LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 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-BF071618 .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 5.225 486 491 498 rVB 497414 642965 13.38% 0.928%
2 5.613 551 557 560 rBY 4425164 4602387 95.74% 6.641%
3 6.613 720 727 730 rBVY 4087506 4806728 100.00% 6.935%
4 6.754 746 751 754 rBVY 4904534 4806943 100.00% 6.936%
5 6.978 786 789 793 rVB 1147899 1050951 21.86% 1.516%
6 7.136 812 816 820 rVB 3698029 3658823 76.12% 5.279%
7 7.542 880 885 888 rBVY 2865410 3105102 64.60% 4 .480%
8 7.625 893 899 902 rBV6 92711 146583 3.05% 0.211%
9 7.860 934 939 943 rVB2 156719 175347 3.65% 0.253%
10 7.901 943 946 954 rBV7 171998 301798 6.28% 0.435%

11 8.160 987 990 996 rBV5 107999 173656 3.61% 0.251%
12 8.213 996 999 1000 rBV2 169549 162629 3.38% 0.235%
13 8.236 1000 1003 1004 rvv2 177042 198144 4.12% 0.286%
14 8.266 1004 1008 1013 rVV 1417705 1405779 29.24% 2.028%
15 8.313 1013 1016 1019 rvB2 302329 300219 6.25% 0.433%

16 8.342 1019 1021 1024 rBv4 210727 236101 4.91% 0.341%
17 8.436 1034 1037 1040 rBv4 128365 132073 2.75% 0.191%
18 8.501 1045 1048 1050 rBV3 216358 192500 4._00% 0.278%
19 8.554 1050 1057 1061 rBV7 330915 670843 13.96% 0.968%
20 8.607 1061 1066 1068 rBV6 168377 259500 5.40% 0.374%

21 8.672 1075 1077 1080 rBVv3 238139 253094 5.27% 0.365%
22 8.701 1080 1082 1084 rvv3 185030 189921 3.95% 0.274%
23 8.725 1084 1086 1090 rVB 371550 389893 8.11% 0.563%
24 8.766 1091 1093 1095 rBVv3 215232 178980 3.72% 0.258%
25 8.801 1096 1099 1100 rBV2 193143 207661 4._.32% 0.300%

26 8.848 1104 1107 1110 rVB3 262509 241641 5.03% 0.349%
27 8.883 1110 1113 1115 rBV4 309543 349954 7.28% 0.505%
28 9.007 1132 1134 1137 rVB3 454234 382457 7.96% 0.552%
29 9.042 1137 1140 1143 rBV5 293988 468881 9.75% 0.677%
30 9.107 1149 1151 1153 rVB3 208791 142837 2.97% 0.206%

31 9.142 1153 1157 1159 rBV5 448532 629695 13.10% 0.909%
32 9.260 1174 1177 1179 rBV 637502 617782 12.85% 0.891%
33 9.342 1186 1191 1195 rBV 4485739 4791012 99.67% 6.913%
34 9.419 1200 1204 1207 rBV3 1540216 1773316 36.89% 2.559%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF071618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 9.736 1255 1258 1261 rBV3 3639160 3620370 75.32% 5.224%

36 9.766 1261 1263 1265 rVvV2 812496 821194 17.08% 1.185%
37 9.795 1265 1268 1271 rVB3 899114 1030018 21.43% 1.486%
38 9.895 1282 1285 1287 rBV2 2219457 2091621 43.51% 3.018%
39 9.942 1290 1293 1296 rVB2 3280631 3334829 69.38% 4.812%
40 10.025 1303 1307 1311 rVB3 2661692 4068850 84.65% 5.871%

41 10.060 1311 1313 1315 rBV3 869972 873438 18.17% 1.260%
42 10.130 1323 1325 1327 rBV2 734460 727581 15.14% 1.050%
43 10.277 1348 1350 1354 rBV3 1017763 1246758 25.94% 1.799%
44 10.348 1360 1362 1364 rBV2 963111 1019746 21.21% 1.471%
45 10.448 1376 1379 1383 rVB2 2089432 2310955 48.08% 3.334%

46 10.960 1463 1466 1472 rVB 2915928 3797149 78.99% 5.479%
47 13.124 1831 1834 1841 rVB 2368052 2838369 59.05% 4_.095%
48 14.171 2010 2012 2017 rVB 1034337 1019881 21.22% 1.472%
49 14.789 2114 2117 2121 rVB 676326 690577 14.37% 0.996%
50 14.936 2140 2142 2145 rVB3 362779 337695 7.03% 0.487%

51 15.301 2201 2204 2208 rVB4 345237 396837 8.26% 0.573%
52 15.701 2268 2272 2277 rVB2 1060274 1435153 29.86% 2.071%

Sum of corrected areas: 69307216
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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.

5.22 12.24 ng 642965 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
2 2-hvdroxv-2-methvl-4-heptanone 144 C8H1602 054862-91-8 40
3 Propane. 1.1-dipropoxv- 160 C9H2002 004744-11-0 38
4 Dimethadione 129 C5H7NO3 000695-53-4 33
5 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 28

Abundance Scan 490 (5.219 min): BF107419.D (-486) (-) m/z 43.00 100.00%
43.0
5000
101.1 e
4.80 5.00 520 5.40 5.60
ob—lbafft3 | 1333 1829 2307 28303162 3843 "n/z 59.00 63.04%
m/z--> 50 100 150 200 250 300 350
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U UL

4.I80 5.00 5.20 5.40 5.60
m/z 101.10  25.11%

‘ 101.0
0 al by L |
77—
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
T R B
4.80 5.00 520 5.40 5.60
5000 71.0 m/z 58.00 17.57%
129.0
0 100.0
—— T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #31407: Propane, 1,1-dipropoxy- AR e e R
59.0 4.80 5.00 520 5.40 5.60
m/z 40.95 9.89%
5000 101.0
LU 150.0
=t 777
m/z--> 50 100 150 200 250 300 350 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown6.75 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.75 91.48 ng 4806940 1,4-Dichlorobenzene-d4 6.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 10

Abundance Scan 750 (6.748 min): BF107419.D (-746) (-) m/z 132.00 100.00%
132.0
68.1
5000
640 6.60 680 7.00
0 b X200 ss AL  SALSY Thn/z 68.10  53.86%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
5000 |||||||/|\||||||||||||||||
6.40 6.60 6.80 7.00
m/z 66.00 38.95%
0 ‘Hw' m‘ ‘
L LA o e o o e AR
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132.0
R REEEE s e
6.40 6.60 6.80 7.00
5000 m/z 134.00 33.66%
33.0
78.0
O T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14500: 1H-Indazole, 7-methy!l- T
132.0 6.40 6.60 6.80 7.00
m/z 69.00 27 .40%
5000
77.0
37£qn
O e e e e T e T T
m/z--> 50 100 150 200 250 300 350 400 450 500 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 7-Acetyl-3,3-dimethylbicycl... Concentration Rank 9

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

8.55 9.54 ng 670843 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-Acetvl-3.3-dimethvlbicvclol4.1... 180 C11H1602 1000185-00-8 53
2 1H-Pvrrole. 1-pentvl- 137 C9H15N 000699-22-9 49
3 3-(2-Hvdroxvcvclohexv)-furan 166 C10H1402 118959-04-9 35
4 1.4-Hexadiene. 3-ethvl- 110 C8H14 002080-89-9 30
5 1-Decyne 138 C10H18 000764-93-2 27

Abundance Scan 1056 (8.548 min): BF107419.D (-1050) (-) m/z 55.05 100.00%
58.0
5000
R o
8.20 8.40 8.60 8.80
oAl 215.7 262.8 324.8 368.0 505.0 /7 81.10 8 570
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #45500: 7-Acetyl-3,3-dimethylbicyclo[4.1.0]heptan-2-one
81.0
s000{ 430 AR S L R
137.0 8.20 8.40 8.60 8.80
m/z 41.05 78 .59%
| ‘ ‘ 180.0
0 I‘II‘I‘I“‘I“I“I‘I‘“HI“UI‘I‘II’IIlIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
81.0
820 8.40 860 880
5000 137.0 m/z 83.00 58.26%
41.0
e S o L B S UL S B L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #34836: 3-(2-Hydroxycyclohexyl)-furan AR e e R
81.0 8.20 8.40 8.60 8.80
m/z 67.05 47 .37%
5000 166.0
39.0
0'"wtmwjﬁ??ﬂw""l""w"'l""w"'l""w"'l" SR S R R
m/z--> 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 As-Indacene, dodecahydro-4-... Concentration Rank 14

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

8.72 5.55 ng 389893 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 As-Indacene. dodecahvdro-4-(1-oc... 402 C29H54 055530-51-3 50
2 Adamantane. 1l-isothiocvanato-3.5... 221 C13H19NS 136860-49-6 47
3 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 46
4 Thiocvanic acid. 4.8-dioxotricvc... 221 C11H11NO2S 056781-87-4 43
5 s-Triazolo[4,3-a]pyrazine, 3-ami... 163 C7HON5 019855-02-8 38

Abundance Scan 1085 (8.719 min): BF107419.D (-1084) (-) m/z 107.10 100.00%
mo 1071 1681
5000
e
8.40 8.60 8.80 9.00
. 353.5 414.3  484.4 530.
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #213210: As-Indacene, dodecahydro-4-(1-octylinonyl)-
163.0
81.0
5000{ 43.0
8.40 8.60 8.80 9.00
121.0 m/z 41.00 82.67%
R LY e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
163.0
070 ‘840 8.60 8.80 9.00
5000 : m/z 67.00 81.56%
221.0
41.0
e R L U S L B WL B I S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #44120: 1,3,5-Trimethyladamantane I SBEEEEEEEEEs sy
168.0 8.40 8.60 8.80 9.00
m/z 121.10 52 .56%
5000 107.0
55.0 .
0"WLWW'F'i“|"u'|“"|"'w""l'“'l""w"'l"" RSN RS LN S
m/z--> 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_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 trans,trans- and trans,cis-... Concentration Rank 19

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

8.88 4.98 ng 349954 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans.trans- and trans.cis-1.8-D... 180 C13H24 1000111-73-2 52
2 2-lIsopropvlimidazole 110 C6H10N2 036947-68-9 43
3 1.4-Hexadiene. 2.3-dimethvl- 110 C8H14 018669-52-8 38
4 4.7-Methanobenzofuran. 2.2"-oxvb... 374 C24H3803 087248-50-8 38
5 5,5-Dimethyl-1,3-hexadiene 110 C8H14 001515-79-3 38

Abundance Scan 1112 (8.878 min): BF107419.D (-1110) (-) m/z 95.05 100.00%
95.0
5000
41.0
8.60 8.80 9.00 9.20
0 48465218 Th77 67.05  45.71%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #45752: trans,trans- and trans,cis-1,8-Dimethylspiro[5.5]u...
95.0
5000 LR L UL L
8.60 8.80 9.00 9.20
180.0 m/z 81.10 44 . 79%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
95.0
860 8.80 9.00 9.20
5000 m/z 109.00 44 .46%
42.0
L S L U L B L L WL BRI WL
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #5993: 1,4-Hexadiene, 2,3-dimethyl- e BRREEEE
95.0 8.60 8.80 9.00 9.20
m/z 55.00 35.42%
41.0
5000
o e e e USRI S L A
miz--> 0 50 100 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown9.01 Concentration Rank 16

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

9.01 5.44 ng 382457 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Pvrazole. 3.5-bis(l.1-dimethv... 194 C12H22N2 018712-47-5 43
2 Silane. trimethvl(l-phenvlethoxv)- 194 C11H180Si 014856-75-8 38
3 Niacinamide. N-trimethvisilvl- 194 C9H14N20Si 1000374-74-5 38
4 1.4-Bis(trimethvilsilyl)-1.3-buta... 194 C10H18Si2 004526-07-2 38
5 Acridine 179 C13HOSN 000260-94-6 38

Abundance Scan 1135 (9.013 min): BF107419.D (-1132) (-) m/z 179.10 100.00%
109.1 1781
67.0
5000

8.60 8.80 9.00 9.20 9.40

258.4299.0 421.8 492.3

0 e T L S S m/z 109.05 85.12%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #56323: 1H-Pyrazole, 3,5-bis(1,1-dimethylethyl)-4-methyl-
179.0
5000 123.0 L o e

8.60 8.80 9.00 9.20 9.40

57.0 m/z 83.05 78.44%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
179.0
R A RARAR S S
75.0 8.60 8.80 9.00 9.20 9.40
5000 m/z 67.00 69.48%
28.0 135.0
O e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #56925: Niacinamide, N-trimethylsilyl- B o
179.0 8.60 8.80 9.00 9.20 9.40
m/z 69.00 69.26%
5000 750
136.0
280, |
o] SRS WUPEN VS RS SEEUSE DU S
m/z--> 0 50 100 150 200 250 300 350 400 450 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\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown9.04 Concentration Rank 12

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

9.04 6.67 ng 468881 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.13-Tetradecadiene 194 C14H26 021964-49-8 15
2 Octadecane. l1l-bromo- 332 C18H37Br 000112-89-0 14
3 Pentadecane. 1-bromo- 290 C15H31Br 000629-72-1 14
4 Dodecane. l1l-bromo- 248 C12H25Br 000143-15-7 14
5 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 14

Abundance Scan 1140 (9.042 min): BF107419.D (-1137) (-) m/z 55.10 100.00%
54.1
145.1
5000
" "ok 550 930 oD
90.4 : : : :
- B 9820 a7 41,10 80.66%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56485: 1,13-Tetradecadiene
55.0
6.0
5000 R U R L I

8.80 9.00 9.20 9.40
m/z 82.10 72.08%

oﬂ?d..,. ..,.ﬁ???..%%ﬁQ... T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
R A REARS RS
8.80 9.00 9.20 9.40
5000 m/z 57.00 63.96%
135.0
0 15.0 96.0 183.0 253.0 303.0
e e e T T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #136011: Pentadecane, 1-bromo- R e e
57.0 8.80 9.00 9.20 9.40
135.0 m/z 69.00 63.43%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40

8270-BF071618_.M Tue Jul 17 13:57:04 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown9.14 Concentration Rank 10

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

9.14 8.96 ng 629695 Naphthalene-d8 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptan-2-one. 1.3.... 152 C10H160 001195-79-5 35
2 Bicvclol3.3.1Tnonan-9-one. 2.4-d... 211 C11H17NO3 129967-64-2 27
3 Saualene 410 C30H50 000111-02-4 14
4 2.6.10-Dodecatrien-1-ol. 3.7.11-... 222 C15H260 004602-84-0 14
5 2-Buten-1-one, 1-(2,6,6-trimethy... 192 C13H200 041436-42-4 14

Abundance Scan 1157 (9.142 min): BF107419.D (-1153) (-) m/z 81.00 100.00%

5000

91.3
2544 302.6 3574 417.6 8.80 9.00 9.20 9.40

0 m/z 69.10 76.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #25264: Bicyclo[2.2.1]heptan-2-one, 1,3,3-trimethy!-
81.0
5000 LI L L L L L L I
410 8.80 9.00 9.20 9.40
: m/z 43.00 56.20%
152.0
obrtbpryy A0 |
m/z--> 50 100 150 200 250 300 350 400
Abundance
81.0
R B B
8.80 9.00 9.20 9.40
5000 m/z 95.10 49 _.46%
43.0 137.0
211.0
ot e el e .
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene B B
69.0 8.80 9.00 9.20 9.40
m/z 41.05 46 .66%
5000
121.0
oL 290 4 | |y | | 161.0 203.0 273.0 341.0 410.0
e e B B
m/z--> 50 100 150 200 250 300 350 400 8.80 9.00 9.20 9.40

8270-BF071618_.M Tue Jul 17 13:57:05 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 10 unknown9.42 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.42 8.72 ng 1773320 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Decahvdro-4.4.8.9.10-pentamethyl... 208 C15H28 080655-44-3 38

2 Vinvltris(cvcloproovD)silane 178 C11H18Si 1000109-97-3 25

3 2-Diethvlamino-4-phenvlthiooct-2... 302 C18H26N2S 1000090-57-0 25

4 2-Anthracenamine 193 C14H1i1N 000613-13-8 22

5 Pyrazole, 5-methyl-3-(5-nitro-2-... 193 C8H7N303 016239-90-0 14

Abundance Scan 1204 (9.419 min): BF107419.D (-1200) (-) m/z 41.00 100.00%
41. 198.2

5000

9.00 9.20 9.40 9.60 9.80
m/z 193.20 99.07%

o 245.2 278.1 316.2 348.7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 69.0 95.0
9.00 9.20 9.40 9.60 9.80
m/z 55.00 83.27%
151.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
95.0
A RAEEE T
23.0 9.00 9.20 9.40 9.60 9.80
5000 123. m/z 69.10 71.55%
55.0
o 28.0 150.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #146447: 2-Diethylamino-4-phenylthiooct-2-ene nitrile T
193.0 9.00 9.20 9.40 9.60 9.80
m/z 43.10 67.23%
5000
137.0
43.0
. 820109.0 | 445 218.0 302.0
- IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 9.00 9.20 9.40 9.60 9.80

8270-BF071618_.M Tue Jul 17 13:57:06 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown9.80 Concentration Rank 17

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

9.80 5.06 ng 1030020 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptane. 2.2.3-tri... 138 C10H18 020536-41-8 42
2 2.6-Bis-(acetamido)-pvridine 193 C9H11N302 005441-02-1 38
3 3-Aminophenanthrene 193 C14H11N 001892-54-2 30
4 2-Anthracenamine 193 C14H1i1N 000613-13-8 30
5 1-Anthracenamine 193 C14H1i1N 000610-49-1 30

Abundance Scan 1269 (9.801 min): BF107419.D (-1265) (-) m/z 141.05 100.00%
57.1 141.1
95.1 193.2
5000
9.40 9.60 9.80 10.00 10.20
72911 . .
o .-'-.‘-.'L.”‘,m. o 2or7 2911 3263 38911 /7 156.10  91.62%
m/z--> 50 100 150 200 250 300 350
Abundance #16994: Bicyclo[2.2.1]heptane, 2,2,3-trimethyl-, exo-
95.0
55.0
5000
9.40 9.60 9.80 10.00 10.20
138.0 m/z 57.10  88.43%
0...M‘JHMN l..k, ——— ]
m/z--> 50 100 150 200 250 300 350
Abundance
109.0
R S s e S R S R
9.40 9.60 9.80 10.00 10.20
s000] 430 151.0 m/z 193.15  77.56%
193.0
81.0
O T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #55494: 3-Aminophenanthrene T R T
198.0 9.40 9.60 9.80 10.00 10.20
m/z 95.10 73.44%
5000
165.0
39.0 820 1150
e e e e e R S s e S R S R
m/z--> 50 100 150 200 250 300 350 9.40 9.60 9.80 10.00 10.20

8270-BF071618_.M Tue Jul 17 13:57:07 2018

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown9.90 Concentration Rank 8

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

9.90 10.28 ng 2091620 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Octenal. 3.7-dimethvl-. (R)- 154 C10H180 002385-77-5 46
2 9-Undecenol. 2.10-dimethvl- 198 C13H260 1000131-86-0 43
3 Cvclopropane carboxamide. 2-cvcl... 207 C13H21NO 331416-19-4 38
4 2-Heptafluorobutvroxvpentadecane 424 C19H31F702 1000245-50-0 35
5 4-n-Hexylthiane, S,S-dioxide 218 C11H2202S 070928-52-8 35

Abundance Scan 1286 (9.901 min): BF107419.D (-1282) (-) m/z 41.00 100.00%
41.0
83.1
5000
vos e e | SB0 50 1000 1020
Ok : : : m/z 69.10 84 .88%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #26751: 6-Octenal, 3,7-dimethyl-, (R)-
41.0
5000 95.0 AN SR AR SRR
9.60 9.80 10.00 10.20
m/z 55.10 78.00%
ERTINEEY:
ob b
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
63.0 109.0
9.|60 9.&'30 10.'00 10.'20 !
5000 m/z 83.10 70.54%
180.0
L S L L S S S B S L
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #66968: Cyclopropane carboxamide, 2-cyclopropyl-2-methyl-N... B EEmEmmm ]
41.0 9.60 9.80 10.00 10.20
m/z 57.05 62.93%
5000 95.0
. 16402070
m/z--> o"' éo 100 150 200 250 300 350 400 450 500 'ébbllééblibﬁoliaéd"'

8270-BF071618_.M Tue Jul 17 13:57:09 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 unknown9.94 Concentration Rank 4

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

9.94 16.39 ng 3334830 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 004863-59-6 42
2 Tridecanedial 212 C13H2402 063521-76-6 42
3 Bicvclol3.1.11heptane. 2.6.6-tri... 138 C10H18 000473-55-2 38
4 1-(p-Fluorophenvl)-4-piperidone 193 C11H12FNO 1000238-56-7 35
5 Cyclododecanone, 2-methylene- 194 C13H220 003045-76-9 30

Abundance Scan 1293 (9.942 min): BF107419.D (-1290) (-) m/z 193.20 100.00%
41.0 198.2
109.1
5000
52.1 9.60 9.80 10.00 10.20
Ol 428238 3366 4069 48011 sz 41.00 92.69%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17019: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.al...
41.0
95.0
5000 SRR SN AR
9.60 9.80 10.00 10.20
m/z 55.10 65.12%
O “ II'':!-:'38'.?""I"''I""I""I""I""IIIII
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55.0 95.0
9.60 9.80 10.00 1020
5000 m/z 69.10 63.71%
150.0
213.0
O S o U U UL UL UL BRI S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16968: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl- R EEE s
55.0 95.0 9.60 9.80 10.00 10.20
m/z 109.10 54 _00%
5000
0;5 | 138.0
m/z--> 0 50 100 150 200 250 300 350 400 450 9.60 9.80 10.00 10.20

8270-BF071618_.M Tue Jul 17 13:57:09 2018 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Dodecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.28 6.13 ng 1246760 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 80
3 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 64
4 Octadecane 254 C18H38 000593-45-3 59
5 Sulfurous acid, isohexyl 2-penty... 236 C11H2403S 1000309-15-5 59
Abundance Scan 1350 (10.277 min): BF107419.D (-1348) (-) m/z 71.10 100.00%
71.1
5000
|| ]y oera 2 30000 1070 1040 1060
2113 : : : :
0 N I B P Y ,-.'J. 248 2047 3335 A156 Tn/z 43.10 99.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #38315: Dodecane
57.0
5000 LN UL BN BN UL

10 00 10. 20 10 40 10. 60
m/z 57.10 98.84%
I \‘

98 0 170.0
oL2aol b e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
e
10.00 10.20 10.40 10.60
5000 m/z 85.10 75.68%
99.0
o 260 141.0 197.0
L A e e B B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194506: Octadecane, 5,14-dibutyl- e BRREEEE
43.0 10.00 10.20 10.40 10.60
m/z 41.10 69.84%
85.0
5000
126.0
309.0
o ‘ ] |, 169.0 2110 266.0 1 3640
e e R RmE e R B
m/z--> 50 100 150 200 250 300 350 400 10 00 10. 20 10 40 10. 60

8270-BF071618_.M Tue Jul 17 13:57:10 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Naphthalene, 1,6,7-trimethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
10.35 5.01 ng 1019750 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.6.7-trimethvl- 170 C13H14 002245-38-7 50
2 Naphthalene. 2.3.6-trimethvl- 170 C13H14 000829-26-5 46
3 1H.3H-Thienol3.4-clthiophene. 4.... 170 C8H10S2 015441-54-0 42
1-(2.2-Dimethvicvclopronpvl)-2-ph... 170 C13H14 1000294-91-1 38

5 Pyridine, 2-amino-6-phenyl-

170 C11H1O0N2

039774-25-9 38

Abundance

5000

Scan 1362 (10. 348 min): BF107419.D (-1360) (-)
55.1 155.

170.0

5000

0!
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #38370: Naphthalene, 1,6,7-trimethyl-
170.0
5000
T — T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
170.0
5000
410 850 128.0
O T T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #38688: 1H,3H-Thieno[3,4-c]thiophene, 4,6-dimethyl-

m/z 55.10 100.00%

10.00 10.20 10.40 10.60

m/z 155.10 96.21%

10. OO 10.20 10.40 10.60

m/z 170.05 83.21%

10.00 10.20 10.40 10.60

m/z 143.10 81.85%

10.00 10.20 10.40 10.60

m/z 128.00 61.53%

m/z--> 0 50 100 150 200 250 300

350 400

10. OO 10. 20 10 40 10. 60

8270-BF071618_.M Tue Jul 17 13:57:11 2018

Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Decahydro-8a-ethyl-1,1,4a,6... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.45 11.36 ng 2310960 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decahvdro-8a-ethvl-1.1.4a.6-tetr... 222 C16H30 1000100-23-6 52
2 1-Trimethvisilvlpent-1-en-4-vne 138 C8H14Si 079516-25-9 49
3 1-Butanone. 1-bicvclol4.1.0Thept... 166 C11H180 054764-62-4 47
4 Benzene-1.2.3-triamine 123 C6HON3 1000316-45-3 46
5 (Phenylthio)acetic acid, cyclobu... 222 C12H1402S 1000299-95-5 45
Abundance Scan 1379 (10.448 min): BF107419.D (-1376) (-) m/z 123.10 100.00%
128.1
5000, “11 811
207.2
10.20 10.40 10.60 10.80
ol 168.4 248.4 3259 389.6 464.9 511.4 n/z 41.10 49 . 89%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #79579: Decahydro-8a-ethyl-1,1,4a,6-tetramethylnaphthalene
123.0 207.0
69.0
5000 IR SN DU BN SR
10.20 10.40 10.60 10.80
m/z 55.10 44 _23%
L e |
O '|AL”W”"H“"|”“' NS N L SRR L
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
123.0
' 10.20 10.40 10.60 10.80
5000 m/z 81.10 43.44%
430830
e L L L L L L L B IR W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #35062: 1-Butanone, 1-bicyclo[4.1.0]hept-7-yl- L L
123.0 10.20 10.40 10.60 10.80
m/z 69.10 38.46%
5000
55.0 166.0
0"'iLl&w"'w"'w"w"'w"'w"'w"'w'"w" IR BRI BRSO SR
m/z--> 50 100 150 200 250 300 350 400 450 500 10.20 10.40 10.60 10.80

8270-BF071618_.M Tue Jul 17 13:57:12 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Sulfurous acid, dodecyl 2-e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.96 20.00 ng 3797150 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. dodecvl 2-ethvlh... 362 C20H4203S 1000309-19-5 72
2 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 72
3 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 64
4 Sulfurous acid. 2-ethvlhexvl oct... 446 C26H5403S 1000309-20-1 64
5 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 53
Abundance Scan 1466 (10.960 min): BF107419.D (-1463) (-) m/z 57.10 100.00%
57.1
5000
113.1 NN SRR SO
184.2 10.60 10.80 11.00 11.20
ol bl AO® 2as20863 smo 4957 TG g0, 45%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #191848: Sulfurous acid, dodecyl 2-ethylhexy! ester
57.0
5000 NN SRR UG
10.60 10.80 11.00 11.20
113.0 m/z 43.10 61.15%
by | 1890
N e o B U o W I
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
10,60 10.80 11.00 11.20
5000 m/z 85.10 26.26%
o 1130 169.0207.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #105904: Pentadecane, 2,6,10-trimethyl- B R e e e R
57.0 10.60 10.80 11.00 11.20
m/z 41.10 25.71%
5000
oL by Ly 77 14101830 599
m/z--> 50 100 150 200 250 300 350 400 450 500 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 1,3-Benzenedicarboxylic aci... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.79 13.54 ng 690577 Chrysene-di12 14.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Benzenedicarboxvlic acid. bi... 390 C24H3804 000137-89-3 83
2 Terephthalic acid. di(4-octvl) e... 390 C24H3804 1000323-74-2 52
9-(2".2"-Dimethvlpropanoilhvdraz... 576 C30H42CI2N403 1000111-04-6 38
4 Carbonic acid. proparavl 2-ethvl... 212 C12H2003 1000357-90-9 30
5 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 27
Abundance Scan 2117 (14.789 min): BF107419.D (-2114) (-) 70.05 100.00%
740 1490
5000
14.40 14.60 14.80 15.00 15.20
0 S0 307.0407.44483 4910 5444 7z 149.00  82.00%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #207811: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl) este
70.0
112.0
167.0 261.0
5000 A B BRI SURBULS B
14.40 14.60 14.80 15.00 15.20
‘ m/z 261.10 65.98%
ob L L 70 | lsoa0 sso
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
261.0
167.0 14.40 14.60 14.80 15.00 15.20
5000 ' m/z 57.10 56 .55%
112.0
Omomo
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #240291: 9-(2',2'-Dimethylpropanoilhydrazono)-3,6-dichloro... A ERE T
149.0 14.40 14.60 14.80 15.00 15.20
m/z 71.10 41.74%
57.0
5000
00. 279.0
0 Al 2230 | 476.0
m/z--> 50 100 150 200 250 300 350 400 450 500 1440 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Heneicosane Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14 .94 4.71 ng 337695 Perylene-d12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 74
2 Tridecane. 7-propvl- 226 C16H34 055045-09-5 58
3 Hexadecane 226 C16H34 000544-76-3 55
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 52
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 50
Abundance Scan 2143 (14.942 min): BF107419.D (-2140) (-) m/z 57.05 100.00%
51.
5000
2275.2 3504 416.4 14.60 14.80 15.00 15.20
ol rribih CEX 190654241 "7z 71.10  90.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57.0
5000 L DAL BB BRI B B
Mmmmmmmm
9.0 m/z 43.10 61.14%
miz--> 0 56 100 150 200 250 300 3éo 460 4éo 560 '
Abundance
43.0
14,60 14.80 15.00 15.20
5000 §5.0 m/z 85.10 59.58%
140.0
183.0
Oy %%QQ DS SR SRS N B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83026: Hexadecane R R RaEEE L
14.60 14.80 15.00 15.20
m/z 41.05 46.72%
5000
141.0183,0226.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 1260'1256 1560'1526""
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071618\
Data File : BF107419.D

Aca On 16 Jul 2018 22:55

Operator : JU/SJ

Sample : J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071618_.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 Nonacosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.30 5.53 ng 396837 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonacosane 408 C29H60 000630-03-5 91
3 Octadecane 254 C18H38 000593-45-3 83
4 Undecane. 2.9-dimethvyl- 184 C13H28 017301-26-7 80
5 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 80
Abundance Scan 2204 (15.301 min): BF107419.D (-2201) (-) m/z 71.10 100.00%
71.1
5000
ML 1083 0 15.00 15.20 15.40 15.60
: .3 331.2378.3 : : : :
I § g6l o084 m/z 57.00 99.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
57.0
5000 U U SRR B!
mmmmmmmm
9.0 m/z 43.05 98.73%
015Q‘L‘j hJ J141018302250 296.0
m/z--> 6 55 100 150 200 250 300 3%0 460 4%0 560 séo
Abundance
57.0
15.00 15.20 15.40 15.60
5000 m/z 85.05 74 .34%
99.0
. 141.0183.0225.0267.0300.0351.0 408.0
| N N N N N e .

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105885: Octadecane e REaREEEEE
15.00 15.20 15.40 15.60

m/z 55.00 52 .85%

5000

141.0183.0 254.0
O R I I B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15. 00 15 20 15.40 15.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF071618\
Data File : BF107419.D

Acq On 16 Jul 2018 22:55

Operator : JU/SJ

Sample - J3545-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071618_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... 5.22 12.2 ng 642965 1 6.98 1050950 20.0
unknown6.75 6.75 91.5 ng 4806940 1 6.98 1050950 20.0
7-Acetyl-3,3-dime. .. 8.55 9.5 ng 670843 2 8.27 1405780 20.0
As-Indacene, dode... 8.72 5.5 ng 389893 2 8.27 1405780 20.0
trans,trans- and ... 8.88 5.0 ng 349954 2 8.27 1405780 20.0
unknown9.01 9.01 5.4 ng 382457 2 8.27 1405780 20.0
unknown9 .04 9.04 6.7 ng 468881 2 8.27 1405780 20.0
unknown9 .14 9.14 9.0 ng 629695 2 8.27 1405780 20.0
unknown9 .42 9.42 8.7 ng 1773320 3 10.03 4068850 20.0
unknown9 .80 9.80 5.1 ng 1030020 3 10.03 4068850 20.0
unknown9 .90 9.90 10.3 ng 2091620 3 10.03 4068850 20.0
unknown9 .94 9.94 16.4 ng 3334830 3 10.03 4068850 20.0
Dodecane 10.28 6.1 ng 1246760 3 10.03 4068850 20.0
Naphthalene, 1,6,... 10.35 5.0 ng 1019750 3 10.03 4068850 20.0
Decahydro-8a-ethy... 10.45 11.4 ng 2310960 3 10.03 4068850 20.0
Sulfurous acid, d... 10.96 20.0 ng 3797150 4 11.54 3797150 20.0
1,3-Benzenedicarb... 14.79 13.5 ng 690577 5 14.17 1019880 20.0
Heneicosane 14 .94 4.7 ng 337695 6 15.70 1435150 20.0
Nonacosane 15.30 5.5 ng 396837 6 15.70 1435150 20.0
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