LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 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
1 3.548 201 206 218 rBB 26578 43417 2.82% 0.314%
2 3.990 277 281 287 rBV 34744 47795 3.10% 0.346%
3 4.601 372 385 387 rBV3 13146 38032 2.47% 0.275%
4 4.654 392 394 400 rVB 19346 17248 1.12% 0.125%
5 5.190 482 485 495 rBV 64115 72076 4.68% 0.521%
6 5.342 495 511 514 rBV 25712 72845 4.73% 0.527%
7 5.454 520 530 533 rVB3 19050 40968 2.66% 0.296%
8 5.601 552 555 568 rVB 756503 698953 45.39% 5.056%
9 5.754 575 581 588 rBV2 17732 28184 1.83% 0.204%
10 6.060 630 633 641 rVB 32557 55932 3.63% 0.405%

11 6.601 722 725 734 rBV2 435844 555388 36.07% 4.018%
12 6.737 744 748 751 rBV 1254078 1118430 72.63% 8.091%

13 6.795 756 758 761 rVB 21084 16599 1.08% 0.120%
14 6.954 782 785 789 rBV 428138 352087 22.86% 2.547%
15 7.007 791 794 798 rBV 62169 62113 4._.03% 0.449%
16 7.113 808 812 815 rBV 1231115 1050267 68.20% 7.598%
17 7.389 853 859 863 rvB5 32305 42414 2.75% 0.307%
18 7.525 877 882 885 rBvV 840000 793657 51.54% 5.741%
19 7.589 887 893 896 rBvV3 20792 31422 2.04% 0.227%
20 7.625 896 899 903 rVvB 43648 41052 2.67% 0.297%
21 7.672 903 907 908 rBvV 42790 47244 3.07% 0.342%
22 7.748 916 920 922 rBV2 21487 24905 1.62% 0.180%
23 7.784 922 926 929 rVB 68378 77148 5.01% 0.558%
24 8.001 954 963 965 rBV 105465 166205 10.79% 1.202%
25 8.025 965 967 971 rVB 36136 31502 2.05% 0.228%
26 8.142 983 987 991 rBV5 14780 23937 1.55% 0.173%
27 8.236 1000 1003 1008 rBV 397278 378067 24.55% 2.735%
28 8.442 1034 1038 1040 rBvV 34632 30424 1.98% 0.220%
29 8.466 1040 1042 1045 rVvVv 34708 24975 1.62% 0.181%
30 8.519 1045 1051 1056 rvv2 78116 96905 6.29% 0.701%
31 8.601 1060 1065 1070 rVB6 13882 25620 1.66% 0.185%
32 8.889 1111 1114 1120 rVB2 43926 45897 2.98% 0.332%
33 8.942 1120 1123 1130 rBV 35773 41366 2.69% 0.299%
34 9.154 1156 1159 1162 rBV2 22136 29108 1.89% 0.211%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 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

35 9.236 1167 1173 1175 rBv4 15814 25621 1.66% 0.185%
36 9.313 1182 1186 1189 rBV 1563550 1356578 88.09% 9.814%
37 9.489 1213 1216 1220 rBV2 24167 26609 1.73% 0.192%
38 9.525 1220 1222 1226 rVB2 27237 27857 1.81% 0.202%
39 9.701 1250 1252 1257 rVB 202914 181647 11.80% 1.314%
40 9.860 1276 1279 1282 rBV 18927 18459 1.20% 0.134%
41 9.948 1291 1294 1297 rBV 28076 32170 2.09% 0.233%
42 10.001 1297 1303 1308 rVB 422186 413328 26.84% 2.990%
43 10.077 1313 1316 1319 rBV2 16332 19678 1.28% 0.142%
44 10.166 1328 1331 1335 rBVY 87908 76300 4_.95% 0.552%
45 10.389 1367 1369 1375 rVB2 50058 66532 4._.32% 0.481%
46 10.636 1407 1411 1413 rBV 184769 170514 11.07% 1.234%
47 10.654 1413 1414 1417 rVB 29077 18003 1.17% 0.130%
48 10.795 1434 1438 1446 rBVY 904546 843782 54.79% 6.104%
49 10.883 1450 1453 1455 rVv2 38839 44256 2.87% 0.320%
50 10.919 1455 1459 1463 rVV2 133496 157040 10.20% 1.136%
51 10.960 1463 1466 1468 rVV 93297 75616 4.91% 0.547%
52 10.989 1468 1471 1475 rVVv2 79654 99597 6.47% 0.721%
53 11.030 1475 1478 1480 rVvVv 90572 89935 5.84% 0.651%
54 11.054 1480 1482 1484 rVV 62747 48290 3.14% 0.349%
55 11.095 1484 1489 1490 rVvV 58546 71263 4.63% 0.516%
56 11.142 1494 1497 1500 rVV3 108775 118298 7.68% 0.856%
57 11.177 1500 1503 1505 rVvVv 108203 92877 6.03% 0.672%
58 11.219 1508 1510 1513 rVB 73294 58286 3.78% 0.422%
59 11.324 1526 1528 1530 rBV2 21215 20871 1.36% 0.151%

60 11.377 1534 1537 1540 rVB 147857 129317 8.40% 0.936%

61 11.495 1553 1557 1560 rBV 489131 406682 26.41% 2.942%

62 11.671 1584 1587 1590 rBV 64755 62099 4._.03% 0.449%
63 11.754 1598 1601 1604 rVB2 22280 22486 1.46% 0.163%
64 12.160 1668 1670 1675 rBv4 17959 17584 1.14% 0.127%
65 12.207 1675 1678 1681 rVV5 16191 21503 1.40% 0.156%
66 12.236 1681 1683 1687 rVB2 21723 20900 1.36% 0.151%
67 12.548 1734 1736 1740 rVB 20604 16300 1.06% 0.118%
68 12.648 1750 1753 1756 rVB 45569 33593 2.18% 0.243%
69 12.736 1766 1768 1771 rVB 38864 34520 2.24% 0.250%
70 12.871 1788 1791 1796 rVB3 48790 46873 3.04% 0.339%

71 13.077 1822 1826 1829 rBV 1643576 1539925 100.00% 11.140%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 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 13.577 1909 1911 1915 rVB3 35010 36898 2.40% 0.267%

73 13.618 1915 1918 1922 rBV 113802 106408 6.91% 0.770%
74 13.948 1971 1974 1982 rBV 113772 127315 8.27% 0.921%

75 14.095 1996 1999 2001 rVB 33576 28126 1.83% 0.203%
76 14.148 2004 2008 2014 rvVv 430917 386215 25.08% 2.794%
77 14.895 2133 2135 2140 rVB 34875 37201 2.42% 0.269%
78 15.248 2192 2195 2201 rBV3 32239 39466 2.56% 0.286%
79 15.648 2260 2263 2266 rBV 29363 35756 2.32% 0.259%
80 15.689 2266 2270 2277 rVB 194797 259914 16.88% 1.880%
81 16.107 2339 2341 2347 rVB3 26277 38545 2.50% 0.279%
Sum of corrected areas: 13823215
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 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
Abundance TIC: BF107068.D
1500000
6.74 7.11
1000000
7.52
5.60
500000 6.60 6.95
— T e I e e L B e o e e e e B e e B A S B
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF107068.D
9.31 13,08
1500000
1000000 10.80
11.50
500000 8.24 10.00
8.00 I 101710 0 || OfRgagasht %8
$22 o o 0:1710.39 4 BREOR 2 4o || 11,67 gebar 87
0! ii_ 60 894 9624 [ }"’AA‘ A 1'65 .IMLMMA A2 '75 1oee@s 1257507
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF107068.D
1500000
1000000
14.15
500000
13.62
13, 1489 1525 1585 16.11
O ————
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

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-Pentanone, 4-hydroxy-4-me... Concentration Rank 15

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

5.19 4.09 ng 72076 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 50
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Ethanone, 1-(2-methylcyclopropyl)- 98 C6H100 000930-56-3 9

Abundance Scan 485 (5.190 min): BF107068.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
83.0 480 5.00 5.20 5.40 5.60
o Y 1 SNV | RN N m/z 59.00 62.03%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 2B 50 520 Sho ko
0,
150 a0 1010 m/z 101.10 21.54%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540 5.60
5000 m/z 58.00 16.73%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- S ma
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.81%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘ \‘ SOQ“‘ . 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

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 Butanoic acid, 3-methyl- Concentration Rank 14

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

5.34 4.14 ng 72845 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 86
2 Formic acid hvdrazide 60 CH4N20 000624-84-0 50
3 Hexanoic acid 116 C6H1202 000142-62-1 40
4 Pentanoic acid 102 C5H1002 000109-52-4 9
5 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 7

Abundance Scan 511 (5.342 min): BF107068.D (-495) (-) m/z 60.00 100.00%
6d.0
5000 41.0 / /
| | | 69.0 87|'0 500 520 540 5.60
o e e e m/z 41.00 44.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4275: Butanoic acid, 3-methyl-
60.0
5000 43.0 5.00 520 5.40 5.60
87.0 m/z 43.05 35.80%
o150 270 \‘\ 510 690 1010
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
60.0
500 5.20 5.40 5.60
5000 43.0 m/z 45.00 24 _47%
e S U S S I UL IS SIS SUL AL WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8071: Hexanoic acid
60.0 500 5.20 5.40 5.60
m/z 39.00 24 .27%
5000 73.0
41.0
27.0 ‘ 87.0
o250 L Ll stolyy | o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

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 unknown6.74 Concentration Rank 1

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

6.74 63.53 ng 1118430 1,4-Dichlorobenzene-d4 6.95
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 749 (6.742 min): BF107068.D (-744) (-) m/z 132.00 100.00%
132.0
5000
68.1
400 540 |‘ gag 00 640 6.60 680 7.00
Obrrprrrr e el e 849 Ll Tm/z 134.00  33.18Y%
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
132.0
5000 1 PR T
M0 530 o m/z 68.10 31.76%
‘ 79.0 '
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 1000 o0 6% em0 70 |
5000 ' m/z 66.00 19.46%
31.0 51.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T .{/\.. e
132.0 6.40 6.60 6.80 7.00

m/z 96.00 12 _.50%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

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 1-Hexanol, 2-ethyl- Concentration Rank 19

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

7.01 3.53 ng 62113 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 83
2 2-Propvl-1-pentanol 130 C8H180 058175-57-8 47
3 1-Pentanol. 2-ethvl-4-methvl- 130 C8H180 000106-67-2 40
4 Oxalic acid. isobutvl heptvl ester 244 C13H2404 1000309-37-2 32
5 1-Hexene, 4-methyl- 98 C7H14 003769-23-1 27

Abundance Scan 794 (7.007 min): BF107068.D (-791) (-) m/z 57.05 100.00%
57.0
5000
70.1  83.1
“ | 98.1 6.60 6.80 7.00 7.20 7.40
0..,....,....,....,....,...:,....',-.-...,:!..,...-!,....,....,.. m/z 41.00 36.01%
m/z--> 10 20 40 60 70 80 90 100 110 120
Abundance #13669. 1-Hexanol, 2-ethyl-
57.0
5000 41.0
700 830 6.60 6.80 7.00 7.20 7.40
29.0 ' : m/z 42.95  32.49%
98.0
o..,.1?.0.,....,....,....,...,....,....,...,....,....1,1.2'.0..,..
m/z--> 10 20 40 50 60 70 80 90 100 110 120
Abundance
57.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 55.00 28.13%
41.0 70.0
83.0
0 15.0 29.0 98.0 112.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13759: 1-Pentanol, 2-ethyl-4-methyl-
57.0 6.60 6.80 7.00 7.20 7.40
m/z 56.00 20.70%
5000 430
29.0 69.0 830
0 18.0 ‘\ \‘\ ‘ | ‘ ‘\ 980 1120
m/z--> 10 20 30 40 50 60 7'0 80 90 1(')0 11'0 120 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

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 Hexanoyl chloride, 3,5,5-tr... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

778 4.08ng 77148  Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexanovl chloride. 3.5.5-trimethvl- 176 C9H17CIO 036727-29-4 53

2 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 50
3 3.3-Dimethvlheptanoic acid 158 C9H1802 067061-30-7 38
4 Formic acid. 4.4-dimethvilpent-2-... 144 C8H1602 1000368-69-9 32
5 4,4-Dimethyl-2-pentanol, chlorod... 228 C9H15CIF202 1000376-27-0 32
Abundance Scan 925 (7.778 min): BF107068.D (-922) (-) m/z 57.05 100.00%
57.0
5000 83.0
7.40 7.60 7.80 8.00 8.20
o} m/z 83.05 43.90%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #43024: Hexanoy! chloride, 3,5,5-trimethyl-
57.0
83.0
5000
41.0 7.40 7.60 7.80 8.00 8.20
m/z 41.00 29.48%
140270 | | 700 | WolnM%01“° 161.0
m/z--> 10 20 30 40 55 eb 75 80 90 100 110 120 130 140 150 160
Abundance
57.0
7.40 7.60 7.80 8.00 8.20
5000 83.0 m/z 56.00 19.93%
41.0
103.0
140 27.0 20,0 1250 1430
Oy T T LT T T [T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30216: 3,3-Dimethylheptanoic acid
57.0 7.40 7.60 7.80 8.00 8.20
m/z 55.00 16.12%
5000 83.0
41.0
0 ‘\‘ | 700 H\ 2T0 130 1580
m/z--> 10 2'0 3'0 4'0 50 60 70 80 9'0 100 110 150 130 140 150 160 | 740 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

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 Octanoic acid Concentration Rank 3

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

8.00 8.79 ng 166205 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 91
2 Hexanoic acid 116 C6H1202 000142-62-1 53
3 Heptanoic acid 130 C7H1402 000111-14-8 42
4 Pentanoic acid 102 C5H1002 000109-52-4 42
5 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 38

Abundance Scan 963 (8.001 min): BF107068.D (-954) (-) m/z 60.00 100.00%
6d.0
73.0
5000 43.0
101.1
Il | ‘ | | 8‘]3“0 | 1150 -4 7.60 7.80 8.00 8.20 8.40
Obrprrrr prrrrprrr it e bttt b AR e | MZZ 73.00 74.01%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20837: Octanoic acid
60.0
73.0
5000 O AR RS AN BN
430 7%'&08%5&08%
29.0 gs0 1010 m/z 43.00 44.69%
‘ 115.0
O'W%aql”'HP"“lj”l'Jt‘”'JPl'W'jml'“'I”"P"W'}%?R'&%ﬁql”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
60.0
760 7.80 8.00 8.20 8.40
5000 s70 410 73.0 m/z 55.00 39.29%
87.0
0 99.0
B RS RARRS RRARNRAREN RARAN REALE AN RRRRS RARSS RARAE LRALN LRARN LAREE SRS RN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13414: Heptanoic acid A
60.0 7.60 7.80 8.00 8.20 8.40
m/z 41.00 37.83%
5000 73.0
41.0
27.0 87.0
ol 150 " H ol ] 1004056 4509
m/z--> 15 25 §o Jo éo 60 75 éo do 160 1io 150 150 150 1éo 760 750 800 850 sho
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

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 Benzothiazole Concentration Rank 10

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

8.52 5.13 ng 96905 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 87
2 1.2-Benzisothiazole 135 C7H5NS 000272-16-2 80
3 Thienol2.3-clopvridine 135 C7H5NS 000272-12-8 59
4 3-Allvlbenzothiazolium bromide 255 C10H10BrNS 016407-55-9 53
5 1,2-Benzisoxazol-3(2H)-one 135 C7H5NO2 021725-69-9 50

Abundance Scan 1051 (8.519 min): BF107068.D (-1045) (-) m/z 135.00 100.00%
135.0
5000 91.1 108.0
69.0 S RARRERAREE RS RARES
39.0 58.0 | | 8.20 8.40 8.60 8.80
Obrrrprrrrprrrepre ettt o bbbl || M/ 91.10  45.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15456: Benzothiazole
135.0
5000
108.0 8.20 8.40 8.60 8.80
69.0 m/z 108.00 36.69%
miz--> A 5'0 e'o 1y 8'0 e 1 e T
Abundance
135.0
'820 840 8.60 8.80
5000 m/z 136.10 20.26%
69.0 108.0
450 58.0 | 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15461: Thieno[2,3-c]pyridine B e e
135.0 8.20 8.40 8.60 8.80
m/z 69.00 19.19%
5000
450 630 g 108.0
0'“P'”P”'P”H'LW“'“””H””N*”ﬁ”'P“M'“W”'del”' B RARRE AR AR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

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 1H-Benzotriazole, 4-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.17 3.69 ng 76300 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzotriazole. 4-methvl- 133 C7H7N3 029878-31-7 98
2 1H-Benzotriazole. 5-methvl- 133 C7H7N3 000136-85-6 96
3 1H-Indol-5-0l 133 C8H7NO 001953-54-4 87
4 Benzene. l-azido-2-methvl- 133 C7H7N3 031656-92-5 83
5 2H-Indol-2-one, 1,3-dihydro- 133 C8H7NO 000059-48-3 81
Abundance Scan 1332 (10.172 min): BF107068.D (-1328) (-) m/z 104.10 100.00%
104.1
133.1
5000
77.0
51.0
39.0 ||| 63.0 | 1191 | 9.80 10.00 10.20 10.40
o} S A M S| HSBMSMSSE | i S | UM m/z 133.10 73.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14691: 1H-Benzotriazole, 4-methyl-
104.0
133.0
5000
510 77.0 9.80 10.00 10.20 10.40
2.0 ) m/z 77.05 35.11%
o 27.0 = \“ 0 | o0 | uso |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
104.0
133.0 9.80 10.00 10.20 10.40
5000 m/z 78.00 35.02%
77.0
51.0
39.0
15.0 27.0 63.0 88.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14711: 1H-Indol-5-0l
138.0 9.80 10.00 10.20 10.40
m/z 105.05 25.53%
5000
104.0
78.0
. 200 %0 670 " g90 | ms0 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

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 Benzothiazole, 2-(methylthio)- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.64 8.25 ng 170514 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzothiazole. 2-(methvithio)- 181 C8H7NS2 000615-22-5 99
2 3-(Methvlthio)phenvl isothiocvanate 181 C8H7NS2 051333-80-3 68
3 2(3H)-Benzothiazolethione. 3-met... 181 C8H7NS2 002254-94-6 64
4 2-(Methvithio)phenvl isothiocvanate 181 C8H7NS2 051333-75-6 50
5 5-Aminoisophthalic acid 181 C8H7NO4 000099-31-0 43

Abundance Scan 1412 (10.642 min): BF107068.D (-1407) (-) m/z 181.00 100.00%
181.0
148.0
5000
""10.40 10,60 10.80 11.00
o} m/z 148.00 60.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46661: Benzothiazole, 2-(methylthio)-
181.0
148.0
5000 A BN SR SRR S
108.0 10.40 10.60 10.80 11.00
5.0 69.0 1220 1660 m/z 108.00 26.34%
0 .1.5:0| —— "I .‘.“. "|‘= .‘.‘. T .99‘..0. IH e I"l — H = .“. — .‘.. — l“' —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
181.0
148.0 10.40 10.60 10.80 11.00
5000 45.0 108.0 : m/z 180.00 23.74%
63.0 77.0
15.0 o | 1220 166.0
O T e o e T T o o TS
miz--> 20 40 60 8 100 120 140 160 180
Abundance #46670: 2(3H)-Benzothiazolethione, 3-methyl- I s L
181.0 10.40 10.60 10.80 11.00
m/z 136.00 14 .24%
5000 148.0
45.0 69.0 104.0
T 166.0
o) E— T I\\I\H |Hi ‘:“l“ﬁ‘ Iulul Iwhlw by | I I\I ; |H' — le [ : - I
m/z--> 20 40 60 80 100 120 140 160 180 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

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 2(3H)-Benzothiazolone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.92 7.72 ng 157040 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 94
2 6-Methvl-7-o0x0-4.7-dihvdro-triaz... 151 C5H5N50 057250-39-2 43
3 t-Butvlhvdroauinone 166 C10H1402 001948-33-0 43
4 Benzaldehvde. 3-methoxv-. oxime 151 C8H9NO2 038489-80-4 38
5 1H-Isoindole-1,3(2H)-dione, 3a,4... 151 C8HINO2 001469-48-3 35
Abundance Scan 1459 (10.919 min): BF107068.D (-1455) (-) m/z 151.00 100.00%
151.0
96.0
123.0
5000 58.0 A\
39.0 78.0 1 1060 10,80 11106 1220 |
ol MRS [ ML L% m/z 96.00 69.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24724: 2(3H)-Benzothiazolone
151.0
96.0
123.0
5000 AR ARRR AR ARRRR AR
10,60 10.80 11.00 11.20
69.0 m/z 123.00 60.23%
28.0 450 )
ok .1.4'.0| by "HI .‘.”l i I‘h .M. VR, .“.“l N |‘l‘- —— I e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
151.0
123.0 RN AU UL IR
67.0 10.60 10.80 11.00 11.20
5000 m/z 58.00 41 _59%
42.0 83.0
e L L L W L UL L UL
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #34801: t-Butylhydroquinone SHE | IS DAV
151.0 10,60 10.80 11.00 11.20

m/z 69.00 15.65%

123.0
5000 1660
41.0
27.0 550 770 9109 107.0 137.0

o} ARV | P WO IS . L2 S0 N . R

m/z--> 20 40 60 80 100 120 140 160 180 10 60 10. 80 11. 00 11. 20

8270-BF061918_.M Tue Jul 03 12:29:28 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.96 3.72ng 75616  Phenanthrene-di0 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 78

2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78

4-(1.1-DimethvlproovDphenvl ace... 206 C13H1802

1000373-45-3 78

4 1-Adamantvl methvl ketone 178 C12H180 001660-04-4 64
5 1-Adamantanecarboxylic acid, 3,4... 324 C17H18CI1202 1000307-66-4 64
Abundance Scan 1466 (10.960 min): BF107068.D (-1463) (-) m/z 135.10 100.00%
135.1
5000
107.1
41.0 770 220.1 10.60 10.80 11.00 11.20
ob i 0 L) ts01 201 07 05 15.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33622: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000
107.0 10.60 10.80 11.00 11.20
m/z 136.10 10.96%
41.0 77.0 164.0
o) ST} G S LM N R L MM
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135.0
10.60 10.80 11.00 11.20
5000 m/z 41.00 5.83%
41.0 107.0
oL, 180 58.0 77.0 163.0 206.0
R R L e L L o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65961: 4-(1,1-Dimethylpropyl)phenyl acetate L B o
135.0 10.60 10.80 11.00 11.20
m/z 121.05 5.29%
5000
107.0 164.0
0L15.0 43.0 70 | L ‘ 206.0
T e R A o B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20

8270-BF061918_.M Tue Jul 03 12:29:28 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

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 Silane, chlorotripropyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.99 4.90 ng 99597 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. chlorotripropvl- 192 C9H21CISi 000995-25-5 72
2 Acetamide. N-(3-methvlphenvl)- 149 C9H11NO 000537-92-8 64
3 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 45
4 27 .6"-Dimethvl-4~"-propoxvacetoph... 206 C13H1802 1000195-98-1 43
5 Butanamide, N-(2-methylphenyl)-3... 191 C11H13NO2 000093-68-5 38
Abundance Scan 1471 (10.989 min): BF107068.D (-1468) (-) m/z 149.10 100.00%
107.0 149.1
5000
191.1
55.0
77.0 28.0 220.2 10.60 10.80 11.00 11.20 11.40
Ol b bt b TS Tn/z 107.00 0 86.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55060: Silane, chlorotripropyl-
149.0
79.0 107.0
5000
10.60 10.80 11.00 11.20 11.40
270 m/z 121.10 54 .80%
ol 480 \ \, a0 | o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
107.0
10.60 10.80 11.00 11.20 11.40
5000 m/z 191.10 30.05%
149.0
43.0
o 15.0 7.0 132.0
rrryrrrryrrrry T T T T T T T T T T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23533: 2-Methyl-4-hydroxybenzoxazole T Eaamn ma e
149.0 10.60 10.80 11.00 11.20 11.40
m/z 55.00 18.35%
107.0
5000
520 790
o...ﬁ79.U”W.,”..h.”.,ﬂu.;..”,.w”,.......w....“. S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,60 10.80 11.00 11.20 11.40

8270-BF061918_.M Tue Jul 03 12:29:29 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

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 Phenol, p-tert-butyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.03 4.42 ng 89935 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 60
2 Hexestrol 270 C18H2202 000084-16-2 47
3 Phenol. 2-(l1l.1-dimethvilethvI)- 150 C10H140 000088-18-6 47
4 Hexestrol. O-heptafluorobutvrvl- 466 C22H21F703 1000365-31-9 47
5 Benzamide, 2-methoxy-N-allyl- 191 C11H13NO2 1000339-10-5 38
Abundance Scan 1478 (11.030 min): BF107068.D (-1475) (-) m/z 135.10 100.00%
136.1
5000 107.0
41|.o | 770 1631 207.1 10.80 11.00 11.20 11.40
bbb g 00 LW Tm/z 121.05  55.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23714: Phenol, p-tert-butyl-
135.0
5000
107.0 10.80 11.00 11.20 11.40
41.0 m/z 149.05 52.95%
L, 770 ‘ |
0'“lﬂ'w'”'w““l“hw'“'w'“l”"'“'"“ SRS SRS SRR BRI
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135.0
10.80 11.00 11.20 11.40
5000 107.0 m/z 107.00 47 .91%
41.0 77.0 165.0 189.0 212.0 239.0 270.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23765: Phenol, 2-(1,1-dimethylethyl)-
135.0 10.80 11.00 11.20 11.40
107.0 m/z 41.05 13.22%
5000
410 270
0':I-'S'?""‘I"""I""I""'I"" IIIIIIIII IR SR DR SR B LR U DU B L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
11.10 3.50 ng 71263 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 4-(1.1-Dimethvlpropovphenvl ace... 206 C13H1802 1000373-45-3 78
3 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 72
4 3-(1l-Adamantvl)svdnone 220 C12H16N202 1000140-20-2 72
5 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 64

Abundance Scan 1490 (11.101 min): BF107068.D (-1484) (-) m/z 135.05 100.00%
136.1
5000
107.0
40 geo 910 163.1 10.80 11.00 11.20 11.40
e et o m/z 107 .00 25 _.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66119: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135.0
5000
10.80 11.00 11.20 11.40
m/z 121.05 14 _.78%
oL 180 40 570 264 9101970 ‘ 175.0  206.0
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance
135.0
10.80 11.00 11.20 11.40
5000 m/z 163.10 14 _.54%
107.0 164.0
oL 270430 650 910 206.0
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #33623: Phenol, 4-(1,1-dimethylpropyl)-
135.0 10.80 11.00 11.20 11.40
m/z 136.10 11.40%
5000 107.0
164.0
Jis0  MO0so MO L]
m/z--> 20 40 60 8 100 120 140 160 180 200 10.80 11.00 11.20 11.40

8270-BF061918_.M Tue Jul 03 12:29:29 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

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 2-Methyl-4-hydroxybenzoxazole Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.14 5.82 ng 118298 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-MethvIl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 64
2 Acetamide. N-(3-methvIiphenvl)- 149 C9H11NO 000537-92-8 59
3 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 43
4 Phenol. 2-(1.1-dimethvlethv)-5-_... 164 C11H160 000088-60-8 38
5 p-Propionotoluidide 163 C10H13NO 002759-55-9 38

Abundance Scan 1497 (11.142 min): BF107068 D (-1494) (-) m/z 149.10 100.00%
107.0 49.1
5000
\ I A R o o e
55.0 77.0 10.80 11.00 11.20 11.40
Ol et bbb it LI 2200 0 o Ti67 00 91 . 36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23533: 2-Methyl-4-hydroxybenzoxazole
149.0
107.0
10.80 11.00 11.20 11.40
520 790 m/z 121.10 57.27%
0"'ﬁ??jﬁ'ﬂ'l”"h'”'Ijh'ﬁ"”l'H'W""""P"'I”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
107.0
10.80 11.00 11.20 11.40
5000 m/z 163.05 29.29%
149.0
43.0
0 15.0 7.0 132.0
R UL SURL U S SURLE LU UL B S SN S B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #77582: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbuty)-
149.0 10.80 11.00 11.20 11.40
m/z 150.10 12.41%
5000
41.0 121.0
0 | 650 910 | 172.0191.0  220.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 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 Benzenesulfonamide, N-butyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.38 6.36 ng 129317 Phenanthrene-d10 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N-butvl- 213 C10H15N02S 003622-84-2 90
N-(2-Cvano-ethvl)-benzenesulfona... 210 C9H10N202S 002619-21-8 83
3 Benzenesulfonvl chloride 176 C6H5CIO02S 000098-09-9 47
4 N-Benzenesulfonvloxv-2.2-bis(tri... 335 C10H7F6N0O3S 055734-41-3 40
5 (Phenylsulfonyl)acetonitrile 181 C8H7NO2S 007605-28-9 38
Abundance Scan 1537 (11.377 min): BF107068.D (-1534) (-) m/z 77.00 100.00%
71.0 141.0 1701
5000
51.0
11.00 11.20 11.40 11.60
Ol bt R0 180, |y 1920 2131 10141 00 91.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71723: Benzenesulfonamide, N-butyl-
77.0 141.0  170.0
5000 A B BRI B B
11.00 11.20 11.40 11.60
51.0 m/z 170.10 86.15%
30.0
ob el aoe0 230
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
77.0
11,00 11.20 11.40 11.60
5000 141.0 m/z 51.00 21.52%
51.0 170.0
28.0
0 97.0 118.0 1%mmo
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42734: Benzenesulfonyl chloride
77.0 11.00 11.20 11.40 11.60
m/z 78.00 11.75%
5000 141.0
51.0
oL 2o | | 9501120 17?0
m/z--> 20 40 éo 80 100 120 140 160 180 200 220 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

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 Ethanol, 2-butoxy-, phospha... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.62 5.51 ng 106408 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-butoxv-. phosphate (3:1) 398 C18H3907P 000078-51-3 91
2 Butane. 1.1"-Toxvbis(2.1l-ethaned... 218 C12H2603 000112-73-2 27
3 2.2.7.7-Tetramethvloctane 170 C12H26 001071-31-4 22
4 Piperazine. 1l-nitroso- 115 C4H9N30 005632-47-3 14
5 Pentadecane 212 C15H32 000629-62-9 11
Abundance Scan 1918 (13.618 min): BF107068.D (-1915) (-) m/z 57.05 100.00%
57.0
5000 1250 Q,N/LhJ\NWNAﬂ~w-;-A\~J\
1550 199.1 AR SR SN I B
0’[ } || 255.1 299 2 13.40 13.60 13.80 14.00
ol NS b b 2T VT m/z 56.00 61.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210990: Ethanol, 2-butoxy-, phosphate (3:1)
57.0
5000 1250 TT T T[T T I T [T T T T[T T TT[TT
1340 13.60 13.80 14.00
199.0 m/z 45.00 58.13%
15f0 299.0
270, | 810 | | |20 355.0 399.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
' 13.40 13.60 13.80 14.00
5000 m/z 85.05 51.38%
270 101.0 1310
-7
m/z--> 50 100 150 200 250 300 350 400
Abundance #38353: 2,2,7,7-Tetramethyloctane AR AR EEE EaEE L
57.0 13.40 13.60 13.80 14.00
m/z 125.00 38.20%
5000
0 2000 | 990 155.0
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107068.D

Aca On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample = J3800-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\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

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 Trifluoroacetoxy hexadecane Concentration Rank 6

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

13.95 6.59 ng 127315 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 95
2 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94

4 Pentafluoropropionic acid. penta...

374 C18H31F502 959092-08-1 94

5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
Abundance Scan 1974 (13.948 min): BF107068.D (-1971) (-) m/z 57.00 100.00%
5Y.0 83.1
5000
A e e
139.1 168.1 204.1 13.60 13.80 14.00 14.20
0 m/z 55.00 94 .99%
m/z--> 50 100 150 200 250 300
Abundance #175127: Trifluoroacetoxy hexadecane
57.0
5000 LA L L L L LB L
13.60 13.80 14.00 14.20
29.0 125.0 m/z 43.00 91.33%
0 gl ‘H‘h I h M1540 196.0224.0  269.0 320.0
——— L amam M B SR a e
m/z--> 50 150 200 250 300
Abundance
57.0 83.0
A Ba T o
13.60 13.80 14.00 14.20
5000 111.0 m/z 83.10 88.99%
29.0
140.0 168.0 196.0 241.0 342.0
o4l B LN by L
m/z--> 50 100 150 200 250 300
Abundance #227401: Heptadecy! heptafluorobutyrate A Ba T o
57.0 13.60 13.80 14.00 14.20
m/z 97.10 83.95%
83.0 1
5000
111.0
| ])]
139.0 169.0 238.0
ol A A LT PO ms0 e
m/z--> 50 100 150 200 250 300 13. 60 13. 80 14. 00 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF070218\
Data File : BF107068.D

Acq On : 3 Jul 2018 3:24

Operator : JU/SJ

Sample - J3800-10

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
2-Pentanone, 4-hy... 5.19 4.1 ng 72076 1 6.95 352087 20.0
Butanoic acid, 3-... 5.34 4.1 ng 72845 1 6.95 352087 20.0
unknown6 .74 6.74 63.5 ng 1118430 1 6.95 352087 20.0
1-Hexanol, 2-ethyl- 7.01 3.5 ng 62113 1 6.95 352087 20.0
Hexanoyl chloride. .. 7.78 4.1 ng 77148 2 8.24 378067 20.0
Octanoic acid 8.00 8.8 ng 166205 2 8.24 378067 20.0
Benzothiazole 8.52 5.1 ng 96905 2 8.24 378067 20.0
1H-Benzotriazole, ... 10.17 3.7 ng 76300 3 10.00 413328 20.0
Benzothiazole, 2-... 10.64 8.3 ng 170514 3 10.00 413328 20.0
2(3H)-Benzothiazo... 10.92 7.7 ng 157040 4 11.49 406682 20.0
Phenol, 4-(1,1-di... 10.96 3.7 ng 75616 4 11.49 406682 20.0
Silane, chlorotri... 10.99 4.9 ng 99597 4 11.49 406682 20.0
Phenol, p-tert-bu... 11.03 4.4 ng 89935 4 11.49 406682 20.0
Phenol, 4-(1,1,3,... 11.10 3.5 ng 71263 4 11.49 406682 20.0
2-Methyl-4-hydrox... 11.14 5.8 ng 118298 4 11.49 406682 20.0
Benzenesulfonamid... 11.38 6.4 ng 129317 4 11.49 406682 20.0
Ethanol, 2-butoxy... 13.62 5.5 ng 106408 5 14.15 386215 20.0
Trifluoroacetoxy ... 13.95 6.6 ng 127315 5 14.15 386215 20.0
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