LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acqg On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS Vvial : 12 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-BF012721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123138.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.146 3 10 17 rVB 409741 512995 7.91% 0.694%
2 5.510 577 582 585 rBV 3768881 3500182 53.99% 4.738%
3 5.928 647 653 656 rVB4 164238 291136  4.49%  0.394%
4 5.975 656 661 663 rBV2 143480 203380 3.14% 0.275%
5 6.051 672 674 680 rVB3 218844 325651 5.02% 0.441%
6 6.098 680 682 685 rBV 167426 171600 2.65% 0.232%
7 6.145 685 690 697 rBvV2 576116 852550 13.15% 1.154%
8 6.204 697 700 703 rVB2 267461 231670 3.57% 0.314%
9 6.234 703 705 709 rBV3 117890 156617 2.42% 0.212%
10 6.340 718 723 727 rBV5 517952 808342 12.47% 1.094%
11  6.398 727 733 735 rVW 389528 445334 6.87% 0.603%
12 6.434 735 739 747 rW6 477233 853512 13.17% 1.155%
13 6.516 747 753 757 rBV 3455353 3861928 59.57% 5.227%
14 6.575 761 763 765 rVv2 289373 268640 4.14%  0.364%
15 6.598 765 767 769 rWwV 524068 410101 6.33% 0.555%
16 6.628 769 772 779 rVV3 620043 1081991 16.69% 1.464%
17 6.681 779 781 786 rVB5 332001 372053 5.74% 0.504%
18 6.722 786 788 789 rBV 237069 182472  2.81% 0.247%
19 6.757 792 794 797 rVB3 249965 220466 3.40% 0.298%
20 6.822 801 805 806 rBv2 206067 222615 3.43% 0.301%
21 6.863 810 812 814 rVV2 293438 315967 4.87% 0.428%
22 6.892 814 817 819 rVV 1322388 1423242 21.95% 1.926%
23 6.910 819 820 824 rVB 1266010 805987 12.43% 1.091%
24  6.957 824 828 831 rBV3 414033 495271 7.64% 0.670%
25 6.992 831 834 835 rBV3 218148 217374  3.35%  0.294%
26 7.034 838 841 847 rVV2 1164743 2029656 31.31% 2.747%
27 7.081 847 849 851 rVB 335711 248482 3.83% 0.336%
28 7.128 854 857 859 rBV2 360755 298348 4.60% 0.404%
29 7.175 862 865 868 rVB2 564042 555954 8.58% 0.752%
30 7.216 869 872 874 rVB3 174538 162870 2.51% 0.220%
31 7.245 874 877 879 rBV 368976 376334 5.81% 0.509%
32 7.292 879 885 888 rBV5 560146 572719 8.83% 0.775%
33 7.328 888 891 895 rBV5 214812 296810 4.58% 0.402%
34 7.381 898 900 903 rVvB2 139700 145923  2.25% 0.198%
35 7.457 903 913 915 rBV2 2412692 3470535 53.53% 4.697%

36 7.475 915 916 918 rVB 274201 151100 2.33% 0.205%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acqg On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS Vvial : 12 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-BF012721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.545 923 928 931 rVB4 666600 955223 14.73%  1.293%
38 7.598 931 937 941 rBV6 430300 903700 13.94%  1.223%
39 7.651 943 946 948 rVv2 261751 316542 4.88% 0.428%
40 7.681 948 951 953 rW 610762 698595 10.78%  0.946%
41 7.704 953 955 0958 rVB3 475663 436259 6.73% 0.590%
42 7.781 964 968 970 rBV2 488478 561025 8.65% 0.759%
43 7.798 970 971 973 rW 424417 252514 3.90%  0.342%
44 7.822 973 975 979 rVW3 621845 581458 8.97% ©.787%
45 7.898 984 988 990 rBV2 154290 198678 3.06% ©.269%
46 7.922 990 992 994 rW3 331702 282137 4.35%  0.382%
47 7.945 994 996 998 rVB3 184903 149424  2.30% ©0.202%
48 7.998 1002 1005 1012 rVB6 212462 300714 4.64% ©.407%
49 8.051 1012 1014 1017 rBV3 185047 221429 3.42% 0.300%
50 8.086 1017 1020 1024 rBv4 184499 207926 3.21% 0.281%
51 8.128 1024 1027 1031 rBV4 443609 580279 8.95% ©.785%
52 8.181 1031 1036 1042 rVV 1598551 1924484 29.69%  2.605%
53 8.239 1042 1046 1049 rVB2 815372 951063 14.67% 1.287%
54  8.269 1049 1051 1053 rBV2 384511 341840 5.27% ©0.463%
55 8.334 1059 1062 1064 rBV3 188930 240688 3.71% ©.326%
56 8.357 1064 1066 1069 rVvV3 262661 220938 3.41% 0.299%
57 8.392 1069 1072 1073 rVV 208037 160637 2.48% 0.217%
58 8.422 1073 1077 1079 rVV2 306814 337889 5.21% ©.457%
59 8.481 1079 1087 1090 rBV5 699716 1355980 20.92%  1.835%
60  8.528 1093 1095 1098 rVB3 375709 365242 5.63% 0.4947%
61 8.569 1099 1102 1105 rBv4 376017 400143 6.17% ©.542%
62 8.604 1105 1108 1110 rBV2 731554 775170 11.96%  1.049%
63 8.628 1110 1112 1114 rVV2 530500 521208 8.04% ©.705%
64 8.651 1114 1116 1119 rVB 860833 742454 11.45%  1.005%
65 8.692 1120 1123 1125 rBV 326946 311465 4.80% ©.422%
66 8.734 1125 1130 1134 rBV5 538129 1026830 15.84% 1.390%
67 8.816 1139 1144 1146 rBV5 495028 938558 14.48% 1.270%
68 8.875 1151 1154 1160 rVB5 813305 1022186 15.77%  1.384%
69 8.934 1161 1164 1167 rBV3 897331 760015 11.72%  1.029%
70  8.969 1167 1170 1172 rBV3 469440 620174 9.57% 0.839%
71 9.075 1184 1188 1190 rBv4 699697 1090832 16.83% 1.476%
72 9.186 1204 1207 1209 rBV2 1375746 1149780 17.74%  1.556%
73  9.216 1209 1212 1215 rBV2 1235392 1281793 19.77% 1.735%
74  9.263 1216 1220 1223 rBV 4625442 4355974 67.19% 5.896%
75 9.351 1231 1235 1239 rBV2 2645135 3432492 52.95% 4.646%

76 9.663 1285 1288 1295 rBV3 3219811 6482833 100.00% 8.775%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acqg On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS Vvial : 12 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-BF012721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 9.828 1313 1316 1318 rBV3 1676740 2349467 36.24%  3.180%
78 9.875 1321 1324 1328 rVB 2563326 3821474 58.95% 5.172%
79 15.592 2293 2296 2305 rVB 1001796 1556213 24.01% 2.106%
80 16.321 2417 2420 2437 rVB2 465290 1287867 19.87% 1.743%

81 16.774 2492 2497 2510 rVB 422938 870208 13.42% 1.178%

Sum of corrected areas: 73881607
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M1317-05

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
BF123138.D

5 Feb 2021 16:39

Ju/CaG

Sample Multiplier: 1

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acq On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Octane, 3,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.145 11.98 ng 852550 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 91
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 90

4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 64
5 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 64

Abundance Scan 690 (6.145 min): BF123138.D\data.ms (-685) (-) m/z 57.05 100.00%

57.0

2

5000 41)0
85.0 1131 5.80 6.00 6.20 6.40
bl 1421 110 63.43%
miz--> 20 40 60 80 100 120 140
Abundance #19198: Octane, 3,6-dimethyl-
57.0
5000
5.80 6.00 6.20 6.40
410 113.0 m/z 43.05 55.93%
85.0
m/z--> 60 80 100 120 140
Abundance #19167: Nonane, 3-methyl-
57.0
R RENREE S S
5.80 6.00 6.20 6.40
5000 m/z 41.05 41.70%
410
112.0
o ub 0 T aoazo
m/z--> 60 80 100 120 140
Abundance #19181: Octane, 2,6-dimethyl- AT
57.0 5.80 6.00 6.20 6.40
m/z 56.05 32.73%
5000
41,0
113.0
85.0
oltso | il Tl 120 g AWMV
m/z--> 20 40 60 80 100 120 140 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acq On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 TIsobutyl nonyl carbonate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.340 11.36 ng 808342 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl nonyl carbonate 244 C14H2803 959311-27-4 53
2 Undecane, 5,6-dimethyl- 184 C13H28 017615-91-7 47
3 Decane, 5-methyl- 156 C11H24 013151-35-4 38
4 Oxirane, [(dodecyloxy)methyl]- 242 C15H3002 002461-18-9 38
5 Hexyl octyl ether 214 C14H300 017071-54-4 35
Abundance Scan 723 (6.340 min): BF123138.D\data.ms (-718) (-) m/z 57.05 100.00%
57.0
w MAMLM
5.1 M T T T T T T T
io B 125.1 6.00 6.20 6.40 6.60
O 2 09 L w/z 43.10 73.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #97340: Isobutyl nonyl carbonate
57.0
5000 L L LR R IR R
6.00 6.20 6.40 6.60
29.0 350 m/z 41.05 47.76%
ey
O\\‘\H\\‘\\\ “\\‘\\\‘\\\\“\h\\\‘\\\\‘\\\\‘\\\
m/z--> 20 60 100 120 140 160 180
Abundance #48864.Undecane,5£—dwneﬂwL
57.0
 REaEEE
6.00 6.20 6.40 6.60
5000 m/z 69.10 30.21%
29.0 84.0
0 “ ‘ L H ‘ 113.0 155.0 184.0
H““““‘“““““_““““‘H“““““
miz--> 20 60 80 100 120 140 160 180
Abundance #28428: Decane, 5-methyl- MR
57.0 6.00 6.20 6.40 6.60
m/z 56.05 29.27%
5000
29.0 850
o”_u\w\‘m_w”_\‘“\“‘1‘1‘29‘m_‘l?ﬁqwm
m/z--> 20 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acq On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 4-Octene, 2,6-dimethyl-, [S... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.434 11.99 ng 853512 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C1o0H20 062960-76-3 70
2 Cyclohexane, 1,1,2,3-tetramethyl- 140 C10H20 006783-92-2 55
3 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 47
4 1-Octene, 3,7-dimethyl- 140 C10H20 004984-01-4 45
5 1-Hexene, 3,3-dimethyl- 112 C8H16 003404-77-1 43
Abundance Scan 739 (6.434 min): BF123138.D\data.ms (-735) (-) m/z 69.05 100.00%
69.0
55.0
5000 41.0 125.1
81 111 carta Jo] VIV VT
‘ ‘ ‘ M 97.1 ‘ 140.2 6.20 6.40 6.60 6.80
om0 njz ss.ee 63.99%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18040: 4-Octene, 2,6-dimethyl-, [S-(E)]-
55.0
69.0
5000 L L I L L LN B
et
83.0 m/z . .12%
27.0 g7 1110 140.0
O \‘\HH‘\\H“\H\‘\H‘\‘H\‘\“H\\‘\MH’\H\‘\\\\"\\\\]‘-\2\5\\‘0\\\\’\\H‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0 55'0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
6.20 6.40 6.60 6.80
5000 m/z 41.05 48.47%
27.0 83.0 125.0
L T e
ok ‘H:Wm‘mWm_‘“1‘m4:m,mWm,w_mw”lw‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #36851: Cyclooctane, 1-methyl-3-propyl- e EAERREEEE R
69.0 6.20 6.40 6.60 6.80
m/z 125.10 44.23%
5000 83.0
410 220 125.0
o NPT
Ot et et e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acq On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Bicyclo[2.2.1]heptane, 2,2,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.628 15.20 ng 1081990 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C10H18 020536-40-7 87
2 Bicyclo[2.2.1]heptane, 2,2,3-tri... 138 C1@H18 020536-41-8 64
3 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 50
4 Bicyclo[3.1.0]hexane, 1,5-dimethyl- 110 C8H14 1000142-17-5 43
5 3-Decyne 138 C10H18 002384-85-2 38

Abundance Scan 772 (6.628 min): BF123138.D\data.ms (-769) (-) m/z 95.05 100.00%

95.0
55.0 109.1
41.1
5000 0.1
1231 R B RRRRENE
M ‘ “‘ 151 6.40 6.60 6.80 7.00
S w_H“_Mw‘wH“‘H‘:_wwhm,w_m‘ m/z 55.05  72.04%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #16996: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, endo-
95.0
55.0
109.0
41.0
5000 69.0 e EEREE RS e
6.40 6.60 6.80 7.00
‘ 123.0 138.0 m/z 109.10 70.77%
O \‘H\\‘HH‘\‘H\‘\‘\H‘H\!‘H\‘\“\‘\H‘\l!\‘\\\\}H\\‘\‘\H’H\!‘\H\‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #16994: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo-
95.0
106.0 RPLYVY SN A ol A
55.0 : 6.40 6.60 6.80 7.00
5000 41.0 0.0 m/z 41.10  56.72%
‘ ‘ 123.0138.0
0 “mwH‘“H‘_‘m_‘wmhu‘“HM!Wm}w_“”,m!_w
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #5975: 1,3-Dimethyl-1-cyclohexene  ARREmamEEEEEEEEE
95.0 6.40 6.60 6.80 7.00
m/z 67.00 55.25%
5000 67.0
110.0
27.0 ‘ ‘
0 wmwHHW‘M‘HHWH“HHMWm‘w_m,www M e
m/z--> 20 30 40 50 60 70 80 90 100110120130140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acq On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Naphthalene, decahydro-, tr... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
7.292 8.05 ng 572719 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 97
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 90
3 Cyclopentene, 1-(3-methylbutyl)- 138 C10H18 037689-15-9 60

4 Bicyclo[2.2.1]heptane, 1,7,7-tri... 138 C10H18
5 3-Cyclohexen-1-one, 3,5,5-trimet... 138 C9H140

Abundance Scan 885 (7.292 min): BF123138.D\data.ms (-879) (-)

000464-15-3 58
000471-01-2 52

m/z 105.05 100.00%

67.0 1051
138.1
5000 411
ﬁ ‘ 7.00 7.20 7.40 7.60
0 Ll e b AL m/z 67.00  82.54%
miz--> 20 40 60 80 100 120 140
Abundance #16924: Naphthalene, decahydro-, trans-
67.0 138.0
41.0 9.0
5000 LI L L L B L B BRI
7.00 7.20 7.40 7.60
m/z 138.05  69.27%
miz--> 20 40 60 80 100 120 140
Abundance #16891: Naphthalene, decahydro-
67.0 96.0 138.0
7.00 7.20 7.40 7.60
5000 41.0 m/z 68.05 64.24%
b u‘\“ Ll peo
miz--> 20 40 60 80 100 120 140
Abundance #16937: Cyclopentene, 1-(3-methylbutyl)- R ARmama R
67.0 7.00 7.20 7.40 7.60
m/z 95.10 55.70%
5000
41.0
95.0 138.0
0 H‘Q‘H"M“NM,NM‘ﬂh‘nk“;459“‘W““ ‘ B R R m e AT
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF012721.M Sat Feb 06 ©3:22:56 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acq On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 unknown7.54 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.545 9.93 ng 955223  Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 22
2 2,6-Octadien-1-01, 3,7-dimethyl-... 196 C12H2002 000141-12-8 22
3 Geranyl acetate 196 C12H2002 000105-87-3 22
4 5-Methyl-(E)-2-hepten-4-one 126 C8H140 102322-83-8 22
5 (E)-3,7-Dimethylocta-2,6-dien-1-... 240 C14H2403 1000372-80-1 22
Abundance Scan 928 (7.545 min): BF123138.D\data.ms (-923) (-) m/z 69.10 100.00%
69.1
41.1 105.1
5000
136.1
R EARRRRRERERREREE
‘ ‘ ‘ ‘ 7.20 7.40 7.60 7.80
o Il ha 1681 s 55010 92.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18049: Cyclohexane, 2-ethyl-1,3-dimethyl-
69.0
111.0
5000 L L B I B LA BN R I
41.0 7.20 7.40 7.60 7.80
m/z 41.10 65.84%
)
O \\\‘\‘}\\“‘\\\h\‘\M‘\\“‘h\\‘\“\\‘l\‘\\\\}\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58044: 2,6-Octadien-1-ol, 3,7-dimethyl-, acetate, (Z)-
69.0
41.0 R EARRRRRERERREREE
7.20 7.40 7.60 7.80
5000 m/z 105.05 65.61%
93.0
0 T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #57980: Geranyl acetate R e
69.0 7.20 7.40 7.60 7.80
m/z 97.10 58.78%
43.0
5000
93.0 136.0
L R A v T 1 %
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80

8270-BF012721.M Sat Feb 06 ©3:22:56 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acq On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 unknown7.59 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.598 9.39 ng 903700 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-chloro- 232 C14H29Cl1 002425-54-9 43
2 Hexatriacontyl trifluoroacetate 619 C38H73F302 1000351-88-6 38
3 Heptane, 1-(2-propenyloxy)- 156 C10H200 016519-24-7 38
4 Octatriacontyl trifluoroacetate 647 C4QH77F302 1000351-88-7 38
5 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 38

Abundance Scan 937 (7.598 min): BF123138.D\data.ms (-931) (-) m/z 57.10 100.00%

57.1
Ramas e A ARRARRRE
l’ | } 7.20 7.40 7.60 7.80 8.00
omML‘Lml‘mH‘HHWH,‘Hwmwwm,www m/z 43.10  42.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #87665: Tetradecane, 1-chloro-
57.0
5000 | B LB B
7.20 7.40 7.60 7.80 8.00
m/z 41.05 35.16%
0 J\\\‘H p'330 232.0
\H‘\\H‘\HTH\T‘HH‘\\H’\H\‘H\\‘HH‘\H\’\H\‘HH‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241520: Hexatriacontyl trifluoroacetate
57.0
Ramas e A RE R
7.20 7.40 7.60 7.80 8.00
5000 m/z 55.10 27.78%
5.0
0 ‘} H “@9502640 348.0 418.0 504.0 600.(
B e L St
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #28292: Heptane, 1-(2-propenyloxy)- R RARESREEE
57.0 7.20 7.40 7.60 7.80 8.00
m/z 71.10 20.94%
h W\MM
270
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 7.20 7.40 7.60 7.80 8.00

8270-BF012721.M Sat Feb 06 ©3:22:57 2021

Page:
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Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\

5 Feb 2021 16:39

Data Path :

Data File : BF123138.D
Acqg On

Operator : JU/CG
Sample : M1317-05
Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Undecane, 2,6-dimethyl-

R.T. EstCon
8.239 9.88 n
Hit# of 5
1 Undecane, 2,6-

2 Undecane, 3,6-
3 Hexadecane, 1-

Concentration Rank 15

C Area Relative to ISTD R.T.

g 951063  Naphthalene-d8 8.181
Tentative ID MW MolForm CASH# Qual
dimethyl- 184 C13H28 017301-23-4 91
dimethyl- 184 C13H28 017301-28-9 47
chloro- 260 C16H33Cl 004860-03-1 47
trimethyl- 184 C13H28 062108-22-9 43

4 Decane, 2,5,9-
5 Octane, 2,6-di

Abundance Scan 1046
57

methyl- 142 CleH22

(8.239 min): BF123138.D\data.ms (-1042) (-)
1

002051-30-1 38

m/z 57.10 100.00%

> T JUAJWA$NAWﬂAﬂﬁNJVAﬂkJ
A e
93.0 8.00 8.20 8.40 8.60
T S -7 ;
Ot e e e e e m/z 149.05 48.33%
m/z--> 20 40 60 80 100120140160 180 200 220240260
Abundance #48882: Undecane, 2,6-dimethyl-
57.0
5000 L L LA L B B U
8.00 8.20 8.40 8.60
m/z 43.10 43.78%
290‘ 98.0
OH\‘\‘\‘\\‘H\‘!‘HHH‘HH"H”\’\\]-\4’]-\\(\)\]_‘\69\0‘\\\\‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #48867: Undecane, 3,6-dimethyl-
57.0
A AARRER R
8.00 8.20 8.40 8.60
5000 m/z 71.10 40.00%
29.0 85.0
S o S~ T N
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #110906: Hexadecane, 1-chloro- T T T
57.0 8.00 8.20 8.40 8.60
m/z 41.10 29.12%
5000 91.0
29.0
0 \‘ L M90147.0175.0203.0231.0260.0
H‘_‘H‘H‘wH‘W‘H‘W‘H,H‘W‘HW‘H‘_‘H‘H‘w‘uw‘u‘_“ R ERRRRE R
m/z--> 20 40 60 80 100120140160180 200220240260 8.00 8.20 8.40 8.60

8270-BF012721.M Sat

Feb 06 03:22:57 2021

Page:

12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acq On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 unknown8.48 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
8.481 14.09 ng 1355980 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Dimethyl-5-ethyladamantane 192 C14H24 001687-35-0 30
2 1,3,6-Trimethyladamantane 178 C13H22 024139-37-5 27
3 p-Propionotoluidide 163 C1OH13NO 002759-55-9 27
4 Propofol 178 C12H180 002078-54-8 22
5 Phenol, 2,4-bis(1-methylethyl)- 178 C12H180 002934-05-6 18

Abundance Scan 1087 (8.481 min): BF123138.D\data.ms (-1079) (-) m/z 177.20 100.00%
177.

2
55.0 83.1
107.1
5000
145.1 \\\‘\\\\‘\\\\‘\\\\‘\\\\
106 ‘ ‘ ‘ 8.20 8.40 8.60 8.80
0 LTI oo W P PR m/z 163.10  93.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54701: 1,3-Dimethyl-5-ethyladamantane
163.0
5000 1070 \\\‘\\\\‘\\\\‘\\\\‘\\\\
8.20 8.40 8.60 8.80
m/z 55.05 70.79%
0 790 11350 | | 1920
0 ‘\\\\‘\\\‘\‘\“\‘\\‘i“\\N\‘\‘r“\\“\\\‘\‘\\\\‘\\\\“\\}\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #44118: 1,3,6-Trimethyladamantane
1638.0
AR AR T
8.20 8.40 8.60 8.80
5000 107.0 m/z 83.10 70.05%
550 ©81.0
‘ ‘ LL 135.0
O bbbl bl L
m/fz--> 20 40 60 80 100 120 140 160 180
Abundance #32812: p-Propionotoluidide AR AR T
107.0 8.20 8.40 8.60 8.80
m/z 107.10 62.21%
5000
163.0
0220 510 7O 1340
e AL a s A EEEmEmEEEE T
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF012721.M Sat Feb 06 ©3:22:58 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acq On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Nonane, 2,6-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.604 8.06 ng 775170  Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 64
2 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 59
3 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 53
4 Octane, 3-ethyl- 142 C1eH22 005881-17-4 53
5 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 53

Abundance Scan 1108 (8.604 min): BF123138.D\data.ms (-1105) (-) m/z 57.10 100.00%
57.1

> MW
R R RERREE
‘ ‘97-1 149.1 8.20 8.40 8.60 8.80 9.00
ob bbbl Jw L2882 m/z 71.10  78.23%
miz--> 50 100 150 200 250
Abundance #28437: Nonane, 2,6-dimethyl-
43.0
5000 I L AL B
8.20 8.40 8.60 8.80 9.00
m/z 43.10 57.72%
85.
O T “\ ‘\‘ ‘ H‘\ ‘\‘ \“ T ‘ \“ T ]\.4\1-.‘0 T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl-
57.0
R RRRREE
8.20 8.40 8.60 8.80 9.00
5000 m/z 41.10 33.74%
0 h | ‘ 1301430 1830 2530 2064 WW
s Tt L e A e
miz--> 50 100 150 200 250
Abundance #167565: Oxalic acid, 2-ethylhexyl nony! ester Ramas A RAR R
57.0 8.20 8.40 8.60 8.80 9.00
m/z 55.10 21.14%
5000 WWW
o1 S T
NS [V O i —— SR
m/z--> 50 100 150 200 250 8.20 8.40 8.60 8.80 9.00

8270-BF012721.M Sat Feb 06 ©3:22:58 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acq On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 1-Ethyl-1(1-cyclobutylidene... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8733 10.67ng 1626830 Naphthalene-ds 8.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-1(1-cyclobutylidenethyl)... 164 Cl2H2e 1000215-13-7 53
2 1-Propanone, 1-(4-methoxyphenyl)- 164 C10H1202 000121-97-1 47

3 2-Methoxycarbonyl-2-methylbrendane 194 C12H1802
4 Benzene, 1-methoxy-4-(1-methylpr... 164 C11H160
5 Adamantane-1-carboxylic acid 180 C11H1602

148191-16-6 46
004917-90-2 46
000828-51-3 43

Abundance Scan 1130 (8.733 min): BF123138.D\data.ms (-1125) (-) m/z 135.05 100.00%

135.1
69.1
5000 41.1 111
1 b e w2 emssoskok
Ol u‘m“;”Jw“w“”“_m_‘m‘ymw m/z 69.10  59.99%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #33782: 1-Ethyl-1(1- cyclobutyl|denethyl)cyclobutane
356.0

é

5000 S —

8.40 8.60 8.80 9.00
m/z 41.10 39.26%
55 0 ‘ 107 0 | 16‘4.0
Ll u |

m/z--> 20 40 60 80 100 120 140 160 180 200

o

%

Abundance #33409: 1-Propanone, 1-(4-methoxyphenyl)-
135.0
R RRR R
8.40 8.60 8.80 9.00
5000 m/z 55.10 34.02%
77.0 107.0 164.0
29\.0 50\'0 \‘ ‘ ‘
A A R RN
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #56193: 2-Methoxycarbonyl-2-methylbrendane R RRRREE e A
135.0 8.40 8.60 8.80 9.00
m/z 111.10  33.72%
5000
41.0 M ‘1070 1620 194.0
o) RN POV N W NV | S RS M AR AR RARRRRRRR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00

8270-BF012721.M Sat Feb 06 ©3:22:59 2021

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acq On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 unknown8.81 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.816 9.75 ng 938558 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(2-Hydroxycycloheptyl)-furan 180 C11H1602 1000145-02-9 38
2 Bicyclo[3.3.1]nonan-9-one, 1,2,4... 225 C12H19NO3 129967-65-3 35
3 Cyclopropanecarboxylic acid, 3-e... 140 C8H1202 067528-58-9 30
4 Imidazole, 4-trifluoroacetyl- 164 C5H3F3N20 105480-28-2 30
5 trans,cis-2,8-Dimethylspiro[5.5]... 180 C13H24 095472-52-9 30

Abundance Scan 1144 (8.816 min): BF123138.D\data.ms (-1139) (-) m/z 95.10 100.00%
1

95.
151.1
5000
R R SREEEEE
8.40 8.60 8.80 9.00 9.20
01 m/z 151.05 61.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45452: 2-(2-Hydroxycycloheptyl)-furan
95.0
5000 180.0 R R AR Ean s
8.40 8.60 8.80 9.00 9.20
152.0 )
410 670 m/z 81.10 60.33%
Lol L1280
O ‘\\\\“\\\H\“\H‘\\\‘[‘\\‘\1‘\“\\“\\\\‘\\\\“\\\\“\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81768: Bicyclo[3.3.1]nonan-9-one, 1,2,4-trimethyl-3-nitr¢
69.0 95.0

L

41.0

8.40 8.60 8.80 9.00 9.20
5000 m/z 163.10 57.02%

151.0
121.0 ‘ 179.0

L ‘ It L
e e e R R Rk R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18540: Cyclopropanecarboxylic acid, 3-ethenyl-2,2-dime PO
95.0 8.40 8.60 8.80 9.00 9.20

m/z 55.10 47.63%

3

o

5000 .
410 67.0

140.0
o 1190

m/z--> 20 40 60 80 100 120 140 160 180 200 8.40 8.60 8.80 9.00 9.20

\,

8270-BF012721.M Sat Feb 06 ©3:22:59 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acq On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 unknown8.87 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.875 10.62 ng 1022190 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, pentachloro- 212 C3HC15 006262-51-7 17
2 2-Buten-1-one, 1-(2,6,6-trimethy... 192 C13H200 035044-68-9 16
3 Isothiazole, 5-bromo-3-methyl- 177 CAH4BrNS 020493-60-1 16
4 Carbamic acid, 3-methylphenyl-, ... 179 C10H13NO2 1000314-75-7 14
5 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 12

Abundance Scan 1154 (8.875 min): BF123138.D\data.ms (-1151) (-) m/z 57.10 100.00%

57.1 17y.2
107.1
5000
A RARE AR
8.60 8.80 9.00 9.20
0" m/z 177.15  95.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71444: Cyclopropane, pentachloro-
179.0
5000 LA L B LI B L BN
370 82.0 8.60 8.80 9.00 9.20
107.0 m/z 179.20  80.25%
60.0 H ‘ H 141.0
0- T ‘!‘i‘\””‘ \H“\ T “\ \w‘\ ‘H\‘\ T \‘i‘r T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54654: 2-Buten-1-one, 1-(2,6,6-trimethyl-1-cyclohexen-1
177.0
e A AARARRR TS
69.0 8.60 8.80 9.00 9.20
5000/ 410 123.0 m/z 55.10  71.59%
93.0 ‘ 149.0
M| S T " et Ly
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43373: Isothiazole, 5-bromo-3-methyl- A RARE AR
57.0 177.0 8.60 8.80 9.00 9.20
m/z 107.10 67.54%
98.0
5000
138.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acq On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 Silane, chlorodiethyl(2-met... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.934 7.90 ng 760015 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, chlorodiethyl(2-methylbu... 208 C9H21C1l0Si 1000363-11-1 50
2 5-Methoxy-2-methylbenzothiazole 179 C9HONOS 1000342-71-0 43
3 DL-2-fluorophenylglycine, N-dime... 238 C12H15FN202 1000375-81-1 43
4 Silane, chlorodiethylpentyloxy- 208 C9H21C1l0Si 1000363-04-4 38
5 Benzothiazole, 6-methoxy-2-methyl- 179 C9H9NOS 002941-72-2 27

Abundance Scan 1164 (8.934 min): BF123138.D\data.ms (-1161) (-) m/z 179.20 100.00%
179.2

69.1 109.1
5000 41.1
P
‘ ‘ 14‘5'0 8.60 8.80 9.00 9.20
o‘Hwu‘w‘m‘u“mlk J‘M“‘u‘“;”uw,ﬂwwmHw‘U‘MH?R‘?:?_W,‘ m/z 109.10  53.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #68295: Silane, chlorodiethyl(2-methylbutoxy)-
109.0 179.0
5000 L B L B R
8.60 8.80 9.00 9.20
81.0 m/z 69.10  52.28%
41.0 ‘ ‘ ‘ ‘137.0
0 HH‘\W‘H“M\‘HW “\“\“\\“H“‘\‘HM\MH\“‘H‘H‘\H‘\l‘u\%(\)\B\.\O‘HH’\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45094: 5-Methoxy-2-methylbenzothiazole
179.0
R RRRERREE
8.60 8.80 9.00 9.20
5000 136.0 m/z 55.10 42.22%
69.0 950
15.0
0'r \‘\ ™ 42‘q gl gl b e l‘\ R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #91943: DL-2-fluorophenylglycine, N-dimethylaminometh AR EEERREE
179.0 8.60 8.80 9.00 9.20
m/z 41.10 39.87%
5000
44.0 109.0
ol15.0 ‘ 830 u‘ 1520 1 5060 238.(
A RA A aa e R S e B AR e S R RRRERREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acq On 5 Feb 2021 16:39

Operator Ju/caG

Sample : M1317-05

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Decahydro-4,4,8,9,10-pentam...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
9.351 17.96 ng 3432490  Acenaphthene-d10 9.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1
2 1-(p-Fluorophenyl)-4-piperidone
3 2-Anthracenamine
4 1-Anthracenamine

Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28

193 C11H12FNO
193 C14H11N
193 C14H11N

5 Pyrazole, 5-methyl-3-(5-nitro-2-... 193 C8H7N303

080655-44-3 93
1000238-56-7 49
000613-13-8 27
000610-49-1 27
016239-90-0 25

Abundance Scan 1235 (9.351 min): BF123138.D\data.ms (-1231) (-) m/z 193.20 100.00%
198.2

55.1 123.1
5000 95.1
PP T T
151.1 9202 9.00 9.20 9.40 9.60
0 : m/z 55.10 52.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 69.0 95.0 LB L B o e
9.00 9.20 9.40 9.60
m/z 123.10 50.84%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
1938.0
SRR RRRARERRREERRER
123.0 9.00 9.20 9.40 9.60
5000 m/z 69.10 42 .36%
150.0
95.0
0170, W20 890 L b e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55484: 2-Anthracenamine T
193.0 9.00 9.20 9.40 9.60
m/z 41.10 41.42%
5000 165.0
97.0
70.0 139.0
O bbbt e et e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acq On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 16 1-(p-Fluorophenyl)-4-piperi... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
9.663 33.93 ng 6482830  Acenaphthene-die 9.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 53
2 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 38
3 2-Anthracenamine 193 C14H11N 000613-13-8 35
4 Trisiloxane, 1,1,3,3,5,5-hexamet... 208 C6H2002Si3 001189-93-1 35
5 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 32

Abundance Scan 1288 (9.663 min): BF123138.D\data.ms (-1285) (-) m/z 193.20 100.00%
198.2

5000 69.1 123.1
41.1 951
e e
L b
0 ww‘p‘m i mw_‘H‘_mh“waw_?‘lﬁu?‘ m/z 69.10  41.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193.0
123.0
5000 — —
150.0 9.50 10.00
95.0 m/z 123.10 38.88%
O 170420690“‘ ‘\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
1938.0
P e
123.0 9.50 10.00
5000 69.0 95.0 m/z 83.10 34.83%
151.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55484: 2-Anthracenamine —— —
193.0 9.50 10.00
m/z 41.10 31.79%
5000 165.0 M
97.0
70.0 139.0
o RN it VT S SRS SR | N AN — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acq On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 17 unknown9.82 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.828 12.30 ng 2349470  Acenaphthene-die 9.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 83
2 Silane, chlorodiethyl(2-methylpe... 222 C10H23C10Si 1000363-12-7 43
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 35
4 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 35
5 2,4,5,5,8a-Pentamethyl-4a,5,6,7,... 208 C14H240 1000195-30-1 30

Abundance Scan 1316 (9.828 min): BF123138.D\data.ms (-1313) (-) m/z 69.10 100.00%

69.1
41.1 109.1 1932
5000
137.1
— ——
165.2
224.2 9.50 10.00
0 m/z 193.20 76.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 69.0 90 T ——
9.50 10.00
m/z 55.10 72.40%
‘ ‘ ‘ 151.0
O H\‘H\\‘\H‘\‘\U‘\\“‘lH‘!‘\‘\“1\“‘1\\\“\\“\\‘\\\\“\\}‘\‘\!H‘\H\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #78627: Silane, chlorodiethyl(2-methylpentyloxy)-
109.0
193.0
— ——
9.50 10.00
5000 83.0 m/z 83.10 70.39%
43.0 ‘ ‘ 510
0 H"‘U‘“‘Hm‘l““u“m‘!ul“uu‘m b 2220
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11594: Cyclohexane, 1,2,4-trimethyl- P ——
69.0 9.50 10.00
111.0 m/z 109.10  70.25%
5000 41.0
o%ﬁ-RHH‘;”"Muw‘lm:“_m‘m‘w"H_WWWWW - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.50 10.00

8270-BF012721.M Sat Feb 06 ©3:23:01 2021 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acq On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 18 unknown9.87 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.875 20.00 ng 3821470  Acenaphthene-d10 9.957

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Indolinecarboxaldehyde, 2-hydr... 193 C10H11NO3 013303-70-3 47
2 1-(p-Fluorophenyl)-4-piperidone 193 C11H12FNO 1000238-56-7 43
3 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 42
4 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 38
5 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 38

Abundance Scan 1324 (9.875 min): BF123138.D\data.ms (-1321) (-) m/z 193.20 100.00%

193.2
5000 97.1
411 o 123.1
950 10 00
152.1
0218-2 m/z 97.10  42.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55181: 1-Indolinecarboxaldehyde, 2-hydroxy-5-methoxy
193.0
5000 — —
43.0 69.0 9.50 10.00
95.0 : m/z 109.10 36.36%
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
1938.0
P P
123.0 9.50 10.00
5000 m/z 69.10  33.21%
150.0
5.0
otz 20800 L b
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl- — ——
193.0 9.50 10.00
m/z 95.10 28.10%
5000 55.0
109.0
810
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acq On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 19 28-Nor-17.alpha.(H)-hopane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.321 16.55 ng 1287870 Perylene-di2 15.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 28-Nor-17.alpha. (H)-hopane 398 C29H50 053584-60-4 80
2 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 43
3 Anthracene, 9-dodecyltetradecahy... 360 C26H48 055401-75-7 38
4 9H-Fluorene-9-carbonitrile 191 C14HSN 001529-40-4 35
5 5-(p-Aminophenyl)-2-thiazolamine 191 C9H9N3S 090349-87-4 27
Abundance Scan 2420 (16.321 min): BF123138.D\data.ms (-2417) (- m/z 191.15 100.00%
191.2
5000 95.1
‘ % ‘ 1600 1650
41. 383.4 . ' :
ol ‘]‘h “‘ L “‘t ‘Hd“‘ dh, 2641 3322 TP 436 nyz 9s.10  43.24%
miz--> 50 100 150 200 250 300 350 400
Abundance #211536: 28-Nor-17.alpha.(H)-hopane
191.0
5000 — ——
109.0 16.00 16.50
_ m/z 8l.10 42.25%
260.0 '
Ot [T “L\‘ \\\H‘\‘ “\L\ T \“ \l T T “\ \:}\9“-\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191.0
— ——
16.00 16.50
500028.0 m/z 177.10  41.00%
135.0
oﬁl'q\\ P ——
m/fz--> 50 100 150 200 250 300 350 400
Abundance #190939: Anthracene, 9-dodecyltetradecahydro- — —
95.0 191.0 16.00 16.50
m/z 109.10  29.81%
43.0
5000
o liillimso | momso
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acq On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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 20 .beta.-iso-Methyl ionone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.774 11.18 ng 870208 Perylene-di2 15.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 55
2 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220 000127-43-5 49
3 9H-Fluorene-9-carbonitrile 191 C14HSN 001529-40-4 35
4 3-Fluoro-5-trifluoromethylbenzoi... 390 C21H30F402 1000338-66-2 27
5 3-Fluoro-5-trifluoromethylbenzoi... 390 C21H30F402 1000338-66-1 27

Abundance Scan 2497 (16.774 min): BF123138.D\data.ms (-2492) (-} m/z 191.15 100.00%

191.2
5000 95.1
n ]137.1 1 T
. 16.50 17.00
ol ]1 ! ﬂ“ﬂ,‘”ﬂ u““u”‘u | Ly 2591 sst2 T4 Toc 1o 38.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #66096: .beta.-iso-Methyl ionone
191.0
500028.0 —— ——
16.50 17.00
135.0 m/z 81.10 34.58%
0193-’9 “\\\\’\\\\‘\\\\‘\\\\’\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #66146: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen:
191.0
—— —
16.50 17.00
m/z 123.10 26.24%
5000 g7 g /
107.0149.0
miz--> 50 100 150 200 250 300 350 400
Abundance #53873: 9H-Fluorene-9-carbonitrile —— T
191.0 16.50 17.00
m/z 69.10 24.52%
30.0 820 1390]
e — —
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00

8270-BF012721.M Sat Feb 06 ©3:23:03 2021 Page: 24



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020521\
Data File : BF123138.D

Acqg On : 5 Feb 2021 16:39
Operator : JU/CG

Sample : M1317-05

Misc :

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF012721.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|
Octane, 3,6-dim... 6.145 12.0 ng 852550 1 6.892 1423240 20.0
Isobutyl nonyl ... 6.340 11.4 ng 808342 1 6.892 1423240 20.0
4-Octene, 2,6-d... 6.434 12.0 ng 853512 1 6.892 1423240 20.0
Bicyclo[2.2.1]h... 6.628 15.2 ng 1081990 1  6.892 1423240 20.0
Naphthalene, de... 7.292 8.1 ng 572719 1 6.892 1423240 20.0
unknown?7.54 7.545 9.9 ng 955223 2 8.181 1924480 20.0
unknown?7.59 7.598 9.4 ng 903700 2 8.181 1924480 20.0
Undecane, 2,6-d... 8.239 9.9 ng 951063 2  8.181 1924480 20.0
unknown8.48 8.481 14.1 ng 1355980 2 8.181 1924480 20.0
Nonane, 2,6-dim... 8.604 8.1 ng 775170 2 8.181 1924480 20.0
1-Ethyl-1(1-cyc... 8.733 10.7 ng 1026830 2 8.181 1924480 20.0
unknown8.81 8.816 9.8 ng 938558 2 8.181 1924480 20.0
unknown8. 87 8.875 10.6 ng 1022190 2 8.181 1924480 20.0
Silane, chlorod... 8.934 7.9 ng 760015 2 8.181 1924480 20.0
Decahydro-4,4,8... 9.351 18.0 ng 3432490 3 9.957 3821470 20.0
1-(p-Fluorophen... 9.663 33.9 ng 6482830 3  9.957 3821470 20.0
unknown9. 82 9.828 12.3 ng 2349470 3 9.957 3821470 20.0
unknown9. 87 9.875 20.0 ng 3821470 3 9.957 3821470 20.0
28-Nor-17.alpha... 16.321 16.6 ng 1287870 6 15.592 1556210 20.0
.beta.-iso-Meth... 16.774 11.2 ng 870208 6 15.592 1556210 20.0
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