LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096329.D

Aca On : 30 Jun 2017 11:27

Operator : SJ/MA

Sample = 13874-03 50X

Misc :

ALS Vial : 8 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:\HPCHEM1I\BNA F\METHODS\8270-BF062717 .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 3.981 321 322 343 rBVY3 115693 276241 25.84% 3.417%
2 4.951 485 487 494 rBV 16212 18702 1.75% 0.231%
3 5.375 556 559 563 rVB 94981 87182 8.16% 1.078%
4 6.387 728 731 735 rBV 111323 92106 8.62% 1.139%
5 6.534 753 756 759 rBV 116335 92056 8.61% 1.139%
6 6.769 792 796 800 rBV 976793 785215 73.46% 9.713%
7 6.922 819 822 826 rBV 69775 61456 5.75% 0.760%
8 7.322 887 890 893 rBV 61660 50400 4.72% 0.623%
9 7.887 983 986 991 rBV2 41358 46701 4_.37% 0.578%
10 7.922 991 992 1002 rVB3 10765 15947 1.49% 0.197%
11 8.051 1010 1014 1018 rBvV 1277135 1068868 100.00% 13.221%
12 8.110 1021 1024 1030 rVB3 16368 20417 1.91% 0.253%
13 8.981 1169 1172 1177 rVB 15370 13705 1.28% 0.170%
14 9.128 1193 1197 1200 rBV 109289 85140 7.97% 1.053%
15 9.222 1210 1213 1216 rBV 27821 21127 1.98% 0.261%
16 9.251 1216 1218 1222 rVB 23068 18386 1.72% 0.227%
17 9.751 1299 1303 1308 rBV 51396 44406 4.15% 0.549%
18 9.804 1308 1312 1316 rBVv2 1227470 1047719 98.02% 12.960%
19 9.898 1325 1328 1332 rBV 16729 13824 1.29% 0.171%
20 10.245 1383 1387 1391 rBV 48054 44270 4.14% 0.548%
21 10.345 1401 1404 1407 rBV 45215 37166 3.48% 0.460%
22 10.469 1420 1425 1428 rBV2 22604 27908 2.61% 0.345%
23 10.586 1442 1445 1448 rBV 66318 53265 4 .98% 0.659%
24 10.722 1465 1468 1469 rBV 66542 60172 5.63% 0.744%
25 10.945 1504 1506 1510 rVB2 13056 12522 1.17% 0.155%
26 11.039 1518 1522 1524 rBV3 25346 30249 2.83% 0.374%
27 11.092 1528 1531 1534 rVB2 14666 16500 1.54% 0.204%
28 11.169 1541 1544 1546 rBV2 69239 60046 5.62% 0.743%
29 11.198 1546 1549 1553 rVB 148516 139523 13.05% 1.726%
30 11.245 1554 1557 1560 rBV2 22931 24094 2.25% 0.298%
31 11.286 1560 1564 1567 rBV 1146151 1005143 94.04% 12.433%
32 11.339 1570 1573 1576 rBV3 23016 23730 2.22% 0.294%
33 11.480 1594 1597 1599 rBV2 19965 18861 1.76% 0.233%
34 11.510 1599 1602 1604 rBV 44950 40112 3.75% 0.496%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096329.D

Aca On : 30 Jun 2017 11:27

Operator : SJ/MA

Sample = 13874-03 50X

Misc :

ALS Vial : 8 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:\HPCHEM1I\BNA F\METHODS\8270-BF062717 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.551 1606 1609 1612 rVB 57113 57243 5.36% 0.708%
36 11.592 1614 1616 1619 rVvV 63524 52662 4._.93% 0.651%
37 11.680 1628 1631 1634 rVB 88416 72842 6.81% 0.901%
38 11.716 1635 1637 1638 rBV2 24633 16788 1.57% 0.208%
39 11.757 1641 1644 1646 rBV2 52842 42586 3.98% 0.527%
40 11.822 1653 1655 1658 rBV3 49680 44584 4_.17% 0.551%
41 11.886 1664 1666 1670 rBV4 29610 47744 4_.47% 0.591%
42 11.933 1672 1674 1679 rVVv2 84052 75652 7.08% 0.936%
43 11.975 1679 1681 1683 rVVv2 29116 24937 2.33% 0.308%
44 11.998 1683 1685 1689 rBV2 40570 40137 3.76% 0.496%
45 12.063 1694 1696 1699 rVB3 34417 34867 3.26% 0.431%
46 12.098 1699 1702 1705 rBVY 139977 138061 12.92% 1.708%
47 12.280 1731 1733 1739 rVB 86051 92442 8.65% 1.143%
48 12.386 1749 1751 1754 rVB 35115 24801 2.32% 0.307%
49 12.498 1767 1770 1773 rBV2 78878 88593 8.29% 1.096%

50 12.869 1830 1833 1841 rBV2 131017 185505 17.36% 2.295%
51 13.398 1921 1923 1925 rVB3 60315 46509 4 _.35% 0.575%
52 13.763 1982 1985 1991 rBV3 81072 181610 16.99% 2.246%

53 13.916 2008 2011 2014 rBV 799922 686370 64.21% 8.490%
54 15.339 2249 2253 2258 rBV 537160 677234 63.36% 8.377%

Sum of corrected areas: 8084326
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096329.D

Aca On : 30 Jun 2017 11:27

Operator : SJ/MA

Sample = 13874-03 50X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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: BF096329.D
1200000

1000000 6.77
800000
600000:

400000

200000
3.98 5.37 6.3%.53

) N ass | N

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: BF096329.D

1200000, |%° 9,80 11.29

1000000
800000
600000

400000 12.87 13.40

200000 013 11.
: 89.72
o7 102535 34397
928.11 8.98 | 25 (J 90 4 0
k928 98] 9 gf i !

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF096329.D

1200000 13.92

1000000
15.34

800000

600000

13.76
400000

200000

O

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096329.D

Aca On : 30 Jun 2017 11:27

Operator : SJ/MA

Sample = 13874-03 50X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Formamide, N,N-dimethyl- Concentration Rank 1

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

3.98 7.04 ng 276241 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Formamide. N.N-dimethvl- 73 C3H7NO 000068-12-2 90
2 2-Pentanamine 87 C5H13N 063493-28-7 9
3 1-Propanol. 2-amino-. (.+/-.)- 75 C3H9NO 006168-72-5 9
4 1.2-Ethanediamine. N-methvl- 74 C3H10N2 000109-81-9 7
5 N-Ethylformamide 73 C3H7NO 000627-45-2 7

Abundance Scan 322 (3.981 min): BF096329.D (-321) (-) m/z 73.00 100.00%
44.0 73.0
5000
30 58.0 360 380 4.00 420 440
Otrrrerrprrrrerrprerprrrsprrrr b e m/z 44.05 88.88%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #744: Formamide, N,N-dimethyl-
44.0 73.0

5000  REmmaEEa AR
3.60 3.80 4.00 4.20 4.40

150 30.0 m/z 42.00 44 .36%

‘ 58.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
44.0

3.60 3.80 4.00 4.20 4.40

o

5000 m/z 43.00 12.18%
30.0
o 180 38.0 55.0 20 g0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #904: 1-Propanol, 2-amino-, (.+/-.)-
44.0 3.60 3.80 4.00 4.20 4.40
m/z 72.00 7.52%
5000
18.0
28.0
m‘ i 380‘\\ 60.0 74.0
OhrrprerrprrrtrHrprrer e H e e prer e R ML | B
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096329.D

Aca On : 30 Jun 2017 11:27

Operator : SJ/MA

Sample = 13874-03 50X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 unknown6.53 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.53 2.34 ng 92056 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
Abundance Scan 755 (6.528 min): BF096329.D (-753) (-) m/z 132.00 100.00%
13%.0
5000 68.1

6.20 6.40 6.60 6.80

01 m/z 68.10 42 _56%
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 N
5000 LA L L L L L L L L BB |
6.20 6.40 6.60 6.80
a0 5L0 m/z 134.00  32.93%
0 ‘ 1 ‘ N !
T R T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
T
6.20 6.40 6.60 6.80
5000 m/z 66.00 29.63%
510 77.0 104.0
0 390 63.0 89.0 115.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14503: 1H-Benzimidazole, 2-methyl-  EEAmED e
132.0 6.20 6.40 6.60 6.80

m/z 69.00 18.25%

5000

63.0
15.0 280 390 520 m 77‘0 999 10401160

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:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096329.D

Aca On : 30 Jun 2017 11:27

Operator : SJ/MA

Sample = 13874-03 50X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Heptadecane, 2,6,10,15-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.20 2.78 ng 139523 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 86
3 Octadecane 254 C18H38 000593-45-3 86
4 Dodecane. 2.6.11-trimethvl- 212 C15H32 031295-56-4 80
5 Heptadecane 240 C17H36 000629-78-7 78

Abundance Scan 1549 (11.198 min): BF096329.D (-1546) (-) m/z 57.00 100.00%

57.0

5000
10.80 11.00 11.20 11.40 11.60
141.2 183.2
(o} m/z 71.05 66 .83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000 850 | BRI LI L L LB LB L
10.80 11.00 11.20 11.40 11.60
m/z 43.05 47 .53%
113.0
0 “ ‘ |, |7 1410 183.0 211.0 239.0 267.0 296.0
R o o L O e A RARRNEEARERE RS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
L o o R R
10.80 11.00 11.20 11.40 11.60
5000 m/z 85.10 34.22%
29.0 85.0

o 130 1410 1830
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #105884: Octadecane R AR Rama s e
57.0 10.80 11.00 11.20 11.40 11.60
m/z 41.00 22.03%
5000 85.0
29.0
A ‘ I J 113 0 ,141.0 169.0 197.0 225.0 254.0

o R Lt R M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10. 80 11. OO 11. 20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096329.D

Aca On : 30 Jun 2017 11:27

Operator : SJ/MA

Sample = 13874-03 50X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Benzene, (1-methyltridecyl)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.10 2.75 ng 138061 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvltridecvl)- 274 C20H34 004534-59-2 78
2 Benzene. (l-methvldecvI)- 232 C17H28 004536-88-3 64
3 Benzene. (l-methvlundecvl)- 246 C18H30 002719-61-1 59
4 Benzene. (1-methvldodecvl)- 260 C19H32 004534-53-6 59
5 2-Methylbenzylamine, N-decyl-N-m... 275 C19H33N 1000310-39-8 47
Abundance Scan 1702 (12.098 min): BF096329.D (-1699) (-) m/z 105.05 100.00%
105.1
5000 __A
41.0 790 11.80 12.00 12.20 12.40
Ol fir e bt A 27414711600 1030 217.2 2743 | 07106 10 13.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122974: Benzene, (1-methyltridecyl)-
105.0
5000

11.80 12.00 12.20 12.40
m/z 91.00 10.59%

0 410 760 | | 1310 161.0 189.0 217.0 274.0
R e Aa e B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105.0
T e
11.80 12.00 12.20 12.40
5000 m/z 41.00 4 _55%
ol 40 790 126.0147.0 1750 203.0 2320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99258: Benzene, (1-methylundecyl)- R R B
105.0 11.80 12.00 12.20 12.40
m/z 43.00 4_46%
5000
0 55.0 77.0 | | 147.0 175.0 204.0 24?0
R L e L0 R e AR REAS B B
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:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096329.D

Aca On : 30 Jun 2017 11:27

Operator : SJ/MA

Sample = 13874-03 50X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Decane, 3,8-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.76 5.29 ng 181610 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 64
2 Heptacosane 380 C27H56 000593-49-7 64
3 Hexadecane 226 C16H34 000544-76-3 53
4 Decane. 6-ethvl-2-methvl- 184 C13H28 062108-21-8 53
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 50
Abundance Scan 1985 (13.763 min): BF096329.D (-1982) (-) m/z 57.05 100.00%
57.0
5000
J 85.1 e
113.1
141 1 1832 . . 13.40 13.60 13.80 14.00
ol -J-'*-l hoipinnd22, 22002631 3032 w/z 71.10 48.65%
m/z--> 50 100 150 200 250 300 350
Abundance #38349: Decane, 3,8-dimethyl-
57.0
85.0
5000 SR BRI SN SN B
13,40 13.60 13.80 14.00
m/z 43.10 38.19%
113.0
0 L \ | 142.0170.0
m/z--> éo 100 150 200 250 300 350
Abundance
57.0
13.40 13.60 13.80 14.00
5000 m/z 85.10 23.31%
85.0
0 29.0 113.0  155.0183.0 225.0253.0 295.0323.0  380.0
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane R EE R E s
57.0 13.40 13.60 13.80 14.00
m/z 55.00 21.59%
5000
85.0
29.0
0 ‘\‘ | | “ }130 15501830 226.0
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063017\
Data File : BF096329.D

Acq On : 30 Jun 2017 11:27

Operator : SJ/MA

Sample = 13874-03 50X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717 .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]
Formamide, N,N-di... 3.98 7.0 ng 276241 1 6.77 785215 20.0
unknown6 .53 6.53 2.3 ng 92056 1 6.77 785215 20.0
Heptadecane, 2,6,... 11.20 2.8 ng 139523 4 11.29 1005140 20.0
Benzene, (1-methy... 12.10 2.8 ng 138061 4 11.29 1005140 20.0
Decane, 3,8-dimet... 13.76 5.3 ng 181610 5 13.92 686370 20.0
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