LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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: BF113040.D
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.345 549 554 557 rBVY 2899213 3026544 67.07% 6.010%
2 6.375 724 729 732 rBVY 3260456 3317097 73.51% 6.587%
3 6.498 746 750 754 rBVY 3561289 3391440 75.15% 6.735%
4 6.728 785 789 792 rBVY 1076222 872755 19.34% 1.733%
5 6.887 812 816 819 rBVY 2973273 2681115 59.41% 5.324%
6 7.287 875 884 887 rBVY 2417646 2243057 49.71% 4 .454%
7 7.510 916 922 925 rBV2 80649 125484 2.78% 0.249%
8 7.651 945 946 951 rVB2 83275 111089 2.46% 0.221%
9 7.839 974 978 982 rBV2 87789 124281 2.75% 0.247%
10 7.922 987 992 995 rVvv3 84674 131527 2.91% 0.261%

11 8.010 1002 1007 1011 rBV 1359121 1404470 31.12% 2.789%
12 8.086 1018 1020 1022 rVB 519482 370758 8.22% 0.736%
13 8.110 1022 1024 1027 rBV2 106480 134607 2.98% 0.267%
14 8.186 1032 1037 1039 rBV2 160556 220967 4_.90% 0.439%
15 8.222 1041 1043 1045 rBV3 106560 109304 2.42% 0.217%

16 8.251 1045 1048 1051 rvB4 109621 122735 2.72% 0.244%
17 8.310 1053 1058 1061 rVB3 551663 593190 13.15% 1.178%
18 8.339 1061 1063 1065 rBvV 176217 184778 4_.09% 0.367%
19 8.363 1065 1067 1071 rVB4 146164 132692 2.94% 0.263%
20 8.410 1071 1075 1077 rBV3 241868 298389 6.61% 0.593%

21 8.445 1078 1081 1085 rBV 939163 1236800 27.41% 2.456%
22 8.516 1090 1093 1096 rBV3 231059 288128 6.38% 0.572%
23 8.563 1098 1101 1102 rBV2 214892 213934 4.74% 0.425%
24 8.610 1106 1109 1111 rBV 459674 497201 11.02% 0.987%
25 8.657 1114 1117 1118 rBV3 244956 258586 5.73% 0.513%

26 8.710 1123 1126 1129 rVB2 872807 1167682 25.88% 2.319%
27 8.757 1132 1134 1139 rBv4 362914 496634 11.01% 0.986%
28 8.828 1142 1146 1149 rBV4 362648 504631 11.18% 1.002%
29 8.881 1152 1155 1156 rBV2 512386 509818 11.30% 1.012%
30 8.898 1156 1158 1160 rvv2 384163 396293 8.78% 0.787%

31 8.928 1160 1163 1167 rVB 1147491 1347333 29.86% 2.676%
32 9.051 1179 1184 1186 rBV 2427271 2505899 55.53% 4_.976%
33 9.086 1186 1190 1194 rVB 3887302 4087901 90.59% 8.118%
34 9.175 1202 1205 1207 rBV2 978354 1100195 24.38% 2.185%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 9.198 1207 1209 1211 rVvV2 850253 682019 15.11% 1.354%

36 9.380 1237 1240 1242 rBV 1007992 944012 20.92% 1.875%
37 9.404 1242 1244 1246 rBV2 669482 718370 15.92% 1.427%
38 9.486 1255 1258 1259 rBV2 1432648 1285222 28.48% 2.552%
39 9.516 1259 1263 1265 rVvVv2 3817170 4512653 100.00% 8.961%
40 9.539 1265 1267 1272 rVB3 1567634 1663575 36.86% 3.304%

41 9.692 1290 1293 1296 rVB 2286321 2237622 49.59% 4._.443%
42 9.763 1302 1305 1311 rBV6 1753343 3310363 73.36% 6.574%
43 15.286 2241 2244 2247 rVB 750355 796782 17.66% 1.582%

Sum of corrected areas: 50357932
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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\

BF113041.D

13 Mar 2019 21:16

JussJ

K1871-05

11 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 : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 77.72ng 3391440  1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27

2 (BE)-3-Chloro-2-methyvl-2-pentenal 132

3 Tranvlcvpromine-propionvl

C6HOCIO
C12H15NO

031357-76-3 12
1000123-86-3 12

005192-03-0 12
028749-81-7 9

4 5-Aminoindole 132 C8H8N2
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12

Abundance Scan 750 (6.498 min): BF113041.D (-746) (-) m/z 132.00 100.00%
5000 68
40 % J 620 640 660 6.80
54 . . . .
7 5
o |7 e | sus o Wiz 67.95  42.20%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 LINLL I L L B L L L L BLBL
6.20 6.40 6.60 6.80
0
31 51 78 m/z 134.00 33.30%
0 e
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
T
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 27.42%
41 97
53 117
79
ob el bl g 200 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e
57 132 6.20 6.40 6.60 6.80
24 m/z 69.00 16.45%
116
5000 98
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 : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 15

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

8.09 5.28 ng 370758 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 93
2 Octane. 4-ethvl- 142 C10H22 015869-86-0 78
3 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 72
4 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 70
5 Heptane, 3-(bromomethyl)- 192 C8H17Br 018908-66-2 64

Abundance Scan 1021 (8.092 min): BF113041.D (-1018) (-) m/z 57.00 100.00%
57
5000 43 Iy 163
85 107
98 145 7.80 8.00 8.20 8.40
121
ol L L | W A%0 Ssa 18 0 Tm/z 71.00  53.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl-
57
5000 43
71 7.80 8.00 8.20 8.40
m/z 43.00 47 .67%
29 98 113
o 85 7 118 127 141 154 169 184
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19162: Octane, 4-ethyl-
43 57
780 800 820 840
5000 m/z 163.10 45_.08%
71
29 ‘ o
S T T A o~ S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48868: Undecane, 3,5-dimethyl-
57 7.80 8.00 8.20 8.40
m/z 107.00 21.42%
5000 43 7
29 85 g9
0 \‘ \‘\ \‘ 1l . 1:!'2 127 140 155 169 184
m/z--> 20 40 60 80 100 120 140 160 180 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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, hexyl- Concentration Rank 7

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

8.31 8.45 ng 593190 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. hexvl- 168 Cl1l2H24 004292-75-5 68
2 Cvclohexane. octvl- 196 C14H28 001795-15-9 64
3 Cvclohexane. (4-methvlpentvl)- 168 C12H24 061142-20-9 64
4 Cvclohexane. (l1-methvlethvl)- 126 C9H18 000696-29-7 59
5 Cyclohexane, undecyl- 238 C17H34 054105-66-7 59

Abundance Scan 1058 (8.310 min): BF113041.D (-1053) (-) m/z 83.00 100.00%
55 a3
5000
67 177 SEEA S —
97107 121 137 163 8.00 820 8.40 8.60
o 19 192 m/z 55.00 80.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36765: Cyclohexane, hexyl-
55 a3
5000 41 U UL S L A
o7 8.00 8.20 8.40 8.60
29 168 m/z 82.00 71.11%
ol 14 97 1
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #58302: Cyclohexane, octyl-
83
55 800 820 840 8.60
5000 m/z 41.00 36.74%
41
0 ‘J il ‘h Ji 97 112 125 139 168 196
miz--> z'o 40 60 80 100 120 140 160 180 200
Abundance #36844: Cyclohexane, (4-methylpentyl)- AN EEaEE R e
83 8.00 8.20 8.40 8.60
55 m/z 177.10 27 .74%
5000
67
o i “ Il %7 109 125 140 153 168
m/z--> 20 ' ' 8|0 100 120 140 160 180 200 800 820 840 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 Dichloroacetic acid, tridec... Concentration Rank 17

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

8.41 4.25 ng 298389 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. tridecvl ester 310 C15H28C1202 1000280-48-3 59
2 Cvclohexane. 2-butvl-1.1.3-trime... 182 C13H26 054676-39-0 46
3 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 38
4 1-Undecene. 7-methvl- 168 C12H24 074630-42-5 38
5 3-Trifluoroacetoxy-6-ethyldecane 282 C14H25F302 116436-59-0 35

Abundance Scan 1075 (8.410 min): BF113041.D (-1071) (-) m/z 55.00 100.00%
55
5000
]125 167 8.00 820 8.40 8.60 8.80
oL, n-lw'H.,....,....,....,....,....,...., m/z 57.00 88.56%
m/z--> 50 150 200 250 300 350 400 450
Abundance #152609: Dichloroacetic acid, tridecyl ester
43
69
5000 o1 SR AR RN LR
8.00 8.20 8.40 860 8.80
m/z 69.00 86 .48%
0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #47295: Cyclohexane, 2-butyl-1,1,3-trimethyl-
69
41 SR SRR SRR
8.00 8.20 8.40 860 8.80
5000 m/z 97.00 76.76%
97
l t 126 182
0"'Iu"HJJ”I'MJW""P"'I”"I'”'I"”I"'W
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate e L AR AEmEEaE
57 8.00 8.20 8.40 860 8.80
m/z 43.00 72.16%
97
5000
125
0 29 1] ‘l (153181208 250278 306334 364 392 437 488
m/z--> 56 100 150 200 250 300 350 400 450 ' 800 820 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 : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 Sulfurous acid, butyl octyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
8.45 17.61 ng 1236800 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl octvl ester 250 C12H2603S 1000309-17-5 78
2 Heptadecane. 2.6.10.14-tetramethvl- 296 C21H44 018344-37-1 64
3 Oxalic acid. 2-ethvlhexvl ethvl ... 230 C12H2204 1000309-38-4 59
4 Octane. 2-bromo- 192 C8H17Br 000557-35-7 53
5 Sulfurous acid, isobutyl pentyl ... 208 C9H2003S 1000309-13-8 50
Abundance Scan 1082 (8.451 min): BF113041.D (-1078) (-) m/z 57.00 100.00%
g7
71
43
5000

8.20 8.40 8.60 8.80

85
“ [ 99113 133149 168183198

0,””,”“P.”P.”P.”P”.P”q.”w.”w”..”..”.q””,””,. m/z 71.00 75.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #101974: Sulfurous acid, butyl octyl ester
57
5000 71 LIRS
8.20 8.40 8.60 8.80
m/z 43.00 57 .68%
oAl || Ll 9713 130 165
et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #141441: Heptadecane, 2,6,10,14-tetramethyl-
43 57
R e
71 8.20 8.40 8.60 8.80
5000 m/z 41.00 30.23%
85
o I ‘ I w 99113127141155169183197211226 253 281296
R o SR E e R T L AR AARaT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #85769: Oxalic acid, 2-ethylhexyl ethyl ester R s B
57 7 8.20 8.40 8.60 8.80
m/z 56.00 19.75%
5000 43
112
157
0 ,.ﬁ.,....“...,.?ﬁ,....P%??,..”........ S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 trans,cis-1,8-Dimethylspiro... Concentration Rank 19

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

8.52 4.10 ng 288128 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans.cis-1.8-Dimethvlspirol4.51... 166 Cl2H22 1000111-72-9 55
2 trans.trans-1.8-Dimethvispirol4.... 166 C12H22 1000111-72-8 55
3 cis.cis-2.8-Dimethvlspirol5.5Tun... 180 C13H24 095530-75-9 35
4 2.6-Dimethvl-7-o0x0-4.7-dihvdro-t... 165 C6H7N50 057250-40-5 25
5 Cyclopentane, 1,3-dimethyl-2-(1-... 138 C10H18 061142-30-1 22

Abundance Scan 1094 (8.522 min): BF113041.D (-1090) (-) m/z 165.10 100.00%
9% 109 165
81
69
5000 M 55
119
1T7 151 180 o 8.20 840 8.60 8.80
o il e S+ Tm/z 95.00 93.11%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #35212: trans,cis-1,8-Dimethylspiro[4.5]decane
81 95
110
55 68
5000 I NARAR SRR SRR AR
8.20 8.40 860 8.80
123 166 m/z 109.00 80.35%
| | s
Oy L LA B LI B WU
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #35216: trans,trans-1,8-Dimethylspiro[4.5]decane
81 95
110 I NARAR SRS AR AR
55 68 8.20 8.40 860 8.80
5000 m/z 81.00 72 .98%
123 166
‘ ‘ ‘ 137 151
0 "I""I""I""I""Il"”I'“"I“"'I""I
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #45740: cis,cis-2,8-Dimethylspiro[5.5]undecane B B B o
95 8.20 8.40 860 8.80
m/z 69.00 53.57%
81
55
5000 137
o 110 180
0 M ‘ | 128 151 165
m/z--> 40 60 80 100 120 140 160 180 200 820 840 8.60 880
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 Cyclohexane, l-ethyl-1-methyl- Concentration Rank 11

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

8.61 7.08 ng 497201 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. l1l-ethvl-1-methvl- 126 C9H18 004926-90-3 81
2 Sulfurous acid. cvclohexvimethvl... 360 C20H4003S 1000309-22-1 64
3 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 64
4 1-Ethvl-4-methvlcvclohexane 126 C9H18 003728-56-1 64
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 64

Abundance Scan 1109 (8.610 min): BF113041.D (-1106) (-) m/z 97.00 100.00%
o7
55
5000
i % 81 820 840 8.60 8.80 9.00
111 145 182 : : : : :
0 227 5 180 AT 1% 1 Tm/z 55.00 67.14%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #11605: Cyclohexane, 1-ethyl-1-methyl-
55 97
5000 RS AR LR LR
a1 820 840 8.60 8.80 9.00
- 69 m/z 96.00 21.63%
ol 15 8l 11 1%
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #190625: Sulfurous acid, cyclohexylmethyl tridecyl ester
o7

8.20 8.40 8.60 8.80 9.00
5000 m/z 57.00 21.22%

55
71 83
29 I L L 111 127 141 154 183
B B e B o e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11612: 1-Ethyl-3

H |
-methylcyclohexane (c,t) T T T T
7 820 840 860 880 900

> m/z 41.00  20.14%

5000
69 126
81
14 H \‘u il \ \ 111 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 8. 20 8.40 8. 60 8.80 9.00

o

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 unknown8.66 Concentration Rank 20

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

8.66 3.68 ng 258586 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxazole. 4.5-dimethvl- 97 C5H7NO 020662-83-3 22
2 Cvclohexane. 1-methvl-3-propvl- 140 C10H20 004291-80-9 22
3 2.2.3.3-Tetramethvlcvclopropanec... 238 C15H2602 1000221-97-5 22
4 Heptane. 1.7-dibromo- 256 C7H14Br2 004549-31-9 22
5 Oxalic acid, monoamide, N-cycloh... 255 C14H25N0O3 1000309-48-3 22

Abundance Scan 1118 (8.663 min): BF113041.D (-1114) (-) m/z 57.00 100.00%
43 57
71 85
177
5000 97
121135 " '8.40 8.60 8.80 9.00
— =l e m/z 43.00 99.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #2963: Oxazole, 4,5-dimethyl-
43 g
55
5000 RN AR RN R R
8.40 8.60 8.80 9.00
28 m/z 85.00 73.44%
15 70 82
0 L B B B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #18033: Cyclohexane, 1-methyl-3-propyl-
" '8.40 8.60 880 9.00
5000 m/z 71.00 71.37%
41
29 ‘ 69 g3 140
S I EC e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92406: 2,2,3,3-Tetramethylcyclopropanecarboxylic acid, 4-...
97 8.40 8.60 8.80 9.00
55 m/z 177.10 53.38%
5000
127
) 8 142
0---.-‘i‘--‘.“---w“.-‘-‘--.“---=‘.-1?-9-.-‘---.‘----.---1-89--- 223238 B VLAV
m/z--> 20 40 60 100 120 140 160 180 200 220 240 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 Hexadecane, l1-chloro- Concentration Rank 4

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

8.71 16.63 ng 1167680 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. l1-chloro- 260 C16H33ClI 004860-03-1 64
2 Hexadecane. l1-bromo- 304 C16H33Br 000112-82-3 53
3 Tetratetracontane 619 C44H90 007098-22-8 52
4 Tritetracontane 605 C43H88 007098-21-7 50
5 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 50

Abundance Scan 1126 (8.710 min): BF113041.D (-1123) (-) m/z 57.00 100.00%
57
5000
7 45179 oo sk 50 050
I,
ol b e /2 43.00  49.46Y%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #110906: Hexadecane, 1-chloro-
57
5000 o RSUSRARE SURE SRE SRR

8.40 8.60 8.80 9.00
m/z 71.00 49_26%

2L J 133 175 217 260

Ot
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #147850: Hexadecane, 1-bromo-
57
8.40 8.60 8.80 9.00
5000 135 m/z 41.00 32.19%
97
0 26 |, [y169 225 304
e P A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane R B e
57 8.40 8.60 8.80 9.00
m/z 55.00 30.05%
5000
97
0 § 141 183 225 267 309 351 393 432463 505 561 603
R o o e o e e A R e et e S e e e A RN N RAREREEEE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 unknown8.76 Concentration Rank 12

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

8.76 7.07 ng 496634 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Methoxv-2-methvlbenzothiazole 179 C9HINOS 1000342-71-0 27
2 1.17-Bicvclooctvl 222 C16H30 006708-17-4 27
3 Benzothiazole. 6-methoxvy-2-methvl- 179 C9HINOS 002941-72-2 27
4 2H-1-Benzopvran. 3.4.4a.5.6.8a-h... 194 C13H220 041678-32-4 25
5 Methoxyacetic acid, 2-ethylcyclo... 200 C11H2003 1000282-69-7 22

Abundance Scan 1135 (8.763 min): BF113041.D (-1132) (-) m/z 179.10 100.00%
179
5000
840 860 880 9.00
o m/z 69.00 78.05%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45094: 5-Methoxy-2-methylbenzothiazole
179
164
5000 136 SRR SR SRR R
69 95 8.40 8.60 8.80 9.00
15 45 123 m/z 109.00 54.62%
26 | il 57|| 8l 1l 1‘?9 | I 14I.9
0""l""'l""l""'|""l""l""l""l""'llj""l""
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #79557: 1,1"-Bicyclooctyl
69 111
840 860 880 9.00
5000 55 m/z 111.05 41.08%
82
41
0 2 | LT “ 123 167 192
m/z--> 20 Jo 60 8 100 120 140 160 180 200
Abundance #45095: Benzothiazole, 6-methoxy-2-methyl- B RE RS
179 8.40 8.60 8.80 9.00
164 m/z 123.00 35.66%
5000
136
o 15 27 4 57,5 81 P 100123 | g | |
m/z--> 20 40 60 80 100 12'0 14'10 160 180 200 840 8.60 880 9.00

8270-BF022719.M Thu Mar 14 17:00:27 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 unknown8.83 Concentration Rank 10

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

8.83 7.19 ng 504631 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-isohexvl- 168 C10H16S 004861-59-0 43
2 Thiophene. 2-hexvl- 168 C10H16S 018794-77-9 43
3 Thiophene. 2-butvl- 140 C8H12S 001455-20-5 38
4 Triallvimethvlsilane 166 C10H18Si 001112-91-0 32
5 Cyclohexane, 1l-methyl-2-propyl- 140 C10H20 004291-79-6 30

Abundance Scan 1146 (8.828 min): BF113041.D (-1142) (-) m/z 97.00 100.00%

5000

8.40 8.60 8.80 9.00 9.20

O m/z 55.00 79.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36573: Thiophene, 2-isohexyl-
97
5000 [TTrr[rrrr[rrrr[prrrrprrrs
8.40 860 8.80 9.00 9.20
45 168 m/z 57.00 68.03%
o 58 69 84 111 125136 153
A IIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36569: Thiophene, 2-hexyl-
97
R RN EEE s s S S R
8.40 8.60 8.80 9.00 9.20
5000 m/z 41.00 34 .59%
168
o ‘\ 58 69 84 | 111 156139 153
.”,..”,..”,..”,..”,..”,..”,..” e o N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18546: Thiophene, 2-butyl- e e RS B e
97 8.40 8.60 8.80 9.00 9.20
m/z 43.00 28.52%
5000
27 45 140
ol 15| | 58 69 84 | 111 125
N B B B o e B e N R s m R MR EE e e
m/z--> 20 40 60 80 100 120 140 160 180 200 840 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 unknown8.88 Concentration Rank 9

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

8.88 7.26 ng 509818 Naphthalene-d8 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-ethvl- 170 C12H26 001636-44-8 38
2 Sulfurous acid. butvl decvl ester 278 C14H3003S 1000309-17-7 35
3 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 35
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 27
5 1-lodoundecane 282 C11H231 004282-44-4 22

Abundance Scan 1155 (8.881 min): BF113041.D (-1152) (-) m/z 43.00 100.00%
43 57
85
5000 n
g7 111 149 tre USSR SRR SRS AR
| ‘ | I|| |I|| | | w 102 192 206 850 580900 520
o...,”..i=”m-'~' AL L m/z 57.00 92.48%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #38320. Decane, 4-ethyl-
43
57
5000 7185 L U R L L
29 8.60 8.80 9.00 9.20
40 m/z 85.00 62.12%
o5 |l Il | 90 113126 170
miz--> % 4 6 8o 100 130 140 160 180 200
Abundance #125656: Sulfurous acid, butyl decyl ester
57
860 8.80 9.00 9.20
5000 71 85 m/z 71.00 50.20%
43
0 ‘\ L [ Rl 41 175 193205
m/z--> 20 45 éo 80 100 120 110 160 180 200
Abundance #28445: Octane, 2,4,6-trimethyl- L e e R AR
57 8.60 8.80 9.00 9.20
43 m/z 55.00 48 .35%
5000
71 g5
o ‘\ “ I u‘ |9 113 127 141 156
m/z--> 20 40 6|0 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\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 8

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

8.93 8.14 ng 1347330 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. octvl- 196 C14H28 001795-15-9 80
2 Cvclohexane. pentvl- 154 C1l1H22 004292-92-6 74
3 Cvclohexane. decvl- 224 C16H32 001795-16-0 72
4 Cvclohexane. undecvl- 238 C17H34 054105-66-7 72
5 Heptylcyclohexane 182 C13H26 005617-41-4 72

Abundance Scan 1163 (8.928 min): BF113041.D (-1160) (-) m/z 83.00 100.00%
B
| MJ/\/\/W\/\N
5000
41
67 e T
98 111 147 182 860 8.80 9.00 9.20
o s 2 20T m/z 82.00 72.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58302: Cyclohexane, octyl-
B
55
5000 USSR SRS SR SRR
M 8.60 880 9.00 9.20
- 67 m/z 55.00 70.60%
o 9 112125139 168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #27052: Cyclohexane, pentyl-
56 83
860 8.80 9.00 9.20
5000 a1 m/z 41.00 34 .69%
29 er 154
SR A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81252: Cyclohexane, decyl- e A RAREE
83 8.60 8.80 9.00 9.20
m/z 67.00 20.82%
5000 41 S5
‘ 67 o7
0 A 111 125 140152 166 181 196 209 224
m/z--> 20 40 60 85 160 120 140 160 180 200 250 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 13

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

9.17 6.65 ng 1100200 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 46
2 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 38
3 4-Acetvlocta-1.2-diene 152 C10H160 1000250-44-5 22
4 2-Anthracenamine 193 C14H11IN 000613-13-8 18
5 9-Phenanthrenamine 193 C14H11IN 000947-73-9 14

Abundance Scan 1204 (9.169 min): BF113041.D (-1202) (-) m/z 193.10 100.00%
193
41 55 123
5000
208 8.80 9.00 9.20 9.40 9.60
o} m/z 123.00 61.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67964: Decahydro-4,4,8,9,10-pentamethyInaphthalene
193
123
5000 69 9 109 AR RARSE RARAE RRRRE!
55 83 137 880 9.00 9.20 9.40 9.60
m/z 41.00 55.87%
151 208
0 | 165 179
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55233: 1-(p-Fluorophenyl)-4-piperidone
193
123 8.80 9.00 9.20 9.40 9.60
5000 m/z 55.00 55.70%
150
95
oL 1527 4255 75 109 || 185 | 164 178
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25123: 4-Acetylocta-1,2-diene L B o
43 8.80 9.00 9.20 9.40 9.60
m/z 95.00 45_.84%
5000
23
67 g1 95 1091
B T 0l A A - S S
m/z--> 20 40 60 80 100 120 140 160 180 200 880 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 16 Oxalic acid, cyclohexylmeth... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.20 4.12 ng 682019 Acenaphthene-d10 9.77

MW  MolForm
1 Oxalic acid. cvclohexvImethvl no... 312 C18H3204 1000309-68-6 50
2 Sulfurous acid. cvclohexvimethvl... 402 C23H4603S 1000309-22-4 50
3 Sulfurous acid. cvclohexvimethvl... 262 C13H2603S 1000309-21-5 47

4 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 37
5 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 37
Abundance Scan 1209 (9.198 min): BF113041.D (-1207) (-) m/z 97.00 100.00%
7
57
5000 43
[l 880 9.00 920 9.40 9.60
141 163 196 : : : : :
0 M8 d29n AT 22 0 m/z 57.00  70.84%

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

m/z--> 20 40 60 80

100 120 140 160 180 200 220

Abundance

#212990: Sulfurous acid, cyclohexylmethyl hexadecy! ester

Abundance #154594: Oxalic acid, cyclohexylmethyl nonyl ester
97
55

5000 R R e o

8.80 9.00 9.20 9.40 9.60

B n m/z 55.00  60.79%
29 85 126 171
o 111 141

97
IR o e e e
8.80 9.00 9.20 9.40 9.60
5000 55 m/z 43.00 45.43%
29 43 71 83
0 1l \H \‘ M‘\‘ h“‘ \“‘ 111 127 141 155 225
L e o B A L B B L i o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #112140: Sulfurous acid, cyclohexylmethyl isohexy! ester B o LA e
97 8.80 9.00 9.20 9.40 9.60
m/z 41.00 28.92%
55
5000
43
0 \2\9 bl “ 111 127
,, ,,,,,, R B I i
m/z--> 20 100 120 140 160 180 200 220 880 9.00 920 9.40 9.60

8270-BF022719.M Thu Mar 14 17:00:29 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 3,5-Dimethyldodecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.38 5.70 ng 944012 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethvldodecane 198 C14H30 107770-99-0 76
2 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 72
3 Dodecane 170 C12H26 000112-40-3 68
4 Sulfurous acid. butvl undecvl ester 292 C15H3203S 1000309-17-8 64
5 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 59
Abundance Scan 1240 (9.380 min): BF113041.D (-1237) (-) m/z 57.00 100.00%
57
5000 sl n
85
1 e R
127139 154 173 193 9.00 9.20 9.40 9.60 9.80
0..W.H.V”:L.J”,”.hw.ﬂw.”.,”.w..”,.”.“gﬂ%?”., m/z 43.00 50.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59888: 3,5-Dimethyldodecane
57
5000 43 I S N N R

900 9.20 9.40 9.60 9.80
m/z 71.00 46.88%

99
113126 141 156169 183 198

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #149369: Sulfurous acid, butyl dodecy! ester
57
o
9.00 9.20 9.40 9.60 9.80
5000 m/z 41.00 37 .25%
43
29 9 113 169
0 \‘ il ‘\ \ ‘ 1l 127139 203 221233
.”,.”.,”..“..w..”,.”. L B

m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #38318: Dodecane R o N B
57 9.00 9.20 9.40 9.60 9.80
43 m/z 85.00 34.19%

5000 &
85
29 ‘ o
113 170

m/z--> 20 40 60 80 100 120 140 160 180 200 220 900 9.20 940 9.60 9.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031319\
Data File : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 16

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

9.40 4.34 ng 718370 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Azabicvclol2.2.27octan-3-one 125 C7H11NO 003731-38-2 38
2 Aziridine. 1-(2-methvl-1-propenvl)- 97 C6H11N 080839-93-6 35
3 Cvclohexane. 1-(cvclohexvimethvl... 194 C14H26 054823-94-8 35
4 Cvclohexane. 1.3-dimethvl-. trans- 112 C8H16 002207-03-6 22
5 Diborane(6), tetrapropyl- 196 C12H30B2 022784-01-6 22

Abundance Scan 1243 (9.398 min): BF113041.D (-1242) (-) m/z 55.00 100.00%
69 125
41
5000 81
9.00 920 9.40 9.60 9.80
bl m/z 69.00 78.11%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10852: 1-Azabicyclo[2.2.2]octan-3-one
42 g7
5000 55 69 RS AR AR R
82 125 9.00 9.20 9.40 9.60 9.80
27 m/z 125.10 76 .93%
0 U S S SR WL UL BRI S
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3004: Aziridine, 1-(2-methyl-1-propenyl)-
41 97
55 NSRS SRR
82 9.00 9.20 9.40 9.60 9.80
5000 g m/z 71.00 63.57%
69
0 e e B
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56520: Cyclohexane, 1-(cyclohexylmethyl)-2-methyl-, trans- e B e
55 97 9.00 9.20 9.40 9.60 9.80
m/z 96.00 61.69%
41
5000
o I H\ H‘ 1199 124 137 150 166 179 T
mz-> 20 40 1(')0 120 140 160 180 200 220 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 : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 unknown9.54 Concentration Rank 6

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

9.54 10.05 ng 1663580 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Phenvlindole 193 C14H11IN 001504-16-1 22
2 1H-Indole. 2-phenvl- 193 C14H11IN 000948-65-2 22
3 6-MethvIphenanthridine 193 C14H1i1IN 003955-65-5 18
4 I1.17-Biphenvll-4-acetonitrile 193 C14H11IN 031603-77-7 18
5 3-Aminophenanthrene 193 C14H11N 001892-54-2 18

Abundance Scan 1267 (9.539 min): BF113041.D (-1265) (-) m/z 57.00 100.00%
57
193
43 69
5000 83
208,14 9.20 9.40 9.60 9.80
Okl m/z 193.20 73.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55478: 3-Phenylindole
193
5000 AR A S
9.20 9.40 9.60 9.80
165 m/z 43.00 61.22%
o 27 39 51 63 83 % 115197139152 | 177
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55500: 1H-Indole, 2-phenyl-
193
9.20 9.40 9.60 980
5000 m/z 41.00 59.73%
% 165
ol 14 27 39 51 63 77 7 102115127139152 | 177
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55506: 6-Methylphenanthridine R AR RRRE
193 9.20 9.40 9.60 9.80
m/z 69.00 59.66%
5000
51 63 70 9 113156139'0" 1?5178 I
) R ST ”l...‘ e e ””\ T | E— S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 920 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 : BF113041.D

Aca On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 1H-Indene, octahydro-2,2,4,... Concentration Rank 5

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

9.69 13.52 ng 2237620 Acenaphthene-d10 9.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. octahvdro-2.2.4.4.7.7... 208 C15H28 054832-83-6 50
2 Silane. chlorodiethvlhexvloxv- 222 C10H23CIOSi 1000363-74-4 43
3 1-Bromo-1-methvl-1-silacvclohexane 192 C6H13BrSi 085125-32-2 38
4 Cvclohexane. 1-(cvclohexvimethvl... 194 C14H26 054824-04-3 38
5 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-97-1 30

Abundance Scan 1293 (9.692 min): BF113041.D (-1290) (-) m/z 193.20 100.00%
o7 193
5000
9.40 9.60 9.80 10.00
208
0 224 m/z 97.05 78.94%
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-
193
69
123

83 137

5000

9.40 9.60 980 1000
m/z 69.00 59.11%

29
o 152 165 179 208
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #78622: Silane, chlorodiethylhexyloxy-
[0
83 109 R R EA ma
9.40 9.60 9.80 10.00
5000 m/z 55.00 56.56%
123
- 5
29 41 ‘ 7 ‘ 135
o,.‘.‘..,m.‘..\.,?7..,1..«, e a2
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #54794: 1-Bromo-1-methyl-1-silacyclohexane  EAmEEmEEE RS
o7 177 9.40 9.60 9.80 10.00
113 192 m/z 41.00 53.62%
166
5000 43 136 151
1(5
0 \Mwm ‘hm\‘h bl Il m\ - e
m/z--> 20 40 0 100 120 140 160 180 200 220 9.40 9.60 9. 80 10 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF031319\
Data File : BF113041.D

Acq On : 13 Mar 2019 21:16

Operator : JU/SJ

Sample : K1871-05

Misc :

ALS Vial : 11 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 77.7 ng 3391440 1 6.73 872755 20.0
Undecane, 2,6-dim... 8.09 5.3 ng 370758 2 8.01 1404470 20.0
Cyclohexane, hexyl- 8.31 8.4 ng 593190 2 8.01 1404470 20.0
Dichloroacetic ac... 8.41 4.3 ng 298389 2 8.01 1404470 20.0
Sulfurous acid, b... 8.45 17.6 ng 1236800 2 8.01 1404470 20.0
trans,cis-1,8-Dim... 8.52 4.1 ng 288128 2 8.01 1404470 20.0
Cyclohexane, 1l-et... 8.61 7.1 ng 497201 2 8.01 1404470 20.0
unknown8 .66 8.66 3.7 ng 258586 2 8.01 1404470 20.0
Hexadecane, 1-chl... 8.71 16.6 ng 1167680 2 8.01 1404470 20.0
unknown8.76 8.76 7.1 ng 496634 2 8.01 1404470 20.0
unknown8 .83 8.83 7.2 ng 504631 2 8.01 1404470 20.0
unknown8 .88 8.88 7.3 ng 509818 2 8.01 1404470 20.0
Cyclohexane, octyl- 8.93 8.1 ng 1347330 3 9.77 3310360 20.0
unknown9 .17 9.17 6.7 ng 1100200 3 9.77 3310360 20.0
Oxalic acid, cycl... 9.20 4.1 ng 682019 3 9.77 3310360 20.0
3,5-Dimethyldodecane 9.38 5.7 ng 944012 3 9.77 3310360 20.0
unknown9 .40 9.40 4.3 ng 718370 3 9.77 3310360 20.0
unknown9 .54 9.54 10.1 ng 1663580 3 9.77 3310360 20.0
1H-Indene, octahy... 9.69 13.5 ng 2237620 3 9.77 3310360 20.0
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