LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF022719.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.340 548 553 556 rBY 2839247 2706309 78.16% 6.324%
2 6.369 723 728 745 rBVY 3002542 2937121 84.82% 6.863%
3 6.498 745 750 753 rBVY 3185250 2961910 85.54% 6.921%
4 6.722 785 788 792 rBV 941540 844515 24.39% 1.973%
5 6.881 811 815 819 rBVY 2658920 2281551 65.89% 5.332%
6 7.286 879 884 887 rBVY 1842536 1803408 52.08% 4.214%
7 7.510 917 922 925 rBV2 67752 92744 2.68% 0.217%
8 8.004 1002 1006 1011 rBV 1226227 1248169 36.05% 2.917%
9 8.086 1018 1020 1022 rVB 379973 282642 8.16% 0.660%
10 8.110 1022 1024 1027 rBv4 84380 107040 3.09% 0.250%

11 8.181 1032 1036 1039 rBvV2 117617 152579 4.41% 0.357%
12 8.245 1045 1047 1050 rvB4 92900 95077 2.75% 0.222%
13 8.310 1050 1058 1060 rBV3 320558 471530 13.62% 1.102%
14 8.339 1060 1063 1065 rBV3 136854 123072 3.55% 0.288%
15 8.363 1065 1067 1071 rVvB4 137597 111784 3.23% 0.261%

16 8.404 1071 1074 1077 rBv4 178706 228251 6.59% 0.533%
17 8.445 1078 1081 1085 rBV 803608 964340 27.85% 2.253%
18 8.516 1090 1093 1096 rBV3 169836 202282 5.84% 0.473%
19 8.557 1098 1100 1102 rBV2 183432 199853 5.77% 0.467%
20 8.610 1105 1109 1110 rBV2 319674 336035 9.70% 0.785%

21 8.628 1110 1112 1114 rBV3 134378 136496 3.94% 0.319%
22 8.651 1114 1116 1118 rBV3 188295 196025 5.66% 0.458%
23 8.710 1123 1126 1129 rVB3 722030 885166 25.56% 2.068%
24 8.757 1129 1134 1139 rBV7 431474 801029 23.13% 1.872%
25 8.810 1141 1143 1144 rBV 213920 186357 5.38% 0.435%

26 8.875 1151 1154 1156 rBV3 400550 420623 12.15% 0.983%
27 8.898 1156 1158 1160 rVvVv 488113 493170 14.24% 1.152%
28 8.928 1160 1163 1167 rVB 858235 961658 27.77% 2.247%
29 9.045 1180 1183 1186 rVB 1640542 1388949 40.11% 3.246%
30 9.086 1186 1190 1194 rVB 3578584 3462622 100.00% 8.091%

31 9.128 1195 1197 1199 rBV3 358522 344295 9.94% 0.805%
32 9.169 1202 1204 1206 rBV2 634945 617651 17.84% 1.443%
33 9.192 1206 1208 1210 rVB2 637768 526333 15.20% 1.230%
34 9.375 1236 1239 1241 rBV 831528 752451 21.73% 1.758%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.398 1241 1243 1246 rBV3 545539 751777 21.71% 1.757%
36 9.480 1254 1257 1258 rBV 1206741 913609 26.38% 2.135%
37 9.504 1258 1261 1264 rVV 2533862 2815162 81.30% 6.578%
38 9.686 1289 1292 1295 rVB 2000292 1840548 53.15% 4_.301%
39 9.763 1301 1305 1311 rBV7 1802217 3399248 98.17% 7.943%
40 10.045 1350 1353 1360 rBV4 1604045 2911113 84.07% 6.803%

41 15.274 2239 2242 2245 rBVY 778485 838964 24.23% 1.960%

Sum of corrected areas: 42793458
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF031319\

BF113037.D

13 Mar 2019 19:22

JussJ

K1871-01

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown6.50 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.50 70.14 ng 2961910 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 37
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 750 (6.498 min): BF113037.D (-745) (-) m/z 132.00 100.00%
32
5000 68
© 51 |l 0 g % s J o5 ok ok ok
o gL e | weus m/z 68.00 39.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 S RARSE LA AR RAR
69 6.20 6.40 6.60 6.80
ag o m/z 134.00 33.36%
8 g 89 103 ..
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 o 620 640 6.60 680
5000 m/z 66.00 25.42%
31 5l 8
0 ‘ L1 H (1 . |
LR S L I UL UL UL UURL L UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! T
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 14 _.83%
5000 og 0
o -‘-“‘. I‘??..I‘L!J()I?.‘.\‘I”\HII”|1|58””||1|8? S | |
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Undecane, 2,6-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.

8.09 4.53 ng 282642 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 80
2 Hexadecane. 7-methvl- 240 C17H36 026730-20-1 53
3 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 53
4 Sulfurous acid. butvl octvl ester 250 C12H2603S 1000309-17-5 53
5 Undecane, 6-ethyl- 184 C13H28 017312-60-6 53

Abundance Scan 1021 (8.092 min): BF113037.D (-1018) (-) m/z 163.10 100.00%
163
5000 71 107
43 o7 85 145
| 121 | 178 7.80 8.00 820 8.40
Ot .'.I.."l..|I||."|.'.""“".i'....il'...'.... RS m/z 71.00 47 .63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48882: Undecane, 2,6-dimethyl-
g7
5000 43
71 7.80 8.00 820 8.40
m/z 107.00 42 .05%
29 98 113
ol | 8 7 113157 141154 169 184
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 240
Abundance #94353: Hexadecane, 7-methyl-
g7
71
23 7.80 8.00 820 8.40
5000 m/z 57.00 32.73%
85
99 112
0 L L J | 126 141 \‘ 168 183196 211 225 240
m/z--> 20 45 60 80 100 150 140 160 180 200 220 240
Abundance #48867: Undecane, 3,6-dimethyl-
57 7.80 8.00 820 8.40
m/z 43.00 29.29%
5000 43 71
29 85
o | i 98 113 157 141 155 160 184
m/z--> 20 40 éo 80 100 120 140 1éo 180 200 220 240 780 8.00 8.0 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Cyclohexane, 1,1"-methylene... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.

8.31 7.56 ng 471530 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.1"-methvlenebis- 180 C13H24 003178-23-2 58
2 Cvclohexane. (4-methvlpentvl)- 168 C12H24 061142-20-9 58
3 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 53
4 Cvclohexane. 1.1"-(1.4-butanediv... 222 C16H30 006165-44-2 50
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 49

Abundance Scan 1058 (8.310 min): BF113037.D (-1050) (-) m/z 83.00 100.00%
5000
800 8.20 840 8.60
0 m/z 55.00 78 .30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45733: Cyclohexane, 1,1'-methylenebis-
55
41
5000 U UL S L A
67 8.00 8.20 8.40 8.60
96 180 m/z 82.00 65.06%
o | 109 123 137 152 ,
m/z--> 20 40 60 80 100 120 140 160 180 '
Abundance #36844: Cyclohexane, (4-methylpentyl)-
83
55 U NI S I
8.00 8.20 8.40 8.60
5000 m/z 163.05 44 _70%
41
- 67
o | ‘M Al 97 109 125 140 153 168
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27051: Cyclohexane, pentyl-
83 8.00 8.20 8.40 8.60
m/z 41.00 39.05%
55
5000
41 .
29 154
0 '}? Jj"‘ﬂt' NLI 'U“ o "?K '%%1'|%2§" Tt J'I BN U UL S I
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 unknown8.40 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.

8.40 3.66 ng 228251 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentane. l-pentvl-2-propvl- 182 C13H26 062199-51-3 49
2 5-Undecene. (EBE)- 154 C11H22 000764-97-6 46
3 3-Undecene. (E)- 154 C11H22 001002-68-2 46
4 Cvclopentane. hexvl- 154 C11H22 004457-00-5 45
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 45

Abundance Scan 1073 (8.398 min): BF113037.D (-1071) (-) m/z 69.00 100.00%
5000
800 8.0 840 860 8.80
o} m/z 111.00 81.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47291: Cyclopentane, 1-pentyl-2-propyl-
55
83
41
5000 RS AN R LR R
g7 8.00 8.0 840 8.60 8.80
29 m/z 57.00 80.00%
125 139 45 182
o} e
m/z--> 20 40 60 80 100 120 150 1éo 1éo
Abundance #27037: 5-Undecene, (E)-
55
41 69 LR A LR
8.00 8.20 8.40 8.60 8.80
5000 m/z 43.00 78.83%
29 ‘ 154
o --“-‘.-H--a“--‘-‘-. il ,IMH ,\‘I,l,{l, L N N
m/z--> 20 40 60 100 120 140 160 180
Abundance #27024.3Undecene,(E)— SN NN LI B B
41 8.00 8.20 8.40 8.60 8.80
5 o m/z 55.00 78.66%
5000
29
83
154
I R Al .rﬂ‘..?ﬁ .%{1.,%2§.%%9... NN S
m/z--> 20 40 60 80 100 120 140 160 180 800 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Pentadecane, 2,6,10-trimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
" 8.45 15.45ng 064340  Naphthalene-ds 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 78

000504-44-9 72
1000309-17-5 72

2 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42
3 Sulfurous acid. butvl octvl ester 250 C12H2603S

4 Octane. 2.3.6-trimethvl- 156 Cl1H24 062016-33-5 72
5 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 72
Abundance Scan 1082 (8.451 min): BF113037.D (-1078) (-) m/z 57.00 100.00%
57
71
43
5000
12, 149 820 840 8.60 880
125 : : : :
0 ...,....','...| ..|':.,*.|..'??‘..'!|.,.. el 200183108 Tm/z 71.00 77.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
43
5000 71 LN L L L L L L L
8 820 8.40 8.60 8.80
29 ° m/z 43.00 55.51%
99 113
o Ul | il 127141155169183196211225239254
rerprtre e e e e e e e e T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #129508: Hexadecane, 2,6,11,15-tetramethyl-
57 11
43 LIS L L LL  LL
820 8.40 8.60 8.80
5000 m/z 41.00 33.26%
85
29 127
RECe I a5 07y 267
A=
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #101974: Sulfurous acid, butyl octyl ester R B B
57 820 8.40 8.60 8.80
m/z 55.00 20.25%
5000 [
41
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 820 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 cis,cis-1,6-Dimethylspiro[4... Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.

8.52 3.24 ng 202282 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis.cis-1.6-Dimethvlspirol4.51de... 166 C12H22 1000111-72-4 58
2 trans.cis-1.8-Dimethvlspirol4.51... 166 C12H22 1000111-72-9 49
3 1.1.6.6-Tetramethvlspirol4.41nonane 180 C13H24 074054-92-5 49
4 Naphthalene. decahvdro-1.1-dimet... 166 C12H22 035431-04-0 38
5 trans,cis-2,8-Dimethylspiro[5.5]... 180 C13H24 095472-52-9 38

Abundance Scan 1094 (8.522 min): BF113037.D (-1090) (-) m/z 165.05 100.00%
% oo 165
5000
180 191 820 840 8.60 8.80
o} m/z 95.00 88.96%
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #35199: cis,cis-1,6-Dimethylspiro[4.5]decane
N R 3
67 109 166
5000 I NARAR SRR SRR AR
8.20 8.40 860 8.80
m/z 109.00 79 .04%
123 137 151
L L R S A R I""II"JI""IJ"'I'”'I'
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #35212: trans,cis-1,8-Dimethylspiro[4.5]decane
81 95
e 68 110 820 840 8.60 8.80
5000 m/z 81.00 66.91%
123 166
L e
L L WL WL UL L UL LIS DL W
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #45736: 1,1,6,6-Tetramethylspiro[4.4]nonane R RN RSN
95 109 8.20 8.40 860 8.80
m/z 67.00 38.88%
165
5000 69 81
a
29 ‘ ‘ ‘ 123 137 180
152
o N O RO PP -~ Y el ——
mz--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 860 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 unknown8.56 Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
8.56 3.20 ng 199853 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 9-Oxabicvclol6.1.01lnonane. 1-met... 140 C9H160 052954-47-9 38
2 Cvclohexane. 1.1.2-trimethvl- 126 C9H18 007094-26-0 30
3 Cvclohexane. 2-ethvl-1.3-dimethvl- 140 C10H20 007045-67-2 25
4 1-Ethyl-1(1l-cvclobutylidenethvl)... 164 C12H20 1000215-13-7 18

5 2-Methyl-2-octene 126 C9H18 016993-86-5 18
Abundance Scan 1101 (8.563 min): BF113037.D (-1098) (-) m/z 69.00 100.00%
6o
a2 111
5000

8.20 8.40 8.60 8.80
m/z 57.00 60.36%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18792: 9-Oxabicyclo[6.1.0]nonane, 1-methyl-, cis-
69

4

5000

820 8.40 8.60 8.80
m/z 111.05 54 .88%

01
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11580: Cyclohexane, 1,1,2-trimethyl-
69
R R
41 5 111 8.20 8.40 8.60 8.80
5000 m/z 41.00 53.00%
27 ‘ 98 126
N0 e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18049: Cyclohexane, 2-ethyl-1,3-dimethyl- SN BamaE REsEE
69 8.20 8.40 8.60 8.80
55 m/z 43.00 50.93%
111
5000
41
83 97 140
0...,.U..J”..,.:..,:.”,....ﬂ??..“...,....,”..,. A AR A=
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80

8270-BF022719.M Thu Mar 14 16:59:10 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Sulfurous acid, cyclohexylm... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.

8.61 5.38 ng 336035 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. cvclohexvIimethvl... 430 C25H5003S 1000309-22-6 78
2 Ethanone. 1-(1-methvlcvclohexvl)- 140 C9H160 002890-62-2 72
3 Sulfurous acid. cvclohexvimethvl... 416 C24H4803S 1000309-22-5 72
4 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 72
5 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 64

Abundance Scan 1109 (8.610 min): BF113037.D (-1105) (-) m/z 97.00 100.00%
o7
55
5000
11 145 182 8.20 8.40 8.60 8.80 9.00
0 ,....-,|-|...-!|,..|'|.. A A 168 e m/z 55.00 65.91%
m/z-> 20 40 80 100 120 140 160 180 200 220 240
Abundance #222224. Sulfurous acid, cyclohexylmethyl octadecy! ester
o7
5000 R RN UL UL I
55 820 840 8.60 8.80 9.00
43 ;1 83 m/z 57.00 24 . 77%
ol 2 | | | 111125 141 155169 253
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18753: Ethanone, 1-(1-methylcyclohexyl)-
g5 97
820 840 8.60 8.80 9.00
5000 m/z 43.00 21.84%
43
S e
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #217916: Sulfurous acid, cyclohexylmethyl heptadecyl ester I o e e
97 8.20 8.40 8.60 8.80 9.00
m/z 96.00 21.71%
5000
55
43 71 83
oL 2 Al J A 111125 141 155169 239
mz-> 20 4'0 60 80 100 120 140 160 180 200 220 240 820 840 8.60 8.80 9.00

8270-BF022719.M Thu Mar 14 16:59:10 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 unknown8.65 Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.

8.65 3.14 ng 196025 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. cvclohexvlmethvl is... 270 C15H2604 1000309-68-3 38
2 Dodecane. 5-methvl- 184 C13H28 017453-93-9 27
3 Undecane. 2.7-dimethvl- 184 C13H28 017301-24-5 27
4 Decane. 2.4.6-trimethvl- 184 C13H28 062108-27-4 27
5 Oxalic acid, 6-ethyloct-3-yl iso... 314 C18H3404 1000309-34-3 27

Abundance Scan 1116 (8.651 min): BF113037.D (-1114) (-) m/z 97.00 100.00%
5000
111 ,,,135 8.40 8.60 8.80 9.00
o 124 17, 155190 m/z 55.00 71.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #119049: Oxalic acid, cyclohexylmethyl isohexyl ester
55 97
5000 43 IR SRR RN RN
8.40 8.60 8.80 9.00
69 85 m/z 43.00 69.35%
o 2 111 120141 227
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48845: Dodecane, 5-methyl-
43
" '8.40 8.60 8.80 9.00
5000 57 P m/z 57.00 49_.90%
71
29
0 ‘ \‘\ ‘ m 98 113 1%6 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48861: Undecane, 2,7-dimethyl- S T
43 8.40 8.60 8.80 9.00
m/z 71.00 39.96%
57
5000 71 g5
29
o \ ‘L . % 111 127141 169
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00

8270-BF022719.M Thu Mar 14 16:59:11 2019

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Undecane, 5-ethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

8.71 14.18 ng 885166 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 5-ethvl- 184 C13H28 017453-94-0 59
2 Heptacosane 380 C27H56 000593-49-7 53
3 Hexadecane 226 C16H34 000544-76-3 53
4 Undecane. 3.9-dimethvl- 184 C13H28 017301-31-4 53
5 Octadecane, 1-chloro- 288 C18H37ClI 003386-33-2 53

Abundance Scan 1126 (8.710 min): BF113037.D (-1123) (-) m/z 57.00 100.00%
57
5000
85 ERE AN R U A
I I 111 45 179 8.40 8.60 8.80 9.00
L m/z 71.00 40.65%
m/z--> 50 100 150 200 250 300 350
Abundance #48841: Undecane, 5-ethyl-
57
5000 ISR SRR U AR
8.40 860 8.80 9.00
29 85 m/z 43.00 38.43%
bt e
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
840 860 8.80 9.00
5000 m/z 41.00 29.10%
85
o %9 | 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane AR REaEE R e
57 8.40 8.60 8.80 9.00
m/z 85.00 21.67%
5000 85
29
m/z--> 50 100 150 200 250 300 350 840 8.60 880 9.00

8270-BF022719.M Thu Mar 14 16:59:11 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 unknown8.76 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.

8.76 12.84 ng 801029 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (1.2-dimethvibutvI)- 168 C12H24 061142-37-8 35
2 2.3.4-Trimethvl-hex-3-enal 140 C9H160 1000193-72-9 18
3 2H-1-Benzopvran. 3.4.4a.5.6.8a-h... 194 C13H220 041678-32-4 15
4 7-Octenal. 3.7-dimethvl- 154 C10H180 000141-26-4 15
5 5-Hexen-2-one, 5-methyl- 112 C7H120 003240-09-3 14

Abundance Scan 1135 (8.763 min): BF113037.D (-1129) (-) m/z 69.00 100.00%
179
5000
840 8.60 880 9.00
0 m/z 179.10 92.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36860: Cyclohexane, (1,2-dimethylbutyl)-
6o
55
5000 43 111
8.40 8.60 8.80 9.00
29 83 o5 m/z 57.00 88.18%
ol ) 125 139 168
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18718: 2,3,4-Trimethyl-hex-3-enal
69
=° SRR SR SRS R
8.40 8.60 8.80 9.00
41 111
5000 m/z 55.00 79.10%
H 8 % 125 940
Oul....|..‘.‘l‘lu‘...”l“...‘.luu‘lulu‘...luuuuluuu.|....|.
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #56442: 2H-1-Benzopyran, 3,4,4a,5,6,8a-hexahydro-2,5,5,8a-.. R
179 8.40 8.60 8.80 9.00
m/z 41.00 66.02%
5000
107
84 95
o.,.‘.‘. -.--- .-“w- mm Al ,?Hll N e ) 1 ek
m/z--> 20 100 120 140 160 180 200 840 8.60 8.80 9.00

8270-BF022719.M Thu Mar 14 16:59:12 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 13 unknown8.87 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.87 6.74 ng 420623 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-ethvl- 170 C12H26 001636-44-8 49
2 Undecane. 5-methvl- 170 C12H26 001632-70-8 46
3 5-Ethvl-4-octanone 156 C10H200 1000374-08-1 43
4 Octane 114 C8H18 000111-65-9 43
5 4-Methyl-5-nonanone 156 C10H200 035900-26-6 35
Abundance Scan 1153 (8.869 min): BF113037.D (-1151) (-) m/z 69.00 100.00%

5000

8.60 8.80 9.00 9.20
m/z 43.00 82.28%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38320: Decane, 4-ethyl-

8.60 8.80 900 9.20
m/z 111.10 78 .39%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38331: Undecane, 5-methyl-
43 57
I B LI o o S R
71 8.60 8.80 9.00 9.20
5000 85 m/z 55.00 73.84%
29 112
0 | M I 99 | 126 140 155 170
L o o o T HLJ I I i s s o o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28246: 5-Ethyl-4-octanone e R AR ma
43 71 85 8.60 8.80 9.00 9.20
m/z 57.00 53.79%
114
5000
57
99
! o1 1se
L T M L4 A o O
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF022719.M Thu Mar 14 16:59:12 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 Cyclohexane, octyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.93 5.66 ng 961658 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. octvl- 196 C14H28 001795-15-9 64
2 Oxalic acid. cvclohexvl dodecvl ... 340 C20H3604 1000309-31-4 53
3 Cvclohexane. nonadecvl- 350 C25H50 022349-03-7 53
4 Oxalic acid. cvclohexvl octvl ester 284 C16H2804 1000309-31-0 52
5 Oxalic acid, cyclohexyl nonyl ester 298 C17H3004 1000309-31-1 52
Abundance Scan 1163 (8.928 min): BF113037.D (-1160) (-) m/z 83.00 100.00%

83
55
5000

111199147 1 182 8.60 8.80 9.00 9.20
ob—3 b e, 1= | m/z 82.00 69.99%

m/z--> 50 100 150 200 250 300 350
Abundance #58302: Cyclohexane, octyl-
83
55

5000 LA L L L L L LB |
8.60 8.80 9.00 9.20
- m/z 55.00 65.58%
SR e e
m/z--> 50 100 150 200 250 300 350
Abundance #176832: Oxalic acid, cyclohexyl dodecy! ester
83
s BN maa s
8.60 8.80 9.00 9.20
5000 55 m/z 41.00 29.49%
A W S S
m/z--> 50 100 150 200 250 300 350
Abundance #184205: Cyclohexane, nonadecyl- e A RAREE
83 8.60 8.80 9.00 9.20
m/z 67.00 20.29%
55
5000
o 29 \111 139 167 266 350
- IIII LI B LI B B T T T 7T T T T T T IIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 8.60 8.80 9.00 9.20

8270-BF022719.M Thu Mar 14 16:59:13 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 15 unknown9.17 Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

9.17 3.63 ng 617651 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Acetvlocta-1.2-diene 152 C10H160 1000250-44-5 22
2 Iminostilbene 193 C14H11N 000256-96-2 14
3 1.3-Azulenedicarbonitrile. 2-amino- 193 C12H7N3 003786-66-1 14
4 1H-Indole. 2-phenvl- 193 C14H11N 000948-65-2 14
5 2-Phenylindolizine 193 C14H11N 025379-20-8 14

Abundance Scan 1204 (9.169 min): BF113037.D (-1202) (-) m/z 193.15 100.00%
193
5000
208 8.80 9.00 9.20 9.40 9.60
0 LTT+H1 m/z 55.00 70.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25123: 4-Acetylocta-1,2-diene
43
5000 AN L UL AL
8.80 9.00 9.20 9.40 9.60
. 100 123 m/z 41.00 53.95%
67 81 95
0 |""u '3%I'I'"""'ml"“'ll"}?7'}§% rrrTrpTTrrrT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55475: Iminostilbene
193
880 9.00 9.20 9.40 9.60
5000 m/z 43.00 51.55%
165
o 27 39 51 63 8 99 11518130152 "] 177 |
mz-> 20 40 60 80 100 120 140 160 180 200 |
Abundance #55459: 1,3-Azulenedicarbonitrile, 2-amino- A
193 8.80 9.00 9.20 9.40 9.60
m/z 123.00 51.00%
5000
139 165
ol 28 39 50 ‘gf‘ 76 88 100113 157 | 149 || 176
m/z--> 20 40 60 80 1(')0 150 140 160 180 200 ' 880 9.00 9.20 9.40 9.60

8270-BF022719.M Thu Mar 14 16:59:13 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 16 unknown9.19 Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.

9.19 3.10 ng 526333 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. cvclohexvIimethvl... 262 C13H2603S 1000309-21-5 43
2 Ethanone. 1-(1-methvlcvclohexvl)- 140 C9H160 002890-62-2 38
3 Pentadecane 212 C15H32 000629-62-9 25
4 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 22
5 Hexadecane 226 C16H34 000544-76-3 22

Abundance Scan 1208 (9.192 min): BF113037.D (-1206) (-) m/z 97.00 100.00%
7 o7
43
5000 n
85 e
141 163 196 8.80 9.00 9.20 9.40 9.60
ol B s R8s R 212 hs, 57.00  92.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #112140: Sulfurous acid, cyclohexylmethyl isohexyl ester
97
55
5000 AN S AR AN R
43 8.80 9.00 9.20 9.40 9.60
m/z 43.00 59.69%
|2I9 I|| Al || || 111 127
0"'l""l""l""l""""l"" SRR Y SRR
m/z--> 20 40 100 120 140 160 180 200
Abundance #18753. Ethanone, 1-(1-methylcyclohexyl)-
55 97
8.80 9.00 9.20 9.40 9.60
5000 m/z 55.00 58.85%
43
\2\9 \H I 6\9 8\1 I 125 140
e L L S I WAL WL B S I LA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71393: Pentadecane R e R A
57 8.80 9.00 9.20 9.40 9.60
43 m/z 71.00 37.23%
71
5000 85
29 9
0 18 \‘ \‘\ H\ \‘ b 113 127 141 155 169 183 212
m/z--> 20 40 60 80 1(')0 150 14'10 160 180 200 8.80 9.00 9.20 9.40 9.60

8270-BF022719.M Thu Mar 14 16:59:14 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 Sulfurous acid, butyl undec... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.

9.37 4.43 ng 752451 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl undecvl ester 292 C15H3203S 1000309-17-8 64
2 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 64
3 Tetracontane. 3.5.24-trimethvl- 605 C43H88 055162-61-3 64
4 Heptacosane. 1-chloro- 414 C27H55CI 062016-79-9 59
5 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 58

Abundance Scan 1238 (9.369 min): BF113037.D (-1236) (-) m/z 57.00 100.00%
g7
5000
ﬂ85 173 N
“ \ 9.00 9.20 9.40 9.60 9.80
JuA.. A 204 0
0..”,..”,.. R i W B e m/z 43.00 53.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #137567: Sulfurous acid, butyl undecyl ester

5000

900 9.20 940 9.60 980
m/z 41.00 41.66%

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #48868: Undecane, 3,5-dimethyl-
57
R ERAREREEE
9.00 9.20 9.40 9.60 9.80
5000 m/z 71.00 37.99%
29 85
ST T UUEICR N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #241176: Tetracontane, 3,5,24-trimethyl- R RRR R EEE L
57 9.00 9.20 9.40 9.60 9.80
m/z 69.00 36.38%
5000
85
0 13141169 206 238 505 547
R B B A B o R B R e  RRARE RS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 unknown9.40 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.

9.40 4.42 ng 751777 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.1"-Bicvclohexvl. 4.4"-dimethvl- 194 C14H26 054823-99-3 30
2 Benzene. 1l-cvclohexvl-3-methvl- 174 C13H18 004575-46-6 25
3 Ethvl cvanoalvoxvlate-2-oxime 142 C5H6N203 003849-21-6 22
4 2-Methoxvresorcinol 140 C7H803 029267-67-2 22
5 Carbonic acid, neopentyl cyclohe... 228 C13H2403 1000357-85-8 22

Abundance Scan 1243 (9.398 min): BF113037.D (-1241) (-) m/z 55.00 100.00%
56 97
41
81 131
5000 69
174
145 159 189
9.00 9.20 9.40 9.60 9.80
o} m/z 97.00 84.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56502: 1,1'-Bicyclohexyl, 4,4'-dimethyl-
55 96
81
5000 SR AN AR LR
og 41 9.00 9.20 9.40 9.60 9.80
67 194 m/z 96.00 70.69%
o 15 110 123 137
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #41148: Benzene, 1-cyclohexyl-3-methyl-
118 131 174
105 ISR SR
9.00 9.20 9.40 9.60 9.80
5000 91 m/z 41.00 69.52%
77
kSRR PR
0 Hh H‘ H\\\ \\‘H ‘ ‘H‘lulu“uuu|||‘||||||||||||||
m/z--> " 40 80 100 120 140 160 180 200 220
Abundance #19338 Ethyl cyanoglyoxylate-2-oxime A EEEEE B
125 9.00 9.20 9.40 9.60 9.80
m/z 131.00 60.06%
53 69
5000
41
81 114
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.00 920 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 1-Bromo-1-methyl-1-silacycl... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

9.69 10.83 ng 1840550 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Bromo-1-methvl-1-silacvclohexane 192 C6H13BrSi 085125-32-2 70
2 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 47
3 Cvclohexane. 1.2-dimethvl-3-pent... 224 C16H32 062376-17-4 30
4 Cyclohexane. 1-(cvclohexvimethvl... 194 C14H26 054823-97-1 27
5 2-Anthracenamine 193 C14H1i1N 000613-13-8 22

Abundance Scan 1293 (9.692 min): BF113037.D (-1289) (-) m/z 97.00 100.00%

97 193

5000
111 T I
123 139 153 174 210 5o 9.40 9.60 9.80 10.00
0 m/z 193.20 88.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54794: 1-Bromo-1-methyl-1-silacyclohexane
¥ 177
5000 43 LN L L L L LB LB
85 9.40 9.60 9.80 10.00
59 m/z 83.00 73.40%
71
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, trans-
69 123 193
83 137 LA L L L L LB LB
a1 100 9.40 9.60 9.80 10.00
5000 55 95 m/z 55.00 65.45%
29 ‘
P = - N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-  EAmEEmEEE RS
97 9.40 9.60 9.80 10.00
55 69
83 m/z 69.00 51.46%
5000 4l
111 153
i
ok JJ..uM. NY,.M‘..ﬂM..h‘,.ﬂ:.,l?ﬁ.%?g et 24 N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9. 80 10 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113037.D

Aca On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 20 Cyclohexane, (2-methylpropyl)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
10.05 17.13 ng 2911110 Acenaphthene-d10 9.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvlpropvl)- 140 C10H20 001678-98-4 55
2 Cvclohexane. octvl- 196 C14H28 001795-15-9 46
3 Cvclohexane. butvl- 140 C10H20 001678-93-9 46
4 2-Piperidinone. N-T4-bromo-n-but... 233 C9H16BrNO 195194-80-0 46
5 n-Nonylcyclohexane 210 C15H30 002883-02-5 43

Abundance Scan 1354 (10.051 min): BF113037.D (-1350) (-) m/z 83.00 100.00%
83
P ddﬁN\kvvdﬁhvfkvw\fj
5000
M 6011184 204 gpe ug " '9.80 10.00 10.20 10.40
0 >, 24 m/z 55.00 75.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18026: Cyclohexane, (2-methylpropyl)-
83
41
5000 LR IR B UL B
97 9.80 10,00 10.20 10.40
27 69 140 m/z 82.00 70.50%
ol 15 | 112125 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #58302: Cyclohexane, octyl-
83
55 " '9.80 10.00 10.20 10.40
5000 m/z 57.00 58.22%
41
67
29 ‘ ‘ 97
Ot Bh L 2 12125139 168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #17972: Cyclohexane, butyl- T
83 9.80 1000 10.20 10.40
55 m/z 43.00 55.70%
5000
41
29 67 140
T O . N B D
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.80 1000 10.20 10.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031319\
Data File : BF113037.D

Acq On : 13 Mar 2019 19:22

Operator : JU/SJ

Sample : K1871-01

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
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]
unknown6 .50 6.50 70.1 ng 2961910 1 6.72 844515 20.0
Undecane, 2,6-dim... 8.09 4.5 ng 282642 2 8.00 1248170 20.0
Cyclohexane, 1,17 ... 8.31 7.6 ng 471530 2 8.00 1248170 20.0
unknown8 .40 8.40 3.7 ng 228251 2 8.00 1248170 20.0
Pentadecane, 2,6,... 8.45 15.4 ng 964340 2 8.00 1248170 20.0
cis,cis-1,6-Dimet... 8.52 3.2 ng 202282 2 8.00 1248170 20.0
unknown8 .56 8.56 3.2 ng 199853 2 8.00 1248170 20.0
Sulfurous acid, c... 8.61 5.4 ng 336035 2 8.00 1248170 20.0
unknown8 .65 8.65 3.1 ng 196025 2 8.00 1248170 20.0
Undecane, 5-ethyl- 8.71 14.2 ng 885166 2 8.00 1248170 20.0
unknown8.76 8.76 12.8 ng 801029 2 8.00 1248170 20.0
unknown8 .87 8.87 6.7 ng 420623 2 8.00 1248170 20.0
Cyclohexane, octyl- 8.93 5.7 ng 961658 3 9.76 3399250 20.0
unknown9 .17 9.17 3.6 ng 617651 3 9.76 3399250 20.0
unknown9.19 9.19 3.1 ng 526333 3 9.76 3399250 20.0
Sulfurous acid, b... 9.37 4.4 ng 752451 3 9.76 3399250 20.0
unknown9 .40 9.40 4.4 ng 751777 3 9.76 3399250 20.0
1-Bromo-1-methyl-_._. 9.69 10.8 ng 1840550 3 9.76 3399250 20.0
Cyclohexane, (2-m... 10.05 17.1 ng 2911110 3 9.76 3399250 20.0
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