LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106562.D

Aca On 19 Jun 2018 2:49

Operator : JU/SJ

Sample : J3563-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061118.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 5.201 484 487 493 rVB 94748 101268 3.35% 0.429%
2 5.613 554 557 565 rBVY 1499765 1358075 44.92% 5.760%
3 6.613 723 727 732 rBV 929945 855359 28.29% 3.628%
4 6.748 745 750 753 rBVY 2479828 2321538 76.79% 9.846%
5 6.966 783 787 791 rBV 862468 696809 23.05% 2.955%
6 7.125 809 814 817 rBVY 2379662 2165878 71.64% 9.185%
7 7.484 871 875 878 rBV 63706 56533 1.87% 0.240%
8 7.531 878 883 886 rBY 1831546 1977086 65.39% 8.385%
9 7.584 889 892 897 rvVv 72890 73851 2.44% 0.313%
10 7.625 897 899 902 rVB 48631 38329 1.27% 0.163%
11 7.901 942 946 952 rBV 284520 298298 9.87% 1.265%
12 8.101 976 980 984 rBV3 33019 42265 1.40% 0.179%
13 8.178 990 993 995 rBV 43754 31387 1.04% 0.133%

14 8.248 1001 1005 1010 rBV 1025504 852402 28.19% 3.615%
15 8.660 1071 1075 1080 rBV 229252 251066 8.30% 1.065%

16 8.719 1083 1085 1089 rVB4 32297 34884 1.15% 0.148%
17 8.907 1113 1117 1120 rBV3 36371 46271 1.53% 0.196%
18 9.078 1143 1146 1153 rVB 47710 57219 1.89% 0.243%
19 9.325 1183 1188 1191 rBV 3168579 3023389 100.00% 12.822%
20 9.425 1202 1205 1209 rVB 53005 47976 1.59% 0.203%
21 9.566 1225 1229 1232 rBV4 22171 34546 1.14% 0.147%

22 9.672 1242 1247 1251 rBV2 170465 220637 7.30% 0.936%
23 9.713 1251 1254 1257 rVB 191105 154524 5.11% 0.655%

24 9.854 1275 1278 1281 rBV4 25516 33147 1.10% 0.141%
25 9.913 1285 1288 1291 rBV2 59197 64856 2.15% 0.275%
26 10.007 1299 1304 1313 rBV 1005083 927814 30.69% 3.935%
27 10.166 1328 1331 1334 rBv4 27239 37594 1.24% 0.159%
28 10.207 1336 1338 1340 rVVv3 55444 52608 1.74% 0.223%
29 10.231 1340 1342 1346 rVB4 56002 59852 1.98% 0.254%
30 10.313 1353 1356 1361 rBV3 81641 128558 4._.25% 0.545%
31 10.366 1363 1365 1367 rBV2 54834 47472 1.57% 0.201%
32 10.389 1367 1369 1372 rVV2 153525 139598 4.62% 0.592%
33 10.419 1372 1374 1379 rVB4 60434 57503 1.90% 0.244%
34 10.578 1398 1401 1404 rBvV4 27675 32181 1.06% 0.136%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106562.D

Aca On 19 Jun 2018 2:49

Operator : JU/SJ

Sample : J3563-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 10.801 1435 1439 1444 rVB 1694617 1600301 52.93% 6.787%

36 10.889 1451 1454 1460 rBV 208600 181879 6.02% 0.771%

37 10.972 1466 1468 1470 rBV2 52602 59810 1.98% 0.254%
38 11.001 1471 1473 1477 rVB3 81930 91327 3.02% 0.387%
39 11.042 1477 1480 1482 rBV2 60637 54061 1.79% 0.229%
40 11.154 1497 1499 1503 rVB4 35834 41471 1.37% 0.176%
41 11.189 1503 1505 1507 rBV 45232 37871 1.25% 0.161%
42 11.342 1529 1531 1534 rBV2 31811 33376 1.10% 0.142%
43 11.378 1534 1537 1540 rVB4 37419 39445 1.30% 0.167%
44 11.501 1554 1558 1561 rBVY 777268 693072 22.92% 2.939%
45 11.695 1588 1591 1596 rBV7 35507 53566 1.77% 0.227%
46 12.889 1791 1794 1798 rVB 42437 37030 1.22% 0.157%

47 13.083 1823 1827 1831 rBV 2629063 2715905 89.83% 11.518%
48 13.960 1973 1976 1982 rBV 114103 115146 3.81% 0.488%
49 14.148 2004 2008 2013 rVB 925620 814979 26.96% 3.456%
50 15.683 2264 2269 2275 rBV 538242 689396 22.80% 2.924%

Sum of corrected areas: 23579408
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061818\

BF106562.D

19 Jun 2018 2:49

JussJ

J3563-02

37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106562.D

Aca On 19 Jun 2018 2:49

Operator : JU/SJ

Sample : J3563-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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.

5.20 2.91 ng 101268 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 487 (5.201 min): BF106562.D (-484) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 NSEASRAEANRARRE SRR
| 83.0 | 4.80 5.00 5.20 5.40 5.60
L L e i A e m/z 59.00 60.83%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.10 18.56%
"'l“t'|“'W”“'“U“"|“"|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 500 520 540 5.60
5000 m/z 58.00 14 .95%
410 101.0
15.0 310 77 500 69.0  83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- R e
59.0 480 5.00 5.20 5.40 5.60
m/z 41.00 8.34%
5000 41.0
31.0
‘ 69.0 87.0
15.0 ‘\‘ L1500 ‘ 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106562.D

Aca On 19 Jun 2018 2:49

Operator : JU/SJ

Sample : J3563-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 1,2-Ethanediol, 1,2-di-2-fu... Concentration Rank 10

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

7.58 2.12 ng 73851 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2-Ethanediol. 1.2-di-2-furanvl- 194 C10H1004 004464-77-1 50
2 Thiophene. 3-methvl- 98 C5H6S 000616-44-4 40
3 Thiophene. 2-methvl- 98 C5H6S 000554-14-3 40
4 1-Pentvne. 3-methoxv-3-methvl- 112 C7H120 022802-35-3 38
5 Sulfurous acid, cyclohexylmethyl... 416 C24H4803S 1000309-22-5 37

Abundance Scan 891 (7.578 min): BF106562.D (-889) (-) m/z 97.00 100.00%
971.0
43.0
5000
70.0
| 1]12,1 7.20 7.40 7.60 7.80 8.00
T m/z 43.00  73.10%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55743: 1,2-Ethanediol, 1,2-di-2-furanyl-
97.0
5000 R R L R
720 7.40 7.60 7.80 8.00
41.0 m/z 83.00 69.15%
“ 81.0
T '|""|“"N'??p"”""'l""l"' N "|'%9%?
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
97.0
7.20 7.40 7.60 7.80 8.00
5000 m/z 98.00 41.00%
45.0
12.0 27.0 69.0
mz-> 20 40 60 80 100 120 140 160 180 |
Abundance #3123: Thiophene, 2-methyl- SN AV N
97.0 7.20 7.40 7.60 7.80 8.00
m/z 54.95 32.46%
5000
45.0
mz> 'z'o' "M ' o 's'o' "0 120 1o 140 180 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106562.D

Aca On 19 Jun 2018 2:49

Operator : JU/SJ

Sample : J3563-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown8.66 Concentration Rank 3

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

8.66 5.89 ng 251066 Naphthalene-d8 8.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiophenecarboxvlic acid. 2-pe... 338 C20H3402S 1000280-66-4 45
2 Thiophene-2-carboxvlic acid. 2.6... 398 C16H12F603S 1000304-48-8 38
3 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 36
4 Pvridin-2.6-diol. diacetate 195 C9HONO4 1000153-09-2 33
5 Piperidine-2,5-dione 113 C5H7NO2 052065-78-8 18

Abundance Scan 1075 (8.660 min): BF106562.D (-1071) (-) m/z 111.00 100.00%
111.0
43.0
5000
j - 541 840 8.60 8.80 9.00
(o} B T A A o m/z 43.00 64 .39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175315: 2-Thiophenecarboxylic acid, 2-pentadecy! ester
430 111.0
5000 IR AR RS RSN A
8.40 8.60 8.80 9.00
m/z 55.00 27 .73%
il i\”“\lﬂlﬁlﬁalu‘\l \I “l ‘|15|5|0| . |2|1?9| : ——
m/z--> 50 100 150 200 250 300 350 400
Abundance
111.0
840 8.60 8.80 9.00
5000 m/z 85.00 19.66%
39.0
77.0 149.0 189.0219.0 287.0 398.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #11597: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0 8.40 8.60 8.80 9.00
m/z 56.00 15.27%
5000
27.0
'WNF“‘”'W L UL UL UL SURL L SUNL AL S
m/z--> 50 100 150 200 250 300 350 400 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106562.D

Aca On 19 Jun 2018 2:49

Operator : JU/SJ

Sample : J3563-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknownl0.31 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.31 2.77 ng 128558 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone. 3.4-dihvdro... 160 C11H120 051015-28-2 46
2 3-1sopropvlidenephthalide 174 C11H1002 004767-54-8 43
3 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 030316-17-7 43
4 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 021693-55-0 42
5 Acrylophenone, 2,2",5"-trimethyl- 174 C12H140 016205-96-2 30
Abundance Scan 1356 (10.313 min): BF106562.D (-1353) (-) m/z 132.05 100.00%
132.1
15914741
5000
10.00 10.20 10.40 10.60
m/z 159.10 68.00%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30849: 1(2H)-Naphthalenone, 3,4-dihydro-8-methy!-
132.0
5000 160.0 NSNS IR SRR
104.0 10.00 10.20 10.40 10.60
70 5LO 78.0 m/z 174.10 60.80%
.:!'2.'.Q| .‘l. : "‘I : \‘ul \‘H 'H;H‘I ol I\‘I\I IM\I : lw‘l I .‘. — I‘ B
m/z--> 20 40 80 100 120 140 160 180
Abundance
159.0174.0
104.0 10.00 10.20 10.40 10.60
5000 76.0 m/z 104.00 54 .46%
410 131.0
LI FURLELEL UL UL LR UL DAL SARLLEL AR SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41178: Naphthalene, 1,2,3,4-tetrahydro-2,5,8-trimethy!-
1320  159.0174.0 10.00 10.20 10.40 10.60
m/z 115.00 23.11%
5000
010 115
15.0 63.0 ‘ ‘ ‘
”.l,jﬂutﬂuﬂ.ﬂmu:q.u”,ﬂ. I TR S A A
m/z--> 20 60 80 100 120 140 160 180 10,00 10.20 10,40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106562.D

Aca On 19 Jun 2018 2:49

Operator : JU/SJ

Sample : J3563-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Naphthalene, l-ethoxy- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.39 3.01 ng 139598 Acenaphthene-d10 10.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. l-ethoxv- 172 C12H120 005328-01-8 91
2 2-Cvclohexen-1-one. 3-phenvl- 172 C12H120 010345-87-6 53
3 1H-Pvrazole-3-carboxaldehvde. 5-... 172 C10H8N20 057204-65-6 49
4 Benzofuran. 3-methvl-2-(l1-methvl... 172 C12H120 023911-58-2 41
5 1-Naphthalenol 144 C10H80 000090-15-3 38
Abundance Scan 1369 (10.389 min): BF106562.D (-1367) (-) m/z 144.05 100.00%
1441 1721
5000
39.0
10.00 10.20 10.40 10.60 10.80
19012071 1 Tw/z 172.05  92.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39833: Naphthalene, 1-ethoxy-
144.0
172.0
115.0
5000
10.00 10.20 10.40 10.60 10.80
m/z 115.10 66 .05%
280 440 630 890 ‘ N
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
144.0
172.0 10.00 10.20 10.40 10.60 10.80
5000 115.0 m/z 131.10 44.27%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #39738: 1H-Pyrazole-3-carboxaldehyde, 5-phenyl- AR e e
115.0 10.00 10.20 10.40 10.60 10.80
m/z 153.05 44 _06%
172.0
5000
77.0
>0 ! \‘ | 144.0 |
|
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106562.D

Aca On 19 Jun 2018 2:49

Operator : JU/SJ

Sample : J3563-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Cyclohept[f]indene, 1,2,3,5... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.89 5.25 ng 181879 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptlflindene., 1.2.3.5.6.7.... 186 C14H18 007140-25-2 58
2 I1.1"-Biphenvll1-2.2"-diol 186 C12H1002 001806-29-7 55
3 Phenanthrene. 1.2.3.4.5.6.7.8-0c... 186 C14H18 005325-97-3 46
4 I1.1"-Biphenvl1-4.4"-diol 186 C12H1002 000092-88-6 45
5 Phenol, 3-phenoxy- 186 C12H1002 000713-68-8 43
Abundance Scan 1454 (10.889 min): BF106562.D (-1451) (-) m/z 186.10 100.00%
186.1
57.0 115.0
5000 157.1
5.0

320.8 10.60 10.80 11.00 11.20
: m/z 57.00 53.75%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #50409: Cyclohept[flindene, 1,2,3,5,6,7,8,9-octahydro-
186.0
5000 IIIIIIIIIIIIIIIIIII
10 60 10. 80 11. 00 11. 20
129 g 157.0 m/z 115.00 52.37%
SN/ T S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
186.0
S EREREREE RS
10.60 10.80 11.00 11.20
5000 m/z 157.10 40.37%
131.0157.0
26.0 51.0 77.0 102.0
m‘mmrmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #50404: Phenanthrene, 1,2,3,4,5,6,7,8-octahydro- T LI SO T e Eh
158.0 186.0 10.60 10.80 11.00 11.20

m/z 144_.10 38.95%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106562.D

Aca On 19 Jun 2018 2:49

Operator : JU/SJ

Sample : J3563-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknownl11.00 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.00 2.64 ng 91327 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)-5-... 164 C11H160 000088-60-8 46
2 Phenol. 2-(1.1-dimethvlethvl)-3-... 164 C11H160 013037-79-1 38
3 2H-Tetrazole. 5-(4-methoxvbenzyl)- 190 C9H10N40 1000315-87-6 25
4 Pvridinium. 1-(acetvlamino)-2.6-... 164 C9H12N20 031020-35-6 25
5 1,3-Cyclohexadiene, 1,5,5,6-tetr... 136 C10H16 000514-94-3 25

Abundance Scan 1473 (11.001 min): BF106562.D (-1471) (-) m/z 149.10 100.00%

107. 1

5000

10.60 10.80 11.00 11.20 11.40
m/z 107.00 92.71%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33640: Phenol, 2-(1,1-dimethylethyl)-5-methyl-
149.0
5000 | BN LI L L L LB L
121.0 10.60 10.80 11.00 11.20 11.40
m/z 121.00 73.39%
410 g5o M0 16L3 0
50 e e e LR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
149.0
R AE A RRREE BE S
10.60 10.80 11.00 11.20 11.40
5000 m/z 145.00 32.38%
121.0
180 4.0 gso 0 165.0
T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53496: 2H-Tetrazole, 5-(4-methoxybenzyl)- R EREREREREE
121.0 10.60 10.80 11.00 11.20 11.40
m/z 191.10 30.18%
5000
77.0
51.0 ‘
190.0
TN N T e L
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF061818\
Data File : BF106562.D

Aca On 19 Jun 2018 2:49

Operator : JU/SJ

Sample : J3563-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Trichloroacetic acid, hexad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.96 2.83 ng 115146 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Cvclopentadecane 210 C15H30 000295-48-7 93
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
Abundance Scan 1976 (13.960 min): BF106562.D (-1973) (-) m/z 57.00 100.00%
510 197.0
5000
125.1 AR AR BN SN
167.1 2071 2820 13.60 13.80 14.00 14.20
R . m/z 55.00 98.23%
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0
83.0
5000 R P DR BURLES B
111.0 Bmmmmmmm
m/z 43.05 95.17%
| dh MHF390167019602240
m/z--> 50 100 150 260 250 300 3%0
Abundance
57.0
97.0 AU BRI U I
13.60 13.80 14.00 14.20
5000 m/z 83.05 91.61%
29.0 125.0
154.0182.0210.0 o550 356.0
m/z--> o '55' ' "160" ' ﬁéo" "200" ' ééo" "360" ' ééo
Abundance #175127: Trifluoroacetoxy hexadecane L o S TR
57.0 13.60 13.80 14.00 14.20
97.0 m/z 69.10 85.66%
5000
29.0 125.0
P g iy} 1540 19602240 2690 3500
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 350 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\BF061818\
Data File : BF106562.D

Acq On 19 Jun 2018 2:49

Operator : JU/SJ

Sample - J3563-02

Misc :

ALS Vial : 37 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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... 5.20 2.9 ng 101268 1 6.97 696809 20.0
1,2-Ethanediol, 1... 7.58 2.1 ng 73851 1 6.97 696809 20.0
unknown8 .66 8.66 5.9 ng 251066 2 8.25 852402 20.0
unknown10.31 10.31 2.8 ng 128558 3 10.01 927814 20.0
Naphthalene, 1-et... 10.39 3.0 ng 139598 3 10.01 927814 20.0
Cyclohept[f]inden... 10.89 5.3 ng 181879 4 11.50 693072 20.0
unknownl11.00 11.00 2.6 ng 91327 4 11.50 693072 20.0
Trichloroacetic a... 13.96 2.8 ng 115146 5 14.15 814979 20.0
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