LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\

Data File : BF106343.D

Aca On : 12 Jun 2018 14:40 Instrument :

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

3?22'6 : J3245-01 2X CL-01-061118-A

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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF061118.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 4.101 296 300 306 rVB 20598 25826 1.37% 0.105%
2 5.195 482 486 493 rVB 172711 169698 8.99% 0.689%
3 5.590 549 553 556 rBY 1993168 1727610 91.47% 7.013%
4 6.254 663 666 671 rvVvB2 40976 39427 2.09% 0.160%
5 6.589 718 723 731 rBVY 1867532 1751222 92.72% 7.109%
6 6.737 744 748 752 rBVY 2060172 1769711 93.70% 7.184%
7 6.972 784 788 791 rVB 1361788 1085504 57.47% 4.406%
8 7.125 810 814 818 rVB 1729138 1420444 75.21% 5.766%
9 7.531 878 883 886 rBY 1290463 1101144 58.30% 4_470%
10 7.589 890 893 899 rVB3 16925 24695 1.31% 0.100%

11 8.254 1002 1006 1009 rBV 1626381 1318512 69.81% 5.352%
12 9.325 1184 1188 1191 rBV 2346103 1888680 100.00% 7.667%

13 9.666 1244 1246 1249 rVB2 44507 32024 1.70% 0.130%
14 9.719 1251 1255 1258 rBV 282576 226833 12.01% 0.921%
15 9.872 1274 1281 1285 rBV 36587 46133 2.44% 0.187%
16 9.925 1285 1290 1294 rvv2 41571 44542 2.36% 0.181%
17 10.013 1301 1305 1309 rBV 1460101 1259967 66.71% 5.115%
18 10.425 1369 1375 1379 rBV2 64620 76786 4_.07% 0.312%
19 10.525 1387 1392 1395 rVB4 31278 28167 1.49% 0.114%
20 10.648 1407 1413 1416 rBV2 24438 34226 1.81% 0.139%
21 10.795 1435 1438 1442 rBV 984074 891748 47.22% 3.620%
22 10.901 1453 1456 1465 rBB 69658 79380 4._.20% 0.322%
23 11.348 1529 1532 1535 rBV 41879 39421 2.09% 0.160%

24 11.501 1554 1558 1561 rBV 1330192 1161782 61.51% 4.716%
25 11.524 1561 1562 1566 rVV 179363 103905 5.50% 0.422%

26 11.577 1568 1571 1573 rVV 41552 30982 1.64% 0.126%
27 12.013 1640 1645 1647 rBV2 106709 139413 7.38% 0.566%
28 12.113 1659 1662 1665 rBV2 40315 46598 2.47% 0.189%
29 12.183 1672 1674 1677 rBvV4 19143 22493 1.19% 0.091%
30 12.295 1691 1693 1695 rBV2 28059 24949 1.32% 0.101%
31 12.319 1695 1697 1703 rVB5 30672 33722 1.79% 0.137%
32 12.548 1734 1736 1739 rBV2 27425 25741 1.36% 0.104%
33 12.713 1761 1764 1768 rBV 406748 355090 18.80% 1.441%
34 12.866 1788 1790 1792 rBV3 26582 29696 1.57% 0.121%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106343.D

Aca On : 12 Jun 2018 14:40

Operator : JU/SJ

Sample : J3245-01 2X

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.948 1798 1804 1808 rVB 380524 388763 20.58% 1.578%

36 13.083 1823 1827 1830 rBV 1892888 1609888 85.24% 6.535%
37 13.271 1856 1859 1862 rVB3 55785 65598 3.47% 0.266%
38 13.977 1976 1979 1984 rBV5 102936 150104 7.95% 0.609%
39 14.118 2001 2003 2005 rBV 131750 125869 6.66% 0.511%
40 14.154 2005 2009 2012 rVV2 1546307 1698208 89.92% 6.894%

41 14.183 2012 2014 2026 rVB 293786 488575 25.87% 1.983%
42 14.630 2088 2090 2094 rvB2 153195 139780 7.40% 0.567%
43 15.248 2191 2195 2202 rVB 305030 631110 33.42% 2.562%
44 15.312 2203 2206 2208 rBVY 198541 212405 11.25% 0.862%
45 15.571 2247 2250 2256 rVB 143716 174280 9.23% 0.707%

46 15.636 2258 2261 2266 rVB 161847 207013 10.96% 0.840%
47 15.707 2268 2273 2282 rBVY 949930 1376575 72.89%% 5.588%
48 16.189 2351 2355 2359 rVB 217265 310351 16.43% 1.260%

Sum of corrected areas: 24634590
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\

BF106343.D

12 Jun 2018 14:40

JussJ

J3245-01 2X

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106343.D

Aca On : 12 Jun 2018 14:40

Operator : JU/SJ

Sample : J3245-01 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.20 3.13 ng 169698 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 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 32
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 25
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 23

Abundance Scan 487 (5.201 min): BF106343.D (-482) (-) m/z 43.00 100.00%
a3
59
5000
10 480 500 520 540 5.60
83 : : : : :
o...,....,....,....',':...??url,...‘??....,.~...,...:,|....,....,....,....,...., m/z 59.00 57.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 S SR UL SRR
59 4.80 5.00 520 540 5.60
m/z 101.00 19.58%
15 31 101
0 ‘ Tl . 51 \‘ 83 ‘
LR RS AR RS SRS RERLA RS NN RARLS RS SARSS LS LSS SARS SARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 5.60
5000 41 m/z 58.00 15.86%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T EEae b
59 480 5.00 5.20 5.40 5.60
m/z 40.95 9.06%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 4'0 5'0 6|0 70 80 90 100 110 120 150 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106343.D

Aca On : 12 Jun 2018 14:40

Operator : JU/SJ

Sample : J3245-01 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown6.74 Concentration Rank 1

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

6.74 32.61 ng 1769710 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.742 min): BF106343.D (-744) (-) m/z 132.00 100.00%
132
5000 68
96 rrrrrrTyTTTrTT T T T T T T
40 54 8 106 6.40 6.60 6.80 7.00
o} e o A I m/z 68.00 37 .68%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 SRS SRR AN AARE N
6.40 6.60 6.80 7.00
33 44 105 m/z 134.00 33.00%
e | s |
0 ”'I'"W'“T'r”h'i"”l'hyﬁ""I”"I'”'I"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.00 23.81%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180 \
Abundance #52379: Tranylcypromine-propiony! R RAEEEE
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 14 .89%
5000 98 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?. SN | O | SN
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106343.D

Aca On : 12 Jun 2018 14:40

Operator : JU/SJ

Sample : J3245-01 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 7
R.T. EstConc Area Relative to ISTD R.T.

12.01 2.40 ng 139413 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 62
5 Nonanoic acid 158 C9H1802 000112-05-0 30

Abundance Scan 1645 (12.013 min): BF106343.D (-1640) (-) m/z 43.00 100.00%

60 73
5000

11.60 11.80 12.00 12.20 12.40

0 m/z 73.00 95.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
11.60 11.80 12.00 12.20 12.40
m/z 60.00 90.12%
213
o 7
S I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
11.60 11.80 12.00 12.20 12.40
50000 o 129 m/z 57.10 77.79%

87 242
143 199
115 185
101 157171 013 kvuJ“WWWMMf“
V) N Y0 T 0 P N SO S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #84453: Tetradecanoic acid B Ea
60 73 11.60 11.80 12.00 12.20 12.40
43 m/z 55.00 64.38%
5000 129
185 228
‘ T7 01115 143157171 ‘ 199
ol Ml B R L e
m/z--> 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106343.D

Aca On : 12 Jun 2018 14:40

Operator : JU/SJ

Sample : J3245-01 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.31 3.09 ng 212405 Perylene-d12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Tetradecane 198 C14H30 000629-59-4 74
5 Dodecane, l1l-iodo- 296 C12H25l1 004292-19-7 72
Abundance Scan 2206 (15.312 min): BF106343.D (-2203) (-) m/z 57.00 100.00%
57
5000 85 V\NAN*KWAJ~»«ﬂ\dpum\vﬁﬂwAyﬂ
113 15.00 15.20 15.40 15.60
141 169
o3 ,~|. ol 45,24t 169 107219240 273 SUSBL 371 | o7 10 71.13%
m/z--> 50 100 150 200 250 300 350
Abundance #175556: Tetracosane
57
85
5000 LR L BRI SR BN
15.00 15.20 15.40 15.60
m/z 43.05 56.29%
0 | I h n“\ h\ M \\\311?1 i 169 197 225 253 281 309 338
m/z--> 55 100 1%0 260 250 360 3§o
Abundance
57
15.00 15.20 15.40 15.60
5000 85 m/z 85.10 51.41%
113 155
0 135 | 183 5g7005 ﬂ«vj\mwwAﬂmﬂwﬂkvava,\,hww
L IR L L L L L L L L L L
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R R Baa s
57 15.00 15.20 15.40 15.60
m/z 55.00 19.74%
85
5000
29 113
oL Vi | M1 169 197 225 253 296
m/z--> 5'0 100 150 2(')0 251,0 3(')0 3§o 15'00 15 20 15. 40 15|60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106343.D

Aca On : 12 Jun 2018 14:40

Operator : JU/SJ

Sample : J3245-01 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.57 2.53 ng 174280 Perylene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolelpvrene 252 C20H12 000192-97-2 96
2 Benzolklfluoranthene 252 C20H12 000207-08-9 94
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 91
4 Benzolalovrene 252 C20H12 000050-32-8 91
5 Perylene 252 C20H12 000198-55-0 89
Abundance Scan 2250 (15.571 min): BF106343.D (-2247) (-) m/z 252.10 100.00%
252
5000
69 204 15.20 15.40 15.60 15.80
A8 0 o .". S5 179190 57 ) 278 S17337357376 414 ns5 550 10 | 28.70%
m/z--> 50 100 150 200 250 300 350 400
Abundance #104217: Benzo[e]pyrene
252
5000
15.20 15.40 15.60 15.80
m/z 253.10 21.19%
ol_50 74 99 A M 146 174 200 224 J
m/z--> 50 100 150 200 250 300 350 400
Abundance
252
15.20 15.40 15.60 15.80
5000 m/z 125.00 11.52%
126
0 74 99 200 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #104227: Benz[e]acephenanthrylene R B
252 15.20 15.40 15.60 15.80
m/z 251.05 10.20%
5000
126
ol3e 74 100, | 150 174 200 224
m/z--> 50 100 150 200 250 300 350 400 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061218\
Data File : BF106343.D

Aca On : 12 Jun 2018 14:40

Operator : JU/SJ

Sample : J3245-01 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 2-Bromo dodecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.19 4.51 ng 310351 Perylene-di12 15.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2355 (16.189 min): BF106343.D (-2351) (-) m/z 57.05 100.00%
57
5000 85 j\ﬂ\\wAMNﬂ\M/LxNF,WM\MV~“W
141 281 15.80 16.00 16.20 16.40 16.60
ol ot l| Lo 081912 258 20T 820 51 30 sz 71.10 75.70%
m/z--> 50 100 150 200 250 300 350
Abundance #100330: 2-Bromo dodecane
57
5000 85 AR R BRI
15. 80 16. oo 16 20 16. 40 16 60
29 m/z 43.05 55.43%
113 169
0 "M'LW”'*"'h — }ﬁg'L' TTToT ?ﬁ8"' T
m/z--> 50 100 150 200 250 300 350
Abundance
57
o 15,80 16.00 16.20 16.40 16.60
5000 m/z 85.10 51.43%
29 113
o 141 169 197 225 253 296 jLAhwﬁﬂwwmvwj\ANMWMANNwANA
m/z--> 55 160 150 260 2%0 360 3%0 '
Abundance #209566: Octacosane A B
57 15.80 16.00 16.20 16.40 16.60
m/z 55.00 20.87%
5000 85
29
ol L L 4707, 141 169 197 225 253 281 300 337 365 304 S
m/z--> 50 100 150 200 250 300 350 mmmmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF061218\
Data File : BF106343.D

Acq On : 12 Jun 2018 14:40

Operator : JU/SJ

Sample : J3245-01 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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]
2-Pentanone, 4-hy... 5.20 3.1 ng 169698 1 6.97 1085500 20.0
unknown6.74 6.74 32.6 ng 1769710 1 6.97 1085500 20.0
n-Hexadecanoic acid 12.01 2.4 ng 139413 4 11.50 1161780 20.0
Tetracosane 15.31 3.1 ng 212405 6 15.71 1376580 20.0
Benzo[e]pyrene 15.57 2.5 ng 174280 6 15.71 1376580 20.0
2-Bromo dodecane 16.19 4.5 ng 310351 6 15.71 1376580 20.0
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