LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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

5.190 481 485 495 rBvV 47793 59267 3.78% 0.448%
5.601 551 555 569 rBvV 651774 652257 41.64% 4._.925%
rBv 472868 500873 32.55% 3.850%
6.654 732 734 736 rVvV 51561 42386 2.71% 0.320%
6.672 736 737 742 rVB 30222 17023 1.09% 0.129%
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6.737 743 748 751 rBV 1255381 1153234 73.63% 8.708%
6.795 755 758 761 rVB 196254 153695 9.81% 1.161%
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rBv2 15295 19098 1.22% 0.144%
6.954 782 785 788 rBV 422387 350107 22.35% 2.644%
1 7.013 791 795 799 rvB2 35268 50878 3.25% 0.384%

11 7.113 808 812 815 rBV 1332752 1149268 73.38% 8.678%
12 7.525 877 882 885 rBvV 901274 882832 56.37% 6.666%

13 7.666 901 906 915 rvB2 35369 43430 2.77% 0.328%
14 7.813 926 931 935 rBV 18656 20233 1.29% 0.153%
15 8.237 999 1003 1009 rBV 396589 397902 25.40% 3.005%
16 8.719 1082 1085 1089 rVB3 18444 17796 1.14% 0.134%
17 8.772 1089 1094 1097 rBV 35970 32561 2.08% 0.246%
18 8.966 1120 1127 1135 rBVS8 21204 40309 2.57% 0.304%
19 9.078 1144 1146 1152 rVB5 19540 20294 1.30% 0.153%
20 9.148 1152 1158 1161 rBV6 9835 18476 1.18% 0.140%
21 9.272 1176 1179 1181 rBV2 27823 27276 1.74% 0.206%
22 9.313 1182 1186 1189 rBV 1756560 1566243 100.00% 11.827%
23 9.483 1211 1215 1217 rBvV4 15379 20920 1.34% 0.158%
24 9.507 1217 1219 1222 rVV2 22203 20653 1.32% 0.156%
25 9.542 1222 1225 1231 rVB3 14459 19027 1.21% 0.144%
26 9.660 1241 1245 1247 rBV4 17337 22206 1.42% 0.168%
27 9.701 1249 1252 1258 rVB 141315 142483 9.10% 1.076%
28 9.795 1265 1268 1273 rVB5 12038 20037 1.28% 0.151%
29 10.001 1299 1303 1309 rVB 439862 404205 25.81% 3.052%
30 10.225 1339 1341 1343 rBV 26797 19302 1.23% 0.146%
31 10.725 1423 1426 1427 rBV2 23758 19316 1.23% 0.146%
32 10.742 1427 1429 1431 rVV 40348 31708 2.02% 0.239%
33 10.795 1434 1438 1445 rVB 929017 837903 53.50% 6.327%
34 10.907 1455 1457 1463 rVB 120293 99176 6.33% 0.749%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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 10.960 1463 1466 1469 rBV 222458 190501 12.16% 1.438%

36 10.995 1469 1472 1475 rVvv2 225784 279682 17.86% 2.112%
37 11.030 1475 1478 1480 rVvVv 229099 223960 14.30% 1.691%
38 11.054 1480 1482 1484 rVVv 140427 110707 7.07% 0.836%
39 11.095 1484 1489 1490 rVv2 95899 117778 7.52% 0.889%
40 11.107 1490 1491 1494 rVvVv 79439 69805 4._46% 0.527%

41 11.142 1494 1497 1500 rVvv3 202838 220887 14.10% 1.668%
42 11.178 1500 1503 1505 rVvV 210496 184865 11.80% 1.396%

43 11.195 1505 1506 1508 rVvVv 72512 65510 4.18% 0.495%
44 11.219 1508 1510 1514 rVB2 124791 98169 6.27% 0.741%
45 11.366 1532 1535 1540 rVB3 27147 32446 2.07% 0.245%
46 11.495 1553 1557 1562 rVB 430743 369735 23.61% 2.792%
47 11.742 1597 1599 1606 rVB6 20034 24859 1.59% 0.188%
48 12.025 1642 1647 1651 rBV5 9535 18378 1.17% 0.139%
49 13.077 1822 1826 1829 rBV 1675905 1534174 97.95% 11.584%
50 13.277 1855 1860 1863 rBV5 10816 19038 1.22% 0.144%
51 13.948 1971 1974 1978 rBV 58515 61385 3.92% 0.464%
52 14.148 2004 2008 2015 rBV 399786 389451 24.87% 2.941%
53 14.577 2079 2081 2086 rBV3 16957 18965 1.21% 0.143%
54 14.895 2132 2135 2138 rVB 25381 24114 1.54% 0.182%
55 15.248 2193 2195 2201 rVB3 21077 24802 1.58% 0.187%
56 15.648 2260 2263 2265 rBV2 19167 23481 1.50% 0.177%

57 15.689 2265 2270 2275 rVB 185497 259402 16.56% 1.959%

Sum of corrected areas: 13243468
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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: BF107069.D

1500000
7.11
6.74

1000000 752

500000 6.60] £o5

5.80
5.19 # ag.q 7.677 81

O et —

T T T T T T
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: BF107069.D

1500000

1000000 10.80

500000 8.24 10.00 11.50

11.74 12,02

8%77 899,089,

o] SRRV LU e —ol} : :
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: BF107069.D
1500000
1000000
500000 14.15
15.69
13.95 1458 14.89 1525 15&53
e S —
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 : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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-Pentanol, 2,4-dimethyl- Concentration Rank 15

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

5.19 3.39 ng 59267 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 59
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 485 (5.190 min): BF107069.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
83.1 480 5.00 5.20 5.40 5.60
o | SN VY| S o m/z 59.00 66.93%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
59.0
5000 AR R UL L L
480 5.00 5.20 5.40 5.60
43.0 101.0 m/z 101.00 25.80%
310 ‘ 83.0 '
0'"|}ﬁq|""\"'ﬁkﬁ'w'“ﬂlb"7ﬁq"|“"|'“'l"“l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540 5.60
0
5000 5.0 m/z 58.00 17.52%
15.0 310 630 101.0
e S S S SULIULS SURIIL IS IULILS IULI LS LI LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: BUtyl aldoxime, 3—methy|—, syn- LI L L L B L BB B
54.0 480 5.00 5.20 5.40 5.60
m/z 41.00 10.13%
41.0
5000
86.0
0 ‘\ 50'0‘\\\ I 6%0 ‘ 1010
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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 unknown6.74 Concentration Rank 1

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

6.74 65.88 ng 1153230 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.742 min): BF107069.D (-743) (-) m/z 132.00 100.00%
132.0
5000
68.1
0o so || %0 J T Gk oo Tho
o St | O | NN m/z 134.00  34.05%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i PPN
410 o . m/z 68.10 30.67%
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% em0 70
5000 ' m/z 66.00 19.01%
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 69.10 12.09%
74.0
5000 9go 1160
0|||||||||‘|‘|‘||‘|‘M|||‘|||‘H“||‘|“|||H||||EI-5|8.0|||||]|-8|9.|0|
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\BF070218\
Data File : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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 unknown6.80 Concentration Rank 8

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

6.80 8.78 ng 153695 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Heptanol. 3.5-dimethvl- 144 C9H200 019549-74-7 42
2 3-Heptanol. 3.6-dimethvl- 144 C9H200 001573-28-0 28
3 Butane. 2-methoxv-2.3.3-trimethvl- 130 C8H180 027705-21-1 25
4 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 14
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 9

Abundance Scan 759 (6.801 min): BF107069.D (-755) (-) m/z 73.05 100.00%
73.0
5000 56.0
43.0 971 1151
|| || I ss1 | 1291 6.40 6.60 6.80 7.00 7.20
0'W'”'P'”I”'W'”'P'”I”'L'“'P'”I”'W'”'P'“I”'W'”' m/z 55.00 37.30%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #21148: 3-Heptanol, 3,5-dimethyl-
73.0
5000
s 20 6.40 6.60 6.80 7.00 7.20
290 970 115.0 m/z 43.00 20.77%
mz-> 10 20 3'0 p s'o T 8 e 18 i 1éo
Abundance
73.0
6.40 6.60 6.80 7.00 7.20
5000 55.0 m/z 59.00 19.04%
43.0 97.0
29.0 ' 115.0
15.0 83.0 129.0
O T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13763: Butane, 2-methoxy-2,3,3-trimethyl-
73.0 6.40 6.60 6.80 7.00 7.20
m/z 115.10 17.21%
5000
410 550 83.0
200 ], 990 M5O
it e
m/z--> 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\BF070218\
Data File : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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 unknown7.01 Concentration Rank 17

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

7.01 2.91 ng 50878 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Dodecanol. 3.7.11-trimethvl- 228 C15H320 007278-65-1 36
2 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 32
3 3.5-Dimethvl-5-hexen-3-ol 128 C8H160 001569-46-6 16
4 Butanoic acid. 2-hvdroxv-2-methv... 132 C6H1203 032793-34-3 9
5 3,4-Dimethyl-5-hexen-3-0l 128 C8H160 001569-45-5 9

Abundance Scan 794 (7.007 min): BF107069.D (-791) (-) m/z 73.05 100.00%
73.0
57.0
5000
39 97.0 11?1 6.60 6.80 7.00 7.20 7.40
o L m/z 57.00 62.10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84611: 3-Dodecanal, 3,7,11-trimethyl-
73.0
5000
6.60 6.80 7.00 7.20 7.40
43.0 m/z 55.00 38.59%
2770 “ M‘ ‘\\H ‘ 970 ! 1250 199.0
miz--> B e w1 B0 ik i 1o e
Abundance
73.0
6.60 6.80 7.00 7.20 7.40
5000 55.0 m/z 43.00 27.66%
27.0
e I AU S '??'P'%%4ro" U N S B SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12590: 3,5-Dimethyl-5-hexen-3-ol
73.0 6.60 6.80 7.00 7.20 7.40
43.0 m/z 70.10 18.27%
5000
27.0 99.0
0'“'|WMJLM'L"“|'““{“"w"w"“l'“'l“"w"w
m/z--> 80 100 120 140 160 180 200 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 : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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 Cyclopentasiloxane, decamet... Concentration Rank 18

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

7.67 2.18 ng 43430 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentasiloxane. decamethvl- 370 C10H3005Si15 000541-02-6 83
2 3-Amino-2-phenazinol ditms 355 C18H25N30Si2 1000332-15-5 38
3 2-Hvdroxvmandelic acid. ethvl es... 340 C16H2804Si2 1000071-88-8 33
4 Phenethvlamine. N-methvl-_beta..... 399 C18H37N03Si3 010538-85-9 32
5 Benzaldehyde, 2,5-bis[(trimethyl... 282 C13H2203Si2 056114-69-3 28

Abundance Scan 907 (7.672 min): BF107069.D (-901) (-) m/z 73.00 100.00%
73.0 267.0
355.1
5000
45.0 192.9 | 740 7.60 7.80 8.00
oblpp A L Tw/z 267.00  97.12%
m/z--> 50 100 150 200 250 300 350
Abundance #196317: Cyclopentasiloxane, decamethy!-
73.0
5000 LR I UL L L
267.0 350 7.'40 7.|60 7.530 8.|00
m/z 355.10 66.79%
ol 40 | 125.0154.0 1930 237.0 | 293.0323.0 |
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
#0 | 7k 750 7k by
5000 m/z 268.00 23.58%
45.0 237 0 268.0
o 102.0 147.0 181.0208.0 294.0 324.0
m/z--> 50 100 150 200 250 300 350
Abundance #176394: 2-Hydroxymandelic acid, ethyl ester, di-TMS e B L Rmmas e
267.0 7.40 7.60 7.80 8.00
m/z 356.10 22 .99%
73.0
5000
179.0
0 4?;0 . \\\ 105'0 \14(.0‘ ‘ \207'0 297.0
m/z--> 50 100 150 200 250 300 350 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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 unknown8.97 Concentration Rank 19

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

8.97 2.03 ng 40309 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4.5-Heptadien-2-ol. 3.3.6-trimet... 154 C10H180 060432-69-1 42
2 3.3-Dimethvl-hepta-4.5-dien-2-o0l 140 C9H160 1000190-23-9 32
3 1-Benzoxirene. la-I(phenvlsulfon... 252 C13H1603S 071208-82-7 25
4 Isocvtosine 111 C4H5N30 000108-53-2 18
5 Pyrazol-4-amine, 1,5-dimethyl- 111 C5HON3 121983-36-6 12

Abundance Scan 1128 (8.972 min): BF107069.D (-1120) (-) m/z 111.00 100.00%
111.0
154.1
67.0
5000
41.0
| || L‘ﬂ || || 8.60 8.80 9.00 9.20 9.40
Ot ,”.w... B AN RE A o S m/z 109.00 73.95%
m/z--> 20 40 60 100 120 140 160 180 200 220 240
Abundance #26811. 4,5-Heptadien-2-ol, 3,3,6-trimethyl-
67.0
111.0
5000 410
8.60 8.80 9.00 9.20 9.40
oL 154.0 m/z 154.10 70.11%
o ' 136.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
glo 1110
550 8.60 8.80 9.00 9.20 9.40
5000 m/z 67.00 58.17%
27.0 140.0
S R R R N LS S LS RRASS SRR SRRRN RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #103630: 1-Benzoxirene, la-[(phenylsulfonyl)methyl] perhydro e e e N R
111.0 8.60 8.80 9.00 9.20 9.40
m/z 81.00 40.84%
5000 55.0 77.0
bbb |, 1430 2230 2520
m/z--> 2'0 4I 60 8|0 1(')0 120 140 160 180 200 220 240 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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 Acetamide, N-(2,4-dimethylp... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.91 5.36 ng 99176 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(2.4-dimethviphenvl)- 163 C10H13NO 002050-43-3 52
2 3" .47-Acetoxvlide 163 C10H13NO 002198-54-1 52
3 2-Acetamidotropone 163 C9HONO2 006422-12-4 47
4 2H-1.2.3.4-Tetrazol-5-amine. N-T... 205 C9H11N50 1000337-56-1 47
5 2-Butanone, 4-(4-methoxyphenyl)- 178 C11H1402 000104-20-1 43
Abundance Scan 1458 (10.913 min): BF107069.D (-1455) (-) m/z 121.10 100.00%
1211
5000 1631
41.0 g50 910 220.2 10.60 10.80 11.00 11.20
Ob e S0 g ada80 L L 2202 s I07 05 46. 24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32864: Acetamide, N-(2,4-dimethylphenyl)-
121.0
163.0
5000
10.60 10.80 11.00 11.20
m/z 163.10 36 .03%
43.0 77.0
0l15.0 | [~ 1030 | 146.0
m/z--> 20 45 éo 80 160 150 140 160 180 200 220
Abundance
121.0
163.0 10.60 10.80 11.00 11.20
5000 ' m/z 177.15 15.35%
43.0 77.0
0l 15.0 104.0 146.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33136: 2-Acetamidotropone
121.0 10.60 10.80 11.00 11.20
m/z 122 .05 8.60%
5000 163.0
43.0 93.0
oltso | %80, | 1450 |
m/z--> 20 40 6|0 80 100 120 140 160 180 200 220 10.60 10.80 11.00 11.20

8270-BF061918_.M Tue Jul 03 12:29:54 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.96 10.30 ng 190501 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Hexestrol 270 C18H2202 000084-16-2 72
3 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 72
4 4-tert-Butvlphenvl acetate 192 C12H1602 003056-64-2 64
5 1-n-Hexyladamantane 220 C16H28 022458-75-9 64
Abundance Scan 1466 (10.960 min): BF107069.D (-1463) (-) m/z 135.05 100.00%
135.1
5000
107.1
41.0 770 10.60 10.80 11.00 11.20
Ol et et bt 2002202 n/7 107.05  14.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #66118: Phenol, 4-(1,1,3,3-tetramethyloutyl)-
135.0
5000
10.60 10.80 11.00 11.20
410 1070 m/z 136.10 9.97%
ol180 [ 770 7 | 1630 2°§0
m/z--> ﬁo 40 60 éo 100 150 150 160 180 200 220 240 260
Abundance
135.0
10.60 10.80 11.00 11.20
5000 m/z 41.00 6.54%
107.0
0 410 770 165.0 212.0 270.0 MM‘U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #102346: Pentanoic acid, 5-hydroxy-, p-t-butylpheny! ester L B o e
135.0 10.60 10.80 11.00 11.20
m/z 121.10 5.62%
5000
41.0 107.0
0 , 1.0 . 177.0 219 0 250.0
m/z--> 20 4'0 60 8|0 1(')0 120 140 160 180 200 220 240 260 10.60 10.80 11.00 11.20

8270-BF061918_.M Tue Jul 03 12:29:55 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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 unknownl1l1l.00 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.00 15.13 ng 279682 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)- 150 C10H140 000088-18-6 49
2 Phenol. 4-(1.1-dimethvipropvl)- 164 C11H160 000080-46-6 43
3 Hexestrol 270 C18H2202 005635-50-7 43
4 Phenol. 4-(2-methvlpropvl)- 150 C10H140 004167-74-2 35
5 1-(2,6-Dimethyl-4-propoxyphenyl) ... 220 C14H2002 1000190-22-3 27
Abundance Scan 1473 (11.001 min): BF107069.D (-1469) (-) m/z 135.10 100.00%
136.1
5000
107.1
41.0 770 101, 1 220 5 10.60 10.80 11.00 11.20 11.40
0...,....,'-....,....,..'.-.,.|...,'... e || M/z 107.10  20.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23765: Phenol, 2-(1,1-dimethylethyl)-
135.0
107.0
10.60 10.80 11.00 11.20 11.40
410 m/z 136.05 10.73%
. 77.0
0}§9'HWJ“V“'VA'V”"“'w“"“"“"“"“w'“w'“w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135.0
10.60 10.80 11.00 11.20 11.40
0
5000 1070 m/z 121.05 8.41%
41.0 77.0 164.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119442: Hexestrol
135.0 10.60 10.80 11.00 11.20 11.40
m/z 149.10 8.15%
5000 107.0
o 4.0 770 | 1650 2120 2410 2700
m/z--> 20 40 60 80 160 150 140 160 180 200 220 240 260 10.60 10.80 11.00 11.20 11.40

8270-BF061918_.M Tue Jul 03 12:29:55 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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 Phenol, m-tert-butyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.03 12.11 ng 223960 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 64
2 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 59
3 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 53
4 Hexestrol 270 C18H2202 005635-50-7 53
5 Hexestrol 270 C18H2202 000084-16-2 53
Abundance Scan 1478 (11.030 min): BF107069.D (-1475) (-) m/z 135.10 100.00%
136.1
5000 1071
41.0 91.0 J 191.1 220.2 10.80 11.00 11.20 11.40
57.0 .
Ob et b el A0 LTBO TR RS Tm/z 121.10 37.46%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23717: Phenol, m-tert-butyl-
135.0
5000
107.0 10.80 11.00 11.20 11.40
410 ' m/z 107 .05 35.86%
| 570, 779 1 ‘ \ 15M0
L L L S L L WL WL WL WL B
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
135.0
10.80 11.00 11.20 11.40
0
5000 1070 m/z 149.10 33.00%
41.0 77.0 164.0
L L L S L L WL WL WL WL B
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23714: Phenol, p-tert-butyl-
135.0 10.80 11.00 11.20 11.40
m/z 136.10 10.32%
5000
410 107.0
0 I""I'"5953'7??""I'"'I""I}§#9I""I""I'"'I"'
mz-> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40

8270-BF061918_.M Tue Jul 03 12:29:56 2018 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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 unknownl11.05 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.05 5.99 ng 110707 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)-4-__.. 164 C11H160 002409-55-4 45
2 Paroxvpropione 150 C9H1002 000070-70-2 30
3 ortho-Hvdroxvpropiophenone 150 C9H1002 000610-99-1 27
4 l1soxazole. 4.5-dihvdro-5-T(4-met... 191 C11H13NO2 1000362-14-0 27
5 Phthalic acid, 2,7-dimethyloct-7... 426 C27H3804 1000315-49-4 27
Abundance Scan 1481 (11.048 min): BF107069.D (-1480) (-) m/z 149.10 100.00%
1241 14b1
5000
55.0 191.1
770 103l 220.2 10.80 11.00 11.20 11.40
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33649: Phenol, 2-(1,1-dimethylethyl)-4-methyl-
121.0  149.0
5000
10.80 11.00 11.20 11.40
91.0 m/z 107.10 73.43%
0 .1.5.O|. & I3|9|\0”\|\||6\5|\.IOI 'HI : .‘. : I\I‘\I\I‘l I" I R— .‘. .1 .5.'(.). R ERERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
121.0
10.80 11.00 11.20 11.40
5000 m/z 191.10 16.49%
0 }ﬁq"”l"”l"'W"'W"'W"'W""""""I”"I”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #24444: ortho-Hydroxypropiophenone e L S B
121.0 10.80 11.00 11.20 11.40
m/z 55.00 14.98%
5000
150.0
0 50 o
0 I:I-'S'(I)""‘I""I""'I""'I""I""'I"" TTrTTrTTTTTTT T TTTTT T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 80 11. 00 11. 20 11. 40

8270-BF061918_.M Tue Jul 03 12:29:56 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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 Carbamic acid, N-[1,1-bis(t... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.10 6.37 ng 117778 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Carbamic acid. N-T1l.1-bis(triflu... 413 C19H25F6N0O2 296242-69-8 78
2 1-Adamantanethiol. S-methacrvlovl- 236 C14H200S 1000358-48-9 64
3 Pentanoic acid. 5-hvdroxv-. p-t-... 250 C15H2203 166273-37-6 64
4 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 56
5 1,3-Benzenediol, o-(2-furoyl)-o"... 338 C19H1406 1000330-77-5 50
Abundance Scan 1490 (11.101 min): BF107069.D (-1484) (-) m/z 135.05 100.00%
135.1
5000
107.0
41.0 770 I 163.1 10.80 11.00 11.20 11.40
o m/z 107.00 19.51%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #216795: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-...
135.0
5000
10.80 11.00 11.20 11.40
m/z 136.05 9.93%
107.0
410 770 7 | 175.0 2060231025602810 315.0
mz-> 20 Jo éo 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
135.0
10.80 11.00 11.20 11.40
5000 m/z 121.10 8.25%
. 41.0 790 41970 236.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #102346: Pentanoic acid, 5-hydroxy-, p-t-butylphenyl ester
135.0 10.80 11.00 11.20 11.40
m/z 163.10 7.15%
5000
41.0 107.0
0 L, 770 | 177.0 219 0 250.0
I'"'I""I""I""I""I""IIIII ISR S S A B N B

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.80 11.00 11.20 11.40

8270-BF061918_.M Tue Jul 03 12:29:57 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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 unknownl11.11 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.11 3.78 ng 69805 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzhvdrazide. 2-hvdroxv-N2-(1.3... 323 C17H13N304 1000265-07-6 45
2 47 -Propoxv-2-methvlpropiophenone 206 C13H1802 064436-60-8 42
3 Phosphine. bis(l.1-dimethvlethvl... 220 C11H26P2 142132-73-8 37
4 Propiophenone. 47-propoxv- 192 C12H1602 005736-87-8 36
5 Pyrido[2,3-d]pyridazine-5(6H)-th... 163 C7H5N3S 015370-85-1 27
Abundance Scan 1492 (11.113 min): BF107069.D (-1490) (-) m/z 163.10 100.00%
1211 16B.1
5000

10.80 11.00 11.20 11.40
obrriZ0, 090 401 b e e | M7z 121.10  90.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163328: Benzhydrazide, 2-hydroxy-N2-(1,3-dihydro-1,3-diox...
121.0 163.0

5000
65.0 10.80 11.00 11.20 11.40
39.0 | 930 m/z 107.05 61.82%
O rrrihegtoebprieghere e ASG0 2130 28602820 3230
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
121.0 163.0
10.80 11.00 11.20 11.40
5000 m/z 164.10 11.76%
41,0 650 930 206.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #77008: Phosphine, bis(1,1-dimethylethyl)(3-phosphinopropyl)-
57.0 107.0 163.0 10.80 11.00 11.20 11.40
: m/z 108.00 5.96%
5000
29.0
219.0
MO T . N N 'l e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.80 11.00 11.20 11.40

8270-BF061918_.M Tue Jul 03 12:29:58 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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 Acetamide, N-(4-methylphenyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.14 11.95 ng 220887 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(4-methviphenvl)- 149 C9H11NO 000103-89-9 53
2 Acetamide. N-(3-methviphenvI)- 149 C9H11NO 000537-92-8 53
3 p-Propionotoluidide 163 C10H13NO 002759-55-9 38
4 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 38
5 Phenol, 2-(1,1-dimethylethyl)-3-_... 164 C11H160 013037-79-1 38

Abundance Scan 1497 (11.142 min): BF107069.D (-1494) (-) m/z 149.10 100.00%
107.1 149.1
5000
55.0 770 10.80 11.00 11.20 11.40
177.1
O e e ',-??ﬂol-m 2201 "h/z 107.10  90.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23636: Acetamide, N-(4-methylphenyl)-
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—p

5000
149.0 10.80 11.00 11.20 11.40

43.0 . m/z 121.10 50.52%
150 I ‘ Iy L ‘\\ L | 132.0 I
e T e e e e T e e T
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance
107.0
10.80 11.00 11.20 11.40
5000 149.0 m/z 163.10 26.91%
43.0
77.0
O T o o o o L IR e i
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32812: p-Propionotoluidide
107.0 10.80 11.00 11.20 11.40
m/z 135.10 21.80%
5000
163.0
oL 290 s10 770 . 1340
T T T T T e T e e e e
m/z--> 200 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40

8270-BF061918_.M Tue Jul 03 12:29:58 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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 17 unknownll.20 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.20 3.54 ng 65510 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(2.3(1H)-dihvdro-2-... 191 C9H9N302 091085-68-6 47
2 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 45
3 6-Methvithienol2.3-blpvridine 149 C8H7NS 001759-30-4 43
4 Hexestrol dimethvl ether 298 C20H2602 000130-78-9 43
5 1,2-propanedione,1-(3,4-methylen... 192 C10H804 1000378-93-0 43
Abundance Scan 1507 (11.201 min): BF107069.D (-1505) (-) m/z 149.10 100.00%
149.1
5000 121.1
191.2
55|-° 85.0 103, | 220.1 10.80 11.00 11.20 11.40 11.60
0,...4“..w.@.qﬂ.uwh..J“:N:L..Jw...“.!.,”..l” m/z 121.10 43.22%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54029: Acetamide, N-(2,3(1H)-dihydro-2-oxo-5-benzimidazolyl)
149.0
191.0
5000
43.0 10.80 11.00 11.20 11.40 11.60
P m/z 107.05 42.41%
Obpr it fﬁié T '”k LT |'l"'|' }75'?" S BRRRNN
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
107.0 10.80 11.00 11.20 11.40 11.60
5000 ' m/z 191.15 27 .62%
52.0
270 79.0
R U S S W B B B WAL WL B
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23565: 6-Methylthieno[2,3-b]pyridine e AR
149.0 10.80 11.00 11.20 11.40 11.60
m/z 144.10 15.47%
5000
122.0
44.0 .0 10‘\1.0 H | I A L
0 ||||H‘l|‘=‘|‘||||||”|=||‘||‘|||‘|||‘|||||||||||||||| -t
mz-> 20 40 60 80 100 120 140 160 180 200 220 10,80 11.00 11.20 11.40 11.60

8270-BF061918_.M Tue Jul 03 12:29:59 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF070218\
Data File : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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 18 2-Methyl-4-hydroxybenzoxazole Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.22 5.31 ng 98169 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-MethvIl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 64
2 2-t-Butvl-5-Thvdroxv-(2.4.6-trim... 306 C18H2604 092572-63-9 50
3 3".4"-Formoxvlidide 149 C9H11NO 006639-60-7 47
4 Acetamide. N-(3-methviphenvl)- 149 C9H11NO 000537-92-8 45
5 Phenol, 4-(1,1-dimethylethyl)-2-___. 164 C11H160 000098-27-1 40

Abundance Scan 1510 (11.219 min): BF107069.D (-1508) (-) m/z 149.10 100.00%
149.1
5000 107.1
55.0 11.00 11.20 11.40 11.60
Obrrr et et e e e e e || M7z 107.10  50.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #23533: 2-Methyl-4-hydroxybenzoxazole
149.0
107.0
5000
11.00 11.20 11.40 11.60
52.0 790 m/z 150.05 10.99%
0'”?Z?LJ”P”'h”WM'd””IJ”P'”P”W'”W”"””I””"”P”'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
149.0
11.00 11.20 11.40 11.60
5000 m/z 55.00 10.65%
70.0 121.0
o 43.0 93.0 175.0 203.0  249.0 306.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #23594: 3',4'—F0rm0xy|idide LA L L L L LB B
149.0 11.00 11.20 11.40 11.60
m/z 121.10 8.21%
106.0
5000
77.0
160390 | |
m/z--> 20 40 eb 80 160 150 140 160 180 200 220 240 260 280 300 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 : BF107069.D

Aca On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample : J3799-02

Misc :

ALS Vial : 37 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 Trichloroacetic acid, tetra... Concentration Rank 16

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

13.95 3.15 ng 61385 Chrysene-di12 14.15

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 93
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 93
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Dichloroacetic acid. tetradecvl ... 324 C16H30CI202 083005-02-1 90
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 81

Abundance Scan 1974 (13.948 min): BF107069.D (-1971) (-) m/z 57.00 100.00%

57.0

5000

-

13.60 13.80 14.00 14.20

0 m/z 43.00 81.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #189051: Trichloroacetic acid, tetradecyl ester
43.0 83.0
5000 LA L L L L LB L

13.60 13.80 14.00 14.20

‘ kzao m/z 55.00 68.86%
0 I “ \H J‘\ I ‘h " 16\8'0 ‘ 241.0
AL L L WL NN WL WL AL WU

%

m/z--> 50 100 150 200 250 300 350 400
Abundance
43.0
83.0 R A
13.60 13.80 14.00 14.20
5000 m/z 83.05 65.61%
125.0
o 166.0196.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate A Ba T o
57.0 479 13.60 13.80 14.00 14.20
m/z 69.00 61.11%
N WJWN\N\
270] | | ‘ | ;\P . 1820 2220 2560 3110 412.0
m/z--> 50 100 150 200 250 300 350 400 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 : BF107069.D

Acq On : 3 Jul 2018 3:50

Operator : JU/SJ

Sample - J3799-02

Misc :

ALS Vial : 37 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-Pentanol, 2,4-d... 5.19 3.4 ng 59267 1 6.95 350107 20.0
unknown6 .74 6.74 65.9 ng 1153230 1 6.95 350107 20.0
unknown6 .80 6.80 8.8 ng 153695 1 6.95 350107 20.0
unknown?7 .01 7.01 2.9 ng 50878 1 6.95 350107 20.0
Cyclopentasiloxan. .. 7.67 2.2 ng 43430 2 8.24 397902 20.0
unknown8 .97 8.97 2.0 ng 40309 2 8.24 397902 20.0
Acetamide, N-(2,4... 10.91 5.4 ng 99176 4 11.50 369735 20.0
Phenol, 4-(1,1,3,... 10.96 10.3 ng 190501 4 11.50 369735 20.0
unknownl11.00 11.00 15.1 ng 279682 4 11.50 369735 20.0
Phenol, m-tert-bu... 11.03 12.1 ng 223960 4 11.50 369735 20.0
unknownl1l.05 11.05 6.0 ng 110707 4 11.50 369735 20.0
Carbamic acid, N-... 11.10 6.4 ng 117778 4 11.50 369735 20.0
unknownl1l.11 11.11 3.8 ng 69805 4 11.50 369735 20.0
Acetamide, N-(4-m... 11.14 11.9 ng 220887 4 11.50 369735 20.0
unknownl11.20 11.20 3.5 ng 65510 4 11.50 369735 20.0
2-Methyl-4-hydrox... 11.22 5.3 ng 98169 4 11.50 369735 20.0
Trichloroacetic a... 13.95 3.1 ng 61385 5 14.15 389451 20.0
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