LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54 Instrument :
Operator : JU/SJ BNA_F

Sample  : K1019-05 et el
Misc i A-GLICAL-PILE
ALS Vial : 16 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-BF121918.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 2.175 11 15 24 rVB 109317 148094 1.90% 0.150%
2 2.369 44 48 58 rBv 189495 292274 3.74% 0.295%
3 3.422 219 227 233 rBV 64178 136333 1.75% 0.138%
4 5.122 511 516 522 rVB 248794 338130 4_.33% 0.341%
5 5.539 581 587 590 rVB 4771126 4782592 61.26% 4.829%
6 6.186 695 697 700 rVB 102104 85540 1.10% 0.086%
7 6.351 719 725 729 rBV5 59020 103740 1.33% 0.105%
8 6.439 737 740 742 rBV3 98725 111709 1.43% 0.113%
9 6.545 753 758 762 rBVY 4921333 5362755 68.69% 5.415%
10 6.681 776 781 784 rVB 5439849 5105806 65.40% 5.155%

11 6.739 787 791 794 rBV3 140377 180582 2.31% 0.182%
12 6.904 815 819 826 rVB 2473966 2403282 30.78% 2.427%
13 6.963 826 829 831 rBV 168503 166671 2.13% 0.168%
14 7.063 841 846 849 rBV 4331414 3974630 50.91% 4.013%
15 7.086 849 850 856 rvB3 134056 124514 1.59% 0.126%

16 7.181 860 866 869 rvB3 175537 179668 2.30% 0.181%
17 7.210 869 871 874 rBvV2 80868 100444 1.29% 0.101%
18 7.239 874 876 880 rvB2 100049 108832 1.39% 0.110%
19 7.298 880 886 888 rBv2 153489 247383 3.17% 0.250%
20 7.392 899 902 905 rVvB3 90568 89625 1.15% 0.090%

21 7.463 905 914 916 rBV 3568690 3502809 44.87% 3.537%
22 7.498 916 920 924 rvB2 228857 265223 3.40% 0.268%
23 7.551 924 929 932 rBV4 144893 212958 2.73% 0.215%
24 7.610 936 939 944 rVvB2 99714 132570 1.70% 0.134%
25 7.828 974 976 980 rBV3 128638 121991 1.56% 0.123%

26 7.869 980 983 986 rvB2 95682 106990 1.37% 0.108%
27 7.904 986 989 991 rBVv3 103223 93058 1.19% 0.094%
28 7.928 991 993 996 rBv3 132788 148171 1.90% 0.150%
29 8.010 1004 1007 1012 rVB4 72558 112160 1.44% 0.113%
30 8.057 1012 1015 1019 rBV3 70602 104645 1.34% 0.106%

31 8.122 1020 1026 1032 rVV 6109111 7197310 92.19% 7.267%
32 8.186 1032 1037 1039 rVV 2499502 2277830 29.18% 2.300%
33 8.204 1039 1040 1043 rVvVv 445934 339490 4 _.35% 0.343%
34 8.245 1044 1047 1050 rvB 343847 278569 3.57% 0.281%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54 Instrument :
Operator : JU/SJ BNA_F

Sample  : K1019-05 et el
Misc i A-GLICAL-PILE
ALS Vial : 16 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-BF121918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 8.275 1050 1052 1055 rBV3 92171 79190 1.01% 0.080%

36 8.363 1063 1067 1070 rBV 2907198 2340721 29.98% 2.363%
37 8.422 1074 1077 1080 rBV 3107948 2945836 37.73% 2.974%
38 8.451 1080 1082 1085 rVV 1848194 1365864 17.50% 1.379%
39 8.480 1085 1087 1092 rvB4 352852 344001 4.41% 0.347%
40 8.528 1093 1095 1098 rvB4 101032 95132 1.22% 0.096%

41 8.563 1098 1101 1104 rBV4 149998 178069 2.28% 0.180%
42 8.604 1104 1108 1111 rBV2 789019 818255 10.48% 0.826%
43 8.686 1118 1122 1125 rBV 296030 343913 4.41% 0.347%
44 8.716 1125 1127 1131 rVvV2 338772 394880 5.06% 0.399%
45 8.775 1134 1137 1141 rVB2 196886 206376 2.64% 0.208%

46 8.839 1146 1148 1151 rVvv4 129463 158396 2.03% 0.160%
47 8.875 1151 1154 1156 rVvV2 185296 209410 2.68% 0.211%
48 8.898 1156 1158 1160 rVB 316154 236693 3.03% 0.239%
49 8.963 1166 1169 1172 rBV4 67215 103047 1.32% 0.104%
50 8.992 1172 1174 1178 rVB 227797 204389 2.62% 0.206%

51 9.057 1183 1185 1187 rBV 126996 136837 1.75% 0.138%
52 9.092 1189 1191 1195 rVvB2 156293 198263 2.54% 0.200%
53 9.139 1195 1199 1203 rBV2 147783 219671 2.81% 0.222%
54 9.180 1203 1206 1208 rBV 181511 137841 1.77% 0.139%
55 9.204 1208 1210 1215 rVB 650595 517875 6.63% 0.523%

56 9.257 1215 1219 1222 rBV 5898042 5134574 65.77% 5.184%
57 9.339 1229 1233 1238 rBV5 479793 757577 9.70% 0.765%
58 9.386 1238 1241 1243 rBV2 76163 93943 1.20% 0.095%
59 9.457 1250 1253 1256 rVvB2 153720 146379 1.87% 0.148%
60 9.527 1261 1265 1268 rVvVv2 191310 258179 3.31% 0.261%

61 9.598 1273 1277 1279 rVV 2846732 2514937 32.21% 2.539%
62 9.622 1279 1281 1283 rVvVv2 373398 321226 4.11% 0.324%
63 9.651 1283 1286 1290 rVV3 1503364 1904460 24.39%% 1.923%
64 9.716 1294 1297 1300 rVvV3 199703 212836 2.73% 0.215%
65 9.751 1300 1303 1307 rVB2 672482 692318 8.87% 0.699%

66 9.810 1309 1313 1316 rVvB3 208321 261459 3.35% 0.264%
67 9.857 1318 1321 1324 rVV2 337194 448317 5.74% 0.453%
68 9.898 1324 1328 1332 rVV 7066651 7807129 100.00% 7.883%
69 9.939 1332 1335 1339 rVV2 2384748 2599498 33.30% 2.625%
70 9.974 1339 1341 1345 rVB 505847 399985 5.12% 0.404%

71 10.045 1351 1353 1358 rBV3 126809 146962 1.88% 0.148%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54 Instrument :
Operator : JU/SJ BNA_F

Sample  : K1019-05 et el
Misc i A-GLICAL-PILE
ALS Vial : 16 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-BF121918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 10.145 1365 1370 1373 rBVY 4861603 4577034 58.63% 4.621%
73 10.186 1374 1377 1382 rVB4 408528 479320 6.14% 0.484%
74 10.227 1382 1384 1386 rVvB2 122315 82666 1.06% 0.083%
75 10.263 1386 1390 1391 rBV3 205167 241933 3.10% 0.244%

76 10.280 1391 1393 1395 rBV2 186358 125091 1.60% 0.126%
77 10.310 1395 1398 1401 rVB 1337298 1171051 15.00% 1.182%
78 10.351 1402 1405 1407 rBV3 333317 319032 4_.09% 0.322%
79 10.486 1425 1428 1432 rBV 389546 398975 5.11% 0.403%
80 10.527 1432 1435 1438 rVV2 218010 245873 3.15% 0.248%

81 10.592 1444 1446 1453 rVB2 318644 388657 4.98% 0.392%
82 10.674 1458 1460 1463 rBV2 140096 116378 1.49% 0.118%
83 10.727 1465 1469 1474 rVV 2876892 2867095 36.72% 2.895%
84 10.857 1486 1491 1494 rBV2 421129 547164 7.01% 0.552%
85 10.898 1496 1498 1501 rVvVv 524625 447223 5.73% 0.452%

86 11.163 1541 1543 1545 rBV2 205705 189184 2.42% 0.191%
87 11.192 1545 1548 1552 rVV 1450188 1389870 17.80% 1.403%
88 11.286 1561 1564 1567 rBV3 543412 579757 7.43% 0.585%
89 11.327 1568 1571 1575 rVB3 388692 386025 4.94% 0.390%
90 11.374 1576 1579 1581 rBV 1936020 1569459 20.10% 1.585%

91 11.398 1581 1583 1585 rVB 454795 329830 4.22% 0.333%
92 11.427 1585 1588 1590 rBV 1980800 1764881 22.61% 1.782%
93 11.451 1590 1592 1594 rVB 1085499 751293 9.62% 0.759%
94 11.951 1675 1677 1680 rBV2 502569 486444 6.23% 0.491%
95 12.645 1792 1795 1799 rBV 1047919 1062623 13.61% 1.073%

96 12.686 1800 1802 1807 rVB2 803964 755416 9.68% 0.763%
97 13.015 1854 1858 1866 rBV 3545863 3898376 49.93% 3.936%

Sum of corrected areas: 99041466
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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\BF010319\

BF111831.D
3 Jan 2019 19:54
Ju/SsJ
K1019-05 A-GLICAL-PILE
16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000
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2000000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54

Operator : JU/SJ

a?ggle i K1019-05 A-GLICAL-PILE
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown6.68 Concentration Rank 2

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

6.68 42_.49 ng 5105810 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 781 (6.681 min): BF111831.D (-776) (-) m/z 132.10 100.00%
13%.1
5000 68.0
96.1 UL A L R
401 49 | 6.40 6.60 6.80 7.00
Y T i 1/ S % . J | NN B oy 2 - - M 2
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL SR U

6.40 6.60 6.80 7.00
m/z 134.00 33.92%

31.0 51.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
I REEEE B S R
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.10 27.22%
41.0 97.0
| ‘ 20.0 117.0
- ....,ﬂ...,h.n.,.hh bt td 2070 L L
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R b AR
132.0 6.40 6.60 6.80 7.00
m/z 69.05 16.47%
5000
33.0 440 00 105.0
R I B B e R L RAR R B! SRR I iy
m/z--> 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\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54

Operator : JU/SJ

a?ggle i K1019-05 A-GLICAL-PILE
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 1,2,5-Trithiepane Concentration Rank 1

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

8.12 63.19 ng 7197310 Naphthalene-d8 8.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.5-Trithiepane 152 C4H8S3 006576-93-8 50
2 1.2.4-Trithiolane. 3.5-dimethvl- 152 C4H8S3 023654-92-4 23
3 Thiophene. 2.3-dichloro- 152 C4H2CI2S 017249-79-5 16
4 8-Azaauanine 152 C4H4N60 000134-58-7 14
5 Ethane, isothiocyanato- 87 C3H5NS 000542-85-8 14

Abundance Scan 1026 (8.122 min): BF111831.D (-1020) (-) m/z 152.00 100.00%
15%.0

55.0 87.0
5000

>

7.80 8.00 8.20 8.40
m/z 55.05 67.21%

o 106.0120.0 137.0 168.1

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25532: 1,2,5-Trithiepane

191.8

152.0

o]
o
o

5000

45.0 87.0 7.80 8.00 8.20 8.40
27.0 1060 240 m/z 87.00 65.76%
I..-.|,..I!,.'|...-,l-...,..ul.,....,....,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25539: 1,2,4-Trithiolane, 3,5-dimethyl-
152.0
59.0 7.80 8.00 8.20 8.40
5000 9.0 m/z 41.10 33.69%
45.0
S o | A 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25505: Thiophene, 2,3-dichloro- ST T T T
152.0 7.80 8.00 820 8.40
m/z 88.10 33.58%
5000 117.0
45.0 73.0
91.0
: ,2.6'.0. - a“.‘.s.‘gl'o. .‘l“a‘,“a e a“, T Al e
m/z--> 20 40 6 80 100 120 140 160 180 7.80 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54

Operator : JU/SJ

a?ggle i K1019-05 A-GLICAL-PILE
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown8.36 Concentration Rank 6

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

8.36 20.55 ng 2340720 Naphthalene-d8 8.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Rhodanine 133 C3H3N0S2 000141-84-4 38
2 1.2.4-Triazole. 3.5-dithioxo- 133 C2H3N3S2 005650-03-3 38
3 N-FormvI-N"-methvlsemithiocarbazide 133 C3H7N30S 058064-52-1 38
4 Silane. diethoxvdimethyl- 148 C6H1602Si 000078-62-6 35
5 2H-1-Benzopyran-2-one, 7-methoxy- 176 C10H803 000531-59-9 32

Abundance Scan 1067 (8.363 min): BF111831.D (-1063) (-) m/z 133.00 100.00%
138.0
55.1 74.0
5000 ' 176.1
41.1 QTO U | GRS
8.00 8.20 8.40 8.60
i .1.14'.1. Al 147.01611 m/z 74.00 64.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14568: Rhodanine
138.0
46.0
5000 II"/'L'I""I""I""II
8.00 8.20 8.40 8.60
74.0 m/z 55.10 55.64%
32.0 60.0
14.0 91.0105.0

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14563: 1,2,4-Triazole, 3,5-dithioxo-
133.0
8.00 8.20 8.40 8.60
5000 74.0 m/z 176.10 49.90%
102.0
45.0 60.0
290 | ‘ S
IIIIIIIIIIIHIIIIII‘I‘IIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14572: N-Formyl-N-methylsemithiocarbazide R e o SR
74.0 8.00 8.20 8.40 8.60
m/z 59.00 28.62%
5000 28.0 60.0 133.0
42.0 105.0
T O X3
S| 1 1T R fas Y S W —
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54

Operator : JU/SJ

a?ggle i K1019-05 A-GLICAL-PILE
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 unknown8.42 Concentration Rank 5

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

8.42 25.87 ng 2945840 Naphthalene-d8 8.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silanol. trimethvl-. nitrate 135 C3HONO3Si 018026-82-9 37
2 1.3.4-Thiadiazol-2-amine. 5-methvl- 115 C3H5N3S 000108-33-8 22
3 1-(p-TolvD)-2-imidazolidinone 176 C10H12N20 090917-76-3 18
4 DL-Phenvlalanine 165 C9H11NO2 000150-30-1 16
5 tert-Butyldimethylsilyl nitrate 177 C6H15N03Si 1000366-62-6 14

Abundance Scan 1077 (8.422 min): BF111831.D (-1074) (-) m/z 55.10 100.00%
581 74.0
120.0 176.1
5000 41.1
88.0
105.0
8.00 8.20 8.40 8.60 8.80
o! bl i d3201401 m/z 74.00 92.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15380: Silanol, trimethyl-, nitrate
120.0
0001 300 4oy 800 8.20 640 860 850
59.0 90.0 m/z 119.95 76 .43%
L] 1040
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #7691: 1,3,4-Thiadiazol-2-amine, 5-methyl-
74.0
59.0 8.00 8.20 8.40 8.60 8.80
5000 115.0 m/z 176.05 69.98%
27.0 42.0
..1?'9,....,....,....,....,....,....,....,....,..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42213: 1-(p-Tolyl)-2-imidazolidinone e AR R S
120.0 8.00 8.20 8.40 8.60 8.80
176.0 m/z 59.00 46.75%
5000
91.0
280 510 65\'0 ‘ L1050 ) 1470 I
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54

Operator : JU/SJ

a?ggle i K1019-05 A-GLICAL-PILE
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown8.45 Concentration Rank 10

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

8.45 11.99 ng 1365860 Naphthalene-d8 8.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Heptadienal. 2.4-dimethvl- 138 C9H140 042452-48-2 32
2 1H-Pvrrole-2-carboxaldehvde. 1-m... 109 C6H7NO 001192-58-1 27
3 2.3-Pvridinediamine 109 C5H7N3 000452-58-4 25
4 6-Methvl-3.5-heptadiene-2-one 124 C8H120 001604-28-0 17
5 Phenol, o-amino- 109 C6H7NO 000095-55-6 9

Abundance Scan 1082 (8.451 min): BF111831.D (-1080) (-) m/z 55.10 100.00%
58.1
109.1
5000
391 LMAJAA_W,
g1.1 95.1 141.1 8.20 8.40 8.60 8.80
S .|i'~.|'. Mo BoL A era e 1632 m/z 109.10 58.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17563: 2,4-Heptadienal, 2,4-dimethyl-
109.0
5000 RSN NRAEE RSN RN A
8.20 8.40 8.60 8.80
41.0 m/z 39.10 21.47%
270 | 67.0 1.0 95.0 123.0 138.0
|||||I|'||||I||'|I||||'||'||II|I||'||='||I|I||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5592: 1H-Pyrrole-2-carboxaldehyde, 1-methyl-
109.0
8.20 8.40 8.60 8.80
5000 m/z 53.10 13.12%
39.0 53.0 80.0
25.0 ﬂw Hw 66.0 |
miz--> 20 40 60 80 100 120 140 160 180
Abundance #5526: 2,3-Pyridinediamine
109.0 8.20 8.40 8.60 8.80
m/z 45.00 10.77%
5000
550 82.0
28.0 ‘
'1ﬁp| "ﬁﬁp l‘M|'“'"|"'*'l""'l""l""l""
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80

8270-BF121918_.M Fri Jan 04 04:51:22 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111831.D

Aca On : 3 Jan 2019 19:54

Operator : JU/SJ

Sample : K1019-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 12

Peak Number 7 unknown8.60

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

8.60 7.18 ng 818255 Naphthalene-d8 8.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 2.2-d... 216 C12H2403 074367-33-2 47
2 Butanoic acid. 1.1-dimethvlethvl... 144 C8H1602 002308-38-5 43
3 Octane. 2.6-dimethyl- 142 C10H22 002051-30-1 43
4 2-Decanone. 5.9-dimethvl- 184 C12H240 033933-82-3 43
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 43

Abundance

Scan 1107 (8.598 min): BF111831.D (-1104) (-)
1 87.0

5000

57.10 100.00%

8.20 8.40 8.60 8.80 9.00

m/z 55.10 99.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #74090: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71.0
43.0
5000
56.0 820 840 8.60 880 9.00
890 m/z 87.00 95.95%
. L[ 10 1430 173.0
] it
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20976: Butanoic acid, 1,1-dimethylethyl ester
57.0
7.0 8.20 8.40 860 880 9.00
5000 41.0 m/z 71.10 63.84%
27.0
89.0
I [° 1100 12001430
e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #19194: Octane, 2,6-dimethyl- P T T T T
57.0 8.20 8.40 8.60 8.80 9.00
m/z 43.10 60.43%
43.0
5000 710
113.0
27.0 85.0
bl ly o 98D | 12701420 A cttbatih et
m/z--> 20 40 60 80 100 120 140 160 180 8.20 840 8.60 8.80 9.00

8270-BF121918_.M Fri Jan 04 04:51:23 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54

Operator : JU/SJ

a?ggle i K1019-05 A-GLICAL-PILE
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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, 2,6,10-trimethyl- Concentration Rank 20

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

9.20 3.98 ng 517875 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane. 2.6.10-trimethvl- 212 C15H32 003891-98-3 86
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
3 Decane. 5-propvl- 184 C13H28 017312-62-8 64
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64

Abundance Scan 1209 (9.198 min): BF111831.D (-1208) (-) m/z 57.10 100.00%
57.1
5000 411
85.1

112.1127.1945 1 159.1 193.2 8.80 9.00 9.20 9.40 9.60
el e m/z 71.10 70.78%
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #71405: Dodecane, 2,6,10-trimethyl-
57.0
5000 | LI LI L L LB LB L
a1lo 8.80 9.00 9.20 9.40 9.60
85.0 m/z 43.10 61.36%
26 1 L M801550 1550 1830 2060
e e P e e o T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71407: Dodecane, 2,7,10-trimethy!-
57.0
R R N R e a e
8.80 9.00 9.20 9.40 9.60
5000 m/z 41.10 40.44%
4110 85.0

260 “‘ I, ‘ 30 401560 1830

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

Abundance #48838: Decane, 5-propyl- BN ma s e
57.0 8.80 9.00 9.20 9.40 9.60
m/z 85.10 28.14%
5000
a1l 8.0
112.0
wh | b)) %550 1840
,,,,,, B E T
m/z--> 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60

8270-BF121918_.M Fri Jan 04 04:51:24 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111831.D

Aca On : 3 Jan 2019 19:54

Operator : JU/SJ

Sample : K1019-05

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown9.34 Concentration Rank 15

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

9.34 5.83 ng 757577 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 38
2 Oxalic acid. cvclobutvl tetradec... 340 C20H3604 1000309-70-9 30
3 7-Oxabicvclol4.1.0lheptane. 1.5-... 126 C8H140 162239-52-3 30
4 Heptadecane. l-bromo- 318 C17H35Br 003508-00-7 30
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 30

Abundance Scan 1233 (9.339 min): BF111831.D (-1229) (-) m/z 57.10 100.00%

57.1

5000
85.1 193.2
| 1231 '9.00 920 9.40 9.60
B = W) A 211611 m/z 43.10  80.41%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59879: Tetradecane

57.0

5000

9.00 9.20 9.40 9.60
m/z 55.05 62.08%

29.0
113.0 141.0 169.0 198.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #176846: Oxalic acid, cyclobutyl tetradecy! ester
55.0
9.00 9.20 9.40 9.60
5000 m/z 41.10 61.58%
29.0 85.0
L | 110 1300 196.0 241.0
S RS 2 i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #11486: 7-Oxabicyclo[4.1.0]heptane, 1,5-dimethyl- B EEEEmEEEEa LS R
43.0 9.00 9.20 9.40 9.60
71.0 m/z 71.10 51.52%
5000
950
260
m/z--> 20 40 80 100 120 140 160 180 200 220 240 9.00 9.20 9.40 9.60

8270-BF121918_.M Fri Jan 04 04:51:24 2019

A-GLICAL-PILE

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54

Operator : JU/SJ

a?ggle i K1019-05 A-GLICAL-PILE
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown9.60 Concentration Rank 7

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

9.60 19.35 ng 2514940 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.5.6-Tetrathiocane 184 C4H8S4 001940-01-8 27
2 1.2-Dithiane 120 C4H8S2 000505-20-4 25
3 3H-1.2-Benzodithiole-3-thione 184 C7H4S3 003354-42-5 16
4 Thienol2.3-d1thiazole. 2-amino-5... 184 C7H8N2S2 054489-97-3 12
5 Dibenzo-p-dioxin 184 C12H802 000262-12-4 10

Abundance Scan 1277 (9.598 min): BF111831.D (-1273) (-) m/z 55.10 100.00%
5.1
5000 120.0 184.0
39”0 ||7 103.0 141.1156.1 208.2 9.20 9.40 9.60 9.80 10.00
o,....,.'--..' ...,.'!..,....',u.!..,'...!,.... L2982 | "m/z 184.00  50.24%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #48980: 1,2,5,6-Tetrathiocane
184.0
124.0
92.0
5000 R R U B
64.0 9.20 9.40 9.60 %omm
45.0 m/z 120.00 48.43%
, L1070 ||, 1400160 M
m/z--> 20 40 60 85 160 150 150 1éo 1éo 260 !
Abundance #9227: 1,2-Dithiane
55.0
120.0
9.20 9.40 9.60 9.80 10.00
5000 m/z 56.10 26.69%
390‘ | 87.0
miz-> 20 40 60 8 100 120 140 160 180 200
Abundance #49082: 3H-1,2-Benzodithiole-3-thione

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
184.0 9.20 9.40 9.60 9.80 10.00
m/z 41.10 18.98%

120.0
5000
69.0 140.0
[ [ [ Y H ‘ 163.0 \

m/z--> 20 40 60 80 100 120 140 160 180 200 9. 20 9.40 9. 60 9. 80 10 00

8270-BF121918_.M Fri Jan 04 04:51:25 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54

Operator : JU/SJ

a?ggle i K1019-05 A-GLICAL-PILE
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integrat

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

8270-BF121918 .M Fri

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 unknown9.75 Concentration Rank 17

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

9.75 5.33 ng 692318 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hvdrazine. 1l-ethvl-1-(l-methvlpr... 116 C6H16N2 020325-97-7 43
2 3-Undecanol. 3-ethvl- 200 C13H280 062101-31-9 43
3 Allvl dithioisobutvrate 160 C7H12S2 063881-54-9 40
4 2.2-Dimethoxvbutane 118 C6H1402 003453-99-4 38
5 1-Propoxypropan-2-yl nonanoate 258 C15H3003 1000378-25-7 38

Abundance Scan 1303 (9.751 min): BF111831.D (-1300) (-) m/z 55.10 100.00%
548.1 87.0
5000
39.1
141.1
71.1 9.40 9.60 9.80 10.00
105.1 173.1
,....|i|'.|-|.~.|"|,:.-.~.,.hJ.-.', At SRS 20212182 1 Thyz 0 87.00  97.00%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8279: Hydrazine, 1-ethyl-1-(1-methylpropyl)-
81.0
5000
45.0 9.40 9.60 9.80 10.00
29.0 1 116.0 m/z 89.00 32.86%
70.0
R AR e n N s R AR
mz-> 20 40 60 100 120 140 160 180 200 220
Abundance #61354: 3-Undecanol, 3-ethyl-
81.0
9.40 9.60 9.80 10.00
m/z 39.10 27 . 30%
5000 550 0
29.0 171.0
71.0
,....,....,..F..,....,}?%'93?7'9. e
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31128: Allyl dithioisobutyrate
87.0 9.40 9.60 9.80 10.00
m/z 45.00 25.61%
41.0
5000
145.0
“ 71.0 ‘
|“"|"M“"ﬂlww"|'£%nq"'w"'l'“'l""w"'l'“
mz-> 20 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00

Jan 04 04:51:26 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54

Operator : JU/SJ

a?ggle i K1019-05 A-GLICAL-PILE
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknownl10.15 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.15 35.21 ng 4577030 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 4-methvl-2-nitro- 152 C7H8N202 000089-62-3 14
2-T2-T2-T2-T2-12-T2-T2-T2-(2-Met... 514 C23H46012 1000351-89-8 12
2-T2-T2-T2-T2-12-T2-T2-T2-T2-(2-... 558 C25H50013 1000351-91-9 12
2-I2-I2-(2-Methoxvethoxv)ethoxvl... 250 C11H2206 1000351-91-4 12
5 Dibutyl methoxy phosphine, sulfide 208 C9H210PS 098958-59-9 10
Abundance Scan 1371 (10.151 mm) BF111831.D (-1365) (-) m/z 152.00 100.00%
55.1 g7.0 15t
208.1
5000
120.0
||| ” | —_ 9.80 10.00 10.20 10.40
Ol ot Al e b ek b R022 | M/Z 55.10 80.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #25715: Benzenamine, 4-methyl-2-nitro-
770 106.0 152.0
5000
52.0 9.80 10.00 10.20 10.40
m/z 87.00 77 .96%
27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #236630: 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)ethoxy ...
87.0
9.80 10.00 10.20 10.40
5000 59.0 m/z 208.10 68.72%
20| | ‘1170‘ 1401750 2190 2630
m/z--> 20 40 60 éo 100 120 140 160 180 200 220 240 260 280 300
Abundance #239531: 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Methoxyethoxy)eth... =t e
87.0 9.80 10.00 10.20 10.40
m/z 106.00 39.92%
5000 59.0
ZWH\J ‘mmﬁﬁnm ZmMM02%mm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 9.80 10.00 10.20 10.40

8270-BF121918_.M Fri Jan 04 04:51:27 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54

Operator : JU/SJ

a?ggle i K1019-05 A-GLICAL-PILE
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 13 unknownl10.31 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.31 9.01 ng 1171050 Acenaphthene-d10 9.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 DimethvImalonic acid. 2.3-dichlo... 304 C13H14Cl1204 1000363-61-9 40
2 1.3-Dioxane. 2-methvl- 102 C5H1002 000626-68-6 27
3 Thiophane. propvl- 130 C7H14S 001551-34-4 27
4 1.3-Dioxolane. 2-butvl-2-methvl- 144 C8H1602 014447-27-9 22
5 Butane(dithioic) acid, ethyl ester 148 C6H12S2 000924-75-4 22
Abundance Scan 1398 (10.310 min): BF111831.D (-1395) (-) m/z 87.00 100.00%
55.1 8%1.0 143.1
5000
175.1
10.00 10.20 10.40 10.60
203.2 230.2 m/z 55.10 94.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #147419: Dimethylmalonic acid, 2,3-dichlorophenyl ethyl ester
81.0 143.0
5000 U AR AR
59.0 10.00 10.20 10.40 10.60
29.0 m/z 143.10 88.20%
166.0 29302310 2500 3040
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4265: 1,3-Dioxane, 2-methyl-
87.0
43.0 10.00 10.20 10.40 10.60
5000 m/z 129.10 35.63%
”WJ”WL'l””l””P'”P”'P”W'”W”'W””P'”'”'P”"”W””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 k_/u~uﬂﬁv,,¢~
Abundance #13581: Thiophane, propyl- e e
87.0 10.00 10.20 10.40 10.60
m/z 59.00 33.41%
5000
41.0 130.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.00 10.20 10.40 10.60

8270-BF121918 .M Fri

Jan 04 04:51:27 2019

Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54

Operator : JU/SJ

a?ggle i K1019-05 A-GLICAL-PILE
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Tetradecane, 3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.86 6.20 ng 547164 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 3-methvl- 212 C15H32 018435-22-8 74
2 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 64
3 Tridecane. 3-methvl- 198 C14H30 006418-41-3 64
4 Decane. 3.6-dimethvl- 170 C12H26 017312-53-7 60
5 Octadecane, 4-methyl- 268 C19H40 010544-95-3 59
Abundance Scan 1492 (10.863 min): BF111831.D (-1486) (-) m/z 57.10 100.00%
57.1
5000
85.1 N
1131 183.2 10.60 10.80 11.00 11.20
141.1 244.3
,,l b 42122 B3R nyz 71.10 0 67.77%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71401: Tetradecane, 3-methyl-
57.0
5000 LI BRI BN SUULLE IR
85.0 10,60 10.80 11.00 11.20
29.0 m/z 43.10 53.52%
113.0 183.0
L4 bog | 71410 | 2120
m>imm%@mmmmmmmmmmﬁ
Abundance #129510: Hexadecane, 2,6,11,15-tetramethyl-
43.0
o 0160 10580 1100 1120
5000 m/z 85.10 24 _71%
113.0
‘ | 7771410 18901970 5595 2670
m>i&&%@@mmmmmmmmmﬁ
Abundance #59890: Tridecane, 3-methyl- e  RRRaE Bam s
57.0 10.60 10.80 11.00 11.20
m/z 41.10 20.55%
5000
29.0
85.0
t‘ | ] 11301400 169.0 198.0
mz-> 20 4'0 6|0 80 1c')o 120 140 160 180 200 220 240 260 280 300 320 10,60 10.80 11.00 11.20

8270-BF121918_.M Fri Jan 04 04:51:28 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54

Operator : JU/SJ

a?ggle i K1019-05 A-GLICAL-PILE
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknown10.90 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.90 5.07 ng 447223 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.5-Trithiepane 152 C4H8S3 006576-93-8 25
2 Benzoic acid. 3.5-diamino- 152 C7H8N202 000535-87-5 14
3 Thiophene. 2.3-dichloro- 152 C4H2CI2S 017249-79-5 10
4 Biphenvlene 152 C12H8 000259-79-0 10
5 2-Chlorobenzimidazole 152 C7H5CIN2 004857-06-1 10
Abundance Scan 1498 (10.898 min): BF111831.D (-1496) (-) m/z 152.00 100.00%
15%.0
55.1
87.0
5000
216.0
120.0 196.1 10.60 10.80 11.00 11.20
N7 178.1 240.2 m/z 55.10 79.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25533: 1,2,5-Trithiepane
15%.0
59.0
5000 AR S BN SURRA
87.0 1240 10,60 10.80 11,00 11.20
106.0 | m/z 87.00 71.59%

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

Abundance #25696: Benzoic acid, 3,5-diamino-
152.0
10.60 10.80 11.00 11.20
5000 m/z 159.90 37.70%
107.0
80.0
w0, T A |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25505: Thiophene, 2,3 dichloro- B B
152.0 10.60 10.80 11.00 11.20
m/z 88.00 35.05%
5000 117.0
450 730
91.0
20y by 0 Wl M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54

Operator : JU/SJ

a?ggle i K1019-05 A-GLICAL-PILE
ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 16 unknownll.19 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.19 15.75 ng 1389870 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2.3-dichloro- 152 C4H2CI2S 017249-79-5 22
2 Biphenvlene 152 C12H8 000259-79-0 12
3 2-Methvl-4-propvl-1.3-oxathiane 160 C8H160S 067715-80-4 10
4 1-Butene. 3-(butvlithio)- 144 C8H16S 000689-90-7 10
5 Thiocarbonic acid o-propyl-S-pur... 238 C9H10N402S 1000251-27-3 10
Abundance Scan 1548 (11.192 min): BF111831.D (-1545) (-) m/z 152.00 100.00%
55.1 152.0
87.0
5000
120.0
2401 10.80 11.00 11.20 11.40 11.60
ol 174.1195.1217.2 274.2 m/z 55.10 95_.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #25505: Thiophene, 2,3-dichloro-
152.0
5000 117.0 R UM BRI I B
10,80 11.00 11.20 11.40 11.60
450 730 m/z 87.00 70.18%
w0y dwge M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #25455: Biphenylene
152.0
10.80 11.00 11.20 11.40 11.60
5000 m/z 88.00 28 .54%
126.0
500, %90 | |
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260
Abundance #31308: 2-Methyl-4-propyl-1,3-oxathiane
55.0 10.80 11.00 11.20 11.40 11.60
87.0 145.0 m/z 120.00 26.54%
5000
LI e
SN 11 N ot S L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54

Operator : JU/SJ

a?ggle i K1019-05 A-GLICAL-PILE
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknownl1l1.29 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.29 6.57 ng 579757 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 10
2 2.5-Dimethoxvphenethvlamine 181 C10H15NO02 003600-86-0 9
3 Tetradecane. 2.5-dimethvl- 226 C16H34 056292-69-4 9
4 1-Allvlalvcine. N-proparavloxvca... 281 C15H23N04 1000325-12-7 9
5 3-Fluorobenzylamine, N-decyl-N-m... 279 C18H30FN 1000310-47-1 9

Abundance Scan 1565 (11.292 min): BF111831.D (-1561) (-) m/z 57.10 100.00%

51.1

5000

11.00 11.20 11.40 11.60
m/z 43.10 79.77%

182.2 2132

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48834: Tridecane
57.0
5000 850 LA L L L L LB LB

11.00 11.20 11.40 11.60
29.0 m/z 71.10 61.85%
u 1120 1470 1840

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46316: 2,5-Dimethoxyphenethylamine
30.0 152.0
R N REEE SRS R
11.00 11.20 11.40 11.60
5000 m/z 55.10 50.84%
650 910 1210 181.0
””,AH,HL,L”M”L,””,””‘JW N S U,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83046: Tetradecane, 2,5-dimethyl- I EAmEmEEE RS
57.0 11.00 11.20 11.40 11.60
m/z 41.10 41 .44%
5000
29.0 8.0
Sl | 8o 15f'° 1830 2110

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11. 20 11. 40 11. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54

Operator : JU/SJ

a?ggle i K1019-05 A-GLICAL-PILE
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Thiazole, tetrahydro- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.33 4_.37 ng 386025 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiazole. tetrahvdro- 89 C3H7NS 000504-78-9 50
2 3-Methvlseleno-2-benzolblthiophe... 256 C10H80SSe 039857-04-0 47
3 Diisobutvl (oxvbis(ethane-2.1-di... 306 C14H2607 1000378-30-5 47
4 2-Methvlseleno-3-benzolblthiophe... 256 C10H80SSe 039857-07-3 47
5 2,2-Dimethoxypropionamide 133 C5H11NO3 1000237-69-7 40
Abundance Scan 1571 (11.327 min): BF111831.D (-1568) (-) m/z 55.10 100.00%
541  89.1
184.0
5000
11.00 11.20 11.40 11.60
- m/z 89.10 88.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #2180: Thiazole, tetrahydro-
43.0 89.0
5000 IR UM BN RS
11.00 11.20 11.40 11.60
m/z 184.00 58.86%
15.0 8.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #106750: 3-Methylseleno-2-benzo[b]thiophenecarboxaldehyde
89.0
213.0 11.00 11.20 11.40 11.60
5000 1820 1610 ' m/z 87.00 57.27%
63.0 241.0
ot ]
....|....‘|.‘.“..|‘...“.‘ | H..l“‘....l...‘. I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #149157: Diisobutyl (oxybis(ethane-2,1-diyl)) dicarbonate
89.0 11.00 11.20 11.40 11.60
m/z 57.10 45 _44%
5000
57.0
200, | | 1380 1750 2080 2510
m/z--> 20 40 éo 80 160 150 1&0 160 180 200 220 240 260 1100 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54

Operator : JU/SJ

a?ggle i K1019-05 A-GLICAL-PILE
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 Dimethylmalonic acid, ethyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.37 17.79 ng 1569460 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 DimethvImalonic acid. ethvl phen... 236 C13H1604 1000361-80-6 53
2 6-Aza-2-thiothvmine 143 C4H5N30S 000615-76-9 38
3 2-Butenoic acid. 4-hvdroxv-. met... 116 C5H803 004508-99-0 27
4 Thiophene. 2-butvltetrahvdro- 144 C8H16S 001613-49-6 27
5 1-Methyl-1-(2-pentadecyl)oxy-1-s... 326 C20H420Si 1000245-41-8 27
Abundance Scan 1578 (11.368 min): BF111831.D (-1576) (-) m/z 87.00 100.00%
551 87.0 143.1
5000
109.1
11.00 11.20 11.40 11.60
0 ....,....|,||' | l Mol L | 1651 20722302 2603 | hn 55 10 92.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90436: Dimethylmalonic acid, ethyl phenyl ester
87.0 148.0
5000 115.0 AU L B UM
11.00 11.20 11.40 11.60
59.0 10 200 m/z 143.10 91.36%
29.0 | :
i P Y O O A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #20139: 6-Aza-2-thiothymine
148.0
56.0 NS AR SR
11.00 11.20 11.40 11.60
5000 m/z 53.10 24 .24%
27.0
85.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8056: 2-Butenoic acid, 4-hydroxy-, methyl ester A B e
87.0 11.00 11.20 11.40 11.60
m/z 45.00 21.88%
55.0
5000 29.0
| PO
m/z--> 25 45 65 80 160 120 140 160 180 200 220 240 260 280 1100 11.20 1140 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Aca On : 3 Jan 2019 19:54

Operator : JU/SJ

a?ggle i K1019-05 A-GLICAL-PILE
ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_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 unknownl11.95 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.95 5.51 ng 486444 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 48
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 43
3 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 30
4 Octadecanoic acid 284 C18H3602 000057-11-4 30
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 25
Abundance Scan 1677 (11.951 min): BF111831.D (-1675) (-) m/z 43.10 100.00%
43.1
73.0
5000 192.1
11.60 11.80 12,00 12.20
e m/z 57.10 80.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119366: Heptadecanoic acid
73.0
43.0
270.0
5000 RPN SUNIUBA UL B
11.60 11.80 12.00 12.20
m/z 55.10 78.78%
18.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
11.60 11.80 12,00 12.20
5000 129.0 m/z 41.10 74.22%
83.0
#ﬂ 157.0 1g50 2130  256.0 n/VVWNAmWWjMAVNVﬂﬂMﬁVMMM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54745: Phenanthrene, 4-methyl- B B .
19p.0 11.60 11.80 12.00 12.20
m/z 73.00 65.01%
5000
165.0
270 630 22011701300

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\

Data File : BF111831.D

Acg On : 3 Jan 2019 19:54 Instrument :
Operator : JU/SJ BNA_F

Sample - K1019-05 ClientSampleld :
Misc : A-GLICAL-PILE
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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 .68 6.68 42.5 ng 5105810 1 6.90 2403280 20.0
1,2,5-Trithiepane 8.12 63.2 ng 7197310 2 8.19 2277830 20.0
unknown8 .36 8.36 20.6 ng 2340720 2 8.19 2277830 20.0
unknown8 .42 8.42 25.9 ng 2945840 2 8.19 2277830 20.0
unknown8 .45 8.45 12.0 ng 1365860 2 8.19 2277830 20.0
unknown8.60 8.60 7.2 ng 818255 2 8.19 2277830 20.0
Dodecane, 2,6,10-... 9.20 4.0 ng 517875 3 9.94 2599500 20.0
unknown9 .34 9.34 5.8 ng 757577 3 9.94 2599500 20.0
unknown9.60 9.60 19.4 ng 2514940 3 9.94 2599500 20.0
unknown9.75 9.75 5.3 ng 692318 3 9.94 2599500 20.0
unknown10.15 10.15 35.2 ng 4577030 3 9.94 2599500 20.0
unknown10.31 10.31 9.0 ng 1171050 3 9.94 2599500 20.0
Tetradecane, 3-me... 10.86 6.2 ng 547164 4 11.43 1764880 20.0
unknown10.90 10.90 5.1 ng 447223 4 11.43 1764880 20.0
unknownl11.19 11.19 15.8 ng 1389870 4 11.43 1764880 20.0
unknownll.29 11.29 6.6 ng 579757 4 11.43 1764880 20.0
Thiazole, tetrahy... 11.33 4.4 ng 386025 4 11.43 1764880 20.0
Dimethylmalonic a... 11.37 17.8 ng 1569460 4 11.43 1764880 20.0
unknownll1.95 11.95 5.5 ng 486444 4 11.43 1764880 20.0
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