LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample > K4639-04

Misc :

ALS Vial : 17 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-BF083019.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 5.463 570 574 578 rBVY 1247364 1218490 78.07% 6.065%
2 6.481 742 747 757 rBY 1510784 1388326 88.95% 6.911%
3 6.557 757 760 763 rVB 209403 159792 10.24% 0.795%
4 6.622 766 771 774 rBV 1475493 1370361 87.80% 6.821%
5 6.675 777 780 785 rVB2 64034 63647 4.08% 0.317%
6 6.845 806 809 812 rBV 397831 356229 22.82% 1.773%
7 7.004 832 836 840 rBVY 1202387 1000538 64.10% 4.981%
8 7.404 900 904 907 rBV 944696 814269 52.17% 4._.053%
9 7.451 909 912 915 rVB 35740 30237 1.94% 0.151%
10 7.551 925 929 933 rVB 82863 73496 4.71% 0.366%
11 8.128 1023 1027 1031 rBV 557025 485382 31.10% 2.416%
12 8.557 1097 1100 1102 rBV 32306 27446 1.76% 0.137%
13 8.951 1164 1167 1171 rBV 26488 26589 1.70% 0.132%
14 9.092 1188 1191 1194 rVB2 28123 29596 1.90% 0.147%
15 9.157 1199 1202 1206 rVB2 36920 31085 1.99% 0.155%
16 9.204 1206 1210 1213 rBvV 2079031 1560860 100.00% 7.770%
17 9.298 1220 1226 1228 rBV5 19524 33284 2.13% 0.166%
18 9.357 1233 1236 1238 rVB 25750 23583 1.51% 0.117%
19 9.528 1261 1265 1266 rBV3 18949 24829 1.59% 0.124%
20 9.592 1273 1276 1281 rVB 258012 247178 15.84% 1.230%
21 9.633 1281 1283 1285 rVB2 32348 26391 1.69% 0.131%
22 9.669 1285 1289 1291 rBV3 32477 31272 2.00% 0.156%
23 9.857 1318 1321 1322 rBV 60868 61127 3.92% 0.304%
24 9.881 1322 1325 1329 rVVv 663845 579731 37.14% 2.886%
25 9.928 1329 1333 1336 rVB6 29546 28644 1.84% 0.143%
26 9.992 1340 1344 1349 rBV5 32482 44446 2.85% 0.221%
27 10.051 1350 1354 1356 rBv4 33472 46657 2.99% 0.232%
28 10.081 1356 1359 1361 rBV3 35801 32526 2.08% 0.162%
29 10.145 1365 1370 1372 rBv4 28715 42232 2.71% 0.210%
30 10.175 1372 1375 1377 rBV2 31229 27219 1.74% 0.135%
31 10.198 1377 1379 1383 rBV5 28698 39693 2.54% 0.198%
32 10.292 1393 1395 1397 rBV2 21302 24495 1.57% 0.122%
33 10.316 1397 1399 1402 rVVv2 32843 26849 1.72% 0.134%
34 10.351 1402 1405 1407 rVvVv3 19459 26585 1.70% 0.132%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample > K4639-04

Misc :

ALS Vial : 17 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-BF083019.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 10.398 1411 1413 1415 rVB 39164 29147 1.87% 0.145%
36 10.539 1431 1437 1443 rBV 127797 205592 13.17% 1.023%
37 10.586 1443 1445 1449 rVB3 38285 38353 2.46% 0.191%
38 10.633 1449 1453 1455 rBV3 42784 55864 3.58% 0.278%
39 10.669 1455 1459 1463 rVB 987131 853230 54.66% 4.247%
40 10.763 1473 1475 1477 rBY 51922 37044 2.37% 0.184%

41 10.804 1477 1482 1487 rVV2 294347 349738 22.41% 1.741%
42 10.851 1487 1490 1492 rBV 307324 245042 15.70% 1.220%
43 10.886 1492 1496 1499 rVVv2 238652 287097 18.39% 1.429%
44 10.916 1499 1501 1503 rVV 279947 227031 14.55% 1.130%
45 10.939 1503 1505 1508 rVvVv 170116 145783 9.34% 0.726%

46 10.980 1508 1512 1514 rVV3 129979 193428 12.39% 0.963%
47 11.028 1517 1520 1524 rVV3 224901 274316 17.57% 1.366%
48 11.069 1524 1527 1529 rVV 280684 259543 16.63% 1.292%
49 11.110 1532 1534 1539 rVB3 162751 144259 9.24% 0.718%
50 11.228 1551 1554 1557 rBV3 97086 124539 7.98% 0.620%

51 11.269 1557 1561 1566 rVB2 235663 279569 17.91% 1.392%
52 11.363 1574 1577 1580 rBV 518424 505183 32.37% 2.515%

53 11.386 1580 1581 1584 rVB 113574 68067 4_36% 0.339%
54 11.616 1617 1620 1623 rVB 96335 87135 5.58% 0.434%
55 11.663 1625 1628 1630 rVVv2 61232 48594 3.11% 0.242%

56 11.892 1664 1667 1670 rBV2 299316 266472 17.07% 1.326%
57 11.957 1676 1678 1679 rBV 61356 52849 3.39% 0.263%
58 12.069 1694 1697 1701 rBvV4 288076 297235 19.04% 1.480%
59 12.316 1736 1739 1741 rVB 159135 118234 7.57% 0.589%
60 12.351 1742 1745 1749 rBV2 122108 151595 9.71% 0.755%

61 12.457 1760 1763 1765 rBV3 118386 125232 8.02% 0.623%
62 12.574 1781 1783 1786 rVB 188703 159881 10.24% 0.796%
63 12.622 1788 1791 1797 rVB 1459100 1293434 82.87% 6.439%
64 12.804 1820 1822 1824 rBV 234133 222920 14.28% 1.110%
65 12.827 1824 1826 1829 rVB2 279520 249711 16.00% 1.243%

66 12.945 1843 1846 1850 rBVY 1478580 1545019 98.99% 7.691%

67 13.380 1918 1920 1922 rBv2 181118 173908 11.14% 0.866%

68 13.463 1932 1934 1937 rVB 212695 166332 10.66% 0.828%

69 13.980 2020 2022 2024 rBV 848289 804468 51.54% 4 _.005%
Sum of corrected areas: 20088928
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF116820.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Cyclohexane, 1-methyl-4-(1-... Concentration Rank 12

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

6.56 8.97 ng 159792 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1-methvl-4-(1-methy... 140 C10H20 001678-82-6 94
2 Cvclohexane. 1l-methvl-3-(l1-methyvy... 140 C10H20 016580-24-8 91
3 m-Menthane. (1S.3S)-(+)- 140 C10H20 013837-67-7 91
4 m-Menthane. (1S.3R)-(+)- 140 C10H20 013837-66-6 78
5 Cyclohexane, l-isopropyl-1-methyl- 140 C10H20 016580-26-0 78

Abundance Scan 760 (6.557 min): BF116820.D (-757) (-) m/z 97.10 100.00%
55 o7
5000
41 69 81 ....../.\......l....l.
| 140 6.20 6.40 6.60 6.80
SRS NS RS R | S m/z 55.00 92.37%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18078: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
56 97
5000 SRS AAASE SRS SRR B
6.20 6.40 6.60 6.80
41 69 81 m/z 96.10 52.77%
27 | | | 140
“|'%$'|“"|"'JﬁL"|”’h|"”‘i"“l'h"l'“!l";pg"'l}%§l""l'“'|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18064: Cyclohexane, 1-methyl-3-(1-methylethyl)-
56
o7 620 640 6.60 6.80
5000 m/z 81.00 31.39%
41
69 81
"I”"I%'E?”'JIJ”'I“””I'“wh'”'J””'I'”ll'”'l'”'l}%ql'”%?9”'I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18002: m-Menthane, (1S,3S)-(+)-
55 6.20 6.40 6.60 6.80
97 m/z 41.05 25.21%
5000
41 69 81
S S S P S R T -3 - o
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.62 Concentration Rank 1

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

6.62 76.94 ng 1370360 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 771 (6.622 min): BF116820.D (-766) (-) m/z 132.00 100.00%
5000 68
40 % 620 640 6.60 6.80 7.00
54 - - - - -
[ L Weus .~ m/z 68.10 40.25%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 R L UL UL I
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 34.97%
"% !||'I'!'JI""I""I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 25.84%
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:‘:‘:‘:“l‘ |8|8|‘i |1|O|6||“|||H||||||||||||||||
m/z--> 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! RS R e e )
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 16.91%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?.
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.54 7.09 ng 205592 Acenaphthene-d10 9.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 80
2 Heneicosane 296 C21H44 000629-94-7 74
3 Octacosane 394 C28H58 000630-02-4 72
4 Eicosane 282 C20H42 000112-95-8 72
5 Heptacosane 380 C27H56 000593-49-7 72

Abundance Scan 1437 (10.539 min): BF116820.D (-1431) (-) m/z 57.10 100.00%
57
5000
85
N 10120 1040 10,60 1080
L L B L B e o e S m/z 71.05 69.02%
m/z--> 0 50 100 150 200 250 300 350
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
5000 AR ARUNARUMRRE
10,20 10,40 10.60 10.80
29 85 m/z 43.00 41.01%
|| ‘ L) ] ae 3 o o
m/z--> 0 50 100 150 200 250 300 350 '
Abundance #141425: Heneicosane
57
10.20 10.40 10.60 10.80
5000 85 m/z 85.05 32.08%
29
[l A113 141 169 107 205 253 296
m'z--> 0 §o 100 1éo 200 250 300 350 '
Abundance #209566: Octacosane T
57 10.20 10.40 10.60 10.80
m/z 41.05 25.66%
5000 85
29
| ‘ || | y*3 141 169 197 205 253 281 309 337 365 394
m'z--> 0 50 100 1&'30 200 250 300 350 ' 10,20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Tridecane, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.80 13.85 ng 349738 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 4-methvl- 198 C14H30 026730-12-1 52
2 Sulfurous acid. 2-ethvlhexvl non... 320 C17H3603S 1000309-19-2 50
3 Nonane. 5-methvl-5-propvl- 184 C13H28 017312-75-3 47
4 Sulfurous acid. 2-ethvlhexvl pen... 264 C13H2803S 1000309-18-9 47
5 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 43
Abundance Scan 1481 (10.798 min): BF116820.D (-1477) (-) m/z 121.05 100.00%
57 71 121
5000 43 107
85 163
134 177 10.40 10.60 10.80 11.00 11.20
SN | 128 1% 20 m/z 57.10 85.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59892: Tridecane, 4-methyl-
43
5000 57 R RN UL UL B
71 1040 10.60 10.80 11.00 11.20

m/z 71.10 82 .34%

85
J | 99 113126 140 155 169 183 198

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

Abundance #161093: Sulfurous acid, 2-ethylhexyl nonyl ester
57
71 IIIIIIIIIIIIIIIIIIIIII
10.40 10.60 10.80 11.00 11.20
5000 43 m/z 43.10 52.60%
85
29
e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48915: Nonane, 5-methyl-5-propyl- RS B RS
57 71 10.40 10.60 10.80 11.00 11.20
43 m/z 107.00 47 .27%
85
5000
127
141
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Carbamic acid, N-[1,1-bis(t... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.85 9.70 ng 245042 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
4-(1.1-Dimethvlpropvlphenvl ace... 206 C13H1802 1000373-45-3 78
2 Phenol. 4-(l1.1-dimethvipropvl)- 164 C11H160 000080-46-6 78
3 Carbamic acid. N-T1.1-bis(triflu... 413 C19H25F6NO2 296242-69-8 72
4 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 64
5 1-n-Hexyladamantane 220 C16H28 022458-75-9 64
Abundance Scan 1490 (10.851 min): BF116820.D (-1487) (-) m/z 135.05 100.00%
135
5000
41 107 10.60 10.80 11.00 11.20
91 : : :
O S Ly 261 186 220 o 077107.00 15, 68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #65961: 4-(1,1-Dimethylpropyl)phenyl acetate
5000
10.60 10.80 11.00 11.20
107 164 m/z 136.05 9.84%
2743 g5 91 | L, %
miz-> 9 40 80 80 100 120 140 180 160 200 230 240 260 230 300 "
Abundance #33621: Phenol, 4-(1,1-dimethylpropyl)-
135
10.60 10.80 11.00 11.20
5000 m/z 121.00 6.89%
107
41 164
'}ﬁ"'ﬁh'ﬁz"zf'“'l'“'l“' AR AR LRSS LARAS BARAS LA SRR SR AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #216795: Carbamic acid, N-[1,1-bis(trifluoromethyl)ethyl]-...
135 10.60 10.80 11.00 11.20
m/z 41.00 5.53%
5000
107
41 57 74 917 161 188206 231247 281 300
m/z--> 20 4'0 6|0 80 1(')0 120 140 160 180 200 220 240 260 280 300 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Phenol, 2-(1,1-dimethylethyl)- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.89 11.37 ng 287097  Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 phenol. 2-(1.1-dimethvlethv- 150 C10H140 000088-18-6 52

1000365-31-9 50
013754-86-4 50
325957-76-4 50
000084-16-2 50

2 Hexestrol. O-heptafluorobutvrvl- 466 C22H21F703

3 1.5.6.7-Tetrahvdro-4-indolone 135 C8H9NO

4 4.6-Bis(4-ethoxvbenzylthio)-5-ni... 457 C22H23N304S2
5 Hexestrol 270 C18H2202

Abundance Scan 1497 (10.892 min): BF116820.D (-1492) (-) m/z 135.10 100.00%
135
5000
107
a1 77 10.60 10.80 11.00 11.20
191 220
o D T O = m/z 107.00  24.39%
m/z--> 50 100 150 200 250 300 350
Abundance #23765: Phenol, 2-(1,1-dimethylethyl)-
135
107
5000
10.60 10.80 11.00 11.20
m/z 136.10 10.30%
41 77
m/z--> 50 100 150 200 250 300 350
Abundance #230198: Hexestrol, O-heptafluorobutyryl-
135
10.60 10.80 11.00 11.20
5000 m/z 149.10 8.27%
107
41 69 | 169 11 272 303 330 395
e e
m/z--> 50 100 150 200 250 300 350
Abundance #15533: 1,5,6,7-Tetrahydro-4-indolone
79 107 135 10.60 10.80 11.00 11.20
m/z 121.10 8.06%
5000
52
28
T T T
m/z--> 50 100 150 200 250 300 350 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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, m-tert-butyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.92 8.99 ng 227031 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 58
2 Hexestrol. O-trifluoroacetvl- 366 C20H21F303 1000365-31-7 50
3 4.6-Bis(4-ethoxvbenzvlthio)-5-ni... 457 C22H23N304S2 325957-76-4 50
4 3-Penten-2-one. 4-(2.6.6-trimeth... 206 C14H220 114933-28-7 50
5 Hexestrol 270 C18H2202 005635-50-7 50
Abundance Scan 1502 (10.922 min): BF116820.D (-1499) (-) m/z 135.05 100.00%
135
5000
107
4 77 I 5, 191 220 10.60 10.80 11.00 11.20
o A m/z 107.00 33.78%
m/z--> 50 100 150 200 250 300 350
Abundance #23711: Phenol, m-tert-butyl-
135
5000
107 10.60 10.80 11.00 11.20
M m/z 121.10 31.16%
77
B i”'IJL' 'J'I"' S DAL DR UL SR
m/z--> 50 100 150 200 250 300 350
Abundance #194165: Hexestrol, O-trifluoroacetyl-
135
10.60 10.80 11.00 11.20
5000 107 m/z 149.10 28 .50%
41 69 gg | | 165 203 231 295 337 366
m/z--> 50 100 150 200 250 300 350
Abundance #228602: 4,6-Bis(4-ethoxybenzylthio)-5-nitropyrimidine
135 10.60 10.80 11.00 11.20
m/z 136.10 9.33%
107
5000
77
33 52 | | 172193 290308
m/z--> 50 100 150 200 250 300 350 10.60 10.80 11.00 11.20

8270-BF083019.M Thu Sep 05 17:08:10 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Phenol, 2-(1,1-dimethylethy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.94 5.77 ng 145783 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)-5-... 164 C11H160 000088-60-8 59
2 Phenol. 2-(1.1-dimethvlethvl)-4-___. 164 C11H160 002409-55-4 59
3 Acetamide. N-(2-methvlphenvl)- 149 C9H11NO 000120-66-1 43
4 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 35
5 Phthalic acid, non-5-yn-3-yl pro... 330 C20H2604 1000315-18-1 35
Abundance Scan 1505 (10.939 min): BF116820.D (-1503) (-) m/z 149.10 100.00%
y 149
107
5000
91 191 RN S U S
77 134 10.60 10.80 11.00 11.20
169
N ,'. .-.-|.|, oyl 369180 | 216 s S5 05 99 150%
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #33640. Phenol, 2-(1,1-dimethylethyl)-5-methyl-
149
5000 121
164 10.60 10.80 11.00 11.20

m/z 107 .00 67 .29%

91
41 i 105
15 27 1| 53 65 |y | ooy b 133

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33649: Phenol, 2-(1,1-dimethylethyl)-4-methyl-
121 149
10.60 10.80 11.00 11.20
5000 m/z 57.05 19.00%
164
77 91
LIl 0 M <0 N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23633: Acetamide, N-(2-methylphenyl)- A B R R
107 10.60 10.80 11.00 11.20
m/z 91.10 14.26%
5000 149
43
i
27 | 4% || 9 | 120 134 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 60 10. 80 11. OO 11. 20

8270-BF083019.M Thu Sep 05 17:08:11 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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-(1,1-Dimethylpropyl)pheny... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.98 7.66 ng 193428 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-(1.1-Dimethvipropvl)phenvl ace... 206 C13H1802 1000373-45-3 53
2 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 53
3 1-Adamantanecarboxvlic acid. 3.4... 324 C17H18C1202 1000307-66-4 50
4 1-Adamantanecarboxvlic acid. iso... 222 C14H2202 024556-16-9 50
5 1,2-Benzenediol, o-(4-methoxyben... 362 C22H1805 1000325-99-0 47
Abundance Scan 1512 (10.980 min): BF116820.D (-1508) (-) m/z 135.10 100.00%
5000
4|3 T g 61(|’7 o | 01 130 10.60 10.80 11.00 11.20
Ob bt bt 8l 347 203177 198 T Tm/z 57.10  22.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65961: 4-(1,1-Dimethylpropyl)phenyl acetate
135
5000 AU UL UL B
10.60 10.80 11.00 11.20
m/z 71.10 19.92%
107 164
15 27 435465 77 91 | 119 | 149 77177 14 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66119: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
135
10,60 10.80 11.00 1120
5000 m/z 107.00 16.62%
182040 5 77 95 %119 | 149 175 101 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #164071: 1-Adamantanecarboxylic acid, 3,4-dichlorophenyl este
135 10.60 10.80 11.00 11.20
m/z 43.05 14.41%
5000
41 55 67 7? %3 107 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,60 10.80 11.00 11.20

8270-BF083019.M Thu Sep 05 17:08:11 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 5H-Pyrrolo(3,2-d)pyrimidine... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.03 10.86 ng 274316 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5H-Pvrrolo(3.2-d)pvrimidine-2.4-_... 149 C6H7N5 1000244-21-4 80
2 2-lodobenzvl alcohol. acetate 276 C9H9102 1000364-47-1 59
3 Acetamide. N-(3-methvIiphenvl)- 149 C9H11NO 000537-92-8 59
4 Benzene. l1-(1-methvlethoxv)-3-b... 190 C13H180 098088-47-2 45
5 Phenol, 2-methyl-4-(1,1,3,3-tetr... 220 C15H240 002219-84-3 43
Abundance Scan 1520 (11.028 min): BF116820.D (-1517) (-) m/z 149.10 100.00%
107 149
5000 121
55 77 91 135 177 10.80 11.00 11.20 11.40
41 163
ettt ol e L 22220 "m/z 107.00  86.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23475: 5H-Pyrrolo(3,2-d)pyrimidine-2,4-diamine
149
5000 . T
107 10.80 11.00 11.20 11.40
130 m/z 121.00 46 .25%
og 93 80
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #124684(:D 2-lodobenzy! alcohol, acetate
107
149 10.80 11.00 11.20 11.40
5000 m/z 177.10 12.30%
43 89
15 29 L MM ! 165 203 \ 231 276
m/z--> 20 45 éo 80 100 150 140 160 180 200 220 240 260 280
Abundance #23629: Acetamide, N-(3-methylphenyl)-

10.80 11.00 11.20 11.40
m/z 76.95 10.69%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10 80 11. OO 11. 20 11. 40

8270-BF083019.M Thu Sep 05 17:08:12 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Phenol, 4-(1,1,3,3-tetramet... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.07 10.28 ng 259543 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4-(1.1.3.3-tetramethvlbu... 206 C14H220 000140-66-9 78
2 Phenol. 4-(l1.1-dimethvlpropvl)- 164 C11H160 000080-46-6 72
4-(1.1-Dimethvlpropvlphenvl ace... 206 C13H1802 1000373-45-3 64
4 4-tert-Butvlphenvl acetate 192 C12H1602 003056-64-2 64
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 56
Abundance Scan 1527 (11.069 min): BF116820.D (-1524) (-) m/z 135.10 100.00%
5000
107 10.80 11.00 11.20 11.40
41 77 95 : : : :
e 8365 T 95 | 121 | 149161 181103205 220 1707167 00 6. 41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66118: Phenol, 4-(1,1,3,3-tetramethylbutyl)-
5000
10.80 11.00 11.20 11.40
- 107 m/z 136.10 9.33%
18 29 | 7791 7119 149 163 191 206
m/z--> 20 Jo 60 85 160 120 140 160 180 200 220
Abundance #33623: Phenol, 4-(1,1-dimethylpropyl)-
35
10.80 11.00 11.20 11.40
5000 107 m/z 41.10 5.03%
164
15 27 4lgg 65 7T P |19 | 19
m/z--> 20 40 eb 80 160 150 1&0 160 180 200 220
Abundance #65961: 4-(1,1-Dimethylpropyl)phenyl acetate R EEEEE S
135 10.80 11.00 11.20 11.40
m/z 95.00 4._71%
5000
107 164
15 27 435465 77 91 | 119 | 149 | 177,149 206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.80 11.00 11.20 11.40

8270-BF083019.M Thu Sep 05 17:08:12 2019

Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Benzene, 1-(1,1-dimethyleth... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.11 5.71 ng 144259 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-(1l.1-dimethvlethvI)-4_._.. 164 C11H160 005396-38-3 50
2 Pvridine. pentamethvl- 149 C10H15N 003748-83-2 47
3 Phthalic acid. 2-ethvlbutvl prop... 292 C17H2404 1000356-88-8 47
4 Phthalic acid. butvl 4-isopropvl... 340 C21H2404 1000315-22-1 47
5 Phthalic acid, propyl octadecyl ... 460 C29H4804 1000308-96-7 43
Abundance Scan 1534 (11.110 min): BF116820.D (-1532) (-) m/z 149.10 100.00%
149
107
5000
4355 77 o1 121 4s 167178 193 219 10.80 11.00 11.20 11.40
bl O A LT L T8 198 219 1 /7 107.00  54.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33659: Benzene, 1-(1,1-dimethylethyl)-4-methoxy-
149
5000 . ADAREA
10.80 11.00 11.20 11.40
100121 164 m/z 121.00 12.65%
15 29 41 53 65 77 91 135 ,
m/z--> 20 4b 65 85 160 120 140 160 180 200 220
Abundance #23354: Pyridine, pentamethy!-
149
10.80 11.00 11.20 11.40
5000 m/z 150.10 11.70%
93 134
HNB e | 0 |
| I N
m/z--> 20 40 60 80 100 150 150 160 180 200 220
Abundance #137770: Phthalic acid, 2-ethylbuty| propy! ester
149 10.80 11.00 11.20 11.40
m/z 55.00 9.72%
5000
209
43 57 69 84 104 121132 | 167 191 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,80 11.00 11.20 11.40

8270-BF083019.M Thu Sep 05 17:08:13 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknownl11.23 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.23 4.93 ng 124539 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butvl methvIphosphonofluoridate 154 C5H12F02P 000352-52-3 38
2 Cvclopropane. isothiocvanato- 99 C4H5NS 056601-42-4 14
3 Propvlphosphonic acid di(l-methy... 292 C15H3303P 149127-55-9 14
4 l1sopropvlphosphonic acid. dihexv... 292 C15H3303P 148456-62-6 14
5 3-Cyclopentylpropionic acid, 4-h... 366 C24H4602 1000292-27-3 10
Abundance Scan 1554 (11.228 min): BF116820.D (-1551) (-) m/z 99.00 100.00%
P 125
41
5000
57
81 i
11.00 11.20 11.40 11.60
m/z 125.00 84 .95%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #27184: 2-Butyl methylphosphonofluoridate
99
5000 125 LR S UL UL
nmnmnmnm
m/z 41.00 64 .76%
41 g5 8 139
IIII'I"!I""IIIII TTTTTTTT ':!-'5? B SREN DE D D N B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3472: Cyclopropane, isothiocyanato-
4 UL BN SO B B
11.00 11.20 11.40 11.60
5000 m/z 201.00 37.52%
72
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #137585: Propylphosphonic acid di(1-methylpentyl) ester
125 11.00 11.20 11.40 11.60
m/z 57.05 34.17%
5000
43
97 209
| 57 837141 | 130153167181 |  235249263277291
m/z--> Jo eb 85 160 150 140 1éo 1é0 200 220 240 260 2éo ' 1150 1120 1140 1160

8270-BF083019.M Thu Sep 05 17:08:13 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.27 11.07 ng 279569 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Tetracosane 338 C24H50 000646-31-1 80
3 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 80
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 80
5 Heptacosane 380 C27H56 000593-49-7 72
Abundance Scan 1561 (11.269 min): BF116820.D (-1557) (-) m/z 71.10 100.00%
7h
5000 43
P 127 '11.00 11.20 11.40 11.60
155 197 . . .
....,....,...|,.. . '!...l|,..:I.,.'l..,'....,..1.7.?....,.... 20 e | /2 57.10  97.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #83026: Hexadecane
g7
5000 85 L B UL B UL
11.00 11.20 11.40 11.60
- 113 m/z 85.10 59.33%
LA L, 1m 16 197 226
m/z--> 20 40 60 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175557: Tetracosane
g7
|11.00 11.20 11.40 11.60
5000 85 m/z 43.10 43.31%
29
| L | M8 141 169 197 225 253 281 309 338
m/z--> 20 40 60 8|0 100 120 140 1('30 180 200 220 240 260 280 300 320 340
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl- R EEEEE S
57 11.00 11.20 11.40 11.60
m/z 41.00 27 .32%
5000 g5
29
113
| “ J | 141 183 911 253 282
m/z--> i4b&%mmmmﬁmmmnmmmmmmﬁﬁo 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.89 10.55 ng 266472 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Pentadecanoic acid 242 C15H3002 001002-84-2 64
3 Octadecane. 1l-chloro- 288 C18H37ClI 003386-33-2 18
4 Hexadecane. l1l-chloro- 260 C16H33ClI 004860-03-1 18
5 Tetracontane, 3,5,24-trimethyl- 605 C43H88 055162-61-3 18
Abundance Scan 1667 (11.892 min): BF116820.D (-1664) (-) m/z 72.95 100.00%
43 7B
57
5000 129 192

11.60 11.80 12.00 12.20
m/z 43.10 83.59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid

43 90

5000 129 L L L BB
J‘“ 83 11. 60 11. 80 12. 00 12 20

m/z 57.05 73.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid

213
143157171185199

11.60 11.80 12.00 12.20
m/z 55.05 72.93%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134595: Octadecane, 1-chloro-  EAmEEmEEE RS
57 11.60 11.80 12.00 12.20

m/z 60.00 72 .20%

43 71
5000 85

105
h“‘119133147161175189203217231245259273288

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.60 11.80 12.00 12.20

i
(T
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 17-Norkaur-15-ene, 13-methy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12,07 11.77ng 207235  Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Norkaur-15-ene. 13-methvl-. (... 272 C20H32 003564-54-3 97
2 Pentadecane 212 C15H32 000629-62-9 20

3 10-MethvlInonadecane 282 C20H42
4 Tetradecane

5 Sulfurous acid, 2-propyl tetrade... 320

198 C14H30

C17H3603S

056862-62-5 20
000629-59-4 18
1000309-12-5 18

m/z 57.10 100.00%

11.80 12.00 12.20 12.40

Abundance Scan 1697 (12.069 min): BF116820.D (-1694) (-)
57
43 71 134
5000
272
257
187201, 229243
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #121339: 17-Norkaur-15-ene, 13-methyl-, (8.beta.,13.beta.)-
4
5000

25
17218750115229243

m/z 134.05 78 .90%

11. 80 12. OO 12 20 12. 40

m/z 43.10 78 .40%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71396: Pentadecane
57
43 AR EEEEEEEEE
71 85 11.80 12.00 12.20 12.40
5000 m/z 71.10 78.27%
29
15 | | ‘ L q 113127141155169183197212
”.P.“,“.W.H.P.”,”.w.“...” R AARRARas o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129494: 10-Methylnonadecane i B
57 11.80 12.00 12.20 12.40
m/z 135.10 69.60%
43 71
85
5000
99 154
T L e ]
SN P W i AN NN A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 4b,8-Dimethyl-2-isopropylph... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.32 4.68 ng 118234 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4b.8-Dimethvl-2-isopropvlphenant... 256 C19H28 1000197-14-1 94
2 3.5-Diphenvl-4-methvl-3-penten-2... 250 C18H180 081826-04-2 38
3 Naphthalene. 1.2.3.4-tetrahvdro-... 174 C13H18 030316-36-0 30
4 2(1H)-Ouinolinone. hvdrazone 159 C9HON3 015793-77-8 27
5 4-Methoxycinnamonitrile,cé&t 159 C10H9NO 028446-68-6 27
Abundance Scan 1740 (12.322 min): BF116820.D (-1736) (-) m/z 159.10 100.00%
159 241
5000 185
ol T as | ¥ oo 120 1240 1360
60 77 .00 12.20 12.40 12.
42 288 "m/z 241.15 85.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107705: 4b,8-Dimethyl-2-isopropylphenanthrene, 4b,5,6,7,8...
241
159
5000
256 12.00 12.20 12.40 12.60
s 185 o3 m/z 185.10 36.74%
43
Pttt 28 e b L L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #102591: 3,5-Diphenyl-4-methyl-3-penten-2-one
159
12.00 12.20 12.40 12,60
5000 o m/z 256.20 23.29%
- 144
SN S oo . -1 SO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #41176: Naphthalene, 1,2,3,4-tetrahydro-1,6,8-trimethy!-
159 12.00 12.20 12.40 12.60
m/z 143.10 22.80%
5000
128144 1ra
14 2\8 ) o1 77 91 106\ ol ‘ ‘
m/z--> 20 40 60 85 160 150 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Nonadecane, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.35 6.00 ng 151595 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane. 2-methvl- 282 C20H42 001560-86-7 72
2 Tetratriacontane 479 C34H70 014167-59-0 64
3 Octadecane 254 C18H38 000593-45-3 64
4 Hexadecane 226 C16H34 000544-76-3 59
5 Hexadecane, 1-iodo- 352 C16H33lI 000544-77-4 58
Abundance Scan 1745 (12.351 min): BF116820.D (-1742) (-) m/z 57.10 100.00%
57
5000 85
113 e
141 169 206 12.00 12.20 12.40 12.60
...,.L.l.h“ e, 28 205w m/z 71.10 71.16%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129498: Nonadecane, 2-methyl-
57
5000 USSR BN SRR
85 1200 12.20 12.40 12.60
29 m/z 85.10 50.79%
[LLL L [F2 041160 107 239567
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #232376: Tetratriacontane
57
12,00 12.20 12.40 12.60
5000 85 m/z 43.10 43.70%
29 13 141 69
9| L i | M 1] 11 \197 225 253 281 309 337 365 393 421 449 478
m/z--> 50 100 150 200 2%0 300 350 400 450
Abundance #105885: Octadecane R B .
57 12.00 12.20 12.40 12.60
m/z 56.00 21.78%
5000 85
29
[t 141169 107 295 254
m/z--> 50 100 150 200 250 300 350 400 450 1200 12.20 1240 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF090419\
Data File : BF116820.D

Aca On : 4 Sep 2019 17:21

Operator : HP/JU

Sample : K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.46 4.96 ng 125232 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heptadecane 240 C17H36 000629-78-7 87
3 Hexacosane 366 C26H54 000630-01-3 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Dodecane, 2-methyl- 184 C13H28 001560-97-0 74

Abundance Scan 1764 (12.463 min): BF116820.D (-1760) (-) m/z 57.10 100.00%

85

5000
111 N o SN

141159 165204 o5 255 97 12.20 12.40 12.60 12.80
m/z 71.10 80.25%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85 TT Tt i r[rrrr[rrrrprroii
12.20 12.40 12.60 12.80
29 m/z 43.10 71.88%
.|.| 111}3‘ 141 169 197 225 268
....,.. e e T e
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
A R ama
85 12.20 12.40 12.60 12.80
5000 m/z 85.10 71.39%
29
113
et —— 7
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane e  RRRaS Bam
57 12.20 12.40 12.60 12.80
m/z 55.00 28.70%
5000 85
29 113
L i L 77,141 169 197 225 253 295 323 367
— T T T T T T e A R ama
m/z--> 50 100 150 200 250 300 350 12. 20 12. 40 12.60 12.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF090419\
Data File : BF116820.D

Acq On : 4 Sep 2019 17:21

Operator : HP/JU

Sample . K4639-04

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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]
Cyclohexane, 1-me... 6.56 9.0 ng 159792 1 6.85 356229 20.0
unknown6 .62 6.62 76.9 ng 1370360 1 6.85 356229 20.0
Pentadecane, 2,6,... 10.54 7.1 ng 205592 3 9.88 579731 20.0
Tridecane, 4-methyl- 10.80 13.9 ng 349738 4 11.36 505183 20.0
Carbamic acid, N-... 10.85 9.7 ng 245042 4 11.36 505183 20.0
Phenol, 2-(1,1-di... 10.89 11.4 ng 287097 4 11.36 505183 20.0
Phenol, m-tert-bu... 10.92 9.0 ng 227031 4 11.36 505183 20.0
Phenol, 2-(1,1-di... 10.94 5.8 ng 145783 4 11.36 505183 20.0
4-(1,1-Dimethylpr... 10.98 7.7 ng 193428 4 11.36 505183 20.0
5H-Pyrrolo(3,2-d)... 11.03 10.9 ng 274316 4 11.36 505183 20.0
Phenol, 4-(1,1,3,... 11.07 10.3 ng 259543 4 11.36 505183 20.0
Benzene, 1-(1,1-d... 11.11 5.7 ng 144259 4 11.36 505183 20.0
unknownl1l.23 11.23 4.9 ng 124539 4 11.36 505183 20.0
Hexadecane 11.27 11.1 ng 279569 4 11.36 505183 20.0
n-Hexadecanoic acid 11.89 10.6 ng 266472 4 11.36 505183 20.0
17-Norkaur-15-ene... 12.07 11.8 ng 297235 4 11.36 505183 20.0
4b,8-Dimethyl-2-1... 12.32 4.7 ng 118234 4 11.36 505183 20.0
Nonadecane, 2-met... 12.35 6.0 ng 151595 4 11.36 505183 20.0
Nonadecane 12.46 5.0 ng 125232 4 11.36 505183 20.0
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