LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106752.D

Aca On : 23 Jun 2018 11:16

Operator : JU/SJ

Sample : J3597-03

Misc :

ALS Vial : 44 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 5.190 482 485 492 rBV 27254 28211 2.31% 0.303%
2 5.284 497 501 505 rBV 234117 217917 17.82% 2.340%
3 5.601 551 555 566 rBB 559318 479608 39.22% 5.149%
4 6.601 721 725 733 rBV 304277 295544 24 _.17% 3.173%
5 6.737 744 748 751 rBV 959827 816986 66.80% 8.772%
6 6.890 771 774 779 rVB2 19950 19478 1.59% 0.209%
7 6.960 782 786 791 rBV 291362 260691 21.32% 2.799%
8 7.113 808 812 816 rBV 834677 804696 65.80% 8.640%
9 7.525 877 882 885 rBV 672371 607717 49.69% 6.525%
10 7.595 892 894 900 rBV4 23029 27379 2.24% 0.294%
11 7.695 909 911 914 rVB2 16436 13432 1.10% 0.144%
12 8.242 999 1004 1008 rBV 300607 261924 21.42% 2.812%
13 8.389 1023 1029 1031 rBvV2 15642 18318 1.50% 0.197%
14 8.607 1059 1066 1073 rBV5 16007 33277 2.72% 0.357%
15 8.689 1075 1080 1083 rBv4 16014 24491 2.00% 0.263%
16 8.795 1096 1098 1103 rVB 59471 52672 4_.31% 0.566%
17 8.842 1103 1106 1108 rBvV2 15874 16690 1.36% 0.179%
18 8.972 1125 1128 1131 rBV3 21591 20602 1.68% 0.221%
19 9.001 1131 1133 1137 rVB3 15056 17693 1.45% 0.190%
20 9.054 1137 1142 1144 rBV4 11942 20656 1.69% 0.222%
21 9.078 1144 1146 1152 rVB5 24890 28650 2.34% 0.308%
22 9.131 1152 1155 1156 rBvV2 13749 13477 1.10% 0.145%
23 9.160 1156 1160 1162 rvv2 13324 19336 1.58% 0.208%
24 9.184 1162 1164 1167 rVB4 19231 19559 1.60% 0.210%
25 9.219 1167 1170 1173 rBv4 16381 15985 1.31% 0.172%
26 9.272 1173 1179 1182 rBV7 16051 24361 1.99% 0.262%
27 9.313 1182 1186 1190 rBVY 1109934 992895 81.19% 10.660%
28 9.660 1243 1245 1247 rBV3 27758 23487 1.92% 0.252%
29 9.689 1247 1250 1251 rVvVv 43182 38549 3.15% 0.414%
30 9.707 1251 1253 1258 rVB 45108 42909 3.51% 0.461%
31 9.789 1264 1267 1269 rBV 38536 26177 2.14% 0.281%
32 9.954 1289 1295 1299 rBV5 6781 16053 1.31% 0.172%
33 10.001 1299 1303 1309 rVB 287255 255326 20.88% 2.741%
34 10.307 1353 1355 1358 rBvV4 17319 16931 1.38% 0.182%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106752.D

Aca On : 23 Jun 2018 11:16

Operator : JU/SJ

Sample : J3597-03

Misc :

ALS Vial : 44 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 10.383 1366 1368 1371 rBV3 16631 15423 1.26% 0.166%
36 10.489 1383 1386 1389 rBV3 12154 14538 1.19% 0.156%
37 10.654 1411 1414 1417 rVB3 24759 22338 1.83% 0.240%
38 10.713 1422 1424 1431 rVB5 13102 17109 1.40% 0.184%
39 10.795 1434 1438 1441 rBV 710321 627995 51.35% 6.743%
40 10.883 1449 1453 1456 rBVY 12560 13289 1.09% 0.143%
41 11.036 1474 1479 1482 rVB6 11782 15360 1.26% 0.165%
42 11.078 1484 1486 1491 rBV3 11616 12705 1.04% 0.136%
43 11.489 1553 1556 1560 rBVY 290926 267231 21.85% 2.869%
44 12.877 1789 1792 1796 rVB2 25837 24202 1.98% 0.260%

45 12.960 1803 1806 1814 rVB 131148 116560 9.53% 1.251%

46 13.077 1822 1826 1829 rBV 1257338 1222949 100.00% 13.130%

47 13.583 1910 1912 1915 rVB2 16705 14867 1.22% 0.160%
48 13.624 1915 1919 1922 rBV 14747 15638 1.28% 0.168%
49 13.960 1973 1976 1983 rBV 26757 30257 2.47% 0.325%
50 14.148 2004 2008 2012 rBV 354231 339054 27.72% 3.640%
51 14.283 2027 2031 2035 rVB 38740 34928 2.86% 0.375%
52 14.595 2080 2084 2089 rBV 82721 83114 6.80% 0.892%

53 14.918 2135 2139 2143 rVB 116628 121596 9.94% 1.306%
54 15.271 2195 2199 2204 rBV 132577 145848 11.93% 1.566%
55 15.683 2263 2269 2275 rVB2 226764 373863 30.57% 4.014%

56 16.136 2341 2346 2353 rVB 75843 117160 9.58% 1.258%

57 16.671 2432 2437 2443 rVB 35285 59034 4.83% 0.634%

58 17.307 2541 2545 2554 rVB4 11984 24015 1.96% 0.258%

59 18.042 2666 2670 2676 rBVS8 5628 13072 1.07% 0.140%
Sum of corrected areas: 9313822
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062218\
: BF106752.D

: 23 Jun 2018 11:16

: Ju/sd

: J3597-03

: 44 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061918 .M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance
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1200000

1000000

800000

600000

400000

200000

TIC: BF106752.D

14.15
15.68
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T T
17.50 18.00

16.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106752.D

Aca On : 23 Jun 2018 11:16

Operator : JU/SJ

Sample : J3597-03

Misc :

ALS Vial : 44 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13

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

5.19 2.16 ng 28211 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 3-Hexanol 102 C6H140 000623-37-0 9

Abundance Scan 485 (5.190 min): BF106752.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 e
| 83.0 | 4.80 500 5.20 5.40 5.60
o)A ¥ EMISSSOVS | D eSS MRS m/z 59.00 59.61%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I UL L I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 21.31%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540 5.60
5000 m/z 58.00 15.06%
101.0
150 310 58.0 490 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester R e B
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.46%
57.0
5000
20.0 101.0
N P [l 730 830 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106752.D

Aca On : 23 Jun 2018 11:16

Operator : JU/SJ

Sample : J3597-03

Misc :

ALS Vial : 44 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 2 Benzene, chloro- Concentration Rank 3

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

5.28 16.72 ng 217917 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. chloro- 112 C6H5CI 000108-90-7 96
2 Phenol. 4-fluoro- 112 C6H5FO0 000371-41-5 17
3 3-Nitropvrrole 112 C4H4N202 005930-94-9 9
4 Cevane-3.4.6.7.14.15.16.20-octol... 793 C41H63N014 000143-57-7 9
5 Dipipanone 349 C24H31NO 000467-83-4 9

Abundance Scan 500 (5.278 min): BF106752.D (-497) (-) m/z 112.00 100.00%
119.0
77.0
5000
|° B 0 Sk ek
38.0 . . .
o..,....,....,...-!',....-!..:??'.9...,.-!'::,.5?6.'9,.?.7-.?....,'...,.. m/z 77.00 62.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6348: Benzene, chloro-
112.0
77.0
5000 R LN L I R
5.00 5.20 5.40 5.60
51.0 m/z 114.00 32.00%
oL 150 27.0 38.0 W‘ 610 |,/ 860 970 I}
miz-> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance
112.0
'5.00 520 540 560
5000 m/z 51.00 22.53%
83.0
57.0
0 310 45.0 73.0 94.0
miz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6216: 3-Nitropyrrole N B B
112.0 5.00 5.20 5.40 5.60
m/z 50.00 20.12%
5000 39.0
28.0 ‘ 550 66.0 82.0 96.0
O o L i B e e B Bn 12 NN L
miz-> 10 20 30 40 50 60 70 8 90 100 110 120 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106752.D

Aca On : 23 Jun 2018 11:16

Operator : JU/SJ

Sample : J3597-03

Misc :

ALS Vial : 44 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 3 unknown6.74 Concentration Rank 1

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

6.74 62.68 ng 816986 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 749 (6.742 min): BF106752.D (-744) (-) m/z 132.00 100.00%
132.0
5000
68.1
00 5o ey 1 Tk ok ok 7o
ol oz m/z 134.00 33.79%
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 AR SR S AR
6.40 6.60 6.80 7.00
2.0 510 m/z 68.10 32.43%
0"P'“P'”J”J“J'WL“'P”lP'”I”“I”'W'”'P”'P'”I“” N
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 m/z 66.00 19.70%
104.0
ol 140 270 300 510 06.0 77.0 490 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine B
132.0 6.40 6.60 6.80 7.00

m/z 96.10 12 _.50%

5000

33.0 44.0 0.0 105.0
560 | | 860 | “

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\BF062218\
Data File : BF106752.D

Aca On : 23 Jun 2018 11:16

Operator : JU/SJ

Sample : J3597-03

Misc :

ALS Vial : 44 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 5 Benzene, l-methyl-2-(1-meth... Concentration Rank 14

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

7.60 2.10 ng 27379 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-2-(l-methvl-2-__.. 146 C11H14 097664-19-2 74
2 Benzene. (l-methvl-1-butenvl)- 146 C11H14 053172-84-2 64
3 1H-Indene. 2.3-dihvdro-4.6-dimet... 146 Cl11H14 001685-82-1 64
4 1H-Indene. 2.3-dihvdro-1.3-dimet... 146 C11H14 004175-53-5 53
5 1,3-Cyclopentadiene, 5-(trans-2-... 146 Cl11H14 079209-36-2 50

Abundance Scan 895 (7.601 min): BF106752.D (-892) (-) m/z 131.10 100.00%
131.1
5000 93.0 146.1
7. 115.0 S | N —
|| 50“9 ||| | | 7.20 7.40 7.60 7.80 8.00
) ul, .'..,.... - L e Tm/z 136.10  57.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21679: Benzene, 1-methyl-2-(1-methyl-2-propenyl)-
131.0
5000 AL IR UL R
oL0 720 7.0 7.60 7.80 8.00
115.0 146.0 m/z 93.00 42.19%
ﬂoﬁosm §0Wo 1%0“ A
o] E— ...‘. S YN S P SV FYSRTS [ S Y —| | 1] ...l‘.... S| PE—
iz 15 % % 4 B & 70 8 9 100 110 130 190 140 120
Abundance
131.0
Lo 750 740 750 780 80
5000 m/z 146.10 37.91%
146.0
57 390 5L0 77.0 115.0
. 150 27 63.0 103.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #21650: 1H-Indene, 2,3-dihydro-4,6-dimethyl- ! B REams pE s .", —
131.0 7.20 7.40 7.60 7.80 8.00
m/z 91.00 37.81%
5000
146.0
39.0 115.0
oL 150 %10 710 510 630 710 MO4050 T )
m/z--> 10 2'0 30 4'0 5'0 6|0 7'0 80 90 1(')0 ﬁo 120 130 140 150 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106752.D

Aca On : 23 Jun 2018 11:16

Operator : JU/SJ

Sample : J3597-03

Misc :

ALS Vial : 44 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 unknown8.61 Concentration Rank 11

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

8.61 2.54 ng 33277 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone. octahvdro-.... 152 C10H160 021370-71-8 43
2 Cvclohexanone. 2-(2-methvlpropvl... 152 C10H160 043108-69-6 35
3 (HNH-(BEY-Limonene oxide 152 C10H160 006909-30-4 27
4 2.4-BisChvdroxvlamino)pvrimidine 142 C4H6N402 154845-38-2 27
5 Naphth[2,3-bJoxirene, decahydro- 152 C10H160 021399-51-9 27

Abundance Scan 1066 (8.607 min): BF106752.D (-1059) (-) m/z 109.10 100.00%
109.1
67.0 131.1
410 550
152.1

8.20 8.40 8.60 8.80 9.00

5000 ’ ‘

Ot AL E L e L m/z 67.00 77.83%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25232: 1(2H)-Naphthalenone, octahydro-, trans-
109.0
81.0
67.0
152.0
5000 410 970 NI LN L L L L L L
550 8.20 8.40 8.60 8.80 9.00
123.0 m/z 131.10 71.69%
o N | NN SO PO O O e A '
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
41.0 67.0 810
109.0 1520
270 820 840 8.60 8.80 9.00
5000 55.0 97.0 m/z 81.00 63.32%
137.0
124.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25127: (+)-(E)-Limonene oxide A RREEE RS E ST
94.0 8.20 8.40 8.60 8.80 9.00
43.0 67.0 108.0 m/z 82.00 60.45%
79.0
5000
27.0 ‘ 55.0
137.0
AT T T T - Y
m/z--> 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\BF062218\
Data File : BF106752.D

Aca On : 23 Jun 2018 11:16

Operator : JU/SJ

Sample : J3597-03

Misc :

ALS Vial : 44 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 Benzene, pentamethyl- Concentration Rank 9

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

8.80 4.02 ng 52672 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. pentamethvl- 148 C11H16 000700-12-9 95
2 Benzene. 1.3-dimethvl-5-(1l-methv... 148 C11H16 004706-90-5 87
3 Benzene. 1.3-diethyl-5-methvl- 148 C11H16 002050-24-0 86
4 3.4-Dimethvlcumene 148 C11H16 1000370-34-1 83
5 Benzene, l-ethyl-4-(1-methylethyl)- 148 C11H16 004218-48-8 80

Abundance Scan 1099 (8.801 min): BF106752.D (-1096) (-) m/z 133.10 100.00%
138.1
5000 148.1
8.40 8.60 8.80 9.00 9.20
(o} m/z 148.05 42 .49%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #22771: Benzene, pentamethyl-
133.0
5000 REBE SRR RAARE SRR
148.0 840 860 8.80 9.00 9.20
9L0 105 o m/z 117.10 27 .21%
0 15.0 . 39\'\0 I 63'\0 77\‘.\0 ‘ \‘. \\9'0 . \‘ 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 145.10 22 .95%
148.0
oL 20 150 390 530 77.0 910105059
mz-> 0 20 40 60 8 100 120 140 160
Abundance #22806: Benzene, 1,3-diethyl-5-methyl-
119.0138.0 8.40 8.60 8.80 9.00 9.20
m/z 115.00 20.19%
5000 148.0
91.0 105.0
77.0
m/z--> 0 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106752.D

Aca On : 23 Jun 2018 11:16

Operator : JU/SJ

Sample : J3597-03

Misc :

ALS Vial : 44 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 8 unknown9.08 Concentration Rank 12

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

9.08 2.19 ng 28650 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.11-Dimethvltricvclol9.2.2.14.8... 270 C18H2202 1000311-68-2 16
2 4-Fluorobenzoic acid. 2-phenvlet... 244 C15H13F02 090172-19-3 16
3 3-Fluorobenzoic acid. 2-phenvlet... 244 C15H13F02 1000279-04-8 16
4 2-Fluorobenzoic acid. 2-phenvlet... 244 C15H13F02 1000278-98-3 16
5 Benzene, (3-methyl-4-pentenyl)- 160 C12H16 042524-30-1 10

Abundance Scan 1146 (9.078 min): BF106752.D (-1144) (-) m/z 104.00 100.00%
104.0
131.1 160.1
5000
51.0
| ‘ || ‘ | 8.80 9.00 9.20 9.40
Y O 8 1 Il m/z 117.10 93.09%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119502: 1,11-Dimethyliricyclo[9.2.2.14,8]hexadeca-4,6,8(1...
117.0
5000
8.80 9.00 9.20 9.40
430 91.0 140.0 m/z 131.10 70.21%
b S0 L apomme  amo
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
104.0
8.80 9.00 9.20 9.40
5000 m/z 91.00 69.65%
o 270 510 75.0 124.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #97403: 3-Fluorobenzoic acid, 2-phenylethyl ester
104.0 8.80 9.00 9.20 9.40
m/z 160.10 69 .55%
5000
75.0
0 Fzg.u?ﬁ?,ﬂnﬂh..k"M.%zm?.,.”. T
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106752.D

Aca On : 23 Jun 2018 11:16

Operator : JU/SJ

Sample : J3597-03

Misc :

ALS Vial : 44 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF061918_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 Naphthalene, 1,5-dimethyl- Concentration Rank 16

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

9.79 2.05 ng 26177 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.5-dimethvl- 156 C12H12 000571-61-9 98
2 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 98
3 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
4 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 97
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96

Abundance Scan 1267 (9.789 min): BF106752.D (-1264) (-) m/z 156.10 100.00%
156.1
141.1
5000
40 630 770 951 901980 9.40 9.60 9.80 10.00 10.20
01 m/z 141.10 59.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28503: Naphthalene, 1,5-dimethyl-
141.0 156.0
5000 SRR A R I
9.40 9.60 9.80 10.00 10.20
76.0 115.0 1,0 o m/z 155.05 35.01%
o 210 $O§PM‘8MMMO‘ Al
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 1§o 140 150 160
Abundance
141.0 1560
9.40 9.60 9.80 10.00 10.20
5000 m/z 153.05 19.00%
115.0
270 51.0 63.0 77.0 128.0
R B B R AR KRR KRR LA KR R LAY LA AL LRAN LA LA LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28500: Naphthalene, 1,6-dimethyl-
o 156.0 9.40 9.60 9.80 10.00 10.20
14l m/z 115.00 16.55%
5000
115.0
51.0 63.0 77.0 128.0
A OOV . 0 S N |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.40 9.60 9.80 10.00 10.20

8270-BF061918 .M Mon Jun 25 13:34:57 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106752.D

Aca On : 23 Jun 2018 11:16

Operator : JU/SJ

Sample : J3597-03

Misc :

ALS Vial : 44 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 10 Phenol, 4,4"-(1-methylethyl... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.96 6.88 ng 116560 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.4"-(l-methvlethvlidene... 228 C15H1602 000080-05-7 98
2 2H.8H-Benzol1l.2-b:5.4-b"*1dipvran... 228 C14H1203 000553-19-5 64
3 2H.8H-Benzol1l.2-b:3.4-b"1dipvran... 228 C14H1203 000523-59-1 59
4 4H-Pvrazolol5.1-cl-1.4-benzodiaz... 213 C11H7N302 1000277-20-1 59
5 Decanedioic acid, diethyl ester 258 C14H2604 000110-40-7 53
Abundance Scan 1806 (12.960 min): BF106752.D (-1803) (-) m/z 213.10 100.00%
218.1
5000
a0 0 12.60 12.80 13.00 13.20
39.0 650 : 165.0 : : : :
Ottt .~.|i e 160 et | m/z 119.00  17.19%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84556: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000
12.60 12.80 13.00 13.20
119.0 m/z 228.10 15.92%
65.0 910 165.0 ‘
0|"“l"“|J'“W'J“\'““i"”l"“lf'“l"“l"“l'““
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance
213.0
12:60 12:80 13.00 13.20
5000 m/z 214.10 15.58%
185.0
oL280 510 690 92.0 1280 1570 230.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84389: 2H,8H-Benzo[1,2-b:3,4-bldipyran-2-one, 8,8-dimethyl- L L e
218.0 12.60 12.80 13.00 13.20
m/z 91.00 9.23%
5000
185.0
_— e M
O e e e e e e e e e
mz-> 20 40 60 80 100 120 140 160 180 200 220 12:60 12,80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106752.D

Aca On : 23 Jun 2018 11:16

Operator : JU/SJ

Sample : J3597-03

Misc :

ALS Vial : 44 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 11 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.28 2.06 ng 34928 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Triacontane 422 C30H62 000638-68-6 86
3 Hentriacontane 437 C31H64 000630-04-6 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2030 (14.277 min): BF106752.D (-2027) (-) m/z 57.00 100.00%
57.0
99.0 LN SN BN SUNE
l 141.0 207.0 267 0 14.00 14.20 14.40 14.60
ol b b e e ey | m/z 71.05 67.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
5000 L B B B B
14.00 14.20 14. 40 14. 60
99.0 m/z 42.95 62.85%
m/z--> 50 100 1%0 260 2%0 360 3%0 460 !
Abundance
57.0
14,00 14.20 14.40 14.60
5000 m/z 85.05 49 .69%
99.0
o 141.0 183.0 225.0 2670 300.0 351.0 422.0
m/z--> 55 160 1%0 260 250 360 350 460 !
Abundance #223851: Hentriacontane
57.0 14.00 14.20 14.40 14.60
m/z 55.00 24 .34Y%
5000
9.0
ol | ; 141.0 183.0 2250 2670 309.0 351.0 393.0 436.0
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 3&1,0 4(|)O ! 14'00 14. 20 14. 40 14. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106752.D

Aca On : 23 Jun 2018 11:16

Operator : JU/SJ

Sample : J3597-03

Misc :

ALS Vial : 44 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 12 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .59 4.90 ng 83114 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Octacosane 394 C28H58 000630-02-4 91
3 Docosane 310 C22H46 000629-97-0 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2083 (14.589 min): BF106752.D (-2080) (-) m/z 57.05 100.00%
57.0
5000
99.1 AR NI B SURL S
155.1  203.0 2821 14.20 14.40 14.60 14.80 15.00
ol T Y — m/z 71.05 66.14%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 A DA BN U BN
mmmmmmmmmm
m/z 43.00 63.57%
o 27‘\-0“ | | H‘g? O 1410 1830 2250 2820
m/z--> 55 100 1%0 200 250 360 3éo
Abundance
57.0
14.20 14140 14.60 14.80 15.00
5000 m/z 85.10 49.02%
99.0
27.0 141. 0 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 260 250 360 350
Abundance #153223: Docosane
57.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 23.81%
5000
oLl |10 180 590 5y 100
mz> 50 160' T o e e we 14.20 1440 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106752.D

Aca On : 23 Jun 2018 11:16

Operator : JU/SJ

Sample : J3597-03

Misc :

ALS Vial : 44 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 15 Octacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.14 6.27 ng 117160 Perylene-di12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2347 (16.142 min): BF106752.D (-2341) (-) m/z 57.05 100.00%
57.0
5000 I
sad 1411 15.80 16.00 16.20 16.40
183.1 : : :
IO W i - N NN Ny~ O R o [
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
5000 USSR DR
15. 80 16 00 16. 20 16.40
m/z 85.05 51.87%
99.0
quoL ‘ i | 4 ;4}0 1830 2250 2810 337.0 394.0
m/z--> 50 100 150 200 250 360 3%0 460
Abundance
57.0
15.80 16.00 16.20 16.40
5000 m/z 43.05 51.54Y%
99.0
0126.0 141.0 183.0 2250 267.0 309.0 365.0
LR DL L L DL UL L L L L
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane L B R I
57.0 15.80 16.00 16.20 16.40
m/z 55.00 22.07%
5000
99.0
0260, | | | ﬂ | 1410 1830 2250 267.0 300.0 351.0 422.0
m/z--> éo 100 1éo 260 250 360 3%0 460 1580 1600 1620 1640 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106752.D

Aca On : 23 Jun 2018 11:16

Operator : JU/SJ

Sample : J3597-03

Misc :

ALS Vial : 44 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 16 Hentriacontane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.67 3.16 ng 59034 Perylene-d12 15.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
Abundance Scan 2437 (16.671 min): BF106752.D (-2432) (-) m/z 57.05 100.00%
57.0
' 16.40 16.60 16.80 17.00
(o} m/z 71.05 66.31%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 AR S SR B
16.40 16.60 16.80 17.00
99.0 m/z 43.00 55.54%
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.05 49 .09%
99.0
o 141.0 183.0 225.0 267.0 309.0 366.0
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #141426: Heneicosane
57.0 16.40 16.60 16.80 17.00
m/z 55.00 21.36%
- mem/w
99.0
0l15.0] ] | ‘]\J 141.0 183.0 225.0 296.0
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1,0 4(')0 ! 16.I40 16.|60 16.|80 17.'00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062218\
Data File : BF106752.D

Acq On : 23 Jun 2018 11:16

Operator : JU/SJ

Sample - J3597-03

Misc :

ALS Vial : 44 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.19 2.2 ng 28211 1 6.96 260691 20.0
Benzene, chloro- 5.28 16.7 ng 217917 1 6.96 260691 20.0
unknown6.74 6.74 62.7 ng 816986 1 6.96 260691 20.0
Benzene, 1-methyl. .. 7.60 2.1 ng 27379 1 6.96 260691 20.0
unknown8.61 8.61 2.5 ng 33277 2 8.24 261924 20.0
Benzene, pentamet. .. 8.80 4.0 ng 52672 2 8.24 261924 20.0
unknown9 .08 9.08 2.2 ng 28650 2 8.24 261924 20.0
Naphthalene, 1,5-... 9.79 2.0 ng 26177 3 10.00 255326 20.0
Phenol, 4,4"-(1-m... 12.96 6.9 ng 116560 5 14.15 339054 20.0
Heneicosane 14.28 2.1 ng 34928 5 14.15 339054 20.0
Eicosane 14.59 4.9 ng 83114 5 14.15 339054 20.0
Octacosane 16.14 6.3 ng 117160 6 15.69 373863 20.0
Hentriacontane 16 .67 3.2 ng 59034 6 15.69 373863 20.0
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