LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103226.D

Aca On : 26 Feb 2018 19:19

Operator : SJ/JU

Sample : J1691-09 2X

Misc :

ALS Vial : 7 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-BF022218.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 5.051 500 504 508 rBV 20046 22821 1.05% 0.089%
2 5.087 508 510 518 rVB 44468 57418 2.65% 0.225%
3 5.487 574 578 590 rBVY 2032917 2135375 98.62% 8.368%
4 5.575 590 593 598 rVB7 13613 23381 1.08% 0.092%
5 5.704 612 615 623 rBV2 77168 105218 4 .86% 0.412%
6 6.428 734 738 742 rBV 28846 35069 1.62% 0.137%
7 6.498 746 750 762 rVB 2156545 2038019 94.13% 7.987%
8 6.639 770 774 777 rBVY 2359317 2061713 95.22% 8.080%
9 6.698 780 784 789 rVvv3 53989 67817 3.13% 0.266%
10 6.739 789 791 796 rVB2 24606 24332 1.12% 0.095%
11 6.869 809 813 820 rBVY 1295936 1085820 50.15% 4 _.255%
12 6.992 831 834 836 rBV 56012 52617 2.43% 0.206%
13 7.022 836 839 843 rBVY 1851145 1584628 73.19% 6.210%
14 7.110 850 854 855 rBV3 27749 25042 1.16% 0.098%
15 7.128 855 857 864 rVB 72267 75270 3.48% 0.295%
16 7.281 878 883 887 rBV5 23609 43979 2.03% 0.172%
17 7.428 904 908 918 rBVY 1327003 1368861 63.22% 5.364%
18 7.822 967 975 979 rBV6 19380 41544 1.92% 0.163%
19 7.892 982 987 990 rVvVv5 13740 24424 1.13% 0.096%
20 7.945 991 996 1003 rVvB4 26399 54673 2.53% 0.214%
21 8.122 1022 1026 1028 rBvV2 38057 36550 1.69% 0.143%
22 8.151 1028 1031 1034 rBV 1648726 1422635 65.71% 5.575%
23 8.310 1051 1058 1061 rVB5 17943 27954 1.29% 0.110%
24 8.398 1069 1073 1077 rBV 43974 69189 3.20% 0.271%
25 8.433 1077 1079 1083 rVB4 32375 29808 1.38% 0.117%
26 8.516 1089 1093 1098 rVB7 17592 33275 1.54% 0.130%
27 8.663 1115 1118 1121 rBV3 24903 37991 1.75% 0.149%
28 8.704 1122 1125 1127 rVV 102938 93792 4_.33% 0.368%
29 8.733 1127 1130 1132 rVB 49946 51586 2.38% 0.202%
30 8.933 1160 1164 1167 rBvV2 28998 42193 1.95% 0.165%
31 9.092 1188 1191 1196 rVB3 32503 36825 1.70% 0.144%
32 9.222 1208 1213 1223 rBvV 2279232 2165176 100.00% 8.485%
33 9.298 1223 1226 1229 rVV 71630 62295 2.88% 0.244%
34 9.328 1229 1231 1235 rVB3 22726 24953 1.15% 0.098%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103226.D

Aca On : 26 Feb 2018 19:19

Operator : SJ/JU

Sample : J1691-09 2X

Misc :

ALS Vial : 7 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-BF022218_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 9.398 1239 1243 1245 rVB2 43231 41400 1.91% 0.162%

36 9.616 1277 1280 1283 rBV 163748 177669 8.21% 0.696%
37 9.769 1303 1306 1309 rBV 142543 108850 5.03% 0.427%

38 9.828 1314 1316 1320 rVB 84576 68634 3.17% 0.269%
39 9.880 1320 1325 1326 rBv4 23366 29337 1.35% 0.115%
40 9.910 1326 1330 1334 rBV 1662321 1488390 68.74% 5.833%
41 10.004 1344 1346 1352 rVB2 39153 37548 1.73% 0.147%
42 10.069 1352 1357 1358 rBV3 24121 31033 1.43% 0.122%
43 10.116 1362 1365 1368 rVB3 23902 26234 1.21% 0.103%
44 10.322 1394 1400 1404 rBVZ2 94942 129290 5.97% 0.507%
45 10.363 1404 1407 1409 rVB 30147 25613 1.18% 0.100%
46 10.469 1421 1425 1430 rVB4 17243 27101 1.25% 0.106%

47 10.616 1447 1450 1456 rBV 516213 477849 22.07% 1.873%
48 10.698 1460 1464 1474 rBV 1262848 1173052 54.18% 4_.597%

49 10.798 1478 1481 1487 rVV 60786 85656 3.96% 0.336%
50 10.986 1510 1513 1514 rBV 32178 28947 1.34% 0.113%
51 11.216 1548 1552 1554 rBV2 16920 23859 1.10% 0.094%
52 11.245 1555 1557 1560 rVB2 25982 24479 1.13% 0.096%
53 11.274 1560 1562 1564 rBV2 25274 25768 1.19% 0.101%

54 11.398 1579 1583 1586 rBV 1428912 1313153 60.65% 5.146%
55 11.422 1586 1587 1592 rVV 187303 120725 5.58% 0.473%

56 11.474 1594 1596 1599 rVB 45240 36322 1.68% 0.142%
57 11.910 1667 1670 1676 rBV5 119485 173177 8.00% 0.679%
58 11.974 1679 1681 1684 rBV 30992 30957 1.43% 0.121%
59 12.010 1685 1687 1690 rBV 32764 29390 1.36% 0.115%
60 12.227 1722 1724 1729 rVB4 38367 43587 2.01% 0.171%

61 12.616 1786 1790 1795 rBV 301304 336923 15.56% 1.320%
62 12.698 1802 1804 1809 rBV2 52362 79920 3.69% 0.313%
63 12.845 1823 1829 1835 rVB 282879 299365 13.83% 1.173%
64 12.980 1848 1852 1855 rBV 1607239 1370173 63.28% 5.370%
65 13.868 2000 2003 2005 rBV2 106712 102568 4.74% 0.402%

66 14.045 2028 2033 2036 rBV2 1037949 1086542 50.18% 4._.258%
67 14.068 2036 2037 2046 rVB 159822 127410 5.88% 0.499%
68 15.098 2210 2212 2216 rBV 102061 117187 5.41% 0.459%
69 15.409 2263 2265 2272 rVB 111582 125614 5.80% 0.492%
70 15.474 2273 2276 2282 rBV 131007 174414 8.06% 0.684%

71 15.539 2283 2287 2291 rBV 653738 856773 39.57% 3.358%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103226.D

Aca On : 26 Feb 2018 19:19

Operator : SJ/JU

Sample : J1691-09 2X

Misc :

ALS Vial : 7 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 - 0 Peak Location: TOP

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

Method
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF022218.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 25517152
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF022618\

BF103226.D

26 Feb 2018 19:19

SJ/Ju

J1691-09 2X

7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103226.D

Aca On : 26 Feb 2018 19:19

Operator : SJ/JU

Sample : J1691-09 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 unknown6.64 Concentration Rank 1

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

6.64 37.98 ng 2061710 1,4-Dichlorobenzene-d4 6.87
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 774 (6.639 min): BF103226.D (-770) (-) m/z 132.00 100.00%
32
5000 68
6 N N R L
40 54 | 75 104 6.40 6.60 6.80 7.00
o NN I - 1 OO -/ A Ml - N m/z 68.00 39.13%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 URRBE RS S LR
6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.96%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 640 6.60 6.80 7.00
5000 67 m/z 65.95 26.67%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.40 6.60 6.80 7.00
m/z 69.00 14 .66%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 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:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103226.D

Aca On : 26 Feb 2018 19:19

Operator : SJ/JU

Sample : J1691-09 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.62 6.42 ng 477849 Acenaphthene-d10 9.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 1.2.4-Trioxolane. 3.3.5-triphenvl- 304 C20H1603 023246-12-0 72
3 Benzoic acid. pentafluorophenvl ... 288 C13H5F502 1000360-67-9 50
4 Phenvl 4-pyridvl ketone 183 C12H9NO 014548-46-0 50
5 1-Propanone, 3-chloro-1-phenyl- 168 C9HOCIO 000936-59-4 47
Abundance Scan 1451 (1(1?.622 min): BF103226.D (-1447) (-) m/z 105.00 100.00%
105
77
5000 182
51 DU | G,
152 10.40 10.60 10.80 11.00
Obrrprrrrprdr et e e 228 188 s M7z 76.95  61.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #47241: Benzophenone
105
77
5000 RN BN UL SO B
182 10.40 10.60 10.80 11.00
o1 m/z 182.00 45.98%
o2 | L 91 | 126 152 I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
105
" RN B SO B
10.40 10.60 10.80 11.00
0,
5000 182 m/z 51.00 25.11%
28 51
0 91 122 152167 | 197 272
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #134112: Benzoic acid, pentafluoropheny! ester T
105 10.40 10.60 10.80 11.00
m/z 181.00 8.37%
5000 "
51
o 27 | ‘ 136 155 183
m/z--> 20 40 60 86 100 120 140 160 180 200 220 240 260 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103226.D

Aca On : 26 Feb 2018 19:19

Operator : SJ/JU

Sample : J1691-09 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.91 2.64 ng 173177 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Undecanoic acid 186 C11H2202 000112-37-8 50
Abundance Scan 1670 (11.910 min): BF103226.D (-1667) (-) m/z 43.00 100.00%
60 7B
5000
129
97 213 U A IR BN BN
US| 3157171195199 007 256 11.60 11.80 12.00 12.20
0 m/z 72.95 97 .47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 78
5000 129
11.60 11.80 12.00 12.20
m/z 59.95 96.81%
L it 143157171185199213
0|||||||=||‘|H|
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11,60 11.80 12.00 12.20
5000 129 m/z 57.00 86.87%
29 87
115 @ 143 199 242
101 185
s 157171 213506
IR RN RS R RN LR RS LR BN LY LAY B BN B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid A e  EEERE T
60 73 11.60 11.80 12.00 12.20
43 m/z 55.00 71.78%
5000 129
185 228
01115 143 1171
0|||||||||||| \m H‘ “|‘|||||:|I-|57|||||‘||1|99||25L|3||‘|||||||||| T R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF022618\
Data File : BF103226.D

Aca On : 26 Feb 2018 19:19

Operator : SJ/JU

Sample : J1691-09 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Perylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.41 2.93 ng 125614 Perylene-di12 15.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 94
2 Benzolklfluoranthene 252 C20H12 000207-08-9 93
3 Benzolelpvrene 252 C20H12 000192-97-2 91
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 91
5 Benzo[a]pyrene 252 C20H12 000050-32-8 86
Abundance Scan 2265 (15.409 min): BF103226.D (-2263) (-) m/z 252.05 100.00%
252
5000
1o 15.00 15.20 15.40 15.60 15.80
67 144 224 . . . . .
ol 32 2 200 J.x 1167186 CAT 270 208 323341365 | “h/7 250.00  27.89%
m/z--> 50 100 150 200 250 300 350
Abundance #104214: Perylene
252
5000 UL SR SRR SO B
15.00 15.20 15.40 15.60 15.80
125 m/z 253.10 19.89%
oLl7 39 74 99 i N 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance
252
15.00 15.20 15.40 15.60 15.80
5000 m/z 125.00 18.40%
126
0 74 99 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104217: Benzo[e]pyrene A B o
252 15.00 15.20 15.40 15.60 15.80
m/z 126.00 15.47%
5000
125
0 50 74 99, | 146 174 200 224 J
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF022618\
Data File : BF103226.D

Acq On : 26 Feb 2018 19:19

Operator : SJ/JU

Sample : J1691-09 2X

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_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 .64 6.64 38.0 ng 2061710 1 6.87 1085820 20.0
Benzophenone 10.62 6.4 ng 477849 3 9.91 1488390 20.0
n-Hexadecanoic acid 11.91 2.6 ng 173177 4 11.40 1313150 20.0
Perylene 15.41 2.9 ng 125614 6 15.54 856773 20.0
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