LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121118\
Data File : BF111285.D
Aca On : 11 Dec 2018 19:02 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J6157-03 COMPOSITE-2-TOTAL
ALS Vial : 4 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-BF120818.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 2.822 119 125 133 rVB 263436 431728 8.08% 0.785%
2 4.034 326 331 335 rVB 59937 74566 1.40% 0.136%
3 4 _.357 381 386 394 rBVY 1408819 1591232 29.78% 2.892%
4 4.987 486 493 499 rBV 688935 720702 13.49% 1.310%
5 5.404 560 564 579 rBY 1897300 1692741 31.68% 3.077%
6 5.922 648 652 654 rVB 75258 65373 1.22% 0.119%
7 6.422 733 737 738 rBVY 1368626 1318245 24.67% 2.396%
8 6.434 738 739 746 rVB 1552565 894798 16.75% 1.626%
9 6.563 757 761 765 rBVY 3572150 2980892 55.79% 5.418%
10 6.798 797 801 804 rBVY 1911100 1696985 31.76% 3.084%
11 6.863 809 812 819 rBV 79151 80084 1.50% 0.146%

12 6.951 823 827 831 rBV 4183735 3628698 67.92% 6.596%
13 7.351 891 895 898 rBvV 3520105 3182645 59.57% 5.785%
14 7.575 930 933 937 rVB 84513 74579 1.40% 0.136%
15 8.081 1015 1019 1022 rBV 2613626 2364839 44.26% 4.298%

16 8.392 1069 1072 1077 rBV 56244 64855 1.21% 0.118%
17 9.157 1197 1202 1205 rBV 6461563 5342778 100.00% 9.711%
18 9.551 1264 1269 1272 rBV 1611281 1458398 27.30% 2.651%
19 9.833 1313 1317 1321 rVB2 3004538 2515314 47.08% 4.572%
20 10.039 1348 1352 1355 rBV 87409 87117 1.63% 0.158%

21 10.251 1384 1388 1390 rBV 191890 149523 2.80% 0.272%
22 10.616 1446 1450 1454 rBV 2796751 2469420 46.22% 4.488%
23 11.316 1565 1569 1573 rBV 3155025 2584895 48.38% 4.698%
24 11.710 1632 1636 1639 rVB2 143262 128580 2.41% 0.234%
25 11.857 1655 1661 1676 rBV 2897949 3236295 60.57% 5.882%

26 12.539 1773 1777 1779 rBV2 123367 134821 2.52% 0.245%
27 12.557 1779 1780 1786 rVB3 93687 95518 1.79% 0.174%
28 12.639 1789 1794 1807 rBV 1998845 2085252 39.03% 3.790%
29 12.904 1835 1839 1842 rBV 5282937 4651079 87.05% 8.454%
30 13.374 1914 1919 1924 rBVS 64615 149483 2.80% 0.272%

31 13.810 1989 1993 1999 rBV2 687656 976920 18.28% 1.776%
32 13.957 2013 2018 2021 rBV 2479347 2534967 47 .45% 4.608%
33 14.133 2046 2048 2052 rBV2 88978 79954 1.50% 0.145%
34 14.445 2098 2101 2107 rVB 198020 211909 3.97% 0.385%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111285.D

Aca On : 11 Dec 2018 19:02

Operator : JU/SJ

3?22'6 i J6157-03 COMPOSITE-2-TOTAL
ALS Vial : 4 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-BF120818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.751 2150 2153 2158 rVB 316305 371071 6.95% 0.674%
36 15.080 2205 2209 2212 rVB 443079 487778 9.13% 0.887%
37 15.398 2258 2263 2268 rBV 1489172 1910662 35.76% 3.473%
38 15.451 2268 2272 2278 rVB 524665 651510 12.19% 1.184%
39 15.880 2340 2345 2350 rBV 510092 767911 14.37% 1.396%
40 16.368 2423 2428 2433 rBY 394719 646072 12.09% 1.174%

41 16.945 2521 2526 2535 rVB 216976 427120 7.99% 0.776%

Sum of corrected areas: 55017309
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111285.D

Aca On : 11 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6157-03 COMPOSITE-2-TOTAL
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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: BF111285.D
6000000

5000000
6.95

4000000 6.56 —

3000000

2000000 5.40 6.80

436 643

1000000 4.99

4.03 }\ 5.92 L .86 L 7.57
oF e b e

[
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: BF111285.D

6000000
12.90

5000000

4000000

11.32

3000000 9.83 10.62 11.86

12.64

2000000 9.55

1000000

0 8.39 | I 1@951%35 L 11.71 12
R B L I e e e L

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: BF111285.D

6000000

5000000

4000000

3000000 13.96

2000000

1000000

e L M S —
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111285.D

Aca On : 11 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6157-03 COMPOSITE-2-TOTAL
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 11

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

2.82 5.09 ng 431728 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2.2.4-trimethvl- 116 C6H1202 001193-11-9 64
2 1.3-Dioxane. 4-methvl- 102 C5H1002 001120-97-4 33
3 Ethanethioic acid. S-(dihvdro-2.... 174 C6H604S 006953-60-2 10
4 Thiocvanic acid. propvl ester 101 C4H7NS 004251-16-5 9
5 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 9

Abundance Scan 125 (2.822 min): BF111285.D (-119) (-) m/z 43.00 100.00%
43.0
5000 101.1
1 72’|-1 650 240 2.60 2.80 3.00 3.20
o . < m/z 101.10 44.05%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8171: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 101.0 R L L R R
240 260 2.80 3.00 3.20
72.0 m/z 42.05 22.72%
| 150 290 |} 5%? | 86.0 | 1150
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4264 1,3-Dioxane, 4-methyl-
43.0
101.0 BT T T TR T
72.0 240 260 2.80 3.00 3.20
5000 08 m/z 41.10 17 .39%
57.0 87.0
o 1,5,‘1,,\\, ‘H---“.--‘--.-‘---.----.----.----.----
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #41271: Ethanethioic acid, S-(dihydro-2,5-dioxo-3-furanyl)... e A BEEEN e S e o]
43.0 240 260 2.80 3.00 3.20
m/z 72.10 14 .70%
5000
ol 20 ] §e 87.0 102.0 174.0
m/z--> 20 40 60 80 100 120 140 160 180 240 2.60 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111285.D

Aca On : 11 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6157-03 COMPOSITE-2-TOTAL
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 3-Penten-2-one, 4-methyl- Concentration Rank 4

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

4_36 18.75 ng 1591230 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 80
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 78
5 2-Pentene, 2,3-dimethyl- 98 C7H14 010574-37-5 72

Abundance Scan 386 (4.357 min): BF111285.D (-381) (-) m/z 55.10 100.00%
58.1 3.
5000 43.0
98.1
e
4.00 4.20 4.40 4.60
0 ...,....,....,....-‘,-':...;'.|..'.,..6.7'.0,.7.4-.9.,.:..,....,.... m/z 83.10 93.94%
m/z--> 10 20 30 40 60 70 80 90 100
Abundance #3246: 3- Penten—2 one, 4-methyl-
55.0 83.0
5000 R A AR R B
20,0 43.0 98.0 400 420 440 460
m/z 43.00 44 _64%
.|.‘ 1L Il | | 67.0 75.0 | L
0 ”'I"'W'"'I”"I"'W'"'I”"I"'W""I”"I"'
m/z--> 10 40 50 60 70 80 90 100
Abundance #3157: 3-Hexen-2-one
83.0
250 R R SR LN
43.0 4.00 4.20 4.40 4.60
5000 m/z 98.10 33.15%
29.0
98.0
\‘ ‘ | 11 ‘ | 69 0
G S S UL SUL AL SRS IULILLS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3371: 2-Pentene, 2,4-dimethyl- s e paa
83.0 4.00 4.20 4.40 4.60
55.0 m/z 39.05 29.47%
41.0
5000
27.0 98.0
15.0
67.0
0 ‘ ‘ ‘ | ‘ AR [ 75.0 |
'"I”"I"”I""I”"I"”I""P"'I'”'I"'W"" R L U LA
m/z--> 10 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111285.D

Aca On : 11 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6157-03 COMPOSITE-2-TOTAL
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.99 8.49 ng 720702 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Oxohexanenitrile 111 C6H9NO 010412-98-3 9

Abundance Scan 494 (4.993 min): BF111285.D (-486) (-) m/z 43.00 100.00%
43.0
59.1
5000
ot 460 480 500 520 540
bbbl 7RO B3O | 59 10 55,860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LN UL L
59.0 460 480 500 520 5.40
0
150 41, 1010 m/z 101.10 18.05%
: 83.0
0 1| N . .
R I AN RS UL AL I IR UL RIS SRR LRSS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 460 480 500 520 540
5000 m/z 58.05 13.24%
20.0 101.0
0 150 1 ‘ 73.0 85.0
mz> 10 20 30 40 50 60 70 80 90 100 110 130 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.77%
5000 41.0
o T O =Y 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111285.D

Aca On : 11 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6157-03 COMPOSITE-2-TOTAL
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 unknown6.56 Concentration Rank 2

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

6.56 35.13 ng 2980890 1,4-Dichlorobenzene-d4 6.80
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 17
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 760 (6.557 min): BF111285.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.0
AL U SRR
400 540 | %1 6.20 6.40 6.60 6.80
o....,...!I'!...,.l.l..,-:.-.',..7.53,1....,..!.,.1??.?....,...., | | m/z 68.05  43.57%
m/z--> 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 SRR U SN

6.20 6.40 6.60 6.80
m/z 134.00 30.79%

31.0 51.0
0....,|...'!-,.!..,”...,...!i...7{3,9...,....,.... S 1 -
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
T T
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.05 27.77%
41.0 97.0
‘ 79.0 117.0
0““‘1070“
m/z--> 30 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R L e o
132.0 6.20 6.40 6.60 6.80
m/z 69.05 17.47%
5000
33.0 44.0 0.0 105.0
0 L 60\9 00 ‘\ 115.0 1
AN B o T o o e RammE T e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111285.D

Aca On : 11 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6157-03 COMPOSITE-2-TOTAL
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 25.04 ng 3236300 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 76
Abundance Scan 1662 (11.863 min): BF111285.D (-1655) (-) m/z 73.00 100.00%
431 73.0
5000 . jt
' : ' 1160 11.80 12.00 12.20
0! m/z 43.10 98.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 UL UL SRR BULRLLN LR
83.0 11. 60 11. 80 12. 00 12. 20
JM 1570 1950 2130 2560 m/z 60.00 88.10%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73.0
430 1160 11,80 1200 1230
5000 129.0 m/z 57.10 80.45%
171.0
97.0 214.0
0 |||||‘l . I‘il\l |H|“‘|
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 11.60 11.80 12.00 12.20
m/z 41.05 74 .11%
5000 129.0 jL
olt Ol ' TS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1160 1180 1200 1220
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111285.D

Aca On : 11 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6157-03 COMPOSITE-2-TOTAL
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 5
R.T. EstConc Area Relative to ISTD R.T.
12.64 16.45 ng 2085250 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1794 (12.639 min): BF111285.D (-1789) (-) m/z 43.10 100.00%

73.0

5000 129.1

:

185.2 241.2 L e B B

284.3 12.40 12.60 12.80 13.00
57.1 213.2
o ab 84 | 282 | T hm/z 57.10  82.00%
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

-

5000
12.40 12.60 12.80 13.00

m/z 73.00 79.15%

04
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
T T T
73.0 12.40 12.60 12.80 13.00
5000 284.0 m/z 60.00 T7.77%
129.0
185.0213.0241.0
D S T P
m/z--> 50 0 150 200 250 300 350
Abundance #84453: Tetradecanoic acid R e e N AR
73.0 12.40 12.60 12.80 13.00
43.0 m/z 55.10 71.21%
5000 129.0
185.0 228.0
| \ w79 | A
ob—— - — 77— R R S SRREaEa
m/z--> 50 150 200 250 300 350 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111285.D

Aca On : 11 Dec 2018 19:02

Operator : JU/SJ

Sample : J6157-03

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 1-Docosene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.81 7.71 ng 976920 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 91
5 n-Heptadecanol-1 256 C17H360 001454-85-9 90

Abundance Scan 1993 (13.810 min): BF111285.D (-1989) (-) m/z 43.05 100.00%
43.0
83.1
LRI BN SRR SUNRL B
139.1 1681 13.40 13.60 13.80 14.00 14.20
Obrrr et 2101 2482 2821 m/z 57.10 97.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
540
97.0
5000 LRI BN DAL SUNRL B
29.0 13.40 13.60 13.80 14.00 14.200
195.0 m/z 55.10 89.76%
0 o 153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127769: 5-Eicosene, (E)-
55.0
83.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 80.22%
29.0
0 J 1 I 139.0 167.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester R L AR
43.0 13.40 13.60 13.80 14.00 14.20
69.0 m/z 97.10 71.94%
5000
125.0
o 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13140 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111285.D

Aca On : 11 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6157-03 COMPOSITE-2-TOTAL
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Sulfurous acid, butyl tetra... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.75 3.88 ng 371071 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 86
2 Tridecane. 7-propvl- 226 C16H34 055045-09-5 83
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 80
4 Tridecane. 2-methvl- 198 C14H30 001560-96-9 72
5 Dodecane, l1l-iodo- 296 C12H251 004292-19-7 72
Abundance Scan 2153 (14.751 min): BF111285.D (-2150) (-) m/z 57.10 100.00%
57.1
5000 ﬁwA,ﬁA“~NJ_NNJ{-Mvﬁf/Jt,\*W
| Fl 14140 14150 1480 15100
141.1 : : : :
ol MMl Yl ass2 2061 28tas201 4T3 TG 6o 7a
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #172308: Sulfurous acid, butyl tetradecyl ester
57.0
5000 UL SURIUR SR B
14.40 14.60 14.80 15.00
m/z 43.10 56.42%
mz-> 50 100 150 200 250 300 350 400 450
Abundance #83029: Tridecane, 7-propyl-
43.0
14.40 14.60 14.80 15.00
5000 5.0 m/z 85.10 45.79%
‘ 140.0
183.0
ol | w0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #83030: Tridecane, 6-propyl- R AN mama s
43.0 14.40 14.60 14.80 15.00
m/z 55.10 23.30%
o i (\”,J\M
126.0 183.0
U Wu!,,ﬁy,h,,t,J,,??@? I VAL L UL DU ULINA SUNIUR SR SR
m/z--> 50 100 150 200 250 300 350 400 450 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111285.D

Aca On : 11 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6157-03 COMPOSITE-2-TOTAL
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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.
15.08 5.11 ng 487778 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 87
3 Octadecane. l-iodo- 380 C18H371 000629-93-6 87
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 86
5 2-Bromotetradecane 276 Cl1l4H29Br 074036-95-6 86
Abundance Scan 2209 (15.080 min): BF111285.D (-2205) (-) m/z 57.10 100.00%
57.1
5000
| J 971 41.1 183.2219.1253.2 295.2 351.2 401.2 443.3 Ii;éd iédd 1520'1546"
ol g L4y F4L] 183221912532 2952 3512 4012 4433 nso7 43,10  64.42%
m/z--> 50 100 150 200 250 300 350 400
Abundance #117637: Nonadecane
57.0
5000 L S BULELL BRI B

14.80 15.00 15.20 15.40
m/z 71.10 56.41%

99.0
SRR S U WIEC- L I —
m/z--> 50 100 150 200 250 300 350 400
Abundance #117648: Octadecane, 2-methyl-
43.0
14!80 15.IOO 15.I20 15.I40
5000 m/z 85.10 43.70%
85.0

| J10 15907250 a0

o b L e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #202264: Octadecane, 1-iodo- L B
57.0 14.80 15.00 15.20 15.40
m/z 55.10 23.99%
5000
99.0
015.q b I \\ [ }5\50‘ 197.0 253'0
— et B R s
m/z--> 50 100 150 200 250 300 350 400 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111285.D

Aca On : 11 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6157-03 COMPOSITE-2-TOTAL
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Docosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.37 6.76 ng 646072 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Heptadecane 240 C17H36 000629-78-7 87
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 87
4 Heneicosane 296 C21H44 000629-94-7 83
5 Hexatriacontane 507 C36H74 000630-06-8 83
Abundance Scan 2428 (16.368 min): BF111285.D (-2423) (-) m/z 57.10 100.00%
51.1
9.1 16:00 1620 16,40 1660
141.1 : : : :
ol ALy L |y 2410 1832 2352 2811 32713571 3962 743 10 59.61%
m/z--> 50 100 150 200 250 300 350 400
Abundance #153222: Docosane
57.0
5000 AU B U
16. oo 16. 20 16 40 16.60
99.0 m/z 71.10 55.77%
2n0l 4 4Ly 1410 1830 2250 2670 3100
m/z--> 55 160 1%0 200 250 360 350 400
Abundance #94344: Heptadecane
57.0
16.00 16.20 16.40 16.60
5000 m/z 85.10 46 .10%
27ro‘ | gglo 141.0 183.0 2400
oL——f \Ilwlllllllllllll ———t ——r— ——r— ——T
m/z--> 50 100 150 200 250 300 350 400
Abundance #152416: Tridecane, 1-iodo- RS E B B S
57.0 16.00 16.20 16.40 16.60
m/z 55.10 22.56%
o ’\MN/\W
27,0 99.0 183.0
oL M0 N - [ B e
m/z--> 50 100 150 200 250 300 350 400 1600 1620 1640 1660
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111285.D

Aca On : 11 Dec 2018 19:02

Operator : JU/SJ

ﬁ?ggle i J6157-03 COMPOSITE-2-TOTAL
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 13 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.94 4.47 ng 427120 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Tetracosane 338 C24H50 000646-31-1 87
4 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 87
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2525 (16.939 min): BF111285.D (-2521) (-) m/z 57.10 100.00%
57.1
5000 I M]\V/\
U BN
141.1 207 1 16.60 16.80 17.00 17.20
ok 4 l‘ ﬂl o ey S 2080, 2952 3512 4312 sz 43.10  66.69%
m/z--> 50 15 200 250 300 350 400
Abundance #202662: Heptacosane
57.0
5000 AU SR IR
16.60 16.80 17.00 17.20
m/z 71.10 56.90%
025,40| ) ,9?1 Ol ,141 0 183.0 225.0 267.0 323.0  380.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57.0
16.60 16.80 17.00 17.20
5000 m/z 85.10 46 .39%
99.0
GZWO‘ } | |y ?440 183.0 2250 2810 337.0  394.0 H\VWWM}LAMAJ\¢VVNfJMMWKM
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane R e EEAER R
57.0 16.60 16.80 17.00 17.20
m/z 55.05 21.09%
>0 V4ﬂNﬁ«wﬁjNLFJAMN“hNMVNﬁA*“x
Ozao‘ ]] ’J y }4}0 183.0 225.0 267.0 338.0
m/z--> 50 100 150 200 250 300 350 400 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_ F\DATA\BF121118\

Data File : BF111285.D

Acq On : 11 Dec 2018 19:02

Operator : JU/SJ

3?22'6 i J6157-03 COMPOSITE-2-TOTAL
ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818_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]
1,3-Dioxolane, 2,... 2.82 5.1 ng 431728 1 6.80 1696990 20.0
3-Penten-2-one, 4... 4.36 18.8 ng 1591230 1 6.80 1696990 20.0
2-Pentanone, 4-hy... 4.99 8.5 ng 720702 1 6.80 1696990 20.0
unknown6 .56 6.56 35.1 ng 2980890 1 6.80 1696990 20.0
n-Hexadecanoic acid 11.86 25.0 ng 3236300 4 11.32 2584900 20.0
Octadecanoic acid 12.64 16.4 ng 2085250 5 13.96 2534970 20.0
1-Docosene 13.81 7.7 ng 976920 5 13.96 2534970 20.0
Sulfurous acid, b... 14.75 3.9 ng 371071 6 15.40 1910660 20.0
Nonadecane 15.08 5.1 ng 487778 6 15.40 1910660 20.0
Docosane 16.37 6.8 ng 646072 6 15.40 1910660 20.0
Heptacosane 16.94 4.5 ng 427120 6 15.40 1910660 20.0

8270-BF120818.M Wed Dec 12 10:47:00 2018 Page: 15



