LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103654.D

Aca On : 14 Mar 2018 21:19

Operator : SJ/JU

Sample : J1911-09

Misc :

ALS Vial : 19 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-BF022218.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 5.092 507 511 525 rBV 64505 129845 4.25% 0.465%
2 5.487 575 578 612 rBY 1067489 2721771 89.15% 9.750%
3 6.498 747 750 769 rBVY 1319580 2738623 89.70% 9.810%
4 6.628 769 772 799 rVB 2090044 3053016 100.00% 10.936%
5 6.857 808 811 833 rVB 481158 843737 27.64% 3.022%
6 7.010 833 837 863 rBY 1579850 2064192 67.61% 7.394%
7 7.428 905 908 931 rBV 896188 1871041 61.29% 6.702%
8 8.139 1026 1029 1047 rBV 651070 1089829 35.70% 3.904%
9 9.075 1185 1188 1197 rVB 97652 96489 3.16% 0.346%
10 9.186 1204 1207 1208 rBV 101162 79256 2.60% 0.284%
11 9.210 1208 1211 1227 rVV 2170795 2600008 85.16% 9.314%
12 9.316 1227 1229 1234 rVB3 39701 45154 1.48% 0.162%
13 9.422 1242 1247 1253 rBV5 16649 42767 1.40% 0.153%
14 9.627 1279 1282 1285 rVB2 45535 34430 1.13% 0.123%
15 9.804 1309 1312 1315 rVB 35003 31640 1.04% 0.113%
16 9.898 1324 1328 1344 rVB 927171 1090349 35.71% 3.906%
17 10.280 1389 1393 1395 rBvV 39598 32099 1.05% 0.115%
18 10.304 1395 1397 1401 rVB 47753 39668 1.30% 0.142%

19 10.510 1429 1432 1437 rBV 181641 162569 5.32% 0.582%
20 10.698 1460 1464 1476 rBV 923358 1438948 47.13% 5.155%

21 10.780 1476 1478 1484 rVB3 36209 56453 1.85% 0.202%
22 11.398 1579 1583 1595 rBV 679945 1028995 33.70% 3.686%
23 11.539 1603 1607 1611 rVB 144619 127310 4_.17% 0.456%
24 11.598 1613 1617 1624 rVB3 24028 32965 1.08% 0.118%
25 11.904 1666 1669 1672 rBV 230256 243009 7.96% 0.870%

26 11.933 1672 1674 1680 rVB 548916 508467 16.65% 1.821%

27 12.016 1685 1688 1693 rVV7 24532 41094 1.35% 0.147%
28 12.451 1759 1762 1767 rVB 63379 53320 1.75% 0.191%
29 12.551 1774 1779 1785 rBV7 18225 45351 1.49% 0.162%

30 12.621 1787 1791 1798 rBV 201151 258560 8.47% 0.926%

31 12.827 1823 1826 1827 rBV 128589 111744 3.66% 0.400%
32 12.851 1827 1830 1837 rVB 234988 270105 8.85% 0.968%
33 12.974 1847 1851 1863 rBV 1615572 1766617 57.86% 6.328%
34 13.180 1879 1886 1890 rBV 170471 186816 6.12% 0.669%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103654.D

Aca On : 14 Mar 2018 21:19

Operator : SJ/JU

Sample : J1911-09

Misc :

ALS Vial : 19 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-BF022218_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.298 1902 1906 1914 rVB7 23020 47083 1.54% 0.169%
36 13.527 1941 1945 1951 rBV 119712 118853 3.89% 0.426%
37 13.827 1991 1996 1997 rBV3 28257 35298 1.16% 0.126%
38 13.851 1997 2000 2009 rVVv2 465102 582719 19.09% 2.087%
39 13.992 2021 2024 2027 rVB 62081 53880 1.76% 0.193%

40 14.057 2030 2035 2038 rBV2 603586 817733 26.78% 2.929%

41 14.168 2051 2054 2058 rBV3 56295 61670 2.02% 0.221%
42 14.492 2105 2109 2115 rBV3 110780 191181 6.26% 0.685%
43 15.127 2213 2217 2220 rBVY 159613 235741 7.72% 0.844%
44 15.445 2267 2271 2275 rVB 64417 98229 3.22% 0.352%
45 15.509 2278 2282 2287 rBVY 94543 155958 5.11% 0.559%

46 15.568 2287 2292 2296 rBV 350402 550778 18.04% 1.973%
47 16.251 2405 2408 2412 rBV5 18079 30710 1.01% 0.110%

Sum of corrected areas: 27916070
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103654.D

Aca On : 14 Mar 2018 21:19

Operator : SJ/JU

Sample : J1911-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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: BF103654.D

2000000

7.01

1500000
6.50

5.49
1000000 743

500000 6.86

5.09
ol

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: BF103654.D

2000000

12.97

1500000

1000000 9.90 10.70

8.14 11.40

500000

10.51
9.09,
342 9.639.8 mao | [0.78

o S =S (W NG W S w0

Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF103654.D

2000000

1500000

1000000

14.06

500000

16.25

N

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103654.D

Aca On : 14 Mar 2018 21:19

Operator : SJ/JU

Sample : J1911-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

5.09 3.08 ng 129845 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 40
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 38
4 3-Octanol 130 C8H180 000589-98-0 33
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 32

Abundance Scan 511 (5.092 min): BF103654.D (-507) (-) m/z 43.00 100.00%
43
59
5000
1o 480 5.00 520 540
83 : : : :
Ol Ll 8 | 77 59.00 60.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 5.00 520 540
m/z 101.00 17.41%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
B RS RS LR AR
480 5.00 520 5.40
5000 m/z 58.00 13.34%
a1 101
o 15 31 53 69 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4489: Propane, 1-ethoxy-2-methyl- L B i e e RS A
59 480 5.00 520 5.40
m/z 41.00 8.51%
5000
a4
73 102
0 "'I'}é'I""I""I""I??"I""I""I"??I'"'I""I' U L N L IR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103654.D

Aca On : 14 Mar 2018 21:19

Operator : SJ/JU

Sample : J1911-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.63 Concentration Rank 1

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

6.63 72.37 ng 3053020 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 772 (6.628 min): BF103654.D (-769) (-) m/z 132.00 100.00%
132
5000 68 [k\
© s || g Fron g 620 640 650 B> 760
0..,....,....,...!I'!..:,!!..,.!.'.,..':'.,....,....,.'!..,....,....,'...,.. m/z 68.00 42.63%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

6.20 6.40 6.60 6.80 7.00

78 m/z 134.00 32.07%
31
38
0 1 H I 1
R R S R o O o RN RRRRA R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
RRE RS S s e
6.20 6.40 6.60 6.80 7.00
5000 m/z 65.95 28.94%
33 a4 o 97 105
78
o 51 60 86 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 16.50%

5000
104
51 66 77
14 27 37 44> 58 | ' 8997 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 660 680 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103654.D

Aca On : 14 Mar 2018 21:19

Operator : SJ/JU

Sample : J1911-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Tributyl phosphate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.51 2.98 ng 162569 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tributvl phosphate 266 C12H2704P 000126-73-8 83
2 Phosphoric acid. dibutvl 1.1-dim... 352 C13H25F404P 1000298-93-9 72
3 (.+/-.)-Dethiobiotin 214 C10H18N203 000636-20-4 42
4 Bis(2-ethvlhexvlhvdroaen phosphate 322 C16H3504P 000298-07-7 36
5 Phosphoric acid, tris(2-ethylhex... 434 C24H5104P 000078-42-2 33
Abundance Scan 1432 (10.510 min): BF103654.D (-1429) (-) m/z 98.90 100.00%
do
5000
41 155 RN FUNN N B
125 211 10.20 10.40 10.60 10.80
oA g8 & | i | s . Wiz 40.95 14.57%
m/z--> 50 100 150 200 250 300 350
Abundance #115152: Tributyl phosphate

[ WLM

5000 e
10.20 10.40 10.60 10.80

57 155 m/z 57.00 14 .52%

N

7
m/z--> 50 100 150 200 250 300 350
Abundance

99

10.20 10.40 10.60 10.80

5000 m/z 155.00 13.49%
41 155
o 65 g 125 225 251 297 337
S T e e
m/z--> 50 100 150 200 250 300 350
Abundance #72247: (.+/-.)-Dethiobiotin R e e ARmman
99 10.20 10.40 10.60 10.80

m/z 124_.90 7.03%

5000

5
180197214

oo s L e L AN . SR

| T T T
m/z--> 50 100 150 200 250 300 350 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103654.D

Aca On : 14 Mar 2018 21:19

Operator : SJ/JU

Sample : J1911-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Phthalic acid, isobutyl oct... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

11.54 2.47 ng 127310 Phenanthrene-d10 11.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic acid. isobutvl octvl ester 334 C20H3004 1000309-04-5 83
2 Phthalic acid. hex-2-vn-4-vIl iso... 302 C18H2204 1000315-19-9 83
3 Phthalic acid. isobutvl pent-4-e... 290 C17H2204 1000360-46-0 83
4 Phthalic acid. isobutvl nonvl ester 348 C21H3204 1000309-04-4 83
5 Phthalic acid, cyclohexyl isohex... 304 C18H2404 1000315-34-0 83
Abundance Scan 1607 (11.539 min): BF103654.D (-1603) (-) m/z 149.00 100.00%

149
5000
57 LN B SRR
41 11.20 11.40 11.60 11.80

76 104 151,35 | 167 1g9 205 223

Ottt b e e e S e || M7z 57.00  22.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #172461: Phthalic acid, isobutyl octyl ester
149
5000 LA L L L L B |
11.20 11.40 11.60 11.80
m/z 41.00 11.16%
oL 27 AL ST 76 91104 151 | 167 205 223 261 279
R A a s AR R ARES RERE EEAE S R e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149
TR T T
11.20 11.40 11.60 11.80
5000 m/z 149.90 9.04%
57 81
ol 4 104 137 | 167 187 205 228 274
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #136186: Phthalic acid, isobutyl pent-4-enyl ester R e RN
149 11.20 11.40 11.60 11.80
m/z 103.90 7.38%
5000
68
4l 205
ol 27| 54 | g7 104121 . 167 218 235 A
,“.W.H.P.”,“...”.P”.P.“ R e e RS e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.20 11.40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103654.D

Aca On : 14 Mar 2018 21:19

Operator : SJ/JU

Sample : J1911-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.18 4_.57 ng 186816 Chrysene-di12 14 .06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 83
2 Heneicosane 296 C21H44 000629-94-7 81
3 Hexacosane 366 C26H54 000630-01-3 80
4 Heptacosane 380 C27H56 000593-49-7 80
5 Octacosane 394 C28H58 000630-02-4 76
Abundance Scan 1886 (13.180 min): BF103654.D (-1879) (-) m/z 57.00 100.00%
57
5000 85
| 13 216 12:80 13.00 13.20 1340
141 - : : :
ol b M e m/z 43.00 60.26%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57
5000 85 LN AR SN R
12.80 13.00 13.20 13.40
29 m/z 71.00 56.98%
113
ol “ h |l |~ 141 169 197 225 253 281 309 338
m/z--> 55 160 1éo 260 250 300 3éo
Abundance
57
12:80 13.00 13.20 1340
5000 85 m/z 85.00 41.29%
29
. 113 141 169 197 225 253 296
m/z--> 55 160 1éo 260 2éo 360 3%0
Abundance #194494: Hexacosane BRI BLELELEL BN B ]
57 12.80 13.00 13.20 13.40
m/z 41.00 24 .36%
5000 85
113
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3éo 12.I8O 13.'00 13.'20 13.'40 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103654.D

Aca On : 14 Mar 2018 21:19

Operator : SJ/JU

Sample : J1911-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.53 2.91 ng 118853 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Octacosane 394 C28H58 000630-02-4 87
5 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
Abundance Scan 1945 (13.527 min): BF103654.D (-1941) (-) m/z 57.00 100.00%
57
5000 85
4 ) e e
113 178 13.20 13.40 13.60 13.80
155
0,,| Al s 195 TR 210 10,05 64,900
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57
85
5000 AR DR DR
Bmmmmmmm
4 s m/z 43.00 61.82%
ol 28 L W10 97 225 253 2s1206
m/z--> 25 Jo éo 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
57
13.20 13.40 13.60 13.80
5000 85 m/z 85.00 48 .93%
41
o 13, 155 183 310
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129492: Eicosane L i o it aes L
57 13.20 13.40 13.60 13.80
m/z 55.00 24 .74%
5000
4 85
0 25 ‘ | 4 113 a1 169 197 225 253 282
m/z--> 2'0 4'0 6|0 8|0 1(')0 12'0 140 160 180 200 220 240 260 280 3(')0 13. 20 13. 40 13 60 13. 80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103654.D

Aca On : 14 Mar 2018 21:19

Operator : SJ/JU

Sample : J1911-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 Nonadecyl pentafluoropropio... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.85 14.25 ng 582719 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
2 l17-Pentatriacontene 491 C35H70 006971-40-0 91
3 1-Heneicosanol 312 C21H440 015594-90-8 87
4 Octacosanol 410 C28H580 000557-61-9 87
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87
Abundance Scan 2000 (13.851 min): BF103654.D (-1997) (-) m/z 57.00 100.00%
57
83
5000
i U AR S SRR B
139 13.60 13.80 14.00 14.20
0 ...-.,....',.l.l.e,l.‘?7.1.9?.2]2.‘3.,....,....,....,....,...., m/z 43.00 81.58%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #222139: Nonadecy! pentafluoropropionate
57
5000 LR SR BRI SULURA U
125 13.60 13.80 14.00 14.20
m/z 55.00 71.57%
J 2L ‘ \\ \h ‘\‘ ‘\\1?3 182210238266 _ 311 412
m/z-> 0 50 250 300 350 400 450 '
Abundance
43
1360 13.80 14.00 14.20
5000 83 m/z 83.00 62 .58%
111
0 139167196224 267292 321 462 490
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #155046: 1-Heneicosanol S REBRE R e
55 83 13.60 13.80 14.00 14.20
m/z 69.00 59.37%
29
ol 139167106 535266 204
m/z-> 0 50 100 150 200 250 300 350 400 450 ' 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF031418\
Data File : BF103654.D

Aca On : 14 Mar 2018 21:19

Operator : SJ/JU

Sample : J1911-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF022218_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 1-Pentadecanethiol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.49 4.68 ng 191181 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 94
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 90
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 Octacosanol 410 C28H580 000557-61-9 90
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 90
Abundance Scan 2109 (14.492 min): BF103654.D (-2105) (-) m/z 57.00 100.00%
g7
83
5000
130 167 185 211 242 14,20 14.40 14.60 14.80
O o B m/z 55.00 98.46%
m/z--> 50 100 150 200 250 300 350 400
Abundance #97496: 1-Pentadecanethiol
55 83
5000 AR L SO B
29 111 244 14.20 14.40 14.60 14.80
‘ 210 m/z 43.00 80.13%
o .L. ‘.““l“l‘ I“ul ‘H‘I‘ .‘ I\‘\Il:fgllslglllgzl l‘ — .“‘ —
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o1 14,20 14.40 14.60 14.80
5000 m/z 83.00 75.22%
29 125
0 77 154 182 210 238 283 334
m/z--> éo 160 1%0 260 2éo 360 3éo 460
Abundance #210517: 1-Heptacosanol AR EEREE L
57 o7 14.20 14.40 14.60 14.80
m/z 69.00 70.27%
5000
125
o 29| “ | L , 193 181 209 236 264 202 320 350 378
m/z--> éo 160 1éo 260 250 360 3éo 460 1450 1!40 14%0 1480
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF031418\
Data File : BF103654.D

Acq On : 14 Mar 2018 21:19

Operator : SJ/JU

Sample - J1911-09

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF022218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.09 3.1 ng 129845 1 6.86 843737 20.0
unknown6.63 6.63 72.4 ng 3053020 1 6.86 843737 20.0
Tributyl phosphate 10.51 3.0 ng 162569 3 9.90 1090350 20.0
Phthalic acid, is... 11.54 2.5 ng 127310 4 11.40 1029000 20.0
Tetracosane 13.18 4.6 ng 186816 5 14.06 817733 20.0
Heneicosane 13.53 2.9 ng 118853 5 14.06 817733 20.0
Nonadecyl pentafl... 13.85 14.3 ng 582719 5 14.06 817733 20.0
1-Pentadecanethiol 14.49 4.7 ng 191181 5 14.06 817733 20.0
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