LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096597.D

Aca On 10 Jul 2017 13:29

Operator : SJ/JU

Sample : 14086-01

Misc :

ALS Vial : 9 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:\HPCHEM1I\BNA F\METHODS\8270-BF070117.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 4.863 468 472 480 rVB 211055 250834 6.65% 0.809%
2 5.292 540 545 548 rBVY 1706127 1679987 44.56% 5.418%
3 5.504 577 581 586 rBV2 57371 68097 1.81% 0.220%
4 6.316 715 719 726 rVB 1312663 1140835 30.26% 3.679%
5 6.398 730 733 737 rVB 43224 41136 1.09% 0.133%
6 6.451 737 742 745 rBVY 2835025 2795319 74.14% 9.015%
7 6.681 777 781 785 rBV 894121 766431 20.33% 2.472%
8 6.751 789 793 799 rBV2 90078 102691 2.72% 0.331%
9 6.839 799 808 811 rBVY 2510955 2501736 66.35% 8.069%
10 7.086 845 850 856 rVB 40768 43724 1.16% 0.141%
11 7.245 871 877 880 rBVY 2189553 2330136 61.80% 7.515%
12 7.281 880 883 890 rvv2 41665 49529 1.31% 0.160%
13 7.351 890 895 901 rVB5 25697 46335 1.23% 0.149%
14 7.498 915 920 924 rVB2 36237 46583 1.24% 0.150%
15 7.710 952 956 959 rVB2 44959 41637 1.10% 0.134%
16 7.875 977 984 987 rBV 58810 69177 1.83% 0.223%

17 7.963 995 999 1002 rBV 1145272 1080564 28.66% 3.485%
18 7.992 1002 1004 1009 rvv 244041 203664 5.40% 0.657%
19 8.039 1009 1012 1015 rVB 74288 69988 1.86% 0.226%
20 8.216 1036 1042 1044 rBvV 84558 113511 3.01% 0.366%

21 8.380 1067 1070 1075 rvB2 44359 59180 1.57% 0.191%
22 8.669 1114 1119 1123 rBV3 58668 67971 1.80% 0.219%
23 9.045 1177 1183 1186 rBV 3419952 3770443 100.00% 12.160%
24 9.169 1201 1204 1207 rBV3 33627 39738 1.05% 0.128%
25 9.374 1234 1239 1242 rBV5 29874 43018 1.14% 0.139%

26 9.433 1245 1249 1254 rVB2 259559 250589 6.65% 0.808%
27 9.716 1291 1297 1300 rBV 1243586 1203028 31.91% 3.880%

28 9.845 1316 1319 1321 rBV 48175 47159 1.25% 0.152%
29 9.869 1321 1323 1325 rVV 56552 46056 1.22% 0.149%
30 9.927 1328 1333 1337 rVVv4 62310 91808 2.43% 0.296%
31 9.980 1340 1342 1347 rVB2 36196 39756 1.05% 0.128%
32 10.280 1391 1393 1397 rVB 49233 40284 1.07% 0.130%

33 10.504 1425 1431 1434 rBV 2019048 2208479 58.57% 7.123%
34 10.586 1441 1445 1450 rBV 105327 103396 2.74% 0.333%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096597.D

Aca On 10 Jul 2017 13:29

Operator : SJ/JU

Sample : 14086-01

Misc :

ALS Vial : 9 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:\HPCHEM1I\BNA F\METHODS\8270-BF070117 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.633 1450 1453 1465 rVB 43611 54851 1.45% 0.177%
36 11.051 1520 1524 1526 rBV 47979 48924 1.30% 0.158%
37 11.127 1532 1537 1540 rBV2 37027 67716 1.80% 0.218%
38 11.192 1543 1548 1551 rVV 1294770 1128329 29.93% 3.639%
39 11.480 1594 1597 1600 rVB2 56366 49419 1.31% 0.159%

40 11.733 1631 1640 1643 rBVY 162403 165824 4._.40% 0.535%

41 11.763 1643 1645 1648 rVB 143867 107448 2.85% 0.347%

42 12.145 1704 1710 1712 rBVY 43440 45611 1.21% 0.147%
43 12.168 1712 1714 1720 rVB2 45425 43369 1.15% 0.140%
44 12.245 1720 1727 1730 rBV5 17543 41323 1.10% 0.133%

45 12.474 1763 1766 1769 rVB 173478 142806 3.79% 0.461%

46 12.786 1810 1819 1822 rBV 2810663 3558449 94.38% 11.477%
47 13.121 1872 1876 1877 rBVY 44847 44330 1.18% 0.143%
48 13.145 1877 1880 1885 rVB 70648 76127 2.02% 0.246%
49 13.674 1965 1970 1975 rBV3 463943 740869 19.65% 2.389%
50 13.821 1991 1995 1998 rBV 1182508 1074620 28.50% 3.466%

51 14.004 2021 2026 2031 rVB3 111851 161721 4._.29% 0.522%
52 14.474 2100 2106 2112 rBV 435988 605966 16.07% 1.954%
53 14.792 2154 2160 2166 rVB 80301 121101 3.21% 0.391%
54 15.215 2226 2232 2237 rBV 666263 760067 20.16% 2.451%
55 15.268 2237 2241 2244 rVV2 23861 45605 1.21% 0.147%

56 15.321 2244 2250 2258 rVB 175657 321675 8.53% 1.037%
57 15.756 2321 2324 2329 rVB2 24581 39610 1.05% 0.128%
58 16.527 2448 2455 2461 rVB 40820 107241 2.84% 0.346%

Sum of corrected areas: 31005820
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096597.D

Aca On : 10 Jul 2017 13:29

Operator : SJ/JU

Sample : 14086-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF096597.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096597.D

Aca On : 10 Jul 2017 13:29

Operator : SJ/JU

Sample : 14086-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 6

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

4._86 6.55 ng 250834 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 37
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33

Abundance Scan 471 (4.857 min): BF096597.D (-468) (-) m/z 43.00 100.00%
43.0
59.1
5000
| e o iR abo 5bo 550
s S o S STV m/z 59.10 53.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR I RN IR R
59.0 460 480 500 5.20
0
150 4, 1010 m/z 58.00 13.41%
0'”IJ”P'Nﬂ'Wm“'P”h'”W”'Eﬁql”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
460 480 500 520
5000 57.0 m/z 101.10 13.00%
29.0
101.0
ol 78.0
mﬁmﬁmﬁm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R M o
54.0 4.60 4.80 5.00 5.20
m/z 41.05 8.01%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096597.D

Aca On : 10 Jul 2017 13:29

Operator : SJ/JU

Sample : 14086-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 2 unknown6.45 Concentration Rank 1

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

6.45 72.94 ng 2795320 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 742 (6.451 min): BF096597.D (-737) (-) m/z 132.00 100.00%
132.0
5000 68.1
RSN SRR AR R A
401 540 | %.1 6.20 6.40 6.60 6.80
0 ..,....,....,...:,“!..:,!!..,::.'.|,..l..,??:?,...'.,.’fPZ-R...,....,~'...,... m/z 68.10 40.92%
m/z--> 10 20 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 RSN NS AR R A
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 32.15%
0 L1 H ey . !
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 6.40 6.60 6.80
5000 67.0 m/z 66.00 26.49%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole TTT T |/|\| [rrr T
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.17%
5000
104.0
ol 140 270 390 510 00770 g0 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096597.D

Aca On : 10 Jul 2017 13:29

Operator : SJ/JU

Sample : 14086-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Heptyl isobutyl carbonate Concentration Rank 11

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

6.75 2.68 ng 102691 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptvl isobutvl carbonate 216 C12H2403 959068-08-7 53
2 Oxalic acid. heptvl propvl ester 230 C12H2204 1000309-26-0 43
3 1-Octvn-3-o0l. 4-ethvl- 154 C10H180 005877-42-9 42
4 1-I1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 42
5 Heptane, 2,3,6-trimethyl- 142 C10H22 004032-93-3 42

Abundance Scan 793 (6.751 min): BF096597.D (-789) (-) m/z 57.05 100.00%
57.0
5000 430
70181 o 1201 6.40 6.60 6.80 7.00
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #74058: Heptyl isobutyl carbonate
57.0
5000
6.40 6.60 6.80 7.00
41.0 20.0 m/z 41.00 32.84%
0 ‘\ | 830 98\‘0 119.0 161.0
mz-> 10 2'0 3'0 T e H a5 100 1o 130 130 Ao 120 1dp
Abundance
430 570
6.40 6.60 6.80 7.00
5000 m/z 55.00 26 .83%
290 70.0
o " 83.0 980 115.0 143.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26701: 1-Octyn-3-ol, 4-ethyl-
57.0 6.40 6.60 6.80 7.00
430 m/z 56.00 21.15%
290
5000
P WO [ 1 e 111012501390
m/z--> 10 20 30 4'0 50 6|O 7'0 8IO 90 100 11'0 120 130 140 150 160 6.40 6.60 6.80 7.00

8270-BF070117.M Tue Jul 11 16:12:35 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096597.D

Aca On : 10 Jul 2017 13:29

Operator : SJ/JU

Sample : 14086-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 unknown8.22 Concentration Rank 13

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

8.22 2.10 ng 113511 Naphthalene-d8 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanol. 2-methvl-5-(1l-meth... 156 C10H200 060320-28-7 27
2 Cvclohexanol. 2-methvl-5-(1-meth... 156 C10H200 000499-69-4 27
3 3-Methoxv-1H-pvrazol-5-vlacetamide 155 C6H9N302 1000284-55-3 18
4 2.3-Dimethvl-isoxazol-5(2H)-one 113 C5H7NO2 007713-67-9 14
5 Cyclohexanecarboxylic acid, 2-(i... 282 C9H15102 120790-29-6 14

Abundance Scan 1043 (8.222 min): BF096597.D (-1036) (-) m/z 59.00 100.00%
59.0
5000 450
95.0 1130 155.1
H | 83.1 128.2 7.80 8.00 820 840 8.60
Obrrprrrr e LA m/z 45.00 35.96%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28347: Cyclohexanol, 2-methyl-5-(1-methylethyl)-
43.0 95.0
57.0
5000  29.0 113.0
69.0 7.80 8.00 8.20 8.40 8.60
8L.0 138.0 m/z 58.00 31.95%
o S 1 RO PO T L N oA
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95.0
7.80 8.00 8.20 8.40 8.60
5000 410 57.0 113.0 m/z 41.00 28.87%
' 69.0 81.0 138.0
o 124.0 156.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27927: 3-Methoxy-1H-pyrazol-5-ylacetamide R B s M
113.0 7.80 8.00 8.20 8.40 8.60
m/z 43.00 27.61%
155.0
5000 430 6.0
98.0
0 390 Al “\\ 690 86\0 |, 126.0 141.0
m/z--> 2'0 3'0 4'0 5'0 6|0 7'0 8|0 9'0 1c')o 11'0 150 150 14'10 1%0 1('30 7. 80 860 8. 20 8l10 8. I60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096597.D

Aca On : 10 Jul 2017 13:29

Operator : SJ/JU

Sample : 14086-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 unknownll.73 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.73 2.94 ng 165824 Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetraalvme 222 C10H2205 000143-24-8 43
2 Hexaethvlene alvcol dimethvl ether 310 C14H3007 001072-40-8 43
3 2.5.8.11.14.17-Hexaoxaoctadecane 266 C12H2606 001191-87-3 43
4 Butvric acid. 3-bromo-. methvl e... 180 C5H9Bro02 021249-59-2 38
52,2,3,3,5,8,11-Heptamethyl-4,7,1... 348 C18H4004Si 1000367-07-2 37
Abundance Scan 1639 (11.727 min): BF096597.D (-1631) (-) m/z 59.00 100.00%
5000
11.40 11.60 11.80 12.00
o} m/z 129.10 51.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #78615: Tetraglyme
59.0
5000
11.40 11.60 11.80 12.00
29.0 103.0 m/z 43.00 44 _29%
o ‘ \‘ l ‘ 133.0 177.0
m/z--> 25 40 éo 80 100 120 140 160 180 200 220 240 260
Abundance
59.0
11.40 11.60 11.80 12.00
5000 m/z 101.00 43 .45%
103.0
31.0
o 83.0 147.0 1750 201.0221.0 265.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115144: 2,5,8,11,14,17-Hexaoxaoctadecane e ey
59.0 11.40 11.60 11.80 12.00
m/z 55.00 38.80%
5000
103.0
31.0
0 . 79.0, 147.0 177.0 2210
m/z--> 20 4'0 60 80 100 120 14'10 160 180 200 220 240 260 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096597.D

Aca On : 10 Jul 2017 13:29

Operator : SJ/JU

Sample : 14086-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 unknownl2.47 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
1247 2.53ng 142806  Phenanthrene-d10 11.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Di-sec-butvl ether 130 cgH180 006863-58-7 47

2 3.6.9.12-Tetraoxahexadecan-1-ol 250 C12H2605 001559-34-8 43

3 Pentaethvlene alvcol monododecvl... 406 C22H4606 003055-95-6 38
4 Hexaethvlene alvcol monododecvl ... 450 C24H5007 003055-96-7 38
5 1H-Pyrimidine-2,4-dione, 1-(2-et... 232 C9H13FN204 1000310-13-7 38
Abundance Scan 1765 (12.468 min): BF096597.D (-1763) (-) m/z 57.05 100.00%
57.0
103.1
5000
51 1010 "12120 1240 1260 1260
0 . m/z 45.00 85.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #13657: Di-sec-butyl ether
45.0
101.0 12.20 12.40 12.60 12.80
m/z 103.10 59.83%
e L L L WL L WL WL B
m/z--> 50 100 150 200 250 300 350 400
Abundance
45.0
12.20 12.40 12.60 12.80
5000 80,0 m/z 59.00 38.46%
0l14.0 133.0164.0 207.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #214415: Pentaethylene glycol monododecy! ether
45.0 12.20 12.40 12.60 12.80
m/z 41.00 29.01%
5000 89.0
XL 133.0
oy, | 1660 2130 2570 3190 3630 407.0
m/z--> 50 100 150 200 250 300 350 400 12.20 12.40 12,60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096597.D

Aca On : 10 Jul 2017 13:29

Operator : SJ/JU

Sample : 14086-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 unknownl3.67 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.67 13.79 ng 740869 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. triethvl- 116 C6H16Si 000617-86-7 47
2 Oxirane. tetramethvl- 100 C6H120 005076-20-0 47
3 Methane. diethoxv- 104 C5H1202 000462-95-3 47
4 Methyl 15-methoxvhexadecanoate 300 C18H3603 1000110-17-9 47
5 Methyl 16-methoxyheptadecanoate 314 C19H3803 1000110-18-2 47
Abundance Scan 1969 (13.668 min): BF096597.D (-1965) (-) m/z 59.00 100.00%
54.0
5000
117.1
87.0 289.2 13.40 13.60 13.80 14.00
Obrerrre e L 12 m/z 117.05  24.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8291: Silane, triethyl-
59.0 87.0
5000
13.40 13.60 13.80 14.00
m/z 103.05 16.75%
81.0 116.0
0"W'AWL”JP”'PI”P'”I“'W”'W'”'P”'P'”P'”I““I“'W”'W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
59.0
13.40 13.60 13.80 14.00
5000 m/z 58.00 12.42%
o 100.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4761: Methane, diethoxy- T TP PR T
59.0 13.40 13.60 13.80 14.00
m/z 42.00 9.37%
5000 310 103.0
o) - .‘.‘.. ‘.“... ...‘. e ——
m/z--> ﬁo 45 65 éo 160 150 150 1éo 1é0 260 250 240 2éo 2§0 ! 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096597.D

Aca On : 10 Jul 2017 13:29

Operator : SJ/JU

Sample : 14086-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 Methyl 2,5,8,11-tetraoxatri... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.00 3.01 ng 161721 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2.5.8.l1ll-tetraoxatridecan... 236 C10H2006 1000366-78-2 64
2 2-Propanol. 1-(2-butoxv-1-methvl._.. 190 C10H2203 029911-28-2 50
3 Methvl 2.5.8.11.14.17.20.23.26-n... 456 C20H40011 1000366-81-1 50
4 Methvl 2.5.8.11.14.17.20.23-octa... 412 C18H36010 1000366-81-2 50
5 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 43
Abundance Scan 2025 (13.998 min): BF096597.D (-2021) (-) m/z 59.00 100.00%
5d.0
5000
103.0
1611 2011 . 13.60 13.80 14.00 14.20 14.40
ol 201 R m/z 103.00  27.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #90116: Methyl 2,5,8,11-tetraoxatridecan-13-oate
59.0
5000 117.0
13.60 13.80 14.00 14.20 14.40
m/z 117.10 21.29%
29.0 ‘ ‘ 870
3. 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0
13.60 13.80 14.00 14.20 14.40
5000 m/z 57.95 17.01%
103.0
29.0 146.0172.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #228363: Methyl 2,5,8,11,14,17,20,23,26-nonaoxaoctacosan-2... R R EREEE L

59.0 13.60 13.80 14.00 14.20 14.40
117.0 m/z 55.05 12.92%
5000
87.0
147.0
o 29.0. ‘ )l L 7 ,175.0 2050 249.0 279.0 309.0

”w””“”.””.”.””.“.“”.”.””.”.”“.”.””.”.””.” SRt

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096597.D

Aca On : 10 Jul 2017 13:29

Operator : SJ/JU

Sample : 14086-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 2-Propanol, 1,1"-[(1-methyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14 .47 11.28 ng 605966 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1.1"-T(1-methvl-1.2-._.. 192 C9H2004 001638-16-0 59
2 Tetraalvme 222 C10H2205 000143-24-8 50
3 Methane. diethoxv- 104 C5H1202 000462-95-3 50
4 Methvl 2.5.8.11.14.17.20.23.26.2... 500 C22H44012 1000366-81-0 45
5 Propanol, [(butoxymethylethoxy)m... 248 C13H2804 055934-93-5 42
Abundance Scan 2105 (14.468 min): BF096597.D (-2100) (-) m/z 59.00 100.00%
59.0
5000
103.1
161.1 289 2 14.20 14.40 14.60 14.80
) SN 1 S ‘.'111.2?1. i 20002311 261.2° 77 3332 m/z 103.05 31.92%
m/z--> 50 100 150 200 250 300 350
Abundance #55040: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(oxy...
59.0
5000
14.20 14.40 14.60 14.80
310 103.0 m/z 117.05 18.45%
ol b aoueto
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
14.20 14.40 14.60 14.80
5000 m/z 58.00 11.81%
31.0 103.0
0 133.0 177.0
m/z--> 50 100 150 200 250 300 350
Abundance #4761: Methane, diethoxy-
59.0 14.20 14.40 14.60 14.80
m/z 45.00 9.64%
5000{ 310 103.0
0 ..&.J,:..‘.,.. —— R P
m/z--> 50 100 150 200 250 300 350 14.20 14.40 14.60 14.80

8270-BF070117.M Tue Jul 11 16:12:38 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096597.D

Aca On : 10 Jul 2017 13:29

Operator : SJ/JU

Sample : 14086-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 unknownl14.79 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.79 3.19 ng 121101 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methane. diethoxv- 104 C5H1202 000462-95-3 47
2 Methvl 2.5.8.11.14.17.20-heptaox... 368 C16H3209 1000366-81-3 45
3 Propanol. T(butoxvmethvlethoxv)m... 248 C13H2804 055934-93-5 42
4 Tri(propvlene alvcol) propvl ether 234 C12H2604 096077-04-2 42
5 Hydrazine, l-methyl-1-(2-methylp... 102 C5H14N2 020240-63-5 38
Abundance Scan 2160 (14.792 min): BF096597.D (-2154) (-) m/z 58.95 100.00%
54.0
5000
103.1
161.1 303.2 3479 14.40 14.60 14.80 15.00 15.20
) N | il‘ .llJ.l3.3-.°, Ve 2002 2950 1 PN Tm/z 103.10 31.78%
m/z--> 50 100 150 200 250 300 350
Abundance #4759: Methane, diethoxy-
31.0 59.0
5000 103.0
14.40 14.60 14.80 15.00 15.20
m/z 117.10 24 .65%
o-‘-“‘--“”.‘--‘-.‘----.----.---- I
m/z--> 50 100 150 200 250 300 350
Abundance
59.0
117.0 14.40 14.60 14.80 15.00 15.20
5000 m/z 58.00 15.25%
87.0
0 29.0 147.0475 0 205.0 235.0 265.0
LR L UL UL UL SRR SN S
m/z--> 50 100 150 200 250 300 350
Abundance #100493: Propanol, [(butoxymethylethoxy)methylethoxy]-
59.0 14.40 14.60 14.80 15.00 15.20
m/z 55.00 11.99%
5000
117.0
161.0
0 ?%qh ”gzoﬁ““' SRR UL UL UL U LN DUREUILN AU AL I
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096597.D

Aca On : 10 Jul 2017 13:29

Operator : SJ/JU

Sample : 14086-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 1-(1-tert-Butoxypropan-2-yl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.32 8.46 ng 321675 Perylene-d12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-(1-tert-Butoxvpropan-2-vloxv)p... 190 C10H2203 132739-31-2 59
2 Methane. diethoxv- 104 C5H1202 000462-95-3 53
3 N-_alpha.-t-Boc-L-lvsine 246 C11H22N204 013734-28-6 43
4 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 38

5 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H2006 1000366-78-2 38
Abundance Scan 2250 (15.321 min): BF096597.D (-2244) (-) m/z 59.00 100.00%
59.0 T
5000 103.1
161.2 289.2 333.2 15.00 15.20 15.40 15.60
231.1 391.2
ob el gl (72008 2311 2802 TS 39120 063 05 38. 16%
m/z--> 0 50 100 150 200 250 300 350
Abundance #52789: 1-(1-tert-Butoxypropan-2-yloxy)propan-2-ol
59.0
5000
103.0 15.00 15.20 15.40 15.60
: m/z 117.10 14.71%
29,0 146.0
o --—— ¥
m/z--> 0 50 100 150 200 250 300 350
Abundance
31.0
15.00 15.20 15.40 15.60
5000 m/z 45.00 10.62%
103.0
61.0
ol
m/z--> 0 50 100 150 200 250 300 350
Abundance #98499: N-.alpha.-t-Boc-L-lysine o B A B SR
59.0 15.00 15.20 15.40 15.60
m/z 58.00 9.24%
5000 28,0
128.0
‘ J 173.0
SINEE PN T P T
m/z--> 0 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60

8270-BF070117.M Tue Jul 11 16:12:40 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF071017\
Data File : BF096597.D

Aca On : 10 Jul 2017 13:29

Operator : SJ/JU

Sample : 14086-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF070117_.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 unknownl1l6.53 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.53 2.82 ng 107241 Perylene-di12 15.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methane. diethoxv- 104 C5H1202 000462-95-3 40
2 N-Formvl-d-threo-0-methvlthreonine 161 C6H11NO4 1000214-69-5 35
3 2-Propanol. 1.1"-T(1-methvl-1.2-... 192 C9H2004 001638-16-0 33
4 Butanedioic acid. diazo-. dimeth... 172 C6H8N204 055514-36-8 33
5 (R)-3-Hydroxybutyric acid, methy... 132 C6H1203 1000332-95-6 32
Abundance Scan 2456 (16.533 min): BF096597.D (-2448) (-) m/z 59.00 100.00%
59.0
5000 103.1
147.0173.0 207.1 28901 3332 16.20 16.40 16.60 16.80
owwrWJL# m/z 103.10 40.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #4759: Methane, diethoxy-
31.0 59.0
5000 103.0
16.20 16.40 16.60 16.80
m/z 117.00 16.62%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59.0
16.20 16.40 16.60 16.80
5000 m/z 45.00 14.21%

85.0 116.0  161.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #55040: 2-Propanol, 1,1'-[(1-methyl-1,2-ethanediyl)bis(oxy... e
59.0 16.20 16.40 16.60 16.80

m/z 73.05 13.43%
5000
310 103.0
o i 1300 1610
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16. 20 16. 40 16. 60 16 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF071017\
Data File : BF096597.D

Acq On 10 Jul 2017 13:29

Operator : SJ/JU

Sample - 14086-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.86 6.5 ng 250834 1 6.68 766431 20.0
unknown6 .45 6.45 72.9 ng 2795320 1 6.68 766431 20.0
Heptyl isobutyl c... 6.75 2.7 ng 102691 1 6.68 766431 20.0
unknown8 .22 8.22 2.1 ng 113511 2 7.96 1080560 20.0
unknownl11.73 11.73 2.9 ng 165824 4 11.19 1128330 20.0
unknownl12 .47 12 .47 2.5 ng 142806 4 11.19 1128330 20.0
unknownl3.67 13.67 13.8 ng 740869 5 13.82 1074620 20.0
Methyl 2,5,8,11-t... 14.00 3.0 ng 161721 5 13.82 1074620 20.0
2-Propanol, 1,1"-_.. 14.47 11.3 ng 605966 5 13.82 1074620 20.0
unknownl14 .79 14.79 3.2 ng 121101 6 15.22 760067 20.0
1-(1-tert-Butoxyp... 15.32 8.5 ng 321675 6 15.22 760067 20.0
unknownl16.53 16.53 2.8 ng 107241 6 15.22 760067 20.0
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