LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample = J3705-06

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
1 5.190 481 485 492 rBV 46470 49768 4_.57% 0.505%
2 5.596 550 554 568 rBB 576522 511354 46.96% 5.192%
3 6.595 720 724 732 rBV 373274 333214 30.60% 3.383%
4 6.731 743 747 750 rBV 935988 875274 80.38% 8.887%
5 6.954 781 785 790 rBV 317905 261848 24.05% 2.659%
6 7.113 807 812 815 rVB 946323 854251 78.44% 8.673%
7 7.342 846 851 854 rBV3 16405 20492 1.88% 0.208%
8 7.466 865 872 876 rBV5 12652 24034 2.21% 0.244%
9 7.519 876 881 884 rVvVv 619937 664608 61.03% 6.748%
10 7.595 888 894 896 rBV3 26112 32675 3.00% 0.332%
11 7.690 904 910 914 rVB3 20996 29953 2.75% 0.304%
12 7.754 919 921 926 rVB3 23074 28790 2.64% 0.292%
13 7.813 926 931 932 rBV3 12631 16855 1.55% 0.171%
14 7.866 938 940 942 rBV2 13976 14494 1.33% 0.147%
15 7.895 942 945 950 rVB5 16689 27948 2.57% 0.284%
16 7.960 950 956 958 rBV3 23250 31826 2.92% 0.323%
17 7.984 958 960 963 rvv4 16130 19926 1.83% 0.202%
18 8.037 966 969 971 rvv2 17251 16234 1.49% 0.165%
19 8.060 971 973 977 rVB3 18843 19585 1.80% 0.199%
20 8.172 989 992 995 rVB3 21804 24743 2.27% 0.251%
21 8.237 998 1003 1007 rBV 363454 329508 30.26% 3.345%
22 8.272 1007 1009 1014 rVB5 14817 19706 1.81% 0.200%
23 8.325 1014 1018 1023 rBV5 28011 34875 3.20% 0.354%
24 8.384 1024 1028 1030 rBV3 22509 27266 2.50% 0.277%
25 8.401 1030 1031 1034 rvv3 24430 18590 1.71% 0.189%
26 8.454 1036 1040 1042 rvv4 18881 19499 1.79% 0.198%
27 8.519 1048 1051 1055 rvB2 33070 40068 3.68% 0.407%
28 8.572 1055 1060 1062 rBV3 38707 52234 4 .80% 0.530%
29 8.601 1062 1065 1066 rvv2 34707 33555 3.08% 0.341%
30 8.619 1066 1068 1072 rvv4 42497 56658 5.20% 0.575%
31 8.684 1075 1079 1081 rBv4 22996 30058 2.76% 0.305%
32 8.713 1081 1084 1089 rVvB4 46885 61137 5.61% 0.621%
33 8.789 1089 1097 1101 rBvV2 70782 120864 11.10% 1.227%
34 8.931 1118 1121 1123 rBV3 19675 27192 2.50% 0.276%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample = J3705-06

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 8.995 1128 1132 1134 rBV4 44303 61097 5.61% 0.620%
36 9.019 1134 1136 1140 rVB4 35090 36697 3.37% 0.373%
37 9.054 1140 1142 1144 rBV2 23426 20989 1.93% 0.213%
38 9.078 1144 1146 1147 rBV2 21353 16445 1.51% 0.167%
39 9.142 1152 1157 1159 rBV5 28426 34573 3.17% 0.351%
40 9.178 1161 1163 1165 rvv2 27385 23760 2.18% 0.241%
41 9.201 1165 1167 1171 rVB6 26725 28263 2.60% 0.287%
42 9.248 1171 1175 1177 rBV2 31580 43129 3.96% 0.438%
43 9.313 1182 1186 1189 rVB 1218065 1088984 100.00% 11.056%
44 9.342 1189 1191 1194 rVB 79745 57688 5.30% 0.586%
45 9.378 1194 1197 1199 rBV3 15256 12447 1.14% 0.126%
46 9.431 1202 1206 1208 rBV6 30933 42672 3.92% 0.433%
47 9.454 1208 1210 1212 rVB 42670 32915 3.02% 0.334%
48 9.489 1212 1216 1218 rBV3 24080 32254 2.96% 0.327%
49 9.548 1224 1226 1228 rBV3 15623 17813 1.64% 0.181%
50 9.572 1228 1230 1232 rVV3 25892 27614 2.54% 0.280%
51 9.595 1232 1234 1238 rVVv2 38932 39037 3.58% 0.396%
52 9.636 1238 1241 1243 rVV3 31653 28941 2.66% 0.294%
53 9.660 1243 1245 1247 rBV2 49607 42373 3.89% 0.430%
54 9.701 1250 1252 1254 rVB 32618 25533 2.34% 0.259%
55 9.766 1259 1263 1265 rBV2 36147 46332 4._.25% 0.470%
56 9.784 1265 1266 1268 rVV 33649 26301 2.42% 0.267%
57 9.807 1268 1270 1275 rVB4 43416 53835 4.94% 0.547%
58 9.854 1275 1278 1280 rBV2 38484 40339 3.70% 0.410%
59 9.972 1295 1298 1299 rBV3 21932 20227 1.86% 0.205%
60 9.995 1299 1302 1308 rVB 316853 302603 27.79% 3.072%
61 10.266 1344 1348 1352 rBV6 23256 32634 3.00% 0.331%
62 10.307 1352 1355 1358 rBV2 62154 68163 6.26% 0.692%
63 10.354 1361 1363 1365 rVVv 43893 32514 2.99% 0.330%
64 10.383 1365 1368 1370 rVv2 28895 24512 2.25% 0.249%
65 10.436 1376 1377 1381 rVB4 15863 13756 1.26% 0.140%
66 10.489 1383 1386 1391 rVB5 21510 34258 3.15% 0.348%
67 10.625 1407 1409 1412 rBvV4 17208 14426 1.32% 0.146%
68 10.654 1412 1414 1416 rBV 21195 18691 1.72% 0.190%
69 10.736 1425 1428 1431 rBvV4 15857 18235 1.67% 0.185%

70 10.795 1434 1438 1441 rBV 613880 604651 55.52% 6.139%
71 10.966 1464 1467 1469 rBV2 14720 18037 1.66% 0.183%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample = J3705-06

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

72 11.083 1485 1487 1491 rBvV4 13381 14443 1.33% 0.147%
73 11.489 1553 1556 1559 rBV 301096 242697 22.29% 2.464%
74 12.960 1802 1806 1810 rVB 104521 98650 9.06% 1.002%
75 13.072 1821 1825 1829 rBV 1061513 1056695 97.03% 10.729%
76 13.736 1935 1938 1941 rBV 72713 59180 5.43% 0.601%
77 13.948 1971 1974 1980 rBV 40252 45926 4.22% 0.466%

78 14.142 2003 2007 2010 rBV 336304 313653 28.80% 3.184%
79 15.671 2262 2267 2272 rBV 157524 206351 18.95% 2.095%

Sum of corrected areas: 9849415
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.19 3.80 ng 49768 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 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 9

Abundance Scan 485 (5.190 min): BF106900.D (-481) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 PN b SN
| 83.0 480 5.00 5.20 5.40 5.60
o S 1 NV Y| O e EN m/z 59.00 62.64%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I UL L I
59.0 480 500 520 540 5.60
m/z 101.10 22 .84%
31.0 830 o3¢ 1010
R I Iy L L A A R I B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
43.0
480 500 520 540 5.60
5000 m/z 58.00 16.01%
27.0 55.0
. 150 630 7.0 830 980
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #8344: 3-Hexanol, 4-methyl- A e
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 10.39%
5000 41.0
31.0
69.0 870
15.0 M LI 510 ‘ 98.0
0"'P'"I'”'I"”I""P"'I”"I"”I"'W""I”"I AR R UL R L
m/z--> 10 20 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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 unknown6.73 Concentration Rank 1

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

6.73 66 .85 ng 875274 1,4-Dichlorobenzene-d4 6.95
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 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 747 (6.731 min): BF106900.D (-743) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 510 || go ™ 1o o ko 6k 7o
O L e e e s (x e m/z 68.10 40.16%
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 DRSS
6.40 6.60 6.80 7.00
2.0 510 m/z 134.00 32.43%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 24 .40%
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 T Ema R
132.0 6.40 6.60 6.80 7.00

m/z 69.05 15.76%

5000

104.0
66.0
140 27.0 390 510 PRT 770 g9 | q150

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\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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 Benzene, 1-(1-methylethenyl... Concentration Rank 19

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

8.52 2.43 ng 40068 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(1l-methvlethenv)-3-(... 160 C12H16 001129-29-9 50
2 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 025419-33-4 43
3 Benzene. 4-(2-butenvl)-1.2-dimet... 160 C12H16 054340-86-2 43
4 Benzene. 1-(2-butenvl)-2.3-dimet... 160 C12H16 054340-85-1 43
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 001985-59-7 38

Abundance Scan 1051 (8.519 min): BF106900.D (-1048) (-) m/z 145.10 100.00%
145.1
5000
162.1
8.20 8.40 8.60 8.80
0 m/z 133.05 42 _.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30954: Benzene, 1-(1-methylethenyl)-3-(1-methylethyl)-
145.0
5000 160.0
8.20 8.40 8.60 8.80
M 91.0 105.0 m/z 135.00  33.93%
0 27.0 \‘. I 639 7.0 ‘ L AN 12?\0 |
> 15 3 3 40 B 1o 8 % 100 116 105 15 190 150 156
Abundance
145.0
8.20 8.40 8.60 8.80
5000 m/z 105.00 24 .20%
160.0

15.0 39.0 630 77.0 910 11501280

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #30923: Benzene, 4-(2-butenyl)-1,2-dimethyl-, (E)-
145.0 8.20 8.40 8.60 8.80
m/z 141.10 20.61%
5000 160.0
91.0 105.0 130.0
LI
0.”ﬂﬁﬂ”Jq”Jp”ﬁa?qmupnhpnqL..ﬂh.ﬁW.wMM.qupn.ﬁ”q. el HAE L LU
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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 5 unknown8.57 Concentration Rank 12

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

8.57 3.17 ng 52234 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Imidazole. 2-ethvl- 96 C5H8N2 001072-62-4 25
2 2-Furancarboxvlic acid. 1-cvclop... 208 C12H1603 1000278-83-6 22
3 1-Pvrroline. 3-ethvl- 97 C6H11N 1000073-06-0 22
4 6-Octenal. 3.7-dimethvl-. (R)- 154 C10H180 002385-77-5 14
5 2-n-Butylthiolane, S,S-dioxide 176 C8H1602S 071053-03-7 12

Abundance Scan 1060 (8.572 min): BF106900.D (-1055) (-) m/z 69.00 100.00%
69.0  g51
159.1
41.0
5000
1411 e
| || | 820 8.40 8.60 8.80 9.00
0 L B m/z 55.00 94 .67%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #2752: 1H-Imidazole, 2-ethyl-
95.0
5000 T T T[T T T T T T T T T
8.20 8.40 8.60 8.80 9.00
g0 | 0 m/z 95.10 83.02%
0"'l""l""|'7'p'0'|"'|""|""|""|""|""|""
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
95.0
8.20 8.40 8.60 8.80 9.00
5000 39.0 67.0 m/z 159.10 69.36%
. 130 .9, 2080
m/z--> ﬁo Jo éo éo 160 150 150 1éo 1éo 260
Abundance #2986: 1-Pyrroline, 3-ethyl-
69.0 8.20 8.40 8.60 8.80 9.00
m/z 41.00 57.58%
5000 41.0 96.0
e L S L S B WL L B B B NS AR SR
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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 6 unknown8.62 Concentration Rank 11

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

8.62 3.44 ng 56658 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexen-1-ol. 2-methvl-5-(1... 152 C10H160 001197-06-4 46
2 1.3-Benzenediol. 2-nitro- 155 C6H5N04 000601-89-8 43
3 (2-HvdroxvphenvDurea 152 C7H8N202 001196-72-1 32
4 1.2-Ethanediol. 1.2-dimvrtenvl- 302 C20H3002 1000160-38-0 32
5 B-Ethoxy-2-methyl-pyridine 137 C8H11NO 055270-48-9 32

Abundance Scan 1068 (8.619 min): BF106900.D (-1066) (-) m/z 109.10 100.00%
109.1
5000
41.0 83.0
55.0 137.1 155.1 R e e e
68.0 97.1 123.1 8.20 8.40 860 8.80 9.00
o} m/z 83.05 33.54Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25351: 2-Cyclohexen-1-ol, 2-methyl-5-(1-methylethenyl)-, cis
109.0
5000 840
41.0 950 820 840 8.60 8.80 9.00
69.0 ‘ 1370 m/z 41.00 31.17%
27.0 23.0 137.0 1520
0...l:l:?;.olu.‘.‘lnu‘i... \‘I .‘.H Hm ‘HM "M...‘.|.‘h.|.h‘.|....|l...|...
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
109.0
820 840 8.60 8.80 9.00
m/z 81.10 22.97Y%
5000 39.0 81.0 95.0 155.0 |
52.0
) 137.0
ol 15.0 21.0 66.0 122.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25669: (2-Hydroxyphenyl)urea I RAEEE T
109.0 8.20 8.40 8.60 8.80 9.00
m/z 137.05 22.80%
5000 80.0
520 135.0
27.0 39.0 152.0
0 "'I""I""'I"'l‘l"l"l"""lq'?”o IIII‘I"'''glz''(?'I"'H""I""I""I""Il'"I"' rrrTprTTrT T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8. 20 8.40 8. 60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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 7 unknown8.71 Concentration Rank 8

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

8.71 3.71 ng 61137 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2_1Theptan-2-one. 5.5.... 152 C10H160 003649-86-3 41
2 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 30
3 Diisopropvlaminoacrvilonitrvl 152 C9H16N2 038691-28-0 22
4 Camphor 152 C10H160 000076-22-2 22
5 5,7-Octadien-4-one, 2,6-dimethyl... 152 C10H160 006752-80-3 22

Abundance Scan 1083 (8.707 min): BF106900.D (-1081) (-) m/z 95.10 100.00%
94.1
55.0
5000 410 69.0 110.1
83.0 152.1 e
123.1935 0 8.40 8.60 8.80 9.00
0 m/z 55.00 47 .38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25314: Bicyclo[2.2.1]heptan-2-one, 5,5,6-trimethyl-, exo-
95.0
5000 410 g5 110.0 L I L IR L
69.0 152.0 8.40 8.60 8.80 9.00
27.0 81.0 m/z 69.05 45 _38%
L Il | 12301970
OHV“W““L“WR“N“W““V“WL“NJ'“Jﬂ“w““vJWH“v“WH“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
95.0
81.0 DU R R U
41.0 /7 11010 44.46%
: m/z . .
5000 55.0 69.0 108.0 ¢
152.0
o 27.0 123.0 137.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #26127: Diisopropylaminoacrylonitry o i e e
95.0 8.40 8.60 8.80 9.00
m/z 41.00 36.76%
5000 43.0 620 152.0
66.0 109.0 137.0
‘ °5.0 \ | ‘ ‘
O P e e DU R R U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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 Benzene, pentamethyl- Concentration Rank 3

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

8.79 7.34 ng 120864 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 95
2 3.4-Dimethvicumene 148 C11H16 1000370-34-1 91
3 Benzene. 2.4-dimethvl-1-(l1-methyv... 148 C11H16 004706-89-2 87
4 Benzene. 1l-ethvl-3-(l-methvlethvIl)- 148 C11H16 004920-99-4 80
5 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 80

Abundance Scan 1097 (8.789 min): BF106900.D (-1089) (-) m/z 133.10 100.00%
138.1
5000 148.2
390 550 77.0 91|.o 11|7-1 l 8.40 860 880 9.00 9.20
Ol e e i bbbl v T/Zz 14820 40.96%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22771: Benzene, pentamethyl-
133.0
5000
148.0 8.40 8.60 8.80 9.00 9.20
91.0 105 0 m/z 91.00 15.37%
0 15.0 . 39\'\0 I 63'\0 77\‘.\0 ‘ \‘. \\9'0 L ‘ Il
miz--> 0 20 40 60 8 100 120 140 160
Abundance
133.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 117.10 13.11%
148.0
105.0
. 270 4.0 30 77.0 OO 119.0
mz-> 0 20 40 60 8 100 120 140 160
Abundance #22826: Benzene, 2,4-dimethyl-1-(1-methylethyl)-
133.0 8.40 8.60 8.80 9.00 9.20
m/z 134.10 12.10%
5000
148.0
L2080 | *Pss0 770901050400 | |
m/z--> 0 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00 9.20

8270-BF061918_.M Thu Jun 28 15:34:56 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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 unknown9.00 Concentration Rank 9

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

9.00 3.71 ng 61097 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 47
2 Isopropvl 2.4-hexadienoate 154 C9H1402 044987-75-9 46
3 (2-ButenvD)succinic anhvdride 154 C8H1003 007538-42-3 41
4 4-l1sopropvl-5-methvlhexa-2.4-die... 154 C10H180 1000191-04-3 38
5 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 30

Abundance Scan 1133 (9.001 min): BF106900.D (-1128) (-) m/z 133.10 100.00%
138.1
67.0
5000
154.1
176.1 860 8.80 9.00 9.20 9.40
o} m/z 67.05 71.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #26811: 4,5-Heptadien-2-ol, 3,3,6-trimethyl-
67.0
111.0
5000 95.0 IREBERREEE SRS SRR
81.0 860 8.80 900 9.20 9.40
70 154.0 m/z 55.00 61.91%
[o) E— . ‘:‘: : 1 ‘ ‘\‘ 'Ml ‘:“l“‘: |Hi”|‘| UM\I I\\I‘l |]|-p|5|0|1|3‘9|(|)| |“| ana
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
95.0
670 8.60 8.80 9.00 9.20 9.40
5000 112.0 154.0 m/z 95.10 56.44%
41.0
o 27.0 81.0 139.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27417: (2-Butenyl)succinic anhydride A B o
67.0 8.60 8.80 9.00 9.20 9.40
m/z 109.10 49 .95Y%
97.0
5000 154.0
39.0
82.0 112.0
A T
0'%QQ'wh'ﬂm'wlI“wl'w""W"“'IJ"“I"'“I""I' IR SR UL SR
m/z--> 20 40 60 80 100 120 140 160 180 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\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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 unknown9.14 Concentration Rank 20

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

9.14 2.29 ng 34573 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-hexadienvl- 158 C12H14 041635-77-2 43
2 2-Propenenitrile. 3-phenvl-. (E)- 129 C9H7N 001885-38-7 43
3 1.3.4-Thiadiazol-2-amine. 5-ethyvl- 129 C4H7N3S 014068-53-2 43
4 Benzeneacetonitrile. .alpha.-met... 129 C9H7N 000495-10-3 43
5 1,4-Methanonaphthalen-9-ol, 1,4-_... 158 C11H100 004796-33-2 40

Abundance Scan 1157 (9.142 min): BF106900.D (-1152) (-) m/z 129.10 100.00%
120.1

5000

8.80 9.00 9.20 9.40

o m/z 147.10 33.54%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29711: Benzene, 1,3-hexadienyl-
129.0
5000
158.0 8.80 9.00 9.20 9.40
115.0 143.0 m/z 128.05 30.41%
i ‘\ A Ll L \‘ n " ‘ ‘ Ll il
O e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
129.0
8.80 9.00 9.20 9.40
5000 m/z 158.10 24 .48%
102.0
51.0
270 78.0
O T T e e T
m/z--> 20 40 60 80 100 120 140 160 180 I
Abundance #12792: 1,3,4-Thiadiazol-2-amine, 5-ethyl- SNBSS SIS § B |
74.0 129.0 8.80 9.00 9.20 9.40
m/z 115.00 21.44%
5000
60.0
28.0 450 114.0
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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 Ethanone, 1-(2-hydroxy-5-me... Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
" 9.25 2.85ng 43129  Acenaphthene-di0 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Ethanone. 1-(2-hvdroxv-5-methvlp... 150 COH1002 001450-72-2 52

013610-20-3 52
000527-35-5 52
1000111-14-8 50

150 C9H14N2
150 C10H140

2 2.5-Dimethvl-3-isopropvlpvrazine
3 Phenol. 2.3.5.6-tetramethvl-

4 3.9-Epoxv-p-mentha-1.8(10)-diene

150 C10H140

5 Thymol 150 C10H140 000089-83-8 50
Abundance Scan 1175 (9.248 min): BF106900.D (-1171) (-) m/z 135.10 100.00%
135.1
5000 150.1
55.0 81.1 95.1 109.1
41.0
68,0 173.1 9.00 9.20 9.40 9.60
0 m/z 150.10 49 .33%
m/z--> 20 40 60 80 100 120 140 160
Abundance #24527: Ethanone, 1-(2-hydroxy-5-methylphenyl)-
135.0
150.0
5000
9.00 9.20 9.40 9.60
43.0 77.0 107.0 m/z 95.10 30.91%
o .‘,k nh‘.?3iq N < N R
m/z--> 20 40 60 80 100 120 140 160
Abundance
135.0
a  BEamEE S
150.0 9.00 9.20 9.40 9.60
5000 m/z 109.10 30.01%
42.0
107.0
67.0 81.0 122.0
ol P
m/z--> 20 40 60 80 100 120 140 160
Abundance #23753: Phenol, 2,3,5,6-tetramethy!- T
135.0 9.00 9.20 9.40 9.60
m/z 55.00 29.75%
150.0
5000
91.0
150 39.0 530 77.0 105.0 121.0
0..:,.h..hﬂ.NM,MM..M..:H,uM.hHH..l,..M.,...., .
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60

8270-BF061918_.M Thu Jun 28 15:34:57 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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 unknown9.43 Concentration Rank 16

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

9.43 2.82 ng 42672 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Cvclohexene-1-carboxaldehvde. ... 124 C8H120 000931-96-4 27
2 Cvclohexane. (1-methvlethvlidene)- 124 C9H16 005749-72-4 27
3 Ethanone. 1-(1l-cvclohexen-1-vI)- 124 C8H120 000932-66-1 25
4 1-1sopropvilcvclohex-1-ene 124 C9H16 004292-04-0 22
5 2(1H)-Naphthalenone, octahydro-8... 166 C11H180 001197-95-1 22

Abundance Scan 1206 (9.431 min): BF106900.D (-1202) (-) m/z 95.10 100.00%
81. 1
5000
0.00 9.20 940 9.60 9.80
o} m/z 81.05 98.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10582: 3-Cyclohexene-1-carboxaldehyde, 1-methy!-
95.0
67.0 g1 ¢
124.0
5000 NSRS NSRS N
109.0 9.00 9.20 9.40 9.60 9.80
27.0 m/z 69.10 96.49Y%
0 |1|4.|0||‘l‘ \k\\ \‘H |||||||||||||||||||||||||||||
m/z--> 20 40 100 120 140 160 180
Abundance
81.0
67.0 SRR S
9.00 9.20 9.40 9.60 9.80
5000 410 109.0 1,4 o m/z 55.00 75.60%
27.0 95.0
L L L L W WL LN U
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10546: Ethanone, 1-(1-cyclohexen-1-yl)- I REEEE s
81.0 9.00 9.20 9.40 9.60 9.80
109.0 m/z 109.10 75.55%
43.0 124.0
5000
o 140270 ) |, 670 || 950
m/z--> 2'0 4'0 6|0 8|O 1(')0 150 14'10 1('30 1&'30 9. oo 9. I20 9. 40 9. 530 9. I80

8270-BF061918_.M Thu Jun 28 15:34:58 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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 13 2-Cyclopenten-1-one, 3,5,5-... Concentration Rank 18

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

9.60 2.58 ng 39037 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclopenten-1-one. 3.5.5-trime... 124 C8H120 024156-95-4 50
2 2.4-Heptadiene. 2.4-dimethvl- 124 C9H16 074421-05-9 49
3 Meauinol 124 C7H802 000150-76-5 49
4 2-Cvclopenten-1-one. 3.4.5-trime... 124 C8H120 055683-21-1 47
5 3-Fluoro-o-xylene 124 C8H9F 000443-82-3 47

Abundance Scan 1235 (9.601 min): BF106900.D (-1232) (-) m/z 109.10 100.00%
109.1
69.1
124.1
55.0
5000 631
- 167.1
41, 149.1 182.1 LIS B L L L B
9.20 9.40 9.60 9.80 10.00
01 m/z 69.10 80.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10572: 2-Cyclopenten-1-one, 3,5,5-trimethyl-
109.0
5000 A LR IR RN I
124.0 920 9.40 9.60 9.80 10.00
39.0 810 ' m/z 124.10 71.29%
[ B0 | |
0"'I""I'”'I""I"”I""I"'W""I""I'”
m/z--> 20 80 100 120 140 160 180
Abundance
67.0 109.0
9.20 9.40 9.60 9.80 10.00
5000 41.0 m/z 55.00 57.78%
81.0 124.0
27.0
95.0
S L SO S UL WL L L UL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10407: Mequinol A B o
109.0124.0 9.20 9.40 9.60 9.80 10.00
m/z 83.10 33.75%
81.0
5000
53.0
I 2T L D N B PR
m/z--> 20 40 60 80 100 120 140 160 180 920 9.40 9.60 9.80 10.00

8270-BF061918_.M Thu Jun 28 15:34:59 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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 Naphthalene, 2,3-dimethyl- Concentration Rank 13

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

9.77 3.06 ng 46332 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 96
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 95
3 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 94
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 94
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 93

Abundance Scan 1264 (9.772 min): BF106900.D (-1259) (-) m/z 156.10 100.00%
141.1156.1
5000
81.1 115.0
400 630 98.0 180.1 9.40 9.60 9.80 10.00
o m/z 141.05 97 .68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28469: Naphthalene, 2,3-dimethyl-
141.0 156.0
5000
9.40 9.60 9.80 10.00
115.0 m/z 155.10 31.91%
51.0 76.0
—— |2.7‘..0. i ‘I S I“l "'Mlhl . .1.0,1".0. - .“.‘. I\I‘I I\H\‘I ————
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
141.0 9.40 9.60 9.80 10.00
5000 m/z 115.00 19.26%
10 3290 63.0 77.0 010 115.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28497: Naphthalene, l,4—dimethy|— L L L L DL B
141.0 156.0 9.40 9.60 9.80 10.00
m/z 153.10 18.60%
5000
115.0
o 20 S0 oo Ly
m/z--> 20 40 60 80 100 120 140 160 180 9.40 9.60 9.80 10.00

8270-BF061918_.M Thu Jun 28 15:34:59 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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 unknown9.81 Concentration Rank 10

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

9.81 3.56 ng 53835 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Methvl-2-naphthalenemeth... 172 C12H120 007228-47-9 47
2 Fluorene. 1.2.3.4.4a.9a-hexahvdr... 172 C13H16 001559-97-3 43
3 1-Oxa-4-thiaspirol4.41nonane. 6.... 172 C9H160S 057156-88-4 43
4 1-Phenvlbicvclo(4.1.0)heptane 172 C13H16 002415-82-9 38
5 1H-Indene, l-ethenyl-2,3-dihydro- 144 C11H12 051783-46-1 38

Abundance Scan 1271 (9.813 min): BF106900.D (-1268) (-) m/z 129.10 100.00%
1
5000
9.40 9.60 9.80 10.00 10.20
0! m/z 173.10 80.60%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #39851: .alpha.-Methyl-2-naphthalenemethanol
129.0
5000 15701720 940 S50 550 1000 1020
43.0 m/z 110.10 69.19%
oL 200 , 630770 1020 | 1430
mz> 20 4 e 8 160 130 10 160 1%
Abundance
125.0 172.0
9.40 9.60 9.80 10.00 10.20
5000 m/z 79.00 66.12%
115.0
91.0
63.0 77.0 143.0157.0
ob————+—plibyll ol O R
miz-> 20 40 60 80 100 120 140 160 180
Abundance #40406: 1-Oxa-4-thiaspiro[4.4]nonane, 6,9-dimethyl- B o
129.0 9.40 9.60 9.80 10.00 10.20
m/z 81.05 66.12%
5000
172.0
41.0
55.0 g9.0 115.0
\\ ‘\ [ 3.0 970 144.0
ok | \m\lmwlw\ .M..lk...l....l.... N
miz--> 20 80 100 140 160 180 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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 16 Naphthalene, 1,4-dimethyl- Concentration Rank 17

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

9.85 2.67 ng 40339 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 92
2 Naphthalene. 1.2-dimethvl- 156 C12H12 000573-98-8 90
3 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 83
4 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 83
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 83

Abundance Scan 1277 (9.848 min): BF106900.D (-1275) (-) m/z 141.10 100.00%
141.1156.1
5000 173.1
115.1
188.1
390 60 80 o 9.60 9.80 10.00 10.20
o : m/z 156.10 87 .88%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28497: Naphthalene, 1,4-dimethyl-
141.0156.0
5000
9.60 9.80 10.00 10.20
m/z 173.05 43.43%
115.0
o @0 BOTD o I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
156.0
141.0 9.60 9.80 10.00 10.20
5000 m/z 155.10 34 .26%
o 390 63.0 77.0 115.0
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28469: Naphthalene, 2,3-dimethyl-
141.0156.0 9.60 9.80 10.00 10.20
m/z 115.05 25.67%
5000
115.0
o---.2-7-0--.-5-1-0-.----.---9?‘.0----.----.--- R R
m/z--> 20 40 60 80 100 120 140 160 180 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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 Naphthalene, 1,4,6-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.31 4_.51 ng 68163 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.4.6-trimethvl- 170 C13H14 002131-42-2 89
2 3-(2-Methvl-propenvl)-1H-indene 170 C13H14 1000187-78-5 89
3 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 87
4 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 84
5 4,6,8-Trimethylazulene 170 C13H14 000941-81-1 83

Abundance Scan 1356 (10.313 min): BF106900.D (-1352) (-) m/z 155.10 100.00%

15

5000
1150 132.1

10.00 10.20 10.40 10.60

(o} m/z 170.10 96.65%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance #38369: Naphthalene, 1,4,6-trimethyl-
155.0
170.0
5000
10.00 10.20 10.40 10.60
115.0128.0 m/z 159.05 31.28%
PN, PO .0 N Wt il S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180
Abundance
155.0 170.0
A Ao T
10.00 10.20 10.40 10.60
5000 m/z 132.05 28.70%
115'0128.0

270 41.0 550 760 91.0 141.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180

Abundance #38370: Naphthalene, 1,6,7-trimethyl-
170.0 10.00 10.20 10.40 10.60
155.0 m/z 115.00 27.61%
5000
o 390  63.0 76.0 g89.0102,0115.0128.01410 ||
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 10. 00 10 20 10. 40 10 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.96 6.29 ng 98650 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.47-(1-methvlethvlidene... 228 C15H1602 000080-05-7 96
2 2H.8H-Benzoll.2-b:5.4-b"1dipvran... 228 C14H1203 000553-19-5 59
3 2.4(1H.3H)-Pvrimidinedione. 1.3-... 228 C9H16N203Si 089447-84-7 45
4 4H-Pvrazolol5.1-cl-1.4-benzodiaz... 213 C11H7N302 1000277-20-1 45
5 Phenol, 2,4"-isopropylidenedi- 228 C15H1602 000837-08-1 43
Abundance Scan 1806 (12.960 min): BF106900.D (-1802) (-) m/z 213.10 100.00%
218.1
5000
91.0 1130 12.60 12.80 13.00 13.20
39,0 650 165.1 , : : : :
ol 300 880 i b wwaaes1 o1 || 079000 A7.57%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84554: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 UALAUARSUARSUURRE &
12.60 12.80 13.00 13.20
119.0 m/z 228.10 17 .25%
20 50 %0 | amo 1650 1950 | 2200
mz-> 20 45 eb 80 160 150 140 160 180 260 220
Abundance
213.0
12:60 12:80 13.00 13.20
5000 m/z 214.10 15.03%
185.0
oL280 510 690 92.0 128.0 150 230.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84853: 2,4(1H,3H)-Pyrimidinedione, 1,3-dimethyl-5-[(trime... e o N EEmme
218.0 12.60 12.80 13.00 13.20
m/z 91.00 8.31%
5000
42.0 3.0 \_M\—\/W\A/JW
0 o \ 100.0  126.0143.0 ”Mmm | 2300
miz-> 20 40 60 80 160 120 140 160 180 200 220 12:60 12,80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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 Phenol, 2,2"-methylenebis[6... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.74 3.77 ng 59180 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2.2"-methvlenebisl6-(1.1... 340 C23H3202 000119-47-1 95
2 5-Amino-1.4-dihvdro-auinoxaline-... 177 C8H7N302 076097-87-5 27
3 trans-N.N"-Diferulovilputrescine 440 C24H28N206 042369-86-8 27
4 Terephthalic acid. ethvl 2-methy... 284 C17H1604 1000323-59-9 22
5 1,3-Benzenedicarboxylic acid, di... 222 C12H1404 000636-53-3 22
Abundance Scan 1939 (13.742 min): BF106900.D (-1935) (-) m/z 177.10 100.00%
177.1
5000 149. 3403
121.1
57.0 910 | \ 209.1 284.2 13.40 13.60 13.80 14.00
o! Dl e vl Tm/z 161.10  73.36%
m/z--> 50 100 150 200 250 300
Abundance #177202: Phenol, 2,2"-methylenebis[6-(1,1-dimethylethyl)-4...
177.0
5000 149. 340.0
41.0 121.0 13.40 13.60 13.80 14.00
‘ 91.0 ‘ 284.0 m/z 164.10 45 _.86%
0 ]:S'IO‘I \I\ I\\Iml L\I .“‘ Ilml M\‘I\ 1.'|... . |2|2\8|0| ——rlr — .‘ I
m/z--> 50 100 150 200 250 300
Abundance
177.0
149.0 13.40 13.60 13.80 14.00
5000 m/z 149.10 45 _.58%
94.0
121.0
39.0 66.0
OIIIII""I""""""""""I
m/z--> 50 100 150 200 250 300
Abundance #224708: trans-N,N-Diferuloylputrescine T e
177.0 13.40 13.60 13.80 14.00
149.0 m/z 340.30  40.00%
5000 70.0
44.0 101.0
Lo ooz
mz-> 50 100 150 200 250 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062718\
Data File : BF106900.D

Aca On : 28 Jun 2018 4:40

Operator : JU/SJ

Sample : J3705-06

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 20 11-Tricosene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.93 ng 45926 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Tricosene 322 C23H46 052078-56-5 91
2 Behenic alcohol 326 C22H460 000661-19-8 90
3 n-Nonadecanol-1 284 C19H400 001454-84-8 90
4 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 87
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 87
Abundance Scan 1974 (13.948 min): BF106900.D (-1971) (-) m/z 83.10 100.00%
57.0 83.1
5000
193.1 13.60 13.80 14.00 14.20
b m/z 57.05 95 .55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #163017: 11-Tricosene
43.0
5000 830 AR A BN UM
13.60 13.80 14.00 14.20
111.0 m/z 55.00 88 .59%
0 H || 1400 168.0 196.0 224.0  266.0 294.0 322.0
m/z--> %%&%mmmmmmmmmmm@
Abundance
55.0 83.0
13.60 13.80 14.00 14.20
5000 111.0 m/z 43.00 87.02%
29.0
0 1390 1670 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131391: n-Nonadecanol-1 A Ba T o
55.0 13.60 13.80 14.00 14.20
m/z 97.05 78.07%
5000
29.0
ol il 168.0 196.0  238.0 266.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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\BF062718\
Data File : BF106900.D

Acq On 28 Jun 2018 4:40

Operator : JU/SJ

Sample - J3705-06

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-Pentanone, 4-hy... 5.19 3.8 ng 49768 1 6.95 261848 20.0
unknown6.73 6.73 66.8 ng 875274 1 6.95 261848 20.0
Benzene, 1-(1-met... 8.52 2.4 ng 40068 2 8.24 329508 20.0
unknown8 .57 8.57 3.2 ng 52234 2 8.24 329508 20.0
unknown8.62 8.62 3.4 ng 56658 2 8.24 329508 20.0
unknown8.71 8.71 3.7 ng 61137 2 8.24 329508 20.0
Benzene, pentamet. .. 8.79 7.3 ng 120864 2 8.24 329508 20.0
unknown9.00 9.00 3.7 ng 61097 2 8.24 329508 20.0
unknown9 .14 9.14 2.3 ng 34573 3 10.00 302603 20.0
Ethanone, 1-(2-hy... 9.25 2.9 ng 43129 3 10.00 302603 20.0
unknown9 .43 9.43 2.8 ng 42672 3 10.00 302603 20.0
2-Cyclopenten-1-o0... 9.60 2.6 ng 39037 3 10.00 302603 20.0
Naphthalene, 2,3-... 9.77 3.1 ng 46332 3 10.00 302603 20.0
unknown9 .81 9.81 3.6 ng 53835 3 10.00 302603 20.0
Naphthalene, 1,4-_.. 9.85 2.7 ng 40339 3 10.00 302603 20.0
Naphthalene, 1,4,... 10.31 4.5 ng 68163 3 10.00 302603 20.0
Phenol, 4,4"-(1-m... 12.96 6.3 ng 98650 5 14.14 313653 20.0
Phenol, 2,2"-meth... 13.74 3.8 ng 59180 5 14.14 313653 20.0
11-Tricosene 13.95 2.9 ng 45926 5 14.14 313653 20.0
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