LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS Vvial : 21  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_F\METHODS\8270-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124087.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.163 9 13 18 rBV 44628 55846 14.86% 1.151%
2 5.098 508 512 518 rBV 41879 39626 10.54% 0.817%
3 5.504 577 581 589 rVB 96961 89542 23.82% 1.846%
4 5.804 629 632 635 rvB 16349 15115 4.02% 0.312%
5 6.145 687 690 695 rvB3 12772 17253 4.59% 0.356%
6 6.334 718 722 724 rBV2 9369 10457 2.78% 0.216%
7 6.422 734 737 740 rBV3 22211 22746 6.05% 0.469%
8 6.481 744 747 750 rBV2 15807 21212 5.64% 0.437%
9 6.510 750 752 761 rW 93718 96887 25.77% 1.997%
10 6.575 761 763 769 rVB2 5722 10254 2.73% 0.211%
11 6.634 769 773 778 rBV4 13800 21705 5.77% 0.447%
12 6.728 785 789 793 rBV2 109908 112486 29.92% 2.319%
13 6.892 813 817 823 rVB 423956 359415 95.61% 7.409%
14 6.951 823 827 830 rVB2 21854 19808 5.27% 0.408%
15 7.039 839 842 846 rVB2 35303 30389 8.08% 0.626%
16 7.169 861 864 866 rVB 48490 36874 9.81% 0.760%
17 7.198 866 869 873 rBV3 24873 38402 10.22% 0.792%
18 7.228 873 874 878 rVB2 32660 26247 6.98% 0.541%
19 7.281 878 883 887 rVB3 33648 46177 12.28% 0.952%
20 7.316 887 889 894 rVB3 8895 9478  2.52% ©.195%
21 7.381 898 900 903 rBV3 10754 9177 2.44% 0.189%
22 7.428 903 908 909 rBv2 32555 30795 8.19% 0.635%
23 7.445 909 911 914 rW 61915 54572 14.52% 1.125%
24 7.486 915 918 922 rVB 204658 163793 43.57% 3.377%
25 7.539 922 927 930 rVB5 28016 40585 10.80% ©0.837%
26 7.581 930 934 935 rBv2 13932 17442 4.64% 0.360%
27 7.592 935 936 941 rVB4 14424 17199 4.58% 0.355%
28 7.645 941 945 947 rBV5 7658 11958 3.18% 0.247%
29 7.675 947 950 951 rBV 16262 14826 3.94% 0.306%
30 7.775 963 967 968 rBv2 11616 11745 3.12% 0.242%
31 7.792 968 970 972 rVWW2 30722 27343  7.27% 0.564%
32 7.816 972 974 978 rW4 17890 24425 6.50% 0.504%
33 7.851 978 980 983 rVW2 25586 28914 7.69%  0.596%
34 7.892 983 987 989 rvw4 24511 25557 6.80% 0.527%
35 7.922 989 992 995 rvwv3 33691 48539 12.91% 1.001%
36 7.969 997 1000 1002 rvv2 22282 19138 5.09% 0.395%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS Vvial : 21  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_F\METHODS\8270-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.992 1002 1004 1007 rVV4 13575 16248 4.32% ©.335%
38 8.045 1010 1013 1016 rBv4 13142 15512 4.13% 0.320%
39 8.128 1023 1027 1029 rBV4 11179 17221 4.58% 0.355%
40  8.157 1029 1032 1033 rVW 174556 140839 37.46%  2.903%
41 8.175 1033 1035 1039 rVV 445532 373023 99.23% 7.690%
42 8.233 1041 1045 1048 rVv2 53938 54359 14.46% 1.121%
43 8.263 1048 1050 1053 rvv2 17384 13929 3.71% 0.287%
44  8.375 1067 1069 1073 rVB5 9451 11414 3.04% ©0.235%
45 8.469 1081 1085 1089 rVB4 31992 34894 9.28% 0.719%
46 8.516 1091 1093 1097 rvww4 15412 13212 3.51% 0.272%
47 8.551 1097 1099 1103 rVv4 18631 18506 4.92% ©0.381%
48 8.592 1103 1106 1109 rVV 47575 43578 11.59% ©.898%
49 8.680 1119 1121 1123 rBV2 21822 16456 4.38% 0.339%
50 8.763 1132 1135 1140 rVV 113791 101104 26.89%  2.084%
51 8.833 1144 1147 1149 rVV3 13632 17282 4.60% 0.356%
52 8.863 1149 1152 1155 rVB4 18703 20497 5.45% 0.423%
53 8.998 1173 1175 1177 rVB2 16214 10664 2.84% 0.220%
54 9.051 1181 1184 1185 rBV2 8865 8327 2.22% ©0.172%
55 9.080 1187 1189 1194 rVB6 8979 13585 3.61% ©.280%
56 9.127 1194 1197 1201 rVB4 13334 16077 4.28% 0.331%
57 9.192 1206 1208 1214 rVB2 33438 38276 10.18% ©0.789%
58 9.251 1214 1218 1221 rBV 124165 121728 32.38% 2.509%
59 9.327 1227 1231 1236 rBV 71179 70422 18.73%  1.452%
60 9.375 1236 1239 1242 rVV4 9635 13362 3.55% ©.275%
61 9.404 1242 1244 1248 rVB4 10894 11235 2.99% ©0.232%
62 9.569 1266 1272 1273 rBV4 6988 10260 2.73% 0.212%
63 9.586 1273 1275 1277 rVV2 11832 12023 3.20% 0.248%
64 9.610 1277 1279 1282 rVV3 10311 10711 2.85% ©0.221%
65 9.651 1282 1286 1288 rVV3 33313 43385 11.54% 0.894%
66 9.669 1288 1289 1293 rVV3 12636 12358 3.29% ©.255%
67 9.863 1319 1322 1325 rVB 38144 32674 8.69% 0.674%
68 9.933 1330 1334 1342 rVB 458159 375923 100.00% 7.750%
69 10.180 1373 1376 1377 rBV2 10035 8783 2.34% 0.181%
70 10.357 1400 1406 1409 rBV 27730 21480 5.71% ©.443%
71 10.580 1440 1444 1447 rBV2 11690 13541 3.60% ©.279%
72 10.721 1464 1468 1474 rVB 47981 47763 12.71% 0.985%
73 10.833 1485 1487 1492 rBvV4 14697 18967 5.05% 0.391%
74 11.280 1560 1563 1567 rBv4 10629 15553  4.14% 0.321%
75 11.316 1567 1569 1572 rVB2 11675 9224  2.45%  ©.190%

76 11.421 1583 1587 1592 rBV 382359 326571 86.87% 6.732%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS Vvial : 21  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_F\METHODS\8270-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 11.710 1633 1636 1642 rVB5 13821 14895 3.96% ©.307%
78 11.951 1673 1677 1681 rVB4 6856 10294 2.74% 0.212%
79 11.998 1681 1685 1688 rBv4 7784 11145 2.96% 0.230%
80 12.039 1688 1692 1694 rVv4 7317 8594  2.29% 0.177%
81 12.116 1704 1705 1709 rVB2 13253 9897 2.63% 0.204%
82 12.345 1742 1744 1747 rVV3 8758 11999 3.19% 0.247%
83 12.410 1749 1755 1756 rBV6 17367 22246 5.92% 0.459%
84 12.468 1763 1765 1769 rBV5 8168 9901 2.63% 0.204%
85 12.510 1769 1772 1775 rBv4 23186 22805 6.07% 0.470%
86 12.615 1785 1790 1791 rBV5 11485 13474 3.58% 0.278%
87 12.715 1805 1807 1811 rBV5 8400 11576 3.08% ©.239%
88 12.751 1811 1813 1817 rBV4 9397 9013 2.40% ©.186%
89 12.780 1817 1818 1822 rBV4 10235 14366 3.82% 0.296%
90 12.880 1831 1835 1837 rBVS5 18255 24570 6.54% 0.507%
91 12.921 1840 1842 1843 rBV2 12212 11230 2.99% 0.232%
92 13.004 1853 1856 1860 rVB 126655 118739 31.59%  2.448%
93 13.080 1867 1869 1872 rBv4 18218 19227 5.11% 0.396%
94 13.110 1872 1874 1877 rBv4 10467 12907 3.43%  0.266%
95 13.233 1893 1895 1899 rBv4 16086 22196 5.90% ©.458%
96 13.410 1923 1925 1926 rBV2 12922 10342 2.75% 0.213%
97 13.498 1937 1940 1943 rBV5 30585 34027 9.05% 0.701%
98 13.580 1952 1954 1956 rBV3 23137 20094 5.35% 0.414%
99 14.068 2033 2037 2043 rVB 299901 315981 84.05% 6.514%
100 15.562 2288 2291 2303 rVB 178892 294481 78.34% 6.071%

Sum of corrected areas: 4850892
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF124087.D\data.ms

6.892

400000

300000

7.486

200000

100000 5.504 6.510

£.163 5.098

UL A AR A AR AR AR NN A RARAR RSN RS RS ARAN NAREN AN DR RS A U A VRN R N N MR A

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF124087.D\data.ms
8.175 9.933

400000 11.421

300000

200000 8.157 13.004

100000

D
W

10.721 é_% .:P-.Imf-',z‘ 5
X : 10.1%8'3510.5 010.83 12gs 1171011959389 Az
0 P A A LA A A Y
T N B e e e e e —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: BF124087.D\data.ms

— —
12.50 13.00

400000 15.562

300000

200000

13149880
100000 - Iy

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.163 3.11 ng 55846 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 72
2 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 28
3 3-Pentanol, 2,4-dimethyl- 116 C7H160 000600-36-2 23
4 1-Propanol, 2-methyl- 74 C4H1e0 000078-83-1 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 13 (2.163 min): BF124087.D\data.ms (-9) (-) m/z 73.10 100.00%
73.1
43.1
5000 55.1
87.1
A
H ‘ ‘ 2.202.302.402.502.60
Ol et b e m/z 43,10 55.84%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4492: Butane, 2-methoxy-2-methyl-
73.0
5000 IR R R R R
43,0 5.0 2.202.302.402.502.60
87.0 m/z 55.10 41.87%
27.0 ‘
O\\‘\\H‘\Hm“{\H‘i1\‘\\‘\‘\1‘\“H\\H\lu‘uu‘uu‘\.u\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol
73.0
A s  paaaaRa
55.0 2.202.302.402.502.60
5000 43.0 m/z 87.10  28.36%
27.0
15\0 “M \‘\‘\‘ \\‘ il
Ol et et e ey
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #8379: 3-Pentanol, 2,4-dimethyl- AR a A na
73.0 2.202.302.402.502.60
m/z 41.10 21.51%
5000 55.0
43.0
27.0
ol 220 bt bl Ml 850 980 {1
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 unknown5.098 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.098 2.21 ng 39626 1,4-Dichlorobenzene-d4 6.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Heptanol, 5-methyl- 130 C8H180 018720-65-5 33
2 3-Octanol 130 C8H180 000589-98-0 33
3 1,2-Butanediol 90 C4H1002 000584-03-2 25
4 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2 039961-72-3 25
5 Silane, trimethyl- 74 C3H1eSi 000993-07-7 25
Abundance Scan 512 (5.098 min): BF124087.D\data.ms (-508) (-) m/z 43.00 100.00%
43.0
59.0
5000

101.1 R RARNS Rt

829 4.80 5.00 5.20 5.40
oWH_m_mu‘!MHWW_W:st‘mw_m_m m/z 59.80  68.35%

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

Abundance #13701: 3-Heptanol, 5-methyl-

59.0
83.0
5000 290 UL L B L NI R R
438.0 4.80 5.00 5.20 5.40
101.0 m/z 101.10 18.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13639: 3-Octanol
59.0
e aa e RARAR
4.80 5.00 5.20 5.40
5000 83.0 m/z 58.00 12.77%
27.0 41.0 :
101.0
S I R N W=7 4
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 M
Abundance #2296: 1,2-Butanediol ‘H“‘H,“W“‘H“‘H
59.0 4.80 5.00 5.20 5.40
m/z 41.10 10.31%
5000
31.0
o #ﬁ.o N “ 73.0 89.0 117.0 | ﬂfl | ﬂh
e e e e e e e B AREmE SRS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library ¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Decane

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.728 6.26 ng 112486 1,4-Dichlorobenzene-d4 6.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C1OH22 000124-18-5 81
2 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1000309-37-4 80
3 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 72
4 Undecane 156 C11H24 001120-21-4 64
5 Octane 114 C8H18 000111-65-9 64
Abundance m/z 57.10 100.00%

Scan 789 (6.728 min): BF124087.D\data.ms (-785) (-)
57.1

5000
391 H 85"0 5o 1421 6.40 6.60 6.80 7.00
okl 1130 1421 m/z 43.10  75.86%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19158: Decane
43.0
5000
71.0 6.40 6.60 6.80 7.00
m/z 41.00 45.93%
O \1\5\.0‘\‘}‘\ \“‘} T \U‘u‘ T \“\ T ‘ 1‘\ \9\%‘.0\\ \‘\ ‘ T \174‘%.\0\ T ‘ L
m/z--> 20 40 60 80 100 120 140 160
Abundance #120800: Oxalic acid, isobutyl nonyl ester
WM\W‘,‘,
6.40 6.60 6.80 7.00
5000 m/z 71.10 25.98%
29.0
85.0
b L [ a030 10 mo
miz--> 20 40 60 80 100 120 140 160
Abundance #73873: Oxalic acid, isobutyl pentyl ester
57.0 6.40 6.60 6.80 7.00
m/z 56.10 20.39%
5000
29.0
o L H‘ | 870 1150 161.0
e e e e e
m/z--> 20 40 60 80 100 120 140 160 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknown7.169 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.169 2.05 ng 36874 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl hexyl ester 230 C12H2204 1000309-37-1 35
2 Hexadecane 226 C16H34 000544-76-3 27
3 2-Tolyloxirane 134 C9H100 002783-26-8 25
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 22
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 22

Abundance Scan 864 (7.169 min): BF124087.D\data.ms (-861) (-) m/z 57.10 100.00%

57.1
105.1
5000
134.2
ﬂ'# ‘ 6.80 7.00 7.20 7.40
oww\uw‘”\”‘J“HLJ‘M‘_"‘_Mwwwwm m/z 43.05 87.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85746: Oxalic acid, isobutyl hexyl ester
57.0
5000
85.0 6.80 7.00 7.20 7.40
29.0 m/z 105.10  73.15%
LA s
O\‘\\\\‘\\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
6.80 7.00 7.20 7.40
5000 m/z 41.00 38.37%
85.0
29.0
0 \ ‘ L M‘ ,113.0 141.0 169.0 197.0 226.0
et e e e e e e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #15278: 2-Tolyloxirane R EREaaREEE
105.0 6.80 7.00 7.20 7.40
m/z 56.00  35.58%
5000
134.0
77.0
i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Decane, 4-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.198 2.14 ng 38402 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 64
2 Sulfurous acid, octyl 2-propyl e... 236 C11H2403S 1000309-11-9 53
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 50
4 Octane, 1,1'-oxybis- 242 C16H340 000629-82-3 50
5 Methoxyacetic acid, 2-ethylhexyl... 202 C11H2203 1000282-41-4 50
Abundance Scan 869 (7.198 min): BF124087.D\data.ms (-866) (-) 43.00 100.00%

43.0
71.1
5000
111.3

6.80 7.00 7.20 7.40 7.60
owm‘m!‘ b b w2 5708 se.e%

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28434: Decane, 4-methyl-
43.0
71.0
5000

6.80 7.00 7.20 7.40 7.60
m/z 71.10 78.16%

‘ 112.0
298 A Wby L w0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #90253: Sulfurous acid, octyl 2-propyl ester

43.0

o

71.0 6.80 7.00 7.20 7.40 7.60
5000 m/z 41.05 40.64%
113.0
ok b LMLy M0 a0 arro
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48875: Undecane, 2,6-dimethyl- e RRRRSEESEE S S
57.0 6.80 7.00 7.20 7.40 7.60
m/z 70.20 33.07%
5000
29.0 98.0
- H‘ Areq w“, A A0 180
m/z--> 20 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60

8270-BF051421.M Thu May 27 13:32:03 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Sulfurous acid, butyl nonyl... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.281 2.57 ng 46177 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 53
2 2,5-Dimethyl-1,5-hexadien-3-o0l 126 C8H140 017123-63-6 47
3 Oxalic acid, isohexyl neopentyl ... 244 C13H2404 1000309-73-0 43
4 Oxalic acid, isobutyl octyl ester 258 C14H2604 1000309-37-3 43
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 38

Abundance Scan 883 (7 281 min): BF124087.D\data.ms (-878) (-) m/z 57.05 100.00%

57.0
5000 105.1

1382
— L e m/z 71,18 73.53%

7.00 7.20 7.40 7.60
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #113721: Sulfurous acid, butyl nonyl ester
57.0
5000
85.0 7.00 7.20 7.40 7.60
m/z 40.95 65.51%
L

29.0
TTTT ‘\\\H \\‘f\ ‘\\\\ \\\\12\‘3\?]-\5\]\.\0\\1-\7\9\0\\\ TTTT TTTT
miz--> 20 45 eb 80 160 120 140 160 180 200 220
Abundance #11434: 2,5-Dimethyl-1,5-hexadien-3-ol
71.0

43.0 o BRBREE L S
7.00 7.20 7.40 7.60

5000 ITI/Z 43.00 57.65%
111.0
I S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #97086: Oxalic acid, isohexyl neopentyl ester P T T T
43.0 71.0 7.00 7.20 7.40 7.60

m/z 56.10 52.06%

5000
ol L L 1300 160.0 1880  229.
e Al L 2300 1600 1880 229

m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60

8270-BF051421.M Thu May 27 13:32:04 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknown7.539 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.539 2.18 ng 40585  Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Chloropentanoic acid, 6-ethyl-... 276 C15H29C102 1000293-37-9 12
2 Benzene, 1-methyl-4-(2-methylpro... 148 C11H16 005161-04-6 11
3 4-Methylphenyl acetone 148 C10H120 002096-86-8 11
4 Benzene, (1,2-dimethylpropyl)- 148 C11H16 004481-30-5 10
5 2-Propenal, 3-(2-pyridinylamino)- 148 C8H8N20 068970-82-1 9

Abundance Scan 927 (7.539 min): BF124087.D\data.ms (-922) (-) m/z 105.10 100.00%

55.0 105.1
5000
81.0 , 148.0
‘ H\ H ‘ | ‘ "5-4 ‘ 7.20 7.40 7.60 7.80
o‘m,ww,ml,‘ A~ m/z 55.00 88.70%
m/z--> 20 60 80 100 120 140 160 180
Abundance #124256: 5-Ch|oropentan0ic acid, 6-ethyl-3-octyl ester
55.0 119.0
84.0
5000 L L R R B B
29.0 7.20 7.40 7.60 7.80
‘ m/z 119.20 84.37%
140.0
(IR T \‘1 IR T o ’h‘\ T \‘1 T = \‘[‘ T \1\7\7‘(\)\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22818: Benzene, 1-methyl-4-(2-methylpropyl)-
105.0
7.20 7.40 7.60 7.80
5000 m/z 69.00 63.95%
148.0
27.0 77.0
‘ 51.0 ‘ ‘
ol it el b 02280 L
miz--> 20 40 60 80 100 120 140 160 180
Abundance #22636: 4-Methylphenyl acetone  EAREEEEREEE R
105.0 7.20 7.40 7.60 7.80
m/z 41.05 52.02%
5000 43.0
77.0 148.0
150
o"",H",‘m,m","‘wHHWH_MWHW e A e
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80

8270-BF051421.M Thu May 27 13:32:04 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknown7.922 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.922 2.60 ng 48539  Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 38
2 Tetradecane 198 C14H30 000629-59-4 38
3 Dotriacontane 451 C32H66 000544-85-4 38
4 Hexadecane 226 C16H34 000544-76-3 38
5 2,3-Dimethyldecane 170 C12H26 017312-44-6 38
Abundance Scan 992 (7.922 min): BF124087.D\data.ms (-989) (-) m/z 57.05 100.00%
57.0
5000
119.1
A RAERSRE RS S
‘ 7.60 7.80 8.00 8.20
ol it b m/z 43.05 78.26%
mlz--> 50 100 150 200 250 300 350 400 450
Abundance #38330: Undecane, 2-methyl-
43.0
5000 L L R B B R
7.60 7.80 8.00 8.20
m/z 71.20 51.47%
“ ‘ 127.0
O \\\‘“\“\“\ﬂ’\\“\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #59880: Tetradecane
57.0
7.60 7.80 8.00 8.20
5000 m/z 41.00 38.23%
‘ ‘ ‘ 13.0 198.0
oA e e
miz--> 50 100 150 200 250 300 350 400 450
Abundance #227193: Dotriacontane R RRAREESER
57.0 7.60 7.80 8.00 8.20
m/z 85.00 35.53%
5000
0 ‘[ ‘ “h |113.0 169.0 225.0 295.0 351.0 450.(
A S S S e
m/z--> 50 100 150 200 250 300 350 400 450 7.60 7.80 8.00 8.20

8270-BF051421.M Thu May 27 13:32:05 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 1-Decanol, 2-ethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.233 2.91 ng 54359  Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-ethyl- 186 C12H260 021078-65-9 59
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 53
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 53
4 Decane, 2,5,9-trimethyl- 184 C13H28 062108-22-9 53
5 Propanoic acid, 2,2-dimethyl-, o... 214 C13H2602 027751-88-8 50

Abundance Scan 1045 (8.233 min): BF124087.D\data.ms (-1041) (-) m/z 57.10 100.00%
57.1

R ARa AN s
852 1132 8.00 8.20 8.40 8.60
oH_mu‘;H“uﬂ_w”m“uwh_m_m_m_wwm m/z 43.10  44.19%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50322: 1-Decanol, 2-ethyl-
57.0
5000 L L I L L B N B
8.00 8.20 8.40 8.60
29.0 83.0 m/z 71.10 34.64%
0 Lol L Lm0 1m0 160
\\‘\\\‘\\\\‘\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 100 120 140 160 180
Abundance #48882.Undecane,Zﬁ—dwneﬂwL
57.0
8.00 8.20 8.40 8.60
5000 m/z 41.05 28.66%
290 98.0
Obebd 780 T, 1410 1690
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48867: Undecane, 3,6-dimethyl- AR EaamEEERERE S
57.0 8.00 8.20 8.40 8.60
m/z 56.00 15.70%
5000
29.0
85.0
113.0
ow_u‘w“H‘!_u“‘_“H‘_‘:‘WHW}??RH??““Q il ol
m/z--> 20 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60

8270-BF051421.M Thu May 27 13:32:06 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Undecane, 4,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.592 2.34 ng 43578  Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 72
2 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 72
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 72
4 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 64
5 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 64

Abundance Scan 1106 (8.592 min): BF124087.D\data.ms (-1103) (-) m/z 57.10 100.00%
57.1

PO e e
85"1 113.2 155.4 8.20 8.40 8.60 8.80 9.00
ou,whmun;‘m,wHuwhw,uuu‘1Hww,wwwww m/z 43.85 56.19%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #48869: Undecane, 4,6-dimethyl-
57.0
5000 L B L B R
8.20 8.40 8.60 8.80 9.00
29.0 85.0 m/z 71.05 38.42%
' " 1130
OH’\‘\‘\\““\HH“H“‘H’l‘\\\h‘\\}\‘\\]-\4?"]-\.\(\)\‘\\\178‘\4’\.9’\\\\‘\H\‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #117655: Heptadecane, 2,6-dimethyl-
57.0
8.20 8.40 8.60 8.80 9.00
5000 m/z 55.10 25.35%
85.0
113.0
0 \‘\ ‘H\ ‘h\ H‘ | ‘141'0 1820 225.0253.0
R B R B R N R SO
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #48875: Undecane, 2,6-dimethyl- R R EE R
57.0 8.20 8.40 8.60 8.80 9.00
m/z 56.10 22.97%
5000
A R V-7 U S L W
m/z--> 20 40 60 80 100120140 160180 200220240260 8.20 8.40 8.60 8.80 9.00

8270-BF051421.M Thu May 27 13:32:07 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Tridecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
8.763 5.42 ng 101104 Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Hexadecane 226 C1l6H34 000544-76-3 80
3 Heneicosane 296 C21H44 000629-94-7 78
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 78
5 Octacosane 394 (C28H58 000630-02-4 78

Abundance Scan 1135 (8.763 min): BF124087.D\data.ms (-1132) (-) m/z 57.10 100.00%
57.1

e ARBAR e Lo
H ‘99.2 1312 1849 8.40 8.60 8.80 9.00
0 h‘wu ! bl T m/z 43.85 74.68%
miz--> 50 100 150 200 250
Abundance #48835: Tridecane
57.0
5000 R LA DU B B
8.40 8.60 8.80 9.00
m/z 71.10 44.32%
0 \20\¢ ‘\“‘ “‘\ ‘!‘ \“?9“‘.0\“ T %4\;‘0\ \18\‘4\0‘ LENSLE
miz--> 50 100 150 200 250
Abundance #83025: Hexadecane
57.0
8.40 8.60 8.80 9.00
5000 m/z 41.05 35.10%
0 2@‘0“\‘ ) “‘9?'0‘ 141.0 183.0 226.0
e e e S
m/z--> 50 100 150 200 250
Abundance #141425: Heneicosane T
57.0 8.40 8.60 8.80 9.00
m/z 85.10 26.89%
5000
99.0
015-0\‘ L L L gy 1410 1830 2250 296.(
el e e e
m/z--> 50 100 150 200 250 8.40 8.60 8.80 9.00

8270-BF051421.M Thu May 27 13:32:08 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Heptadecane, 2,6-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.192 2.04 ng 38276  Acenaphthene-die 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 64
2 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 64
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 64
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 59
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59

Abundance Scan 1208 (9.192 min): BF124087.D\data.ms (-1206) (-) m/z 57.00 100.00%
57.0

-

5000
85.0 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
‘ ‘ 1131 1451 8.80 9.00 9.20 9.40 9.60
ol L ‘HH“‘HMHW“ ‘m‘“m_m‘wwwwwww m/z 71.10  61.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117655: Heptadecane, 2,6-dimethyl-
57.0
5000
8.80 9.00 9.20 9.40 9.60
850 m/z 43.00 45.61%
113.0
0 l L‘W J | 1410 1820 2250253.0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57.0
R e e
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.10 42.15%
85.0
290 ‘ 113.0
ol b L 0 183051302300
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #71410: Dodecane, 2,6,10-trimethyl- e A RARE o
57.0 8.80 9.00 9.20 9.40 9.60
m/z 85.00 25.20%
5000 85.0
29.0 ‘ 27.0
R W= Y L
m/z--> 20 40 60 80 100120140160 180200 220 240 260 8.80 9.00 9.20 9.40 9.60

8270-BF051421.M Thu May 27 13:32:08 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 1-Iodo-2-methylundecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.327 3.75 ng 70422  Acenaphthene-d10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 86
2 Decane 142 C10H22 000124-18-5 83
3 Heneicosane 296 C21H44 000629-94-7 83
4 Hexadecane 226 C1l6H34 000544-76-3 80
5 Tridecane 184 C13H28 000629-50-5 80
Abundance Scan 1231 (9.327 min): BF124087.D\data.ms (-1227) (-) m/z 57.05 100.00%
57.0
- WMMA”
9.009.20 940960
99.2 . : - .
141.2
0 b e m/z 43.00  76.82%
miz-> 50 100 150 200 250
Abundance #140553: 1-lodo-2-methylundecane
57.0
5000 UL L B R IR B BB |
9.00 9.20 9.40 9.60
m/z 71.15 44.56%
99.0
Ot “\ ‘\“ ‘” I ‘h‘ \h T “‘ . “1\6?(\) T 2‘1\1\0\ L \2\96‘(
miz--> 50 100 150 200 250
Abundance #19158: Decane
43.0
9.00 9.20 9.40 9.60
5000 m/z 41.00 39.50%
85.0
UL e
o—t b .
miz--> 50 100 150 200 250
Abundance #141425: Heneicosane R AR maE
57.0 9.00 9.20 9.40 9.60
m/z 85.10 25.19%
5000
99.0
015-0\‘ L L L gy 1410 1830 2250 296.(
el e e e
m/z--> 50 100 150 200 250 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 1-Octadecanesulphonyl chloride Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.651 2.31 ng 43385  Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 64
2 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 64
3 Pentadecane 212 C15H32 000629-62-9 53
4 Undecane 156 C11H24 001120-21-4 53
5 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 53
Abundance Scan 1286 (9.651 min): BF124087.D\data.ms (-1282) (-) m/z 57.10 100.00%
57.1
5000
163.1
e P
‘ ‘ ‘ ‘ 131.0 9.50 10.00
ol WA m/z 43.15  68.30%
miz-> 50 100 150 200 250
Abundance #185101: 1-Octadecanesulphonyl chloride
57.0
5000 gl ARG
1.0 9.50 10.00
m/z 71.00 53.11%
|| “MMM\ L O 175.0 288.C
O T T T \‘ ‘ T \m\ \ ‘ \ \‘\ T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance #134594: Octadecane, 1-chloro-
57.0
9.50 10.00
5000 m/z 85.00 47.98%
1.0
0 210 L | 1111530 1750 2170 2520 288
el B e
m/z--> 50 lOO 150 200 250
Abundance #71394: Pentadecane
57.0 9.50 10.00
m/z 41.00 43.43%
5000
0 27\“—0\\\ H\ ‘\ i \\‘ I ‘14‘10 182-021?'0 :

m/z--> 50 100 150 200 250 9.50 10.00

8270-BF051421.M Thu May 27 13:32:10 2021 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 unknown13.498 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.498 2.15 ng 34027 Chrysene-d12 14.068
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Dimethylamino-2-(3-fluoropheny... 217 C12H12FN3 076144-35-9 43
2 Ethanone, 1,1'-(6-methoxy-2,5-be... 232 C13H1204 023840-15-5 43
3 1H-Pyrrolo[3,4-c]quinoline-1,3(2... 217 C11H11N302 298688-31-0 43
4 4-Amino-7-diethylamino-chromen-2... 232 C13H16N202 107995-76-6 43

5 2,6-Lutidine, 2,5-dichloro-4-[is... 232 C1@H14C12N2 1000253-45-6 43

Abundance Scan 1940 (13.498 min): BF124087.D\data.ms (-1937) (-  m/z 217.10 100.00%
217.1

5000
i gt
441 78.9 107.6 166.6 263.3 294.( 13.50
01 m/z 202.10 45.50%
m/z--> 40 60 80 100120140160180200220240260280
Abundance #74864: 4-Dimethylamino-2-(3-fluorophenyl)pyrimidine
188.021f 0
5000 W” M& AU

122.0 13.50
m/z 232.10  35.96%

o9 h |
O H\‘HH‘\‘}\‘\“\H‘f‘\l\\“HH‘\H\H’\H‘\‘H\\"\HHHH‘HH‘HH‘HH’
m/z--> 40 60 80 100120140160180200220240260280
Abundance #87463: Ethanone, 1,1'-(6-methoxy-2,5-benzofurandiyl)bi
217.0 W ﬂ
T il
13.50
5000/ 43.0 m/z 215.00  23.19%
‘ “ 175.0
Obrre el e e e e e
m/z--> 40 60 80 100120140160180200220240260280 m
Abundance #74747: 1H-Pyrrolo[3,4-c]quinoline-1,3(2H)-dione, 6,7,8,¢ M MA‘ 1
217.0 13.50
m/z 216.20 19.98%
5000
171.0
o 89 1340 || ‘ H
O bl bbb bt e e
m/z--> 40 60 80 100120140160180200220240260280 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052621\
Data File : BF124087.D

Acqg On : 27 May 2021 3:42
Operator : JU/CG

Sample : M2521-01 10X

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.163 3.1 ng 55846 1 6.892 359415 20.0
unknown5.098 5.098 2.2 ng 39626 1 6.892 359415 20.0
Decane 6.728 6.3 ng 112486 1 6.892 359415 20.0
unknown?7.169 7.169 2.0 ng 36874 1 6.892 359415 20.0
Decane, 4-methyl- 7.198 2.1 ng 38402 1 6.892 359415 20.0
Sulfurous acid,... 7.281 2.6 ng 46177 1 6.892 359415 20.0
unknown?7.539 7.539 2.2 ng 40585 2 8.175 373023 20.0
unknown7.922 7.922 2.6 ng 48539 2 8.175 373023 20.0
1-Decanol, 2-et... 8.233 2.9 ng 54359 2 8.175 373023 20.0
Undecane, 4,6-d... 8.592 2.3 ng 43578 2 8.175 373023 20.0
Tridecane 8.763 5.4 ng 101104 2 8.175 373023 20.0
Heptadecane, 2,... 9.192 2.0 ng 38276 3 9.933 375923 20.0
1-Iodo-2-methyl... 9.327 3.8 ng 70422 3 9.933 375923 20.0
1-Octadecanesul... 9.651 2.3 ng 43385 3 9.933 375923 20.0
unknown13.498 13.498 2.1 ng 34027 5 14.068 315981 20.0
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