LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111286.D
Aca On : 11 Dec 2018 19:36 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J6157-04 COMPOSITE-2-DISSOLVED
ALS Vial : 5 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 2.828 120 126 132 rVB 242492 390186 7.53% 0.793%
2 3.793 286 290 299 rBV2 38059 66426 1.28% 0.135%
3 4.034 327 331 336 rVB3 60322 73851 1.43% 0.150%
4 4.987 484 493 498 rBV2 255998 317497 6.13% 0.645%
5 5.404 560 564 568 rBY 2735059 2555255 49.32% 5.191%
6 5.922 649 652 655 rVB 65847 57464 1.11% 0.117%
7 6.422 733 737 749 rBV2 1665776 2112272 40.77% 4.291%
8 6.563 757 761 764 rBVY 4811952 4086011 78.87% 8.300%
9 6.792 797 800 804 rBVY 1577046 1448289 27.96% 2.942%
10 6.863 809 812 817 rBV 62629 62015 1.20% 0.126%

11 6.951 823 827 831 rBV 4424963 3820219 73.74% 7.760%
12 7.357 890 896 899 rBvV 3128507 3100638 59.85% 6.299%
13 8.081 1014 1019 1022 rBV 1909668 1802119 34.78% 3.661%
14 9.157 1197 1202 1205 rBV 5890973 5180766 100.00% 10.524%
15 9.545 1264 1268 1272 rBV 1027694 824382 15.91% 1.675%

16 9.833 1313 1317 1321 rVB 2817537 2392002 46.17% 4 _859%
17 10.251 1384 1388 1390 rBV 282355 229640 4.43% 0.466%
18 10.622 1446 1451 1454 rBV 3205974 3129461 60.41% 6.357%
19 11.316 1565 1569 1572 rBV 2827590 2259629 43.62% 4 _590%
20 11.710 1632 1636 1639 rBV2 157167 137020 2.64% 0.278%

21 11.857 1654 1661 1670 rBV 2330521 2341636 45.20% 4._.757%
22 12.539 1774 1777 1778 rBV2 76747 65665 1.27% 0.133%
23 12.557 1778 1780 1787 rVB2 64587 73177 1.41% 0.149%
24 12.639 1790 1794 1804 rVV 1422737 1379572 26.63% 2.802%
25 12.733 1807 1810 1814 rVB 111515 106039 2.05% 0.215%

26 12.904 1834 1839 1843 rBV 4916520 5089220 98.23% 10.338%
27 13.810 1989 1993 2000 rBV2 870152 1119061 21.60% 2.273%
28 13.957 2013 2018 2021 rVB 2228088 1991130 38.43% 4.045%
29 14.133 2046 2048 2055 rBV 133534 178557 3.45% 0.363%
30 14.298 2073 2076 2082 rBVS 33940 68536 1.32% 0.139%

31 14.445 2098 2101 2112 rVB2 196597 314498 6.07% 0.639%
32 14.745 2149 2152 2157 rVB 132016 135809 2.62% 0.276%
33 15.080 2205 2209 2212 rBV 183273 189804 3.66% 0.386%
34 15.398 2258 2263 2268 rBV 757063 941594 18.17% 1.913%
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LSC Area Percent Report

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

Data File : BF111286.D

Aca On : 11 Dec 2018 19:36

Operator : JU/SJ

3?22'6 : J6157-04 COMPOSITE-2-DISSOLVED
ALS Vial : 5 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 15.451 2268 2272 2276 rVB 176049 199801 3.86% 0.406%
36 15.874 2340 2344 2349 rBV 151861 225203 4 _.35% 0.457%
37 15.927 2350 2353 2360 rVV3 57582 99548 1.92% 0.202%
38 16.368 2423 2428 2436 rBV3 123557 226288 4._.37% 0.460%
39 16.609 2464 2469 2478 rVB6 71136 154130 2.98% 0.313%
40 16.951 2521 2527 2532 rBV2 77521 148750 2.87% 0.302%

41 17.627 2637 2642 2650 rVB5 57618 134342 2.59% 0.273%

Sum of corrected areas: 49227502
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\

- BF111286.D

- 11 Dec 2018 19:36

- JU/SJ

- J6157-04

- 5 Sample Multiplier: 1

TIC Library :

C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

COMPOSITE-2-DISSOLVED

Abundance

5000000

4000000

3000000

2000000

1000000

A 3.79 4.03

TIC: BF111286.D

4.99

5.40

6.56
6.95

6.42 6.79

7.36

0
Time-->

3.00 3.50 4.00

|
4.50 5.00

5.50 6.

52 ol

00 6.50 7.

Abundance

5000000

4000000

3000000

2000000

1000000

8.08

9.83

9.55

.

TIC: BF111286.D

10.62

10.25

11.32

11.86

12.64

11.71 12562.73

12.90

0
Time-->

I
8.50 9.00 9.50 10.00 10.50

T
11.00 11.50

12.00 12.50

13.00

Abundance

5000000

4000000

3000000

2000000

1000000

0

13.96

15.40

TIC: BF111286.D

15883 16,37

16.61 16.95

17.63

1413, 44 1474 15.08 %45

Time-->

1
13.50

14.00 14.50 15.00 15.50 16.00 16.50 17.00

T T
17.50 18.00

18.50
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Library Search Compound Report

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

Data File : BF111286.D

Aca On : 11 Dec 2018 19:36

Operator : JU/SJ

ﬁ?ggle : J6157-04 COMPOSITE-2-DISSOLVED
ALS Vial : 5 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 6

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

2.83 5.39 ng 390186 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 78
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 38
3 1.3-Dioxane. 4-methvl- 102 C5H1002 001120-97-4 36
4 Furazan-3-ol. 4-amino- 101 C2H3N302 159013-90-8 9
5 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 9

Abundance Scan 126 (2.828 min): BF111286.D (-120) (-) m/z 43.00 100.00%
43.0
5000 101.1
[ so1 240 260 2.80 300 3.20
o) SSSEMESEBESEMEBEMMBMBAN | YEBRRSSIMOPT | SNBSS RANBSSI 3 ASSNS FSIS . m/z 101.10 39.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8174: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 B LA L L B
101.0 240 260 280 3.00 3.20
72.0 m/z 42.10 24 _42%
27.0 58.0
! PSR YR SN NN - NS P = I
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
240 260 2.80 3.00 3.20
5000 1010 m/z 41.05 19.84%
28.0 59.0
150 ‘ 70.0  84.0
0"W'A'P'mW”'WhM'Pjhi”'wﬁ”'vw”l”'W‘”'P'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4264: 1,3-Dioxane, 4-methyl- N B BSEREREEETEEE e e
43.0 2.40 2.60 2.80 3.00 3.20
55.0 101.0 m/z 72.10 13.88%
' 72.0
5000 31.0
87.0
15.0 “
0"w'“'w'“l“'w'“'w'“l“'w'“'w'“l“'w'“'w'“l“ USRS SR R S
m/z--> 10 50 60 70 80 90 100 110 120 240 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 : BF111286.D

Aca On : 11 Dec 2018 19:36

Operator : JU/SJ

ﬁ?ggle : J6157-04 COMPOSITE-2-DISSOLVED
ALS Vial : 5 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

4.99 4.38 ng 317497 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 45
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 494 (4.993 min): BF111286.D (-484) (-) m/z 43.00 100.00%
43.0
59.1
5000
| 31 830 1°|“ 460 480 500 520 540
L s MM NSNS m/z 59.10 52.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L UL UL R R
59.0 460 480 500 520 5.40
m/z 101.10 15.92%
o o | 830 093,0'%}"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59.0
460 480 500 520 540
5000 41.0 m/z 58.00 14 .55%
31.0
69.0 870
15.0 ‘J L 510 | 98.0
S L S I SIS UL I UL SULI S WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.79%
5000
101.0
o 180 30 || %80 69,0 86.0
miz--> 0 20 30 40 50 60 70 8 90 100 110 | 4.60 480 500 520 5.40
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Library Search Compound Report

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

Data File : BF111286.D

Aca On : 11 Dec 2018 19:36

Operator : JU/SJ

ﬁ?ggle : J6157-04 COMPOSITE-2-DISSOLVED
ALS Vial : 5 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 unknown6.56 Concentration Rank 1

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

6.56 56.43 ng 4086010 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 760 (6.557 min): BF111286.D (-757) (-) m/z 132.00 100.00%
132.0
5000 68.1
200 540 B e 2h0 6 6o ok T
0 : B E e m/z 68.10 45_13%
m/z--> 40 60 80 100 120 140 160 180
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
310 510 m/z 134.00 32.12%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 640 6.60 680
5000 67.0 m/z 66.10 29.52%
41.0 97.0
‘ ‘ 117.0
ob— -“i“- .‘L‘_*%l’.o,“.“l‘.‘.?ﬁl"?.‘.‘; o "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R L R
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.05 18.61%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| T AEREREEEREEE S
m/z--> 40 60 80 100 120 140 160 180 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 : BF111286.D

Aca On : 11 Dec 2018 19:36

Operator : JU/SJ

ﬁ?ggle : J6157-04 COMPOSITE-2-DISSOLVED
ALS Vial : 5 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 5 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.86 20.73 ng 2341640 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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1662 (11.863 min): BF111286.D (-1654) (-) m/z 43.05 100.00%
430 | 73.0
5000 129.1
] 213.2 A M.
157.1 1852 256.3 1160 1180 12.00 12.20
b el m/z 72.95 93.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0 L B B SULRL U
83.0 11. 60 11. 80 12. oo 12. 20
‘J‘“ 1570 1gso 2130 2560 | | M/Z 59.95  91.56%
4 A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
430 | 730
11|60 11. 80 12. oo 12'20
5000 129.0 m/z 57.10 80.40%
0150\‘ 1l ' : '
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R A e  EREEEREREs
43.0 |, 73.0 nmnmnmnm
m/z 41.05 75.61%
5000 129.0 J
150‘ ) . .
o.n,ﬂ.wﬂn .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

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

Data File : BF111286.D

Aca On : 11 Dec 2018 19:36

Operator : JU/SJ

ﬁ?ggle : J6157-04 COMPOSITE-2-DISSOLVED
ALS Vial : 5 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.64 13.86 ng 1379570 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 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 74
Abundance Scan 1794 (12.639 min): BF111286.D (-1790) (-) m/z 43.05 100.00%
43.0
73.0
5000
129.1
185.2 241.2
1 1 57.2, . 284.3 12.40 12.60 12.80 13.00
o L2072 | 282 | TP w/z 57.05  76.82%

m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid

5000
12.40 12.60 12.80 13.00

m/z 73.05 76 .48%

04
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43.0
T TR T
73.0 12.40 12.60 12.80 13.00
5000 284.0 m/z 60.00 75.46%
129.0
185.0213.0241.0
D S T P
m/z--> 50 0 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid R e AREREaREY
60.0 12.40 12.60 12.80 13.00
m/z 55.10 69.68%
5000 129.0
H970 157.01g5 02130  256.0
ol Hﬂmu.w,...t‘,.‘.‘..,“....,....,... SNV A SN
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\HPCHEMI1\BNA F\DATA\BF121118\

Data File : BF111286.D

Aca On : 11 Dec 2018 19:36

Operator : JU/SJ

ﬁ?ggle : J6157-04 COMPOSITE-2-DISSOLVED
ALS Vial : 5 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 Pentafluoropropionic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.81 11.24 ng 1119060 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
4 1-Docosene 308 C22H44 001599-67-3 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
Abundance Scan 1993 (13.810 min): BF111286.D (-1989) (-) m/z 43.05 100.00%
430 g3
5000
1 }2 12140 13,60 1380 14,00 1420
ol A L), 1672 2101 24822803 0 070757 700 97.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecy! ester
57.0
97.0
5000 AR SRR SRR SO

13.40 13.60 13.80 14.00 14.20
m/z 55.10 96.07%

39.0 17702100 2550

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55,0 97.0
LB LA EEE B
13.40 13.60 13.80 14.00 14.20
5000 m/z 83.05 78.52%
e e e e 7
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57.0 13.40 13.60 13.80 14.00 14.20
97.0 m/z 97.10 69.12%
5000
169.0
oL260] | | ‘ J [ 1380 |7 2190 2550 406.0
IIII|IIII|IIII|IIII|IIII|IIII|IIII|IIII|II _r'_'_'_'—r'_'_'_'—l_'_'_'_l—l_'_'_'_'—l_'_'_
m/z--> 50 100 150 200 250 300 350 400 13.40 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 : BF111286.D

Aca On : 11 Dec 2018 19:36

Operator : JU/SJ

ﬁ?ggle : J6157-04 COMPOSITE-2-DISSOLVED
ALS Vial : 5 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 Octacosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .44 3.16 ng 314498 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Hentriacontane 437 C31H64 000630-04-6 87
3 Hexatriacontane 507 C36H74 000630-06-8 86
4 Heneicosane 296 C21H44 000629-94-7 83
5 Tetracosane 338 C24H50 000646-31-1 83
Abundance Scan 2100 (14.439 min): BF111286.D (-2098) (-) m/z 57.10 100.00%
57.1
5000

14.20 14.40 14.60 14.80

2
141.1183.2 253.2

o bbb by 1832 2832 e M/Z 43.10 73.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
5000 LIRS

14.20 14.40 14,60 14.80
m/z 71.10 49.67%

141.0183.0225.0 281.0 337.0 394.0

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #223852: Hentriacontane
57.0
R RRREEEEEES
14.20 14.40 14.60 14.80
5000 m/z 85.05 39.78%
9.0
o | ; 141:0183.0 225, 0267 0309.0351.0 437.0
T L B e e o B e LN A S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane B ma s

14.20 14.40 14.60 14.80
m/z 55.05 32.62%

5000

141.0183.0225.0 281.0323.0 379.0421.0463.0 506.0
R ERREEEE s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.20 14.40 14. 60 14. 80

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



Library Search Compound Report

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

Data File : BF111286.D

Aca On : 11 Dec 2018 19:36

Operator : JU/SJ

ﬁ?ggle : J6157-04 COMPOSITE-2-DISSOLVED
ALS Vial : 5 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 Docosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.08 4.03 ng 189804 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 90
2 Docosane. 1l-butvl- 366 C26H54 013475-76-8 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octadecane 254 C18H38 000593-45-3 90
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 2209 (15.080 min): BF111286.D (-2205) (-) m/z 57.10 100.00%
57.1
5000 851
11811411 15, 1480 15.00 15.20 15.40
- | ,I hdl ot 1832 2211 26513003 m/z 43.10 69.49%
m/z--> 50 100 150 200 250 300 350
Abundance #153223: Docosane
57.0
5000 850 LI S SR UL B
14.80 15.00 15.20 15.40
1130 m/z 71.10 53.67%
L Ly Lo asa0m 02000670 3100
m/z--> 50 100 150 260 2%0 360 350
Abundance #194500: Docosane, 11-butyl-
57.0
1480 15.00 15.20 15.40
5000 85.0 m/z 85.10 38.49%
0 “J 1L Jﬂ%?9}4}01690 210023902670 8090338 0366.0
m/z--> 50 100 150 200 250 360 350
Abundance #141426: Heneicosane L B B
57.0 14.80 15.00 15.20 15.40
m/z 41.10 22 .70%
85.0
5000
29.0 113.0
oL iy JJ‘1‘14}0‘169.0197.0225.0253.o 296.0
m/z--> 50 100 150 200 250 300 350 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 : BF111286.D

Aca On : 11 Dec 2018 19:36

Operator : JU/SJ

ﬁ?ggle : J6157-04 COMPOSITE-2-DISSOLVED
ALS Vial : 5 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 11 Heptadecane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.87 4.78 ng 225203 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
2 Hexatriacontane 507 C36H74 000630-06-8 90
3 Tetratetracontane 619 C44H90 007098-22-8 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 2343 (15.868 min): BF111286.D (-2340) (-) m/z 57.10 100.00%
57.1
5000
J 91 1091 25 2101 5160 1580 1610 1620
SIS § I 0 I P el m/z 43.10 73.06%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 LR B UL IR B
15.60 15.80 16.00 16.20
m/z 71.10 53.54%
0 13.0 169.0 2390 294.0 352.0
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #235973: Hexatriacontane
57.0
15,60 15.80 16.00 16.20
5000 m/z 85.10 36.65%
o | } 1130 160.0 225.0 281.0 337.0 393.0 449.0 506.0
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane B
57.0 15.60 15.80 16.00 16.20
m/z 41.10 24 .25%
5000
130 169.0
O AT 7200 2250 281.0 337.0 393.0 449.0 505.0 562.0 617.0
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.60 15.80 16.00 16.20
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Library Search Compound Report

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

Data File : BF111286.D

Aca On : 11 Dec 2018 19:36

Operator : JU/SJ

ﬁ?ggle : J6157-04 COMPOSITE-2-DISSOLVED
ALS Vial : 5 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 10-Heneicosene (c,t) Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.93 2.11 ng 99548 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Heneicosene (c.t) 294 C21H42 095008-11-0 64
2 1-Docosene 308 C22H44 001599-67-3 64
3 Pentafluoropropionic acid. tetra... 360 C17H29F502 006222-06-6 58
4 11-Methvldodecanol 200 C13H280 085763-57-1 52
5 1-Tridecene 182 C13H26 002437-56-1 46
Abundance Scan 2353 (15.927 min): BF111286.D (-2350) (-) m/z 55.10 100.00%
548.1
97.1
5000
125.0 23,1 R N AN BRI B
o | 152.2 192.6 223. 2811 341.0 15.60 15.80 16.00 16.20 :
bl m/z 57.10 70.28%
m/z--> 50 100 150 200 250 300
Abundance #139793: 10-Heneicosene (c,t)
55.0
83.0
5000 L DA S BN SUL
29.0 111.0 15.60 15.80 16.00 16.20
m/z 43.10 69.73%
H3?01670 294.0
0! { I — — II —
m/z--> 50 100 150 200 250 300 '
Abundance #151538: 1-Docosene
55,0
97.0 15.60 15.80 16.00 16.20
5000 m/z 97.10 69.17%
29.0
125.0
0 L | 153.0181.0 308.0
m/z--> 50 100 150 200 250 300 '
Abundance #190374: Pentafluoropropionic acid, tetradecy! ester T T T T T
51.0 g3.0 15.60 15.80 16.00 16.20
m/z 83.10 65.27%
5000 111.0
280 ’ 168.0196.0
0 u“ﬂ“??., 0 emo om0
m/z--> 50 100 150 200 250 300 15.60 15.80 16.00 16.20
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Library Search Compound Report

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

Data File : BF111286.D

Aca On : 11 Dec 2018 19:36

Operator : JU/SJ

ﬁ?ggle : J6157-04 COMPOSITE-2-DISSOLVED
ALS Vial : 5 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 Tridecane, l-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.37 4.81 ng 226288 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 1-i1odo- 310 C13H271 035599-77-0 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Nonadecane 268 C19H40 000629-92-5 87
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 2428 (16.368 min): BF111286.D (-2423) (-) m/z 57.10 100.00%
57.1
5000
99. L o
155.2 1972 16.00 16.20 16.40 16.60
oL, .-.|,|~.-! i, ll Lol e i:5228:1 2670 3950 77743.10 0 63.69%
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo-
57.0
5000 U UL B BUML B

16. OO 16. 20 16 40 16.60
28.0 m/z 71.10 55.90%
99.0 183.0
A 8 8 AR~ M (1 E—
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
L e o
16.00 16.20 16.40 16.60
5000 m/z 85.05 45.72%
99.0
o 27,0 Ly 1410 183.0 2250  281.0  337.0 394.0
e L e e e e e BB A e e e B
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane R AERE RS L
57.0 16.00 16.20 16.40 16.60
m/z 41.10 20.52%
5000
99.0
0 27,0 ] Ly 1410 183.0 225.0 267.0 309.0338.0
T I s e B e e e e N B L e o
m/z--> 50 100 150 200 250 300 350 16. OO 16. 20 16 40 16.60
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Library Search Compound Report

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

Data File : BF111286.D

Aca On : 11 Dec 2018 19:36

Operator : JU/SJ

ﬁ?ggle : J6157-04 COMPOSITE-2-DISSOLVED
ALS Vial : 5 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 14 Eicosyl pentafluoropropionate Concentration Rank 11

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

16.61 3.27 ng 154130 Perylene-di12 15.40

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 50

2 Heneicosvl trifluoroacetate 408 C23H43F302 1000351-76-5 50

3 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 46

4 Tetracosvl heptafluorobutvrate 550 C28H49F702 1000351-83-7 46

5 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 43
Abundance Scan 2469 (16.609 min): BF111286.D (-2464) (-) m/z 43.10 100.00%

97.0

5000
192.0 5339 283.2 355.2 451.4 16.20 16.40 16.60 16.80 17.00
0 m/z 57.10 86 .55%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #225763: Eicosyl pentafluoropropionate
57.0
97.0
5000 LIS B L B L L L L L LB
16. 20 16. 40 16 60 16. 80 17. OO
m/z 97.00 59.88%
oL 4 Jl N ;820 224.0 280.0 3250 426.0
...,....,. P B e s A
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215028: Heneicosyl trifluoroacetate
57.0 97.0
s N ma e e
16.20 16.40 16.60 16.80 17.00
5000 m/z 83.10 54 _.86%

| } J h ‘ 1820 224.0 2940 3390 3900

oL h il e B st
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223732: Tricosyl trifluoroacetate A B o
57.0 16.20 16.40 16.60 16.80 17.00
m/z 111.10 46.43%
97.0
5000
ol L) |‘ ‘ J }3?? 181.0 222.0 264.0 322.0 367.0 4180
m/z--> 50 100 150 200 250 300 350 400 450 16. 20 16. 40 16 60 16. 80 17. OO
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Library Search Compound Report

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

Data File : BF111286.D

Aca On : 11 Dec 2018 19:36

Operator : JU/SJ

ﬁ?ggle : J6157-04 COMPOSITE-2-DISSOLVED
ALS Vial : 5 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 15 2-methyloctacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.95 3.16 ng 148750 Perylene-di12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 86
2 Heptacosane 380 C27H56 000593-49-7 86
3 Octadecane 254 C18H38 000593-45-3 80
4 Sulfurous acid. 2-propvl undecvl... 278 C14H3003S 1000309-12-2 64
5 Sulfurous acid, butyl tetradecyl... 334 C18H3803S 1000309-18-1 64
Abundance Scan 2527 (16.951 min): BF111286.D (-2521) (-) m/z 57.10 100.00%
57.1
5000
%80 16.60 16.80 17.00 17.20
1411 223.3 : : : :
ol ALl i are0 233230 2002 | R P RS ey,
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000 AR AR UM B
16.60 16.80 17.00 17.20
99.0 m/z 71.10 45_.84%
02m|]]ﬂd“m1%02mzmom% 365.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #202661: Heptacosane
57.0
16.60 16.80 17.00 17.20
5000 m/z 85.10 45_.33%
.0
OZH Jju|¥m1%02mzmom% 380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #105886: Octadecane R B .
57.0 16.60 16.80 17.00 17.20
m/z 55.05 25.83%
5000
99.0
oL 2100 | | 11 | | 1410 1830 22402540
m/z--> 50 100 150 2& 2% 300 350 ' 16,60 16,80 17.00 17.20
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Library Search Compound Report

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

Data File : BF111286.D

Aca On : 11 Dec 2018 19:36

Operator : JU/SJ

ﬁ?ggle : J6157-04 COMPOSITE-2-DISSOLVED
ALS Vial : 5 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 16 Tetracosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.63 2.85 ng 134342 Perylene-d12 15.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 50
2 Sulfurous acid. butvl pentadecvl... 348 C19H4003S 1000309-18-2 50
3 Sulfurous acid. decvl 2-propvl e... 264 C13H2803S 1000309-12-1 50
4 Octane. 3.4.5.6-tetramethvl- 170 C12H26 062185-21-1 50
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 50
Abundance Scan 2643 (17.633 min): BF111286.D (-2637) (-) m/z 57.05 100.00%
57.0
5000 85.1
207.0 L e IRBLR AL i
237.1 265.1 17.40 17.60 17.80 18.00
(o} m/z 43.05 64 .09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #175558: Tetracosane
57.0
85.0
5000 LRI B IR BRI UL
ﬂ%ﬂ%ﬂ%mm
113 m/z 71.10 50.54%
ol300] ||l | |.| | 14} -0160.0 197.0 225.0 253.0 281.0 309.0 338.0
miz--> 20 45 60 85 160 120 140 160 180 200 220 240 260 280 300 320 350
Abundance #182578: Sulfurous acid, butyl pentadecy! ester
57.0
' 17.40 17.60 17.80 18.00
5000 m/z 85.10 42 .05%
85.0
L0 \ il l [oae10 18202110 2630
m/z--> ﬁo 45 60 85 100 120 140 160 180 200 220 240 260 280 300 320 350
Abundance #113723: Sulfurous acid, decy! 2-propy! ester e RARREEE RS
43.0 17.40 17.60 17.80 18.00
m/z 41.00 24 .81%
5000 85.0

m} ‘ J| | 111.0 1410 4750 2050

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.40 17. 60 17. 80 18. 00

o
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF111286.D

Acq On : 11 Dec 2018 19:36

Operator : JU/SJ

3?22'6 - J6157-04 COMPOSITE-2-DISSOLVED
ALS Vial : 5 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,... 2.83 5.4 ng 390186 1 6.80 1448290 20.0
2-Pentanone, 4-hy... 4_.99 4.4 ng 317497 1 6.80 1448290 20.0
unknown6 .56 6.56 56.4 ng 4086010 1 6.80 1448290 20.0
n-Hexadecanoic acid 11.86 20.7 ng 2341640 4 11.32 2259630 20.0
Octadecanoic acid 12.64 13.9 ng 1379570 5 13.96 1991130 20.0
Pentafluoropropio... 13.81 11.2 ng 1119060 5 13.96 1991130 20.0
Octacosane 14.44 3.2 ng 314498 5 13.96 1991130 20.0
Docosane 15.08 4.0 ng 189804 6 15.40 941594 20.0
Heptadecane, 9-oc... 15.87 4.8 ng 225203 6 15.40 941594 20.0
10-Heneicosene (c,t) 15.93 2.1 ng 99548 6 15.40 941594 20.0
Tridecane, 1l-iodo- 16.37 4.8 ng 226288 6 15.40 941594 20.0
Eicosyl pentafluo... 16.61 3.3 ng 154130 6 15.40 941594 20.0
2-methyloctacosane 16.95 3.2 ng 148750 6 15.40 941594 20.0
Tetracosane 17.63 2.9 ng 134342 6 15.40 941594 20.0
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