LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101118\
Data File : BF109805.D
Aca On : 11 Oct 2018 23:52 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J5314-05 2X DOCUMENTATION-22
ALS Vial : 22 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-BF100818 .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 4.881 473 475 489 rBV 16299 26774 2.65% 0.201%
2 5.310 545 548 572 rBV 398628 613606 60.75% 4_.597%
3 6.340 720 723 741 rBV 446758 735047 T72.77% 5.507%
4 6.463 741 744 767 rVB 709720 850065 84.16% 6.369%
5 6.692 780 783 803 rBV 340564 466029 46.14% 3.492%
6 6.845 806 809 826 rBV 563074 637542 63.12% 4_.777%
7 7.257 876 879 907 rBV 242240 488072 48.32% 3.657%
8 7.975 997 1001 1025 rBV 494955 654821 64.83% 4 .906%
9 9.045 1180 1183 1196 rBV 848838 900675 89.17% 6.748%
10 9.133 1196 1198 1208 rVB4 17736 33550 3.32% 0.251%
11 9.439 1247 1250 1259 rBV 56955 67526 6.69% 0.506%
12 9.586 1272 1275 1281 rBV 9862 11874 1.18% 0.089%
13 9.722 1294 1298 1302 rBV 635508 621128 61.50% 4 .654%
14 9.751 1302 1303 1310 rVB 46609 42704 4.23% 0.320%
15 10.269 1388 1391 1399 rBv2 13379 23020 2.28% 0.172%
16 10.510 1428 1432 1446 rBvV 272571 414449 41.03% 3.105%
17 10.628 1449 1452 1457 rVB5 13408 22307 2.21% 0.167%
18 11.104 1530 1533 1540 rvB2 13387 18797 1.86% 0.141%

19 11.198 1546 1549 1552 rBV 449689 514080 50.90% 3.852%
20 11.222 1552 1553 1560 rVvVv 264861 281773 27.90% 2.111%

21 11.280 1560 1563 1572 rVB 47825 86325 8.55% 0.647%
22 11.457 1585 1593 1595 rBV6 12265 23664 2.34% 0.177%
23 11.498 1598 1600 1603 rVV3 15474 15336 1.52% 0.115%
24 11.545 1606 1608 1614 rVB7 7904 10576 1.05% 0.079%
25 11.616 1614 1620 1623 rBV6 6618 12153 1.20% 0.091%
26 11.698 1629 1634 1637 rBV 28935 38703 3.83% 0.290%
27 11.733 1637 1640 1645 rVv2 40252 51941 5.14% 0.389%
28 11.810 1650 1653 1656 rBV2 42800 45623 4._.52% 0.342%
29 11.998 1682 1685 1688 rBV 20017 25631 2.54% 0.192%
30 12.245 1724 1727 1731 rBV 23314 31018 3.07% 0.232%
31 12.286 1731 1734 1738 rVVv4 23656 32322 3.20% 0.242%
32 12.333 1740 1742 1746 rVB4 16419 19456 1.93% 0.146%
33 12.404 1751 1754 1765 rBV 428491 521739 51.66% 3.909%
34 12.557 1777 1780 1786 rBvV4 13602 21612 2.14% 0.162%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101118\
Data File : BF109805.D
Aca On : 11 Oct 2018 23:52 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J5314-05 2X DOCUMENTATION-22
ALS Vial : 22 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-BF100818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 12.633 1787 1793 1800 rBV 406487 528817 52.36% 3.962%

36 12.774 1813 1817 1826 rBV 629426 685371 67.86% 5.135%

37 12.851 1827 1830 1834 rVB3 23275 37025 3.67% 0.277%
38 12.939 1842 1845 1846 rBV3 29894 30765 3.05% 0.230%
39 12.963 1846 1849 1854 rVVv2 63896 82865 8.20% 0.621%
40 13.027 1858 1860 1863 rVV 42662 50169 4.97% 0.376%
41 13.063 1863 1866 1874 rVB3 46949 82369 8.15% 0.617%
42 13.157 1879 1882 1885 rVB 22676 19809 1.96% 0.148%
43 13.186 1885 1887 1891 rBVY 18698 26071 2.58% 0.195%
44 13.580 1951 1954 1956 rBVY 37877 41507 4._.11% 0.311%
45 13.604 1956 1958 1960 rVvV 22271 21326 2.11% 0.160%
46 13.686 1968 1972 1979 rVB2 65547 95116 9.42% 0.713%
47 13.827 1989 1996 1999 rBV2 686406 1010043 100.00% 7.567%
48 13.933 2011 2014 2017 rVB 36729 34206 3.39% 0.256%
49 13.998 2023 2025 2028 rVB3 30544 26893 2.66% 0.201%
50 14.216 2059 2062 2065 rBV 36061 39253 3.89% 0.294%
51 14.304 2074 2077 2080 rBv4 42060 44376 4_.39% 0.332%
52 14.592 2124 2126 2129 rBV 55685 55306 5.48% 0.414%
53 14.839 2163 2168 2176 rBV 237458 496322 49.14% 3.719%
54 14.904 2176 2179 2182 rVV2 76603 83284 8.25% 0.624%
55 14.933 2182 2184 2187 rVV 29162 27094 2.68% 0.203%

56 15.110 2211 2214 2220 rVB 109615 157559 15.60% 1.180%
57 15.174 2221 2225 2230 rVV 175699 249042 24.66% 1.866%
58 15.227 2230 2234 2251 rVB 377352 708875 70.18% 5.311%

59 15.645 2302 2305 2310 rVB 71367 88126 8.72% 0.660%

60 16.104 2379 2383 2392 rVB2 52061 91270 9.04% 0.684%

61 16.580 2460 2464 2470 rVB2 42483 78710 7.79% 0.590%

62 16.986 2527 2533 2540 rBV 40750 95748 9.48% 0.717%
Sum of corrected areas: 13347255
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101118\

Data File : BF109805.D

Aca On : 11 Oct 2018 23:52

Operator : JU/SJ

ﬁ?ggle : J5314-05 2X DOCUMENTATION-22
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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: BF109805.D

800000
6.46

600000 6.85
7.9i
6.34

5.31

400000 6.69

7.26

N

T i e R L I R D S

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF109805.D

800000 9105 13.83

200000

12.77
9.72

600000

11.20 12.4012.63
400000

10.51 11.

200000

13.69 13.8;
12; i3} lﬁ%
1

9.44 975 Q}ng
13 )\ 959 1027 [10.63 111

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF109805.D

800000

600000
15.23

400000

200000

M

Time--> 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50
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8270-BF100818.M Fri Oct

Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101118\
Data File : BF109805.D

Aca On : 11 Oct 2018 23:52

Operator : JU/SJ

Sample : J5314-05 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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

Peak Number 1 unknown6.46 Concentration Rank 1

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

6.46 36.48 ng 850065 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 743 (6.457 min): BF109805.D (-741) (-) m/z 132.00 100.00%
132.0
5000 68.1 A¥_
0 ] o ok 6k ok
01 bt m/z 68.10 50.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 LA R LN IR
6.20 6.40 6.60 6.80
33.0 105.0 m/z 66.00 34.40%
5.0 100 g5
01 B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132.0
6.20 6.40 6.60 6.80
5000 m/z 134.00 31.71%
104.0
miz--> 5 & s o o 13 Ho ik 1%
Abundance #52379: Tranylcypromine-propionyl T T T T
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 20.87%
74.0
5000 ggo 1160
0 |||||||||||||‘|‘|‘|||‘h|||“|||‘l“||‘u‘| I‘MI ||:!-5|8|.0|||||]:8|9.|0|
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101118\

Data File : BF109805.D

Aca On : 11 Oct 2018 23:52

Operator : JU/SJ

ﬁ?ggle : J5314-05 2X DOCUMENTATION-22
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 3 Phenanthrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.73 2.02 ng 51941 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 70
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 70
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 62
4 1H-Indene. l1l-phenvl- 192 C15H12 001961-96-2 62
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 59

Abundance Scan 1639 (11.727 min): BF109805.D (-1637) (-) m/z 192.10 100.00%

5000

431 57.0 73.0 11.40 11.60 11.80 12.00

165.1
96.0 115.0129.1 150.1

01 m/z 191.10 46.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192.0
5000 R e o A mmma

11.40 11.60 11.80 12.00
m/z 189.10  25.49%

165.0
o 39.0 63.0 82.0 90 1150 139.0 ,
L e e T I L o e e o LA S o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192.0
11.40 11.60 11.80 12.00
5000 m/z 193.10 15.52%
94.0 165.0
T e T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54741: Anthracene, 1-methyl-
192.0 11.40 11.60 11.80 12.00
m/z 190.00 13.15%
5000
165.0
0270410 630 8090 150 1390 ° |||
I e e o B L o e e e LN A o I e o o o o o
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101118\

Data File : BF109805.D

Aca On : 11 Oct 2018 23:52

Operator : JU/SJ

ﬁ?ggle : J5314-05 2X DOCUMENTATION-22
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Benzo[e]pyrene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.11 4.45 ng 157559 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 94
2 Benzolklfluoranthene 252 C20H12 000207-08-9 93
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzolalovrene 252 C20H12 000050-32-8 91
5 Perylene 252 C20H12 000198-55-0 90
Abundance Scan 2214 (15.110 min): BF109805.D (-2211) (-) m/z 252.10 100.00%
25p.1
5000
B9 739 1000, | 1460 1741 20002241 2731 305.1 14.80 15.00 15.20 15.40
05y ; : : : : : : m/z 250.10 28.70%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104217: Benzo[e]pyrene
252.0
5000

14.80 15.00 15.20 15.40
m/z 253.10  21.94%

125.0
50.0 74.0 99.0 146.0 174.0 200.0 224.0

0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104224: Benzo[k]fluoranthene
252.0
AR ST o
14.80 15.00 15.20 15.40
5000 m/z 125.10 13.89%
126.0
0 74.0 99.0 ; | 20002240 MH
A L R A Ll AARE L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104227: Benz[e]acephenanthrylene  E REmmE B
252.0 14.80 15.00 15.20 15.40
m/z 126.00 11.96%
5000
126.0
0390 740 1000, | 15001740 200.0 224.0 H
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.80 15.00 15. 20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101118\

Data File : BF109805.D

Aca On : 11 Oct 2018 23:52

Operator : JU/SJ

ﬁ?ggle : J5314-05 2X DOCUMENTATION-22
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.64 2.49 ng 88126 Perylene-d12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Heneicosane 296 C21H44 000629-94-7 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Nonadecane 268 C19H40 000629-92-5 72
Abundance Scan 2304 (15.639 min): BF109805.D (-2302) (-) m/z 57.10 100.00%
57.1
5000
99.1 o661 R R AR
| | 4001741 2230 208.1 15.40 15.60 15.80 16.00
Oty m/z 71.10 75.78%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
51.0
5000 LR UL B UL S

15.40 15.60 15.80 16.00
99.0 m/z 43.00 66.90%

. 270 | | , ] | 1410 1830  240.0
e o
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
R B R ma
15.40 15.60 15.80 16.00
5000 m/z 85.10 56.64%
99.0
2nof | | | J L 1410 1830 2250 26602960
A i —
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane R R Ema e S
57.0 15.40 15.60 15.80 16.00
m/z 55.05 30.56%
5000
99.0
oL 270 L 1410 1830 2250 267.0 309.0 3650
e R B A
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101118\

Data File : BF109805.D

Aca On : 11 Oct 2018 23:52

Operator : JU/SJ

ﬁ?ggle : J5314-05 2X DOCUMENTATION-22
ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 Hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.10 2.58 ng 91270 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 76
2 Docosane. 1l-butvl- 366 C26H54 013475-76-8 72
3 Octacosane 394 C28H58 000630-02-4 72
4 Hexacosane 366 C26H54 000630-01-3 72
5 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 64
Abundance Scan 2382 (16.098 min): BF109805.D (-2379) (-) m/z 57.10 100.00%
57.1
99.0 R AU BN B
28.1 177.1207.1 250.1 287.0 15.80 16.00 16.20 16.40
ob il m/z 71.10 58.36%
m/z--> 50 100 150 200 250 300 350
Abundance #83028: Hexadecane
57.0
5000 L SRR SO BN B
15.80 16.00 16.20 16.40
99.0 m/z 43.05 56.75%
0 26.0 | II || ‘141 0 183 0 226 0
m/z--> 50 100 1%0 200 250 300 350 '
Abundance #194500: Docosane, 11-butyl-
57.0
15.80 16.00 16.20 16.40
5000 m/z 85.05 49_.13%
s
oLl i d ) M4 0170 0 210 0239.0268.0 309.0333 0367.0
m/z--> 50 100 1%0 200 250 360 350 '
Abundance #209565: Octacosane R R R
57.0 15.80 16.00 16.20 16.40
m/z 55.05 20.33%
>0 NﬁL1d”“ﬁMﬂMWWL/LMwWKJW“WWVMNm
99.0
o 2110 “ 1 ﬂ L }41 -0 1830 2250  281.0  337.0  394.0
m/z--> 50 100 150 260 250 300 350 ' 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_ F\DATA\BF101118\

Data File : BF109805.D

Acq On : 11 Oct 2018 23:52

Operator : JU/SJ

3?22'6 - J5314-05 2X DOCUMENTATION-22
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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]
unknown6 .46 6.46 36.5 ng 850065 1 6.69 466029 20.0
Phenanthrene, 1-m... 11.73 2.0 ng 51941 4 11.20 514080 20.0
Benzo[e]pyrene 15.11 4.5 ng 157559 6 15.23 708875 20.0
Heptadecane 15.64 2.5 ng 88126 6 15.23 708875 20.0
Hexadecane 16.10 2.6 ng 91270 6 15.23 708875 20.0
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