LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103768.D

Aca On : 19 Mar 2018 20:57

Operator : JU/SJ

Sample : J1972-06

Misc :

ALS Vial : 11 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-BF031518.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

2.334 35 42 48 rVB 166874 220571 4.42% 0.491%
5.234 531 535 548 rVB 185128 282716 5.67% 0.629%
598 601 rBVY 4065001 4747496 95.22% 10.560%
5.922 648 652 660 rvB 84590 85595 1.72% 0.190%
6.604 761 768 772 rVB2 3664318 4985672 100.00% 11.090%
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6.745 787 792 795 rBV 4205163 4756977 95.41% 10.581%
6.975 827 831 834 rBV 1255609 1028289 20.62% 2.287%
858 861 rBVY 3884135 3714962 74.51% 8.263%
7.539 921 927 930 rBV 2985691 3156258 63.31% 7.021%
7.598 933 937 941 rVB 70306 66106 1.33% 0.147%
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11 8.257 1045 1049 1052 rBV 1553016 1392285 27.93% 3.097%
12 8.851 1144 1150 1155 rBV2 139400 147596 2.96% 0.328%
13 9.333 1225 1232 1235 rBV 4702908 4720901 94.69% 10.501%
14 9.716 1294 1297 1301 rBV 871602 722034 14.48% 1.606%
15 9.786 1306 1309 1311 rBV 67555 62298 1.25% 0.139%

16 9.927 1328 1333 1336 rBvV 132708 98832 1.98% 0.220%
17 10.016 1344 1348 1351 rBV 1719974 1471514 29.51% 3.273%
18 10.192 1375 1378 1380 rBV 159592 141607 2.84% 0.315%
19 10.427 1416 1418 1421 rVB 157823 120746 2.42% 0.269%
20 10.651 1448 1456 1458 rBV 54095 74085 1.49% 0.165%

21 10.727 1462 1469 1474 rVB2 105851 179077 3.59% 0.398%
22 10.810 1478 1483 1486 rBV 2815138 2872818 57.62% 6.390%
23 10.904 1496 1499 1509 rVB 144341 165490 3.32% 0.368%
24 11.057 1521 1525 1529 rVB2 41537 54594 1.10% 0.121%
25 11.351 1572 1575 1578 rBV 91625 76017 1.52% 0.169%

26 11.510 1597 1602 1604 rBV 1465813 1369027 27.46% 3.045%
27 11.527 1604 1605 1610 rVB 222957 188821 3.79% 0.420%
28 12.016 1684 1688 1690 rBV2 256871 235666 4.73% 0.524%

29 12.121 1701 1706 1708 rBVZ2 63492 71876 1.44% 0.160%
30 12.339 1739 1743 1746 rVB3 56706 59870 1.20% 0.133%
31 12.557 1777 1780 1783 rBV2 45055 53147 1.07% 0.118%
32 12.721 1805 1808 1812 rBV 466974 409308 8.21% 0.910%
33 12.804 1817 1822 1827 rBV4 42513 87482 1.75% 0.195%
34 12.898 1833 1838 1841 rBvV4 41707 52395 1.05% 0.117%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103768.D

Aca On : 19 Mar 2018 20:57

Operator : JU/SJ

Sample : J1972-06

Misc :

ALS Vial : 11 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:\HPCHEM1I\BNA F\METHODS\8270-BF031518.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 12.957 1841 1848 1850 rBV 362872 396950 7.96% 0.883%

36 13.098 1865 1872 1875 rBV 3549040 3516866 70.54% 7.823%

37 13.280 1901 1903 1906 rVB 58226 52698 1.06% 0.117%
38 13.974 2018 2021 2024 rBV2 230474 201412 4._.04% 0.448%
39 14.121 2043 2046 2048 rBV 80961 75521 1.51% 0.168%

40 14.157 2048 2052 2055 rVvVv2 1052688 1199221 24.05% 2.667%
41 14.186 2055 2057 2062 rVB 181931 172765 3.47% 0.384%
42 15.239 2233 2236 2239 rBVY 155617 219608 4._.40% 0.488%
43 15.321 2248 2250 2254 rVB 64202 61228 1.23% 0.136%
44 15.562 2289 2291 2297 rVB 99994 124508 2.50% 0.277%
45 15.633 2299 2303 2309 rVB 135281 185109 3.71% 0.412%

46 15.704 2310 2315 2319 rBV 664158 879719 17.64% 1.957%

Sum of corrected areas: 44957733
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103768.D

Aca On : 19 Mar 2018 20:57

Operator : JU/SJ

Sample : J1972-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library :

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

TIC: BF103768.D

6.75

4000000

3000000

2000000

1000000
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Time-->
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4000000

3000000

2000000
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04
Time-->

8.00

TIC: BF103768.D
33

10.81

10.02

8.26

12.02

10.1910.43 .53
108

10.00

8.50 9.00 9.50 10.50 11.00 11.50 12.00

J12.1212.3412.56 2180

12.50

13.10

12.72 15 96

N0

13.00

13.50
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4000000

3000000

2000000
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TIC: BF103768.D
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103768.D

Aca On : 19 Mar 2018 20:57

Operator : JU/SJ

Sample : J1972-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 4

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

2.33 4.29 ng 220571 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 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 41 (2.328 min): BF103768.D (-35) (-) m/z 73.10 100.00%
3
5000
43
55 87 L P S
220 240 2.60
Ol et st et e e e e || M7z 43.00  33.27%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 N N S
43 220 240 2.60
55 87 m/z 87.10 22.81%
0 ﬁg 35‘\W\ ‘ 67 ] 80
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 L P S
220 240 2.60
5000 a1 55 m/z 55.10 22 .58%
29
0 47 67 | 79 97 112 129
nes 5% % % h s s i 1o 35 1o ||
Abundance #4436: Pentane, 3-methoxy- T T T e
73 220 240 2.60

m/z 71.10 11.69%

5000
45

29
39 % g7 | 101

0..,...‘a‘,....‘,....,....,....,a...,....,....,....,....,....,....

T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20

T
2.40 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103768.D

Aca On : 19 Mar 2018 20:57

Operator : JU/SJ

Sample : J1972-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 3

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

5.23 5.50 ng 282716 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 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 23
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 534 (5.228 min): BF103768.D (-531) (-) m/z 43.00 100.00%
43
59
5000
101 AR S RS S
53 83 480 5.00 5.20 5.40 5.60
R e o o N Nt B e R m/z 59.00 57 .13%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR S I
480 5.00 520 5.40 5.60
m/z 101.00 20.29%
15 31 101
0 | 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540 560
5000 m/z 58.00 16.76%
29 101
O e e S L 78 83 95 |
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- T e e
50 480 5.00 520 5.40 5.60
m/z 41.05 8.01%
5000
41
0 "'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I'
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103768.D

Aca On : 19 Mar 2018 20:57

Operator : JU/SJ

Sample : J1972-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 92.52 ng 4756980 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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 793 (6.751 min): BF103768.D (-787) (-) m/z 132.00 100.00%
32
5000
68
6 rTTrTTTTTTTT T T T T T T
40 54 75 104 6.40 6.60 6.80 7.00
0 .,....,....-:':.‘.‘.7,::..??:In.',..'..,..f.‘?,..!.,.':..,.1.1?.,....,-'...,.. m/z 68.05 35.46%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 DA S SRR
6.40 6.60 6.80 7.00
78 m/z 134.00 34 .00%
31 3 ?1
O T T P T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
117 6.40 6.60 6.80 7.00
5000 m/z 66.00 22.62%
39 91
51 65
A - oS SN oo -
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine NS m e
132 6.40 6.60 6.80 7.00
m/z 96.00 14 _.42%
5000 104
39 66 /8
0 '|“"|"'l“""N""whw'|"'“|""g%"|"h' '}}1""| T BRI A SAE
m/z--> 20 30 40 50 60 70 8 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\BF031918\
Data File : BF103768.D

Aca On : 19 Mar 2018 20:57

Operator : JU/SJ

Sample : J1972-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 4-Ethoxyphenyl isocyanate Concentration Rank 10

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

8.85 2.12 ng 147596 Naphthalene-d8 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Ethoxvphenvl isocvanate 163 C9HONO2 032459-62-4 96
2 2-Ethoxvphenvl isocvanate 163 C9HONO2 005395-71-1 68
3 3.5-Dihvdroxvbenzonitrile 135 C7H5NO2 019179-36-3 58
4 2H-1.4-Benzoxazine-2.3(4H)-dione 163 C8H5NO3 003597-63-5 53
5 Pyrrolo(2,3-d)pyrimidin-4-one 135 C6H5N30 003680-71-5 50

Abundance Scan 1150 (8.851 min): BF103768.D (-1144) (-) m/z 135.00 100.00%
107 163
5000
52 79 NS L
39 \L 63 90 120 860 880 9.00 9.20
o} E MDY DN | NP oM '~ ' m/z 107.00 55.74%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #33150: 4-Ethoxyphenyl isocyanate
135
107 163 )
5000 IR AR AR LR L
50 8.60 8.80 9.00 9.20
27 79 m/z 163.00 52.73%
ol 15 L ??. A ff. ..m I SN S .- S
m/z--> 0 20 40 60 80 100 120 140 160
Abundance
135
2o 860 8.80 9.00 920
5000 163 m/z 52.00 23.46%
27 51 91
106
ol 4 15 39 64 120 148
mz-> 0 20 40 60 80 100 120 140 160
Abundance #15449: 3,5-Dihydroxybenzonitrile R B S Ry ma
135 8.60 8.80 9.00 9.20
m/z 79.00 22 .15%
5000
29 38 107
,....‘,.“‘.H“‘ MHH ‘.“l....lu‘..lulzuuulluuuuluuu
m/z--> 0 20 80 100 120 140 160 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103768.D

Aca On : 19 Mar 2018 20:57

Operator : JU/SJ

Sample : J1972-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Acetamide, N-(2-chlorobenzo... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.73 2.43 ng 179077 Acenaphthene-d10 10.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-(2-chlorobenzofuran... 209 C10H8CINO2 067382-11-0 80
2 4-Chloro-o-tolvl isocvanate 167 C8H6CINO 037408-18-7 49
3 Purin-6-amine. 8-(l-methvlethvlt._.. 209 C8H11N5S 330982-99-5 38
4 Indol-2-one. 5-chloro-1.3-dihvdro- 167 C8H6CINO 017630-75-0 37
5 1H-Indole-2,3-dione, 7-chloro-5-... 195 C9H6CINO2 155184-80-8 37
Abundance Scan 1469 (10.727 min): BF103768.D (-1462) (-) m/z 43.00 100.00%
a3
167
5000
138 209
76 111 RN BN UGS
57 182 10.40 10.60 10.80 11.00
88 9
Ol et .-.-'Il, b ,.ﬁLI,“L,}Z,‘} =2 m/z 167.00 61.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68461: Acetamide, N-(2-chlorobenzofuran-3-yl)-
43
167
5000 138
76 102 209 10.40 10.60 10.80 11.00
m/z 138.00 35.23%
A 1 e -“‘-‘. 87 \‘ eI 1‘ 80193 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
167
132 "|“'Aw'“|'“'w"w
10.40 10.60 10.80 11.00
5000 51 77 m/z 209.00 28.82%
104
39 63
15 28 89 115
e L S S UL S L WL B WL WL B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #68791: Purin-6-amine, 8-(1-methylethyithio)- L A
167 10.40 10.60 10.80 11.00
m/z 76.00 20.80%
5000
209
43 140
o | 54 70 8 o5 183155 | 151 | 178 194 |
m/z--> 20 40 60 80 100 120 140 160 180 200 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103768.D

Aca On : 19 Mar 2018 20:57

Operator : JU/SJ

Sample : J1972-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.42 ng 165490 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 83
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 72
Abundance Scan 1498 (10.898 min): BF103768.D (-1496) (-) m/z 57.00 100.00%
57
5000 4 85
13 13640, 1060 105 1100 1120
0 m/z 43.10 78.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59879: Tetradecane
57
5000 85 LR DAL UL B B
10 60 10. 80 11. oo 11. 20
4 m/z 71.05 76.61%
Lo | e
m/z--> ﬁo 45 eb éo 160 150 140 160 180 200 220 240 2éo 280 360
Abundance
57
10.60 10.80 11.00 11.20
5000 85 m/z 85.10 47 .39%
41
0l...26 113 195 183
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 J
Abundance #152416: Tridecane, 1-iodo- L L L L B LB B
57 10.60 10.80 11.00 11.20
m/z 41.00 39.66%
5000 85
4
183
ol 26 ‘\ ek rioa2e 185 310
m/z--> ﬁo 45 eb éo 160 150 150 160 180 200 220 240 260 280 360 1060 1080 1100 1120
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103768.D

Aca On : 19 Mar 2018 20:57

Operator : JU/SJ

Sample : J1972-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.02 3.44 ng 235666 Phenanthrene-d10 11.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tetradecane 198 C14H30 000629-59-4 56
Abundance Scan 1689 (12.021 min): BF103768.D (-1684) (-) m/z 72.95 100.00%
73
a3 %0
5000 129
" 1180 12.00 12.20 12.40
Ol m/z 60.00 75.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6073
5000 129 L L B U B
nmnmnmnm
m/z 43.05 68.25%
ﬂji 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
"' 11/80 12.00 12.20 12.40
5000 129 m/z 57.10 64 .48%
29 a7
115 | 143 199 242
101 185
s 157171 213506
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 210 2éo
Abundance #72646: Tridecanoic acid i B e e S
43 60 78 11.80 12.00 12.20 12.40
m/z 55.00 56.31%
5000 - e
“ T? 01115 ‘ 171185 214
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 80 12. oo 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103768.D

Aca On : 19 Mar 2018 20:57

Operator : JU/SJ

Sample : J1972-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Behenic alcohol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.97 3.36 ng 201412 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91

Abundance Scan 2020 (13.968 min): BF103768.D (-2018) (-) m/z 57.00 100.00%

57 83

%

5000
11 229
0 212 268 m/z 83.05 87.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166292: Behenic alcohol
56 83

:

5000 LA L L L L LB L
13.60 13.80 14.00 14.20
29 m/z 97.05 83.12%
0 Lol 167 196 224 252 280 308
ERRRERINRaAS Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97 B R BN
41 13.60 13.80 14.00 14.20
5000 m/z 43.05 80.05%
125
0 15 8l 154 180196 224 9251 269 320
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #127771: 3-Eicosene, (E)- L BT o e
13.60 13.80 14.00 14.20

m/z 69.00 79.78%

5000

-

139 167

196 224 252 280
o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031918\
Data File : BF103768.D

Aca On : 19 Mar 2018 20:57

Operator : JU/SJ

Sample : J1972-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF031518_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 Perylene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.56 2.83 ng 124508 Perylene-di12 15.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pervlene 252 C20H12 000198-55-0 93
2 Benzolelpvrene 252 C20H12 000192-97-2 93
3 Benzolalpvrene 252 C20H12 000050-32-8 90
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 74

Abundance Scan 2291 (15.562 min): BF103768.D (-2289) (-) m/z 252.10 100.00%
282
5000
125 15.20 15.40 15.60 15.80
224 - - - -
ol 5L 7899, | 157181203224 | 273 290 323 348 374 m/z 250.10  29.40%
m/z--> 50 100 150 200 250 300 350
Abundance #104215: Perylene
252
5000 PN B BN SRR
15.20 15.40 15.60 15.80
126 m/z 253.10 19.35%
oL27 50 74 99 A M 150 174 198 224
m/z--> 50 100 150 200 250 300 350
Abundance
252
15.20 15.40 15.60 15.80
5000 m/z 125.00 16.41%
125
0 50 74 99 146 174 200 224
L (L L L AL L L L L
m/z--> 50 100 150 200 250 300 350
Abundance #104218: Benzo[a]pyrene LA B
252 15.20 15.40 15.60 15.80
m/z 126.00 14 .48%
5000
126
0 50 74 100, | 149 174 200 224
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031918\
Data File : BF103768.D

Acq On : 19 Mar 2018 20:57

Operator : JU/SJ

Sample - J1972-06

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF031518_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]
Butane, 2-methoxy... 2.33 4.3 ng 220571 1 6.97 1028290 20.0
2-Pentanone, 4-hy... 5.23 5.5 ng 282716 1 6.97 1028290 20.0
unknown6.75 6.75 92.5 ng 4756980 1 6.97 1028290 20.0
4-Ethoxyphenyl is... 8.85 2.1 ng 147596 2 8.26 1392290 20.0
Acetamide, N-(2-c... 10.73 2.4 ng 179077 3 10.02 1471510 20.0
Tetradecane 10.90 2.4 ng 165490 4 11.51 1369030 20.0
n-Hexadecanoic acid 12.02 3.4 ng 235666 4 11.51 1369030 20.0
Behenic alcohol 13.97 3.4 ng 201412 5 14.16 1199220 20.0
Perylene 15.56 2.8 ng 124508 6 15.70 879719 20.0
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