LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 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-BF010719.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 5.504 578 581 590 rVB 417345 372102 8.94% 0.941%
2 6.128 682 687 694 rBV3 121278 176666 4.25% 0.447%
3 6.316 714 719 723 rBV2 68399 82208 1.98% 0.208%
4 6.375 727 729 732 rVB 89265 75720 1.82% 0.191%
5 6.410 732 735 738 rBV2 88476 109878 2.64% 0.278%
6 6.516 747 753 757 rBV 432930 438862 10.55% 1.109%
7 6.622 766 771 772 rBV2 70120 98892 2.38% 0.250%
8 6.645 772 775 783 rVB 488793 514584 12.37% 1.301%
9 6.816 798 804 805 rBV6 43551 65664 1.58% 0.166%
10 6.875 810 814 815 rVV2 165066 196677 4.73% 0.497%

11 6.892 815 817 820 rVB 280988 215435 5.18% 0.545%
12 6.934 821 824 827 rBV2 71786 85354 2.05% 0.216%
13 7.028 837 840 843 rBvV2 517774 498747 11.99% 1.261%
14 7.151 858 861 864 rVB 215537 202938 4._.88% 0.513%
15 7.181 864 866 870 rBvV3 81371 98055 2.36% 0.248%

16 7.275 876 882 884 rBv2 159043 199474 4._80% 0.504%
17 7.304 884 887 892 rVB5 57782 76361 1.84% 0.193%
18 7.410 900 905 906 rBv2 232512 273749 6.58% 0.692%
19 7.428 906 908 911 rvv 306165 290946 6.99% 0.736%
20 7.457 911 913 919 rVvB4 140271 171891 4._.13% 0.435%

21 7.522 919 924 927 rVB4 212373 318413 7.65% 0.805%
22 7.587 927 935 937 rBVv3 172553 350445 8.42% 0.886%
23 7.628 939 942 944 rvv2 75730 81655 1.96% 0.206%
24 7.657 944 947 949 rvv2 213575 197777 4._75% 0.500%
25 7.687 949 0952 954 rvB2 161493 140085 3.37% 0.354%

26 7.757 960 964 966 rBvV2 134490 161202 3.88% 0.408%
27 7.781 966 968 970 rvVv 235342 218665 5.26% 0.553%
28 7.804 970 972 975 rVV3 248674 242060 5.82% 0.612%
29 7.834 975 977 981 rvB4 165131 192471 4.63% 0.487%
30 7.875 981 984 986 rBV2 96149 90683 2.18% 0.229%

31 7.922 989 992 994 rvv3 102775 118967 2.86% 0.301%
32 7.975 998 1001 1007 rVB5 139090 165552 3.98% 0.419%
33 8.028 1007 1010 1014 rBvV2 127839 182625 4_.39% 0.462%
34 8.063 1014 1016 1018 rBV2 98450 79407 1.91% 0.201%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 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\HPCHEM1\BNA F\METHODS\8270-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 8.110 1019 1024 1027 rVvV5 132372 244720 5.88% 0.619%

36 8.151 1027 1031 1035 rVvV3 247377 463525 11.14% 1.172%
37 8.222 1038 1043 1045 rVB 752500 712527 17.13% 1.801%
38 8.245 1045 1047 1050 rBvV2 177613 172130 4.14% 0.435%
39 8.269 1050 1051 1055 rVvB3 91768 95594 2.30% 0.242%
40 8.316 1055 1059 1060 rBVv3 107052 109189 2.62% 0.276%

41 8.334 1060 1062 1064 rvv2 84423 67620 1.63% 0.171%
42 8.369 1064 1068 1070 rVvB2 123215 152179 3.66% 0.385%
43 8.451 1078 1082 1085 rvB2 381985 347568 8.36% 0.879%
44 8.510 1089 1092 1094 rBV2 98818 96709 2.32% 0.244%
45 8.545 1094 1098 1100 rBv4 119089 130473 3.14% 0.330%

46 8.581 1101 1104 1106 rBV 748037 568473 13.67% 1.437%
47 8.604 1106 1108 1110 rVvB2 127773 92237 2.22% 0.233%
48 8.622 1110 1111 1116 rVB4 147590 120459 2.90% 0.305%
49 8.663 1116 1118 1121 rBV2 194128 168577 4._.05% 0.426%
50 8.704 1121 1125 1127 rBv4 125875 141255 3.40% 0.357%

51 8.763 1131 1135 1137 rBvV4 77495 102691 2.47% 0.260%

52 8.786 1137 1139 1141 rBV2 89593 93273 2.24% 0.236%
53 8.845 1146 1149 1152 rVB2 324197 358424 8.62% 0.906%
54 8.910 1157 1160 1162 rBV3 121417 85060 2.04% 0.215%
55 8.934 1162 1164 1168 rBv4 130447 211065 5.07% 0.534%
56 8.981 1170 1172 1174 rVB 130326 82252 1.98% 0.208%
57 9.004 1174 1176 1179 rVB3 79460 81712 1.96% 0.207%
58 9.034 1179 1181 1184 rBvV4 79207 99224 2.39% 0.251%

59 9.069 1184 1187 1190 rVB4 225820 249988 6.01% 0.632%
60 9.098 1190 1192 1194 rBV2 114218 115247 2.77% 0.291%

61 9.122 1194 1196 1199 rVB3 90127 67184 1.62% 0.170%
62 9.157 1199 1202 1203 rBV 103143 70993 1.71% 0.179%
63 9.181 1203 1206 1210 rVB 851339 695073 16.71% 1.757%
64 9.228 1211 1214 1217 rVB 561789 474383 11.40% 1.199%
65 9.275 1220 1222 1224 rBV3 90539 71803 1.73% 0.182%

66 9.322 1224 1230 1234 rBV5 382561 628054 15.10% 1.588%
67 9.357 1234 1236 1239 rBv4 94298 111568 2.68% 0.282%
68 9.386 1239 1241 1243 rVB2 162418 119410 2.87% 0.302%
69 9.428 1246 1248 1252 rVB4 169047 162752 3.91% 0.411%
70 9.463 1252 1254 1256 rBV3 95492 95758 2.30% 0.242%

71 9.504 1256 1261 1264 rVB4 260330 347860 8.36% 0.879%

8270-BF010719.M Mon Jan 14 17:19:06 2019 Page: 2



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 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\HPCHEM1\BNA F\METHODS\8270-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 9.545 1265 1268 1271 rBv4 355421 412189 9.91% 1.042%
73 9.575 1271 1273 1279 rVB2 732756 911211 21.90% 2.304%
74 9.639 1279 1284 1286 rBV3 1088866 1335570 32.11% 3.376%
75 9.663 1286 1288 1290 rVB 182763 142178 3.42% 0.359%

76 9.692 1290 1293 1295 rBV3 189068 183558 4.41% 0.464%
77 9.786 1305 1309 1312 rBv4 299098 468204 11.26% 1.184%
78 9.828 1312 1316 1319 rVB3 506759 608534 14.63% 1.538%
79 9.863 1319 1322 1324 rBv4 250965 328950 7.91% 0.832%
80 9.904 1324 1329 1334 rVV6 475662 925055 22.24% 2.339%

81 9.951 1334 1337 1339 rVvV2 848627 798357 19.19% 2.018%
82 9.981 1340 1342 1346 rVB4 337577 397371 9.55% 1.005%
83 10.022 1346 1349 1352 rBV4 334584 393738 9.47% 0.995%
84 10.057 1353 1355 1357 rBV2 175998 185966 4_.47% 0.470%
85 10.116 1362 1365 1368 rVB2 434762 515218 12.39% 1.303%

86 10.175 1372 1375 1382 rVB3 496491 669339 16.09% 1.692%
87 10.233 1382 1385 1387 rBV2 479455 520553 12.51% 1.316%
88 10.292 1392 1395 1397 rVB3 292461 291947 7.02% 0.738%
89 10.328 1398 1401 1405 rBV5 607837 691350 16.62% 1.748%
90 10.463 1421 1424 1429 rBV4 483876 811447 19.51% 2.051%

91 10.569 1439 1442 1446 rVB 1347806 1444450 34.72% 3.652%
92 10.839 1484 1488 1492 rBV 2956165 3325217 79.93% 8.407%
93 11.051 1520 1524 1528 rBV3 745023 1003103 24.11% 2.536%
94 11.310 1564 1568 1572 rVB 3955666 4159936 100.00% 10.517%
95 11.416 1584 1586 1590 rBV4 574072 927178 22.29% 2.344%

96 11.663 1625 1628 1630 rBV 1337937 1293632 31.10% 3.270%
97 12.398 1751 1753 1758 rVB 1094943 1300858 31.27% 3.289%
98 16.892 2514 2517 2520 rBV3 376047 718717 17.28% 1.817%

Sum of corrected areas: 39555045
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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: BF112032.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Sulfurous acid, butyl 2-eth... Concentration Rank 14

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

6.13 17.97 ng 176666 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl 2-ethvlhex... 250 C12H2603S 1000309-18-8 50
2 Butane. 2.2-dimethvl- 86 C6H14 000075-83-2 47
3 Octane. 2-bromo- 192 C8H17Br 000557-35-7 38
4 1-Decene. 4-methvl- 154 C11H22 013151-29-6 38
5 3-Bromooctane 192 C8H17Br 000999-64-4 38

Abundance Scan 687 (6.128 min): BF112032.D (-682) (-) m/z 57.05 100.00%
57
43 71
5000
83
| “ | 97 113 126 5.80 6.00 6.20 6.40
errrrprrrrprrree b el e by || M/Z 55.05 58 16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #101977: Sulfurous acid, butyl 2-ethylhexyl ester
57
5000 71
43 5.80 6.00 6.20 6.40
29 m/z 43.05 58.01%
'w"“l'“hl“'“ﬁ"w"“l'“'|“"v§?w9?“|'”'fi%'v"w"“l'“'l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #1835: Butane, 2,2-dimethyl-
5 71
43
5.80 6.00 6.20 6.40
5000 m/z 41.05 55.58%
29
“lﬁﬁl“mh““h““rﬂ”l““i““lﬁil““v'“v'“v'HVH'w“'v“w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 A
Abundance #54933: Octane, 2-bromo- DA
57 5.80 6.00 6.20 6.40
43 71 m/z 71.10 55.53%
5000
29
el e S 911057021 133 149
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 2 unknown6.65 Concentration Rank 3

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

6.65 52.33 ng 514584 1,4-Dichlorobenzene-d4 6.87
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-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 776 (6.651 min): BF112032.D (-772) (-) m/z 132.00 100.00%
132
5000 o8
96 PSSP AARBE SRR R
40 42 54 o | 5 gl 104 6.40 6.60 6.80 7.00
T R [| RS m/z 68.05 36.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.40 6.60 6.80 7.00
0
314 5 78 m/z 134.00 32.50%
"P'”I”'WL”WP!“I”'W'“!P'”I”'W”'W'”'P'“P'“I“'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 23.59%
41 97
‘ 53 2 117
eesalll el (P e | w05 faaa |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LA L L L L L L
132 6.40 6.60 6.80 7.00
m/z 96.10 14_.17%
5000
104
51 ., 06 77
14 27 37 449/ 58 | 5, 89 97 || 115 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Heptane, 4-ethyl- Concentration Rank 11

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

7.15 20.64 ng 202938 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 4-ethvl- 128 C9H20 002216-32-2 53
2 Hexane. 1-(hexvloxv)-5-methvl- 200 C13H280 074421-19-5 50
3 Ether. heptvl hexvl 200 C13H280 007289-40-9 50
4 Decane. 5-methvl- 156 C11H24 013151-35-4 47
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 43

Abundance Scan 861 (7.151 min): BF112032.D (-858) (-) m/z 57.10 100.00%
sl
43
5000
69 85
‘ ‘ ” % 6.80 7.00 7.00 7.40
111 154 - : : :
el Tl M 125 aze W n T 43 05 76.51%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #12673: Heptane, 4-ethyl-
43
57
5000 I R R L
- a5 6.80 7.00 7.20 7.40
o8 m/z 41.10 47 .95%
| e 128
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #61362: Hexane, 1-(hexyloxy)-5-methyl-
43 57
6.80 7.00 7.00 7.40
5000 m/z 55.05 40.24%
85
70
29 97
”I'”'I'“'I“"P"W"'W"”I"”I'”'I'”'I}%§I”}ﬁg"ﬂ"”I';§Z'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #61346: Ether, heptyl hexy! B B B R
a3 9 6.80 7.00 7.20 7.40
m/z 56.05 31.63%
5000 85
97
"I”"P"W"”I'“'I”"P'”I'”'I”"P'”I}%§I”}ﬁq'“l'”'I”"P" I S UL
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Naphthalene, decahydro-, tr... Concentration Rank 12

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

7.27 20.28 ng 199474 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 93
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 91
3 2H-Inden-2-one. octahvdro-. trans- 138 C9H140 016484-17-6 72
4 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 70
5 Bicyclo[5.3.0]decane 138 C10H18 005661-80-3 62

Abundance Scan 881 (7.269 min): BF112032.D (-876) (-) m/z 67.10 100.00%
41 67
138
95
57 82
5000 105
7.00 7.20 7.40 7.60
..,....,....,...:,'.‘...'l'||| ‘ || |: gl '!.||'|I.:.L.|."” !..',....1,5.3.2.., m/z 41.10 91 .13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16920: Naphthalene, decahydro-, trans-
67
138
a1 82 96
5000 U UL LS IR
55 7.00 7.20 7.40 7.60
109 m/z 68.05 80.98%
"v%?w"JL"'4!“"”“"'J!|"lh"“|v!hl'“'h“"}%?'v" AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #16891: Naphthalene, decahydro-
67 96 138
82
7.00 7.20 7.40 7.60
5000 41 - m/z 138.10 70.98%
109
29
"P”'P”UP”AI”WJ”W'”W”'ML'W”‘W”'w”'&aqﬁ”'“””l””l
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #17587: 2H-Inden-2-one, octahydro-, trans-
41 67 81 94 7.00 7.20 7.40 7.60
138 m/z 95.05 64 .96%
54
5000 109
"P”W'”W'”W'”W'”W'”W”'W”'W'"””I”E??”I””I””P'”I U UL LS IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown7.52 Concentration Rank 20

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

7.52 13.74 ng 318413 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.2.3-trimethvl-. (... 126 C9H18 001839-88-9 38
2 Cvclopentane. 1-butvl-2-ethvl- 154 C11H22 072993-32-9 27
3 Cvclohexane. 1.2.4-trimethvl- 126 C9H18 002234-75-5 27
4 4-Oxatricvclol5.2.1.0(2.6)1decan... 154 C9H1402 1000192-17-9 25
5 2,6-Octadien-1-o0l, 3,7-dimethyl-._. 182 C11H1802 000105-86-2 22

Abundance Scan 924 (7.522 min): BF112032.D (-919) (-) m/z 55.05 100.00%
g5
69 105
41

5000

7.20 7.40 7.60 7.80
m/z 69.10 81.70%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #11639: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.alpha.,...
55 69
41 97
5000 LINLEN LI L LI L L L L LB |
83 126 7.20 7.40 7.60 7.80
- ‘ ‘ 111 m/z 105.10  73.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27081: Cyclopentane, 1-butyl-2-ethyl-
69
55 7.20 7.40 7.60 7.80
5000 a1 m/z 41.10 64 .10%
111
27 84
126
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #11594: Cyclohexane, 1,2,4-trimethyl- A EEmEEEEEas
69 7.20 7.40 7.60 7.80
55 11 m/z 43.10 58.39%
5000 41
126
97
27 ‘ 84
.w}?PJh””N”wimPJquuﬁyw”hpnwhupuwnnpnw””P. . R M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.20 740 7.60 7.80

8270-BF010719.M Mon Jan 14 17:19:09 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Decane, 2,9-dimethyl- Concentration Rank 16

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

7.59 15.12 ng 350445 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 2.9-dimethvl- 170 C12H26 001002-17-1 59
2 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 53
3 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 53
4 Undecane. 5-methvl- 170 C12H26 001632-70-8 53
5 Hexadecane 226 C16H34 000544-76-3 50

Abundance Scan 936 (7.592 min): BF112032.D (-927) (-) m/z 57.10 100.00%
a4 g
71
5000 85
119
il ” || % 105 ‘ 133 148 720 7.40 7.60 7.80 8.00
SN ] S (1 ST PR A A m/z 43.10  99.99%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #38340: Decane, 2,9-dimethyl-
43
57
5000 71 A L UL R L
7.20 7.40 7.60 7.80 8.00
29 85 m/z 71.10 60.78%
. . 9 113 127 155
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19185: Octane, 3,6-dimethyl-
57
o 720 7.40 7.60 7.80 8.00
5000 43 m/z 41.00 49_48%
29
113
‘ ‘y “ 85 99 | 127 142
m/z--> 20 30 40 50 éo 75 80 90 100 110 120 130 140 150 160
Abundance #19194: Octane, 2,6-dimethyl- R o AN B o
57 7.20 7.40 7.60 7.80 8.00
m/z 85.10 41.18%
43
5000 71
113
il Al 8 s T 17
m/z--> 20 30 40 5'0 6|0 7'0 80 90 100 110 120 130 140 150 160 720 7.40 7.60 7.80 8.00

8270-BF010719.M Mon Jan 14 17:19:10 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Undecane, 2,6-dimethyl- Concentration Rank 6

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

8.22 30.74 ng 712527 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 86
2 Decane. 2.5.9-trimethvl- 184 C13H28 062108-22-9 72
3 Dodecane. 6-methvl- 184 C13H28 006044-71-9 72
4 Undecane. 3.6-dimethvl- 184 C13H28 017301-28-9 64
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 59

Abundance Scan 1043 (8.222 min): BF112032.D (-1038) (-) m/z 57.10 100.00%
g7
o i it MLN\/\AA\/
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—ﬁ
85 98 13 7.80 8.00 820 840 8.60
o el iy 127 107 195 169 m/z 43.10 45.98%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48882: Undecane, 2,6-dimethyl-
57
5000 43 JvayyfTAfoJ---- [T
71 7.80 8.00 820 8.40 8.60
m/z 71.10 37.78%
29 08
85 7 113 157 141 154 169 184
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48890: Decane, 2,5,9-trimethyl- L
57
7.80 8.00 820 840 8.60
5000 43 m/z 41.10 26.37%
71
Loy | s s o L,
mz-> 20 4 e0 8 100 150 140 160 180
Abundance #48847: Dodecane, 6-methyl- N B e
57 7.80 8.00 8.20 840 8.60
m/z 56.10 13.80%
5000 43
71
29 98
U w‘ 85 7 M2 156 140 155 160 184
m/z--> 20 4'0 6|O 80 100 120 140 160 180 7.80 8.00 820 840 8.60

8270-BF010719.M Mon Jan 14 17:19:10 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Heptylcyclohexane Concentration Rank 17

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

8.45 15.00 ng 347568 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptvlcvclohexane 182 C13H26 005617-41-4 68
2 Cvclohexane. hexvl- 168 Cl1l2H24 004292-75-5 58
3 Cvclohexane. (1-methvlethvI)- 126 C9H18 000696-29-7 58
4 Cvclohexane. 1.1"-(1.4-butanediv... 222 C16H30 006165-44-2 53
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 53

Abundance Scan 1082 (8.451 min): BF112032.D (-1078) (-) m/z 83.10 100.00%
5000
820 840 B8.60 8.80
m/z 55.10 90.66%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47280: Heptylcyclohexane
B
55
5000 U LR L LR
41 8.20 8.40 860 8.80
67 m/z 82.10 64 .47%
?? 111 182
miz--> 20 40 60 80 100 120 140 160 180
Abundance #36765: Cyclohexane, hexyl-
55 83
820 840 B8.60 8.80
5000 41 m/z 41.10 48.82%
67
29 ‘ 168
Y 1V O A A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11583: Cyclohexane, (1-methylethyl)- AR RREEE RS
55 83 8.20 8.40 860 8.80
m/z 69.10 29.48%
5000 41
67
27 ‘ 126
T }?I"J"‘I" NLI 'J' P "91 '%¥1'|""' [rrr e IR R R R
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 860 8.80

8270-BF010719.M Mon Jan 14 17:19:11 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Sulfurous acid, 2-ethylhexy... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.58 24 .53 ng 568473 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. 2-ethvlhexvl tri... 376 C21H4403S 1000309-19-6 72
2 Oxalic acid. 2-ethvlhexvl isobut... 258 C14H2604 1000309-38-5 64
3 Sulfurous acid. 2-ethvlhexvl hex... 418 C24H5003S 1000309-19-9 59
4 Heptane. 5-ethvl-2-methvl- 142 C10H22 013475-78-0 59
5 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 59
Abundance Scan 1104 (8.581 min): BF112032.D (-1101) (-) m/z 57.10 100.00%
57
71
43
o L\‘ﬁ/\/\Alﬂ\/\—/\/V\
T T TT T T T T T T
85 113 8.20 8.40 8.60 8.80 9.00
97
o,....','...|.,..":.,.‘...-~,..!'.,1.?7..1‘,‘9.1.?“3,.1?9.“?3.1.9,8....,... m/z 71.10 71.88%

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

Abundance #200451: Sulfurous acid, 2-ethylhexyl tridecy! ester
57 A
5000
43 8.20 8.40 8.60 8.80 9.00
113 m/z 43.10 56.91%
29 85

L% | s s

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #108900: Oxalic acid, 2-ethylhexyl isobutyl ester
5 KNVJAMAWA
71 T[T T T [T rrr[rrrr[rrrr[i
8.20 8.40 8.60 8.80 9.00
5000 a1 m/z 41.10 32.91%
112
29 ‘ ‘ 83 157
S B i 1S el
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #218547: Sulfurous acid, 2-ethylhexyl hexadecyl ester R o A
57 8.20 8.40 8.60 8.80 9.00
71 m/z 56.10 20.21%
5000
43
113
DL S| ser e s e 225
R B B B A aa ma e S R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.20 8. 40 8. 60 8.80 9.00

8270-BF010719.M Mon Jan 14 17:19:11 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 11 unknown8.85 Concentration Rank 15

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

8.85 15.47 ng 358424 Naphthalene-d8 8.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 3.9-dimethvl- 184 C13H28 017301-31-4 47
2 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 47
3 Nonane. 4-methvl- 142 C10H22 017301-94-9 43
4 Tridecane 184 C13H28 000629-50-5 43
5 Hexadecane 226 C16H34 000544-76-3 43

Abundance Scan 1150 (8.851 min): BF112032.D (-1146) (-) m/z 57.10 100.00%
57
5000 145
71
43 85 e i S BT e
98 o 119 131 177 195 8.60 8.80 9.00 9.20
e e m/z 145.10 42 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48874: Undecane, 3,9-dimethyl-
57
A
5000 43 71 LN R UL UL I
a5 8.60 8.80 9.00 9.20
29 o m/z 71.05 32.03%
| 113 125 195 160 184
m/z--> 20 40 éo A 100 150 140 160 180 200
Abundance #38344: Decane, 3,8-dimethyl-
57
860 8.80 9.00 9.20
5000 43 71 a5 m/z 43.10 29.35%
29
‘ 99 113 141
N “F"'t RBEESREEE. “J'I%%? 'J"%QSI}§?'I' R LUJ,JV%AAWw\AJLJJN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19173: Nonane, 4-methy!- M e RE e R
a3 8.60 8.80 9.00 9.20
m/z 41.10 26 .05%
5000
71
H 98
M ‘\ Il 85 | 112 127 142
m/z--> 20 Jo i 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20

8270-BF010719.M Mon Jan 14 17:19:12 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknownl10.17 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.17 14.47 ng 669339 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvipropvl)- 140 C10H20 001678-98-4 38
2 Hexatriacontane 507 C36H74 000630-06-8 35
3 Nonadecane 268 C19H40 000629-92-5 30
4 Cvclohexane. octvl- 196 C14H28 001795-15-9 25
5 Cyclododecyl methyl ether 198 C13H260 002986-54-1 25
Abundance Scan 1374 (10.169 min): BF112032.D (-1372) (-) m/z 57.10 100.00%
57
5000 85
119
145 16551, 9.80 10.00 10.20 1040
Ot bl b e e M/Z 71.10  74.74%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18021: Cyclohexane, (2-methylpropyl)-
55
83
5000 UM B
9.80 10.00 10.20 10.40
27 ‘ 140 m/z 43.10 71.24%
“, 112 |
miz--> 0 55 160 150 260 2éo 360 3%0 460 4éo 560
Abundance #235974: Hexatriacontane
57
9.80 10.00 10.20 10.40
5000 m/z 85.10 50.52%
85
29
. 1183141169197225253 295 337365393 435463 506
miz--> 0 55 160 1%0 260 2%0 360 350 400 4éo 560
Abundance #117637: Nonadecane AN S R
57 9.80 10.00 10.20 10.40
m/z 41.10 39.14%
85
5000
29
|, 3141169197 268
miz--> 0 5'0 1(')0 1éo 2(')0 2éo 3(')0 351;0 4(')0 4&'30 5(')0 9.|80 10.'00 10.'20 10.'40 '

8270-BF010719.M Mon Jan 14 17:19:12 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknownl10.33 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.33 14.95 ng 691350 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzamide. 3-Fluoro-N-(3-fluoro-... 247 C14H11F2NO 1000311-20-9 43
2 2-Fluorobenzoic acid. 2.2-dimeth... 210 C12H15F02 1000278-97-0 42
3 4-Fluorobenzoic acid. 2.2-dimeth... 210 C12H15F02 069912-03-4 38
4 4-Fluorobenzoic acid. 3-pentadec... 350 C22H35F02 1000280-68-4 38
5 2-Pyrimidinamine, 4,6-dimethyl- 123 C6HON3 000767-15-7 38
Abundance Scan 1401 (10.328 min): BF112032.D (-1398) (-) m/z 123.10 100.00%
41
5000 5 69 g5 109 247
5 207 han
137 185110 222 262 10.00 10.20 10.40 10.60
m/z 41.10 50.11%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99711: Benzamide, 3-fluoro-N-(3-fluoro-2-methylphenyl)-
123
5000 SRR BN IR
05 10.00 10.20 10.40 10.60
m/z 55.10 47 .86%
75 247
383 " ] 109 | 137150 169 198 216231 |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #69199: 2-Fluorobenzoic acid, 2,2-dimethylpropyl ester
123
10.00 10.20 10.40 10.60
5000 57 m/z 57.10 43.39%
95
43 0 ‘ 154
,\,\,,\IunhluI,Ml,,,“,19,9,Il,}‘l‘?,,‘\\,l,,,, aesao
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #69201: 4-Fluorobenzoic acid, 2,2-dimethylpropy! ester E E E  EEEEEEEEEEmmsms
123 10.00 10.20 10.40 10.60
m/z 69.10 42 _.91%
5000
57 95
70
41
155
R W - e o 11 N B S
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.00 10.20 10.40 10.60

8270-BF010719.M Mon Jan 14 17:19:13 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Tridecane, 5-propyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.57 31.23 ng 1444450 Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 87
2 Undecane. 3.5-dimethvl- 184 C13H28 017312-81-1 87
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 83
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 81
5 Heneicosane 296 C21H44 000629-94-7 80

Abundance Scan 1442 (10.569 min): BF112032.D (-1439) (-) m/z 57.10 100.00%

57
5000 43 1
‘ 65

99 113 10.20 10.40 10.60 10.80
127 169 183
o.,”.qn.l,Jhw.”ﬂL.ﬁw.”?ﬁFESH....“?%??1.2??”., m/z 71.10 48.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83031: Tridecane, 5-propyl-
57
43 71
5000 LA L L L L LB L
8 10.20 10.40 10.60 10.80
> m/z 43.10 46.70%
99 112
b L P 127141154108 183197 226
,,,,,,,, R ERRRNEEE SR REEEY
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance #48868: Undecane, 3,5-dimethyl-
57
B S B
10.20 10.40 10.60 10.80
m/z 41.10 23.97%
5000 8 | 7
29 85 gg
‘\ ‘L || 7 112127140 155169 184

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

%

Abundance #105904: Pentadecane, 2,6,10-trimethyl- R i o
57 10.20 10.40 10.60 10.80
m/z 85.10 23.86%
43
5000 1
85
2 99 113
ol “ | 1%7141155169183196211225239254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 20 10. 40 10 60 10. 80

8270-BF010719.M Mon Jan 14 17:19:14 2019 Page: 17



Library Search Compound R

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

eport

10719.M

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 Dodecane, 2,7,10-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.84 71.73 ng 3325220 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
2 Tridecane 184 C13H28 000629-50-5 80
3 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 78
4 Decane. 3.7-dimethvl- 170 C12H26 017312-54-8 74
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 72
Abundance Scan 1488 (10.839 min): BF112032.D (-1484) (-) m/z 57.10 100.00%

57
71

5000
85

8

g9 113 10.60 10.80 11.00 11.20

127141 155169183196 210 225 244

0 m/z 71.10 74._.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57
71
43
5000 UL DU DU UL B

10 60 10. 80 11. 00 11. 20
29 85 m/z 43.10 57.05%

99 113127 141 155 169183197

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48831: Tridecane
43 57

&

10.60 10.80 11.00 11.20
5000 1 m/z 85.10 29.23%

85

\HAW%WWMm 184
N N Y M 23 o N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

i

Abundance #117658: Pentadecane, 2,6,10,14-tetramethy!- T T T

57 10.60 10.80 11.00 11.20
71 m/z 41.10 26.78%

5000 43
8 3
29 99
I w P | 127141155 169 1> 197 211 225239 253 268

.“.”,”.w.”.“.”,”.w.”...” T P o e T e NN

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Hexadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.05 21.64 ng 1003100 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 62
2 Dodecane. 5.8-diethvl- 226 C16H34 024251-86-3 62
3 Sulfurous acid. butvl heptadecvl... 376 C21H4403S 1000309-18-4 53
4 Octadecane 254 C18H38 000593-45-3 53
5 Sulfurous acid, butyl tridecyl e... 320 C17H3603S 1000309-18-0 53
Abundance Scan 1524 (11.051 min): BF112032.D (-1520) (-) m/z 57.10 100.00%
57
4‘ T 165 UL SUMILE SO BRI B
05 127 180 519 10.80 11.00 11.20 11.40
.,....,\...|,.."..,....'i,L.-..J.,.-'...,1.‘.‘?.,.|-...",|-..'..,....2]2]?.,2%‘?.2.‘3.‘3..,....,... m/z 71.10 46.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57
5000 IR UL UL UL B
g5 10,80 11.00 11.20 11.40
4 m/z 43.10 45.40%
24 | | 13 141 160184 226
m/z--> 20 40 60 éo 100 150 140 160 180 200 220 240 260 280 300
Abundance #83038: Dodecane, 5,8-diethyl-
57
'~ 10.80 11.00 11,20 11.40
5000 4 m/z 85.10 32.72%
85
197
‘Jml“lm A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #200447: Sulfurous acid, butyl heptadecy! ester L B S
57 10.80 11.00 11.20 11.40
m/z 41.10 25.39%
5000
4
26 ‘ ‘ ‘ 1111?7 . 155 183 210 239 273 291
m/z--> 25 45 eb éo 160 120 140 160 180 200 220 240 260 280 300 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Tridecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.31 89.73 ng 4159940 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Hexadecane. 7-methvl- 240 C17H36 026730-20-1 87
3 Octadecane 254 C18H38 000593-45-3 86
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 83

Abundance Scan 1568 (11.310 min): BF112032.D (-1564) (-) m/z 57.10 100.00%

57

71

5000

11.00 11.20 11.40 11.60

99113127
141155169183197211225239253267

o m/z 71.10 78.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48835: Tridecane
43 ¥
71
5000 LA L L L L L LB L L |
85 11.00 11.20 11.40 11.60
29 m/z 43.10 49 _.83%
15 | | | 9113127141155 184
I R R L o o e e e e AERRRERREE R s a s u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94353: Hexadecane, 7-methyl-
57
71 R R
43 11.00 11.20 11.40 11.60
5000 m/z 85.10 43.98%
85
112 154
“ L H‘ || 12614077 168183197211225240
T e e e T T T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105884: Octadecane o T
43 57 11. 00 11. 20 11. 40 11. 60

m/z 41.10 27 .65%

71
5000 85
29 9913

\ Lo T 127141155169183197211225 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. OO 11. 20 11. 40 11.60

8270-BF010719.M Mon Jan 14 17:19:15 2019 Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.66 27.90 ng 1293630 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 83
2 Octadecane 254 C18H38 000593-45-3 80
3 Heptadecane 240 C17H36 000629-78-7 80
4 Hexadecane 226 C16H34 000544-76-3 80
5 Hentriacontane 437 C31H64 000630-04-6 80
Abundance Scan 1628 (11.663 min): BF112032.D (-1625) (-) m/z 57.10 100.00%
57
2000 JLL\,_/\JM
4 e
141 185 210 11.40 11.60 11.80 12.00
0,,\ ] 169 225241 260 281 m/z 71.10 85.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 LI L B SULRLLN B
11.40 11.60 11. 80 12. oo
4 s m/z 43.10 69.21%
26 . | L i [ 1, 141 169 197 225 253268 296
m/z--> 25 Jo éo éo 160 150 150 1éo 1éo 200 220 240 260 2éo 300
Abundance #105884: Octadecane
57
1140 11.60 11.80 12.00
5000 . 85 m/z 85.10 53.31%
26 ) Lyl ) MR 1 g 107 225 254
m/z--> 25 Jo éo éo 160 150 150 1éo 180 200 220 240 260 2éo 300
Abundance #94345: Heptadecane LI L L L B
57 11.40 11.60 11.80 12.00
m/z 41.10 24 .51%
- ‘ ¥ ¢M\j\,JMWV\MﬂANJL»fﬁ,N/mJbJ
et o ML 169 106211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.40 1160 1180 1200
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.40 28.06 ng 1300860 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 80
2 Heptacosane 380 C27H56 000593-49-7 72
3 Tetracontane 563 C40H82 004181-95-7 72
4 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 72
5 Tridecane 184 C13H28 000629-50-5 70
Abundance Scan 1753 (12.398 min): BF112032.D (-1751) (-) m/z 57.10 100.00%
57
5000
85
3 ! e
1169 206 12.00 12.20 12.40 12.60 12.80
e L P 238 eesdts | m/z 71.10 60.85%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194494: Hexacosane

5000

12,00 12.20 12.40 12.60 12.80
m/z 43.10 44.65%

141169197225253 295

366

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57
R B A ma
12.00 12.20 12.40 12.60 12.80
5000 m/z 85.10 32.17%
85
29
| J 113141169197225253281 323351380
L B B e e e R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #239764: Tetracontane N e o
12.00 12.20 12.40 12.60 12.80
m/z 41.10 18.89%
5000

141
169197225253281309337365393421449477505533562

m/z--> 50 100 150 200 250 300 350 400 450 500 550 12. OO 12 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011119\
Data File : BF112032.D

Aca On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 Cyclohexanecarboxylic acid,... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.89 20.00 ng 718717 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanecarboxvlic acid. 4-he... 320 C20H29F02 079912-85-9 64
2 Bicvclol3.1.1Theptan-3-one. 2-(b... 192 C13H200 1000163-96-1 59
3 1H-1.2.3-Triazolol4.5-clauinolin... 284 C15H16N402 052799-13-0 59
4 Z-14-Nonacosane 406 C29H58 1000131-18-9 45
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 42
Abundance Scan 2517 (16.892 min): BF112032.D (-2514) (-) m/z 57.10 100.00%
97
95
5000
247 975 374400 16.60 16.80 17.00 17.20
oAk Eekasd f34e0 m/z 55.10 93.06%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #161487: Cyclohexanecarboxylic acid, 4-heptyl-, 4-fluoroph...
g7
55
5000 LN BN UL SULLS SR
29 125 181 209 16,60 16.80 17.00 17.20
m/z 69.10 73.49%
'Jll“ 'tl”'!I"LI""I""I??q'l""l""l'”'
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #54661: Bicyclo[3.1.1]heptan-3-one, 2-(but-3-enyl)-6,6-dim...
69 95
41 AN R SR B
16.60 16.80 17.00 17.20
5000 m/z 71.10 69.61%
123
49
.LL;.ﬂ:,lJ.fL..}??....,”..,....,....,....,.”.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #130730: 1H-1,2,3-Triazolo[4,5-c]quinoline-1-hexanoic acid AR EEREE L
55 128 169 16.60 16.80 17.00 17.20
m/z 43.10 68.53%
101
5000
284
197
T WlL'L 'F"“Jw%%al""l"”l""l""w"' R SRR R SUNRE B
m/z--> 50 100 150 200 250 300 350 400 450 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF011119\
Data File : BF112032.D

Acq On : 11 Jan 2019 22:55

Operator : JU/SJ

Sample : K1102-03 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.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]
Sulfurous acid, b... 6.13 18.0 ng 176666 1 6.87 196677 20.0
unknown6 .65 6.65 52.3 ng 514584 1 6.87 196677 20.0
Heptane, 4-ethyl- 7.15 20.6 ng 202938 1 6.87 196677 20.0
Naphthalene, deca... 7.27 20.3 ng 199474 1 6.87 196677 20.0
unknown? .52 7.52 13.7 ng 318413 2 8.16 463525 20.0
Decane, 2,9-dimet... 7.59 15.1 ng 350445 2 8.16 463525 20.0
Undecane, 2,6-dim... 8.22 30.7 ng 712527 2 8.16 463525 20.0
Heptylcyclohexane 8.45 15.0 ng 347568 2 8.16 463525 20.0
Sulfurous acid, 2... 8.58 24.5 ng 568473 2 8.16 463525 20.0
unknown8 .85 8.85 15.5 ng 358424 2 8.16 463525 20.0
unknown10.17 10.17 14.5 ng 669339 3 9.92 925055 20.0
unknown10.33 10.33 14.9 ng 691350 3 9.92 925055 20.0
Tridecane, 5-propyl- 10.57 31.2 ng 1444450 3 9.92 925055 20.0
Dodecane, 2,7,10-... 10.84 71.7 ng 3325220 4 11.41 927178 20.0
Hexadecane 11.05 21.6 ng 1003100 4 11.41 927178 20.0
Tridecane 11.31 89.7 ng 4159940 4 11.41 927178 20.0
Heneicosane 11.66 27.9 ng 1293630 4 11.41 927178 20.0
Hexacosane 12.40 28.1 ng 1300860 4 11.41 927178 20.0
Cyclohexanecarbox... 16.89 20.0 ng 718717 6 15.56 718717 20.0
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