LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106593.D

Aca On 19 Jun 2018 20:16

Operator : JU/SJ

Sample : J3522-02

Misc :

ALS Vial : 14 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-BF061918 .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

3.554 200 207 218 rBV 90014 143753 4.82% 0.395%
3.990 276 281 289 rBV 230769 310684 10.41% 0.855%
rvB 825711 1030514 34.55% 2.835%
5.190 481 485 488 rBvV 81682 75887 2.54% 0.209%
5.454 526 530 534 rBV 542367 526537 17.65% 1.448%
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5.566 544 549 551 rBV 1995124 2428329 81.40% 6.680%
5.601 553 555 562 rVB 971506 897480 30.09% 2.469%
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rBv 93144 92959 3.12% 0.256%

5.819 588 592 595 rBV 1939105 1757680 58.92% 4 _.835%

1 6.131 642 645 648 rVB 66226 51822 1.74% 0.143%
11 6.419 691 694 698 rVB 77169 60143 2.02% 0.165%

12 6.484 702 705 708 rvVvB 398882 310516 10.41% 0.854%
13 6.513 708 710 713 rBV 164310 130294 4._37% 0.358%
14 6.560 713 718 721 rVB 297452 261594 8.77% 0.720%
15 6.601 721 725 730 rBv2 584208 668330 22.40% 1.838%

16 6.642 730 732 735 rVB 390317 284039 9.52% 0.781%
17 6.736 744 748 751 rBV 1817224 1589842 53.30% 4_.373%
18 6.784 752 756 761 rVB 787800 705934 23.66% 1.942%
19 6.960 782 786 789 rBV 919209 731178 24.51% 2.011%
20 7.013 791 795 800 rvVB 1002633 848884 28.46% 2.335%

21 7.119 806 813 815 rBV 2313275 2240854 75.12% 6.164%
22 7.136 815 816 819 rVB 479434 350428 11.75% 0.964%
23 7.213 824 829 834 rBVv3 185962 242776 8.14% 0.668%
24 7.272 836 839 842 rBv2 116699 105139 3.52% 0.289%

25 7.301 842 844 849 rvB2 53218 55522 1.86% 0.153%
26 7.348 849 852 853 rBvV 66367 59062 1.98% 0.162%
27 7.366 853 855 861 rvB5 63569 86784 2.91% 0.239%

28 7.489 872 876 878 rvv2 235488 247514 8.30% 0.681%
29 7.525 878 882 885 rvv 1790643 1921966 64.43% 5.287%
30 7.554 885 887 890 rvB 171181 125158 4._.20% 0.344%

31 7.642 891 902 905 rBv3 207023 415112 13.92% 1.142%

32 7.683 907 909 912 rVB 92299 79337 2.66% 0.218%
33 7.725 913 916 918 rvVv 76898 60516 2.03% 0.166%
34 7.748 918 920 922 rVvV 84745 59825 2.01% 0.165%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106593.D

Aca On 19 Jun 2018 20:16

Operator : JU/SJ

Sample : J3522-02

Misc :

ALS Vial : 14 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
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 7.783 922 926 928 rVB2 117843 136108 4._.56% 0.374%

36 7.831 932 934 941 rVB5 51685 79090 2.65% 0.218%
37 7.889 941 944 946 rBV2 86375 94039 3.15% 0.259%
38 7.907 946 947 952 rVB2 113854 91262 3.06% 0.251%

39 7.983 954 960 964 rBV3 455138 670364 22.47% 1.844%
40 8.142 984 987 990 rBV2 162256 163622 5.48% 0.450%

41 8.242 1000 1004 1006 rBV 1021660 883647 29.62% 2.431%
42 8.260 1006 1007 1015 rvB2 332716 249228 8.35% 0.686%
43 8.389 1027 1029 1033 rVB4 90468 101957 3.42% 0.280%

44 8.442 1033 1038 1039 rBV5 52279 59591 2.00% 0.164%
45 8.566 1057 1059 1062 rBV3 65740 90487 3.03% 0.249%
46 8.601 1062 1065 1066 rvv2 59339 73387 2.46% 0.202%

47 8.619 1066 1068 1071 rVV2 123054 120271 4._.03% 0.331%
48 8.672 1071 1077 1079 rvVvVv5 83062 103750 3.48% 0.285%
49 8.713 1079 1084 1086 rvv4 79636 111601 3.74% 0.307%

50 8.736 1086 1088 1092 rVB4 55401 64332 2.16% 0.177%
51 8.795 1092 1098 1099 rBv4 32120 55415 1.86% 0.152%
52 8.836 1102 1105 1109 rVB4 68511 108597 3.64% 0.299%
53 8.872 1109 1111 1115 rBvV4 47567 63098 2.12% 0.174%
54 8.954 1120 1125 1128 rVB2 182345 217085 7.28% 0.597%
55 9.013 1132 1135 1137 rBV3 44241 44643 1.50% 0.123%
56 9.054 1137 1142 1146 rVB2 265343 304937 10.22% 0.839%
57 9.095 1146 1149 1153 rBV5 37968 60014 2.01% 0.165%
58 9.213 1167 1169 1172 rBV2 69969 68176 2.29% 0.188%
59 9.277 1177 1180 1182 rBV4 36150 43704 1.47% 0.120%

60 9.319 1182 1187 1190 rVB 3076643 2983087 100.00% 8.206%

61 9.354 1190 1193 1196 rBv4 32804 45071 1.51% 0.124%
62 9.425 1200 1205 1208 rVvB4 101590 131621 4.41% 0.362%
63 9.583 1226 1232 1234 rBV2 78408 112901 3.78% 0.311%
64 9.654 1241 1244 1247 rBV 134572 148111 4._.97% 0.407%

65 9.683 1247 1249 1251 rvv2 65979 56870 1.91% 0.156%
66 9.707 1251 1253 1257 rVB 235059 186549 6.25% 0.513%
67 9.772 1262 1264 1266 rBV2 58961 47639 1.60% 0.131%
68 9.819 1269 1272 1275 rVV4 42427 42720 1.43% 0.118%
69 9.860 1276 1279 1281 rVB2 51579 47877 1.60% 0.132%

70 9.925 1286 1290 1293 rVB2 130969 154395 5.18% 0.425%
71 10.001 1300 1303 1306 rBV2 996678 841261 28.20% 2.314%

8270-BF061918_.M Wed Jun 20 12:14:05 2018 Page: 2



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106593.D

Aca On 19 Jun 2018 20:16

Operator : JU/SJ

Sample : J3522-02

Misc :

ALS Vial : 14 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-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 10.036 1306 1309 1312 rVB 232595 190107 6.37% 0.523%
73 10.154 1327 1329 1335 rVB4 46773 52861 1.77% 0.145%
74 10.207 1335 1338 1341 rBV3 72804 77025 2.58% 0.212%
75 10.277 1347 1350 1354 rVB 64399 59993 2.01% 0.165%

76 10.377 1364 1367 1370 rBV 142715 127923 4._.29% 0.352%
77 10.413 1370 1373 1377 rVB3 117306 118478 3.97% 0.326%
78 10.548 1393 1396 1400 rBV 193179 182900 6.13% 0.503%
79 10.601 1402 1405 1409 rBV3 67448 125828 4.22% 0.346%
80 10.795 1434 1438 1441 rBV 1253960 1101741 36.93% 3.031%

81 10.889 1451 1454 1456 rBV 64613 56670 1.90% 0.156%
82 10.913 1456 1458 1460 rVB2 64052 48675 1.63% 0.134%
83 11.036 1476 1479 1481 rBV2 54196 45988 1.54% 0.126%
84 11.083 1484 1487 1489 rBV3 60386 62515 2.10% 0.172%
85 11.283 1518 1521 1523 rBV 52999 52745 1.77% 0.145%
86 11.336 1528 1530 1534 rBV3 42305 47333 1.59% 0.130%

87 11.495 1553 1557 1559 rBvV 813823 674384 22.61% 1.855%
88 11.519 1559 1561 1565 rVB 227082 177046 5.93% 0.487%
89 11.724 1594 1596 1600 rVB 142536 129325 4._.34% 0.356%
90 11.871 1619 1621 1624 rVB3 68488 50620 1.70% 0.139%

91 12.018 1643 1646 1653 rVB3 356825 340250 11.41% 0.936%
92 12.801 1776 1779 1784 rBV2 223150 222337 7.45% 0.612%
93 12.971 1805 1808 1811 rVB 399582 345439 11.58% 0.950%
94 13.083 1823 1827 1830 rBV 2223944 2017403 67.63% 5.549%
95 13.965 1975 1977 1984 rVB 212231 190246 6.38% 0.523%

96 14.148 2004 2008 2011 rBV 745920 685003 22.96% 1.884%
97 15.001 2150 2153 2157 rVB 113556 108643 3.64% 0.299%
98 15.683 2264 2269 2281 rVB 641736 900944 30.20% 2.478%
99 17.283 2536 2541 2553 rVB 90970 211814 7.10% 0.583%
100 17.712 2610 2614 2624 rVB4 63952 137272 4.60% 0.378%

Sum of corrected areas: 36354407

8270-BF061918_.M Wed Jun 20 12:14:05 2018 Page: 3



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106593.D

Aca On 19 Jun 2018 20:16

Operator : JU/SJ

Sample = J3522-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106593.D

Aca On 19 Jun 2018 20:16

Operator : JU/SJ

Sample = J3522-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 1 2-Pentanol, 4-methyl- Concentration Rank 13

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

3.99 8.50 ng 310684 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 4-methvl- 102 C6H140 000108-11-2 83
2 2-Hexanol 102 C6H140 000626-93-7 83
3 2-Hexanol. (S)- 102 C6H140 052019-78-0 64
4 2-Heptanol 116 C7H160 000543-49-7 40
5 Diisopropyl ether 102 C6H140 000108-20-3 38

Abundance Scan 281 (3.990 min): BF106593.D (-276) (-) m/z 45.00 100.00%
43.0
5000
69.1
|| 570 87.1 360 3.80 4.00 4.20 4.40
O e L e e e L m/z 42.95 22 .97%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4443: 2-Pentanol, 4-methyl-
45.0
5000
3.60 3.80 4.00 4.20 4.40
270 ‘ 69.0 m/z 69.10 17.83%
oL 180 || 370l 510 870 1010
miz--> 10 20 30 40 50 60 70 8 9 100
Abundance
45.0
360 380 4.00 420 4.40
5000 m/z 41.00 17.23%
27.0 69.0
O L0 220 7O 20
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4420: 2-Hexanol, (S)-
45.0 3.60 3.80 4.00 4.20 4.40
m/z 39.00 7.48%
5000
0 15.0 2‘9‘0 37.0| |, 55.0 69"0 87.0 101.0
m/z--> 10 20 30 40 50 60 70 8 9 100 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106593.D

Aca On 19 Jun 2018 20:16

Operator : JU/SJ

Sample = J3522-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 5 Benzene, l-ethyl-2-methyl- Concentration Rank 14

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

6.48 8.49 ng 310516 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 95
2 Mesitvlene 120 C9H12 000108-67-8 91
3 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
4 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 91
5 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91

Abundance Scan 704 (6.478 min): BF106593.D (-702) (- m/z 105.05 100.00%
105.1
5000
120.1
390 510 650 (1 910 6.20 6.40 6.60 6.80
Ol e ittt et | M/Zz 120.10  30.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.20 6.40 6.60 6.80
m/z 77.10 12.38%
27.0 39‘.0 51.0 65.0 77‘.0 91‘.0
L T A T ---l‘ T T -‘ﬁl- TTTTTTTTT
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
120.0 6.20 6.40 6.60 6.80
5000 m/z 90.95 11.38%
270 390 510 g50 (70 910
o+ e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0 6.20 6.40 6.60 6.80
m/z 79.10 9.95%
120.0
5000
150 270 390 510 50 [P 0 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106593.D

Aca On 19 Jun 2018 20:16

Operator : JU/SJ

Sample = J3522-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 6 unknown6.74 Concentration Rank 3

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

6.74 43.49 ng 1589840 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 10
4 4-Chloro-2-Ffluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 749 (6.742 min): BF106593.D (-744) (-) m/z 132.00 100.00%
132.0
5000
68.0
20 540 %0 550 5k oho Tho
o ' R B m/z 68.05 34.76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " PR T
410 o . m/z 134.00  32.79%
oLl .S:L’.Ol...?’:ll.?...l — "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
90 o o0 6% 6B 70
5000 ' m/z 66.00 21.33%
31.0 510
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 96.00 13.22%
74.0
5000 ogo 160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R mE e R
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\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106593.D

Aca On 19 Jun 2018 20:16

Operator : JU/SJ

Sample = J3522-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 7 Benzene, 1,2,4-trimethyl- Concentration Rank 6

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

6.78 19.31 ng 705934 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 95
2 Benzene., 1.2.3-trimethvl- 120 C9H12 000526-73-8 95
3 Mesitvlene 120 C9H12 000108-67-8 94
4 Benzene. l-ethvl-4-methvl- 120 C9H12 000622-96-8 90
5 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 87

Abundance Scan 755 (6.778 min): BF106593.D (-752) (-) m/z 105.10 100.00%
105.1
5000 120.1
45|'° 500 /70 o1 6.40 6.60 6.80 7.00 7.20
Ol e prrrr e bt et el et m/z 120.10  41.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9420: Benzene, 1,2,4-trimethyl-
105.0
120.0
5000
6.40 6.60 6.80 7.00 7.20
770 m/z 45.00 13.16%
27‘.0 41.0 570 65.0 ‘.\ 9]\"0 Al ‘\
ot e e e
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
105.0
120.0 6.40 6.60 6.80 7.00 7.20
5000 m/z 77.00 11.99%
150 270 390 510 g50 (70 910
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105.0 6.40 6.60 6.80 7.00 7.20
m/z 119.10 11.07%
120.0
5000
150 270 30 510 go 7 940 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106593.D

Aca On 19 Jun 2018 20:16

Operator : JU/SJ

Sample = J3522-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Mesitylene Concentration Rank 5

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

7.01 23.22 ng 848884 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mesitvlene 120 C9H12 000108-67-8 93
2 Benzene. 1.2.4-trimethvl- 120 C9H12 000095-63-6 86
3 Benzene. 1-ethvl-4-methvl- 120 C9H12 000622-96-8 76
4 Benzene. l-ethvl-2-methvl- 120 C9H12 000611-14-3 76
5 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 76

Abundance Scan 795 (7.013 min): BF106593D(791)() m/z 105.10 100.00%
5.1
5000 570 1201
41.0
|| | 91.0 6.60 6.80 7.00 7.20 7.40
0 ..,....,....,....',....,l..!.,...:,...'.' el il | Tm/z 57.05  50.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9401: Mesitylene
105.0
120.0
5000
6.60 6.80 7.00 7.20 7.40
m/z 120.10 39.67%
miz--> 'i'd"'éd"'s'd"A‘d"'sb'"'eb'"%'o""sb'"'gb'"1'66"1'1'6"1'2'6"1’3‘6"
Abundance
105.0
6.60 6.80 7.00 7.20 7.40
5000 120.0 m/z 41.00 18.88%
14.0 28.0 39.0 51.0 65.0 77.0 91.0
s AR R AR RARRS AR RAARN AAARR ARASS RAARS LRSS RS RAR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9430: Benzene, 1-ethyl-4-methyl- T AT T S T T
105.0 6.60 6.80 7.00 7.20 7.40
m/z 43.00 15.70%
5000
120.0
150 27.0 39.0 510 650 7? %0 )
iz 10 20 % 4o 0 6 7 8 9 100 10 130 130 | | 650 680 700 720 740
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106593.D

Aca On 19 Jun 2018 20:16

Operator : JU/SJ

Sample = J3522-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Indane Concentration Rank 11

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

7.14 9.59 ng 350428 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Indane 118 C9H10 000496-11-7 91
2 Tetracvclol3.3.1.0(2.8).0(4.6)1-... 118 C9H10 1000191-13-7 87
3 Benzene. cvclopropvl- 118 C9H10 000873-49-4 80
4 trans-Cinnamvl bromide 196 C9H9Br 026146-77-0 53
5 Benzene, l-ethenyl-4-methyl- 118 C9H10 000622-97-9 49

Abundance Scan 817 (7.142 min): BF106593.D (-815) (-) m/z 117.10 100.00%
117.1
5000
39.0 489 579 79 77.0 91|.o 103.1 6.80 7.00 7.20 7.40
Ob e B0 e m/Z 118.10  56.43%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8948: Indane
117.0
5000 SRR AR AR RARRE R
6.80 7.00 7.20 7.40
m/z 115.05 29.13%
39.0 58.0 910
0 27.0 | 4910 \‘ AN 7?'0 \‘ 10\3'0 ‘ |
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance
117.0
'6.80 7.00 7.20 740
5000 910 m/z 91.00 13.99%
270 39.0 51.0 650 78.0 103.0
O T T T e e T
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8967: Benzene, cyclopropyl-
117.0 6.80 7.00 7.20 7.40
m/z 116.10 6.14%
5000 91.0
65.0 78.0 103.0
Uns '?719' -??ﬂq- '??ﬁq R RRRAN RS RERSNRRSEE NSNS -1-1- T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106593.D

Aca On 19 Jun 2018 20:16

Operator : JU/SJ

Sample = J3522-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 11 Benzaldehyde, 2-hydroxy- Concentration Rank 16

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

7.21 6.64 ng 242776 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzaldehvde. 2-hvdroxv- 122 C7H602 000090-02-8 93
2 Benzaldehvde. 4-hvdroxv- 122 C7H602 000123-08-0 86
3 Benzaldehvde. 3-hvdroxv- 122 C7H602 000100-83-4 76
4 Propanoic acid. 3-chloro-. 4-for... 212 C10H9CIO3 1000142-41-5 59
5 2-Pyridinecarboxaldehyde, oxime,... 122 C6H6N20 001193-96-0 43

Abundance Scan 829 (7.213 min): BF106593.D (-824) (-) m/z 122.00 100.00%
122.0
5000 65.0
39.0
50.0 760 93.0 1080 g gy e
i I hl | || 134.0 6.80 7.00 7.20 7.40 7.60
o} 4 OURST1 NSOV AN P RO 1 | oo m/z 121.00 89.81%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9892: Benzaldehyde, 2-hydroxy-
122.0
5000
39.0 65.0 6.80 7.00 7.20 7.40 7.60
760 930 . m/z 65.00 40.60%
50.0 -
0 W'”'&?PP?K?”ﬂl“'$m'ﬁﬂlﬁ'hﬁ'“'PL'P'”P'”Ih”l””l
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
121.0
6.80 7.00 7.20 7.40 7.60
5000 39.0 65.0 93.0 m/z 115.10 32.70%
0 14.0 26.0 50.0 77.0
m/z--> 0O 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9898: Benzaldehyde, 3-hydroxy- e
122.0 6.80 7.00 7.20 7.40 7.60
m/z 39.00 30.49%
93.0
5000
o 27.0 “ 530 | 76.0 | 105.0 ‘
s b o D 4 B T 8 85 140 110 10 196 10| | 650 700 750 740 750
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106593.D

Aca On 19 Jun 2018 20:16

Operator : JU/SJ

Sample = J3522-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 12 Hexanoic acid, 2-ethyl- Concentration Rank 12

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

7.64 9.40 ng 415112 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 72
2 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 38
3 Pentanoic acid. 2-methvl-., methvy... 130 C7H1402 002177-77-7 37
4 Hexanoic acid. 2.4-dimethvl-. me... 158 C9H1802 014251-44-6 37
5 N-Carbomethoxy-N-nitroso-N-ethyl... 132 C4H8N203 010546-23-3 35

Abundance Scan 902 (7.642 min): BF106593.D (-891) (-) m/z 73.00 100.00%
730 gg1
5000 40 570
1011 1191
| I 134.1 7.40 7.60 7.80 8.00
o} ettt e e el e e m/z 88.10 81.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0 88.0
5000
41.0 57.0 7.40 7.60 7.80 8.00
270 101.0 116.0 m/z 57.00 37.03%
dgso D 1 L L momo
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
73.0 88.0
740 7.60 7.80 8.00
5000 m/z 41.00 35.19%
101.0
410 55
0 2.0 158.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #13559: Pentanoic acid, 2-methyl-, methy! ester e N s mane s B
84.0 7.40 7.60 7.80 8.00
m/z 55.00 27 .08%
5000 43.0
57.0 710 101.0
m/z--> 10 2'0 3'0 4'0 50 6|O 70 80 9'0 100 110 120 130 140 150 160 740 7.60 7.80 8.00

8270-BF061918_.M Wed Jun 20 12:14:11 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106593.D

Aca On 19 Jun 2018 20:16

Operator : JU/SJ

Sample = J3522-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 13 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 7

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

7.98 15.17 ng 670364 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11heptan-2-one. 1.7.... 152 C10H160 000464-48-2 97
2 Camphor 152 C10H160 000076-22-2 96
3 (+)-2-Bornanone 152 C10H160 000464-49-3 96
4 2-Butanone. 4-(5-methvl-2-furanvl)- 152 C9H1202 013679-56-6 47
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 41

Abundance Scan 959 (7.978 min): BF106593.D (-954) (-) m/z 117.10 100.00%
117.1
5000 1301 Aﬂ
91.1 A AP e T T
41|'° 530 650 770 1 105 ‘ 1521 7.60 7.80 8.00 8.20 8.40
Olerprrrerrrrrprrrsitrre il el o i Al m/z 119.05 55.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95.0
81.0
41.0
5000
5.0 690 108.0 7.60 7.80 8.00 8.20 8.40
. ‘ 152.0 m/z 132.10 39.51%
0..,1..5.'(.),...:,....,....,....,....,....,....,....,....,....1,2.:3.'.ql.1ﬁ7.',9...,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41.0 95.0
81.0 7.60 7.80 8.00 8.20 8.40
m/z 115.10 33.19%
152.0
27.0
o 121.0 137.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25105: (+)-2-Bornanone
95.0 7.60 7.80 8.00 8.20 8.40
81.0 m/z 134.10 23.88%
5000 108.0
410 550 690 152.0
27.0
o X RSO NSO SOV R X T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106593.D

Aca On 19 Jun 2018 20:16

Operator : JU/SJ

Sample = J3522-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 15 Naphthalene, 1-methyl- Concentration Rank 15

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

9.05 6.90 ng 304937 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 95
2 Naphthalene. 1-methvl- 142 C11H10 000090-12-0 95
3 Benzocvcloheptatriene 142 C11H10 000264-09-5 93
4 1H-Indene. l-ethvlidene- 142 C11H10 002471-83-2 91
5 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91

Abundance Scan 1141 (9.048 min): BF106593.D (-1137) (-) m/z 142.05 100.00%
149.1
91.0 115.0
5000 1310
104.1
51.0 77.0 B AL R S
20 63|° | || | | | | 8.80 9.00 9.20 9.40
Ol e prrmrrrelli e gt el llle e ML TRz 141,100 91.89%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19233: Naphthalene, 2-methyl-
142.0
5000
115.0 8.80 9.00 9.20 9.40
m/z 91.05 49.88%
27.0 39.0 510 630 740 890 1000 | 1260 |
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
142.0
880 9.00 920 9.40
0
5000 115.0 m/z 115.00 45.81%
27.0 39.0 51.0 630 740 890 199 126.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19230: Benzocycloheptatriene A EERRaaEE s S st
141.0 8.80 9.00 9.20 9.40
m/z 131.00 36.84%
5000 115.0
203%)%06%)50 890 1000 | 1200
m/z--> 20 30 40 50 60 70 80 95 100 110 150 130 140 150 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106593.D

Aca On 19 Jun 2018 20:16

Operator : JU/SJ

Sample = J3522-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.02 10.09 ng 340250 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1646 (12.018 min): BF106593.D (-1643) (-) m/z 73.00 100.00%
430 73.0
5000 129.1 N“*ﬂm_“ﬁﬁw_N,Axﬁ_.,,w_ﬁﬂ~,,
97.1 213.2 A B A AR
Ul o 171.2 o 51 256.3 11.80 12.00 12.20 12.40
o.n,n.wJJ-. . : : m/z 60.00 90.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 LR B BB IS B
83.0 1180 1200 12. 20 1240
Ji 1570 1geo 2130 2560 | M/Z 43.00  90.25%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 | 73.0
" 11/80 12.00 12.20 12.40
5000 129.0 m/z 57.05 75.95%
97.0 199.0
1570 242.0
0 }ﬁ?'“'I"“I"'W""P"'I”"I'”' '}779"""' [T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid R B A ma
73.0 11.80 12.00 12.20 12.40
43.0 m/z 55.00 68.44Y%
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. oo 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106593.D

Aca On 19 Jun 2018 20:16

Operator : JU/SJ

Sample = J3522-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 17 Octadecanoic acid Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.80 6.59 ng 222337 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Decanoic acid 172 C10H2002 000334-48-5 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Undecanoic acid 186 C11H2202 000112-37-8 70
Abundance Scan 1779 (12.801 min): BF106593.D (-1776) (-) m/z 73.00 100.00%
43.0 .

5000

12.40 12.60 12.80 13.00 13.20
m/z 43.00 94 .82%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43.0 | 73.0
5000 129.0 R EEREEEEm e
12. 40 12. 60 12. 80 13. 00 13. 20
0
2410 284.0 m/z 59.95 87 .82%
207.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 | 73.0
R e e o e S
12.40 12.60 12.80 13.00 13.20
5000 m/z 57.00 76.61%
129.0 242.0
97.0 199.0
150 0171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #39474: n-Decanoic acid B L B e
73.0 12.40 12.60 12.80 13.00 13.20
m/z 55.00 72 .88%
129.0
5000
43.0
o S 11t O S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 40 12. 60 12. 80 13. 00 13. 20

8270-BF061918.M Wed Jun 20 12:14:14 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106593.D

Aca On 19 Jun 2018 20:16

Operator : JU/SJ

Sample = J3522-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 18 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.97 10.09 ng 345439 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 97
2 2.2-Bis-(4-hvxroxvphenvl)-butane 242 C16H1802 000077-40-7 56
3 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 53
4 Naphthalene-2.6-dicarboxvlic aci... 376 C24H2404 1000189-60-8 53
5 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 53
Abundance Scan 1808 (12.971 min): BF106593.D (-1805) (-) m/z 213.10 100.00%
218.1
5000
oo 9O 12.60 12.80 13.00 13.20
39.0 650 169.1 : - : :
B O .'..'.|i...1.4,1..1.. prrpad L2471 27210 Thz77119.00 17.54%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 R AR SR UL
12.60 12.80 13.00 13.20
119.0 m/z 228.10 16.15%
650 910 165 0
0 S——— .‘... S [
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
213.0
12.60 12.80 13.00 13.20
5000 m/z 214.10 15.10%
119.0 242.0
39.0 650 910 141.0 1690 193.0

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

Abundance #84388: 2H,8H-Benzo[1,2-b:5,4-b]dipyran-2-one, 8,8-dimethyl- AREEEE R EEEEE sty e
213.0 12.60 12.80 13.00 13.20

m/z 91.05 9.55%

5000

28.0 510 720 920 1%0150 ]

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12 60 12. 80 13 00 13 20

B

?
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106593.D

Aca On 19 Jun 2018 20:16

Operator : JU/SJ

Sample = J3522-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 19 3-Eicosene, (E)- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.97 5.55 ng 190246 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 96
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94
Abundance Scan 1978 (13.971 min): BF106593.D (-1975) (-) m/z 83.05 100.00%
57.0 83.0
139.1 NSRRI SR B
= 167.1191.1 224.1 250.1 280.1 13.60 13.80 14.00 14.20
Olrrrprrre s m/z 57.00 93.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127771: 3-Eicosene, (E)-
57.
5000 NS U SR B
20.0 111.0 13.60 13.80 14.00 14.20
' m/z 69.05 87 .54%
o J | 139.0 167.0 196.0 224.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0 83.0
13.60 13.80 14.00 14.20
5000 111.0 m/z 97.10 85.19%

29.0

o 1390 167.0 1060 238.0 266.0 294.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #194133: Dichloroacetic acid, heptadecy! ester T
13.60 13.80 14.00 14.20

%

m/z 55.00 81.89%

5000 111.0

)

29.0
139.0

168.0  210.0 238.0 2660 295.0
N

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061918\
Data File : BF106593.D

Aca On 19 Jun 2018 20:16

Operator : JU/SJ

Sample = J3522-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 20 Tetratetracontane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.28 4.70 ng 211814 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 46
2 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 46
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 46
4 Tritetracontane 605 C43H88 007098-21-7 43
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 38
Abundance Scan 2541 (17.283 min): BF106593.D (-2536) (-) m/z 57.00 100.00%
57.0
299.3
5000
194.1 251 0 17.00 17.20 17.40 17.60
o 355.0 m/z 299.25  67.06%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241527: Tetratetracontane
57.0
5000 LRI SRR DU BURIURE B
17.00 17.20 17.40 17.60
m/z 71.05 52.13%
o 1] ]ﬁ /1690 225.0 2810 337.0 3930 4630 5610 6150
T "' IR BN RN B BRR LN BEELE BN BN BN BN
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
| 17.00 17.20 17.40 17.60
5000 m/z 43.00 50.93%
111.0
0 169.0 224.0 283.0
miz-> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester L  RRRR Bam L
43.0 17.00 17.20 17.40 17.60
m/z 69.00 35.63%
5000
7.0
ob ol Ly 3970 2610
m/z--> éo 160 1éo 200 250 300 350 400 4éo 560 séo 660 17'00 17. 20 17. 40 17|60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061918\
Data File : BF106593.D

Acq On 19 Jun 2018 20:16

Operator : JU/SJ

Sample - J3522-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_M
Quant Title : 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]
2-Pentanol, 4-met... 3.99 8.5 ng 310684 1 6.96 731178 20.0
Benzene, l-ethyl-_.. 6.48 8.5 ng 310516 1 6.96 731178 20.0
unknown6 .74 6.74 43.5 ng 1589840 1 6.96 731178 20.0
Benzene, 1,2,4-tr... 6.78 19.3 ng 705934 1 6.96 731178 20.0
Mesitylene 7.01 23.2 ng 848884 1 6.96 731178 20.0
Indane 7.14 9.6 ng 350428 1 6.96 731178 20.0
Benzaldehyde, 2-h... 7.21 6.6 ng 242776 1 6.96 731178 20.0
Hexanoic acid, 2-... 7.64 9.4 ng 415112 2 8.24 883647 20.0
Bicyclo[2.2.1]hep... 7.98 15.2 ng 670364 2 8.24 883647 20.0
Naphthalene, 1-me... 9.05 6.9 ng 304937 2 8.24 883647 20.0
n-Hexadecanoic acid 12.02 10.1 ng 340250 4 11.49 674384 20.0
Octadecanoic acid 12.80 6.6 ng 222337 4 11.49 674384 20.0
Phenol, 4,4"-(1-m... 12.97 10.1 ng 345439 5 14.15 685003 20.0
3-Eicosene, (E)- 13.97 5.5 ng 190246 5 14.15 685003 20.0
Tetratetracontane 17.28 4.7 ng 211814 6 15.68 900944 20.0

8270-BF061918_.M Wed Jun 20 12:14:16 2018 Page: 20



