LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 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 5.196 482 486 497 rBB 26831 29841 2.39% 0.299%
2 5.284 498 501 504 rBB 15347 12994 1.04% 0.130%
3 5.601 552 555 569 rBB 552063 523299 41.94% 5.243%
4 6.601 722 725 734 rBV 379456 336246 26.95% 3.369%
5 6.737 744 748 752 rBV 942057 870184 69.75% 8.718%
6 6.960 782 786 789 rBV 326382 261557 20.96% 2.621%
7 7.119 808 813 816 rBV 967223 866462 69.45% 8.681%
8 7.372 850 856 864 rBV2 12086 14899 1.19% 0.149%
9 7.525 877 882 885 rBV 719138 664003 53.22% 6.653%
10 7.760 918 922 926 rVB 30722 33094 2.65% 0.332%
11 8.242 1000 1004 1010 rBV 354075 280734 22 .50% 2.813%
12 8.448 1036 1039 1041 rBV 21983 16904 1.35% 0.169%
13 8.472 1041 1043 1045 rVvVv 22926 15724 1.26% 0.158%
14 8.795 1094 1098 1107 rVB3 11700 13659 1.09% 0.137%
15 9.313 1182 1186 1190 rBV 1151245 1096744 87.91% 10.988%
16 9.660 1239 1245 1248 rBV2 20784 20761 1.66% 0.208%
17 9.707 1250 1253 1260 rVB 33950 29753 2.38% 0.298%
18 9.907 1283 1287 1290 rBvV2 16005 13222 1.06% 0.132%
19 10.001 1299 1303 1309 rVB 333210 282436 22.64% 2.830%
20 10.154 1322 1329 1334 rBV2 22692 29821 2.39% 0.299%
21 10.383 1361 1368 1370 rBV2 12008 18307 1.47% 0.183%
22 10.407 1370 1372 1375 rVB 22393 17524 1.40% 0.176%
23 10.795 1434 1438 1441 rBV 739640 644917 51.69% 6.461%
24 10.883 1450 1453 1455 rBV 24478 21249 1.70% 0.213%
25 10.913 1455 1458 1463 rVB3 37204 38332 3.07% 0.384%
26 10.966 1463 1467 1469 rBV 51521 46014 3.69% 0.461%
27 10.995 1469 1472 1476 rVV2 49276 56559 4_.53% 0.567%
28 11.030 1476 1478 1480 rVvVv 64370 50085 4_.01% 0.502%
29 11.054 1480 1482 1485 rVV 34173 28949 2.32% 0.290%
30 11.095 1487 1489 1491 rVvV 29664 31910 2.56% 0.320%
31 11.113 1491 1492 1494 rVvV 31104 16172 1.30% 0.162%
32 11.142 1494 1497 1501 rVvvV3 67524 73993 5.93% 0.741%
33 11.178 1501 1503 1506 rvVv 63680 58035 4 .65% 0.581%
34 11.225 1508 1511 1514 rVB 39335 34523 2.77% 0.346%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 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 11.330 1526 1529 1532 rBV2 20024 18098 1.45% 0.181%
36 11.377 1532 1537 1541 rVB4 23247 29809 2.39% 0.299%
37 11.495 1553 1557 1560 rBV 340618 300287 24.07% 3.009%
38 12.219 1677 1680 1684 rVB 49277 40317 3.23% 0.404%

39 12.960 1803 1806 1813 rVB 191093 175490 14.07% 1.758%
40 13.077 1822 1826 1830 rBV 1287118 1247642 100.00% 12.500%

41 13.589 1910 1913 1915 rBVY 23976 18708 1.50% 0.187%
42 13.624 1917 1919 1923 rVB2 17091 16887 1.35% 0.169%
43 13.954 1972 1975 1979 rBV 54635 55106 4.42% 0.552%
44 14.142 2004 2007 2011 rBV 402391 359762 28.84% 3.604%
45 14.277 2027 2030 2033 rBVY 52096 48361 3.88% 0.485%
46 14.595 2080 2084 2089 rBV 89282 94624 7.58% 0.948%

47 14.913 2134 2138 2143 rVB 145007 143379 11.49% 1.437%
48 15.265 2194 2198 2203 rVB 157601 173723 13.92% 1.741%
49 15.677 2262 2268 2277 rVB2 247820 460474 36.91% 4.613%
50 16.130 2340 2345 2350 rVB 95242 153020 12.26% 1.533%

51 16.665 2432 2436 2443 rVB 50701 96449 7.73% 0.966%

Sum of corrected areas: 9981042
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 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\BF062218\
Data File : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 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 20

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

5.20 2.28 ng 29841 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 56
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 7
4 5-Hexen-2-one 98 C6H100 000109-49-9 7
5 Guanidine 59 CH5N3 000113-00-8 5

Abundance Scan 487 (5.201 min): BF106745.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 SARRS SRR AR RARRS B
| 480 5.00 5.20 5.40 5.60
o E— m/z 59.00 65.79%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LR UL I I
59.0 480 500 520 540 5.60
0
150 a0 1010 m/z 101.00 22.08%
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
480 500 520 540 560
5000 m/z 58.10 18.58%
58.0
150 579 72.0 100.0
o1 T e e e
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime T ERme b
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 10.45%
5000
101.0
150 310 | %80 69,0 86.0
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 : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.74 Concentration Rank 1

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

6.74 66 .54 ng 870184 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 16
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 749 (6.742 min): BF106745.D (-744) (-) m/z 132.00 100.00%
132.
5000 68.1
00 540 o B o0 6% 6B 70 |
01 ; m/z 68.10 36.26%
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 S SR AR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 33.51%
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
640 6.60 680 7.00
5000 m/z 66.00 21.82%
150 280 390 520 830 770 900 1040 .o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine — e e
132.0 6.40 6.60 6.80 7.00
m/z 96.10 13.88%
5000
33.0 44.0 0 105.0
0 56 0\ |, 86.0 ‘ !
m/z--> 10 20 30 40 §0 65 70 85 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF061918.M Mon Jun 25 13:33:42 2018

Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 18

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

7.76 2.36 ng 33094 Naphthalene-d8 8.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 59
2 4.4-Dimethvl-2-pentanol. chlorod... 228 C9H15CIF202 1000376-27-0 38
3 Propanoic acid. 2.2-dimethvl-. m... 116 C6H1202 000598-98-1 10
4 Carbonic acid. bis(l-methvlpropv... 174 C9H1803 000623-63-2 10
5 Propanoic acid, 2,2-dimethyl-, p... 144 C8H1602 005129-35-1 10

Abundance Scan 922 (7.760 min): BF106745.D (-918) (-) m/z 57.00 100.00%
57.0
5000 83.0
39,0 10?'1 125.0 7.40 7.60 7.80 8.00
o A m/z 83.05 41.80%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #30257: Hexanoic acid, 3,5,5-trimethyl-
57.0
5000 R S R S
83.0 7.110 7.%0 7.130 8.60 !
0
270 ‘ H‘ 1030 e g m/z 41.00 32.09%
0....|.‘a..‘i‘.‘..‘.“,‘..‘..|a...‘,”‘....,.‘..}??'.0..“...|....,....,
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance
57.0
7.40 7.60 7.80 8.00
5000 83.0 m/z 56.00 25.27%
29.0
Ol 2000 1290 1570 2130
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #8218: Propanoic acid, 2,2-dimethyl-, methyl ester
57.0 7.40 7.60 7.80 8.00
m/z 55.00 17.93%
5000
29.0
73.0
0 150 | || | 6901160
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 14'10 1('30 15';0 2(')0 ' 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 : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 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 unknownl10.91 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.91 2.55 ng 38332 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Acetamidotropone 163 C9HONO2 006422-12-4 47
2 Acetamide. N-methvIl-N-(4-methvlp... 163 C10H13NO 000612-03-3 47
3 Oxalic acid. ethvl 2-isopropvlph... 236 C13H1604 1000309-56-0 43
4 p-Sec-butvilphenvl acetate 192 C12H1602 003245-24-7 37
5 Oxalic acid, butyl 2-isopropylph... 264 C15H2004 1000309-56-3 37
Abundance Scan 1458 (10.913 min): BF106745.D (-1455) (-) m/z 121.10 100.00%
121.1
5000
163.1
580 77.0 ‘ 10.60 10.80 11.00 11.20
1030 220.1 . . . .
OS2 bt 2018 FDS 770700 45 44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33136: 2-Acetamidotropone
121.0
5000
163.0 10.60 10.80 11.00 11.20
43.0 93.0 m/z 163.10 31.64%
NECCRN 1450
m/z--> 20 40 eb 80 160 120 140 160 180 200 220 240
Abundance
121.0
10.60 10.80 11.00 11.20
5000 163.0 m/z 58.00 18.73%
43.0 65.0 91.0
s A AR AR RARRR RARSS ""I"%??Fl"l"" RN SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #90448: Oxalic acid, ethyl 2-isopropylpheny! ester T .l. T
121.0 10.60 10.80 11.00 11.20
m/z 177.10 12.88%
5000
20.0 91.0 149.0
0 ] 65\ 0 " Ll al ‘ | 236 0
mz> 20 40 60 8 100 130 10 180 180 200 230 230 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 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 Phenol, 2-methyl-5-(1-methy... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
10.97 3.06 ng 46014 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methvl-5-(1-methvlethvl)- 150 C10H140 000499-75-2 78
2 1-(2-Methvl-4-propoxv-phenvl)-et... 192 C12H1602 1000187-58-2 78
3 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
4 4-(1.1-Dimethvilpropvphenvl ace... 206 C13H1802 1000373-45-3 78
5 Carbamic acid, N-[1,1-bis(triflu... 413 C19H25F6NO2 296242-69-8 72

Abundance Scan 1468 (10.972 min): BF106745.D (-1463) (-) m/z 135.10 100.00%
136.1
5000
AI Y "N i AV V2 s U0 NSO
410 639 9101070 150.8 10.60 10.80 11.00 11.20
Ottt el 1998 Tm/z 106.95  12.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23804: Phenol, 2-methyl-5-(1-methylethyl)-
135.0
5000
10.60 10.80 11.00 11.20
m/z 136.10 10.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
135.0
10.60 10.80 11.00 11.20
5000 177.0 m/z 121.10 8.82%
43.0
77.0 107.0
0 27.0 61.0 151.0 193.0
rrryrrrryrTrrTTTrT Ty T T T T T T T T T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66118: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135.0 10.60 10.80 11.00 11.20
m/z 91.00 7.88%
5000
41.0 57.0 107.0
oL180, [ "1 75091071 | 163.0 206.0
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 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 1,3-Cyclohexadiene, 1,3,5,5... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.00 3.77 ng 56559 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclohexadiene. 1.3.5.5.6.6-... 164 C12H20 1000150-39-4 59
2 Pvridine-3-carbonitrile. 1.2-dih... 191 C9H9N302 220098-92-0 38
3 3".4"-Formoxvlidide 149 C9H11NO 006639-60-7 35
N-(Chroman-5-vD)acetamide 191 C11H13NO2 1000306-69-8 35
5 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 35
Abundance Scan 1473 (11.001 min): BF106745.D (-1469) (-) m/z 135.10 100.00%
135.1
5000
107.0
41.0 77.0 150.8 1911 9001 10.60 10.80 11.00 11.20 11.40
) ST S P IS VISP RSS2 AN S m/z 107.00 34.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33783: 1,3-Cyclohexadiene, 1,3,5,5,6,6-hexamethy!-
149.0
5000
10.60 10.80 11.00 11.20 11.40
41.0 107.0 m/z 149.10 24.32%
ob230 \\ \ﬁ$oh u ,;, \‘ o | ageo
m/z--> 20 80 100 120 140 160 180 200 220
Abundance
43.0 149.0
10.60 10.80 11.00 11.20 11.40
5000 m/z 121.05 18.80%
120.0 191.0
0 63.0 80-0 169.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23594: 3',4'-Formoxylidide
149.0 10.60 10.80 11.00 11.20 11.40
m/z 191.10 10.08%
106.0
5000
77.0
oL160 390 s80 || | | ‘\1320 |
m/z--> 20 40 60 80 100 150 140 160 180 200 220 10.60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 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 Phenol, p-tert-butyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.03 3.34 ng 50085 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 64
2 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 50
3 3-Methvl-2-butenoic acid. 1l-adam... 248 C16H2402 1000282-89-4 50
4 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 50
5 Hexestrol, O-heptafluorobutyryl- 466 C22H21F703 1000365-31-9 47
Abundance Scan 1478 (11.030 min): BF106745.D (-1476) (-) m/z 135.10 100.00%
136.1
5000
10,80 11.00 1120 11.40
01 m/z 121.05 59.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23712: Phenol, p-tert-butyl-
135.0
5000
107.0 10.80 11.00 11.20 11.40
410 m/z 149.05 55.44%
77.0
c}ﬁ?m.w.m.m.”,”kM.”.p.J,”.w.”...” S
m/z--> 20 60 80 100 120 140 160 180 200 220 240
Abundance
135.0
10,80 11.00 1120 11.40
0
5000 1070 m/z 107.00 48 _49%
41.0 77.0 164.0
O T T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100835: 3-Methyl-2-butenoic acid, 1-adamantylmethy! ester
135.0 10.80 11.00 11.20 11.40
m/z 41.00 12 .32%
83.0
5000
55.0
29.0 107.0
0 \‘ M\ \“m \‘u ‘\M “h H‘ ) Al | 165.0 207 0 229. 0248 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10,80 11.00 11.20 11.40

8270-BF061918 .M Mon Jun 25 13:33:45 2018 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 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 9 unknownll.14 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.14 4.93 ng 73993 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-MethvIl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 45
2 Phenol. 4-(1.1-dimethvlethvy)-2-... 164 C11H160 000098-27-1 38
3 5H-Pvrrolo(3.2-d)pvrimidine-2.4-... 149 C6H7N5 1000244-21-4 38
4 Benzoic acid. 4-(2.4-dichlorophe... 310 C15H12C1203 1000294-38-1 37
5 2H-Indol-2-one, 1,3-dihydro-5-hy... 149 C8H7NO2 003416-18-0 35
Abundance Scan 1497 (11.142 min): BF106745.D (-1494) (-) m/z 149.10 100.00%
1070 149.1
5000 121.1
41.0 550 770 g1 135.1 163.1177.1 10.80 11.00 11.20 11.40
0 m/z 107.00 78.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23533: 2-Methyl-4-hydroxybenzoxazole
149.0
107.0
5000
10.80 11.00 11.20 11.40
52.0 20.0 m/z 121.05 41 _.37%
I PO - O .71 1
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
149.0
10.80 11.00 11.20 11.40
5000 m/z 55.00 12.48%
164.0
121.0
o 27.0 410 559  77.0 9101050 135.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #23475: 5H-Pyrrolo(3,2-d)pyrimidine-2,4-diamine R EEE s
149.0 10.80 11.00 11.20 11.40
m/z 177.10 11.88%
5000
107.0
53.0 132.0
m/z--> 20 40 60 80 100 120 140 160 180 10.80 11.00 11.20 11.40

8270-BF061918.M Mon Jun 25 13:33:46 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 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 4-tert-Butylphenyl acetate Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.18 3.87 ng 58035 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-tert-Butvilphenvl acetate 192 C12H1602 003056-64-2 78
2 Phenol. 4-(1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 78
3 Hexestrol 270 C18H2202 000084-16-2 72
4 Carbamic acid. N-T1l.l1-bis(triflu... 413 C19H25F6NO2 296242-69-8 72
5 Hexestrol 270 C18H2202 005635-50-7 59
Abundance Scan 1503 (11.178 min): BF106745.D (-1501) (-) m/z 135.10 100.00%
136.1
5000
107.0 RUMAE A RARA AR R s o
41.0 770 ' 10.80 11.00 11.20 11.40
0 ...,....,'....,....,..-.'.,.|...,... R — m/z 107.00 16.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54398: 4-tert-Butylphenyl acetate
135.0
5000
10.80 11.00 11.20 11.40
m/z 136.10 10.04%
Jiso 430 770 1070 192.0
m/z--> 20 40 60 80 100 120 1&0 160 180 200 220 240 260
Abundance
135.0
10.80 11.00 11.20 11.40
5000 107.0 m/z 41.00 6.66%
164.0
150 41.0 77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119449: Hexestrol L L AL BLEL A LA B
135.0 10.80 11.00 11.20 11.40
m/z 95.00 4 _35%
5000
107.0
0 410 770 | 1650 2120 270.0
m/z--> 20 45 60 85 160 120 140 160 180 200 220 240 260 10,80 11.00 11.20 11.40

8270-BF061918.M Mon Jun 25 13:33:47 2018

Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 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 6-Amino-1-methylpurine Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.22 2.30 ng 34523 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Amino-1-methvlpurine 149 C6H7N5 005142-22-3 50
2 2-Methvl-4-hvdroxvbenzoxazole 149 C8H7NO2 051110-60-2 50
3 1.4-Dimethvladamantane 164 C12H20 024145-89-9 38
4 Phthalic acid. 2.7-dimethvloct-7... 426 C27H3804 1000315-49-4 37
5 Phthalic acid, hexyl 2-(2-nitrop... 399 C22H25N06 1000377-99-6 37
Abundance Scan 1510 (11.219 min): BF106745.D (-1508) (-) m/z 149.10 100.00%
149.1
107.1
5000
0 50 770 a0 | 12101340 " 1l00 11120 11140 1160
0 P s PO s SN NS m/z 107.05 57.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #23469: 6-Amino-1-methylpurine
149.0
5000 42.0
11.00 11.20 11.40 11.60
28.0 80 90 110 m/z 150.10  14.32%
15.0 55.0 ‘ 81.0 ‘ 108.0 ‘ 134.0
0...‘.|.‘.“..”i“...?:lu‘h.‘..i‘l “‘.lu‘l..‘l‘..?; |l‘||||||
m/z--> 20 40 60 80 100 120 140 160
Abundance
149.0
o " 1/00 1120 1140 1160
5000 ' m/z 121.00 11.63%
39.0 52.0 79.0
o 65.0 94.0 120.0 1359
mz-> 20 40 60 8 100 120 140 160
Abundance #33750: 1,4-Dimethyladamantane
149.0 11.00 11.20 11.40 11.60
m/z 55.00 9.47%
5000 93.0
55.0 79.0 107.0 164.0
o 410 |l g, TH01ss0
m/z--> 20 40 60 80 100 120 140 160 11.00 11.20 1140 11.60

8270-BF061918.M Mon Jun 25 13:33:47 2018

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 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 2-Mercaptobenzothiazole Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.22 2.69 ng 40317 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 97
2 Benzothiazole. 2-(2-hvdroxvethvl... 211 C9HONOS2 004665-63-8 78
3 Thioauanine 167 C5H5N5S 000154-42-7 64
4 3-Methoxvthiobenzamide 167 C8HONOS 064559-06-4 64
5 S-(2-Benzothiazolyl)cysteine 254 C10H10N202S2 000399-82-6 64
Abundance Scan 1680 (12.219 min): BF106745.D (-1677) (-) m/z 167.00 100.00%
167.0
5000
69.0 108.0 HEUA VNN NN SN
45.0 140.0 193.1 12.00 12.20 12.40 12.60
| 222 2558 | h757108.00 14.02%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36046: 2-Mercaptobenzothiazole
167.0
5000 LR UL SULIULN I B
12.00 12.20 12.40 12.60
69.0 109.0 m/z 109.00 13.61%
260 280 L e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
167.0
1200 12.20 12,40 12.60
5000 m/z 69.00 11.56%
45.0
69.0 500 108.0 136.0 192, 0211.0
N R A RS S AN RS SRS S SRR LRSS AR
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #35982: Thioguanine R e EREmE
167.0 12.00 12.20 12.40 12.60
m/z 168.00 10.66%
5000
134.0
B0 680 1070 ‘
0 |----|‘-‘--“-i H\ .‘.‘.k.‘l.m‘. ....‘l..‘..l.‘l‘..l.... SRS L
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 12,00 12.20 12,40 12.60

8270-BF061918.M Mon Jun 25 13:33:48 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 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 Phenol, 4,4"-(1-methylethyl.._. Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.96 9.76 ng 175490 Chrysene-di12 14.14
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 58
3 Carbanilic acid. p-phenvl- 213 C13H11NO2 004474-53-7 52
4 2-Bromo-7-(methvlamino)tropone 213 C8H8BrNO 103539-25-9 50
5 2H,8H-Benzo[1,2-b:3,4-b"]dipyran... 228 C14H1203 000523-59-1 42
Abundance Scan 1806 (12.960 min): BF106745.D (-1803) (-) m/z 213.10 100.00%
218.1
5000
oo 7t 12.60 12.80 13.00 13.20
39.0 650 165.1 : . . .
Oty e ot th .-,.-..-.|i...1.4,1.1... o1 Jes1 || m/z 119.10  18.74%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #84554: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000
12.60 12.80 13.00 13.20
010 119.0 m/z 228.10 16.72%
00 650 7 | 1m0 1650 1950 | 2300
mz-> 20 45 65 80 160 150 140 160 180 260 220
Abundance
213.0
12.60 12.80 13.00 13.20
5000 m/z 214.10 15.55%
185.0
oL280 510 690 92.0 128.0 150 230.0
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71890: Carbanilic acid, p-phenyl- T e
218.0 12.60 12.80 13.00 13.20
m/z 91.05 10.55%
5000
167.0  196.0 k\VN~‘wW”WA¢~w‘
5.0 770 9801150 13900 | \ %MNWWWJ
U L A L U B B S S IR RS R NN RN SR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.60 12.80 13.00 13.20

8270-BF061918 .M Mon Jun 25 13:33:49 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 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 1-Decanol, 2-octyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.06 ng 55106 Chrysene-d12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-octvl- 270 C18H380 045235-48-1 91
2 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 91
3 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 91
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
5 Octatriacontyl pentafluoropropio... 697 C41H77F502 1000351-89-1 87
Abundance Scan 1974 (13.948 min): BF106745.D (-1972) (-) m/z 57.00 100.00%

.0
83.0

d

5000
13.60 13.80 14.00 14.20
0 m/z 43.00 88.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119525: 1-Decanoal, 2-octyl-
5000 LA L L L L LB L
13.60 13.80 14.00 14.20
m/z 55.05 87.12%
o 1390 1680 1960 2240 2520
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
B R R B
13.60 13.80 14.00 14.20
5000 85.0 m/z 69.00 77.49%
111.0
29.0

3

0 139.0 167.0 196.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #143260: 1-Dodecanoal, 2-octyl- A Ba T o
13.60 13.80 14.00 14.20
m/z 83.05 75.45%
5000
111.0
29.0
o 1390 167.0 196.0 224.0 2520 280.0

! T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20

8270-BF061918 .M Mon Jun 25 13:33:49 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 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 Heneicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.28 2.69 ng 48361 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Heptadecane 240 C17H36 000629-78-7 83
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 2030 (14.277 min): BF106745.D (-2027) (-) m/z 57.00 100.00%
57.0
5000 N_dwj\va\,~dAv~NWM¢~J\ﬂﬂdm
14,00 14.20 14.40 14.60
0ty m/z 71.10 72.34%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LRI B BN BRI B
14.00 14.20 14. 40 14. 60
0.0 130 m/z 43.00 62.88%
ol L L | [ 1410169.0197.0225.0253.0 296.0
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance
57.0
14,00 14.20 14.40 14.60
5000 85.0 m/z 85.05 50.55%
. 290 113.0141.0160.0197.0225.0253.0 295.0323.0 367.0
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #185535: Heptadecane, 9-octyl- T B A
57.0 14.00 14.20 14.40 14.60
m/z 41.00 23.79%
o ‘ J ﬂl }41016901970 2390567 0296.0 3520
m/z--> 5'0 150 2(')0 250 300 3&1;0 14'00 14. 20 14. 40 14. 60

8270-BF061918.M Mon Jun 25 13:33:50 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.59 5.26 ng 94624 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Heneicosane 296 C21H44 000629-94-7 90
3 Nonadecane. 2.6.10.14-tetramethvl- 324 C23H48 055124-80-6 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 86

Abundance Scan 2083 (14.589 min): BF106745.D (-2080) (-) m/z 57.10 100.00%
51.1
5000 851 \ I
113.1 14.20 14140 14.60 14.80 15.00
141.1 : : : : :
ol .l,l LA 24p110821001 2300 g1 350 e RS
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
5000 AT AR BRI DU BN
85.0 1420 14.40 14.60 14.80 15.00
29.0 m/z 43.00 57 .34Y%
0 \‘ “\ ‘\ | “1130141 0169 019702260
m/z--> éo 160 150 200 2éo 360 350
Abundance
57.0
650 14.20 14140 14.60 14.80 15.00
5000 ‘ m/z 85.10 51.79%
29.0 113.0
0 141.0169.0197.0225.0253.0  296.0
m/z--> éo 160 150 200 2éo 360 350
Abundance #164587: Nonadecane, 2,6,10,14-tetramethyl- B A B S e
71.0 14.20 14.40 14.60 14.80 15.00
m/z 55.00 20.95%
5000
113.0
3240
ol .“- | ,M,‘ll | [ | auo J, I26602950 0 e
m/z--> 50 100 150 200 250 300 350 14. 20 14. 40 14 60 14. 80 15. oo

8270-BF061918.M Mon Jun 25 13:33:50 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 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 17 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .91 6.23 ng 143379 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Eicosane 282 C20H42 000112-95-8 91

Abundance Scan 2138 (14.913 min): BF106745.D (-2134) (-) m/z 57.10 100.00%

57.1
85.0
5000

1412169.1197.1225.1253.2 14,60 14.80 15.00 15.20
o...],'.‘.-lll% A2 203 228113093 m/z 71.10 73.90%

m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0 n

5000 850 LA L L L L L L L L
: 14.60 14.80 15.00 15.20
29.0 m/z 43.05 55.46%
ol L h | ﬂ1?014101690197022502530281030903380
— L T
miz--> 50 100 150 200 250 300 350
Abundance
57.0
A
14.60 14.80 15.00 15.20
5000 85.0 m/z 85.05 53.20%
29.0 :
. 1130141.0160.0197.0225.0253.0 205.0323.0  367.0
— L e -
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane L AR RERE
57.0 14.60 14.80 15.00 15.20
m/z 55.00 20.84%
85.0
5000
29.0 13 0
ol L [ 1410169.0107.0225.0253.0 _296.0
— b e e — M
miz--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062218\
Data File : BF106745.D

Aca On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample : J3597-01

Misc :

ALS Vial : 35 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 Nonadecane, 9-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.67 4.19 ng 96449 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 9-methvl- 282 C20H42 013287-24-6 91
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 89
3 Docosane 310 C22H46 000629-97-0 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 78
Abundance Scan 2437 (16.671 min): BF106745.D (-2432) (-) m/z 57.05 100.00%
5%.0
85.1
127.1 U UUNL AR U
167.0 211 1239.0 16.40 16.60 16.80 17.00
— .U‘, Ay 7y w2670 3881 gt 71 10 68. 15%
m/z--> 50 100 150 200 250 300 350
Abundance #129502: Nonadecane, 9-methyl-
57.0
85.0
5000 LI UL BRI UL SO
1640 16,60 16.80 17.00
140.0 m/z 43.00 56.54%
113.0 168.0
o] M— w ﬁulhlnldlj : IM — 21}92?6‘12§f0|| S
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.10 54 _.81%
85.0
29.0
113.0
o 141.0 1830 555 525302820
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane A EEEEE T
57.0 16.40 16.60 16.80 17.00
m/z 55.00 22.89%
5000 85.0
0 | 00 1830011 023002670 3100
m/z--> 50 100 150 260 250 300 350 1640 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 : BF106745.D

Acq On : 23 Jun 2018 8:12

Operator : JU/SJ

Sample - J3597-01

Misc :

ALS Vial : 35 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... 5.20 2.3 ng 29841 1 6.96 261557 20.0
unknown6.74 6.74 66.5 ng 870184 1 6.96 261557 20.0
Hexanoic acid, 3,... 7.76 2.4 ng 33094 2 8.24 280734 20.0
unknown10.91 10.91 2.5 ng 38332 4 11.50 300287 20.0
Phenol, 2-methyl-._.. 10.97 3.1 ng 46014 4 11.50 300287 20.0
1,3-Cyclohexadien... 11.00 3.8 ng 56559 4 11.50 300287 20.0
Phenol, p-tert-bu... 11.03 3.3 ng 50085 4 11.50 300287 20.0
unknownll.14 11.14 4.9 ng 73993 4 11.50 300287 20.0
4-tert-Butylpheny... 11.18 3.9 ng 58035 4 11.50 300287 20.0
6-Amino-1-methylp... 11.22 2.3 ng 34523 4 11.50 300287 20.0
2-Mercaptobenzoth... 12.22 2.7 ng 40317 4 11.50 300287 20.0
Phenol, 4,4"-(1-m... 12.96 9.8 ng 175490 5 14.14 359762 20.0
1-Decanol, 2-octyl- 13.95 3.1 ng 55106 5 14.14 359762 20.0
Heneicosane 14.28 2.7 ng 48361 5 14.14 359762 20.0
Hexadecane 14.59 5.3 ng 94624 5 14.14 359762 20.0
Tetracosane 14.91 6.2 ng 143379 6 15.68 460474 20.0
Nonadecane, 9-met... 16.67 4.2 ng 96449 6 15.68 460474 20.0
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