A
55.0 8.00 8.20 8.40 8.60 8.80
5000 m/z 67.10 22.98%
29.0 140.0
ol il i 0
miz--> 20 40 60 80 100 120 140
Abundance #12168: Cyclohexane, 2-propenyl- R RRARARRRT
55.0 83.0 8.00 8.20 8.40 8.60 8.80
m/z 41.15 21.99%
- /\JWMN
27‘-0 | ‘ l 124.0
OHH‘H‘\ \ Numl R H‘MHHH\H‘HH [T
m/z--> 20 40 60 80 100 120 140 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Cyclopropane, 1l-heptyl-2-me... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.681 10.52 ng 163378 1,4-Dichlorobenzene-d4 8.117
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1-heptyl-2-methyl- 154 C11H22 074663-91-5 86
2 4-Decene, 4-methyl-, (E)- 154 C11H22 060366-66-7 76
3 Cyclopentane, hexyl- 154 C11H22 004457-00-5 72
4 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 68
5 Nonane, 2-methyl-3-methylene- 154 C11H22 055499-08-6 62
Abundance Scan 901 (8.681 min): BG053202.D\data.ms (-894) (-) m/z 69.15 100.00%
69.2
41.1
5000 972 M/\/\WM

A AEEmEEE S

| U‘I ‘ 125 3 1542 8.40 8.60 8.80 9.00
ob el b "L w2 55015 ge.15%

miz--> 20 40 60 80 100 120 140 160

Abundance #31462: Cyclopropane, 1-heptyl-2-methyl-

56.0
5000 L B R B L BN LR
29.0 83.0 8.40 8.60 8.80 9.00
m/z 56.15 72.08%
0 T \“} T \“’ T \‘ T “‘!‘\ T i“‘ -:L:\llwo‘ 1‘\3:\L\0‘ \%5\4:(‘)\
m/z--> 20 40 60 80 100 120 140 160
Abundance #31438: 4-Decene, 4-methyl-, (E)-
55.0
A AEEmEEE S
8.40 8.60 8.80 9.00
5000 m/z 41.15 50.30%
27 0 97.0
bt L ,\‘ Y 2 1 B
miz--> 60 80 100 120 140 160
Abundance #31428: Cyclopentane, hexyl- e ARRN R
a0 690 8.40 8.60 8.80 9.00
m/z 83.15 48.78%
5000
97.0
126.0 154.0
ol50 L | ‘ “WMJMH_H“_ AaTA A S
m/z--> 20 40 60 100 120 140 160 8.40 8.60 8.80 9.00

8270-BG040822.M Wed Apr 20 14:19:23 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Octane, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.275 14.21 ng 325347  Acenaphthene-d10 14.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2-methyl- 128 C9H20 003221-61-2 87
2 Hexadecane 226 C16H34 000544-76-3 83
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 78
5 Heptacosane 380 C27H56 000593-49-7 64

Abundance Scan 1683 (13.275 min): BG053202.D\data.ms (-1679) (- m/z 57.15 100.00%
57.1

—— —
1132 1599 13.00 13.50
Obrrr el ‘HHJ‘_‘H‘_‘U‘_‘HW“““‘1‘?‘3”3“””_”‘ m/z 71.15 88.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14531: Octane, 2-methyl-
43.0
5000 e sand
13.00 13.50
71.0 m/z 43.15 60.62%
L s
0 \\\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107220: Hexadecane
57.0
—— —
13.00 13.50
5000 85.0 m/z 41.15 39.80%
29.0
o by 1180 1410 1690 17,0 2260
H“H‘w“‘,H“_‘H“H‘_“W‘H‘,H‘w“u,u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90208: Dodecane, 2,6,11-trimethyl- —— ——
57.0 13.00 13.50
m/z 85.15 38.05%
5000
85.0
29.0
0 L H Il ‘ 139 141.0 169.0 197.0
rrrrrt e e e e e e e e e — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50

8270-BG040822.M Wed Apr 20 14:19:24 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 2,6,10-Trimethyltridecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.215 14.88 ng 340688 Acenaphthene-d10 14.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6,10-Trimethyltridecane 226 C16H34 003891-99-4 94
2 Tritetracontane 605 C43H88 007098-21-7 90
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 90
4 Nonadecane 268 C19H40 000629-92-5 80
5 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 80

Abundance Scan 1843 (14.215 min): BG053202.D\data.ms (-1839) (- m/z 57.15 100.00%

57.1
5000
1400 1450
41.3 . .
oMWH‘&H_"2“1%?7_‘H_m_Mwwwwa m/z 43.15 93.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #107237: 2,6,10-Trimethyltridecane
57.0
5000 = I
14.00 14.50
m/z 71.15 86.47%
‘ ‘141.0
O \\“\1‘\"\J\d‘\\l\l‘l\\\l\‘zae\;?\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane
57.0
—— —
14.00 14.50
5000 ITI/Z 55.15 43.26%
ol | ‘ \ [27.0197.0267.0337.0  463.0 533.0 604.( W
e e e P e e e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester P ——
57.0 14.00 14.50
m/z 41.15 42.30%
- NMWMuvaNJK\WNUWJ»”ﬂ
ol M?“wﬁozego“ S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.50

8270-BG040822.M Wed Apr 20 14:19:24 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Undecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

15.983 15.89 ng 364003  Acenaphthene-d10 14.744
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 83
2 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 78
3 Hexadecane 226 C1l6H34 000544-76-3 72
4 Eicosane 282 (C20H42 000112-95-8 64
5 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 64

Abundance Scan 2144 (15.983 min): BG053202.D\data.ms (-2139) (- m/z 57.15 100.00%

57.1
5000
85.2 Slas
113.1 16.00
155.2 1
Ob et e b s 28332081 2396y 71 95 51.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33081: Undecane
57.0
5000 LN
16.00
. m/z 43.15 51.28%
290 85.0 /
L] e o
O\‘\\\\“}\\1"\\H\‘\\\\H‘\\i‘\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
——
16.00
5000 ITI/Z 41.15 26.06%
29.0 85.0
S o LR T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane —
57.0 16.00
m/z 85.15 25.91%
5000
85.0
29.0
0 ‘\ ‘ I H‘ ,113.0 141.0 169.0 197.0 226.0
W‘H‘_‘H,H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 16.00

8270-BG040822.M Wed Apr 20 14:19:25 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 Dodecane, 2,6,11-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.459  27.43 ng 765695  Phenanthrene-di10 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 91
2 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 91
3 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 90
4 Decane, 2-methyl- 156 C1l1H24 006975-98-0 87
5 Tridecane, 4-methyl- 198 C14H30 026730-12-1 87

Abundance Scan 2225 (16.459 min): BG053202.D\data.ms (-2218) (- m/z 57.15 100.00%
57.1

o ULL
1132 1650
: 183.3 .
— bd | L8y 2448 38L1 0 7115 77.08%
miz--> 50 100 150 200 250 300
Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0
5000 L
16.50
m/z 43.15 63.77%
99.0 169.0
01\4'.\0“\ ‘\“ “ T H“ \“‘\ ““ \‘“ \“\ T ‘ T ‘\ .\ \2‘1\2.\0\ T ‘ L ’ T T T
miz--> 50 100 150 200 250 300
Abundance #176402: Hexadecane, 2,6,11,15-tetramethyl-
57.0
—
16.50
5000 ITI/Z 41.15 31.97%
113.0 169.0
oo ALl | oo 270
miz--> 50 100 150 200 250 300
Abundance #74024: Dodecane, 4,6-dimethyl- ——
57.0 16.50
m/z 85.15 28.99%
5000
‘ ‘ 113.0 155.0
N R e T L
m/z--> 50 100 150 200 250 300 16.50

8270-BG040822.M Wed Apr 20 14:19:26 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Heptadecane, 2,6,10,15-tetr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.282 25.11 ng 700956  Phenanthrene-die 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 91
2 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 86
3 Tridecane, 5-propyl- 226 C16H34 055045-11-9 81
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 80
5 Heptacosane 380 C27H56 000593-49-7 80

Abundance Scan 2365 (17.282 min): BG053202.D\data.ms (-2361) (-  m/z 57.15 100.00%

57.1
5000
2 T
' 41.2 1833 : ’
o m‘h loa ) far2 TS5 2253 2644 m/z 71.15 76.79%
miz--> 50 100 150 200 250
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 — —
17.00 17.50
m/z 43.15 55.36%
99.0
04— \“‘ T ‘\ ”H‘ \‘H\ “‘ \H‘ T ‘]\_4\‘1‘0\ \18\‘3\0‘ T \2\3\9? T \2\96|(
miz--> 50 100 150 200 250
Abundance #141064: Heptadecane, 7-methyl-
57.0
—— —
17.00 17.50
5000 m/Z 85.15 41.08%
112.0
168.0
)
0_‘7\\‘:0\“\ “‘\‘ n‘!\ ‘\h . \\“ ‘\h ) — ‘\‘ ‘2‘07"0‘ 2‘3‘9? - .
m/z--> 50 100 150 200 250
Abundance #107223: Tridecane, 5-propyl- T —
57.0 17.00 17.50
m/z 41.15 32.93%
h WJL/W
112.0
ool i T 10 1830 2960 S
m/z--> 50 100 150 200 250 17.00 17.50

8270-BG040822.M Wed Apr 20 14:19:27 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Heptadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.969 21.64 ng 604061  Phenanthrene-die 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonadecane 268 C19H40 000629-92-5 94
3 Hexadecane 226 C16H34 000544-76-3 93
4 10-Methylnonadecane 282 C20H42 056862-62-5 91
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 90
Abundance Scan 2482 (17.969 min): BG053202.D\data.ms (-2478) (- m/z 57.15 100.00%
57.1
——
h \ 92 1412 1832 18.00
Obrrrrrrdbocb bl g, 4412 1832 2252 2684 L. 4315 75.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123960: Heptadecane
57.0
5000 T
18.00
99.0 m/z 71.15 59.45%
270 | | u‘ | 1410 1830 2400
0\H‘H\\[\\H“H}\‘\‘H\’H‘}\‘\“\Hi‘\\\\’\\H‘H\\‘HH’HHiHH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158597: Nonadecane
57.0
——
18.00
5000 m/z 85.15 41.32%
99.0
0 h\H\H\u‘ 1410 1830 2250 2680
HwHH‘HH_H‘_HWH‘WHH_‘H“HW‘HWHH,HH_H‘_HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107220: Hexadecane T
57.0 18.00
m/z 41.15 35.07%
27,0
ol UL, o amo 0 -
m/z--> 20 40 60 80 100120140160180200220240260280 18.00

8270-BG040822.M Wed Apr 20 14:19:28 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Tridecane, 7-hexyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.662 42.65 ng 1190760  Phenanthrene-d10 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 93
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 93
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 93
4 Nonadecane 268 C19H40 000629-92-5 91
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 2600 (18.662 min): BG053202.D\data.ms (-2595) (-  m/z 57.15 100.00%

57.1
5000
— —
99.2 18.50 19.00
ol w,“u Ld g 1412 1833 2242 2823 ./, 4315 78.07%
miz--> 50 100 150 200 250 300
Abundance #158602: Tridecane, 7-hexyl-
57.0
5000 —— e
18.50 19.00
182.0 m/z 71.15 63.93%
99.0 ‘
O T T ‘\“ ’H‘\ “h‘ \h‘\ h‘[ f“ T ;\-4\‘]"‘()\ T \‘ T ‘2]-\2.\0\ T ‘2\66\.0\ T ‘ T
miz-> 50 100 150 200 250 300
Abundance #176393: Nonadecane, 9-methyl-
57.0
—— —
18.50 19.00
5000 m/z 85.15  44.53%
99.0 140.0
o0 L1 | 1m0 a0 270
miz-> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl- T —
57.0 18.50 19.00
m/z 41.15 36.89%
- WNVWV%J»WkaNWAMMJJX
99.0 140.0
182.0
P T A P e a1 I I
m/z--> 50 100 150 200 250 300 18.50 19.00

8270-BG040822.M Wed Apr 20 14:19:29 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Heneicosane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.291 82.15 ng 2293450  Phenanthrene-d10 17.487
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Heptadecane 240 C17H36 000629-78-7 95
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 93
4 Nonadecane 268 C19H40 000629-92-5 91
5 Pentadecane 212 C15H32 000629-62-9 91

Abundance Scan 2707 (19.291 min): BG053202.D\data.ms (-2702) (-  m/z 57.15 100.00%
57.1

w0 ,WAAVthAJx\,NAE
— —
99.2 1412 19.00 19.50
ol b L il 1412 1832 205325032963 . 4315 76.10%
m/z--> 50 100 150 200 250 300
Abundance #194587: Heneicosane
57.0
5000 T —
19.00 19.50
99.0 m/z 71.15 66.54%
141.0
01\4\0“\ \L"h‘\ “‘ \‘H‘\ H“ \M‘ T “\ 1‘ "‘\ %8\\‘?’\9)‘ \‘22\5\0‘\ T \2\9‘6‘0\ 1
m/z--> 50 100 150 200 250 300
Abundance #123961: Heptadecane
57.0
T —
19.00 19.50
5000 m/z 85.15 47.57%
99.0
0 \‘ L4l 1410 1830 240.0
e e
m/z--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl- T —
57.0 19.00 19.50
m/z 41.15 36.04%
- /\JL\
99.0 140.0
182.0
ob— h“,‘Hu 0 P i X NN e
m/z--> 50 100 150 200 250 300 19.00 19.50

8270-BG040822.M Wed Apr 20 14:19:30 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Tetradecane, 1l-iodo- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.395 21.37 ng 37014760  Chrysene-d12 21.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 93
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
3 Hexacosane 366 C26H54 000630-01-3 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2895 (20.395 min): BG053202.D\data.ms (-2890) (-  m/z 57.15 100.00%
57.1

— —
‘ 13.2 169.2 20.00 20.50
obddd LIT0 1692 2252 28138 337.0 429 ./, 43.15  78.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #228592: Tetradecane, 1-iodo-
57.0
5000 T ——
20.00 20.50
m/z 71.15 67.83%
O\\‘\“ hh\“\]T“1(9\\“‘\\\]-\9‘9\()\\\‘\\\\‘3\2\4.\\0‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
— —
20.00 20.50
5000 ITI/Z 85.15 47.67%
140.0
S O I B
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane — —
57.0 20.00 20.50
m/z 41.15 36.51%
0 ‘wL\ uh\ I‘ \\ d 1\6\9‘0 2250 2950 3670
A A A e S e — —
m/z--> 50 100 150 200 250 300 350 400 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Dodecane, 2-methyl-6-propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.894 21.79 ng 3773350  Chrysene-d12 21.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 96
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
4 Triacontane 422 C30H62 000638-68-6 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2980 (20.894 min): BG053202.D\data.ms (-2975) (- m/z 57.15 100.00%
57.1

— —
‘ 13.2 20.50 21.00
O {1 210022252 2812 3384 4304 ./, 4315  79.15%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #123960: Heptadecane
57.0
5000 — —
20.50 21.00
m/z 71.15 67.71%
L 200 2000
O \\‘\‘\“\‘\‘\‘\‘f‘\‘\w“\‘\\‘\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
— —
20.50 21.00
5000 m/z 85.15  48.94%
140.0
ol 2280
miz--> 50 100 150 200 250 300 350 400 450
Abundance #132769: 2-Bromo dodecane — —
57.0 20.50 21.00
m/z 41.15 34.83%
5000
]w13.0 169.0
oL LT T w80 e
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Eicosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.411 22.31 ng 3863170  Chrysene-d12 21.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Nonadecane 268 C19H40 000629-92-5 94
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93

Abundance Scan 3068 (21.411 min): BG053202.D\data.ms (-3063) (-

m/z 57.15 100.00%

57.1
5000
——
’ 1321692 21.50
oL AddJTT 10922252 29533504 488 .. 43.15 79.89%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #176384: Eicosane
57.0
5000 LN
21.50
m/z 71.15 67.74%
LT 2580 2250 220
0\‘\‘\‘\\‘\‘\‘\”\‘\}\‘\“\\‘\‘\\\1‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158597: Nonadecane
57.0
——
21.50
5000 ITI/Z 85.15 48.24%
00 a0
0 ﬂ*“‘Mhﬁméﬂ‘u“‘u“‘u“‘H“‘H“‘H“‘H‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194597: Pentadecane, 8-hexyl- —
43. 21.50
m/z 41.15 34.33%
5000
196.0
o T Lm0 .
m/z--> 50 100 150 200 250 300 350 400 450 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 Octacosane, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.969  20.00 ng 3463850 Chrysene-d12 21.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 3163 (21.969 min): BG053202.D\data.ms (-3158) (-  m/z 57.15 100.00%
57.1

F

5000
| |1132 160, 25 22.00
ob A AT M Fensfe:2 28033313 400.6 461 /7 43,15 77.08%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194588: Heneicosane
57.0
5000 IR
22.00
m/z 71.15 67.15%
0 \‘ I} H ﬂ\l‘ | J \1.69 02250 296.0
‘\\\\‘\\1!‘\\\1‘\1\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #307033: Octacosane, 2-methyl-
57.0
——
22.00
5000 m/z 85.15 48.31%
oh [T |1 ,1690 2250 281.0 3650
‘H“““w A e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane T
57.0 22.00
m/z 41.15 31.13%
5000

%

\ ‘ h L] q | ”1690 2250 2950 367.0

O‘HH‘H‘“‘H"mH‘H‘“HH‘HH‘HH‘HH‘H 7
m/z--> 0 50 100 150 200 250 300 350 400 450 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22.592 17.88 ng 3096940  Chrysene-d12 21.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetracosane 338 (C24H50 000646-31-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 3269 (22.592 min): BG053202.D\data.ms (-3264) (-  m/z 57.15 100.00%
57.1

2000 /MJL/\
22.50 |
13.2 .
169.2 242.2
N ‘1 L3892 2022 3092 3814 462 y; 43.15  74.11%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane
57.0
5000 — :
22.50
m/z 71.15 65.25%
oLl ‘ | 1330 169.0 225.0 281.0 337.0 394.0
\\\‘\\\\‘\\\!’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #287977: Heptacosane
57.0
T \
22.50
5000 ITI/Z 85.15 46.86%
oL ||| 3130 1600 225.0 281.0 380.0
"“‘H““‘w“"_““‘H““H,““_““‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #246481: Tetracosane T
57.0 22.50
m/z 55.15  29.77%
o ‘\/J\M
o \‘ M 130 169.0 2250 281.0 338.0
A e e e T ——
m/z--> 50 100 150 200 250 300 350 400 450 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Triacontane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
23.309 14.12 ng 2445300  Chrysene-d12 21.775
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 97
2 Heptacosane 380 C27H56 000593-49-7 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90

Abundance Scan 3391 (23.309 min): BG053202.D\data.ms (-3385) (- m/z 57.15 100.00%

57.1
5000
— ——
‘ ‘1“13 2 160.2 ‘ 23.00 23.50
Obr b A g 205, 25333003 4044 490 ;43,15 74.53%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #314331: Triacontane
57.0
5000 — ——
23.00 23.50
m/z 71.15 66.32%
ol bt “ | | 169:0225.0281.0337.0 4220
\\\\‘1f\\‘1\\!‘\!\\‘1\\\‘\\T\‘\\\\‘\\1\’\\\\’\\\\’
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #287977: Heptacosane
57.0
— ——
23.00 23.50
5000 m/z 85.15 47.75%
obd ||| 11301600 2250281.0  380.0
‘H“‘H“H“‘H“_“‘_“‘_"w“‘w“u,“u
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #194590: Heneicosane “ T
57.0 23.00 23.50
m/z 55.15  29.27%
5000

:

l‘ M‘ | | 169.02250 296.0
0 mwm_HWHW‘wHHWH_W,HH,HH,

“ T
m/z--> 0 50 100 150 200 250 300 350 400 450 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG@53202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Tetracosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
24.137  20.99 ng 1889360  Perylene-di12 25.100
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
3 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 94
4 Docosane, 9-butyl- 366 C26H54 055282-14-9 94
5 Hexacosane 366 C26H54 000630-01-3 93

Abundance Scan 3532 (24.137 min): BG053202.D\data.ms (-3526) (-  m/z 57.15 100.00%
57.1

5000 «NWAMA\A»/\f\\NNUMVM
— —
‘ ‘ 13.2 183.3 24.00 24.50
oAbl I, 1833  267.33233 3844 4760 4/, 4315 71.02%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #246483: Tetracosane
57.0
5000 — —
24.00 24.50
m/z 71.15 65.36%
13.0
O \l‘\ ‘\ ‘ \l‘f‘ \‘hi“‘ \I‘\“\ !%‘\6?\‘()\ ‘2\2\5\.\0‘ TTTT ‘ \:\33\§.‘()\ TTT ‘ TTTT ‘ TTTT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275544: Docosane, 11-butyl-
57.0
— —
24.00 24.50
5000 ITI/Z 85.15 45.83%
113.0
ol LT, 200 3060
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194597: Pentadecane, 8-hexyl- 7 T
43.0 24.00 24.50
m/z 55.15  26.30%
- W\’M‘*—/\\M
9.0 196.0
ol Ll L0 S
m/z--> 50 100 150 200 250 300 350 400 450 24.00 24.50

8270-BG040822.M Wed Apr 20 14:19:36 2022 Page: 24



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41922\
Data File : BG053202.D

Acqg On : 19 Apr 2022 19:15
Operator : CG/JU

Sample : N2468-11

Misc :

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG040822.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|
Cyclohexane, 1,... 6.390 11.3 ng 176142 1 8.117 310655 20.0
unknown6.602 6.602 11.3 ng 176184 1  8.117 310655 20.0
Cyclohexane, pr... 6.755 16.5 ng 256347 1 8.117 310655 20.0
Cyclohexane, (2... 8.411 11.5 ng 178438 1  8.117 310655 20.0
Cyclopropane, 1... 8.681 10.5 ng 163378 1 8.117 310655 20.0
Octane, 2-methyl- 13.275 14.2 ng 325347 3 14.744 458043 20.0
2,6,10-Trimethy... 14.215 14.9 ng 340688 3 14.744 458043 20.0
Undecane 15.983 15.9 ng 364003 3 14.744 458043 20.0
Dodecane, 2,6,1... 16.459 27.4 ng 765695 4 17.487 558382 20.0
Heptadecane, 2,... 17.282 25.1 ng 700956 4 17.487 558382 20.0
Heptadecane 17.969 21.6 ng 604061 4 17.487 558382 20.0
Tridecane, 7-he... 18.662 42.6 ng 1190760 4 17.487 558382 20.0
Heneicosane 19.291 82.2 ng 2293450 4 17.487 558382 20.0
Tetradecane, 1-... 20.395 21.4 ng 3701470 5 21.775 3463850 20.0
Dodecane, 2-met... 20.894 21.8 ng 3773350 5 21.775 3463850 20.0
Eicosane 21.411 22.3 ng 3863170 5 21.775 3463850 20.0
Octacosane, 2-m... 21.969 20.0 ng 3463850 5 21.775 3463850 20.0
Octacosane 22.592 17.9 ng 3096940 5 21.775 3463850 20.0
Triacontane 23.309 14.1 ng 2445300 5 21.775 3463850 20.0
Tetracosane 24.137 21.0 ng 1889360 6 25.100 1800110 20.0
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