LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117870.D

Aca On : 19 Nov 2019 20:09

Operator :© JU

Sample - K5865-12

Misc :

ALS Vial : 20 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-BF111319.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 2.193 13 18 35 rvB 712238 1003726 25.42% 2.528%
2 4.510 408 412 419 rBV 375286 401488 10.17% 1.011%
3 5.122 508 516 520 rBY 1064380 1159443 29.36% 2.920%
4 5.522 580 584 587 rBY 1038210 881901 22.33% 2.221%
5 6.534 750 756 765 rBVY 3178521 3217857 81.49% 8.105%
6 6.681 777 781 784 rBVY 2279130 2013476 50.99% 5.071%
7 6.916 817 821 824 rBVY 1493698 1245719 31.55% 3.138%
8 7.045 840 843 844 rBV 355295 262286 6.64% 0.661%
9 7.069 844 847 851 rVB 3072705 2766903 70.07% 6.969%
10 7.475 910 916 919 rBVY 2507008 2111357 53.47% 5.318%

11 8.198 1036 1039 1042 rBV 1742671 1595168 40.40% 4.018%
12 9.280 1218 1223 1226 rBV 4867641 3948834 100.00% 9.946%

13 9.357 1233 1236 1239 rBvV 79282 77636 1.97% 0.196%
14 9.622 1278 1281 1283 rBV 49582 48437 1.23% 0.122%
15 9.669 1287 1289 1294 rVB 464336 424047 10.74% 1.068%
16 9.892 1322 1327 1330 rVB 111464 94465 2.39% 0.238%
17 9.963 1333 1339 1343 rBV 2274358 1855354 46.98% 4.673%
18 10.163 1370 1373 1378 rBV3 61142 69726 1.77% 0.176%
19 10.204 1378 1380 1386 rVB3 55161 61788 1.56% 0.156%
20 10.280 1390 1393 1396 rBV 54022 51795 1.31% 0.130%
21 10.369 1404 1408 1410 rBVZ2 66678 75754 1.92% 0.191%
22 10.392 1410 1412 1415 rVB2 173906 129274 3.27% 0.326%
23 10.510 1428 1432 1434 rBV2 61298 64848 1.64% 0.163%
24 10.580 1439 1444 1446 rVVv 69918 81490 2.06% 0.205%
25 10.616 1449 1450 1454 rVv2 67713 72917 1.85% 0.184%
26 10.669 1454 1459 1463 rVB5 48373 80788 2.05% 0.203%
27 10.751 1468 1473 1477 rVV2 203651 205000 5.19% 0.516%
28 10.792 1477 1480 1485 rVB3 37450 53633 1.36% 0.135%
29 10.869 1487 1493 1502 rVB2 190577 315322 7.99% 0.794%
30 10.957 1505 1508 1512 rBV2 44500 57199 1.45% 0.144%

31 11.063 1521 1526 1528 rBV3 87032 119811 3.03% 0.302%
32 11.092 1528 1531 1534 rVV 132088 138334 3.50% 0.348%
33 11.145 1538 1540 1543 rVB2 55668 49301 1.25% 0.124%
34 11.316 1563 1569 1572 rBV 192020 225746 5.72% 0.569%

8270-BF111319.M Wed Nov 20 16:59:14 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117870.D

Aca On : 19 Nov 2019 20:09

Operator :© JU

Sample - K5865-12

Misc :

ALS Vial : 20 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
Title

= Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.351 1572 1575 1581 rVB2 109659 133814 3.39% 0.337%

36 11.457 1589 1593 1595 rBV 1994311 1695142 42.93% 4._.269%
37 11.480 1595 1597 1600 rVvVv 651150 496792 12.58% 1.251%

38 11.527 1603 1605 1608 rVB 86033 80184 2.03% 0.202%
39 11.563 1608 1611 1614 rBV2 68904 80201 2.03% 0.202%
40 11.698 1630 1634 1639 rBV6 45485 83609 2.12% 0.211%

41 11.745 1639 1642 1645 rVB2 122089 100888 2.55% 0.254%
42 11.957 1675 1678 1680 rBVY 255379 218035 5.52% 0.549%
43 11.986 1680 1683 1686 rVB 307277 261101 6.61% 0.658%
44 12.068 1694 1697 1699 rBV2 141287 136362 3.45% 0.343%
45 12.092 1699 1701 1705 rVB 142077 119976 3.04% 0.302%

46 12.157 1709 1712 1715 rBV 104706 87605 2.22% 0.221%
47 12.257 1726 1729 1731 rBV 68745 67746 1.72% 0.171%
48 12.404 1752 1754 1757 rBV 73294 54578 1.38% 0.137%
49 12.433 1757 1759 1762 rVV 65649 55219 1.40% 0.139%

50 12.510 1769 1772 1775 rBV 117234 119288 3.02% 0.300%

51 12.545 1775 1778 1781 rVV3 152546 156722 3.97% 0.395%

52 12.592 1784 1786 1790 rVvV 63679 61088 1.55% 0.154%
53 12.674 1796 1800 1805 rBV 400430 378293 9.58% 0.953%
54 12.763 1813 1815 1818 rBV3 44975 52191 1.32% 0.131%

55 12.904 1834 1839 1840 rBV 463684 455214 11.53% 1.147%

56 12.921 1840 1842 1853 rVB 726965 938869 23.78% 2.365%
57 13.045 1859 1863 1870 rVB 3613739 3185924 80.68% 8.024%

58 13.127 1872 1877 1879 rBV3 51802 78032 1.98% 0.197%
59 13.227 1888 1894 1898 rVB2 72201 121188 3.07% 0.305%
60 13.274 1900 1902 1904 rBVZ2 57152 53043 1.34% 0.134%
61 13.333 1910 1912 1915 rVB2 60231 52520 1.33% 0.132%
62 13.621 1958 1961 1966 rBV2 50803 59340 1.50% 0.149%
63 13.739 1978 1981 1989 rVB 53237 60912 1.54% 0.153%

64 13.945 2013 2016 2019 rBV4 115035 164760 4_.17% 0.415%
65 14.104 2037 2043 2046 rBV 1518694 1556057 39.41% 3.919%

66 14.127 2046 2047 2055 rVB 214032 139696 3.54% 0.352%
67 14.268 2068 2071 2075 rBV2 112121 130276 3.30% 0.328%
68 14.568 2119 2122 2126 rBV2 152948 163473 4.14% 0.412%
69 14.886 2173 2176 2180 rVB 186676 202837 5.14% 0.511%
70 14.968 2188 2190 2193 rBV 87184 84985 2.15% 0.214%

71 15.162 2219 2223 2231 rVB 149563 304130 7.70% 0.766%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117870.D

Aca On : 19 Nov 2019 20:09

Operator :© JU

Sample - K5865-12

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :
72 15.245 2233 2237 2241 rVV 196729 223295 5.65% 0.562%
73 15.474 2274 2276 2283 rVB 113344 156060 3.95% 0.393%
74 15.539 2284 2287 2291 rVvV 104507 120880 3.06% 0.304%
75 15.609 2294 2299 2302 rVvVv 1011721 1318907 33.40% 3.322%

76 15.645 2302 2305 2313 rVB 261267 405661 10.27% 1.022%
77 16.104 2379 2383 2390 rVB 135229 206249 5.22% 0.519%
78 16.633 2470 2473 2480 rVB 72205 122201 3.09% 0.308%

Sum of corrected areas: 39704166
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF111919\
BF117870.D
19 Nov 2019 20:09

K5865-12

20

Quant Method
Quant Title

TIC Library

- JU

Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

4000000

3000000

2000000

1000000

TIC: BF117870.D

5.12 5.52

4.51

I

6.53

6.68

7.07

7.47

Time-->

i

4.00 4.50 5.00 5.50 6.00 6.

Abundance

4000000

3000000

2000000

1000000

0

8.20

9;\1}6

9.96

9.67
9.&2 9.§ D

TIC: BF117870.D

11.46

13.04

Time-->

9.50

10.00 10.50 11.00 11.50 12.00

12.50

I
13.00

Abundance

4000000

3000000

2000000

1000000

0

14.10

TIC: BF117870.D

15.61

1 4 64
13,52 7413041127 1457 148%75le24 154 16.10 16.63

Time-->

™1
13.50

14.00

14.50

15.00

15.50

I
16.00 16.50 17.00 17.50

18.00

18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117870.D

Aca On : 19 Nov 2019 20:09

Operator :© JU

Sample - K5865-12

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.19 16.11 ng 1003730 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 43
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 18 (2.193 min): BF117870.D (-13) (-) m/z 73.00 100.00%
7B
5000 43
55 87 N —
| | 63 2.20 2.30 2.40 2.50 2.60
Obrrrrrrrr e S b e e e | M7z 43.000 37.28%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
5000
43 95 2.20 2.30 2.40 2.50 2.60
07 87 m/z 87.10 26.54%
0 "'I'”'I'"'I"J””:"Lh'L'I'“"Iq?"H"”I"'[I"'}PE"I""I""I"”
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl-
7B
2.20 2.30 2.40 2.50 2.60
5000 m/z 54.95 25.25%
43
o2 15 2 ]| 53 e | 88
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol L ERaRasamEEL
73 2.20 2.30 2.40 2.50 2.60
87 m/z 41.05 12.88%
5000 41 55
29
o 1L, \‘\ I, el o7 112 129
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117870.D

Aca On : 19 Nov 2019 20:09

Operator :© JU

Sample - K5865-12

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4.51 6.45 ng 401488 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 94
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 87
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 80

Abundance Scan 412 (4.510 min): BF117870.D (-408) (-) m/z 83.00 100.00%
55 83
5000 43 98
i A
420 4.40 4.60 4.80
0 ...,....,....,..?3|i': Al e er Tl m/z 55.00 85.70%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 AR AR LR UL SR
98 420 4.40 4.60 4.80

m/z 43.00 36.00%

1 o
0

49, 6167 77 | 89 |
,,,, e L B
m/z--> 10 20 60 70 80 90 100
Abundance #3404. 2 Pentene, 3,4-dimethyl-, (E)-
56 83
41 4.20 4.40 4.60 4.80
5000 m/z 98.00 35.40%
27 98
15 ‘ 69
3 I .:lh.%4.ail M. LI X PR A T S A
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3169: 3-Hexen-2-one R e R mama
83 4.20 4.40 4.60 4.80
55 m/z 39.00 27.29%
5000 43
98
29
. 23 ] a7l|| 49| 638 77 | o |
B L B e R A R AmmamsmmE B
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117870.D

Aca On : 19 Nov 2019 20:09

Operator :© JU

Sample - K5865-12

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

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

5.12 18.61 ng 1159440 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 516 (5.122 min): BF117870.D (-508) (-) m/z 42.95 100.00%
a3
59
5000
T W50 5ho 550 sho
0...,....,....,..?7.','::..,.5%:!,...‘??....,?-?..,...:,|....,. m/z 59.00 57.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL L L L
59 480 500 520 540
m/z 101.00 21.27%
o 25 3 37 , 83 g3 M1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.00 14.73%
101
15 58
0 \ 28 7|l 51 | 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- — e
509 4.80 5.00 520 5.40
31 m/z 41.00 9.28%
5000 41
73
0 1\5 ‘ | 147 53\‘ , ‘ 87 102
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117870.D

Aca On : 19 Nov 2019 20:09

Operator :© JU

Sample - K5865-12

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 4 unknown6.68 Concentration Rank 1

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

6.68 32.33 ng 2013480 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 781 (6.681 min): BF117870.D (-777) (-) m/z 131.95 100.00%
5000 68
40 % J 640 6.60 6.80 7.00
54 : : : :
o | 77 87 |asus Wl /7 67.95 36.93%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 n
5000 UL A L R
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 34 .00%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
640 6.60 6.80 7.00
5000 67 m/z 66.00 24 .30%
41 97
53
‘ o ‘ 117
ol bl ol ol 8820 |
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I BEEEEEa e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 15.49%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S || I
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117870.D

Aca On : 19 Nov 2019 20:09

Operator :© JU

Sample - K5865-12

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Tetradecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.87 3.72 ng 315322 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Tridecane 184 C13H28 000629-50-5 87
3 Octacosane 394 C28H58 000630-02-4 74
4 Tridecane. 7-hexvl- 268 C19H40 007225-66-3 74
5 Eicosane 282 C20H42 000112-95-8 74
Abundance Scan 1493 (10.869 min): BF117870.D (-1487) (-) m/z 57.05 100.00%
57
5000 85
113 aa 169 10.60 10.80 11.00 11.20
o...l,m!..-' P D m/z 43.00 73.06%
m/z--> 50 100 150 200 250 300 350
Abundance #59882: Tetradecane
57
5000 85 RN BN UL SR B
- 10.60 10.80 11.00 11.20
m/z 71.05 63.17%
o e |43, 160 1P
m/z--> 50 100 150 200 250 300 350 '
Abundance #48834: Tridecane
57
10,60 10.80 11.00 11.20
5000 85 m/z 85.05 41.70%
29
L\ 112 147 184
OIIIII‘III‘I |‘|||||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane B B R
57 10.60 10.80 11.00 11.20
m/z 41.00 35.28%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
IIIII"''I"''I"''I""I""I""I""I R A A A
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\BF111919\
Data File : BF117870.D

Aca On : 19 Nov 2019 20:09

Operator :© JU

Sample - K5865-12

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 Silane, trichlorooctadecyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.32 2.66 ng 225746 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 53
2 Tetracosane 338 C24H50 000646-31-1 53
3 Nonadecane 268 C19H40 000629-92-5 53
4 Tetradecane 198 C14H30 000629-59-4 53
5 Heptadecane 240 C17H36 000629-78-7 53
Abundance Scan 1570 (11.321 min): BF117870.D (-1563) (-) m/z 57.05 100.00%
g7
5000 J
11.00 11.20 1140 11.60
0 m/z 43.00 76.73%
m/z--> 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl-
g7
5000 RN UL UL IR UL
85 11.00 11.20 11.40 11.60
29 m/z 71.05 70.31%
0 L 4113}35155175 203 231 259 303 331 357 386
m/z--> 50 100 150 200 250 300 350 '
Abundance #175557: Tetracosane
g7
11.00 11.20 11.40 11.60
5000 85 m/z 85.05 48.43%
29 113
0 | ‘ J L d 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 '
Abundance #117638: Nonadecane e
57 11.00 11.20 11.40 11.60
m/z 41.00 37.95%
5000 85
29
0 \‘ } ‘ | A |‘ 1}3 il 141 169 197 225 268
m/z--> 50 100 1&1;0 200 250 300 350 ' 1100 11.20 1140 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117870.D

Aca On : 19 Nov 2019 20:09

Operator :© JU

Sample - K5865-12

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Phenanthrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.96 2.57 ng 218035 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 96
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93

Abundance Scan 1679 (11.963 min): BF117870.D (-1675) (-) m/z 192.10 100.00%

192

5000

b

95 165 11,60 11.80 12.00 12.20
63 82 139 152
ol 49 113126 213 226 m/z 191.05 61.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54746: Phenanthrene, 1-methyl-
2

5000

11:60 11.80 12.00 12.20
m/z 188.95  33.18%

27 39 51 63 74 96 115126139 152
m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #54735: Anthracene, 2-methyl-
192
11.60 11.80 12.00 12.20
5000 m/z 193.10 16.21%
165
oL 15 27 39 51 63 83 96 115106139152 177 M\
R LT B e TR B e o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54749: Phenanthrene, 2-methyl- T e
192 11.60 11.80 12.00 12.20
m/z 190.00 15.90%
5000
165
o 27 39 51 63 82 96 115126139152 | 178 ||
e L I o e e e AR AR AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117870.D

Aca On : 19 Nov 2019 20:09

Operator :© JU

Sample - K5865-12

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Phenanthrene, 2-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.99 3.08 ng 261101 Phenanthrene-d10 11.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 97
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 97
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 97
4 1H-Cvclopropal l'lphenanthrene.la.... 192 C15H12 000949-41-7 96
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 95
Abundance Scan 1684 (11.992 min): BF117870.D (-1680) (-) m/z 192.00 100.00%
192
5000
82 96 1 11.60 11.80 12.00 12.20 12.40
0 39 50 63 Lol21 130180 m/z 191.00  59.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54749: Phenanthrene, 2-methyl-
192
5000
11.60 11.80 12.00 12.20 12.40
165 m/z 189.00 27.76%
0 27 3950 63 82 9 115126 139152 | 176
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192
11.60 11.80 12.00 12.20 12.40
5000 m/z 193.00 17.58%
165
oL, 15 27 39 51 63 83 96 115196 139 152 | 176 “M
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl- e B L e
192 11.60 11.80 12.00 12.20 12.40
m/z 190.00 14 .29%
5000
165
o 27 3950 63 74 85 96 115126 139152 | 176 |
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117870.D

Aca On : 19 Nov 2019 20:09

Operator :© JU

Sample - K5865-12

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 11H-Benzo[a]fluoren-11-one Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.94 2.12 ng 164760 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 91
2 Heneicosane 296 C21H44 000629-94-7 56
3 Nonadecane. 1-chloro- 302 C19H39ClI 062016-76-6 47
4 Nonadecane 268 C19H40 000629-92-5 46
5 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 45
Abundance Scan 2015 (13.939 min): BF117870.D (-2013) (-) m/z 230.00 100.00%
30
5000 57
200
85 302
4 07123 151465184 257 276 321 13.60 13.80 14.00 14.20
0 m/z 57.10 40.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #86241: 11H-Benzo[a]fluoren-11-one
5000 AR A SRR U
13.60 13.80 14.00 14.20
101 200 m/z 43.00 33.94%
O T8 | | 222 150 174 |
miz-> 20 40 80 80 100 120 140 160 180 200 230 240 260 280 300 330
Abundance #141425: Heneicosane
57
13.60 13.80 14.00 14.20
5000 4 85 m/z 199.95 29.91%
oL15 | ‘ |y M 141 160 197 225 253 206
m/z--> %&&%@mmmmmmmmmmﬁ
Abundance #146523: Nonadecane, 1-chloro-
57 13.60 13.80 14.00 14.20
m/z 201.95 24 _.87%
5000 4
o | \‘\ﬂ““133 161 183 203 231 259 302
m/z--> 20 45 eb 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117870.D

Aca On : 19 Nov 2019 20:09

Operator :© JU

Sample - K5865-12

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 Heptadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14 .57 2.10 ng 163473 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tetracosane 338 C24H50 000646-31-1 93
3 Heneicosane 296 C21H44 000629-94-7 83
4 Hexadecane 226 C16H34 000544-76-3 81
5 Octadecane 254 C18H38 000593-45-3 80
Abundance Scan 2122 (14.568 min): BF117870.D (-2119) (-) m/z 57.00 100.00%
g7
85
5000
127 254 14.20 14,40 14.60 14.80
3 0 155 197 300
oL ALl .'".-||i1-.3.-' 175 107216239 7 21 S0 3 Tm/z 71.05  70.25%
m/z--> 50 100 150 200 250 300
Abundance #94346: Heptadecane
g7
85
5000 R UL UL LI B B
1420 14.40 14.60 14.80
29 m/z 43.00 67.17%
m/z--> éo 100 1éo 200 250 300
Abundance #175557: Tetracosane
g7
14.20 14.40 14.60 14.80
5000 85 m/z 85.05 53.58%
29
ol ‘ L || ' 141 169 197 225 253 281 309 338
m/z--> 50 100 1éo 200 250 300
Abundance #141426: Heneicosane s AERR RS
57 14.20 14.40 14.60 14.80
m/z 41.00 24 .39%
85
5000
29 113
oL 1Ly | LM 169 197 225 253 296
m/z--> 50 100 150 200 250 300 ' 1420 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117870.D

Aca On : 19 Nov 2019 20:09

Operator :© JU

Sample - K5865-12

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.89 3.08 ng 202837 Perylene-di12 15.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Octacosane 394 C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2177 (14.892 min): BF117870.D (-2173) (-) m/z 57.00 100.00%
57
85
5000
141 256 14.60 14.80 15.00 15.20
ol .|, ll -| 169 197 221 T 284307 30386 | “njz 71.05  74.22%
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
5000 85 LN LU B SUMRLE B
14.60 14.80 15.00 15.20
m/z 43.00 62.71%
oLy e 107 o5 20
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
1460 14.80 15.00 15.20
5000 g5 m/z 85.05 54 _36%
29
oL ] | (M8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 1%0 200 250 300 350
Abundance #194493: Hexacosane R ma e A E AR
57 14.60 14.80 15.00 15.20
m/z 55.00 21.13%
5000 85
. 29 ] || M 141 169 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 14.60 14.80 15.00 15.20

8270-BF111319.M Wed Nov 20 16:59:19 2019

Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111919\
Data File : BF117870.D

Aca On : 19 Nov 2019 20:09

Operator :© JU

Sample - K5865-12

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.10 3.13 ng 206249 Perylene-d12 15.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Octadecane 254 C18H38 000593-45-3 91
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2382 (16.098 min): BF117870.D (-2379) (-) m/z 57.00 100.00%
g7
5000
LR BN SURRURA SR BUR
B ,| dou, -l| L i 2755, 290210 238258 00 S10°00 3% | "m/z 71.05  70.33%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LRI BURALS BULLILE BUSLIN B
15. 80 16. 00 16 20 16. 40
m/z 43.00 62 .66%
29 \ 13 44
oL LA Ly L[ M 100 197 205 a5y 28
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57
' 15.80 16.00 16.20 16.40
5000 85 m/z 85.10 53.51%
29
0 \‘ L ‘\ | s 1‘ 1:1[3 | 1§1 L 169 197 225 254
m/z--> §o 160 1éo 260 2%0 360 3éo
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- e B a
57 15.80 16.00 16.20 16.40
m/z 99.05 20.56%
- T ‘AML\H
0 4 “ Lo l\1}3 141 183 211 239 267 296
m/z--> §o 160 150 200 250 300 3éo 1580 1600 1620 1640
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111919\
Data File : BF117870.D

Acq On : 19 Nov 2019 20:09

Operator : JU

Sample - K5865-12

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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]
Butane, 2-methoxy... 2.19 16.1 ng 1003730 1 6.92 1245720 20.0
3-Penten-2-one, 4... 4.51 6.5 ng 401488 1 6.92 1245720 20.0
2-Pentanone, 4-hy... 5.12 18.6 ng 1159440 1 6.92 1245720 20.0
unknown6 .68 6.68 32.3 ng 2013480 1 6.92 1245720 20.0
Tetradecane 10.87 3.7 ng 315322 4 11.46 1695140 20.0
Silane, trichloro... 11.32 2.7 ng 225746 4 11.46 1695140 20.0
Phenanthrene, 1-m... 11.96 2.6 ng 218035 4 11.46 1695140 20.0
Phenanthrene, 2-m... 11.99 3.1 ng 261101 4 11.46 1695140 20.0
11H-Benzo[a]fluor... 13.94 2.1 ng 164760 5 14.10 1556060 20.0
Heptadecane 14.57 2.1 ng 163473 5 14.10 1556060 20.0
Octadecane 14.89 3.1 ng 202837 6 15.61 1318910 20.0
Heneicosane 16.10 3.1 ng 206249 6 15.61 1318910 20.0
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