LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116695.D

Aca On : 31 Aug 2019 13:23

Operator : HP/JU

Sample : K4643-19

Misc :

ALS Vial : 9 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-BF083019.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 5.463 565 574 577 rBVY 1845548 1888152 81.34% 6.977%
2 6.475 740 746 749 rBVY 2172251 2059079 88.70% 7.608%
3 6.616 765 770 773 rBVY 2409535 2069663 89.16% 7.647%
4 6.675 777 780 785 rVB3 35763 41331 1.78% 0.153%
5 6.845 806 809 813 rBV 813197 645039 27.79% 2.383%
6 7.004 832 836 839 rBVY 2049197 1602425 69.03% 5.921%
7 7.404 896 904 907 rBVY 1493922 1302710 56.12% 4.814%
8 8.127 1023 1027 1029 rBvY 1067906 857215 36.93% 3.167%
9 8.145 1029 1030 1035 rVB 76790 58916 2.54% 0.218%
10 8.727 1124 1129 1132 rBvV2 43136 42350 1.82% 0.156%
11 8.839 1145 1148 1153 rVB 178014 132657 5.71% 0.490%
12 8.939 1162 1165 1168 rVB 66352 55982 2.41% 0.207%
13 9.204 1205 1210 1213 rBVY 2635863 2321359 100.00% 8.577%
14 9.286 1219 1224 1228 rBV3 31677 45496 1.96% 0.168%
15 9.469 1250 1255 1259 rBvV 28429 38481 1.66% 0.142%
16 9.539 1264 1267 1269 rBV 82315 66809 2.88% 0.247%
17 9.563 1269 1271 1273 rVB 41632 28149 1.21% 0.104%
18 9.592 1273 1276 1278 rBV 268664 204442 8.81% 0.755%
19 9.739 1296 1301 1304 rBV 33232 31397 1.35% 0.116%
20 9.816 1312 1314 1319 rVB2 58413 51949 2.24% 0.192%
21 9.880 1319 1325 1328 rBvV 1193773 1005333 43.31% 3.715%
22 10.080 1356 1359 1362 rVB2 68716 57484 2.48% 0.212%
23 10.286 1390 1394 1396 rBV3 29910 36057 1.55% 0.133%
24 10.421 1414 1417 1419 rBvV2 46358 46563 2.01% 0.172%
25 10.580 1439 1444 1448 rBV2 54364 58261 2.51% 0.215%

26 10.663 1454 1458 1462 rBV 1450108 1265395 54.51% 4.676%
27 10.763 1472 1475 1477 rBV 253284 206404 8.89% 0.763%
28 10.798 1477 1481 1486 rVB4 63612 104015 4.48% 0.384%
29 11.104 1530 1533 1535 rBv4 31905 38374 1.65% 0.142%
30 11.163 1541 1543 1547 rVB2 39731 40350 1.74% 0.149%

31 11.363 1573 1577 1579 rBV 1088986 986191 42.48% 3.644%
32 11.380 1579 1580 1583 rVV 369289 290213 12.50% 1.072%
33 11.433 1587 1589 1592 rVB 62988 55152 2.38% 0.204%
34 11.863 1660 1662 1664 rBV 63809 50876 2.19% 0.188%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116695.D

Aca On : 31 Aug 2019 13:23

Operator : HP/JU

Sample : K4643-19

Misc :

ALS Vial : 9 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-BF083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.892 1664 1667 1671 rVvV 561621 492239 21.20% 1.819%

36 11.968 1678 1680 1683 rBV2 76206 74525 3.21% 0.275%
37 12.568 1779 1782 1785 rBV 761812 669926 28.86% 2.475%
38 12.680 1797 1801 1807 rBV 883380 949348 40.90% 3.508%
39 12.798 1818 1821 1824 rVB 578807 527816 22.74% 1.950%
40 12.945 1842 1846 1849 rVB 2253965 1921683 82.78% 7.101%

41 13.839 1995 1998 2006 rVvB2 313739 418469 18.03% 1.546%
42 13.992 2019 2024 2027 rBV3 794312 1202101 51.78% 4.442%
43 14.015 2027 2028 2035 rVB 319922 284239 12.24% 1.050%
44 14.468 2103 2105 2108 rVB3 101379 81312 3.50% 0.300%
45 14.768 2154 2156 2159 rBV3 76627 93992 4._05% 0.347%

46 15.021 2195 2199 2202 rBV 312300 451963 19.47% 1.670%
47 15.104 2210 2213 2216 rBV3 87288 91043 3.92% 0.336%
48 15.321 2246 2250 2255 rVV 196898 245421 10.57% 0.907%
49 15.380 2256 2260 2266 rVV 225978 280687 12.09% 1.037%
50 15.445 2267 2271 2274 rVV 602232 706920 30.45% 2.612%

51 15.480 2274 2277 2284 rVB3 132656 203316 8.76% 0.751%
52 15.915 2347 2351 2355 rBV2 65794 85384 3.68% 0.315%

53 16.880 2511 2515 2524 rVB2 142616 267829 11.54% 0.990%
54 17.315 2583 2589 2600 rVB 112041 231127 9.96% 0.854%

Sum of corrected areas: 27063609
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116695.D

Aca On : 31 Aug 2019 13:23

Operator : HP/JU

Sample : K4643-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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: BF116695.D

2500000 6.62

6.47
7.00

2000000 5.46

1500000 7.40

1000000
6.85

500000

]SS RIS SN U N R B A

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: BF116695.D

2500000

2000000

1500000 10.66 12.68

9.88
8.13
1000000

500000

8.84
(15 8.73 8.94 9.299.%9.9
AN | ORI i | L. e o e NS L e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF116695.D

10.0810,49.420.
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116695.D

Aca On : 31 Aug 2019 13:23

Operator : HP/JU

Sample : K4643-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 unknown6.62 Concentration Rank 1

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

6.62 64.17 ng 2069660 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 771 (6.622 min): BF116695.D (-765) (-) m/z 132.00 100.00%
5000
68
96 9 640 BE0 6RO 700
40 54 6.20 6.40 6.60 6.80 7.00
o fer | eus W m/z 134.00 34.56%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 IR L UL LR
6.20 6.40 6.60 6.80 7.00
2 51 78 m/z 68.10 32.84%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
SARSE DRSS RARSS SARRA AR
“ 6.20 6.40 6.60 6.80 7.00
5000 og 116 m/z 66.00 20.64%
0 I | PPN [ IIﬂQ7 ‘ ol 198 ..,.1??.
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal e Bl man e o )
132 6.20 6.40 6.60 6.80 7.00
m/z 69.05 13.78%
5000 67
97
‘ 79 ‘ 117
o -‘.‘- bl es fa0s |
m/z--> 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116695.D

Aca On : 31 Aug 2019 13:23

Operator : HP/JU

Sample : K4643-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Benzene, 1,2-dichloro-3-iso... Concentration Rank 8

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

8.84 3.10 ng 132657 Naphthalene-d8 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-dichloro-3-isocvanato- 187 C7H3CI2NO 041195-90-8 92
2 Benzene. 1.3-dichloro-2-isocvanato- 187 C7H3CI2NO 039920-37-1 92
3 Benzene. 1.2-dichloro-4-isocvanato- 187 C7H3CI2NO 000102-36-3 90
4 3.5-Dichlorophenvl isocvanate 187 C7H3CI2NO 034893-92-0 89
5 Benzene, 1,4-dichloro-2-isocyanato- 187 C7H3CI2NO 005392-82-5 78

Abundance Scan 1148 (8.839 min): BF116695.D (-1145) (-) m/z 142.10 100.00%
142
187
5000
ISR S SRR RN A
8.60 8.80 9.00 9.20
0 Lﬁq- m/z 141.10 85.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #51127: Benzene, 1,2-dichloro-3-isocyanato-
187
124
5000 RS R R R R
8.60 8.80 9.00 9.20
159 m/z 187.00 52.57%
| 9 62 73 88 08100 124145 |
m/z--> 20 40 60 80 100 120 150 1éo 1éo
Abundance #51130: Benzene, 1,3-dichloro-2-isocyanato-
187
124 860 880 9.00 9.20
5000 m/z 124.00 39.04%
159
73
miz--> X 4o e b 196 130 we b0 1o
Abundance #51135: Benzene, 1,2-dichloro-4-isocyanato- e R ./,\. rt
187 8.60 8.80 9.00 9.20
m/z 188.90 32.78%
5000 124
159
o 26 37 50 62 73 88 98109 || 134145 ‘\ I
m/z--> 2'0 4'0 6|0 8|0 1(')0 150 14'10 1('30 1éo ' 8. I60 8. éo 9. oo 9. I20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116695.D

Aca On : 31 Aug 2019 13:23

Operator : HP/JU

Sample : K4643-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Benzenesulfonamide, N,4-dim... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.76 4.19 ng 206404 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. N.4-dimethvl- 185 C8H11NO2S 000640-61-9 93
2 EthvIl(E/2)-.alpha.-cvano-4-nitro... 416 C19H16N207S 1000287-26-8 53
3 Benzenesulfonamide. N.4-dimethvl... 214 C8H10N203S 000080-11-5 53
4 p-Toluenesulfonvlacetonitrile 195 C9HONO2S 005697-44-9 50
5 (O-p-Tosylisonitroso)malononitrile 249 C10H7N303S 020893-01-0 50
Abundance Scan 1475 (10.763 min): BF116695.D (-1472) (-) m/z 91.00 100.00%
1
5000
65 155 NN U R
39 l 121 l 1T5 015 230 10.40 10.60 10.80 11.00
O b b L2 880 'm/z 64.95  25.66%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #49672: Benzenesulfonamide, N,4-dimethyl-
1
5000 NN U R
10.40 10.60 10.80 11.00
30 65 155 185 m/z 92.00 18.73%
l 121 |
0 'IJ"il'l"'ll."l"l""l"" AR
miz--> 0 50 100 150 200 250 300 350 400

Abundance #217737: Ethyl(E/Z)-.alpha.-cyano-4-nitro-.beta.-(p-tosylo...
91 155

10.40 10.60 10.80 11.00

5000 m/z 154 .95 17.97%
65
29
N L “A\x 120 | 188213234 262 298 336 371 416
A e e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #73063: Benzenesulfonamide, N,4-dimethyl-N-nitroso-
91 10.40 10.60 10.80 11.00

m/z 185.05 16.42%

5000
155 1gg
65
15 39 J 122
O o e L I o e o e LA e s o e
mz--> 0 50 100 150 200 250 300 350 400 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116695.D

Aca On : 31 Aug 2019 13:23

Operator : HP/JU

Sample : K4643-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

10.80 2.11 ng 104015 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 80
2 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 78
3 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 64
4 Decane. 5-ethvl-5-methvl- 184 C13H28 017312-74-2 59
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1000309-19-2 53

Abundance Scan 1481 (10.798 min): BF116695.D (-1477) (-) m/z 57.05 100.00%

57 71

5000

10.40 10.60 10.80 11.00 11.20

(0} m/z 71.10 86.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129512: Hexadecane, 2,6,10,14-tetramethyl-
57
71
43
5000 LIS B L L L L L L L
10. 40 10 60 10 80 11. 00 11. 20
113 m/z 43.05 50.67%
29 127141 169 197
ol 155777183777 211 225239253267 282
RARRRRES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129510: Hexadecane, 2,6,11,15-tetramethyl-
43
57 IIIIIIIIIIIIIIIIIIIIII
71 10.40 10.60 10.80 11.00 11.20
5000 m/z 85.05 37.39%
8 113 169
ok i Ll 99 72127141 155199183197 511 225239253267281
I B o o o e b RAAENRRREEEEE SRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl- R REa R
57 10.40 10.60 10.80 11.00 11.20
43 71 m/z 41.00 22 .84%
5000
85 3
29 9911 127
0 | ‘ Il \ 141155169 \ 197211225239253268
,.”.P.“,”.W.H.P.”,“...“...“,”...”...” RN R R R e R o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 10. 40 10 60 10 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116695.D

Aca On : 31 Aug 2019 13:23

Operator : HP/JU

Sample : K4643-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 4
R.T. EstConc Area Relative to ISTD R.T.
11.89 9.98 ng 492239 Phenanthrene-d10 11.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 60
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 53
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 25
Abundance Scan 1667 (11.892 min): BF116695.D (-1664) (-) m/z 73.00 100.00%
7B
43
192
5000

11.60 11.80 12.00 12.20
m/z 60.00 72.82%

P M 239 26271 289 306
el

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107548: n-Hexadecanoic acid
43 73

5000 256 L e e e

I I I |
11.60 11.80 12.00 12.20
0 l”|hmy

m/z 43.05 67 .75%
I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #54734: Anthracene, 2-methyl-
192
N e e
11.60 11.80 12.00 12.20
5000 m/z 57.10 56.72%
96 165
o 63 8 115 139
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #54743: Phenanthrene, 2-methyl- L Ea m e
192 11.60 11.80 12.00 12.20
m/z 41.10 54 .94%
5000
165
oL 39 63 94 115 139
A IIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116695.D

Aca On : 31 Aug 2019 13:23

Operator : HP/JU

Sample : K4643-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.68 15.79 ng 949348 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 49
5 Pentadecane 212 C15H32 000629-62-9 25
Abundance Scan 1801 (12.680 min): BF116695.D (-1797) (-) m/z 73.00 100.00%
5000 #‘ﬂ\h-
10 241 ogy 12.40 12,60 12.80 13.00
0 226 305 324 m/z 43.10 78.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131262: Octadecanoic acid
7B
43
129
5000 284 LA L L L L L L LB
12. 40 12 60 12. 80 13. 00
m/z 60.00 73.30%
2
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84453: Tetradecanoic acid
78
43 112.40 12.60 12.80 13.00
5000 m/z 57.10 71.32%
129
‘ ‘ 185 228
2
L W ot eedee | ow |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95854: Pentadecanoic acid A e L aa e
43 73 12.40 12.60 12.80 13.00
m/z 55.10 66.58%
5000
2 129 242
97 199
ol Al 113 | 154171 225
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116695.D

Aca On : 31 Aug 2019 13:23

Operator : HP/JU

Sample : K4643-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 8 Heptafluorobutyric acid, pe... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.84 6.96 ng 418469 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 93
2 9-Eicosene. (EBE)- 280 C20H40 074685-29-3 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Heptacosanol 396 C27H560 002004-39-9 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93
Abundance Scan 1998 (13.839 min): BF116695.D (-1995) (-) m/z 83.10 100.00%
57 &3
5000
13.60 13.80 14.00 14.20
289
ol il 267 2P32 32 m/z 57.10 91.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57
83
5000 LN BN SR UL I
11 13.60 13.80 14.00 14.20
0
- | 169 0 m/z 43.10 82.16%
0 || 1 I. A | Ill3lg " ] | 255 406
m/z--> 50 100 150 200 250 300 350 400
Abundance #127770: 9-Eicosene, (E)-
57 83
1360 13.80 14.00 14.20
5000 m/z 97.10 81.04%
29 111
0 |‘ L Ll } |139 168 196 223 252 280
m/z--> 50 100 150 200 250 300 350 400
Abundance #166292: Behenic alcohol B A B B A
55 83 13.60 13.80 14.00 14.20
m/z 69.05 77 .54%
>0 T M‘WN‘J\“/\‘/\’\"
29
ol A d LI H k) Ll?g 167 196 224 252 280 308
m/z--> 50 100 1%0 " 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116695.D

Aca On : 31 Aug 2019 13:23

Operator : HP/JU

Sample : K4643-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 9 1,2,9,10-Dibenzopyrene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.77 2.66 ng 93992 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.2.9.10-Dibenzopvrene 302 C24H14 000191-30-0 58
2 1.2:4.5-Dibenzopvrene 302 C24H14 000192-65-4 55
3 Heptadecane 240 C17H36 000629-78-7 53
4 Dibenz(a.e)aceanthrvlene 302 C24H14 005385-75-1 46
5 Tetracosane 338 C24H50 000646-31-1 38

Abundance Scan 2156 (14.768 min): BF116695.D (-2154) (-) m/z 57.00 100.00%
7 . 85
5000
, 126 10 | | 1440 1480 1480 15100
0 m/z 71.10 90.37%
m/z--> 50 100 150 200 250 300 350
Abundance #146701: 1,2,9,10-Dibenzopyrene
302
5000 LN BRI SUCE
14.40 14.60 14.80 15.00
150 m/z 85.10 84_.97%
oL17 39 75 100 124, j| 185 223 248 272
m/z--> 50 100 150 200 250 300 350
Abundance #146696: 1,2:4,5-Dibenzopyrene
302
14.40 14.60 14.80 15.00
5000 m/z 302.10 68.66%
150
0 100 1%4 [ 248 274 i
m/z--> 50 100 150 200 250 300 350
Abundance #94344: Heptadecane LA LN L L DL B
57 14.40 14.60 14.80 15.00
m/z 43.10 66.81%
5000 85
0 2\‘9 Jl | I I‘ 1:!-3 | 1?1 L 1§9 L 197 24\.0
mz-> 50 100 150 200 250 300 350 14.40 14.60 14.80 1500

8270-BF083019.M Tue Sep 03 06:19:41 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116695.D

Aca On : 31 Aug 2019 13:23

Operator : HP/JU

Sample : K4643-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 10 Nonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.10 2.58 ng 91043 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Tetracosane 338 C24H50 000646-31-1 76
3 Hexadecane 226 C16H34 000544-76-3 70
4 Octadecane. l1l-iodo- 380 C18H371 000629-93-6 64
5 Heneicosane 296 C21H44 000629-94-7 64
Abundance Scan 2212 (15.098 min): BF116695.D (-2210) (-) m/z 57.10 100.00%
57
5000
. 290 317, 355 | 14:80 15.00 15.20 15.40
ob——— il m/z 71.05 93.33%
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57
85
5000 L B B B B
14.80 15.00 15 20 15. 40
29 m/z 85.10 70.08%
o | 1|,]113 141 160 197 268
m/z--> 50 100 1éo 260 2éo 360 3%0
Abundance #175559: Tetracosane
57
o ' 14:80 15.00 15.20 15.40
5000 m/z 268.05 58.26%
29
ol ‘w | 169 197 225 253 338
m/z--> éo 160 1%0 200 2éo 360 3%0
Abundance #83023: Hexadecane
57 14.80 15.00 15.20 15.40
m/z 43.10 54 _.49Y%
5000 85
29
0 | L |\ ' )| \J 113 L 141 169 197 226
m/z--> éo 160 1éo 260 250 300 350 14%0 1500 1520 1540

8270-BF083019.M Tue Sep 03 06:19:42 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116695.D

Aca On : 31 Aug 2019 13:23

Operator : HP/JU

Sample : K4643-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 11 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.32 6.94 ng 245421 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Pervlene 252 C20H12 000198-55-0 94
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
4 Benzolklfluoranthene 252 C20H12 000207-08-9 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 90
Abundance Scan 2250 (15.321 min): BF116695.D (-2246) (-) m/z 252.10 100.00%
282
5000
125 15.00 15.20 15.40 15.60
224 : : :
0 ....4,%...,..7.‘.‘,...?9..1..,![..,..1.“.3,6..1.7.?...1.95.‘... bl 270293 816 343 Tr7 250.10 27.57%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104217: Benzo[e]pyrene
282
5000
15.00 15.20 15.40 15.60
125 m/z 253.10 21.87%
ol 50 74 99 L 146 174 200 224 ,
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104215: Perylene
252
15.00 15.20 15.40 15.60
5000 m/z 125.00 16.86%

99 150 174 198 224

27 50 74

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104227: Benz[e]acephenanthrylene LI B B
252 15.00 15.20 15.40 15.60
m/z 126.00 14 .24%
5000
126
ol 39 63 83100, | 150 174 200 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 15.00 15.20 15.40 15.60

8270-BF083019.M Tue Sep 03 06:19:42 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF083119\
Data File : BF116695.D

Aca On : 31 Aug 2019 13:23

Operator : HP/JU

Sample : K4643-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF083019.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 12 Heptadecane, 2,6,10,15-tetr... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.92 2.42 ng 85384 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 76
2 Heneicosane 296 C21H44 000629-94-7 68
3 Behenvl chloride 344 C22H45CI 042217-03-8 64
4 Octacosane 394 C28H58 000630-02-4 64
5 Eicosane 282 C20H42 000112-95-8 64
Abundance Scan 2352 (15.921 min): BF116695.D (-2347) (-) m/z 57.10 100.00%
57
85
5000
113 266 Tryrrrryrrrryrrrryrrrrr
3 1681g6 206225 248 294 317 15.60 15.80 16.00 16.20
ob———l i m/z 71.10 78.11%
m/z--> 50 100 150 200 250 300 350
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 R SRR U IR IR
15.60 15.80 16.00 16.20
m/z 85.10 75.17%
0 \ Lk 1}3 141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350
Abundance #141424: Heneicosane
57
15.60 15.80 16.00 16,20
5000 85 m/z 43.05 56.68%
29 113 111
oL Il‘l IllilJI\ 'l"Jll |‘|‘|| I\ | I16I9I1fl-9|7|2|2.§|2|53| : |?9?| —
m/z--> 50 100 150 200 250 300 350
Abundance #180096: Behenyl chloride e A RERREEESE L
57 15.60 15.80 16.00 16.20
m/z 113.05 24 .03%
5000 85
29
0 Il \‘\ hiA ‘\“ ﬂ-ﬂ-? il 4\]\- N ;?9 :!'89 217 245 273 301 3‘}4
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF083119\
Data File : BF116695.D

Acq On : 31 Aug 2019 13:23

Operator : HP/JU

Sample - K4643-19

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF083019.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]
unknown6.62 6.62 64.2 ng 2069660 1 6.85 645039 20.0
Benzene, 1,2-dich... 8.84 3.1 ng 132657 2 8.13 857215 20.0
Benzenesulfonamid... 10.76 4.2 ng 206404 4 11.36 986191 20.0
Hexadecane, 2,6,1... 10.80 2.1 ng 104015 4 11.36 986191 20.0
n-Hexadecanoic acid 11.89 10.0 ng 492239 4 11.36 986191 20.0
Octadecanoic acid 12.68 15.8 ng 949348 5 13.99 1202100 20.0
Heptafluorobutyri... 13.84 7.0 ng 418469 5 13.99 1202100 20.0
1,2,9,10-Dibenzop... 14.77 2.7 ng 93992 6 15.44 706920 20.0
Nonadecane 15.10 2.6 ng 91043 6 15.44 706920 20.0
Benzo[e]pyrene 15.32 6.9 ng 245421 6 15.44 706920 20.0
Heptadecane, 2,6,... 15.92 2.4 ng 85384 6 15.44 706920 20.0
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