LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\
Data File : BF106357.D
Aca On 12 Jun 2018 20:57 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 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-BF061118.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 5.190 482 485 491 rVB 51692 50960 4_.49% 0.309%
2 5.590 549 553 556 rBV 661368 593945 52.31% 3.601%
3 6.513 705 710 715 rBV3 16652 23265 2.05% 0.141%
4 6.584 719 722 726 rBV 702648 577827 50.89% 3.503%
5 6.737 745 748 752 rVB 746219 593630 52.28% 3.599%
6 6.931 777 781 785 rBV4 16007 27369 2.41% 0.166%
7 6.972 785 788 792 rVB 1055846 837529 73.76% 5.078%
8 7.019 792 796 800 rBVv4 11309 23312 2.05% 0.141%
9 7.125 811 814 818 rVB 534763 450952 39.72% 2.734%
10 7.242 828 834 837 rBV2 35972 40976 3.61% 0.248%
11 7.372 852 856 857 rBv4 30532 30679 2.70% 0.186%
12 7.395 857 860 864 rVB3 28797 35729 3.15% 0.217%
13 7.495 872 877 880 rBV4 45857 72068 6.35% 0.437%
14 7.531 880 883 888 rVB 379620 332808 29.31% 2.018%
15 7.572 888 890 892 rVB2 26325 21154 1.86% 0.128%
16 7.595 892 894 895 rBV 40086 33377 2.94% 0.202%
17 7.613 895 897 900 rVB2 43063 40179 3.54% 0.244%
18 7.660 900 905 908 rBV3 35631 49903 4 .39% 0.303%
19 7.713 908 914 916 rBV5 20520 43044 3.79% 0.261%
20 7.737 916 918 920 rBV2 36621 33404 2.94% 0.203%
21 7.778 923 925 930 rVB2 84001 78925 6.95% 0.478%
22 7.848 931 937 941 rBV7Y 39400 79999 7 .05% 0.485%
23 7.895 941 945 947 rBV2 111607 99294 8.74% 0.602%
24 7.948 951 954 956 rBV3 16981 21615 1.90% 0.131%
25 8.013 959 965 967 rBV6 23257 42317 3.73% 0.257%
26 8.060 970 973 978 rBV5 34453 62378 5.49% 0.378%
27 8.125 980 984 986 rBV3 66104 65892 5.80% 0.399%
28 8.154 986 989 993 rBV5 36184 54600 4.81% 0.331%
29 8.201 995 997 999 rBV3 39460 34772 3.06% 0.211%

30 8.254 1003 1006 1009 rVvV 1168729 986576 86.89% 5.981%

31 8.301 1012 1014 1017 rVB 218759 175842 15.49% 1.066%

32 8.337 1017 1020 1023 rBV2 77706 92502 8.15% 0.561%
33 8.395 1028 1030 1033 rBV3 40406 40264 3.55% 0.244%
34 8.431 1033 1036 1038 rBv4 46571 52487 4.62% 0.318%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\
Data File : BF106357.D
Aca On 12 Jun 2018 20:57 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 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\HPCHEM1\BNA F\METHODS\8270-BF061118_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 8.454 1038 1040 1045 rvB2 74368 61890 5.45% 0.375%
36 8.537 1048 1054 1059 rBvV7 96390 165359 14.56% 1.002%
37 8.595 1059 1064 1067 rBV6 68601 92411 8.14% 0.560%
38 8.631 1067 1070 1071 rBV2 25822 26940 2.37% 0.163%
39 8.666 1073 1076 1078 rBV 398641 327397 28.83% 1.985%
40 8.695 1078 1081 1083 rVB3 49317 50817 4.48% 0.308%
41 8.760 1089 1092 1094 rBV 54600 49564 4._.37% 0.300%
42 8.789 1094 1097 1099 rvv2 88889 80442 7.08% 0.488%
43 8.837 1103 1105 1109 rvv4 47566 62697 5.52% 0.380%
44 8.878 1109 1112 1113 rVV3 66784 75841 6.68% 0.460%
45 8.901 1114 1116 1118 rVV3 74521 87089 7.67% 0.528%
46 8.931 1118 1121 1125 rVB3 102289 129519 11.41% 0.785%
47 8.995 1130 1132 1135 rVB4 74513 66873 5.89% 0.405%
48 9.031 1135 1138 1144 rBV6 85461 141139 12.43% 0.856%
49 9.095 1147 1149 1151 rVB2 48341 28987 2.55% 0.176%
50 9.131 1151 1155 1157 rBV3 67421 95426 8.40% 0.579%
51 9.154 1157 1159 1163 rVB4 66599 79478 7.00% 0.482%
52 9.195 1163 1166 1167 rBV3 31276 32592 2.87% 0.198%

53 9.266 1175 1178 1180 rVB 404182 291045 25.63% 1.764%
54 9.325 1185 1188 1193 rBV 730010 593851 52.30% 3.600%
55 9.407 1198 1202 1206 rBV2 197687 214435 18.89% 1.300%

56 9.442 1206 1208 1209 rBV 40455 31784 2.80% 0.193%
57 9.519 1219 1221 1224 rVB3 49327 45878 4._.04% 0.278%
58 9.589 1230 1233 1237 rBV6 30052 45680 4.02% 0.277%
59 9.660 1243 1245 1248 rBV2 31466 35371 3.12% 0.214%
60 9.719 1252 1255 1258 rBV 711583 595017 52.40% 3.607%
61 9.748 1258 1260 1262 rVB2 66737 52385 4.61% 0.318%
62 9.778 1262 1265 1268 rBV4 54980 51966 4._.58% 0.315%
63 9.807 1268 1270 1272 rBV3 30147 29174 2.57% 0.177%
64 9.825 1272 1273 1275 rVB2 77048 42610 3.75% 0.258%
65 9.878 1279 1282 1284 rBV3 112348 91960 8.10% 0.558%
66 9.925 1287 1290 1292 rVvB2 150203 132090 11.63% 0.801%
67 9.966 1295 1297 1300 rBV3 34527 46910 4._.13% 0.284%
68 10.013 1302 1305 1308 rVB 1098678 901516 79.40% 5.465%
69 10.107 1319 1321 1326 rVB5 26235 37795 3.33% 0.229%
70 10.154 1326 1329 1333 rBV5 36209 51181 4_.51% 0.310%
71 10.189 1333 1335 1337 rBV2 48300 33576 2.96% 0.204%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\
Data File : BF106357.D
Aca On 12 Jun 2018 20:57 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 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\HPCHEM1\BNA F\METHODS\8270-BF061118_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 10.254 1343 1346 1350 rVB3 62349 79335 6.99% 0.481%
73 10.325 1356 1358 1360 rBV3 49541 44830 3.95% 0.272%
74 10.425 1370 1375 1378 rVB6 68914 105827 9.32% 0.642%
75 10.460 1379 1381 1384 rBvV4 25955 25818 2.27% 0.157%

76 10.648 1409 1413 1416 rBV 136756 132386 11.66% 0.803%
77 10.801 1436 1439 1443 rBV 402471 334461 29.46% 2.028%
78 10.919 1454 1459 1462 rBV 171208 195997 17.26% 1.188%

79 11.348 1530 1532 1535 rBV 35498 33641 2.96% 0.204%
80 11.383 1535 1538 1544 rVB2 66240 70722 6.23% 0.429%
81 11.507 1555 1559 1562 rBV 1151855 1060453 93.39% 6.429%
82 11.730 1594 1597 1600 rBV3 21887 19770 1.74% 0.120%
83 11.778 1603 1605 1608 rVB 39183 27950 2.46% 0.169%
84 12.183 1672 1674 1677 rBV 41256 38915 3.43% 0.236%
85 12.554 1734 1737 1739 rBV 32315 34614 3.05% 0.210%
86 12.577 1739 1741 1744 rVB2 52592 47853 4.21% 0.290%
87 12.677 1756 1758 1762 rVB4 26904 28243 2.49% 0.171%
88 12.719 1762 1765 1767 rBV 106511 85020 7.49% 0.515%
89 12.760 1769 1772 1775 rVV4 36789 32369 2.85% 0.196%
90 12.948 1801 1804 1811 rVB 173004 168358 14.83% 1.021%
91 13.001 1811 1813 1816 rBv4 26526 26979 2.38% 0.164%
92 13.060 1821 1823 1824 rBV2 33457 26642 2.35% 0.162%
93 13.083 1824 1827 1831 rVB 860394 696497 61.34% 4.223%
94 13.272 1857 1859 1862 rVB3 42226 37988 3.35% 0.230%
95 13.307 1862 1865 1867 rBV 75230 72077 6.35% 0.437%
96 13.648 1921 1923 1925 rVB 70188 47972 4.22% 0.291%

97 13.977 1976 1979 1982 rVB2 104633 103324 9.10% 0.626%
98 14.154 2005 2009 2012 rBV 1185337 1135461 100.00% 6.884%
99 14.295 2031 2033 2040 rBV3 80057 96644 8.51% 0.586%
100 15.689 2266 2270 2280 rVB 633936 906364 79.82% 5.495%

Sum of corrected areas: 16494768
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\

Data File : BF106357.D

Aca On 12 Jun 2018 20:57

Operator : JU/SJ

ﬁ?ggle i J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF106357.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\

Data File : BF106357.D

Aca On 12 Jun 2018 20:57

Operator : JU/SJ

ﬁ?ggle i J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown6.74 Concentration Rank 1

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

6.74 14.18 ng 593630 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 749 (6.743 min): BF106357.D (-745) (-) m/z 132.00 100.00%
32
5000 68
40 % J 6.40 6.60 6.80 7.00
54 : . . :
o A e e m/z 68.00 38.63%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony!
57 132
74
5000 og 116 VARG SRR T R
6.40 6.60 6.80 7.00
m/z 134.00 33.10%
N -‘-“‘. 8 o7 ‘-“. s 189
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.00 25.01%
33 a . 105
O "ﬁo" "89" N '%¥5|' L UL UL DU
m/z--> 40 60 80 100 120 140 160 180 \
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal s B R R T
132 6.40 6.60 6.80 7.00
m/z 69.05 14 .55%
5000 6
41 97
53
N P
N Y O S
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\

Data File : BF106357.D

Aca On 12 Jun 2018 20:57

Operator : JU/SJ

ﬁ?ggle i J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Naphthalene, decahydro-2-me... Concentration Rank 16

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

7.90 2.01 ng 99294 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 90
2 trans-4a-Methvl-decahvdronaphtha... 152 C11H20 002547-27-5 76
3 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 72
4 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 68
5 9-Methylbicyclo[3.3.1]nonane 138 C10H18 025107-01-1 60

Abundance Scan 946 (7.901 min): BF106357.D (-941) (-) m/z 67.00 100.00%
67 95 163
81 152
107
137
5000
41 119 e
O I

o..,....,....l....,.......,...!,..... '..'...'....!..,....,.'...,.!..,. m/z 95.10 97.27%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance #25446: Naphthalene, decahydro-2-methyl-
41 67 81 152
95
55
27
5000 N AL L A U
137 760 7.80 8.00 820
109 m/z 163.20 87.82%
Lol
0"I""I'"'l""'lu'l'l"‘l'k""'h""I"‘l"'l""l""I"l"l'"ll""l""l""l'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

Abundance
95

e by

7.60 7.80 8.00 8.20
m/z 152.20 82.18%

67 81 137 152

109

5000 55

123

m/z-->

5000

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170
Abundance #25433: cis-Decalin, 2-syn-methyl-

8 95
67
41

152
110

23 137
H ‘ i HM 4 ‘\‘ \‘ ‘ 1l H

7.60 7.80 8.00 8.20

m/z 81.00 80.66%

st

m/z-->

20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170

7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\

Data File : BF106357.D

Aca On 12 Jun 2018 20:57

Operator : JU/SJ

ﬁ?ggle i J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Cycloundecene, l1l-methyl- Concentration Rank 8

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

8.54 3.35 ng 165359 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloundecene. 1-methvl- 166 Cl1l2H22 088828-82-4 68
2 trans. cis-3-Ethvilbicvclol4.4.01... 166 C12H22 066660-43-3 64
3 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 006876-13-7 46
4 2.7-Octadiene. 4-methvl- 124 C9H16 1000061-78-0 42
5 3,5-Octadiene, 4,5-diethyl- 166 C12H22 067652-84-0 38

Abundance Scan 1055 (8.542 min): BF106357.D (-1048) (-) m/z 55.00 100.00%
8
41
5000
820 840 8.60 880
o} m/z 81.00 90.42%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #35180: Cycloundecene, 1-methyl-
67 8 95
55
41 166
5000 109 AR LR LR
8.20 8.40 8.60 8.80
‘ ‘ 123 151 m/z 83.10 79.55%
0 .|...‘.‘|....‘|H...|E‘...lu‘l.lu.‘.“. bt W.‘. ""|""' 'H"I':!-':??I"" ‘” R ARIRaasE e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
8l g5 137
166 820 840 8.60 880
5000 - 67 m/z 57.00 70.97%
109
124
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #17013: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, (1.alpha.... e e AR Eas
55 95 8.20 8.40 8.60 8.80
82 m/z 82.05 69.49%
67
5000
27
123
Orrprrrprrre prrr e rper o ‘M U ”%ﬂ?“'li'ﬁ'i?ﬁ'“ LIRARAS SRR RARAS SR AR LR LR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 8.20 8.40 8.60 8.80

8270-BF061118.M Wed Jun 13 17:34:03 2018 Page: 7



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\

Data File : BF106357.D

Aca On 12 Jun 2018 20:57

Operator : JU/SJ

ﬁ?ggle i J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Decane, 4-methyl- Concentration Rank 4

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

8.67 6.64 ng 327397 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvl- 156 C11H24 002847-72-5 59
2 Octane. 3-ethvl- 142 C10H22 005881-17-4 59
3 Decane. 5-propvl- 184 C13H28 017312-62-8 59
4 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 59
5 4-Heptanone, 3-methyl- 128 C8H160 015726-15-5 53

Abundance Scan 1077 (8.672 min): BF106357.D (-1073) (-) m/z 57.05 100.00%
7
71
5000 43
T e e
85 113 8.40 8.60 8.80 9.00
96 149 164
o o 222133 T T 188 Tm/z 71.05 74.59%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28433: Decane, 4-methyl-
43 -
57
5000 29
8.40 8.60 8.80 9.00
112 m/z 43.00 45.05%
oAl L% g T 1 11 186
mz-> 20 40 60 80 100 120 140 160 180
Abundance
43 57
1 HERSN U L R R
8.40 8.60 8.80 9.00
5000 m/z 41.00 23.24%
29
112
0 83 o8 142
mz-> 20 40 60 80 100 120 140 160 180
Abundance #48838: Decane, 5-propyl- R I
5 8.40 8.60 8.80 9.00
43 m/z 56.00 17.31%
5000 g5
29
112
SR YO e O SO S oV Al et
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\

Data File : BF106357.D

Aca On 12 Jun 2018 20:57

Operator : JU/SJ

ﬁ?ggle i J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Tridecane, 6-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.93 2.63 ng 129519 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 6-methvl- 198 C14H30 013287-21-3 64
2 Undecane. 5-ethvl- 184 C13H28 017453-94-0 59
3 Heptacosane 380 C27H56 000593-49-7 53
4 1-Octadecanesulphonvl chloride 352 C18H37ClI02S 1000342-70-4 53
5 Hexadecane 226 Cl16H34 000544-76-3 50
Abundance Scan 1121 (8.931 min): BF106357.D (-1118) (-) m/z 57.05 100.00%

57
5000 N/\J

85 R R
Jh@ﬂﬂ “1m 8.60 8.80 9.00 9.20

o..'ﬂ,..- e~ m/z 71.05 48.13%

m/z--> 50 100 150 200 250 300 350
Abundance #59887: Tridecane, 6-methyl-
57

5000 LN L L L L L LB L |
8.60 8.80 9.00 9.20
85 m/z 43.00 29.71%
126
A R
m/z--> 50 100 150 200 250 300 350
Abundance
57
e e AR
8.60 8.80 9.00 9.20
5000 m/z 41.00 24 _42%
29 85
126 155
o by e ———————
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane I e R Emma T
57 8.60 8.80 9.00 9.20
m/z 55.05 22 .02%
5000
85
29
o 7| 113 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 8.60 8.80 900 9.20

8270-BF061118.M Wed Jun 13 17:34:04 2018 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\

Data File : BF106357.D

Aca On 12 Jun 2018 20:57

Operator : JU/SJ

ﬁ?ggle i J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown9.03 Concentration Rank 12

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

9.03 2.86 ng 141139 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexaneethanol. .beta.-methvl- 142 C9H180 005442-00-2 43
2 7-Methvl-1.6-octadiene 124 C9H16 042152-47-6 43
3 2-Butenoic acid. 3-hexenvl ester... 168 C10H1602 065405-80-3 38
4 Cvclohexane. (1.3-dimethvlbutvl)- 168 C12H24 061142-19-6 30
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 30

Abundance Scan 1138 (9.031 min): BF106357.D (-1135) (-) m/z 57.00 100.00%

5000

163173 8.60 8.80 9.00 9.20 9.40

0 m/z 69.00 81.03%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20048: Cyclohexaneethanol, .beta.-methyl-
55 6 82
41
5000 LI LI L L L L L B LI
8.60 8.80 9.00 9.20 9.40
‘ g5 111 124 m/z 82.00 73.25%
0 H‘ ‘ H\ \\‘h \H H
,,,,,,,,,
m/z--> 20 60 80 100 120 140 160 180
Abundance

41 55 69 82

8.60 8.80 9.00 9.20 9.40

5000 m/z 41.00 69.77%
124
27 o5 109
15
O el el e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #36421: 2-Butenoic acid, 3-hexenyl ester, (E,2)- I REEEE s
69 8.60 8.80 9.00 9.20 9.40
82 m/z 55.00 67.10%
5000 a1
o35 20 || P | ), 9 13
e R B
m/z--> 20 40 60 80 100 120 140 160 180 8. 60 8.80 9. 00 9.20 9.40

8270-BF061118.M Wed Jun 13 17:34:05 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\

Data File : BF106357.D

Aca On 12 Jun 2018 20:57

Operator : JU/SJ

ﬁ?ggle i J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Dodecane, 2,7,10-trimethyl- Concentration Rank 5

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

9.27 6.46 ng 291045 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 90
2 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 90
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 80
4 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 72
5 Heptacosane 380 C27H56 000593-49-7 64

Abundance Scan 1179 (9.272 min): BF106357.D (-1175) (-) m/z 57.10 100.00%
g7
5000 85
113, . 159 900 920 9.40 960
3 31 193
Ol ,|,',‘,]1,',17?', e M7z 71.10 90 14%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57
5000 HER S R R IR
9.00 9.20 9.40 9.60
29 85 m/z 43.00 44 _27%
N 0 o
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
900 920 9.40 960
5000 m/z 85.10 38.81%
29 85
o 13 141 169 197
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢ L R e s e
il 112 9.00 9.20 9.40 9.60
95 m/z 56.00 20.92%
5000
. H 173191 216 245 312 342
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 9.00 9.20 9.40 9.60

8270-BF061118.M Wed Jun 13 17:34:06 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\

Data File : BF106357.D

Aca On 12 Jun 2018 20:57

Operator : JU/SJ

ﬁ?ggle i J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown9.41 Concentration Rank 6

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

9.41 4.76 ng 214435 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 1-fluoro- 188 C12H25F 000334-68-9 42
2 Spirol5.61dodecane-1.7-dione 194 C12H1802 050803-80-0 41
3 1-Octanol. 2-butvl- 186 C12H260 003913-02-8 30
4 2.6.10-Trimethvlundeca-1.3-diene 194 C14H26 1000222-09-1 30
5 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 25

Abundance Scan 1202 (9.407 min): BF106357.D (-1198) (-) m/z 57.00 100.00%
5000 o5 193
8 109 123 137 AV el B A P
151 169 9.00 9.20 9.40 9.60 9.80
o 180 m/z 55.00 63.58%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #51680: Dodecane, 1-fluoro-
57
5000 NSRS SRS AR N
71 9.00 9.20 9.40 9.60 9.80
m/z 43.00 60.75%
o il N M M\‘ C 111 125 140 159 188
m/z--> ﬁo Jo éo éo 160 150 150 1éo 1éo 260 !
Abundance
41 55
67 98 123 [T T[T T T
7 137 166 9.00 9.20 9.40 9.60 9.80
5000 81 109 194 m/z 41.00 55.16%
148
176
L S S S WL L B LA B AL L
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #50321: 1-Octanol, 2-butyl- A RREEE RS E ST
57 9.00 9.20 9.40 9.60 9.80
43 m/z 71.10 52.51%
5000 69
29 ‘ o7 111
0 Idhlh‘llﬂhu Il I‘M “ ) }ﬁ?,}f?,{56|}§§, N v o
miz--> 20 40 60 120 140 160 180 200 9.00 9.20 9.40 9.60 9.80

8270-BF061118.M Wed Jun 13 17:34:06 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\

Data File : BF106357.D

Aca On 12 Jun 2018 20:57

Operator : JU/SJ

ﬁ?ggle i J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 1,3-Dimethylcyclopentanol Concentration Rank 2

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

9.72 13.20 ng 595017 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dimethvicvclopentanol 114 C7H140 019550-46-0 53
2 Tetratetracontane 619 C44H90 007098-22-8 52
3 Tetradecane 198 C14H30 000629-59-4 47
4 Dodecane. l-iodo- 296 C12H251 004292-19-7 47
5 Sulfurous acid, dodecyl pentyl e... 320 C17H3603S 1000309-14-5 46

Abundance Scan 1255 (9.719 min): BF106357.D (-1252) (-) m/z 57.05 100.00%
g7

R R e e e A
or o 9.40 9.60 9.80 10.00
O m/z 71.05 81.67%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #7554: 1,3-Dimethylcyclopentanol
43
85 JL,AMAwMJ&AMAwwM,A
5000 LN L L L L LB L |
9.40 9.60 9.80 10.00
m/z 43.00 70.10%
Ot
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R R R e e e
9.40 9.60 9.80 10.00
5000 m/z 41.00 39.71%
97
0 141 183 225 267 309 351 393 432463 505 561 603
e R o AR R s e e e e e e S LARARRS
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #59882: Tetradecane R AEmEEEE L
57 9.40 9.60 9.80 10.00
m/z 85.10 39.67%
5000
99
> 141 198
QL+ 1 T [ e e e N s
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 9.40 9.60 9.80 10.00

8270-BF061118.M Wed Jun 13 17:34:07 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\

Data File : BF106357.D

Aca On 12 Jun 2018 20:57

Operator : JU/SJ

ﬁ?ggle i J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown9.88 Concentration Rank 15

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

9.88 2.04 ng 91960 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-(2-Methvl-propenvl)-cvclohexanone 152 C10H160 065737-44-2 49
2 1-Cvclohexvl-2-methvl-prop-2-en-... 152 C10H160 025183-82-8 46
3 1.4-Benzenediol. 2.3.5-trimethvl- 152 C9H1202 000700-13-0 27
4 Diisopropvlaminoacrvlonitrvl 152 C9H16N2 038691-28-0 27
5 2H-Pyrrol-2-one, 1,5-dihydro-4-(... 152 C8H12N20 105776-93-0 25

Abundance Scan 1282 (9.878 min): BF106357.D (-1279) (-) m/z 69.05 100.00%
5000 193
123 137
'9.60 9.80 10.00 1020
0 m/z 152.10 77 .69%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #25202: 2-(2-Methyl-propenyl)-cyclohexanone
97 109 152
79 124
5000 41 55 67 137
9.60 9.80 10.00 10.20
27 m/z 41.00 76.90%
0‘
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
41 55 69
83 152 "'9.60 9.80 10.00 1020
5000 110 m/z 55.00 74.76%
27 97 123137
L S I U WL B B WL B S B
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #26023: 1,4-Benzenediol, 2,3,5-trimethyl- T
152 9.60 9.80 10.00 10.20
m/z 97.10 71.51%
137
5000
109
43
T I A A a0 I B PO
m/z--> 200 40 60 80 100 120 140 160 180 200 220 9.60 980 1000 1020

8270-BF061118.M Wed Jun 13 17:34:07 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\

Data File : BF106357.D

Aca On 12 Jun 2018 20:57

Operator : JU/SJ

ﬁ?ggle i J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown9.92 Concentration Rank 11

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

9.92 2.93 ng 132090 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-4.4.8.9.10-pentamethvl... 208 C15H28 080655-44-3 43
2 2-Pentanone. 4-cvclohexvlidene-3... 222 C15H260 313253-65-5 38
3 Silane. chlorodiethvl(2-methvlpe... 222 C10H23CIOSi 1000363-12-7 32
4 T1.2.41Triazololl.5-alpvrimidin-... 193 C8H11N50 1000351-50-1 27
5 Acridine, 9-methyl- 193 C14H11N 000611-64-3 22

Abundance Scan 1289 (9.919 min): BF106357.D (-1287) (- m/z 193.15 100.00%
41 69 109 T
55 97
5000
209 9.60 9.80 10.00 10.20
0 m/z 69.10 80.59%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193
123
5000 69 95109 LN L L L L L LB L |
137 9.60 9.80 10.00 10.20
m/z 41.00 72.07%
151 208
ey i \ L - C [ A
m/z--> 20 40 100 120 140 160 180 200 220
Abundance
193
'9.60 9.80 10.00 10.20
5000 43 55 m/z 109.10 71.66%
60 g 97 109
29
o 123 137149 163 179 | 207 222
m/z--> ﬁo Jo 65 85 160 150 150 1éo 1§o 200 250
Abundance #78627: Silane, chlorodiethyl(2-methylpentyloxy)- R AEmEEEE L
109 9.60 9.80 10.00 10.20

123 193 m/z 55.00 64.49%

5000

137 151

163175 222
T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10 00 10.20

8270-BF061118.M Wed Jun 13 17:34:08 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\

Data File : BF106357.D

Aca On 12 Jun 2018 20:57

Operator : JU/SJ

ﬁ?ggle i J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknownl10.42 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.42 2.35 ng 105827 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 46
2 Dodecane 170 C12H26 000112-40-3 46
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 38
4 Octadecane. l1l-iodo- 380 C18H37I1 000629-93-6 35
5 1-Octadecanesulphonyl chloride 352 C18H37CI102S 1000342-70-4 30

Abundance Scan 1374 (10.419 min): BF106357.D (-1370) (-) m/z 123.10 100.00%

123

5000

184 207 222 10.20 10.40 10.60 10.80

0 m/z 170.10 65.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48834: Tridecane
a3 %7
71
5000 85
10.20 10.40 10.60 10.80
29 % m/z 69.05 54 _.22%
L | | 9112127141 155160 184
.”,”.q.”.“.”,”.w.“.“.”,”...”...” EREREEEATE LA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 IIIIIIIIIIIIIIIIIIIIII
10.20 10.40 10.60 10.80
5000 1 m/z 41.00 52.17%
85
29
o 14 99 113127 141 170
R o B B A B o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100330: 2-Bromo dodecane e ERREE BEE e
57 10.20 10.40 10.60 10.80
m/z 169.10 50.48%
43 71
5000 85
99
113 169
015127149 I
m/z--> 60 80 100 120 140 160 180 200 220 240 10.20 10.40 10.60 10.80

8270-BF061118.M Wed Jun 13 17:34:09 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\

Data File : BF106357.D

Aca On 12 Jun 2018 20:57

Operator : JU/SJ

ﬁ?ggle i J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Heptacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.65 2.94 ng 132386 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 86
2 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 81
3 Tridecane. 5-propvl- 226 C16H34 055045-11-9 72
4 Tridecane 184 C13H28 000629-50-5 72
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 72
Abundance Scan 1413 (10.648 min): BF106357.D (-1409) (-) m/z 57.00 100.00%
57
5000
J 8 IR BRI SO DU B
113 10.40 10.60 10.80 11.00
141 169
o....,JlJ'|.".'..,....2‘,’0....,........,.... m/z 71.05 50.35%
m/z--> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 IR B UL S B
85 10,40 10,60 10.80 11.00
m/z 43.00 44 .98%
o 290 | || 118 141 169 107 225 253 281 323 351 380
m/z--> 0 50 100 1éo 200 250 300 350
Abundance
57
1040 10,60 10,80 11.00
5000 m/z 85.10 25.30%
29
0 85 M2 141 169
m/z--> 0 50 100 150 200 250 300 350
Abundance #83031: Tridecane, 5-propyl-  RE mam e B I
57 10.40 10.60 10.80 11.00
m/z 41.00 21.52%
5000
85
112
o304 | | LW n s g
m/z--> 0 50 100 150 200 250 300 350 10,40 10,60 10.80 11.00

8270-BF061118.M Wed Jun 13 17:34:09 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\

Data File : BF106357.D

Aca On 12 Jun 2018 20:57

Operator : JU/SJ

ﬁ?ggle i J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Sulfurous acid, 2-ethylhexy... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.92 3.70 ng 195997 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-ethvlhexvl und... 348 C19H4003S 1000309-19-4 64
2 Sulfurous acid. decvl 2-ethvlhex... 334 C18H3803S 1000309-19-3 64
3 Sulfurous acid. dodecvl 2-ethvlh... 362 C20H4203S 1000309-19-5 64
4 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 58
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 53

Abundance Scan 1459 (10.919 min): BF106357.D (-1454) (-) m/z 57.05 100.00%
5000
85
99 113 183 10.60 10.80 11.00 11.20
127 141 155 169 : : - .
o 198 m/z 71.05 77.54%
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #182581: Sulfurous acid, 2-ethylhexyl undecy! ester
57
71
5000 RSN SN SURRA
43 10.60 10.80 11.00 11.20
85 113 m/z 43.10 45.70%
0 wz‘g ‘\ ‘\ ! Ll 1 %9 | 126 15\5
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
57
71 R UL U
10.60 10.80 11.00 11.20
5000 43 m/z 85.05 28.72%
85
113
i 9 129 141
R L S UL L L WL WL WL B
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #191848: Sulfurous acid, dodecyl 2-ethylhexyl ester T T
57 10.60 10.80 11.00 11.20
7 m/z 41.00 23.99%
5000
43
113
0 |'fﬁ -ﬂ“- le"hl'li? '?f" l'|1'2'7"|" "|'1??'| SR S RSN SN SULRA
miz-> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20

8270-BF061118.M Wed Jun 13 17:34:10 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF061218\

Data File : BF106357.D

Aca On 12 Jun 2018 20:57

Operator : JU/SJ

ﬁ?ggle i J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 4,4"-Bis(tetrahydrothiopyran) Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.95 2.97 ng 168358 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.47-Bis(tetrahvdrothiopvran) 202 C10H18S2 116196-83-9 91
2 Pvrene 202 C16H10 000129-00-0 64
3 Fluoranthene 202 C16H10 000206-44-0 50
4 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 47
5 4,5-Dihydronaphtho(2,1-d)thiazol... 202 C11H10N2S 034176-49-3 38
Abundance Scan 1804 (12.948 min): BF106357.D (-1801) (-) m/z 202.10 100.00%
202
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061218\

Data File : BF106357.D

Acq On : 12 Jun 2018 20:57

Operator : JU/SJ

3?22'6 i J3423-04 5X CAS1-SB-04-05-06-1-2
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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]
unknown6.74 6.74 14.2 ng 593630 1 6.97 837529 20.0
Naphthalene, deca... 7.90 2.0 ng 99294 2 8.25 986576 20.0
Cycloundecene, 1-... 8.54 3.4 ng 165359 2 8.25 986576 20.0
Decane, 4-methyl- 8.67 6.6 ng 327397 2 8.25 986576 20.0
Tridecane, 6-methyl- 8.93 2.6 ng 129519 2 8.25 986576 20.0
unknown9.03 9.03 2.9 ng 141139 2 8.25 986576 20.0
Dodecane, 2,7,10-... 9.27 6.5 ng 291045 3 10.01 901516 20.0
unknown9 .41 9.41 4.8 ng 214435 3 10.01 901516 20.0
1,3-Dimethylcyclo. .. 9.72 13.2 ng 595017 3 10.01 901516 20.0
unknown9 .88 9.88 2.0 ng 91960 3 10.01 901516 20.0
unknown9 .92 9.92 2.9 ng 132090 3 10.01 901516 20.0
unknown10.42 10.42 2.4 ng 105827 3 10.01 901516 20.0
Heptacosane 10.65 2.9 ng 132386 3 10.01 901516 20.0
Sulfurous acid, 2... 10.92 3.7 ng 195997 4 11.51 1060450 20.0
4,4°-Bis(tetrahyd... 12.95 3.0 ng 168358 5 14.15 1135460 20.0
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