LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\

Data File : BF109891.D

Aca On : 15 Oct 2018 20:47 Instrument :

Operator : JU/SJ E?Afs el
- _ lentosampleld :

3?22'6 : J5198-13 CL-02-101218-B

ALS Vial : 15 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-BF101518.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 2.316 33 39 46 rVB 611477 805468 19.40% 1.827%
2 3.587 253 255 261 rBV 24861 52232 1.26% 0.118%
3 5.210 524 531 538 rVB 160764 191809 4.62% 0.435%
4 5.593 592 596 600 rBVY 3994690 4079589 98.25% 9.254%
5 6.592 760 766 770 rBV 4349993 4152210 100.00% 9.419%
6 6.745 787 792 795 rBVY 4533570 4106531 98.90% 9.315%
7 6.975 828 831 835 rVB 1577957 1319252 31.77% 2.993%
8 7.134 854 858 861 rBY 3785284 3108301 74.86% 7.051%
9 7.534 922 926 930 rBVY 2564213 2465612 59.38% 5.593%
10 8.257 1046 1049 1052 rBvV 1808077 1590162 38.30% 3.607%
11 8.281 1052 1053 1056 rVB 87276 45181 1.09% 0.102%
12 8.969 1167 1170 1174 rVB 82378 71256 1.72% 0.162%

13 9.069 1183 1187 1191 rBV 123936 127070 3.06% 0.288%
14 9.333 1228 1232 1235 rVB 4478902 3583650 86.31% 8.129%

15 9.592 1273 1276 1281 rBV3 47859 68795 1.66% 0.156%
16 9.675 1286 1290 1292 rBV 86231 91024 2.19% 0.206%
17 9.722 1296 1298 1302 rVB 442478 320642 7.72% 0.727%
18 9.786 1306 1309 1311 rBV 51882 52425 1.26% 0.119%
19 9.933 1328 1334 1338 rBvV 50863 44819 1.08% 0.102%
20 10.016 1341 1348 1352 rVV 1639243 1464664 35.27% 3.322%
21 10.051 1352 1354 1357 rVB 95686 68983 1.66% 0.156%
22 10.433 1413 1419 1423 rBV3 66647 105501 2.54% 0.239%
23 10.563 1437 1441 1447 rVB2 69416 70519 1.70% 0.160%
24 10.804 1478 1482 1486 rBV 2097437 1767499 42.57% 4_.009%
25 10.910 1497 1500 1501 rBV 62227 51158 1.23% 0.116%
26 11.357 1573 1576 1579 rBV 56852 52827 1.27% 0.120%

27 11.404 1579 1584 1589 rVB 102107 113241 2.73% 0.257%
28 11.510 1598 1602 1604 rBV 1392598 1287135 31.00% 2.920%
29 11.533 1604 1606 1609 rVvVv 483751 383912 9.25% 0.871%

30 11.580 1610 1614 1617 rVB 91496 86243 2.08% 0.196%
31 11.839 1655 1658 1663 rVB 76458 64262 1.55% 0.146%
32 11.886 1663 1666 1669 rBV 720133 524383 12.63% 1.190%
33 11.922 1669 1672 1675 rBV 47126 50628 1.22% 0.115%

34 12.016 1684 1688 1690 rBV3 258898 310250 7.47% 0.704%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109891.D

Aca On : 15 Oct 2018 20:47

Operator : JU/SJ

Sample : J5198-13

Misc :

ALS Vial : 15 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-BF101518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 12.033 1690 1691 1697 rVB 163434 136651 3.29% 0.310%

36 12.121 1702 1706 1708 rVVv2 152285 191309 4.61% 0.434%

37 12.145 1708 1710 1713 rVB 105376 85962 2.07% 0.195%
38 12.192 1716 1718 1723 rBV2 48200 62619 1.51% 0.142%
39 12.304 1734 1737 1739 rBV2 67698 63339 1.53% 0.144%
40 12.327 1739 1741 1747 rVB4 63312 77374 1.86% 0.176%

41 12.574 1780 1783 1785 rBV 1369526 1158957 27.91% 2.629%
42 12.598 1785 1787 1792 rVB 1504006 1248046 30.06% 2.831%
43 12.645 1792 1795 1798 rBV3 42933 55994 1.35% 0.127%
44 12.680 1798 1801 1804 rVB 318671 237346 5.72% 0.538%
45 12.721 1804 1808 1812 rBVY 435019 393747 9.48% 0.893%

46 12.804 1820 1822 1827 rVB4 59188 61667 1.49% 0.140%
47 12.874 1832 1834 1836 rVV 58695 46004 1.11% 0.104%
48 12.951 1842 1847 1853 rVB 471510 466989 11.25% 1.059%
49 13.092 1867 1871 1874 rBV 3290768 2787457 67.13% 6.323%
50 13.280 1900 1903 1906 rVB3 89721 86127 2.07% 0.195%

51 13.651 1964 1966 1969 rBV 64750 72045 1.74% 0.163%
52 13.974 2018 2021 2027 rVB3 334376 380862 9.17% 0.864%
53 14.151 2047 2051 2054 rBV 1658310 1555267 37.46% 3.528%
54 14.174 2054 2055 2058 rVB 180283 94740 2.28% 0.215%
55 14.604 2125 2128 2135 rVB4 210718 278215 6.70% 0.631%

56 14.927 2180 2183 2186 rVB 119681 123426 2.97% 0.280%
57 15.280 2240 2243 2250 rVB 232915 270862 6.52% 0.614%
58 15.674 2305 2310 2318 rBV2 937785 1472037 35.45% 3.339%

Sum of corrected areas: 44084275
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109891.D

Aca On : 15 Oct 2018 20:47

Operator : JU/SJ

Sample : J5198-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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: BF109891.D

5.5
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Abundance TIC: BF109891.D
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Abundance TIC: BF109891.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109891.D

Aca On : 15 Oct 2018 20:47

Operator : JU/SJ

Sample : J5198-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.32 12.21 ng 805468 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 40 (2.322 min): BF109891.D (-33) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0 87.1
| 220 240  2.60 '
bbb e e e e e e e || M/z 43.00 0 39.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 NN
43.0 220 240 2.60
550 87.0 m/z 55.05 27.43%
29.0
0'I””H'””#J”I”'W'”'PI”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol /\
73.0
87.0 AU
220 240  2.60
5000 41.0 55.0 m/z 87.10 25.38%
29.0 ‘
o T “ Ay “ ‘ , 970 1120  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2—methy|— T L —— T T T L |
73.0 220 240  2.60
m/z 41.05 12.90%
5000 43.0
58.0
0'w'mW“'w‘“'w'“l“'w'“'w'“l“'w'“'w'“l“'w'“' AU L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109891.D

Aca On : 15 Oct 2018 20:47

Operator : JU/SJ

Sample : J5198-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

5.21 2.91 ng 191809 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 531 (5.210 min): BF109891.D (-524) (-) m/z 43.00 100.00%
43.0
5000 591
oLt b 50 520 540 550
83.0 : : : : :
0 ...,....,....,....',':...,..!-I,...6.9',1....,.'...,...:,|...1.1,1.-.1.., m/z 59.10 51.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 480 500 520 540 560
0
150 a0 1010 m/z 58.00 18.48%
' 83.0
0 1 | i . .
RS I SULIU SO SO SO UL IR SULILL SULIUSE S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0
480 500 520 540 560
5000 m/z 101.10 17.33%
101.0
oL 150 310 | %80 g0 860
miz--> 10 2 30 40 50 60 70 80 90 100 110
Abundance #3686: 1-Propen-2-ol, acetate e e
43.0 480 5.00 520 5.40 5.60
m/z 41.00 7.93%
5000
58.0
o 15.0 27.0 " | 72.0 1090
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109891.D

Aca On : 15 Oct 2018 20:47

Operator : JU/SJ

Sample : J5198-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 unknown6.75 Concentration Rank 1

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

6.75 62.26 ng 4106530 1,4-Dichlorobenzene-d4 6.97
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 16
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 793 (6.751 min): BF109891.D (-787) (-) m/z 132.00 100.00%
132.0
5000
68.1
96.1 rTTrTTTTTT T T T T T T T
40.0 540 6.40 6.60 6.80 7.00
0 .,....,...:,':...,::..,..In.',..zf?,o....,..J.,.l??.?....,....,"...,.. m/z 134.00  33.89%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 BRSNS

6.40 6.60 6.80 7.00
m/z 68.10 32.48%

31.0 51.0
0 [T _.7po .
RN BRI B L B R R A BAERREE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R e R R
6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 21.04%
41.0 97.0
‘ 79.0 117.0
0““‘1070“‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B e
132.0 6.40 6.60 6.80 7.00
m/z 96.10 12.21%
117.0
5000
39.0 910
270 " 510 650 77.0 ‘ 105.0 ‘ |
SN N P R N S Ny OO R S | N ——
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109891.D

Aca On : 15 Oct 2018 20:47

Operator : JU/SJ

Sample : J5198-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.89 8.15 ng 524383 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 87
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 80
Abundance Scan 1667 (11.892 min): BF109891.D (-1663) (-) m/z 74.00 100.00%
74.0
5000
43.0
I 2212 1150 1130 1200 1230
185. 2 270.2 . . . .
Ob et BT a209 | 1650 %2050 | L 2102 e o0 4. 26%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 L IS SN LN B
43.0 11,60 11.80 12.00 12.20
143.0 m/z 43.05 32.02%
mz-> 20 40 60 80 '1'66' "% 140 180 '1'86' piigy '2'216' Pl
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11,60 11.80 12,00 12.20
5000 43.0 m/z 55.00 24 .74%
143.0
Ot b T2 aaz0, 1850 2210 2700
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methy! tetradecanoate e A B B oo e
74.0 11.60 11.80 12.00 12.20
m/z 41.00 24 .15%
5000
43.0
L] 10000510280 471 10, 220
mz--> 20 Jo 60 80 100 120 140 160 180 200 220 250 260 11,60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109891.D

Aca On : 15 Oct 2018 20:47

Operator : JU/SJ

Sample : J5198-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.02 4.82 ng 310250 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 92
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 87
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 78

Abundance Scan 1689 (12.022 min): BF109891.D (-1684) (-) m/z 73.00 100.00%

5000

227.2 256.2 11.80 12.00 12.20 12.40
m/z 60.00 96.18%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-

=
(]
o
l I

5000
11.80 12.00 12.20 12.40

m/z 43.10 86.81%

.0
0 39.0 63.0 115.0 139.0
1 IIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
R EREEEEEE RS
11.80 12.00 12.20 12.40
5000 256.0 m/z 57.05 80.18%
129.0
97.0 1570 1850 .
N O 0 YV O T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 M/\,AAIJ
Abundance #72647: Tridecanoic acid S B e e S
73.0 11.80 12.00 12.20 12.40
0
43.0 m/z 55.00 76.91%
5000 129.0
171.0
97.0 ‘ ‘ 214.0 LLW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101518\
Data File : BF109891.D

Aca On : 15 Oct 2018 20:47

Operator : JU/SJ

Sample : J5198-13

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF101518_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 Phenanthrene, 2-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.03 2.12 ng 136651 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 94
2 Phenanthrene. 3-methvl- 192 C15H12 000832-71-3 93
3 Anthracene. 1l-methvl- 192 C15H12 000610-48-0 92
4 Anthracene. 2-methvl- 192 C15H12 000613-12-7 91
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 90
Abundance Scan 1690 (12.027 min): BF109891.D (-1690) (-)
5000
L L S I I B B L WL WL
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #54749: Phenanthrene, 2-methyl-
192.0
5000
65.0
0 39.0 630 96.0 1150 1390 |
m/z--> 0 20 40 60 8 100 120 140 160 180 200
Abundance #54747: Phenanthrene, 3-methyl-
192.0
5000
96.0
o 390 630 800 , 1150 139.0 60
m/z--> 0 20 40 60 8 100 120 140 160 180 200
Abundance #54741: Anthracene, 1-methyl-
192.0
5000
165.0
0 27.0 63.0 96.0 1150 1390 T w\
mz-> 0 20 40 60 80 100 120 140 160 180 200




