LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121118\
Data File : BF111294.D
Aca On : 11 Dec 2018 23:44 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 13 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 2.828 119 126 136 rvVB 286627 457100 6.54% 0.804%
2 3.440 223 230 239 rBV 254110 429845 6.15% 0.756%
3 4.040 324 332 336 rBV2 82378 110772 1.58% 0.195%
4 4.369 382 388 392 rBVY 4592951 5700826 81.56% 10.022%
5 4.675 436 440 445 rvVB 119007 126844 1.81% 0.223%
6 4.987 486 493 501 rvB2 243358 288536 4.13% 0.507%
7 5.404 560 564 572 rBVY 2321978 2090214 29.90% 3.675%
8 5.916 648 651 655 rVB 100176 91948 1.32% 0.162%
9 6.422 733 737 748 rBV2 1610739 2454991 35.12% 4.316%
10 6.563 757 761 764 rBVY 4709155 3822565 54.69% 6.720%

11 6.792 797 800 804 rBV 2220591 1910348 27.33% 3.358%
12 6.951 823 827 831 rBV 4913648 4339670 62.09% 7.629%
13 7.357 888 896 899 rBV 3655068 3801289 54.38% 6.683%
14 7.504 915 921 926 rBV 177919 200565 2.87% 0.353%
15 8.075 1014 1018 1022 rBV 2511540 2166737 31.00% 3.809%

16 9.157 1197 1202 1205 rBV 7836140 6989880 100.00% 12.288%
17 9.433 1246 1249 1255 rBV 158424 169511 2.43% 0.298%
18 9.545 1264 1268 1271 rBV 1569907 1156084 16.54% 2.032%
19 9.580 1271 1274 1277 rVB 224591 181659 2.60% 0.319%
20 9.704 1292 1295 1298 rBV 81461 80082 1.15% 0.141%

21 9.739 1298 1301 1305 rBV 102785 132002 1.89% 0.232%
22 9.833 1313 1317 1321 rVB 2520931 2328008 33.31% 4._.093%
23 10.110 1361 1364 1372 rVB3 107384 123330 1.76% 0.217%
24 10.216 1379 1382 1384 rBV2 74412 76411 1.09% 0.134%
25 10.251 1384 1388 1390 rBV 557816 486840 6.96% 0.856%

26 10.616 1446 1450 1453 rBV 3754832 3334064 47.70% 5.861%
27 11.316 1565 1569 1572 rBV 2695089 2300337 32.91% 4.044%
28 11.851 1656 1660 1670 rBV 1453995 1365830 19.54% 2.401%
29 12.633 1790 1793 1804 rBV 721286 669783 9.58% 1.178%
30 12.904 1834 1839 1842 rBV 6078670 5520522 78.98% 9.705%

31 13.810 1987 1993 1999 rBV2 154820 264294 3.78% 0.465%
32 13.951 2013 2017 2021 rBV 2381021 2123812 30.38% 3.734%
33 14.062 2034 2036 2039 rVB 89267 79307 1.13% 0.139%
34 14.127 2039 2047 2052 rBV3 69419 127742 1.83% 0.225%
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LSC Area Percent Report

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

Data File : BF111294.D

Aca On : 11 Dec 2018 23:44

Operator : JU/SJ

3?22'6 : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 13 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 14.433 2097 2099 2102 rVB 91304 77455 1.11% 0.136%

36 14.739 2147 2151 2156 rVB2 149643 173352 2.48% 0.305%
37 15.068 2203 2207 2210 rBV 157883 154169 2.21% 0.271%
38 15.386 2256 2261 2266 rBV2 478345 665578 9.52% 1.170%
39 15.439 2266 2270 2275 rVB 131603 197270 2.82% 0.347%
40 15.862 2338 2342 2346 rBV3 76429 111951 1.60% 0.197%

Sum of corrected areas: 56881523
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LSC Report - Integrated Chromatogram

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

Data File : BF111294.D

Aca On : 11 Dec 2018 23:44

Operator : JU/SJ

ﬁ?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 13 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: BF111294.D

7000000

6000000

6.95
5000000 4.37 6.56

4000000 736
3000000

5.40 6.79
2000000 6.42

1000000 f\
2.83 3.44 t 4.99 7.50
o A ¢ 4.04 467 4 5.92 L |

N
LIRS B s By N B B B BN S S R s Bt S N S S B B B R B B N N B N B R S S L B NN S E S S BN B S S NN I

T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF111294.D

7000000

12.90
6000000

5000000
4000000 10.62

3000000 8.07 9.83 11.32

2000000
9.55 11.85

1000000 10.25 12.63

5
9.43;5807 f%@ﬁz

ot e
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BF111294.D

7000000
6000000
5000000
4000000
3000000 13.95

2000000

1000000

15.39
13.81140q3 14.43 14.74 15.07 44 15.86
—_— A A

R e e e e e e e

R I
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 : BF111294.D

Aca On : 11 Dec 2018 23:44

Operator : JU/SJ

ﬁ?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 13 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 8

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

2.83 4.79 ng 457100 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2.2.4-trimethvl- 116 C6H1202 001193-11-9 83
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 64
3 1.3-Dioxane. 4-methvl- 102 C5H1002 001120-97-4 36
4 Formamide. N.N-diethyl- 101 C5H11NO 000617-84-5 9
5 Isopropyl isothiocyanate 101 C4H7NS 002253-73-8 9

Abundance Scan 126 (2.828 min): BF111294.D (-119) (-) m/z 43.00 100.00%
43.0
5000 101.1
[ 58.1 72|-1 660 240 260 280 3.00 3.20
o) SESEMESEBESEIMEMBEMMBMBIN | FMBSSSIMOUY'AMBMSASSS MBS+ HSISINNE SIS m/z 101.10 41.52%
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 IRESE N RSN S
101.0 240 2|60 280 300 3'20
72.0 m/z 42.10 22.80%
27.0 58.0
U R RN AN RS AR RERRS ""I'qq PI"" |""|%%§ 9|"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4035: 2,3-Butanedione, monooxime
43.0
240 260 280 3.00 3.20
5000 m/z 41.05 17.96%
101.0
15.0 58.0
ol % 0 om0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #4264: 1,3-Dioxane, 4-methyl- e RRERE RS s
43.0 2.40 2.60 2.80 3.00 3.20
55.0 101.0 m/z 72.10 14.00%
: 72.0
5000 310
87.0
15.0 “
0"w'“'w'“l“'w'“'w'“l“'w'“'w'“l“'w'“'w'“l“ USRS S R S
m/z--> 10 50 60 70 80 90 100 110 120 2.40 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 : BF111294.D

Aca On : 11 Dec 2018 23:44

Operator : JU/SJ

ﬁ?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 13 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 4-Penten-2-one, 4-methyl- Concentration Rank 10

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

3.44 4_.50 ng 429845 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 80
2 5-Hexen-2-one 98 C6H100 000109-49-9 38
3 4-Penten-2-one. 3-methvl- 98 C6H100 000758-87-2 25
4 4-Hexen-2-one 98 C6H100 025659-22-7 9
5 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 9

Abundance Scan 230 (3.440 min): BF111294.D (-223) (-) m/z 43.00 100.00%
43.0
5000
5.1 83.1 320 340 360 3.80
Ob e il 899 L BL "m/z 83.10  10.30%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3224: 4-Penten-2-one, 4-methyl-
43.0
5000 RS RSN R LS

3.20 3.40 3.60 3.80
m/z 38.95 7.94%

o 2.0 55.0 630 74.0 83;'0 98.0
LI o o o o B N L e I e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3160: 5-Hexen-2-one
43.0
3.20 3.40 3.60 3.80
5000 m/z 55.10 6.12%
55.0
150 270 | 710 830 980
O e T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3222: 4-Penten-2-one, 3-methyl-
43.0 3.20 3.40 3.60 3.80
m/z 41.10 4_.97%
5000
27.0 55.0 98.0
\ L | 67.0 83.0
O o B L o e L o L BA i o o o o e T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100 3.20 3.40 3.60 3.80
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Library Search Compound Report

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

Data File : BF111294.D

Aca On : 11 Dec 2018 23:44

Operator : JU/SJ

ﬁ?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 13 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 3-Hexen-2-one Concentration Rank 1

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

4_37 59.68 ng 5700830 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
3 2-Pentene. 3.4-dimethvl-. (B)- 98 C7H14 004914-92-5 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 388 (4.369 min): BF111294.D (-382) (-) m/z 55.05 100.00%
5.0 3.
5000 43.0
98.1
400 4.20 4.40 4.60 4.80
o...“...“...“..LH.H;J.M,.?127§9,.L.,.”.,.”., m/z 83.10 93.82%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3157: 3-Hexen-2-one
56.0 83.0
43.0
5000 AR R RN LR
29.0 4.00 4.20 4.40 4.60 4.80
9.0 m/z 43.05 43.65%
0 ! AN TR 69.0
LI FUELE SRR FULELEL LU UL SURBLEL SURLELEN S SR S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
400 420 440 4.60 4.80
5000 43.0 m/z 98.10 33.27%
20.0 98.0
0 \‘\ \‘\\\ M‘ | 67'0 75'0 | L
LIS FURELE SRR FULALEL UL UL SURELEL SURLELEN I S S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- e
55.0 83.0 400 4.20 4.40 4.60 4.80
m/z 39.05 29.86%
41.0
5000 270 98.0
15.0 ‘ 69.0
0'"|“h'|”*J|“"i“"Whl'w'ﬂﬁb"'ﬁl"w"“w"'l AR R R LR
m/z--> 10 20 30 40 50 60 70 8 90 100 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

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

Data File : BF111294.D

Aca On : 11 Dec 2018 23:44

Operator : JU/SJ

ﬁ?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 13 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12

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

4.99 3.02 ng 288536 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 494 (4.992 min): BF111294.D (-486) (-) m/z 43.00 100.00%
43.0
59.1
5000
1o 460 480 500 5 5§'éhb'
83.2 : : : :
o....,....,'...:|,....,....,|....,....,....,....,....,297.9. m/z 59.10 58.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LR LN LR R R
59.0 460 480 500 520 5.40
0
150 1010 m/z 101.10 18.30%
0 Wl 830 |
AL S IR SURLLEL SURLIL DAL DL BN L L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8346: 2-Hexanol, 2-methyl-
59.0
460 480 500 520 540
5000 m/z 58.00 15.77%
101.0
41.0
0.E??.WHJU.ﬂ\...ﬁ%?.w...w...w...w...w...w..”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4035: 2,3-Butanedione, monooxime
43.0 460 4.80 5.00 5.20 5.40
m/z 41.10 8.82%
5000
101.0
150
0 l \‘\ 6p0 84.0 .
m/z--> 2'0 4I 60 80 100 120 140 160 180 200 460 480 500 520 5.40
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Library Search Compound Report

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

Data File : BF111294.D

Aca On : 11 Dec 2018 23:44

Operator : JU/SJ

ﬁ?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 13 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 unknown6.56 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.56 40.02 ng 3822570 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Amphetaminil 250 C17H18N2 017590-01-1 12
3 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 9
Abundance Scan 761 (6.563 min): BF111294.D (-757) (-) m/z 132.00 100.00%
13%.0
5000 68.1
%1 w0 | i% om0 ok ohy
0 I e O m/z 68.10 40.93%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
13%.0
69.0
104.0
5000 SRR A SR

620 6.40 6.60 6.80
m/z 134.00 32.99%

31.0 510
o | [h_| || |..| )
ettt
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil
132.0
s AEE
6.20 6.40 6.60 6.80
5000 m/z 66.05 26.12%
105.0
510 770 159.0 178.0  206.0222.0
e T e e e T e o e T
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R B e
132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.21%
5000 67.0
41.0 97.0
m/z--> 40 60 80 100 120 140 160 180 200 220 6.20 6.40 660 6.80
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Library Search Compound Report

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

Data File : BF111294.D

Aca On : 11 Dec 2018 23:44

Operator : JU/SJ

ﬁ?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 13 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.85 11.88 ng 1365830 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 96
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Undecanoic acid 186 C11H2202 000112-37-8 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 1660 (11.851 min): BF111294.D (-1656) (-) m/z 43.10 100.00%
431 73.0
5000
129.1
97.1 2132 TTTT TTTT LI LELELELE BLEL
19 171.2 o1 : 256.2 11.60 11.80 12.00 12.20
bl 4l ' : m/z 73.00 88.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 e T
11.60 11.80 12.00 12.20

83.0 0
157.0 1g50 2130 256.0 m/z 60.00 83.66%
0 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
T T T
43.0 11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 79.36%
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 73.0 11.60 11.80 12.00 12.20
m/z 41.10 74 .31%
5000 129.0
diso | |
I R RARRERR S EEEERARRE
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 : BF111294.D

Aca On : 11 Dec 2018 23:44

Operator : JU/SJ

ﬁ?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 13 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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.63 5.82 ng 669783 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 1792 (12.627 min): BF111294.D (-1790) (-) m/z 43.10 100.00%

28

730
5000
129.1
97.0 185.1 AR U BN B
1571 T 13 2413 284.2 12.40 12.60 12.80 13.00
0< m/z 57.05 83.64%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0
129.0
5000 2840 L L L LR B TTT
] . 12. 40 12. 60 12. 80 13. 00
' m/z 73.00 77.09%
0 : :
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 74 .19%
J‘u | 157.0 1g50 213.0 256.0
04
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95855: Pentadecanoic acid T TR
73.0 12.40 12.60 12.80 13.00
m/z 41.05 70.33%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : BF111294.D

Aca On : 11 Dec 2018 23:44

Operator : JU/SJ

ﬁ?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 13 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 Cyclopentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.81 2.49 ng 264294 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 98
2 Dichloroacetic acid. heptadecvl ... 366 C19H36C1202 1000282-98-2 94
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 90
4 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 87
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
Abundance Scan 1993 (13.810 min): BF111294.D (-1987) (-) m/z 57.10 100.00%
57.1
83.1
5000

13.40 13.60 13.80 14.00 14.20

181.1 221.2248.1 283.2

0 m/z 43.05 89.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #69584: Cyclopentadecane
55.0
5000 AR B BN SURBLLE B
13.40 13.60 13.80 14.00 14.20
29.0 m/z 55.05 78.19%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #194133: Dichloroacetic acid, heptadecy! ester

57.

13.40 13.60 13.80 14.00 14.20
m/z 83.10 61.76%

5000

29.0

o 139.0 168.0  210.0 238.0 2660 295.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #185169: Heptadecy! trifluoroacetate L B e
57.0 13.40 13.60 13.80 14.00 14.20
m/z 69.05 54 _.12%

5000

29.0

283.0

154.0 182.0 210.0 238.0 334.0
I o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00 14.20

8270-BF120818.M Wed Dec 12 10:49:29 2018 Page: 11



Library Search Compound Report

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

Data File : BF111294.D

Aca On : 11 Dec 2018 23:44

Operator : JU/SJ

ﬁ?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 13 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 Hexadecane, 5-butyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.07 4.63 ng 154169 Perylene-di12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 5-butvl- 282 C20H42 006912-07-8 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 86
5 Triacontane 422 C30H62 000638-68-6 83
Abundance Scan 2207 (15.068 min): BF111294.D (-2203) (-) m/z 57.05 100.00%
57.0
5000
| lggl ' 1_141 1 179,1208.0 249.0281.0 355.2 1480 15,00 16.20 1540 _
ol il L A oSN, - LS. m/z 43.10 58.81%
m/z--> 50 100 150 200 250 300 350
Abundance #129495: Hexadecane, 5-butyl-
43.0
5000 85.0 LI BN UL UL UL
14,80 15.00 15.20 15.40
126.0 995 0 m/z 71.10 57.98%
oL b hid | 155.0 196.0 | 254.0283.0
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57.0
14,80 15.00 15,20 15.40
5000 m/z 85.10 45.03%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane AR EaEE s EE
57.0 14.80 15.00 15.20 15.40
m/z 41.10 22.26%
5000
99.0
ﬁWH|idimm1%02M2N0%%m0
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 : BF111294.D

Aca On : 11 Dec 2018 23:44

Operator : JU/SJ

ﬁ?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 13 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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.44 5.93 ng 197270 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Tetracosane 338 C24H50 000646-31-1 80
5 Hentriacontane 437 C31H64 000630-04-6 80
Abundance Scan 2270 (15.439 min): BF111294.D (-2266) (-) m/z 57.10 100.00%
57.1
5000
| L1550, smasms 0o o 15130 o0 560 1580
O bbb il g m/z 43.05 69.26%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57.0
5000 LRI UL ISR BRI B
mmmmmmmm
m/z 71.10 60.16%
. 27}0|‘ | 9? © 1410 1830 2250 2820
m/z--> 55 100 1%0 200 250 360 3éo
Abundance #209566: Octacosane
57.0
" 15.20 15.40 15.60 15.80
5000 m/z 85.05 46.68%
99.0
o 27,0 ] Ly 1410 183.0 2250  281.0  337.0 394.0
m/z--> 50 160 150 200 250 360 3éo
Abundance #185535: Heptadecane, 9-octyl- R e RS R AR R
57.0 15.20 15.40 15.60 15.80
m/z 41.10 24 .27%
5000
l l -0 239.0
ol by 1410 1830 268.0 308.0 352.0
m/z--> 55 160 1%0 260 250 300 3éo ' 1550 1540 1560 1580
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Library Search Compound Report

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

Data File : BF111294.D

Aca On : 11 Dec 2018 23:44

Operator : JU/SJ

ﬁ?ggle : J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 13 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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.86 3.36 ng 111951 Perylene-d12 15.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 86
2 Heneicosane 296 C21H44 000629-94-7 80
3 Tetradecane 198 C14H30 000629-59-4 74
4 Hentriacontane 437 C31H64 000630-04-6 72
5 Pentacosane 352 C25H52 000629-99-2 72
Abundance Scan 2342 (15.862 min): BF111294.D (-2338) (-) m/z 57.05 100.00%
57.0
5000
%00 ' 15.60 15.80 16.00 16.20
141.2 208.0 281.1 . . . .
o....',I 1| Mo o L PATSZORL 8564 m/z 43.05 57.87%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 LI UL BB SULBLLN UL
15. 60 15. 80 16. oo 16. 20
99.0 m/z 71.10 56.86%
oL 2o L) 1| | }41 -0 1830 2250 2810 337.0 3940
m/z--> 50 100 150 260 250 360 3éo '
Abundance #141426: Heneicosane
57.0
' 15.60 15.80 16.00 16.20
5000 m/z 85.10 48.43%
99.0
Ozmﬂ‘djlmmjmonmzmw%o
m/z--> 55 100 1%0 260 2éo 360 3éo '
Abundance #59881: Tetradecane B RRREE B e
57.0 15.60 15.80 16.00 16.20
m/z 55.05 17.69%
5000
0 ’O J\ J igalon 1410 1980
m/z--> m 1m 1% 2m 250 3m 3% ' mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

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

Data File : BF111294.D

Acq On : 11 Dec 2018 23:44

Operator : JU/SJ

3?22'6 - J6157-12 COMPOSITE-6-DISSOLVED
ALS Vial : 13 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 4.8 ng 457100 1 6.79 1910350 20.0
4-Penten-2-one, 4. .. 3.44 4.5 ng 429845 1 6.79 1910350 20.0
3-Hexen-2-one 4.37 59.7 ng 5700830 1 6.79 1910350 20.0
2-Pentanone, 4-hy... 4 .99 3.0 ng 288536 1 6.79 1910350 20.0
unknown6 .56 6.56 40.0 ng 3822570 1 6.79 1910350 20.0
n-Hexadecanoic acid 11.85 11.9 ng 1365830 4 11.32 2300340 20.0
Octadecanoic acid 12.63 5.8 ng 669783 4 11.32 2300340 20.0
Cyclopentadecane 13.81 2.5 ng 264294 5 13.95 2123810 20.0
Hexadecane, 5-butyl- 15.07 4.6 ng 154169 6 15.39 665578 20.0
Eicosane 15.44 5.9 ng 197270 6 15.39 665578 20.0
Octacosane 15.86 3.4 ng 111951 6 15.39 665578 20.0
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